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ABSTRACT

Shapes are nonlinear, multifarious objects and it is a nontrivial task
to attach meaning to statements about their comparison. A central
problem in the field of shape analysis is therefore to make sense of the
notion of a metric on an abstract shape space. Through the lens of
infinite-dimensional Riemannian geometry one can endow such spaces
with different metrics stemming from nonrigid group actions to compute
so-called geodesic matchings between shapes that share diffeomorphic
or homeomorphic orbits. Owing to shape analysis being a relatively
new field in the history of mathematics, several open questions re-
quire answering to reconcile theoretical development with numerical
approximation. This project sets out to unite the framework of diffeo-
morphometry with linear functional analysis amenable to finite element
methods. Shapes in this project will be images, curves or even measures,
and we derive and compute convergent numerical approximations to
the geodesic equations related to the motion on the aforementioned
groups.
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CHAPTER 1

INTRODUCTION

Shape analysis is the mathematical study of shapes. These are abstract objects
such as closed curves and surfaces, functions or even densities representing data
such as outlines or images of morphology scale anatomy. The field encompasses
the theoretical description of shapes, their evolution and comparison as well
as the development of algorithms and engineering of computer programmes
for their manipulation. Differential geometry lies at the heart of this subject
and is the source of many equations of interest in shape analysis. This thesis
focuses on the comparison of shapes i.e. how to continuously deform, or evolve,
a template shape into a desired target shape whereby obtaining a natural
notion of distance between them measured as the energy required for such a
deformation. This is called a matching problem which we shall see amounts
to metrising a shape space. The aim of this thesis is to utilise the tools of
linear functional analysis to derive and place the equations of motion for shapes
evolution in the frame of Hilbert spaces to leverage finite element theory in
order to describe well-posed convergent and numerically tractable methods.
This chapter describes the historical evolution of our shape analysis to motivate
our place in the field.

The Scottish scholar D’Arcy Thompson pioneered the mathematical study of
biological shapes in his book On growth and form [216] in 1942. See also [12]
which provides a very brief but comprehensive historical introduction. D’Arcy
was interested in morphogenesis: the creation of structure and growth in biology.
He conjectured that the laws of physics that govern the orbits of planets must
be the same that dictate mechanical biological movement and that arterial
motion, for instance, must be of the same character as any inorganic motion.
He argues that many biological phenomena are explained by careful physical
consideration and draws intriguing parallels between hexagonal symmetries
of the plates of a tortoise’s shell, cracks in drying mud and cellular patterns
appearing in varnish [216, Chapter 7|. The pioneering work of D’Arcy did
immense service to the understanding of mathematical biology, and therefore
shape analysis, since many applications of shape analysis are derived from
morphology scale biology. As a result of this the field also sometimes carries the
moniker computational anatomy. To study biological shapes such as silhouettes
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of fish or images of Macaque monkey brains with mathematics these objects
require a mathematical representation. In an attempt to provide a general
theoretical framework for the study and representation of abstract shapes and
images, Grenander and his collaborators developed pattern theory at Brown
University [110] in 1993. This theory provides the fundamental vocabulary for
describing knowledge and patterns, striving to condense the variability and
structure of information about patterns into a mathematical theory. Pattern
theory is an incredibly powerful and equally abstract setting so we shall not
endeavour to describe it in full and only bring in the key concepts on which we
rely while acknowledging the origin of our field of study. What is essential is
that interpreting certain matching problems appears completely natural from
the vantage of pattern theory. We refer to [112] for a more contemporary
tutorial exposition linking pattern theory and computational anatomy. Fields
Medalist David Mumford’s monograph [179] also provides interesting insight
into the motivation behind structuring and classifying knowledge by way of
pattern theory. In particular, pattern theory lead to the development of the
group action model spear-headed by Grenander and his team and has since
generated an incredibly rich literature. In this model, so-called deformable
templates (i.e. shapes) are acted upon by different elements of a group, so that
finding a match between two images is equivalent to finding the right action in
some group of transformations so that the application of the group translates
between the two images. Focusing on modelling the group abstracts away the
representation of the underlying shape, or deformable template, on which it acts.
As we shall see shortly, a particular strength of the group action framework is
its ability to handle the nonlinear nature of shapes. The main group with which
we are concerned is the group of diffeomorphisms: smooth invertible mappings.
These are excellent candidates for matching problems as they naturally give rise
to smooth transformations between different shapes. We now present three ex-
amples of different shape objects to make the notions above concrete. The goal
is to use the vocabulary above to articulate the main problems we aim to tackle.

Landmarks: a canonical example of a problem in this field is that of land-
mark matching [141]. Landmarks are measures, or positions in space, typically
representing points of interest of some underlying higher-dimensional shape
space as exemplified in figure 1.1. In practice, such landmarks could represent
the part of the brain called the Corpus Callosum [188, 156]. Here, the template
(left) and target (right) clearly outline some a priori known curve or image,
and the goal is to find a group acting on the landmarks so that each point
x is mapped to x’. A linear interpolation between the pairs (x,2’) is indeed
one such candidate for the example given. However, if we were to swap the
location of ¢’ and d' in this example and compute a linear match between
the landmarks, the paths of the landmarks would intersect. Such a result
would appear unnatural or counter-intuitive if, for instance, the landmarks were
to represent some underlying morphology scale biology where matter cannot
necessarily intersect or overlap. This illustrates the importance of computing
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continuous paths.
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FIGURE 1.1: Matching between two sets of landmarks with knowledge of pairwise
correspondence i.e x — x’. The dashed lines are only there to show that the landmarks
outline some underlying geometry.

Closed curves: The landmarks in figure 1.1 were sampled from the infinite-
dimensional objects depicted in figure 1.2. One representation of these closed
curves are functions of S* into R?. We may easily imagine the template curve

FIGURE 1.2: Matching closed planar curves.

on the left moving to the right to align with the arrowhead target, and our
aim is to describe this mathematically. We are interested in studying the
group of diffeomorphic transformations allowing us to describe this matching
mathematically, and to derive efficient algorithms that act on these heavily
nonlinear objects. We are especially interested in diffeomorphic group actions
that preserve the topology of this curve: we allow for no self-intersections or
breaking of the curve. From an applications point of view numerical methods
for the evolution of discrete closed curves are obviously of great interest. Closed
curves can represent outlines of biology in the form of cells or traces of cardiac
images [27].

Images: these are central objects in shape analysis and the ability to compute
matches between arbitrary images have a myriad of applications in everything
from medical imaging [167, 30, 31, 228, 84| to music videos [32, 15]. Chap-
ter 17 of On growth and form describes a theory of transformations whereby
examples of diffeomorphic deformation of the ambient space transforms be-
tween different types of fishes, see figure 1.3. Numerical matching of images

11
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was, to the best of the author’s knowledge, first carried out in this pattern
theoretic setting by Grenander and Miller in [113]|. Images are also incredibly
interesting mathematically because, depending on the application, one does not
always want a diffeomorphic match. Indeed, there exists no diffeomorphism
matching the two images in figure 1.4. We therefore also need to make sense of
homeomorphic matches. This is useful in medical imaging where images of the
human anatomy is available in the form of magnetic resonance imaging which
produces a sequence of two-dimensional images representing various segments
of the brain. These images may be combined pair-wise in order to reconstruct
and subsequently study a three-dimensional model [94]. A homeomorphic
match could be particularly useful to model tumour evolution which from a
mathematical point of view is similar to what is depicted in figure 1.4.

F1GURE 1.3: Left: Matching a Diodon to an Orthagoriscus Mola by a diffeomorphism.
Right: Matching an Argyropelecus Olfersi to a Sternoptyzr diaphana by a simple shear.
Taken from [216, Fig. 517, 518, 525, 526]. Such drawings are in spirit of Albrecht
Diirer, a renaissance thinker who influenced D’Arcy Thompson.

FIGURE 1.4: A template and target where a non-diffeomorphic match is required in
order to create a hole in the circle.

The group action model isolates the study of shape matching by instead study-
ing the group acting upon them. We mentioned before that comparison of
different shapes means endowing some metric structure on the shape space
in question. Metrics provide a quantitative measure of how close two objects

12
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are stemming from the energy of group action that transforms between the
objects. As we shall see, the groups we will be studying also automatically
provide a meaningful way of interpolation (in some sense) between shapes so as
to provide a concrete visual transformation between shapes. It will be useful
to think of a template shape as the match at time ¢t = 0, and the target as the
match at time ¢ = 1. One of our central aims is exactly to make sense of the
match at time 0 < t < 1 with an intuitive interpolation between the template
and the target. The power of the group action model is that by leveraging the
vocabulary of differential geometry we can make meaningful statements about
the shortest path between two shapes measured in the metric induced by the
deformation. This sets the stage for this thesis: we wish to explore the use of
finite element methods (FEM) [89] to efficiently compute deformations that
transform templates of various data types into prescribed targets.

The main tools with which we want to solve the problems above are primarily
differential geometry, functional analysis and FEM. Shape analysis is naturally
intrinsically related to differential geometry; we can attempt to understand
nonlinear objects such as shapes by attaching differential structure to them
and inspecting linearised, infinitesimal changes to them. Riemannian geometry
allows us to do exactly this. Then, via integration, can we make sense of the
structure of the nonlinear objects with which we are concerned. Linearisation
also leads to variational principles (and variational equations), and tools from
functional analysis are especially suited to deal with these linearised structures
and make statements about well-posedness. The study of numerical approxima-
tion of these systems is also convenient through the lens of functional analysis
via FEM. Our objective is therefore to solve the different problems we have
described above by means of efficient and convergent numerical computation.

1.1 ORGANISATION

This rest of this thesis is comprised of five chapters with the following content:

e Chapter 2 provides the background material for this thesis. We provide
an in-depth account of matching using diffeomorphisms in the group
action model. This section also explains how matching problems in shape
analysis can be viewed as inverse problems where the objective is to infer
the parameter (i.e. group action) that generates smooth deformation
between shapes. This chapter concludes with the prerequisite technical
tools of variational and functional analysis needed to treat the systems
we aim to derive in our later content chapters, as well as a selection of
results from finite element theory.

e Chapter 3 describes a novel method for planar curve matching such
as those depicted in figure 1.2. We successfully discretise the Euler-
Lagrange equations associated with this problem using nonconforming
finite element to generate a diffeomorphic curve evolution. This chapter

13
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provides extensive novel theoretical results for general nonconforming
finite element methods with a kind of measure-valued source term and
shows convergence under relatively mild assumptions.

e In Chapter 4 we examine the Euler-Lagrange equations associated with
non-diffeomorphic image matching such as that required in figure 1.4.
We treat images as functions and present a Hilbert space framework
determining the optimal trajectory between a template and target. We
solve the problem analytically and show how interpreting the problem in
least-squared variational setting allows us to obtain several theoretical
results. We then derive a conforming finite element method and show
numerical experiments demonstrating convergence under certain condi-
tions. We also describe the theoretical foundations of a discontinuous
Petrov-Galerkin (DPG) method allowing for fully discontinuous image
matching.

e Chapter 5 explores landmark matching and develops a framework in
which we can interpolate between diffeomorphic and non-diffeomorphic
matching in a meaningful way. This leads to qualitative models that shed
new light diagnostic methods for growth models within the traditional
frameworks.

e Chapter 6 contains a discussion of our work and an outlook on future
research.

14



CHAPTER 2

BACKGROUND

2.1 DIFFEOMORPHOMETRY

This section covers diffeomorphometry, the study of distances between shapes
via actions of a diffeomorphism group. The contemporary textbook by Younes
[234] describes or references most of what we present here. We begin with a
general and abstract explanation of the group action model.

7 shall denote an abstract shape space containing the shapes we wish to study
such as measures, images, functions or curves. For the purpose of this exposition
it is not yet necessary to be more precise. We wish to match two members i,
and 41 in Z with a diffeomorphism ¢ in the group Diff(Z) of diffeomorphism of
the shape space Z so that i; is in some sense close to p.ig (where . is the group
action). We define the orbit Z; at i € T of the diffeomorphism group Diff(7)
on Z by as:
T, ={p.i | p € DIff(Z)}.

The strategy is therefore to approximate a target shape i1; by an element in
the diffeomorphic orbit of a template 1y. At this stage we are not particularly
interested in the definition of the group action and concentrate on the group
elements in Diff(Z) themselves. This is precisely the power of the Grenander’s
group action model mentioned in the introduction. The goal here is to focus
the modelling effort on the map ¢ to endow the space of images with a metric
dz : T x T — R. Abstractly we can formulate this distance using the notation
seen thus far:

dz(ig,i1) = goellDIilfg(I){leﬂ(I)(ld’ ©) | io = @1}, (2.1)
where id is the identity operator and dpigz)(-, -) is a metric on the Diff(Z). This
definition should sit well with our intuition, since the distance between a pair
of images is determined by the least amount of deformation required in order
to match one shape with another under the group action. Our shape spaces
will therefore inherit a notion of a distance via a Riemannian metric dpigz)(-, -)
endowed on Diff(Z). We highly recommend the following two papers |24, 48| to
readers wanting an introduction to shape spaces and the diffeomorphism group

15
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and Riemannian geometry for shape analysis. In order for symmetry of dr we
request that the metric dpigz) is invariant in the following sense:

dDiff(Z)(h-hla th) = dDiH(I)(hh hg), for h € DIH(I)

This should also make sense intuitively; should we want to measure the dif-
ference between two diffeomorphisms h; and hy then a reparameterisation by
a diffeomorphism h does not change the distance between them. Using this
invariance we can see that e.g. dpigz)(a™',id) = dpig)(a,id) and we get the
required symmetry!. This group is extremely useful and plays a central role in
due to its Riemannian structure. Arnold’s seminal work on perfect fluids [11]
established a relationship between a group of diffeomorphisms, now denoted
Diffx(Z), and the space of vector fields X. Indeed, for v, € X, t € [0, 1] this
relationship is described via the following ordinary differential equation (ODE)

over the time interval [0, 1] where we use the notation g = %:
D = Ut O Py, (2.2a)

posed in Lagrangian coordinates. This ODE describes a curve on Diffx(Z7)
which we can also interpret in the Eulerian frame for a flow tracer as follows.
Let Q be a closed connected subset of R, d = 1,2, 3 over which we define some
initial tracer X. We let p; describe the tracer X at time ¢ by evolution of (2
by ¢ via composition. That is, points g € (2 at time ¢ = 0 are transported to
positions z; = () at time t € (0,1], so py(x;) = X 0 ; *(z;). Since ¢ is a
diffeomorphism the tracer p must be invariant with respect to time:

d d 0 0
0= il = oro i) = T o @ulwo) + Vir o pilaa) - - (o)
Using (2.2) we can therefore say:
Ipt —
S © Pi(@o) + Vo pi(wo) - ur 0 pi(w0) =0,

for any z¢o € ). To summarise, we recognise now the Eulerian transport
equation for p, known from continuum mechanics which holds for all ¢ € [0, 1]:

pt -+ Uy - th = 0, (23&)

The problem of finding a diffeomorphic match between the template 7o and
target i; is therefore equivalent to finding a family {u;}o<;<1 of vector fields
u; € X so that ¢1.i9 ~ i1. This is incredibly powerful as the curve (2.2) then also
provides a curve ;.ig on Z giving rise to meaningful diffeomorphic interpolation
in shape space. That is, we consider Diffx(Z) a subgroup of diffeomorphisms

I Take h=a"', hy =id and hy = a

16
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generated by smooth vector fields?. This approach was, to the best of the
author’s knowledge, first used for matching problems in [59, 218|. As mentioned
the link between diffeomorphisms and velocity fields can be explicitly described
using notions of geometry. Indeed, for a certain ¢ € Diffx(Z) we can equip the
tangent space T,,Diffx(Z) with a metric via (2.2):

16t 7 pitee @) = lle © 1 Iz = luel- (2.4)

The last equality relies on the fact that the tangent space of Diffx(Z) pulled back
to the identity coincides with the Lie algebra g of this group [234, Appendix
B.4]. Supposing 1,4’ € Diffy(Z), then we can finally define a distance dpig, (7) :
Diffy(Z) x Diffx(Z) — R using the motion of ¢ defined in (2.2):

1
dpitee () (¥, ) = 11622 {/o Jwe||2 dt | o =1, o1 = l//}- (2.5)

We shall also sometimes refer to the following quantity as the kinetic energy of
a deformation:

B = [l at (26)

The distance on Z in equation (2.1) is then completely well-defined [174]. We
call the diffeomorphism associated with a minimiser of (2.5) a geodesic. This is
defines the "shortest path" between two shapes iy and 7; in this metric. The key
point to note here is that we define the metric between shapes via a metric on a
group acting on said shapes, which in turn is intrinsically related to equipping
the Lie algebra with the right kind of inner product on g. The last statement
is contained in the equation (2.4). Figure 2.1 provides a diagram portraying
the interplay of these objects. Not only does this framework provide a metric
dr cf. (2.1) but also a way of smoothly interpolating between iy and i; images
using the evolution of ¢.

An early application of the theory of Trouvé [218| was presented in the sequel
[219] demonstrating numerical results for results for matchings with the diffeo-
morphism group. Based on Trouvé’s work a practical way to compute a match
between two images is through the following variational optimisation problem

for uy:
1
it [l e+ lorio — i (2.7)
0
subject to (2.2), (2.8)
where || - ||z is some known norm. This can be viewed as a so-called inverse

problem, as the goal is to find the optimal family of parameters u for which
the solution of the ODE (2.2) provides the answer to the matching problem.

2 Not every diffeomorphism admits a characterisation akin to (2.2) via a velocity, see e.g.
[148].

17



CHAPTER 2. BACKGROUND 2.1. DIFFEOMORPHOMETRY

7z

FI1GURE 2.1: Schematic of diffeomorphic shape matching.

This approach is popular in the literature and carries the moniker Large De-
formation by Diffeomorphic Metric Mapping (LDDMM). The Deformation
(resp. Large) part of this label describes the vector field u; which generates the
diffeomorphism (resp. for all times). Here, the penalty is useful as it repre-
sents the condition that we wish to approximate i; by the orbit of Diffx(Z) at .

By virtue of classic Picard-Lindelhof theory w, must satisfy a pointwise Lips-
chitz condition for well-posedness of (2.2). Since the space of such functions
is only Banach it is impractical to model from a numerical point of view. It
is therefore convenient to let g be a Hilbert space to which we can attach
some nice structure. Dupuis et al. [86] shows that a weaker condition than
pointwise Lipschitz can ensure well-posedness of the flow map equation (2.2)
which roughly states that || - ||, dominates the first three derivatives (in sense of
Sobolev) of the velocity field. Details of this embedding are discussed at length
later - the key is that we can in practice work with Hilbert spaces instead of the
space of Lipschitz functions. After publication of Dupuis et al., Grenander and
Miller published a paper titled Computational Anatomy: an emerging discipline
[111] which documents in great detail the aggregate work in this field up to
that point in time.

Extremising the energy (2.6) subject to the equation leads to a variational
equation for the variable u, i.e. the associated FEuler-Lagrange equations known
as EPDiff (Euler-Poincaré¢ for the diffeomorphism group) [11, 127]. These
have been studied extensively - we highlight the work of Mumford and Michor
[180] to further elucidate the connection between suitably smooth families
of vector fields and diffeomorphisms. [224] takes a Hamiltonian approach to
shape spaces in the diffeomorphic framework. A more recent and excellent
pedagogical exposition of the Hamiltonian viewpoint in computational anatomy

18
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with applications to real data can be found in [172].

Remark 1. For completeness we also mention an alternative matching frame-
work using elasticity methods [16, 15, 103]. Elastic deformations can be applied
to an object such as the ambient space of an image to deform its features visually.
We shall not favour these methods as the deformation to an object depends
explicitly on the stress that is already present in the material. In other words,
it requires more enerqy to bend an object that is already under stress. In this
thesis we focus on methods using diffeomorphism similar to (2.2) owing to the
success of the method, its firm theoretical foundation in differential geometry
and its simplicity. Other frameworks also exist, see the references in [197].

The LDDMM framework described here provided the fundamentals for shape
matching by finding a suitable diffeomorphism expressed via a curve of velocity
fields. Since diffeomorphisms are smooth invertible mappings they cannot, for
instance, account for photometric variability in the context of image matching.
In other words, the diffeomorphism group in question cannot accommodate
changes in the underlying topology of the object studied and express the growth
of tumours as alluded to by figure 1.4 in the previous chapter. To cater for
such solutions we must make our search space of deformation must larger than
Diffx(Z). This challenge is dealt with in the next section where we discuss a
mathematical framework allowing for topological alterations in shape matching,
primarily in the context of images.

2.1.1 GROWTH

From what precedes we have a well-defined notion of a smooth invertible de-
formation between two shapes that share a diffeomorphic orbit. If we request
a homeomorphism between two shapes for the purpose of growth simulation,
the diffeomorphic orbit can be viewed as a limitation. Applications for such
a method can be found in computational anatomy [113| where the growth
may represent a tumour appearing on an medical image over the course of
time. Here we describe an extension of the LDDMM approach. This is often
called the metamorphosis metric framework which carries its moniker from [221].

Miller and Younes [174] provide a modified group action model based on the
semidirect product space A = Diffx(Z) x Z, so that infinitesimal changes to
the shape space is represented as a velocity and an element of Z. See also the
sequel paper [173]. [220] takes a more geometric point of view and describes in
great detail the Riemannian construction. We provide another schematic for
metamorphosis in figure 2.2 to explain these concepts.

Remark 2 (Images as shapes). To exemplify the idea we shall explain meta-
morphosis in the context of images where I is a space of functions defined
over a square domain whose evaluation at a point returns the grey-scale image
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FIGURE 2.2: Schematic of metamorphosis. The image i; is given by @;.ny, with
the boundary conditions 79 = 79 and ;.71 = %1. Note that metamorphosis does
not always reduce to the semidirect product structure but here we shall use it to
articulate the main ideas, see [221] for details.

intensity at the location. The diffeomorphism part of the A acts on the sup-
port of the image by stretching or deforming the underlying square, while the
metamorphosis part of the group action modifies image intensities.

Let L*(2) denote the space of square-integrable functions over some closed
subset Q) of RY, d = 1,2,3 with norm || - ||o.o. Using the idea from the previous
remark we let Z denote some smooth space of functions so that for some curve
¢ on this space % + ug - Vip € L2(2). Recalling that a distance measure on
the space of shapes can be written in the form of an optimisation problem we
can express metamorphosis in Eulerian coordinates as the geodesics associated
with the following energy:
! i
inf / (g, u)g + 025 + e Vi (2.92)
0

s.t. i and 7 fixed. (2.9Db)

In the Eulerian frame, the equation of motion for the image is then given by
the following partial differential equation (PDE):

Oy .
_+Ut'v2t = Zt,

ot
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where z; represents the deformation to the shape by a curve on Z, similar to n
in figure 2.2. In light of this problem we emphasise the main difference between
metamorphosis and the purely diffeomorphic setting we saw before. Formally
speaking we can think of the (2.7) as kind of an initial value problem for i, as it
seeks a best approximation of i; in its diffeomorphic orbit, where ||igo @1 —i1||z
may be a positive quantity. In similar vein, metamorphosis can be thought
of as a boundary value problem because we impose the template and target
ip and i, and allow for the diffeomorphic equation (2.3) to be transgressed.
Here we have chosen to cast the problem in Eulerian coordinates simply as an
example. In other words, we introduce a source term in the mapping described
by (2.3) in order to describe violations of pure advection and thereby permit
topological changes in the image. The point here is that if we prescribe an
initial as well as a final condition for the image solution, then there may not
exist any diffeomorphism ¢ for such that i; = ¢.ig. For instance, consider 7
and i; being a circle and ring torus in R?, respectively (i.e. the situation in
figure 1.4). However, the advection term appearing in equation (2.9) can be
non-zero to cater for such topological changes.

The geodesics associated with the metamorphosis problem from [221] are in
[129] recast in the Euler-Poincaré framework of [128]. The relationship be-
tween diffeomorphisms and velocities is clearly nonlinear and diffeomorphisms
generated by separate vector fields are not additive. In this paper it is ex-
plained how a variation with respect to the diffeomorphism is reflected in the
family velocity field, and its connection with the Lie bracket over the field.
Comparisons between the resulting equations and those of complex fluids is
investigated and these are extended to cater for metamorphoses of measures. A
very general and in depth exposition of the geometric dynamics of optimisation
with metamorphosis as a central application is provided in [102]. For recent
and successful results on general growth problems in computational anatomy
we refer to the work of Kaltenmark and Trouveé [144, 147, 145, 146|.

We have outlined the main ideas behind two powerful frameworks using dif-
feomorphometric mappings: the LDDMM approach, where we seek a purely
diffeomorphic mapping between two shapes and the generalisation, metamor-
phosis, where the purely diffeomorphic orbit implied by (2.2) can be violated to
model topological differences between two shapes. In both cases the matching
is parameterised by a family of time-dependent velocity fields. We view these
matching problems as so-called inverse problems for the family of velocity fields
which is the topic of the next section.

2.1.2 INVERSE PROBLEMS

An inverse problem in its most abstract form seeks to recover the input param-
eter u € X that is mapped to a known state ¢ € () by some typically known
observation operator G : X — (). The emphasis here is that the parameter of
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the partial differential equation is now the unknown. This means inverting, in
some sense, G so that u = G71(q). In practice, we are often simply looking for
an approximation: u &~ G~!(g), and the inverse may not be unique or classically
defined. This lines up well with matching problems in shape analysis. One
can, for instance, view shape matching as the inverse problem of finding the
velocity u such that an initial shape g is mapped to i; ~ G(u) where G is the
solution to the geodesic equations of (2.7) and (2.9). This thesis is focused on
developing an efficient and convergent numerical approximations of GG to which
we can apply a solution method for the inverse problem. In a very crude sense,
we can view the goal of this thesis as bounding ||i; — G/(u)||z by the following
triangle inequality:

iy — G(u)llz < iy — Gu(u)|lz + [|Gr(u) — G(u)||z
< liv — Gu(u)|lz + |Gh — G2+ [Ju]| x-

I*

where (i, is a numerical approximation of G and || - ||z+ is a formal dual norm.
The aim is to force ||i; — G (u)||z to zero by finding a suitable u by a numerical
solution to the inverse problem, and to provide a convergent discretisation G,
of G so that |G, — G||z= — 0. Our main contributions are related to questions
of convergence of this term for various shape spaces. The remainder of this
section discusses the former in context of the literature.

A popular method for solving inverse problems in shape analysis is called
shooting, and we highlight here some central references explaining this ap-
proach. Shooting employs a Newton method to solve the nonlinear equation
Gn(u) —i; =0 [171, 226|. Since the velocity field occupies a linear space X it
is feasible to construct this method on u rather than shooting in the nonlinear
space of diffeomorphisms. Beg [30] popularised this for LDDMM and adopts a
gradient-based optimisation scheme to find geodesics between images using the
Euler-Lagrange equations of the problem described by (2.7). (233, 235] studies
the evolution equations obtained through perturbations of a diffeomorphism by
its vector field for use in a gradient descent algorithm based on an Euler scheme.

We can also view G(u) —i; = 0 as a Bayesian inverse problem [211, 71| where
the aim is to find a distribution of candidate functions u that minimise the
associated kinetic energy of a transformation [65, 163, 162|. This point of
view can be advantageous when the inversion of GG requires a more general
interpretation such as a probabilistic one. Such a parameterisation requires
a probability distribution over the infinite-dimensional space X, which under
suitable conditions allows one to carry over the notion of maximum likelihood
estimators from the finite-dimensional setting. The general framework of
Bayesian inversion is based on the idea that we can cast optimisation problems
in a probabilistic framework where minimisers, roughly speaking, correspond to
modes of a certain distribution over function space. Viewing a solution to an
inverse problem in this global distributional sense can be appropriate depending
on the well-posedness of G. A [ocal gradient-based method may not adequately
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reveal local minima of the functional from which the geodesic equations are
derived. Although it is not a subject of our investigation in this thesis we
mention that there exists a rich literature on computational statistics studying
the variability of biological population shape data through diffeomorphisms
[175, 95, 222, 190]. Considering these applications therefore highly motivates
the development of novel theoretical and numerical results for both the forward
operator and the inverse problems in shape matching.

2.2  VARIATIONAL PROBLEMS

2.2.1 ELEMENTARY FUNCTIONAL ANALYSIS

We recall some basic functional analysis to set up the notation for the thesis,
essentially quoting definitions and results from [89, Appendix A and B|.

Let X denote a real-valued Banach space where X* denotes the dual of X and
(‘|-)x+x the pairing between elements of X* and X, and when g € X* and
v € X, we also sometimes write g(v) := (g|v)x+ x. When X is a Hilbert space
we let (-,-)x denote its canonical inner product. For a real-valued Banach
space Y and a linear operator B: X — Y* and f € Y*, we pose the following
abstract problem for u € X where Bu € Y*:

Bu=f inY",
or, in weak or variational form:
b(u,v) = f(v), Yvey, (2.10)
where the bilinear form b: X x Y — R is defined by the relation:
b(u,v) = Bu(v),

typically defined via partial integration. B will usually be a differential operator
so (2.10) represents a weak form partial differential equation (PDE). We say
that the bilinear form b is continuous if and only if there exists a constant
co > 0 such that:

[b(u, v)| < collullx|[vlly,

which implies continuity of B. Next we define the surrogates for X and Y used
in this thesis and quote the main results for solving equations such as those
above, primarily in the context of Hilbertian Sobolev spaces [90].

The space C*(O, R?) denotes the space of continuous functions over the domain
O with k continuous derivatives taking value in R?. When the latter is omitted,
the range is R e.g. C°(O) is the space of continuous functions taking values in
R. L?(O), p > 1 and integer denotes the usual Lebesgue spaces over O with
L>(0O) being the Banach space of essentially bounded functions on O. For
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k > 0 (integer or fraction) we let W*?(O) define the usual Sobolev spaces, see
[90]. Note that W*°°(O) is the Banach space of scalar k-Lipschitz continuous
functions® over the convex polygonal Lipschitz domain O taking values in R.
We will be dealing with vector and tensor-valued functions as well, and therefore
when necessary use superscripts e.g. L>°(0O)? to denote vector-valued functions
R? — R?, or WHh>(0)?*? denotes the the space of tensor-valued k-Lipschitz
functions on O. This should be understood in the sense that each component
considered as a scalar function satisfies the regularity of the given space. We
sometimes use standard multi-index notation i.e. an d-dimensional multi-index
a, with |a| = Zle a;, and we define 0%, the partial derivative with respect
to a as 0% = %. In this thesis dz - sometimes also dz - denotes the
d-dimensional Lebesgue measure [42, Section 1.1], where d will be clear from
context.

In this thesis we make a clear distinction in our notation depending on the
value of p. This is reflected in the following norms when p = 2 or p = oo,

respectively:
Iflio =D 110°FI30, (2.11a)
|| <k
1 llwroe0) = Y 10%f .05 (2.11D)
|| <k

where [|0%f5 0 = Jo [0%f|* dz is the usual L* norm over O and [|0*f||sc,0 =
ess supy, |0 f| is the essential supremum norm. Note in particular that due to
the presence of the Euclidean norm |-| here, the norms in (2.11) are well-defined
for scalar, vector and tensor-valued objects.

When p = 2 we also use the notation H*(O) := W*?(0) with H¥(O) consisting
of such functions that vanish on 0O in sense of traces. We also denote by |- |0
the usual semi-norm over this space. The inner product on H*(O) is denoted

by <'; '>k,o-
Sobolev spaces play a central role in this thesis and we therefore highlight
several results of which we shall make extensive use.

Theorem 3 (Trace theorem [89, B.52|). Let O be an open R? with Lipschitz
boundary. Then there exists a surjective operator vo such that:

Yo : HY(O) — HY*(00),

where ker(yo) = H}(O) i.e. the space of functions in H*(O) that vanish on
00.

3 We remark that the Lipschitz class of functions does not always coincide with W*:>°(0)
depending on the nature of O. Given that we are always dealing with convex domains we
characterise the Lipschitz class with the Sobolev spaces W#°°(O) (see [122, Theorem 4.1])
and mention this no further.
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Further, when yo(u) = ur, the following bounds hold:

||Ur 0,00 S ||U||1,o,

with a constant depending the outward normal to O, see [114, Theorem 1.5.1.10]
for details.

Theorem 4 (Poincaré [89, B.61]). Let O be an open Lipschitz set of R?. Then
there exists a constant C > 0 depending only on O such that:

lulloo < ClIVuloo,  u € Hy(O).

One of the main tools we use is the embedding theorem below from which
we deduce that continuous representatives of Sobolev equivalence classes are
members of smooth spaces.

Theorem 5 (Sobolev Embedding Theorem [239, p. 2.5.1]). Let O be a bounded
domain in R%. If kp > d+mp, 7W§’p(0) is compactly embedded in C"™(O) which
we denote by WEP(0) — C™(0).

See also [1] for more details.

Theorem 6 (Fréchet-Riesz [89, A.28|). The action of every linear functional
v € X* on a Hilbert space X can be represented uniquely as an inner product:

v'(w) = (w,w)x, Ywe X.

Further, |[v/][x- = lullx-

An important consequence of this is that every Hilbert space is reflexive 89,
Proposition A.29].

We can now look at how to solve abstract variational equations such as (2.10).
What we present is often called Babuska theory [101]. For an operator B :
X — Y™ we recall that for a given € X we can compute the operator norm
in Y* which is given by:

B |Bx(y)|
y* = Sup .
ozyey  Nylly

| Bz

Moreover, define the transpose B* : Y — X* by the following relation:
(Bz|y)y=-y = (B*y|2)x-x = bz, y).

The next result establishes conditions for invertibility of an operator in the
form of inf-sup conditions and can be found in most textbooks on functional
analysis.
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Theorem 7. For reflexive Banach spaces X and Y, let B: X — Y*. Then B
18 an isomorphism if and only if:

1. B is linear,

1. © € X, Bx(y) =0 for ally € Y implies x = 0 (injectivity),

111. B satisfies an inf-sup condition with some bound ag:

B
0<ap— inf sup 2
0£2€X otyey ||l|x]lylly

Condition ii corresponds to a uniqueness condition, which can also be written
in the form of iii as:

B
0<ay= inf sup ﬂ
0£veY oxzex |7 xylly

The inf-sup condition iii corresponds to an existence result. Indeed, iii means
that the transpose B* is bounding:

B
Hiovee X, sup D0

= |B*y||x- > agllyly,
ozyey ||7]lx

which means that B* is injective so B is surjective. Note that we can also verify
condition iii by the following problem:

Vy €Y, find x € X such that Bx(y) > agllz|x||yly. (2.12)

For many trivial problems where X = Y the existence and uniqueness conditions
of theorem 7 are satisfied via the property is called coercivity:

Definition 8 (Coercivity). A bilinear form b : X x X — R defined over a
Banach space X is called coercive if and only if there exists a constant ag > 0
such that:

aollv]|% < b(v,v), Vv e X.

Such a bilinear form is easily seen to satisfy condition iii of theorem 7 when
a(u,v) = Bu(v). This is sometimes called the Lax-Milgram theorem [43, Corol-
lary 5.8.

Finally the following definition will be useful later on.

Definition 9. For a subset Z C X of a Hilbert space X we define the annihi-
lator Z° of X by:

Z°={fe X" f(z)=0, Vz € Z},
and the orthogonal space Z+ by:
7+t ={re X, (x,2)x =0, Vz € Z}.

These can be understood as objects that are orthogonal to the space X but in
different spaces.
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2.2.2 FINITE ELEMENT METHODS

This section covers finite element methods - most of the theory here is covered
in the textbooks [42, 89, 39].

The finite element method works by replacing the spaces in (2.10) above by
discrete counterparts that we can realise numerically. These spaces are typi-
cally piecewise polynomial spaces although other methods do exist e.g. the
generalised FEM [210, 209], the extended FEM (see [33] for a review) or Trefftz
FEM [124]. The work [14]| provides an excellent motivation for non-polynomial
approximation spaces in the context of the generalised FEM.

Our aim is to communicate the path from the preceding infinite-dimensional
setting to the finite-dimensional one here in order to prove convergence results
for discrete analogues of (2.10). We are not focused on the implementation or
numerical linear algebra related to finite element methods i.e. approximating
integration by quadrature, linear solves or the like. The interested reader is
referred to [89, Part III| for an overview of the challenges here. Throughout
this thesis our numerical results are obtained using the Firedrake framework
[191].

In this thesis € will generally denote a convex connected subset of R? with
Lipschitz polygonal boundary 0f) representing our computational domains (the
definition being specific to each setting). For a domain O we let O denote the
interior of O. To establish a FEM we construct a triangulation over such a
domain.

Definition 10 (Triangulation). We use the textbook definition [42, Definition
3.8.11] of a triangulation: a triangulation of a polygonal domain O is a finite
collection Oy, of triangular element domains { K}, such that

1L K;NK, =0,i+#
2. 0 =UK;

where no vertex of any triangle lies in the interior of an edge of another
triangle. We also refer to a triangulation Oy, as the mesh. For a triangulation
O, we define the mesh resolution, or mesh size, as h = maxgeo, hi, where
hx = diam(K), see [42, 60]. As we will be studying convergence of finite
element methods we introduce the notion of shape-regularity [89, Definition
1.107]. A family of meshes {Op}n>0 is said to be shape-regular if there exists
co > 0 independent of h such that

hx
max < VO, € {On}n>0, (2.13)

where pg s the diameter of the largest circle inscribed in K. We also assume
that such families are quasi-uniform [89, Definition 1.140] i.e. there exists a
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constant ¢ > 0 such that:
Vh, VK € Oy, hg > ch.

When speaking of finite element convergence (i.e. statements to the effect
“as h — 07), we always mean in the context of a shape-regular family of
triangulations. Since Oy, is a collection of sets we shall use the notation
th = ZKGOh fK, and elements of a triangulation Oy are called elements. See
also appendix D for standard results on scaling arguments and mesh-related
constants.

When it is clear from context we also refer to triangulations as meshes, and
members of §;, are sometimes called elements.

Definition 11 (Skeleton). Given a triangulation Oy, as above we define its
interior facets (or edges, when d = 2) &, by e €&, if IK, K' € Oy, such that
e=KnNK'. We denote by 00, the edges of 0K, K € Oy, that trace 00, and
we say that &, = &£, U A0y, is the mesh skeleton of Op. Sometimes we explicitly
denote the dependence of the skeleton on its associated triangulation i.e. E,(Op,).
We also use the notation fEh = cce, [, with similar interpretations for faoh

A

We can describe finite-dimensional function space on such triangulations.

and féh and we have:

Definition 12 (Finite Element Space). Let X be a Hilbert space over a bounded
connected Q C R? equipped with a triangulation Q. We define a finite element
space X}, over Qp, as a function space such that the restriction of X, to K € Qy,
is a piecewise polynomial function i.e. Xp|x C P?(K) where the latter is the
space of polynomials of order 7 > 0 on K. If X;, C X we say that Xj s a
conforming finite element space, otherwise it is a nonconforming finite element
space [202, 61].

An abstract discrete version of (2.10) seeks a uy, € X}, (possibly nonconforming)
such that:
bh(uh,vh) = f(Uh) Yo, € Xp,. (2.14)

Here we have emphasised that the bilinear form and source term act on finite
element functions by using a subscript i.e. by, as it may be that this differs
from b upon discretisation. Most of the time, and in particular for conforming
methods, b, = b. When (2.14) is well-posed (e.g. by coercivity of b,) the
following result lets us estimate the difference u — uy,:

Lemma 13 (Strang [208|). Let u and uy, solve (2.10) and (2.14), respectively,
and that the definition of by, can be extended so that by (u,vy) is well-defined for
u € X and vy, € X},. Then the following estimate holds:

; vy) — by (u, v
he—wnllx, < inf fJu— wpx, + sup L) = bnlon)
wpE€Xp on€Xn th”Xh

(2.15)

28



CHAPTER 2. BACKGROUND 2.2. VARIATIONAL PROBLEMS

Proof. For wy, v, € X, the triangle inequality states:
[u = unllx, < llu—wnllx, + llun — wallx,-

We bound the second term on the right-hand side, ||u, — wp||x,, in terms of u
as follows. Since (2.14) is well-posed (b, satisfies an inf-sup condition), there
exists a constant a > 0 such that:

b _
alun — wnllx, < sup 2elln = W th)

(2.16)
vp€Xp thHXh

Now observe:

bh(uh — W, Uh) = bh(uh +Uu—u— wp, Uh)
= bp(un — u,vp) + bp(u — wp, vp)
= f(vn) — bp(u, vp) + bp(u — wp, vp).
Using this in (2.16):
A b (1 —
of|un — whlx, < sup f(vn) = ba(u, vn) + b (u — wp, vp)
v EXp th“Xh

< sup f(n) — bu(u, vp)
v EXp ||UhHXh

+ [Ju — wal| x,, -

Summarising we have:

vp) — bp(u,v
Hu_UhHXh < ”u_wh“Xh“‘ sup f( h) h( h)

vR€Xp thHXh ’

and since wy, was arbitrary the result follows. See [39, Section 2.2.3] for more
details. O

The first term on the right-hand side of (2.15) is called the approzimation term
and the second a consistency term. Consistency of the discretisation means
estimating to what extent, as a function of h, a continuous solution satisfies
the discrete equation. We shall return to this topic later on. The first term
on the right-hand side of (2.15) can be controlled by an interpretation of the
Bramble-Hilbert lemma [42, Lemma 4.3.8| using finite element interpolation
operators. Here we only provide the key properties of the usual interpolation
operator.

Definition 14 (Local interpolant [42, Lemma 4.4.1 and Theorem 4.4.4|). For
a convex simpler K C RY and non-negative integers | and m we define the
usual local interpolant T : CH(K) — H™(K) satisfying the following estimate:

1 Zxctullm,ic S Nullcrz)-
When m — 1 — d/2 > 0 we have the following bound:
lu — Trulix S A |ulmr, 0<i<m,

with a constant that depends on m, d and K.
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This extends trivially to vector or tensor-valued objects. We can therefore,
under the right circumstances, approximate smooth functions on K by a poly-
nomial. For nonsmooth functions one must seek other interpolants since the
the nodal basis may not support point evaluation i.e. when the space C/(K) in
definition 14 is replaced by a weaker space like L?(K). Local averages are often
taken as surrogates for the nodal basis in this case, see e.g. the Clément [62], or
for interpolation operator satisfying boundary conditions see Scott-Zhang [200].
For more information on this see the discussion in [42, Section 4.8], and (85| for
general polynomial approximation of Sobolev spaces. A central task in finite
element theory is the construction of the nodal basis and the basis functions
to cater for convergent approximations of some infinite-dimensional problem.
We shall therefore leave these undefined here and return to their construction
when necessary in the coming chapters.

From definition 14 we can construct a global interpolant Z, : X — X, by:
IhU|K =Tk, K e Oh, (217)

where O, is a triangulation of O C R? over which the spaces X and X},
are defined. Global interpolation estimates requires the notion of a broken
Hilbert-Sobolev norm given by the following definitions:

lullio, = Y lullix, (2.18)

KeOy

with the associated broken inner product:

(u, V)g.o, = Z (U, V)g K-

KeOy

The following approximation estimates are then given in terms of broken Sobolev
norms.

Lemma 15 (Approximability). Suppose X = H™(O) where O is a Lipschitz
domain in R and let I, be the global interpolant from (2.17). Then for

uw e H™#(0):
lu = Zeullio, S g™ ulnsson, 0<i<m, (2.19a)
lim inf |[v—wx, =0, YvelX, (2.19b)
h—0 v, €X},

and we sometimes say X approximates X.

Proof. (2.19a) follows from the definition of Z, and definition 14. (2.19b)
follows from continuity of the interpolant a standard density argument; see e.g.
the proof of [230, Theorem 2.1]. O
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Results such as lemma 15 are often easily obtained and are sufficient to bound
the approximation term in (2.15). Estimation of the second term on the
right-hand side of (2.15) depends on the properties of Xj,. Supposing X}, is a
conforming space then this term vanishes since v, € X, = v, € X whereby
the following Galerkin orthogonality result applies which states:

bp(up, — u,v) = 0= f(v) — bp(u,v) =0.
Given this orthogonality result, Strang’s lemma simplifies to Céa’s lemma.

Lemma 16 (Céa [89, Lemma 2.28]). Suppose u and uy, solve (2.10) and (2.14)
for some X and X; such that X, C X. Then:

. C
lu = wnllx < inf —[lu—ol|x,
’UEXh O{O

where co and aq are the continuity and coercivity constants of b(-, -), respectively.

Proof. Subtracting (2.10) and (2.14) and letting v € X},:

b(u — up,u — up) = blu —up +v —v,u — up)
=b(u—v,u—up) +bv—up,u—u)

=blu—v,u — up).

Letting ¢y be the continuity constant of b and aq its coercivity constants we
derive:

C
= wnllx < =[lu—vl|x.
Qo

The result follows since v was chosen arbitrarily. n

The final two sections discuss more advanced approximation spaces when X,
is nonconforming. Section 2.2.2.1 is more relevant to chapter 3, while section
2.2.2.2 covers the background for the chapter 4.

2.2.2.1 NONCONFORMING METHODS

Consistency, in sense of Strang’s result in lemma 13, does not immediate follow,
or necessarily make sense, for nonconforming elements. Generally speaking the
choice of the local degrees of freedom of a finite element affects the properties
of the global approximation space. For instance, when X, is constructed from
linear polynomials i.e. for K € Qp,, Xp|x = P'(K) and in addition, functions
in X}, are linear interpolates of the nodal values at the vertices of K, then it is
easy to see that X;, € C°(Q). A nonconforming linear space also exists where
the local degrees of freedom are chosen at the midpoint of the edges of 0K see
e.g. the construction in [42, Section 10.3]. This results in a locally continuous,
globally discontinuous finite element and X; ¢ X. While the continuity of the
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former can be advantageous in light of lemma 16 it is sometimes inconvenient, or
even computationally infeasible to design conforming finite element spaces e.g.
when the continuous space X is some higher-order Sobolev space. Generally
speaking, for a 2m'™-order PDE a conforming space must be a C"~!-conforming
subspace?. This poses a challenge for the design and implementation of finite
element software, in particular for practitioners simply wishing run simula-
tions. For instance, automation of code generation for C!(€)-conforming finite
elements was only very recently solved [149, 150]. Nonconforming FEMs are
therefore attractive in developing numerical schemes for higher-order PDEs.
Nonconforming spaces can nevertheless recover adequate convergence and are
easier to implement due to their local nature. Note that a nonconforming
finite element space need not be globally discontinuous such as in the previous
example. It may simply be that higher-order derivatives no longer satisfy a
global continuity property.

We return to Strang’s result for nonconforming finite elements. Convergence
for nonconforming methods are usually established in norms such as (2.18)
owing to their local nature. Approximation and consistency conditions for
nonconforming finite elements can now be formulated using more suitable
vocabulary, see [213] or [230, Section 3.1] for the following definition.

Definition 17 (Consistent approximation). A finite element space Xj over

a bounded Lipschitz domain O is said to be a consistent approximation of
X = H™(O), m > 1, if and only if:

1. limp,_yoinf,, ex, [[v —vnllx, =0, Yv e X (approzimation).

2. For any sequence {vy, }i, with vy, € X3, and hy — 0 as k — oo such that
{0 vn, b, is L*(O)-weakly convergent to some v™ € X for all |a| < m,
it holds that vy € X and v* = 0%y for all || < m (consistency).

The first condition can be derived from (2.19b) of lemma 15 via a canoni-
cal interpolant. The second condition can be interpreted as a kind of weak
compactness condition.

The second condition in the definition above is nonstandard and may appear
somewhat convoluted in nature. Chapter 3 provides a context where this
definition becomes natural, so it may not yet be necessary for the reader to
fully appreciate this definition. The rest of this section discusses how to verify
these conditions for a given nonconforming element. It is not obvious how to
the verify the compactness condition in definition 17 for an arbitrary element.
On the other hand, the form in which this condition is stated will be extremely
useful later on.

4 The weak form equation would require m weak derivatives which implies the existence of
m — 1 continuous derivatives.
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In practice we employ so-called patch tests which are sufficient conditions
for a consistency condition but motivated by the fact that they are much
simpler to prove and sometimes even verify by simple numerical computation.
While point-wise inter-element continuity does not hold for nonconforming
elements, patch tests often boil down to checking whether the integral moments
of derivatives on vanish which is called a weak continuity property. We shall
navigate the literature without delving deep into the specifics of the different
patch tests. The reason for this is that, in general, the design of a finite
element requires a bespoke patch test strategy. Historically the first attempt
at providing an automated solution to this issue was in engineering by Irons et
al. [29] in 1965 but proved to be neither necessary nor sufficient by Stummel
[212]. The generalised patch test (GPT) of Stummel [213| states necessary
and sufficient conditions leading to convergence of nonconforming elements.
Generally speaking, the design of a finite element leads to some weak continuity
of which the GPT does not make use in its original form. However, using the
form of the GPT as stated in [229, Equation 4.4|, X}, passes the GPT if and
only if the following condition stated is satisfied:

lim sup |Twai(¥,vn)| =0, |al<m, 1<i<d, Ve C0), (2.20)
h—0 UhEXh
lonllx, <1

where: 5 o
Ta,i(¢avh) = Z /K [waﬂjza U, + 0%8 Uh] dzx .

KeOy,

Equivalently, where ng is the outward normal of K € Oy,:

Toi(t,vp) = Z /8K PO* vt ds . (2.21)

KeOy

A condition similar to (2.20) is used in chapter 3. Alternatives were also
proposed, see for instance F-E-M test [203| and the IPT test [131]. A major
step forward was taken in [229] where a conjecture was proved saying that
given suitable approximation properties (in spirit of lemma 15) and weak con-
tinuity, a weak patch test (WPT) can be designed which is extremely simple
and convenient. We refer the reader to [202| for an excellent overview of the
nonconforming FEM literature for second and fourth order PDEs.

2.2.2.2 DISCONTINUOUS & PETROV-GALERKIN METHODS

In addition to conforming and nonconforming methods discontinuous Galerkin
(DG) methods refer to finite element methods employing fully discontinuous
spaces. Reed and Hill first introduced the DG method in 1973 [192] in connec-
tion with the neutron transport equation. We refer to the pioneering works
[83, 17| for DG interior penalty methods e.g. the latter presents a method for
imposing global C! continuity using only continuous elements. The success of
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this method for hyperbolic problems has generated an incredibly rich literature.
While the nonconforming approach from the previous section guaranteed con-
sistency via weaker notions of inter-elemental continuity and a priori passing
of a patch test, DG methods impose consistency by adding penalty terms
to the bilinear form. [10] provides a historical overview of DG methods (in
particular the review in Section 2.2) and unifies these in a single framework in
the context of elliptic problems. We provide a simple example of this method
for the Poisson equation from this reference to highlight the connection with
mixed finite element methods and move on to Petrov-Galerkin methods which
are the main focus of this section.

We exemplify by posing a mixed system for the Poisson equation —Au = f on
O C R? with homogeneous Dirichlet boundary conditions from the example
given in [10]:

o = Vu,

_V'U:f7

which is a form amenable to the DG method [81]. Multiplying this system by
test functions 7 and v, respectively, and integrating by parts on K € O) we

find:
/J-de:—/uV-de+/ ung - 7ds,
K K OK

/U-Vvdx:/fvdx—l—/ o - nigvds,
K K oK

where 7y is the outward normal to K. A DG method introduces the piecewise
scalar and vector finite element spaces:

Vi ={u e L*(0) |u|lg € V(K) = PP(K), K € O}, (2.22a)
Y ={v e L*0) | v|x € B(K) =PUK)!, K € O} (2.22b)

for some p,q > 0. The DG version of the Poisson problem is therefore to find
(up, o) € Vi, X By, such that for all K € Op:

/O'h'Thdl':—/ uhV-Thdx+/ Upng - Thds, VYV, € B(K) (2.23a)
K K 0K

/ o, - Vo, dr = / fopde —|—/ Op - N vy ds, Vo, € V(K), (2.23b)
K K K

where 7k is the outward normal to K. This is not sufficient to specify a DG
method, since the formal traces u; and & on the mesh skeleton of O are not
uniquely specified on the interior facets due to the discontinuous nature of
the spaces in (2.22). The abstract system (2.23) forms the basis for virtually
all DG methods for the Poisson problem. For the moment we look past the
degrees of freedom p, ¢ > 1 in (2.22) since it is the choice of the traces (also
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sometimes called numerical fluzes) that leads to different methods. To give
some examples of these fluxes we require some additional notation. The jump
[-] and average {-} of a function across a boundary are given by:

o] vttt +un”T if v is scalar,
VIl =
vt gt 4oy if v is vector-valued,

(o} = 50" + o)

On 00y, [v] = nv and {v} = v where 7 is an outward normal. From this we
can derive the identity [fg] = {f}[g] + [f]{g}. A natural choice for the fluxes
is:

an = {un} on Eu(On), nloo, =0,
(ATh:{O'h} on Sh(Oh)7

leading to the method introduced in [22|. Another method [45] chooses:

Up, = {up} on éh(Oh)> Unlao, =0,
on = {Vur} — pfup] on EL(Op),

for some weighting function p : O, — R, which if typically chosen as a function
of the mesh resolution h, see e.g. Nitsche’s method for imposing weak boundary
condition [143]. The consistency, approximation and stability properties (the
latter referring to coercivity of the discrete bilinear form on the approximation
space) of a method are directly related to the choice of flux and are discussed
at length in e.g. [10].

Remark 18. A mized method is not necessarily a DG method, and vice versa.

Next we look at the class of discontinuous Petrov-Galerkin methods which were
conceived in 2010 by Demkowicz and Gopalakrishnan [80, 77, 79, 240] in the
context of transport equations. The Petrov-Galerkin in this method refers to
the fact that the spaces Xj and Y}, are different and we shall shortly see the
consequences of this choice. This method was proposed as an alternative to
the standard upwinded DG methods such as the previously mentioned work
of Reed and Hill or [140, 160] and streamline diffusion methods e.g. [136, 47].
To communicate this we drawn upon the work |76, 78|. See also [81] which
attempts to establish a more theoretical footing for the general DPG method
with an application of the Poisson equation.

In the continuous setting it has been established that the bilinear operator
in b(-, ) associated with the operator B must satisfy an inf-sup condition and
be injective in its first variable in order for a unique solution of (2.10) to
exist. A main challenge for DG methods is that the strict positivity of the
inf-sup constant is no longer guaranteed for a finite-dimensional approximation
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space. For the moment we consider conforming finite element spaces X and
Y},. Taking a look at this condition for the equation (2.14):

b
0 < apllzn|lx, < sup M

< , Vo, € Xy,
oY |Unlly,

which reveals that the supremum is taken over a much smaller space so there is
no way of knowing «y, exists, or if it does, does not degenerate as h — 0. The
DPG class emphasises that the discrete analogues of X and Y in the (closed
range) theorem 7 above are represented by different polynomial spaces and
provides a way of reasoning about the existence of a discrete inf-sup constant.
To this end we define the operator T : X — Y by:

(Tx,y)y = b(z,y), Vyey.

which means that a discrete version of (2.10) with a strictly positive inf-sup
constant can be posed as:

b(wn,y) = fly), YyeY :={Tay |z € Xp}.

To see why this is so, recall that the canonical (Riesz-Fréchet) isometry R :
Y — Y™ implicit in lemma 6 is defined by (Ru,v)y+y = (u,v)y. Then observe
that using the definition of the operator norm of Bxy : Y — R, z), € Xj:

(2, )|
ozgey  Ylly

= [|Bz|

Y*

= [[R™' By |ly

~ (RT'Bxy,R7'Bxy)y
IR By ly

. (Bap, R Bxy)y-y
IR~ By |ly

bz, R™'Bxy,)

R Bayly

(2.24)

So if we populate our test space with functions on the form R=!Bx}, for x5, € X,
the discrete problem satisfies a discrete inf-sup condition. This is exactly what
the operator T := R™!B aims to accomplish so we have successfully moved the
problem to computing, from X}, the discrete space Y for the test functions.

Remark 19 (Minimum residual and mixed problems). We can formally cast
(2.14) as the following optimisation problem:

1
min —||Bxp — f|

i e (2.25)

Because it is impractical to deal with Y* in (2.25) we the Riesz isometry to

formulate (2.25) as:

min LR [Ba — fII2- (2.26)

thXh 2
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Now setting the Gateauz derivative of (2.26) to zero we obtain:
(R7'Bxy, — f,R'Bday)y =0, oz, € Xy, (2.27)
which, using the definition of R can be expressed as:
(Bxy, — f,R™'Bdzp)y-y = 0. (2.28)
We can therefore formulate (2.28) as:
bxn,yn) = flyn), yn =R 'Bdxy, Vox, € X,. (2.29)

We of course arrive at the same conclusion that we now have to invert R owing
to the second equation which can be written as:

(Tozn,y)y = (R™'Bdxp, y)y = b(dxn,y), Yoz, € Xp, Vy €Y.

Instead of defining y, = R™'Bdxy,, let us define the residual in Y as 1 =
R™YBxy, — f]. Then we can write (2.27) as:

(1, 80)y —b(xp, ) = —f(81)) Vo €Y, (2.30a)
b(&Eh,Q/J) =0 Yox) € Xy, (230b)

for xp, € Xj, and ¥ € Y, representing the same system as (2.29).

Due to the remark above and the isometry in (2.24) the test functions derived
from the Riesz isometry are called optimal test functions. Since T is an infinite-
dimensional operator we cannot practically evaluate it, let alone discuss its
inversion. The mixed structure of (2.30) does however provide a fundamental
basis for the design of a tractable numerical approximation of the original
problem. For completeness we permit a slight digression from the DPG literature
and briefly describe a roadmap towards solving mixed systems such as this
using what is typically called Brezzi theory®. Some of what we present can also
be found in e.g. [214] where a mixed form of the Stokes equation is considered.

Roadmap 20 (Abstract mixed problems). Consider the abstract mized problem
posed on the Hilbert spaces X X Y :

(r,y) e X XY
a(x,v) + b(v,y) = 1(v) Yo e X, (2.31a)
b(z,w) =0 Yw €Y, (2.31Db)

for 1 € X* and continuous bilinear formsa : X x X - R, b: X xY — R.
What we aim to provide here is an abridged version of the analysis carried out
in [89, Chapter 4] tailored to the setting in this thesis.

® The equivalence of Brezzi and Babugka theory is discussed in the expository report [75].
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1. First note any x € ker(B) satisfies (2.31b).

2. Restrict the test space in (2.31a) to ker(B) C X, since this implies
b(v,y) = 0 and simplifies the problem. (2.31a) becomes:

a(x,v) =1l(v), Vv € ker(B).

Usually, a(-,-) is assumed to be be coercive on ker(B) so Lax-Milgram
finds a unique solution x € ker(B).

3. Gwen a solution x we can prove that there exists a unique y € Y such
that (2.31b) is solved. Indeed, given that x is fized this equation can be
written as

b(v,y) = 1l(v) — a(z,v) = L (v). (2.32)

Since l, annihilates the kernel of B on X i.e. I, € ker(B)° so to solve
(2.32) we need to show that B* is an isomorphism from Y to ker(B)°.
Usually this is done by appealing to the closed range theorem for surjective
operators [39, Theorem 4.1.4 and Proposition 4.1.5] which would imply
that the image Im(B) of B is equal to Y* which is trivially closed. This
can be formulated as an inf-sup condition.

Specifically, the following inf-sup condition is required in step 2 and 4:

0 < inf sup May) (2.33)

0£yeY oxzex ||| xlylly

It is important to note that in the above, the trial function in (2.32) occupies
the second "slot" of b. That is why we take the supremum over test functions
z € X in (2.33). While this is mathematically consistent we make a point to
note this as a convenience to the reader. [l

Most of the conditions of roadmap 20 are easily met for bilinear forms stemming
from elliptic operators. The biggest challenge in mixed finite element systems
is ensuring that a discrete inf-sup condition is satisfied. The objective is to
approximate T by a discrete analogue T, that ensures unique solutions to (2.30)
as well as convergence under mesh refinement. In other words we wish to build
a discrete test function space T, X}, that in some sense approximates Y leading
to the so-called practical DPG method. To this end one typically uses a tool
named after Michel Fortin:

Theorem 21 (Fortin operator [97]). Let (2.33) hold and consider conforming
spaces X, C X andY, C Y. Suppose there exists a linear operator F : X — X,
satisfying the following conditions:

1. Ve e X, b(x — Fx,yp) =0, Yy, €Yy,

2 || Fellx < Cllzflx,  VeeX
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with a constant C' that does not degenerate as h — 0. Then the inequality
(2.33) holds with X, and Y} instead of X and Y.

Proof. Let y, € Yj. Then:

b($7yh)
[E2(p%
Sllp (.FI' yh)
cex  lzllx
b(fxayh>
< —sup —.
= Chex [ Falx

lynlly, S sup

[]

Construction of Fortin operators is central to the DPG method. [109] is the
main source of information on the design of such operators and practical DPG
methods, showing examples for Laplace and linear elasticity equations. We
make a point to emphasise that Fortin operators exist independently of the DPG
method in the context of convential DG methods. [38] provides Fortin design
applicable to the Stokes problem. See also [166, 196] for more recent references.
The MINI element in [9] is a good starting point for understanding how the
design of an element is made in order to have good Fortin properties. For
general second order problems we refer to [181]. A comprehensive exposition of
DPG methods with various formulations of Maxwell’s equations is shown in [52].

It may seem that the computational load of mixed methods such as the DPG
method may be higher by expanding a single equation into a larger system.
This is not always the case as the attractive block structure can result from
DPG systems, and in particular the local nature of discontinuous spaces can
localise computations and aid in parallel mass matrix assembly. Our sphere
of investigation concerning DPG methods is limited to theory, and we do not
discuss this interface with linear algebra any further, referring instead to [39,
Section 7.3]. Later chapters describe numerical aspects when they become
relevant.
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CHAPTER 3

CURVE MATCHING

Closed curve matching is a central problem in shape analysis where the goal is to
find a diffeomorphism bringing into alignment two closed curves in Emb(S*, R?)
called the template and the target, where Emb(S!, R%) is the space of embed-
dings of the periodic domain S! := [0,27] into R¢ for d = 2. The motion
of the shape - and therefore the motion of the diffeomorphism - is uniquely
characterised by a one-parameter family of velocity field via the Lie algebra
whose kinetic energy is measured as the norm of these velocity fields. It is
therefore natural to define the geodesic motion of the curves as the path whose
kinetic energy is minimised and solve the curve matching problem as an opti-
misation problem. This chapter is concerned with finding a suitable discrete
analogue of a one-parameter curve of velocities that generates evolutions of a
discrete template curve by forward integration in time. We show here that we
can identify this entire family of velocities with a single conjugate momentum
defined as a sufficiently smooth function over S'. We therefore aim to describe a
so-called forward map, taking as input the momentum and providing the curve
of diffeomorphisms that match the template to the target curve. Obtaining
an efficient finite element discretisation of this map then allows us to treat the
curve matching problem as an inverse problem for the momentum.

Although curve matching has been studied before our contributions here are,
to the best of our knowledge, novel. The early work of [232| geometrised curve
matching and defined Riemannian distances on this space using the square
root velocity framework; see also [176, 142, 206, 151|. As we mentioned before,
previous work in this field also includes the LDDMM approach [108], where a
gradient approach is taken to minimising a variational optimisation problem
yielding smooth curve solutions. See the references therein for a wide array of
practical applications of curve matching, in particular in the medical fields [27].
The application of finite element methods for matching purposes has also been
done before 23], see also [26] for a detailed numerical framework for Sobolev
metrics on the space of curves. See [170] for an overview of Riemannian metrics
on the space of curves in the Hamiltonian frame.

The shape space used here is a subset of Emb(S*, R?) and is studied in detail in
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[170], but it is not the only option, see [24] for an overview. Typically, one would
favour Emb(S?, RY)/Diff(S!) to identify curves in a parameter-independent
manner but leave this as future work and return to this point later in the
chapter. Indeed, varifold methods have gained traction as an elegant way of
letting the metric over the shape space subsume reparameterisations |28, 55].
More recently, optimal transport methods have appeared in this context as well

[25].

We recall that id denotes the identity operator and its interpretation will be
clear from context. We shall use ds to denote the measure over time intervals
as well as integral over the mesh skeleton when no confusion between the two
can arise.

3.1 GEODESIC EQUATIONS

Throughout this chapter we set m = 3 and d = 2 to ease the notation, where
the former denotes an order of differentiation explained later and the latter
the dimension of the curves. Curves are elements of Emb(S', Q), where Q2
is a connected convex subset of R? with polygonal Lipschitz boundary 95).
We study paths, or maps, ¢ € Q = H*(S")4 — C°(S)? (where — denotes
an embedding) from a template curve I’y € Emb(S!, Q) to a target curve
['; € Emb(S!, Q) whose motion is restricted by the differential equation:

G = Ut O Gy , (3-1)

where u;, t € [0, 1] is a family of time-dependent vector fields on Q with some
prescribed spatial smoothness. A geodesic path between two such parameterised
curves I'g and I'y is defined as a path minimising the associated kinetic energy

m u:
1 [t )
— dt
5 [ Ml ar

where V' is a Hilbert space specified later on such that ||u||}, = [, u - Budz for
some linear differential operator B. We shall introduce the conjugate momentum
(Lagrange multiplier) p; € Q* which we assume has enough regularity so that it
has at least Fréchet-Riesz representer in H1(S1)¢ (also denoted p;, with some
abuse of notation). This is done so that p; supports point evaluation so a
strong form equation for p; can be written down later on, and the Sobolev
regularity also gains us important error bounds in the numerical analysis of
our discretisations in this chapter. This reasoning also applies to the curve q.
We extremise the following the functional:

1
1 .
S= [ lull + @l d— w0 ao-odt
0

where (h|g)g+ = [q h - gdf. Taking variations i.e. 65 = 0 leads to what
we shall call Hamilton’s equations for curve matching for u, € V, ¢, € Q) and
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pe € HY(SY) for t € [0,1]:

(0p|dr —woq)g-o =0, Vop € H'(S)?, (3.2a)
(pr + VutT o qipi | 69)q-q =0, Voq € Q, (3.2b)
/ Buy - dudx — (p | duoq)og =0, You eV, (3.2¢)
Q
8u{

for ¢ € [0,1], where [Vu, ]9 = Z2. In fact, since u, is supported on € it
generates a diffeomorphism ¢ € Diff(Q2) [234] of the entire ambient space via:

Or = U 0, o = id, (3‘3)

whose motion restricted to the curve go o S equals the ¢; 0 S* at time ¢ € [0, 1].
As the kinetic energy measures distances between two elements of Emb(S?, )
via velocity defined over the entire field €2, we refer to this associated distance
measure as an outer metric on the shape space Emb(S!, Q). This is in contrast
to inner metrics intrinsically defined on the embedded shape [23]. We refer to
initial value problem (3.2) as the forward problem for curve matching. Because
the initial momentum py can be seen to uniquely encode the motion of u, and
q; we therefore refer to geodesic shooting as the general problem of finding a
suitable momentum such that we bring into alignment ¢; and the target curve I';.

In section 3.2 we discuss how to design norms preserving the key Lipschitz
property of our velocity field and relate our strategy to the existing literature.
Next, section 3.3 describes and proves convergence for a nonconforming finite
element method [42, Section 10.3] for Hamilton’s equations and contains the
main results of this chapter. Finally section 3.4 describes the inverse problem of
determining the optimal momentum matching two curves, and 3.5 summarises
this chapter.

3.2 BUILDING AN OUTER METRIC

The operator B present in (3.2¢) must be chosen carefully in order for the
Banach space ODEs (3.2b) and (3.2a) governing p and g, respectively, to admit
unique solutions for all time. Via classic Picard-Lindelhof analysis it is clear that
for well-posedness of such ODEs require a pointwise Lipschitz on u; and Vuy,
respectively. As such, u; must occupy at least W2*°(Q)? when py € L?(S1)?
and g € L>®(S)?, see |65, Theorem 5| (see also corollary 7 in this reference
for other host spaces for p and ¢). Dupuis [86] establishes sufficient conditions
accomplishing the same in a Hilbertian setting. The Hilbertian setting is much
more convenient for linear functional analysis and general well-posedness, in
particular for finite element methods. This is in contrast with e.g. W1°°(Q)?
which only a Banach space which, to the best of the author’s ability, is not
easy to approximate numerically. [157] approximates by means of a fixed point
linearisation solutions to the nonlinear co-harmonic equation [21]. While the au-
thors present a useful and convergent method, we shall not pursue this direction
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as the finite element spaces themselves do not admit uniform mesh-independent
Lipschitz constants. We also with to avoid the nonlinearity of the operator as we
rely heavily on a fully linear Hilbertian setting later on. The work of Oberman
[185] shows some promise for a direction using the oco-harmonic equation at least
at the discrete level. However, owing to the nonlinearity of the co-Laplacian,
integrating this into a Hamiltonian framework poses an analytical difficulty as
the variational setting effectively requires derivatives of the oco-Laplacian (in
some appropriate sense). It is unclear what kind of regularity we can expect
for the geodesics in this case, which, as we shall see, is central to forward
integration of the geodesic equations. Linear operators preserve their struc-
ture in the variational framework and are therefore seen as most compatible
for the problems in this chapter. The oo-harmonic case is left as future research.

We request an operator B in such a way that a solution to (3.2c) ensures that
these conditions are met, which in turn implies global existence and uniqueness
of (3.2) by the references above. For d = 2 the Sobolev embedding theorem
reveals that HZ(f2) is contained in C'() and so is Lipschitz on the interior
[239, Theorem 2.5.1]. As such, we want to describe a discretisation of (3.2c)
ensuring a type of H? regularity as the follow theorem shows. The following
theorem states that a globally continuous piecewise H? function is Lipschitz,
which we will use to motivate a nonconforming finite element method for the
velocity field.

Theorem 22. Let O be a convex bounded Lipschitz domain in R? with polygonal
boundary and Oy, a triangulation thereof satisfying the regularity requirements
from section 2.2.2. Suppose further that u € C(O)%, u|x € H3(K)? for K € Oy,.
Then u € WH>(0)4.

Proof. The embedding theorem for homogeneous Sobolev spaces (i.e. with
zero traces) into the space C/(0) is well-known. However, since the trace yxu
of w on K, K € Oy, may not be zero we appeal to a slightly different albeit
standard result. By [1, Theorem 5.4], however, H3(K) — CL(K), where:

Cy(K) = {u € C(K) | D*u is bounded on K, |a| < 1}.

This means any H*(K) function has a continuous representative with almost

everywhere bounded first derivatives on K. Since u € C°(0), u is a continuous
function with its first derivative a.e. bounded, implying a Lipschitz condition.

]

As we described in the beginning of this section, B must be chosen in such a
way as to guarantee some Lipschitz regularity of the velocity so that the ODEs
in (3.2) are well-posed. Critically, this must also hold at a discrete level. In
light of the theorem above we approximate the space of velocity fields by a
nonconforming finite element space where global high-order regularity across
elements of the triangulation does not hold. This way we can guarantee the
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necessary Lipschitz properties of our functions without having to impose higher-
order global continuity of the finite-dimensional solution spaces. For instance,
even Cl-conforming methods are not trivial to implement and automation of
code generation for e.g. Argyris elements was only recently solved [150, 149|.
To the best of the author’s knowledge we have no access to a C? finite element
such as the one presented in [236] (also described in the more recent work [117,
Section 2.1]). This is an example of a C*:-conforming finite element space with
25 local degrees of freedom which is practically infeasible to implement without
a certain degree of automation. A globally H'-conforming (in the context of
finite elements this means C°-conformity) piecewise H? finite element space
satisfying the theorem above is presented in [231, Section 4]. Recalling that we
set m = 3 throughout this chapter, based on the existence of this finite element
we now choose B : H*™(Q)¢ — L*(Q)? as follows:

(Bu,v)o0 = Z /Q ((id — bA)*™u! o' du, (3.4)

for some length-scale b € R*. (-,-) is a Euclidean dot product (acting on either
scalars, vectors or tensors depending on the context). We summarise why our
choice of B is defined in this manner. Since we are interested in integrating
the system (3.2) forward in time we know that u; and Vu; must be Lipschitz
in space for t € [0,1]. As explained before, this is clear by inspection of the
ODEs (3.2a) and (3.2b). This can be put succinctly by saying we require
uy € W2>(Q)? for t € [0,1]. By the Sobolev embedding theorem, H?™(2)4 is
contained in W2>(Q)?. Since Sobolev spaces are easier to work with owing to
their Hilbert structure, we therefore choose the domain of B to be in H?™(2)%.
The "iterated Helmholtz" structure in (3.4) is attractive for qualitative reasons
explained in the following remark.

Remark 23. The length-scale controls, in some sense, the magnitude of the
map from momentum to velocity. A low value of b localises the velocity field
around the curve and decaying rapidly away from it. Conversely, higher values
of b allows the diffeomorphism induced by the velocity to move the domain
further away from the curve. In applications we tune this to the size of the
domain and the magnitude of the momenta. An example of this is given in
figure 3.1. In the context of curve matching we can think of the momentum as
being a measure-valued object defined on a discrete initial curve which via B~!
18 extended to the whole domain §2 to generate the outer metric.

Note that from a theoretical point of view we could have chosen B as follows:

d
(Bu,v)oq = Z/<—A2mui,vi> dz,
i=1 79

subject to additional boundary conditions closing the non-trivial kernel if we
were to use it in (3.2¢). This would still yield a velocity with th desired regu-
larity, so the definition in (3.4) is a modelling choice. However, the length-scale

44



CHAPTER 3. CURVE MATCHING 3.2. BUILDING AN OUTER METRIC

FIGURE 3.1: Left: a Dirac delta 0, centered around a single point xo (interpolated
to a continuous space to be visible). Right: (id — aA)71d,, for @ = 0.05. The
smoothing effect is clearly seen. Here we use a uniform resolution with h = 0.025

b is introduced here to control, in a sense, how "close" the operator B is to the
identity:.

Using this we define the bilinear form:

o) =Y /Q S, (m> (Dit, Div'Y da, (3.5)

where D° = id, and
i — VD=t jis odd,
| V-Di! jis even,

and by = 1, b; = b/. For the operator A : H™(Q)? — L?(Q)? defined by
(Au,v)o 0 = a(u,v) we have the equivalence:

<A2U, U)O,Q = <B’LL, U)O,Q?

for sufficiently smooth functions u and v with vanishing j** order derivatives on
0Q, for j =0,...,m — 1. While H*™(Q)? — W2>(Q)¢ we restrict the domain
of B to the smaller space H?™(Q2)¢ for reasons made clear in the following
section. Equipped with the nature of the operator B (via (3.5)) we can pose
the abstract Hamiltonian system (3.2) using the function spaces and definitions
introduced above. Indeed, the following problem rewrites (3.2) in a way that
uses the notation above which will be more convenient once we discretise later
on:
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Problem 1 (Continuous Hamiltonian system)

Find u; € H'(Q)4, w; € H™(Q)4, 0, € H™ ()4 ¢, € Q and

pe € HY(S1)4 for t € [0,1] such that:
a(ug, v) = (W, V)00 Yo € H3(Q)?,  (3.6a)
a(wy,v) = / pe-voq do Yo € H3(Q)4,  (3.6b)

Sl
¢t = Ut 0 qr on S, (3.6¢)
ptt+oroqp =0 on S, (3.6d)
(o — VU, , 0)m_10=0 Yo € H™ ()™, (3.6e)
(01 — Vug) ™| aq
= Toq * V(Ut - vut)i7j|8§2 - 07 Z:j = 17 da (36f)

where 7y is the outward normal to 0. The last condition simply prescribes
Dirichlet and Neumann conditions for each component of o;. While o; defined
in (3.6e) is simply a surrogate for Vu, (and that the boundary conditions for
o, are in fact homogeneous), this formulation will be useful when we discretise
this system. The velocity from (3.6a) generates the diffeomorphism ; of the
domain, where the curve is its motion restricted to the initial condition gq. As
usual this diffeomorphism is the identity when ¢ = 0.

Remark 24. Recall that d = 2 and suppose g € C°(S')? forms an embedded
curve G = g o St in a sufficiently large bounded domain Q (away from the
boundary 0X0), and let Q;, Qf denote the inside and outside of the curve.

Suppose further that g is such that we can define trace operators g : £, —
HY?(G) and v} : Qf — HY*(G). A functional of the form:

HY(Q) 2w~ /51 Ve lw] o g(0) do,

occupies H1(QY), and, a fortiori, in H=3(). It is of course equivalent to use
the trace v¢, in the example above. As such, these cannot be represented as
inner products in L*(2). The H=Y(Q) regularity prohibits global higher-order
elliptic reqularity beyond H>(S)) of the solution w; to (3.6b). We refer any
interested readers to [115, 153] for a priori reqularity estimates for general
elliptic equations.

The following theorem makes the observation that the momentum is fully
characterised by its initial condition and the flow map.

Theorem 25. Assume problem 1 is well-posed, that ¢ solves (3.1) and py €
HY(SY. Then the solution to (3.6d) is given by p, = J ' po, where J, =
Vi o qo.
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Proof. First we note that for all ¢ € [0, 1], the smoothness of u; implies that ¢,
is a C! diffeomorphism so it has a well-defined non-zero Jacobian V¢, which
means its inverse is well-defined. This follows from the inverse mapping theorem;
we recommend [234, Chapter 8| for an exposition of this theory in the context
of shape analysis. Note also that gy € (), which is a differentiable map. Recall
that the momentum satisfies the strong form equation:

Pe+Vu ogp, =0, onS.

Note also that ¢; 0 g9 = q; as wg o g9 = qo and both ¢ and ¢ are transported
by the same velocity (cf. (3.1) and (3.6¢)). We verify the ansatz by simple
computation:

P+ Vu, py = jt_TPO + V! o g Tpg
= _Jt_Td(JtT)Jt_TpO + VUtT © Qt*]t_Tpﬂ
= —J; (d) "I Tpo + V) o qid;  po
= —J; " (Vugo g J) Iy po + Vi 0 gy po
= —Jt_TJtTVutT o tht_Tpo + VutT o tht_Tpo
= —Vu, oqJ; "po+ Vu oqJ; "po
=0.

In the first step we used the formula for the derivative of the inverse of a matrix
[201]. O

3.3 NONCONFORMING DISCRETISATION

Integration of a discretised version of (3.6) requires a suitable finite-dimensional
analogue of the initial condition go. We approximate it by a continuous piecewise
linear curve, qop, and establish the following relationship which holds throughout
this chapter:

Assumption 26. We assume that there exists a discrete piecewise affine initial
curve qop, approzimating the continuous curve with linear speed, i.e. limy,_q ||go—
qonllo,sr = 0 and ||go — qonllo.sr < hllqoll1,s1, where h denotes a mesh resolution
parameter.

We present a moving mesh method where we generate a sequence of linear diffeo-
morphisms ¢y, so that the evolution of the curve is described by ¢, = @i © qon,
t € [0,1]. We shall assume that there exists, for each t € [0, 1], a triangulation
Q. (part of a shape-regular, quasi-uniform family) such that for some set
E, C éh(ch), Ueer, = qn © S'. This simply means that g, is aligned with
the interior of the mesh skeleton. The linear diffeomorphism ¢y, is such that
©inloq,, = id so that the boundaries are fixed. The task is now to compute
this family of linear diffeomorphisms.
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We shall use a finite element space from [231] to discretise the two sixth order
problems in (3.6a) and (3.6b) and we briefly summarise its construction. First
we recall some notation. For a triangle K, let P;(K) denote the space of i*"
order polynomials on K. Let qx denote the bubble function on K which is a
non-negative cubic polynomial that is zero on 0K see e.g. [89] for more details.
In the following, 8%? denotes a derivative in the direction of the outward normal
V. on an edge e in the mesh skeleton of a triangulation. We define the following
shape function space on a triangle K € ,:

P = Py(K) + qx Py () + qiPi(K).

By 231, Lemma 4.1], the following degrees of freedom determine a function

v e 151((3’2):
L [0 is an edge of K (3.7a)
— [ — ds e is an edge o Ta
el J. vz M
Vu(a) a is a vertex of 0K, (3.7b)
1
—/ Ov ds e is an edge of 0K, (3.7¢)
le] J. Ove
v(a) a is a vertex of 0K. (3.7d)

We now define the scalar finite element space Vj, defined over €y, as consisting
of all functions v, |x € 15[((3 ’2), K € Qyy,, with the degrees of freedom above being
equal to zero if either the edge or vertex lies on the boundary of Qy, (see also
231, Equation 4.8] for the definition of V;,): This element is locally to K a
seventh-order polynomial. It is designed in such a way that makes it possible to
describe convergent H3-nonconforming FEM. Our vector-valued finite element
space f/t‘,i is then the space whose components occupy the scalar finite element
space Vj,. As shown in the following corollary, this is a continuous finite element
space.

Corollary 27. V;, — C%(Q).

Proof. Let K, K' be two elements of ), that share an edge e. As shown in
[231], there are 8 degrees of freedom on this edge. Let v and v be the restriction
of a function w € V;, to K and OK', where these functions occupy P3(0K)
and P?(OK"), respectively. Values and derivative at the vertices are continuous
in V, in the sense that they are unique, so v and v are order 3 polynomials
that agree on 4 values which is only possible if v = ¢’ everywhere on e. Since e
was arbitrary, Vj, < C°(Q). O

Although the finite element space above is continuous, this does not extend to
higher-order derivatives. Nevertheless, the following central result highlights
its weak continuity properties:
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FIGURE 3.2: Left: plot of an indicator function of the interior of the initial curve
defined by qgp o S'. Right: the triangulated domain €y, where we have highlighted
the initial template curve g, o S*.

Lemma 28 (Weak continuity [231, Lemma 4.2]). Let €y, denote the mesh and
e € &y, be an interior edge of a triangle K. For any component ut, i=1,2 of
u € V4 and K' € Qy, such that e N K' # (),

/8°‘ui|de = /80‘ui|K/ ds, |a|=1,2.

When e € 0y,
/8°‘ui|K ds = 0.

Remark 29. This importance of this result cannot be understated. Weak
continuity is the exact reason why we will be able to talk about convergence for
nonconforming methods. A naive piecewise H? finite element space constructed
from piecewise cubic polynomials functions P3*(K), K € Qq, does not lead to
the same results.

We equip f/ti with the broken H® norm || - ||;m,q,, dominating all derivatives up
to third order. We shall also define a matrix-valued finite element space f@led
whose components occupy Vj, see the aforementioned reference. Appendix B
verifies the implementation of the finite element space f/ffi used to produce the
results in this thesis.

Definition 30 (Linear diffeomorphism of mesh-aligned curves). Provided the
existence of a family of discrete velocities uy, € Vi3 for t € [0,1] we define:

Gun = I Tusn), (3.8)

with o, = id, where ]Islid : CO(Q)4 — Pglifh is the interpolation operator of con-
tinuous vector fields onto the piecewise linear C°(Q2)-conforming finite element
space Pglfh. Restrictions of functions in in P;Z’:ih to K € Qyy, are therefore linear.
Note here that the initial mesh Qo s such that the union of a subset of its
mesh skeleton traces out the initial curve qqp, see e.q. figure 3.2. What is key is
that for all time, owing to (3.8), Qup, is such that gy, o S* forms a closed curve

Of gth \ 3ch .
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The discrete curves ¢, must therefore be piecewise affine and means that the
load vector in our numerical method comes from integration over a discrete
piecewise linear curve g, o S' rather than S! itself. We discuss this restriction
in section 3.3.1 and now continue presenting the proposed method.

Theorem 31. Lipschitz constants of functions in f/t‘,iz are preserved by ]I;z’d
independently of h.

Proof. Let v € V4. We want show the following holds with a constant inde-
pendent of h:

d
L6 [olllwe ) S llvllwrs o).

It is sufficient to bound [|1}[v][l1.x by ][ wree (), K € Qu, because the objects
we are studying are finite-dimensional. For 7 = 0,1 we have:

d 1,d
e o]l < [0l + [0 = T[] 1

When j = 0, the semi-norm coincides with the usual L? norm on K € Q,,. By
standard interpolation error results stated in e.g. Brenner & Scott’s textbook
[42, Theorem 4.4.4] we have

o — 5[]

ik Sk 7=0,1,
with a constant independent of hx, so it follows that
6 o]l i S 2l0le, G =0,1.
Squaring, summing this over j = 0,1 and taking the root we can say:

d d
16 w0y = 16 e S llvllwres -
O

Definition 32. Let J be a finite index set of cardinality N so that S}, i€ J
denotes a segment of S corresponding to a linear segment qon, o S of the
piecewise linear curve qon, 0 S* = Use 7qon © S}

Assumption 33. We assume that there exists a positive number Cy such that
for all t € [0,1]:
-1 .
C’0 < Nj r@%{,}l hqthoSZ.17

where hy,, .51 denotes the length of the edge gy o St

This assumption means that the smallest edge of the discrete curve g, o St is
proportional to the number of edges of which it is comprised. Based on this we
set up some notation about linear interpolation and orthogonal projection.
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Definition 34 (Interpolation and projection on S'). We define S} as the
globally continuous space of linear polynomials on S' given by the usual "hat"
functions in one dimension so that S} — C°(S*) and functions in S} are linear
on each S}, i € J (S' is a periodic 1-dimensional domain, so we simply have
St [0,27]). We let St denote the space of piecewise constant vector fields on
St

We let Psg C LA(SHE — Sh be the canonical orthogonal projection operator

onto the space Sj,. We let Isp - CO(S1)d — SV denote the canonical nodal
interpolant. The spaces and operators here depend on N but we suppress the
explicit dependence to ease notation.

To pose a discrete version of (3.6) we replace the spaces @ and Q* with affine-
invariant finite element spaces over S* for the momentum and curve. As implied
by the notation, we choose S} for @ and S} for Q*. Next we write the broken
analogue ay, of 3.5, where we explicitly omit the time dependence of the domain
for ease of notation:

d m
ap(u,v) = Z Z / ij <m> (D', Dv') da, (3.9)
i=1 KeQy, Y K j=0 J
This defines the following energy norm as well:
- long,, = an(-),

and we observe the following norm equivalences based on boundedness of b:

an(,) = |+ llmguns a(-y) = || - [lma-
We remark that a Poincaré-type lemma holds for functions in Vj:

Lemma 35 (Poincaré [231, Lemma 4.3|). It holds that:
[onllmgon S 1onllo.cun + [0hlmau:  Yon € Va. (3.10)

Using (3.10) for each component i of some v, € V¢ we obtain:

gn,ﬂth S H%Hgﬂ + |U;L’72n,9tha

i
V4]
so summing over the components ¢ we get:

onllZ 0, S (Ons VB)o.0 + (Uns Vi) VUn € Vi

and as such, the operator B could have been chosen as simply I — A3. However,
the scaled inner product-type nature of a(-,-) (resp. an(+,-)) is convenient for
computation as it offers the notion of a length-scale as explained above.
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The discrete version of problem 1 is defined by the following:

Problem 2 (Discrete Hamiltonian system)
Find uy, € V3, w, € Vi, oy € VX gy € S¢ and py, € S for t € [0, 1]
such that:
an(Uin, Un) = (Win, Un)o.0; Yoy, € f/t‘,i, (3.11a)
an(Win, Vh) = / Ptn * U © @y, A0, Yoy, € Vg, (3.11b)
Sl
den = I [uen] © Gen, (3.11c)
Pen + Psplowm © qunpun] = 0, (3.11d)
<Uth = Vu;,v@m,l,gth = O, Yoy, € ‘N/;iXd, (3116)
(o — Vuth>i’j|8ﬂth
= Noay, - V(o — Vum)|oq,, =0, i,j=1,d.  (3.11f)

Again here we take ¢, as the identity when ¢ = 0. Note that evaluation of
elements of V$ on the curve gy, should be understood in sense of the traces as
a true restriction is not defined in a pointwise sense.

Remark 36. The Hamiltonian structure of the continuous system (3.6) is such
that the norm of the velocity field is a conserved quantity [65]. There are several
reasons why this is not the case for the discrete system (3.11). First, because
we use a moving mesh method we cannot expect the same to happen as there is
an implicit time dependence in the coordinate field in (3.9). That is, for any
solution wy, to (3.11a), the quantity ap(um,, wy,) is not conserved by solving the
equations above. Secondly, a conservative discrete method would also require
the test function in (3.11b) to be replaced by its interpolant to even begin to
recover correspondence with a discrete functional. Fvaluation of such a source
term is, however, not supported from a computational point of view. We return
to this point in section 3.3.1.

Corollary 37. Provided the right-hand sides of the problems (3.6b) and (3.11b)
are well-defined, there exist unique solutions w; € HS(Q)d and wy, € V;‘}l to
these equations, respectively.

Proof. The proof is trivial since the continuous bilinear forms associated with B
(resp. By) controls all j*® order terms for j = 0, ..., 3 as is therefore naturally
coercive on their respective spaces. O

Theorem 38. There exists an € > 0 such that the system (3.11) admits unique
solutions in the time interval [0, €.

52

3.3. NONCONFORMING DISCRETISATION



CHAPTER 3. CURVE MATCHING 3.3. NONCONFORMING DISCRETISATION

Proof. We verify local Lipschitz dependencies which by Picard-Lindelhof is
sufficient for existence and uniqueness, see e.g. [152]. Solutions (3.11a) clearly
have a local Lipschitz dependence of the right-hand sides. Let w® denote a
solution of (3.11b) given by fixed momentum and curve p, ¢*, i = 1,2. In this
proof the superscript simply denotes different variables and does not denote
components. We can use the fact that w! — w? are Lipschitz functions to show
a Lipschitz dependence of the variable w on the curve and momentum:

lw! — w7 Z/pl'(wl—wz)oqldﬁ— P’ (w' —w?)og*do
Sl

m7ch
Sl

< JJwt — w2||m,ch(/ pl-qtdf — / p? - ¢ d@),
S1 S

implying:

lw' = w?llmgu < lp'lostlla" = a*lost + l¢*llosi 1P = P*llosr.  (3.12)
In similar vein it is easy to check that ¢, is Lipschitz in wu, by using the
equation (3.11c):
('] 0 ¢" = Ig[w?] © ' flo,s1 < IIIg°[u'] o ¢" = Ig"[u'] © ¢*lo,s1
+ (|15 Tu'] 0 ¢* — I [u'] 0 ¢ [lo, 50
S lutlmonlla” = @ llost + lu' = w?llmgy,,
where we have used that ]I;z’d preserves the Lipschitz constant of its argument

(theorem 31), so we have a local Lipschitz condition for the projected velocities.
Next, because Psr is a bounded linear operator:

[Pz [0t 0 ¢'p'] = Psp[0? 0 ¢°p?][lo.st < [lo" 0 ¢'p — 0 0 ¢*p?[lo.s
— ||0_1 o qlpl 4 0_2 Oq2p1
o 0_2 o q2p1 - 02 o C]2p2”0751-

Now using boundedness of o and ¢? and adding and subtracting o' o ¢*:

IPs (0" 0 ¢'p'] — Psz[0% 0 ¢*p?llo,s1 < [lo! 0 ¢* — 0% 0 ¢°|| 51 [P lo.s1
+ lo® 0 ¢*llso.st IP* — PP[lo,s?
< (llo o (¢" = ¢*)llsc,sn
+ (6" = 0%) 0 Pllo,s1) 19" 0,51
+ 10 0 ¢Plloc,s " — 7|

0,51 -
Finally, using the Sobolev embedding theorem and theorem 22 we can write
this bound in terms of the || - ||,.q,, norm:
IPsplot 0 ¢'p'] = Psplo® 0 ¢*p]llo,sr < (o lmen lla" — @*llo,s:
+lot = o lmgu) 1" los:
+ 0% 0 ¢%[loc,1 I — 7|

0,51,
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with a constant depending on the Sobolev embedding theorem. As such, a local
Lipschitz condition is verified here. Finally, solutions of (3.11e) also clearly
have a Lipschitz dependence of the gradients of wy,, which can be bounded by
the energy norm. O]

Although H* is sufficient in the continuous setting we use H® velocities as we
can split inversion of a sixth order form into two third order solves which is
convenient given an implementation of f/tc,ll Theorem 38 also highlights the need
for the auxiliary variable oy,: this is a Lipschitz variable while Vuy, € L*() is
not (owing to ug, only being H'-conforming) which means only the former can
be used to integrate forward the momentum equation. As we shall see shortly,
spatial convergence of oy, to Vuy, is sufficient for convergence of the discrete
curve.

Remark 39. Note that gradient recovery operators [158] could provide us with
a finite element gradient that is uniformly bounded by Yy, the latter of which
is uniformly bounded by some constant. Since at least H*(Q) is required by the
continuous problem anyway we decide to further restrict the velocity space to
HY(Q) and, at a discrete level decompose the associated operator into two H?
operator 1Versions in f/t‘}ib

Given (2, we introduce some additional notation that we use in the forthcoming
results.

e Recall Q) (resp. Q) denotes the collection of K € €y, lying on the
outside (resp. inside) of the curve gy, o S*.

e We let KT (resp. K~) denote the collection of K € Qf (resp. K € ;)
such that K N gy 0 ST # 0.

e For e € &,, K, denotes the collection of K € €y, such that K Ne # (.

Assumption 40. Let oy, € VX t € [0,1] solve (3.11e) with the boundary
conditions (3.11f). There exists a mesh resolution h* > 0 such that for all
0 < h < h* we have:

Ho'thHm,ch < Mh*7 te [07 1]7
for some My« > 0 independent of h > 0 and t.

This assumption means that the discrete velocity is a prior: conserved for a
sufficiently fine mesh. This bounded property can in practice be inspected a
posteriori. It is inexpensive to numerically compute this norm in for instance a
time-stepping loop, so theorem 38 does in fact provide a useful result.

In preparation for a curve convergence result we introduce the following auxiliary
problem where we seek i; € HJ*(Q)?, @, € H™()? for t € [0, 1]:

a(ly, v) = (W, v)o,0, Yo € H(Q)4, (3.13a)

a(y, v) = / P -V © Qe O, Vv € H™(Q)%. (3.13b)
Sl
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We recall the Strang [208] lemma 13 from chapter 2 (see also [39, Section 2.2.3]).
In the present context we can state it as follows:

Lemma 41 (Strang). Let wy, be the solution of (3.11b) and w, be the solution
of (3.13b). Then,

\ fsl Din © Qe - v dO — ah(wt,V)|
[v]

|win — Willma, S inf |0 = v|ma, + sup
ve t‘fl vef/t%

9

mvﬂth

14
where the first term on the right-hand side is called the approximation(?;errr)z
and the second a consistency term.

Proof. Let v,y;, € Vi3
an(Uin — Yn, V) = ap(Usp — Wi, V) + ap (W = Y, V)
= /51 DPen © Gon - v A0 — ap (W, v) + an(dy — yn, V) -
Dividing by ||v||m.q,, and using coercivity ax(-,) we can therefore claim:

fsl DPen © qn - v dO — ap(y, V)|

Hwth - thm,ch < sup + HUA)t - thm,ch >

verd V], 201
which together with the triangle inequality yields the result. O]

We say that a discretisation for which the terms on the right-hand side of (3.14)
vanish as h — 0 is an approzimate and consistent discretisation. Approximation
is guaranteed via classic element-wise interpolation estimates - we briefly state
the main results from [231] adapted to the current setting.

Definition 42 (Canonical interpolation operator). For a given k € Qu, t €
[0,1] let us denote by Il : H™(K) — }3}?’2), the canonical interpolation
operator where ]51({3’2) C PY(K) is a 7™ order polynomial space defined in [231,
FEquation 4.1]. The nature of the definition of ]51(?’2) 1s not relevant here as the
goal is simply to construct abstract approximation results for these polynomaials.
Section 4 of [231] describes this space in great detail. A technical result [251,
Lemma 4.1] determines the local degrees of freedom that show unisolvency of
]51(?’2) i.e. those that uniquely determine any v € ]5[(5”2). This unisolvency
property allows us to sketch the definition of Ik :

J
HKU = ZZK,jnK,j(v); VU c Hm(K)7

J=1

where {lk;}]_, is a local basis and {ng ;}]_, (for some positive integer .J) is
a nodal basis satisfying ng ;(lx k) = 0k, where 0y, is the Kronecker delta. See
section 2.3 of the aforementioned reference for an example of a constructing of
such a local interpolant.
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By standard interpolation theory (|42], [231, Lemma 2.4]) we have:
Lemma 43. For s € [0,1] and k such that 0 < k <m and K € Q,:

|U — HK|I<:,K S hTI’(L+S_k|U|m+s7K, Yo € Hm+8(K)

The global operator m, on H™(Q)? into V¢ is defined by (m4v)|x = |k (v|x)
for K € €, and satisfies the following standard result:

Theorem 44. For v € H™(Q), s > 0 we have:

[0 = Thvllmen, < B°J0lnts0,
lim |0 = w00, = 0.

Proof. The first property is obvious from lemma 43. For the second see [231,
Theorem 2.5]. O

This states that globally m + s weakly differentiable functions can be approx-
imated in the norm || - ||,.q,,- However, by remark 24, global higher-order
regularity of solutions to (3.6a) and (3.13b) is not possible. Local regularity,
may however be recovered by the following lemma.

Lemma 45 (Hypoellipticity). Let wy, w; be the solutions to (3.6a) and (3.13b),
and define by Q, QF, (resp. Q,, Q) the connected open sets bounded by
q: 0 St and O (resp. Oy, and g 0 S*) on the inside and outside of the curve.
Then the restriction of wy (resp. ;) to the sets Q; , QF (resp. Q, Q) is C
in each component.

Proof. We recall that a differential operator ®© is hypoelliptic [43, Remark 25] if
for any open set w, C*®(w) 3 Dz = z € C*®(w) [96, Theorem 6.33]'. Moreover,
any constant coefficient elliptic operator is in fact hypoelliptic |96, Corollary
6.34]. We observe that the operator B associated to the bilinear form af(-,-)
is hypoelliptic on open sets, and so in fact, for any open set w C €2 such that
& C Q is compact and such that wNg0S* = @ and t € [0, 1], Bu|, = 0 € C*(w)
(resp. for qu,). In the case of the curve gy, o S1 it is easy to see that for any
K € €y, we can solve an elliptic problem with smooth data on the interior and
recover the local estimate. The key property here is convexity of K, see e.g.
[114, Chapter 4]. O

Remark 46. Interestingly, local reqularity provides a smooth velocity almost
everywhere, so one could in theory select e.g. B =id — A. This, however, is
insufficient to generate integrable geodesics of (3.6) for all time because the
Lipschitz norm is not conserved since this choice of B only controls the H*
norm so that Lipschitz norm can become arbitrarily large.

! For completeness we highlight that although this result stated for distributions it is also
valid for the kind of Hilbert-Sobolev spaces we consider here and we refer to the author’s
comment on this extension near the end of part C of Chapter 6 of [96].
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However, local regularity can be recovered from lemma 45 to state the following
nonconforming estimate using theorem 44 applied in an element-wise manner.

Corollary 47. Let v € H™(Q) be such that v|x € H™(K)4¢, VK € Qy,, with
m=d+1, s>0. Then:

v — HhU“m,ch < h’8|v|m+5,ch7

lim [0~ T, = 0.

Corollary 47 establishes an important local approximation property for the
discretisation (3.11). We recall that consistency of the discretisation means
estimating to what extent, as a function of h, the continuous solution (3.11b)
satisfies the equation (3.13b). This property can be verified by e.g. the gen-
eralised patch test (GPT) of Stummel [213|. This essentially asks that the
nonconforming finite element spaces satisfy a type of compactness condition (a
more modern version of this condition is stated in [230], namely the one we
presented in chapter 2).

The proof of consistency of V, was omitted in [231] so for completeness we
apply an argument similar to [230, Theorem 3.2] using the weak continuity
lemma 28 to show this. This property states that integrals of derivatives of
functions in V;¢ are smooth across interior edges of a triangulation, rather than
smoothness in a pointwise sense.

Remark 48 (Bibliographic note). Weak continuity is indeed sufficient (but not
necessary) for the “SPT” condition required in the aforementioned Theorem
3.2. The following theorems are not novel and are simply included to benefit any
unfamiliar readers with the literature. While we can easily verify the GPT by
the information we provided above, in the proof of the following we use what we
regard as a simpler method given by [229] provided a weak continuity property.

Theorem 49. f/t‘fb is a consistent approzimation of H>(Q)%.

Proof. As stated in [213, Section 1.2, Assumption V|, we verify coercivity and
continuity of a(-,-) and ap(-,-) by corollary 37 as required for the GPT [213,
Section 1.4, Equation 7|. Using the form of the test as stated in [229, Equation
4.4], V,, passes the GPT if and only if the following condition stated is satisfied:

lim  sup  |[Tai(t,v)| =0, |aj<m, 1<i<d, Ve C(Q),
h—0 o
v EV
lvallm, 0., <1

(3.15)

where:

0 0
Taﬁ(wa Uh) — Z /K [waxa"‘vh -+ 8;5 8°‘vh} dzx .

KeQp
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Equivalently, where ng is the outward normal of K:

az %Uh Z / waavhné( ds. (316>

Keyy,

For an edge e € éth between K, K’ € Qy, and let ng (resp. ng) denote the
outward normal to K (resp. K’). We can then write (3.16) as

Toitboon) = 3 [ w0 ulinic + w0 uliniods+ 3 [ v0%utg, ds

665‘1},, 6€8ch
= Z/ [0%vn] Kk — O%vn|ker [ dis + Z /2/1(9 UnTla,, ds

6€éth (& eeaﬂth
S Wlleece /[ “Unl Kk — 0%vn| ] ds

eégth

3 e [
e€oyy,

= 0.

Here we have used lemma 28 stating that facet integral moments of first and
second order match between cells, so the consistency condition is satisfied so
V}, passes the GPT, which implies the same result for V¢ which is therefore a
consistent approximation of H3()<. O

The approximation and consistency of the GPT results imply a convergence
result. However, this result only estimates the difference between wy, and w;
when the momentum p;, and the curve ¢, are fized. In other words, if we
refine around the fixed curve ¢, o S, some convergence can be obtained for
wy,. To reiterate, the following result therefore discusses convergence when
the resolution for the bilinear form in (3.13b) and for wy, is refined. To ease
notation, however, we still use p;, and ¢;,. To state the convergence result we
need to prove a technical lemma:

Lemma 50. Let v € H*(Q)? and the sequence {v,}, in Vi be such that
limy, 0 [V — Vallma,, = 0. Then, for any g € CO(S)? such that gy, o S* is
comprised of edges e € E, (v, — V) 0 qun converges a.e. pointwise to zero on
St (with respect to the 1-dimensional Lebesgue measure).

Proof. Pointwise convergence on S is implied by convergence in the sup norm.
Using definition 32 we have:

ess sup |(vp, — V) o qn|(0) =ess  sup |vi, — Vv|(2)
0651 $€qthosl

= maxess sup |vp, — Vv|(z).
€T xEchOSZ‘I k
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Since v, — Vv is continllous everywhere, v, —v = {v;, — v} on edges of the
interior mesh skeleton &,. Therefore, for any two elements K" and K, joining
an edge ¢, o S} we can say:

maxess sup |v, — Vv|(x) =maxess sup |{vs —V}|(2)
i€ 2€qun oS} i€ 2€qun oS}

%

< max |ess sup |vp, |+ — Vv|(2)
ieJ :ceqthoSil * KZ

+ess sup |vp, |- — v|(a:)]
£€4unoS) :

By the Sobolev embedding theorem in one dimension we have for any bounded
open set U: f € H(U) = f € C°(U), so:

ess sup |(va, [+ — V) 0 qun|(0) < max||vp, [+ = Vi[1g05:-
fest i i€J g v

By the trace theorem we have for any i € J:
||th|Ki+ - V||1,qthoSi1 f§ ||th - V||2,ch‘

Since ||vp, — V||2.0,, converges by assumption we conclude the proof by applying
the same argument to the restriction of v, to K, .

Another way to see this result is to recall theorem 22 indicating that Vié|x C
L>*(K), K € ,. Since K is convex [207, Theorem 5] tells us that an extension
result obtains and we can therefore ascribe meaning to the values of a function
in V4| on 0K. 0

Corollary 51. Let uy, and 4y solve (3.11a) and (3.13a), and let wy, and i,
solve (3.11b) and (3.13b). Letting the resolution for q, and py, be fized as a
function of h, then for all t € [0,1] we have:

}ngg) 1w — e[ im0 = }ng(lj |wen — Wel|m,0,, = 0.

Proof. The strategy is to use the definition of a consistent approximation to
show convergence of the discrete bilinear form to the continuous one, and the
same for the discrete source term. It is completely essential that the source
term in (3.11b) and (3.13b) are considered fixed in the momentum and the
curve. The reader should think about this corollary as a convergence result if
we refine the mesh, and resolution of the velocity field around a fixed embedded
curve (g,) for some polynomial momentum (p;,). The convergence of (g, and
pun, are dealt with using Gronwall’s lemma)).

We note a(ty, Uy) = ap(ly, Uy), SO:

ah(@t — Uth, Uy — Uth) = <1Z)t — Wyh, Uy — uth>0,ch7
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so by Cauchy-Schwartz:
[t = uenllm g < ll0r = winllogy,-

We know that || |lma, < |lpmllost since Vi is Lipschitz-conforming cf.
theorem 22, so {1y, }1, is a bounded sequence. Using the definition of consistency
in [213, 230] we say that V;¢ is a consistent approximation of H>(Q)? by theorem
49 and [230, Section 3.1] so we can extract a subsequence {wy, }r>0 of {W, }n
and a function w € H3(Q2)? such that 0%y, — 0*w' weakly in L?(Q) for all
|a| < m. We know by corollary 47 that given any v € H3(Q)? there exists a
sequence {vy,}, such that limy, o |[|[v — Vi|lm.q,, = 0. Then we can say:

|a’hk (wthwvhk) - a(W/7 V>| < |ahk (wthm Vh, — V)l + ‘ahk (wthk - Wl? V>|
< “wtthm@thHth - VHm@th + ’ahk(wthk - WI?")’

which vanishes as £ — o0o. Next we show:
/ Pth * Vh,, © qun A0 — pin-voqndd as  hp — 0, (3.17)
St st

which essentially amounts to showing that we can pass the limit inside the
integral of S*. By the dominated convergence theorem this requires at least
pointwise convergence of (v, — v) o ¢, and pointwise boundedness by some
integrable function. The latter is trivial since v;, and v are Lipschitz. The
information we have is strong convergence of ||vy, — V||m.q,, by the weak ap-
proximation property, so by lemma 50 (3.17) is verified.

In light of this we must have a(w,v) = [, py o v o g, df and so corollary 37
implies W' = .

Next we show strong convergence. Let y, € f/t‘,f be a sequence such that
@ — yullm.a,, — 0 as h — 0. Then,

[|0; — wthHgn,ch S g — thfn,ch + an(yn — Wen, Yn — W)
< e — Yh||3n,gth + a(y, we) — 2ap (W, wen) + an(Wen, wen)

S Hwt - th?n,ch + a(wta wt) - 2ah(ﬂ7t, wth)

+ / Dih © Wep, © Qi dO.
Sl

Now using what we just derived above:

a(Wy, wy) — 2ap (W, wep) + / Dih © Wy, © qpp, dO
Sl

—  a(wWy, W) — 2a5(Wy, Wy JF/ Pen © Wy © @y, d =0
S

1

as h — 0. O
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Remark 52 (Comparison with L?(2) source terms). The standard setting is
for the source term to be defined in terms of some f € L*(Q2)% on the form
(f,vi)oq. Weak L?(Q)? convergence therefore trivially completes the argument
in this case since:
(fivi)oa = (fiv)oe;

is by definition, weakly convergent. This argument is ill-suited to the setting
above due to the singular nature of the S integral as a source term. This is
the reason for the use of lemma 50 in corollary 51.

It is hugely important to note that corollary 51 provides a convergence result
for a fixed curve and momentum. Here we commit a slight abuse of notation
by keeping the subscript h on all our variables, as the notation otherwise
comes in the way of the exposition of the result. We briefly elaborate on this
here. The key thing to note in the result above is that the implicit conforming
shape-regular family of triangulations {{2,}, are such that for any h; — 0 as
j — oo there is a subset of éj’thj tracing out ¢,. One can think of corollary 51
as saying that if we refine the mesh "around the curve" g, our discrete solution
converges to the continuous one. Mesh refinement for the spaces S} and S for
¢ and py, is therefore not a factor here. Keeping this in mind we proceed to
prove a convergence rate. To this end we introduce the notion of conforming
relatives first proposed in [41].

Proposition 53 (Conforming relatives). There exists an H™-conforming finite
element space Vet c Hp Q) and an operator TI5 = Vi — V& such that
Vo e Vig:

m—1

Z hQ(j_m)|v§L — [ th}i ?,ch + HHZUh]iﬁn,ch S |U;L|$n,ﬂm' (3.18)
=0

for each component vi of vy,.

This result can be seen in e.g. [135] or [134, Lemma 3.2]?. The proof we provide
next uses these operators as well as the hypoellipticity result in lemma 45.

Corollary 54. The convergence rate for the expression limy,_o ||t — s ||lm.,, =
0 s almost linear in h via the following bound:

2
[t = winllm.0u S h(Z ID% @i logy, + 1D @t lo gy, + 1 DYoo,

=1
+h( Y NID*@lloe + 1D @] llo.e) +2||D4w;||o,mh>
e€quno8?
+ > D% — Pe. [D*@]Dllo.c
c€quno8!

+ B[ g 5,005

2 The reference given here shows under which conditions the conforming relatives operator
exists, for arbitrary m > 1. These are are exactly the weak continuity properties provided
by [231].
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for any integer s > 0, where Py, is the projection operator on L*(K.) defined
by:

Peo=(> [K)" Y] /dex, ve L3(Q).

Keke Kek.

Proof. We first note a(ty, Uy) = ap(ly, uy), so since u; and wyy, satisfy:

ah(ﬂt, ﬂt) = <wt7 ftt)o,cha

ap (Uth, Uth) = <wth> uth>O,ch-
Subtracting these we obtain:
ah(ﬁt — Uth, Uy — Uth) = <1Z)t — Wyh, Uy — uth>0,ch7

so by Cauchy-Schwartz:

||ﬂt - Uth| m,Qun < ||7th - wthHO,ch-

We proceed to bound the right-hand side. For arbitrary y, € f/t% we seek to
bound the following expression in terms of hA:

an(Wy — Win, Yn) = an(Wy, yn) — /31 Pth * Yn © qu 0.
We use the conforming relatives operator to say:
ap(Wr — Wi, yn) = an(We, yn) — /51 Pt Yn © qun A0
= ap (e, yn — Iyn) — /51 Pen - (Yo — Hyyn) © gn d6),

since ap(wy, [5yy) — fsl Pen - Sy 0 gy dO = 0.

First we estimate f g1 P - (yn — IISyn) o g 6 and show linear convergence in h.

The key tools are the Sobolev embedding theorem and (3.18):
/1 pen - (Yo — Hyyn) 0 in A0 < ||penllo,s1 ([ (yn — II5yn) © genllo,sr
s

S llpemllo,stll (yr — yn) © qinlloo,st

= ||pth||0,51||Yh - ZYhHoo,qmoSl

S lIpmllosllyn — IIRynll1.gi0st (embedding)
S 1penllo.stlyn — TIRynll2.0,,

Now using the bound in (3.18):

/ Pen - (Yo = 1I5yn) © g A0 S Bllpenllo,st 1ynllm,o, - (3.19)
S1
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As a result we have linear convergence in h if we suppose py, and ¢y, are fixed
as functions of h.

Second we estimate ap,(w, yp, — [I5y,) by writing the variational problem for
in a strong form. For the sake of exposition we recall the standard integration
by parts identities on elements K of €2, in our notation:

[ it Dyyde = [ (Dl de s [ (D) s

oK

/ (D%, DY) dr — / (DY, yi) da + / (ni D%, Dy} ds
K oK

- /a K<D3wt7 nkyy) ds,

[t Dy == [ Dty et [ (0Pt as

—/ (nKD4wi,Dyfl>ds+/ (D3wi,nKD2ny>ds,
oK oK

Recall that Q,;, (resp. Q;z) denotes the parts of domain €2y, restricted to the
inside (resp. outside) of the curve traced by g, o S*.

Remark 55 (Strong form equation). The strong form version of (3.13b) can
be written by using the identities above:

B, =0, on € and Q},

[ v vogmd) =3 3 [ )it ot - () ) @pait. ot

1=1 e€qypoS1!

+b3< )<[[D4u§t]] Dv>—bg( )([[D3 , D*") ds,
Vv € H?(Q).

Indeed, for a test function v € H3(Q)? we have:

2L B ()
_Z/_Zb( ) i, DIy dx+/Q+Zb< )Djwt,Dj ) da.

th j=0 th j=0
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So integrating by parts:

Z/ ( ) (D!, D'y da
Qin =0
d
:Z Bwi-vidx—I—Z/ B! - v’ dx
i=1 /ch i=1 /U,

e[ n(y)apvane - () upe.)
+ b (?) [D*0i D] — b (Z‘) [D3@i D*] ds .

Since the integral over Q;, and Q) of Bwj - v" vanishes we can relate the
momentum term to a jump condition on gy, o ST via the following variational
equality:

/pth voqthde—z 3 /bQ( )[[D%t]]m ( )([[05 i, o)

i=1 ecqy oS!
+ by (?) ([D*i], Do)

— b3 ( )([[D3 0], D*v')ds, Vv € H*(Q).
(3.20)
Then:

iy~ Toy) =3 3 / Bai - (v}, — [Moy]) da

=1 KEch\

sum cancels by definition

. faKbl (”;) (D et = (W] )

~~

sum cancels because integrand is H!

n / b2( )(nKDth,D( — [Msya]")) ds

/aK " (ZL) Y e (vh — [Mya])) ds
/aK . (?) " nc(vh — [Mya])) ds

’ /aK & @) nic DY, D(yj, — [Miya] ) ds
/aK . (7;) Y, e D(y), — [Miya] ) ds.
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We now write the boundary terms as jumps on the mesh skeleton. The
expressions y} — [H%yh}i and D%} have unique traces everywhere, while the
expressions D¢, j = 3,4, 5 only have unique traces on &y, \ g o S'. Lastly,
the expressions D7 (yi — [szh}i), j = 1,2 are not uniquely defined anywhere
on éth. With this we can write:

a (1% yrn — 1Lyn)

ZZ [5 ( )D”H{D( — [Mya] D) ds (3.21a)

/gth\qmosl (?) Y, [D(yh — [Tiya] D) (3.21D)

(?) (D@, [D*(vh, — [T5ya] ) ds (3.21¢)

v - (
qtn0S?t

([D*@]],yj — [Msya] ") (3.21d)

3
~—

(D], yi, — [MT5yn]") (3.21¢)

) [D*;Dly; — [iyn] )] (3.21f)
) — [Miya] )] ds, (3.21g)

where we recall that [D*@{D(y}, — [II§ys]" Y] and [D3wiD2(yi — [Hth}i)]] on
e =K N K, are defined as:

[D*@i Dy}, — [Myn] )] = (i D] Dy, - [T5ya] )
<77 wt Ko , D(y), — [HZYhyNK;%
[D*i; D*(y;, — [Myn] )] = <77K+ Dwq e+ D*(yh — [Tyn] it )
<77KP wt Ko ,D? (y [szhy>’K;>-
Many of the terms in (3.21) are estimated using the same technique and rely
on the weak continuity result for V¢ in lemma 28. First we highlight the main
inequalities on which we rely. Let e be an edge of a arbitrary K € €, with

length |e|. Further, let K. denote the set of triangles in €2, having e as an
edge. We recall [42, Equations 10.3.8, 10.3.9] and the trace theorem:

_|_

el 1A 1G.e S PN ok + [k, f € HY(K) (3.22a)

ellTwllfe S Pk Y lwlix: wlx € HY(K), (3.22b)
Keke

£ l5.e S IFIE flx € H'(K). (3.22¢)
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Remark 56. The inequalities in (3.22a) and (3.22b) are not proved in [42],
so for completeness we prove these in appendiz C. Readers can also refer to this
appendiz for an example of some of the techniques we use here albeit applied to
a simple Poisson equation in the plane with a source term that is an integral of
a function defined over a subset of the mesh skeleton. We believe this can help
ease the exposition especially for readers with little exposure to nonconforming
FEM. When discretising Poisson using nonconforming linear elements this
problem has a similar structure to the one we consider here and may aid the
reader in the exposition. What we show s that a linear convergence rate in the
broken norm may be recovered even if the source term is, a priori, H= ' over
the domain but with a mesh-aligned singularity.

We now estimate each term in (3.21) starting with (3.21a). We now drop the

binomial coefficients to ease the notation.

For any constant ¢, and using Cauchy-Schwartz:
2 .
S [ vADai 100~ [ ) s

2

:Z/g by (D@} — ¢, [D(y} — [5ya])]) ds

<b22 > 1D%i; = ccllollTD(yh = [Tyn] M lo.e-
i=1 €€£th
Now we multiply by 1 = |e|~!/2|e|!/2:

2

Z/g by(D*wy, [D(y), — | ?A’h]i)]]) ds

=bzz D el D% d; = celloelel NP, — [Wiya] Mo

=1 ecéy,

2
<ty (3 ST Jel D% — col3) P (elIID (s — [Mya] HIZ)

=1 SGéth

Now using (3.22):
2 .
3 / bo( D%, [D(yh — [Moys])T) ds
=1 th

(33 min (21070 - el + 1% )

i=1 eESth

X ( K|D(Yh— [ EYh}i)ﬁK)l/Q.
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Now since ¢, was arbitrary we can take it to be the constant in R that is the
closest approximation of D%w!. Projection of Sobolev functions onto constants
is well-understood; by e.g. [89, Proposition 1.135] we know that:

| D?a; — | K| /D? { dallo < hie| D201k

with a constant independent of hx. Squaring on both sides cancels the depen-
dence on hg in the previous estimate so we get:

Keke

Z/g b, min (D@}, [D(y;, — | thy)]]) ds

<b2 Z Z mm ]D2wt fK)l/z(hrf(’D(y;L - [Hiyh}i)ﬁ,l{)lﬂ

i=1 eESth
<boh|| D3
<boh|| D

[Hﬁyh]ium,mh

using (3.18) in the last step.

Next we estimate (3.21b). It is clear that the only difference from (3.21a)
here is the operator D* instead of D? applied to i, so by the same steps as
previously:

2

Z /eefjth\‘hhosl b < wt’ HD( [szhyﬂb ds

i=1
< bsh || Dty [lo.0,, 1Y llm.2,-
We now treat (3.21c). For an arbitrary constant c,:
2

Z /éth\qthosl _b3<D3wt7 [[DQ( [szh]l)m ds

2

= Z/ —bs(D*; — ce, [D*(y}, — | th}i)]b ds
Ein\gen oSt

i=1

<us(>° N ID%—el2) P (1D — [Maya] T12.) 2.

=1 ec&p\qupoSt
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Now using (3.22) again and Cauchy-Scwartz:

2

Z /éth\(hhosl _b3<D3wt’ [[Dz( [szh}l)]b ds

i=1
2
<ba(d D min A2IDY - ol + 1DV )
=1 ec&y\qipoS?
x (Rl D*(yh = [Tiya] V)
2
<t:(S0 DD DR ) (D (v — (o] DB k).
=1 ec&y \qrpoS?
Using the trace theorem we get:

2

Z /éth\chosl _b3<D3wt’ [[Dz( [szh}l)]b ds

i=1

2
<bsh( > N DR )y — [Tyn] s,

i=1 KeQy,
= bsh|| D*@} 0.0, 1h — [T5Y8] .00
< bsh|| D*ivg[o,0,, 1Yn] I -

Estimating (3.21d), (3.21e) and (3.21f) rely on the trace theorem and a property
of the conforming relatives operator in (3.18). For (3.21d) we have:

Z / oDy~ [T ds
thoS?

szz > D% @ loellyh = [M5yn] o.e:

=1 eeqthosl

i — [18yn] [l1,5 so by using

By the trace theorem, ||y} — [H?LYh]iHO,e N ZKeice
this and (3.18) in the above estimate:

Z | 0ty - ] ds
thoSl

5622 ST Dol — [Tyn] T,

=1 eeqthosl

2
Sbeh®y Y DY@ loelynllmsn.:

i=1 e€qyp 08!
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By a similar argument for (3.21e):

2

S [ wpay - [l ds
1 7 awoSt

i=

2
Sbs Y D D@ oellyh — [Tiya] lhs

=1 eeqhosl
2
§b2h22 Z ||[[D5wt]]HO,e”y/sz,ch'
i=1 e€gyyoS!

Term (3.21f) is estimated similarly:
z | mIp*iDe; - [mn] ) ds
qnoSt

=bs Z / (Mg DY e, D(yh — [oyn] ) o)

q¢n0S?
+ (M- D' Ko , D(y), [HZYh}Z)|K;> ds.
Using Cauchy-Schwartz twice, the trace theorem and (3.18) we proceed as
previously:

2

3 / b LD Dy, — [Mya] )] ds
1 qinoS?t

i=

<b32 ST g DYl ol DO — [Tyn] Mg lloe

i=1 e€qspoSt

+ gz DYt Nlo.e 1 D(yi, — [Tiy])

2
Sbs Z Z H77K+D4

=1 e€qypoS!t

2
<bsh(D0 Y (s D

=1 eeqthosl

<bshl| D"t 0.0, 1Y llm.0-

K 1l0,e

e+ 7= D% e o) 1D (e — [Tya] Mo

et gz Dt ¢

o) ) 138l

Finally we estimate (3.21g):

2

3 / DDy, ~ [y ) ds
qth© 1

=1

——b32 / (D¥i} - [Py — [Moya] )] + [D*0iH{ D2y — [Toya])} ds

thoS1

=T + Tg.
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We estimate 77 using the same method as for the term (3.21c). The only
difference is the presence of the averaging operator, but we can write { D3w{} =
5 D0f| i + 5 D*0]| 4+, and since the restrictions of D*wj to K and K are
smooth there are no changes to the procedure for the term (3.21c).

Ty S bsh|| DYoo, lIyallm.on-

Obtaining a convergence rate for T3 is more difficult owing to the presence of
the {D?(y}, — [H5ys]")} term. It is easy to see why, since for an arbitrary edge

e € Em, | D2(vh — [M5ya] Mo S 1D2(vh — [M5ya] )1k for some K € Qy, with

Y

e as an edge. Then by (3.18) we know:

2
Q- D IDyh = [ya] )Y S yallms.

i=1 KeQy,

but we do not recover a factor of A in this bound. We can however bound
(3.21g) as follows using an averaging operator over a neighbourhood near an
edge (see also [231, Equation 3.12| for an example). We define Py, as the
projection operator on L?(K,) defined by:

Peo=(> KN > / vdx, veL*Q).
KeKe Kek. 7K

Then,
2 ' ' .
r= Y [ D~ () b
i=1 Y 4th©° !
2
= [ e DD - [} ds
1 Y 4th© !

i=

<bsy > D%~ Pe. [DP0f] Mo I{ D (vh — [Tya] )} loe-

=1 eeqthosl

Now using the trace theorem and (3.18):

2
TSy S D% - Pe [D%0] 1oyl — [Tya] T,

1=1 e€qyo0S?!

2
Sty Y ID*; — Pe [D*@]To.cllyallmg.n.

=1 eeqthosl
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Collecting the bounds we have for (3.21) so far and dividing by ||yx|m.q,, vields:

0.0 + 1001 llo.0,, + 1D} 00

N 2
ah(wt - wth,Yh) < ( 3 i
<h || Dy

1Yl 2 Zl t

+h Y D@ lloe

e€qp oSt
+h > D% + 2D il )
e€qgpoSt
+ Y D% — P [D*] 1o
e€qypoSt

Using Strang’s lemma 41 and corollary 47 we can therefore say:

2
o= wonllme, < B( D2 ID%6loq, + D% l0,, + 1D @ilos,,
=1

+h 3 (IID*6 o

e€qspoSt

+h > (D%l + 21D oo, )
e€qzpoSt

+ Y D% — Pe.[D*] Do
e€qp oSt

+ hs’wt|m+37ch7
for any s > 0, and since ||ty — uen ||m.q,, < ||W:—winllm.q,, the result follows. [

Remark 57 (Conforming reconstruction operator). In the analysis above we
make heavy use of the projection operator Py, as it is constructed in such a way
as to be continuous over the edge e (trivially so as the range of this operator is the
space of constants). [104] proposes a C! reconstruction operator with attractive
properties (see e.g. equation (16) in the reference) that could be explored instead.
These properties concern error estimation of the projection error on elements
K of the triangulation. However, convergence in terms of h is not readily
obtained using such operators as the preceding analysis deals with terms of like
D eeqnost D0} — P, [D3@{]]]o,e concerning the jump over edges. By using
a trace inequality to pull the estimate to K we lose an order of differentiation
which is reflected in the estimation properties of the aforementioned operator
(roughly speaking: the L? norm on OK can be bounded by the H' norm on K ).
It is therefore not certain that such a conforming reconstruction operator yields
estimates that scale well with h.

Lemma 58 (Curve convergence). Suppose assumption 26, 33 and 40 hold
and qo, po € H?(SY)¢ for j > 1 and po, = Isp [po] is the canonical interpolate
of po so that ||po — ponllo.st < hllpollist, 0 < h < h*, where h* stems from
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assumption 40. Suppose further that corollary 51 holds so that for all t € [0, 1],
limh_>0 H’Ilt — uthHQO = 0. Then:

}1112% HQt - chHo,Sl =0,

and we have the following bounds for t € [0,1]:

t
o= anlose S Bl + [ (040 (o= parloss + 1. = )
0

+ B g lm.qy, ds,

and

Q)

t
HM—W%&ﬁMW%&+/H%-%M§+MHH%
0
s — sl d.

Remark 59 (Convergence rate). The convergence rate of the integrands ||tis —
Ush |lm,0,, @S @ limitation to linear convergence of ||g; — qunllo.s1 as a function of
h. This rate is discussed at length later and summarised in corollary 54.

Proof. Using (3.6¢), (3.11c) and Jensen’s inequality:
t
la: — qnllo,sr < llgo — qonllo,sr + / s © gs — 15 Tuian] © genllo.s1 ds
0

t
SMWW%M$+/H%O%—%O%My
0

+ ||U5 O gsh — Ush © qsh”O,Sl
+ [[teh © gon — T [tsn] © gsnllo.sr ds. (3.23)

The first term in the time integral is bounded by ||us|lw1.c0)llds — Gsnllo,s1-
For the second term above we reuse the notation from definition 32 and let
I denote a reference interval (e.g. [0,1]) of measure |I|. Let df, ds and d3
denote the Lebesgue measures over S!, &, and I , respectively. Then we know
%8| = lf‘Q]’\T[j. We denote by |%];" = hg.nost the length of the line segment
qsn © S}. Using assumption 33 we see that:

Hus O (qsp — Ush © QShH(Q),Sl = Z Hus O qsp — Ush © qshHaSil

eJ
- Z H Us — u«ShH(z),(;(ShoS1
eJ ¢]sh051 |I|N»7
27
< ComHuS uSh“g,qshosl'

Since u, — ugp, € H'(Qy,) we invoke the trace theorem to chain together the
bounds:

||us O Qshp — Ush © QShHO,Sl SJ ||us - ush”O,qshoSl SJ ||us - ush”l,ch’
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which in turn is controlled by the energy norm |jus — usp||m,q,,. Before we
proceed to show convergence for this we first treat the third term on the
right-hand side of (3.23). Note that for some sufficiently smooth f assumption
33 provides the estimate:

1foqulis =3 If o aulis

ieJ

2w
< Co Z Hng,qshosil' (3'24)
|I| eJ

Using (3.24) where f = ug, — 5 [usn] we get:

00271'
/]

lsn © g — 1" [wsn] © gunllo,sr < s = T [usnllo gunost

< s — I [wsn) 1,000
5 hm_1|ush m,2n

S hmil Hush Hm,ch’

where we have used the change of variables to ¢, o S* in the first step, and
then trace theorem in the second. The third step above relies on standard local
interpolation error estimate, [42, Theorem 4.4.4 and 4.4.20]. Based on this we
can say:

t
g = amllos: < lldo — donllo.st + / s e llgs — aenllo.st
0

+ ||u5 - ush”m,ch + h‘m_1||u8h||myﬂth dS

t
< HQO - CIOhHo,Sl +/ ||us||W1!°°(Q)||QS - C]sh||o,51
0

+ (L 2" s = s llm,
+ B

mvﬂth ds'

Remark 60 (On introducing the auxiliary problem (3.13)). Solving this aux-
iliary problem is a key step in the proof. To see why, first note that there is
no obvious way of comparing us to ug, in sense of convergence. It is impor-
tant to understand why this is so in order to follow the analysis. Because the
right-hand sides of (3.6b) and (3.11b) do not match, we cannot use readily
apply convergence results from the nonconforming literature (see Strang’s result
later in lemma 41). This is not a limitation inherent to nonconforming finite
elements but simply because the question of convergence no longer makes sense
if the source terms differ. Indeed we introduce (3.13) because wy is a continuous
quantity (and therefore we can use it as a test function in (3.6b)), but with a
similar source term to (3.11b). We cannot dispense with this step.

By the triangle inequality we have

||u5 - ushHm,ch < ||us - asnm,ch + ||as - ushHm,ch . (3'25>
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First, we bound |[us — Us||m.0,,- By using us — 4, as a test function in (3.13a)
and (3.6b) and subtracting these equations yields:

CL(’LLS - ﬁs, Us — ﬁs) = <ws - wsa Us — as>0,97

$0 ||us — Us|lm.q,, < ||ws —Wsllo.q,,- By a similar argument leading to (3.12) in
theorem 38 and adding and subtracting p; - (ws — ;) o gz, we have:

||ws - 1115“3”,9 < | / DPs - (ws - ws) ©4gs df — / Dsh - (ws - UA)S) O gsh d‘9|
St St

§| ps'(ws_ws)oqs+ps'(ws_ws)OQSh
g1

— DPs (ws - UA)S) O 4sh — Psh * (ws - ws) O Gsh d8|
5 HpsHl,Sles - ws“m,chHQS - QShHO,Sl

+ ||w5 O 4sh — UA}s o QSh|

00,51 ||p8 - pshHO,Sl .
Let K" and K; denote the two elements of Qy, such that K;" N K; = gy, 0 S}

and 7+, Y- the associated trace operators on H'(K;") and H'(K; ). For the
term ||ws o gsp, — Ws © sp|| 0,51 We notice:

”ws O {4sh — ws o q$h||oo,5'1 = ||w8 - wSHOO,qshOSl
S lws — Wgl[m.ay,

== ”ws - 7vz}sHm,Qa

where we have used the Sobolev embedding theorem and the boundary condi-
tions on the diffeomorphism to state that 02, is constant in time and therefore
bounds the same domain as 0€2. Now using theorem 22:

||us - as”m,ch S ||ws - ws”m,Q
S Ipsllistllgs = gsnllost + lps — panllo,st (3.26)

which takes care of the first term on the right-hand side in (3.25). Applying
Gronwall’s inequality [234, Theorem C.8| here yields:

la: — anllos: < oo s lm g2, +(A+A™ ) |pslly g1 ds o <||q0 — gonllo.st

t
T / L+ A (lpe — panllost + Nty — et
0

07 gl ds ). (3.27)

By the hypothesis, ||go—qonllo.st < h||qollo,s1- The exponential term is uniformly
bounded in h, so we need only examine the momentum term ||ps — psnl|o,st
using the evolution equations (3.6d) and (3.11d) as well as ||is — usp||m.q,, tO
establish convergence of ||g: — ¢n||0.s1. First we treat the momentum term:

t
120 = ponllost < llpo — Ponllost + / 164 © Gops — T © gonpenlos
0

+ [|osh © gsupsh — Psp [0sn © qsnpsn]lo,51 ds.
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We estimate the second term on the right-hand side of the above using a
standard interpolation result [42, Theorem 4.4.4]. Let I (o] denote the
matrix whose entries are comprised of the piecewise average of o, on gg,
defined by the relation:

1

0 k,l k,l .

e e P Y hoslf T ds, ied, k,l=1,d.
s i qsnoS;

)

This should not be confused with Hsz . Then using the previously mentioned
interpolation properties and rearranging:

Ho-sh O qshPsh — ]P)SZ [Jsh o QShpsh] ||O,S1
S ||Ush O gshPsh — ]Ifl)sh [Ush] o qshpsh“(),Sl

= H(O-sh O qsn — Hgsh [O'sh] o QSh)pshHO,Sl

Now taking the supremum of the term in parentheses:

HUsh O qshPsh — Psg [Ush © qshpsh] Ho,51

< ||Osh O {gsh — Hgsh [O-Sh] o QShHoo,Sl ||psh||0,51

= |losn — Hgsh (051 Hoo,qshoSl [|psh| 0,51

Since the quantity is [|og, — I | [0sh]l|oo,q,n0s! 15 just a number, we can use the
{-} operator to write it as the sum of the restrictions from either side of the
edges that form g, o S*:

HUsh O qshPsh — Psg [Ush o qshpsh] Ho,31

< ”O-sh - Hgsh[ash] Hoo,qshos1 ||psh| 0,51

= [{own — I, [0}l c.qunost [Psnllo,s0

Using Cauchy-Schwartz, the properties of the operator Hgsh and the trace
theorem we finally obtain:

HUsh O GshPsh — Psﬁ [Ush o qshpsh] 0,51

5 Z (||O-Sh|KZ.+ - I[gsh [USh] ||c>o,qshoSi1 + ||O-Sh|K; - ]Igsh [USh] ||oo,qshoSi1) ||psh||0,51
i€J

5 hz (|Ush|1<;rll,qshosi1 + ’O-Sh|Ki_|1,f15hOSi1>
ieJ

‘pshHO,Sl

S Mlosnllmaun [psllo.st-

Using the triangle inequality we obtain the bound:

|osn © gsnpsh — Psp [0sn 0 gsnpsn]llo,s1 < Blloshllmn, (IPsllo.st + [[ps — psnllo.s)-

)



CHAPTER 3. CURVE MATCHING 3.3. NONCONFORMING DISCRETISATION

Using this estimate and continuing:

t
e — pnllo.st < |lpo — ponllo.st + / |5 © @sps — Tsh © qsnPshllo.s1
0

+ hllosnllm.qum (1Psllo,s51 + [[Ps — Psnllo,s1) ds.

By adding and subtracting o o qs,ps next and then adding and subtracting
Osn © qspps as well as using the Lipschitz continuity of o,:

t
1 = pnllos < llpo — ponflo.st + / 155 © Gsps — 05 © Gonsllo.st
0

+ ||Us O GshPs — Osh © shPsh
+ hllosnllmoun (Psllost + |ps — psnllo.s1) ds

0,51

t
< Ilpo = ponllo.st + / e sl llwnoe o las — @onllo.st
0

+ Ho—s O gshPs — Ogp © QShps"O,Sl
+ ||05h O gshPs — Osh © QShpshHO,Sl
+ hllosnllmoum ([[Psllo,st + lps — psnllo,s1) ds.

Now we use the regularity of p, to take it out of the norm in the second term
on the integral on the right-hand side, and use Lipschitz continuity of o, o ggp:
t
Hpt - pth”o,Sl < HPO —POhHo,s1 +/ HpsH1,51(HUSHWLOO(Q)HQS - qShHO,Sl
0

+ ||Us O qsp — Osh © QShHO,Sl + hHOshHm,ch)
+ (hHO-sh”m,ch + ||Ush o QSh”oo,Sl>||ps — Psh

0,51 dS.

We remind ourselves that ||o,||wiec) < ||Vus||wieo) so this quantity is
uniformly bounded by some constant. Rearranging and summarising the
momentum bound:

t
120 = ponllost < [lpo — ponllost + / el (o llwroe s — dusllo.ss
0

+ “08 - UshHm—l,ch + h”ashHm,ch)
+ (1 + B)|losnllmgn llps — psnllo,s: ds.

For convergence of the term llos—0sh|lm-1.0,, weintroduce the auxiliary problem
(cf. remark 60) for &y, € V¥4 ¢ € [0,1]:

(Gin — V., Un)m-1.0, =0, Vo, € VX,
and proceed by bounding:

||Us - Ush”m—l,ch S ||Us - 5-sh||m—1,ch + ||5-sh - Ush”m—l,ch‘ (328>
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Since Vu, € H*(Q)¥4, o, € H™4(0Q)4*4 by inspection of (3.6e), so by [231,
Theorem 4.4] we obtain the bound:

HUS - 65h“m—1,ﬂth 5 h(‘o_s‘ll,ﬂ + |Us|5,Q)-

The second term in (3.28) is clearly bounded by ||us — wusp||m.q,,- Using this we
get:

t
Hpt —pthHo,sl < ||p0 —pOhHo,sl +/ ||ps||1,sl(HUSHWLOO(Q)HQS - qsh||o,51
0

+ h(|05|4,Q + |Us
+ Hus - ushHm,ch + hHUshHQO)
+ (1 + B)|losnllmau lIPs — Psnllo,sr ds.

5.0)

Now using the triangle inequality on ||us — usp|lm.q,, and (3.26) we get:

t
Ipe = penllo,s1 < llpo — ponllo,sr +/ 1psll,s1 (losllwoe ey llas — dsnllo,st
0

+ h(los|laq + losls.a)

+ [psllstllas = gsnllo,sr + llps — psnllo,s?
+ ”ﬂs - ushHm,ch + h”‘jshHm,ch)

+ (1 + hW)l[osllmgn, Ips — Psnllo,sr ds.

Yielding the Gronwall estimate again:

t
Hpt - pthHO,Sl < (Hpo - pOhHo,Sl + / Hps 1,51 (HUSHWLOO(Q)HCIS - qshHo,Sl
0

+ h(|os|an + |os]5.0)
+ HpsHl,SlHqs — 4sh

0,51

s = sl + Blloaallmr,) ds)

w o Ipslly s1++R)loan lm.0y, ds

By assumption 40, ||os||m.q,, < M, taking h is sufficiently small. Now taking
C > 0 sufficiently large we can write:

t
I~ ploss < CMae P (g~ polost + [ g = s
0
+h(1 + losllag + lloslls.o) + [14s — ushllm.au, dS)-
Again, ||po — ponllo.st vanishes as a function of h. We assume that the limit
h — 0 is taken for all previous times 0 < s so the term ||g; — gsnllo,s1 also

vanishes, at which point we simply bootstrap to t > s. Finally the term
|l ts — wsh||m.q,, is dealt with by assumption. O
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We briefly summarise our results. First, theorem 22 showed that a H3 non-
conforming but globally continuous finite elements leads to Lipschitz stable
spaces. We were then able to confirm an existence result in theorem 38 for
the discretised geodesics under very mild assumptions. The assumption on
which we rely is also easily checked computationally at essentially no additional
cost during simulations. Our main result, lemma 58 showed under which
conditions the discretised geodesics approaches the continuous solutions. We
saw that the presence of the singular curve integral as a source term prohibits
global regularity, and that despite recovering almost everywhere C* regularity
we cannot attain linear convergence as a function of h using the conforming
relatives used in corollary 54.

In summary, the finite element discretisation in (3.11) is convergent for any
initial scalar momentum in po, € H*(S')? and initial curve qo,. Moreover, the
results in this section indicate that the initial momentum py contains all the
information necessary to compute the position of the curve ¢ at time ¢t = 1,
and that we have found a Lipschitz-stable discretisation allowing us to do so.
We note, however, that owing to the symmetry-breaking of the discrete system
we cannot expect that the discrete kinetic energy is conserved.

3.3.1 ALTERNATIVE APPROACHES & PERSPECTIVE

Over the course of this project several discretisations of (3.6) were considered.
This section discusses some of these alternative approaches as well as their
drawbacks to motivate the choices we have made in section 3.3. We also remark
on a few bibliographic details and how our problem is situated in the wider
literature.

e The medius error analysis approach introduced in [116] may be applicable
to our setting. At the core, this is an error analysis technique for elliptic
problems when higher regularity of the continuous solution cannot be
obtained. An example of this is the C°-conforming penalty method in [117]
which could be considered for our sixth order problem. Here, Galerkin
orthogonality is not preserved either at the price of more involved a
posteriori error analysis due to presence of penalty term. We have not
pursued this direction as it is not clear how to treat certain oscillation
terms in the authors’ analysis, nor how to arrive at certain technical
results (see Lemma 4.1 in the reference) for our space V4.

e We mention that [100] presents a stable mixed finite element method for
polyharmonic problems where the stability is independent of the regularity
of the solution. This amounts to decomposing e.g. an 2m™ order problem
into m second-order problems. While finite element convergence is possible
in this context we do not have control over the Lipschitz norm of the
discrete velocity. Using the example from remark 46 we see that a
second-order problem does not prevent the Lipschitz norm from becoming
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arbitrarily large. It is therefore completely essential that the norm we use
for the velocity bounds the Lipschitz norm, it is not sufficient to recover
higher-order regularity from standard elliptic regularity (again by remark
46). This demonstrates the need for the finite element space introduced
in [231] as it provides subspace of Lipschitz functions.

e Theorem 25 gives us an explicit form of the momentum and thus poten-
tially alleviates the need to integrate forward the momentum equation.
Using analytical solution p; (resp. py,) in the velocity equation forces us
to treat the remaining system for the velocity and the curve as nonlinear
because the Jacobian of the flow map is not linear in the velocity. We
conjecture that Schaefer’s fixed point theorem can potentially be applied
to provide existence of a solution at the continuous level for H® velocities
(as this, in turn, provides a highly regular Jacobian determinant). It is
out of scope of this text to treat the nonlinear case and its discretisation,
and we favour results from linear functional analysis to solve the discrete
system (3.11).

e An alternative to the moving mesh method is to apply, for all t > 0 a
pullback to the system (3.11a), got_hl, to t = 0, so the domain never moves.
This fixes the source term as an integral over S* where the test functions
are now always evaluated on qg;, so that, by a simple change of variables,
the integration involved in the source term can be done on ¢, for all
times and allows us to define the curves using higher-order polynomials
(defined over qop). This approach comes at the cost of modifying the
bilinear forms a(-,-) (resp. ax(-,-)) to take into account the Jacobians
from the pullback. At the discrete level, these Jacobians are polynomials
so continuity and coercivity of the bilinear form is not difficult to prove
provided a boundedness assumption on the Jacobians (otherwise the
proof of corollary 51 does not translate given the way we construct the
sequences {wy, >0 and the mesh-dependence of our discrete bilinear
forms). For the same reason it is not trivial to show that the discrete
bilinear form converges to the continuous version since the second and
third derivatives of the flow map are not uniformly bounded in h. While
our proposed moving mesh method does not preserve the conservation
property of wuy, (cf. assumption 40), practitioners may favour a pullback
method provided the aforementioned flow map derivatives do not, at least
numerically, go to infinity as the mesh is refined.

e We comment on the limitation that S} is restricted to an affine space
meaning the discrete curves are comprised of piecewise affine segments of
R?. If the embedded curve g, were a higher-order polynomial a moving
mesh method would move with a higher-order polynomial diffeomorphism
v, and no longer preserve convexity of triangles K € €y,. We therefore
lose key local approximation and regularity results which cannot be
dispensed with. While an isoparametric [42, Section 10.4] approach may
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be viable we find the restriction of ¢, to an affine space sufficient at high
enough mesh resolution and has the critical advantage that we can easily
write an explicit ODE for its evolution cf. (3.11c).

e Owing to the homogeneity of the operator B over the domain it may be
useful to seek solutions to (3.11) via boundary element methods provided
an explicit Green’s function can be constructed. We leave this as future
work.

e We could cast (3.11b) as a type of transmission problem in sense of [13]
(see for instance equation (1.8) in this reference), where the solution wuy,
on the inside and outside of the curve could be computed separately until
a condition similar to (3.20) is verified for the joint flux across the curve
gm0 St. We do, however, foresee the exact same issues viz a viz regularity
across the boundary and simply mention this approach for completeness.

e [20] describes an unfitted finite element method which allows domain
perturbations to a boundary integral. This is useful when e.g. a higher-
order polynomial representation of our curve is approximated using a
piece-wise linear representation. This geometric unfit could be useful in
the convergence analysis of a higher-order moving mesh method although
it is not obvious to construct dynamics for the perturbed curve. Recalling
that such explicit dynamics are a precondition for our applications of
Gronwall’s inequality we have not pursued this area of research further.

e We make a final remark about the term (3.21g) and regularity of w,. A
natural way to bound this is to use higher-order regularity and refine in
a tubular neighbourhood around ¢, so as to recover some factor of h.
Using a naive method we could be tempted to use the trace theorem to

say:
DR dlos S Y > Ikl
e€qinoS? e€qpoSt Kekle

< (IDY0 s, + 1D 0 0) D, D K[

e€qpoSt KeKe
5 (‘Dﬁlwt"w,gm + |D5wt"00,ﬂth)N.7h2h’

here we mark N with explicit dependence on i to show that, as the
mesh is refined, the amount of edges that form the discrete curve g, still
increases (although many of them will be collinear). By shape-regularity,
Nz = O(h™1) ("is on the order of"), which cancels the factor of A from

h

the fact that |K| — 0.

3.3.2 COMPUTING THE FORWARD MAP

In this section we describe a practical implementation of the discretisation,
namely how to carry out the integration over S! present in (3.11b) and (3.11d)
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as well as the time discretisation of the ODEs in (3.11).

Time is discretised into 7' discrete time steps ¢ € [0,1...,T — 1] of size
At = T~'. We therefore approximate the time derivative in (3.11d) by forward

D -p . . . .
Euler, 1522 50 the discrete-time momentum update is written as

/ Pisin - Spdf = / (Pin — 0w 0 qupiAE) - Spdo. (3.20)
St S1

where we test against all dp € S}. In general, finite element software can
only integrate expressions over simplices defined by the mesh. As a result we
perform a change of variables so the integration over S* in this equation (and
in the right-hand side of (3.11b)) is carried out over gy, o S*. By definition 30
this curve is presented by a subset of the mesh skeleton for all ¢ € [0, 1]. Using
the same notation for the reference interval I in lemma 58 we use an affine
change of variables from S! to ¢, (linear segment by linear segment), so we
can write (3.29) as

> / L Posnae G - 8po g dw
ieg Y 4th°o;

= Z (pin © Gy, — Tunpen © G, AL) - 6q o g du, (3.30)

icg Y anoS}

2wh 1
S . . .
#’LO’ cancels on both sides. By affine invariance

J

of S§ this update equation is easily computed. In practice, pt1y, © q(;—li-l) , 18

where the Jacobian term

obtained from pg41) oqt’h1 simply by moving the mesh at each time step. What
this shows is that in practice we can compute with a “momentum” function
pthOQt_hl defined as polynomial over the mesh skeleton which is widely supported
in finite element software as well as alleviating the need for mapping between
St and €y,. The same applies to the equation for g, since g, = @, © qon by
(3.8). We also perform a change of variables in the right-hand side of (3.11b):

27Th‘1th05i1

ph-vhoqhdé’: A—/ phoq_l-vhdé’.
\/Sl ! ! g |]’Nj qthoSil ' h

Remark 61. Suppose g, € f/ti, then the equation:

ap (W, vp) = / Pen - O 0 g O, Yoy, € Vit (3.31)
Sl

18 of course still solvable on paper. Numerically, however, this system is very
difficult to approximate when qu, is not affine. When this is the case we cannot
evaluate the right-hand side term when this using finite element software. This
is not the only issue with (3.31). Even if ¢y, is affine it may not aligned with
the mesh, so we have so-called cut cells, i.e. elements K where the curve
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qun o St intersects the interior of K. While such cases can be handled, see e.q.
[50], the fact that we are using nonconforming elements prohibits any Galerkin
orthogonality to be recovered which is key in dealing with such cut cells. Because
of this fact we cannot apply the techniques from the convergence result in lemma
58.

This thesis takes the first step towards a finite element discretisation of Hamil-
ton’s equations for curves. As demonstrated in the previous section, the
discretisation of the geodesics is highly nontrivial and highly technical. We
require very strong assumptions to begin to approach the problem. A gap
therefore remains between what we can prove, and what we can compute. We
remind the reader that the continuous time, discrete space system (3.11) relies
on the fact that at every time instance ¢ € [0, 1] there exists a shape-regular,
quasi-uniform triangulation around the curve q. It is extremely important
to note that while the discrete curve is moved by the linear diffeomorphism,
the theory above does not suggest a moving mesh method because this would
mean the entire triangulation moves with the flow. Such a method would,
a priori, violate the shape-regularity and quasi-uniformity assumptions on
which we rely. A practical discrete time method compliant with the theory
above would, at each time step, generate a mesh, say ), that is part of a
shape-regular, quasi-uniform family given a discrete curve g, t € [0, 1], such
that ¢, is embedded in the mesh skeleton of €2;,. While we have access to
mesh generators in the form of GMsh [105] that produce output such as that
shown in figure 3.2, we cannot arbitrarily map discrete curves ¢, : S* — R?
to triangulations of the ambient space such that the segments of g;,(S?) is
embedded in the mesh skeleton. While our theory above is sound, the lack of
such a practical tool forms the gap between theory and practice. In spite of
this issue we can present an algorithm that, while dispensing with some rigour,
shows promise of our approach to motivate further research into filling the gaps
outlined above. We now present algorithm 1 for the discrete-time forward map,
after which we remark further on extensions and limitations.

Algorithm 1 Discrete-time forward map

procedure DISCRETEFORWARDMAP (pop, qon, 1, At)

t+ 0

Qe < id

while t < T do
Compute uy, by solving (3.11a) and (3.11b) with py, and g, fixed
Pt+1)h < Pin + ]Iglid[uth]At
Update the momentum p41y, by solving (3.11e), (3.30)
Update the mesh Q1) < ©@41)n © Qo

t+—t+1
return @, o qop,

We use the Firedrake software package with the PETSc back-end [191, 19, 18,
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70]. The Zenodo entry [237] for the specific versions of the software components
used. The simulations in this chapter require a very bespoke setup, see appendix
B for the details. The implementation of the finite element spaces from [231]
and their integration in Firedrake was done by Robert Kirby, but code used to
generate the results here are the sole work of the author of this thesis.

FI1GURE 3.3: Evolution of the circle from figure 3.2 obtained by forward integration
of the system (3.11) for different initial momenta pgy,. The figures are generated by
plotting indicator functions of the interior of the curve g, o S*. The right-most shows
the mesh distortion as well.

Figure (3.3) shows one such result of algorithm 1 for different initial signals
por With qon, depicted in figure 3.2, being the same for all examples. The
evolution of the curve ¢, is highlighted. The three initial momenta generating
the geodesics in the above figure are given as follows, where x and y denote
the spatial coordinates of the mesh and 7,,, the outward normal to gop:

e Top: por, = anOh, where P = 87 COS(Q’TTI),

70, ify <0,

e Middle: po, = Pr,,,, where P =
bor o {90 exp(—%Q), otherwise,

e Bottom: po, = (P', P?)T, where:

A {2.0 x 103 exp(—£), if z < —1

0, otherwise,

P2 = —4OSin(§)|y|.
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Here we have chosen T'= 5, b = 1 (the length scale) and a direct solver was
used to invert the discrete system. Here we use lower-upper (LU) decompo-
sition which scales on the order of n?, where n is the number of rows in the
square finite element matrix corresponding to the bilinear form in 4 (see [2]
for details). At each time step, four linear systems must be computed corre-
sponding to (3.11a), (3.11b), (3.11d) and (3.11e) with the boundary conditions
(3.11f). These simulations take three minutes on a 2014 MacBook Pro with a
2.5GHz Intel Core i7 processor and 16GB of 1600MHz DDR3 RAM with no
parallelisation or preconditioning.

Remark 62 (Towards a moving mesh method). This algorithm assumes that at
each time step Q1) 18 a member of a shape-regular, quasi-uniform family of
triangulations. While @1y, is Lipschitz it may occur that elements K € Q1)
become too flat to satisfy condition (2.13). This problem can easily be solved by
adding a procedure to algorithm 1 that, after the mesh update, loops over the
mesh and flags triangles in violation of (2.13) for refinement until this condition
is satisfied. This can be done by, at each time step treating the domain inside and
outside of the curve as separate domains, and triangulating these separately to
the same refinement level. While this may be a practical solution for the stability
of numerical experiments, the moving mesh method presented in algorithm 1 is
not guaranteed to be adequately consistent with the theory. A practical solution
here would be to choose shape-reqularity and quasi-uniformity constants a priori,
and numerically validate these a posteriori: if the generated meshed do not show
to satisfy the necessary assumptions the numerical experiment is invalidated
and new constants must be chosen. A sufficient condition for closing this gap
is to prove that, at each time step, the domain Q1) possesses the necessary
shape-reqularity and quasi-uniformity requirements invoked in the preceding
theory. We conjecture that a shape-reqular, quasi-uniform family retains its
properties under the group action (of the ambient space) of a sufficiently smooth
diffeomorphism. We believe the constants appearing in shape-reqularity and
quasi-uniformity estimates (i.e. the degree of anisotropy seen in figure (3.3))
would depend on this diffeomorphism and its Jacobian. It is beyond the scope
of this thesis to investigate this claim, and leave it as future research.

We remark that it is not trivial to numerically validate the convergence results
obtain in this section. The convergence results that we have shown here is for
continuous time. For the reasons given above this obviously cannot be realised
numerically, so it is a difficult task to design an experiment providing numerical
evidence for curve convergence as a function of spatial mesh resolution. There
is a priori no guarantee that limits between time and space commute.

3.4 INVERSE PROBLEM

As we see in figure 3.3, different shapes are produced depending on the choice
of initial momentum. In this section we discuss the inverse problem of identify-
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ing the correct initial momentum bringing into alignment a template with a
prescribed target. First, we must to describe a way for such an algorithm to
systematically ezplore the function space H'(S')? and a way to evaluate how
suitable a given point in this space is. We comment on both of these aspects
and describe future work.

As mentioned in the previous chapter, linearity of H'(S')? makes shooting an
attractive method for solving shape matching problems. Starting with some
initial guess defined as a function over the initial curve gg, a solution to the
discrete geodesic provides a candidate curve, ¢;, approximating the target.
If g1, adequately approximates the target (which we comment on later), the
procedure terminates. If not, the adjoint equations associated with the problem
(3.11) can be solved backwards in time to provide an update to the initial guess.
The solution of these equations is also sometimes referred to as backpropagation,
in particular in the machine learning community. In practice, the adjoint
equations are seldom explicit in user-level code due to automatic differentiation.
This is a software abstraction allowing for the numerical evaluation of the Jaco-
bian of expressions that are given as functions in a programming language [182].
These essentially articulate chain and product rules for computer programmes.
The implementation of such an abstraction permits a user to evaluate gradients
of for instance complex composite functions for use in an optimisation loop.
While Firedrake supports an automatic differentiation engine [99, 177| some
additional work is necessary to implement a shooting method for (3.11). We
conclude this section by explaining these steps.

To leverage the linearity of H'(S')¢ in a shooting method we also need to
equip an inverse problem solver with what is commonly referred to as a loss, or
mismatch function. This is a means of measuring how far ¢y, is from a specified
target. If the target, say ¢, is infinite-dimensional, we do not have a practical
way of numerically evaluating ||gi, — ¢1]jo.s1, SO We restrict our discussion to
the case where the target is only partially observed and specified as a finite-
dimensional set of e.g. M points in R?. In this case, a loss function can be
specified as a Euclidean distance or Karcher mean [151]. The parameterisation
of the template becomes relevant because we do not a priori know which points
on the infinite-dimensional template correspond to each target point. Figure 3.4
depicts this difficulty. In addition to addressing this issue, Firedrake does not
currently support differentiation of gy, (in particular when ¢ = 1) with respect
the M point on S* that would be necessary in a gradient descent method.

3.5 SUMMARY

In this chapter we have shown new theoretical and numerical results for solv-
ing curve matching problems. We have proved convergence for a Lipschitz-
conforming finite element method and verified the implementation of the finite
element space V;¢ of [231] for use as a forward operator. The forward operator
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.
FIGURE 3.4: Matching of curves for different parameterisations of the template

(bottom) with the target (top). For simplicity we have only illustrated a subset of
the curves.

can easily be integrated into other black box optimisation loops or for use
with third party software. Our work here highlights the interplay between
Hamiltonian systems (requiring Lipschitz in time), diffeomorphisms (requiring
Lipschitz in space) and minimal order regularity for elliptic PDEs. It is partic-
ularly striking how the variational crime of nonconforming methods propagate
throughout our computations and proofs, in particular forcing the use of a 12
order operator in the continuous system. A conforming method would naturally
improve all aspects of our work. We have also found a characterisation of the
momentum in theorem 25. As mentioned before, this characterisation did not
explicitly enter our convergence analysis. The source terms considered for the
velocity solutions depend strongly on the velocity field via (3.1). Establishing
a convergence proof for the discrete problem with the explicit characterisation
of the momentum is an open problem.

We have chosen an outer metric to perform matching with discretised curves.
Another option would have been to restrict the motion to a finite set of
landmarks as in e.g. [37], where a kernel method was used in the time integration.
Such methods are incredibly popular and are amenable to efficient computation
via GPU acceleration see e.g. [92, 54]. Forthcoming work also includes applying
these methods to real data e.g. in the medical sciences. We also wish to
explore parameterisation-independent curve matching using the shape space
Emb(St, R?) /Diff(S') which leads to a simplification of the momentum [64].
We also believe this may be a way to solve the problem described by figure
3.4.
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CHAPTER 4

SPACE-TIME METAMORPHOSIS

This chapter is dedicated to the metamorphosis problem for image matching
introduced in (2.9). The aim is to derive geodesic equations for images in
the form of space-time Eulerian frame PDEs and develop finite element dis-
cretisations amenable to efficient computation. Defining solution spaces over
space-time allow us to leverage computational platforms featuring parallelism
in both space and time at the expense of dealing with a larger system. This
then defines a forward operator taking as input a time-dependent family of
velocity fields and provides the associated geodesics for the images, motivating a
gradient descent method to solve the inverse problem for the space-time velocity.

We let Q = [0,1] x [0,1]¢, where d denotes the dimension of the images we
are matching and the first coordinate denotes time. We let I'y and I'y denote
the d-dimensional submanifolds of €2 given by the restriction of ) in the first
coordinate to the boundaries i.e. t = 0 (resp. t = 1) specifying where we
impose the images [;, j = 0,1 that we aim to match. When d =1, Q is a
simple unit square and I';, j = 0,1 are simply opposite boundaries; for d = 2
these are opposing facets of the unit cube. Further, I' = 'y UT';. The subject
of this chapter is the study the following abstract problem:

ot AL e wvigat (4w
witvxa 2 Jy 2T gy T Vi -
subject to Ilp, =1;, j=0,1. (4.1b)

where I, j = 0,1 are the template and target images respectively and u and
I depend both on space and time and o2 > 0 is a parameter. Note that
we generally drop explicit time-dependence as we are working in space-time.
We aim to solve this problem and determine suitable function spaces V' and
G defined over space-time so that 2 + u -V : G — L*(Q). Deferring for the
moment to define the spaces V' and G we first sketch our approach to solving
(4.1). We aim to solve a type of relaxation of this problem and implicitly define
I by the velocity via a forward operator in the form of a PDE. Indeed for fixed
u, the second term in (4.1) is a least-squares advection problem for I. With the
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previous idea in mind we write (4.1) as:

1 1
int B) v+ o zlloq dt 4.2
(u,z)el\?xw(g) 2/0 ully + o HzHO,Q (4.2a)
]*
subjeet 0 2= el 4 VLW IO, (42)
* A . 8] 9
Flu) = arg - inf |5 + - Viz20). (4.2¢)
Ilrg=lo,
Ilr,=h

Since the optimisation problem in the constraint is convex in I we can differen-
tiate the functional in (4.2c) with respect to a variation in I and find necessary
and sufficient optimality conditions for an "optimal" image. To summarise
the main idea: we wish to show that [ satisfies a system of linear equations
implicitly defined for any candidate u € V' to cast (4.2) as an inverse problem
in the u variable to which a gradient method can be applied.

We highlight some differences between the setting we propose and the litera-
ture. Neither the space-time nor the finite element approaches are novel here.
Generally speaking, space-time methods are advantageous when a one-shot
(i.e. solving a PDE for all time and space simultaneously) solution approach
is preferred to a time-marching scheme. Early references applying space-time
finite elements include [137, 138] in the context of hyperbolic problems and
elastodynamics, motivated by the desire to resolve discontinuities in the solution
via adaptivity. This approach permits a so-called unstructured mesh which
means that the elements form an irregular pattern as opposed to e.g. a uniform
quadrilateral discretisation in space and time. We are therefore adopting this
framework to not only develop a more computationally expedient method but
also to pave the way towards an adaptive strategy, where local mesh resolutions
in space-time can help accurate resolve sharp image gradients. See the recent
textbook [159] for more general space-time methods for PDEs. Finite element
methods enjoy a rich literature in the computational anatomy community, see
[40, 118]. Much of this work uses anatomical models i.e. applying finite element
methods to model tissues from volumetric data. To the best of our knowledge
using finite elements to directly model both the image and velocity in an Eule-
rian setting has not yet been investigated and this forms our contribution to
the literature. Related is the work [194| wherein a shooting method for image
metamorphosis is developed using reproducing kernel Hilbert spaces. Although
this is not a space-time method we believe this is a candidate for the state of
the art given that kernel methods are extremely amenable to GPU acceleration
as we discuss in a later chapter. We would like to compare our framework with
both the firm theoretical setting (of optimal control theory) in this paper as
well as the results they produce. We return to this setting also in chapter 5.
Finally, very recently, [87] develops a shooting method for metamorphosis of
weakly differentiable images via a time-discrete forward map. The regularity
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of deformation is ensured through cubic splines on a coarse mesh, while the
image is discretised using bilinear elements on a fine mesh.

Remark 63 (Riemannian formulation). The work of Trouvé [220] attached
differentiable structure to an abstract image space I to build a Riemannian
distance on this space. We highlight some interesting analytical aspects as
a result of the space-time construction for metamorphosis that we favour in
this chapter. In the aforementioned reference, an image solution solving the
metamorphosis problem is found as a curve in image space I i.e. a continuous
time-indexed map occupying e.g. H([0,1];Z). H([0,1];Z) is a natural choice
of space when opting for a Riemannian construction since infinitesimal changes
are specified in L and then integrated in time. In space-time we desire partial
differential equations over one space-time field so our function spaces (V and G
above) are defined over the joint field [0, 1] x Q allowing us to use the advection
operator % +u - V. This operator is not entirely trivial to interpret when the
space G is replaced by H' ([0, 1]; Z) since % and u-V are understood with respect
to different spaces'. The space H([0,1];Z) is used in the work [220] because
it the metric over the space of images is Riemannian: it is generated from
integration of local infinitesimal time-independent changes in 1mage space L.
Viewing metamorphosis in the space-time frame does not allow for the same
characterisation. Therefore the distance measured by (4.1) is, in a sense, a
"global" and not Riemannian metric.

The rest of this chapter is structured as follows. Section 4.1 studies the
subproblem given by (4.2c) which provides the forward operator u — [ as a
variational problem. We refer to it as the inner problem. We explore several
formulations of this issue and contribute with many theoretical results. Some
numerical experiments based on a finite element discretisation of these equations
also validate this theory. Next, section 4.2 studies the so-called outer problem,
which is the inverse problem of finding a suitable minimiser u € V of the
problem (4.2) where we use the inner problem to eliminate the I variable.
Section 4.3 concludes this chapter and highlights our accomplishments as well
as the main challenges going forward.

4.1 INNER PROBLEM

In this section we solve the least-squared advection problem in (4.2¢) for a fixed
w. A minimiser of this convex problem can be shown to satisfy a (necessary
and sufficient) coupled system between advection and continuity. We first
solve this problem analytically in section 4.1.1 and establish some theoretical
results. Next, section 4.1.2 develops a completely novel variational setting
in which well-posedness is obtained and from which finite element methods

! In fact, the advection operator needs to interpreted in sense of distributions, as the dual
operator to i; — —div(ui;), for i; € T cf. [220, Definition 9] via an appropriate Green’s
theorem.
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can be derived and contains the main results of this chapter. Section 4.1.3
extends this theory and develops the machinery to describe image matching
for discontinuous image matching.

Throughout this chapter, v € V will be a fixed but possibly non-constant
velocity satisfying the following assumptions:

Assumption 64.

1. Let V' be a function space over both space and time such that for t € [0, 1],
x — w(x) is a Lipschitz mapping in o, ulspie = 0 and t — uy is
LY([0,1]), see remark 65 below.

2. Denote by ¢ the flow map associated with each uw € V' such that for any
point & € Ty, ¢ solves the following system uniquely [234]:

{sbt(ﬁf) = ulpu(@), 1), te[01], (4.3)

Yo = id

3. For b = (u, 1) there exists constants 5y and 51 such that 0 < Sy < |b| <
b1 < o0.

For ease of notation we define % 4+ u-VI := b-V,I. Here we use the
d-dimensional row vector b = (u,1)", V; = (V, %) and — div, its adjoint.

Remark 65. The spatial reqularity for admissible velocity fields prescribed by
assumption 64.1 is deserving of a remark. While the Lipschitz requirement is
obvious from classical theory we take the intersection with H}([0,1]¢) which
is kernel of the trace map on 9[0,1]¢ in H'([0,1]?). To clarify what is mean
we give an example when d = 1: € is the unit square, and imposed on the
"north" and "south"” boundaries are the images. A candidate velocity field
with the reqularity above is Lipschitz in space and vanishes on the "east” and
"west" boundaries of €2. This ensures that the induced ¢; does not move the
boundary of 0 which in the Eulerian setting eliminates the presence of in-flow
and out-flow boundaries. The assumption above also establishes a bijection
between 'y and 'y in the sense that for any Ty € I'y there exists a unique
&1 € Ty such that 29 = @] (z1).

For a fixed velocity field u we aim to construct the image I which minimises
advection while satisfying the boundary conditions as described by problem 3
below.

( )

Problem 3 (Inner Problem)

Find I* = arg }n(f; b Vil|on (4.4a)
S
subject to the fixed end-point conditions Iy and ;. (4.4b)
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The rest of this section is structured as follows. First, section 4.1.1 looks at the
strong form equations resulting from applying a variational principle to problem
3. We solve this equation analytically and formulate a regularity theorem for
the solution. Next, we solve the weak equations associated to the inner problem
in section 4.1.2, and investigate the properties of the resulting bilinear operator
and the properties of GG such as trace and Poincaré theorems. Section 4.1.3
studies an even weaker formulation amenable for discontinuous images.

4.1.1 ANALYTICAL SOLUTION

To derive the analytical solution to the convex problem described by problem
3 we assume for the moment that everything is smooth and that a unique
minimiser to this problem exists then retrace our steps to impose the minimum
required regularity of our solutions. Substituting b - V,I = z in problem 3 and
formally applying a variational principle to problem results in the strong form

equations:
div; (bz) =0, (4.5a)
bV, =z, (4.5b)
Iy and I fixed, (4.5¢)

since continuity is the adjoint of advection. To solve this we need a property

of the Jacobian determinant of the flow map ¢; generated by u. Let J, = %

denote the Jacobian of ¢, at  and the Jacobian determinant by:
(I)t = det Jt. (46)

Since ¢ 0 ; *(z) = , ®; is not degenerate and so the inverse function theorem
holds:

() = (D" 0 (),
®,; M (w) = (Do, (z))

This quantity can be seen to satisfy the continuity equation since for ¢ € [0, 1]
a time slice of the space-time domain ; = {(x,t) | x € [0, 1]¢} we have:

/ o, dr = / d; o p®, di = / dZ = constant, (4.7)
Qt F() FO

implying:

d
el d1dr =
dt /Qt o dr=0,

so the integral of ®;' is conserved. By Reynold’s transport theorem [58]
(differentiation under the integral sign and using the divergence theorem) we
obtain:

div, (b®; 1) =0, (4.8a)
ot =1. (4.8b)
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Therefore, since the governing equation (4.5a) for z is the same it must be of
the form z = A®; !, where X solves % +u - VA =0 as shown by the following
computation:

0z O\ OP; 1
7T _(I)fl t
o ot T A ot
= —u- VAP, — \div(ud; ')
= —div(uA®; ")

= —div(uz).

so clearly div; (bz) = % + div(uz) = 0. X is constant along streamlines which
we denote by A; for each selection of initial & € I'y. As a result:

oI
5 T U VI=)0". (4.9)

Letting ~,(z fo .1 o ws(z) ds we define the ansatz solution as a kind of
mterpolatlon between the boundary conditions along the streamlines of u:

%( )
7(2)

For convenience later I is defined above as simply the image solution in
streamline coordinates. Now we differentiate (4.10) with respect to time yields.
On the left-hand side we get:

%1@4) t) = VI(py(&),1) - 1 0 pu() + i;wwﬂt)

= VI, 1) (e 1) + 0 (1)

~

(@), 1) == I(,1) == Lo i) — Io()] + To(#) (4.10)

and on the right:

d 7(2)

dmﬂ)ﬁlwmﬂ—h@ﬂ+h() A%%) XD o (7)),

ot
where \; = 71;(3:) [Il o () — Io(i)]. In summary we see that (4.10) satisfies
(4.9), so the solution to (4.5) is given in terms of x and ¢ by:

I(z,t) = I(p; (2),1) (4.11a)
z(x,t) = A¢;1(x)d>;1(x) : (4.11b)

(4.11) is valid for I; € L*(T';), j = 0,1. Next, we state conditions that imply
higher-order regularity of the solutions obtained above. Prescribing regularity
of Jacobian determinants is in and of itself a field of study, and is particularly
non-trivial when restricted to functions W>°([0, 1]%), see [82, 204]. This poses
a challenge for the study of regularity of the solutions obtained here. We
provide one example below of what we can expect when restricting V' to be a
sufficiently smooth subspace.
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Proposition 66 (Streamline regularity). Suppose u is such that ¢, € C*([0,1]%)¢
and assume I; € HY(T;), j = 0,1. Then for any & € Ty the map t — I1(%,t)
has a continuous second derivative.

Proof. By using g—{ =A wt_l(r)@; 1o ¢, we simply apply direct computation to

arrive at the following expression for the second derivative:

P d__,
w - )\‘P;I(I)E@t O ¢
dp
_ -1 t
= A1) (V) o - o
=A@V o
Now the " component of V®; ', i = 1,d, can be expressed using Jacobi’s
formula (see e.g. [58]) as:

—11% _ g —1 3Jt_1
Vo, '] =&, trace[Jt o ]

The right-hand side is well-defined if the second derivative of the flow map is con-
o
tinuous i.e. % € C°([0,1]9), for all k,j = 1,d. Since it is a diffeomorphism
J
the same regularity holds for its inverse and we are done. O]

4.1.2 PRIMAL FORMULATION

This section studies the least-square advection problem described in problem 3.
We examine the stability of the resulting least-squares boundary value problem
for the image by differentiating the functional in this problem with respect
to a variation in the image. What we present here is not the first study of
hyperbolic equations in the (least-squares) FE literature, so we first provide
a brief historical review. Indeed, the least-squares framework has enjoyed
success for application to hyperbolic systems. The early work of [183] presents
a least-squares space-time method for the advection-diffusion equation. The
direction we take here is mostly similar to the work of Perrochet in 1995 [189].
See the textbook reference [35] for an overview of least-square FEM.

Motivated by the analysis in the preceding section we now determine a candidate

definition for the image space induced by the space-time vector field b. We
define an energy semi-norm:

[flewe) = [b - Viflloo, (4.12)

and the graph norm:

1FIEm) = 11160 + 11f o) (4.13)
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The solution space for the images is then given by:

Glb:0) = {f € L | | llawe < oo} (114)
It is clear that H'(Q) C G(b;Q). We define the boundary norm:
IfBe = S W, WflEr = [ Fas o1 @1y
i=0,1 i

We start by stating the following proposition which is central to the analysis
carried out in this section.

Proposition 67. G(b;Q) is a Hilbert space in which H*() is dense.

Proof. This result is stated for general graph norms in [35, Section 10.2.1]. O

We now state and prove results for these spaces that are considered standard
for Sobolev spaces: a trace inequality similar to that shown for linear first-order
PDEs in [133|, Poincaré-type inequality, a trace theorem and existence and
uniqueness for the inner problem. We highlight the reference 73] as a foundation
on which our work relies as we can adapt to the setting described therein with
relative ease, itself using similar techniques to [165] where a neutron transport
problem was interpreted as a least-squares problem.

Theorem 68 (Trace inequality). Given assumption 64, 3C > 0 depending
only on Q and u such that for any I € G(b; ),

11zr, < ClEme), =01

Proof. Let 2 € Ty and let f € C®() such that the following integration by
parts formula holds:

Fe.t) = 1000+ [ 20,9+ 0 () D F(a0).5)ds
In particular, for f = p?, where p is some smooth function we obtain:

P(5.0) < PP, 1) /\ 2(0u(2),5) + 1y 0 4(2) - V() (pal(), 8)] ds.

Now integrating in time we get:

1-p2<f:,o>s/ (2,1) /| ),8) + 1w 0 l#) - V() (n(8), 1) .

(4.16)
We integrate over 'y on both sides of (4.16) and use p*(x,t) = p*(¢:(2), t):

o, = / / (u(2), 1) dt di

/r/ 5t ) t) +up 0 py(2) - V(p?)(u(), 1)| At i
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Examining the first term on the right-hand side:

1 1
/ / P (o), 1) dt di = / / P
I'g JO @tol'g J O

where we have used the fact that ¢; o Ty x [0,1] = Q, for all ¢ € [0,1] due
to the spatial boundary conditions (cf. remark 65) for v and where C, =

—1
SUP(3.1)en |%|, which by assumption 64 holds. Now the second term can also
be bounded by the same reasoning and an application of Holder’s inequality:

/r / ot ) t) + ur 0 py(2) - V(p*) (u(2), 1)| dt d

2 &Pt_l
| (2, 1) + w(x) - V(p°) (2, )| [ dt dz
ol ax

SQWTVWHW
<2Cu[lplloclb - Vipllog.

Now using Young’s e-inequality on this and collecting the terms above we get

02
Iz, < lIPll6e + 5 (Iploq + 1P - Viplse)

C;
<(1+ 7)\|PH2G(13;Q)

showing the result for I'y. Since the ODE (4.3) is time-reversible (compose
¢ with ¢g(t) = —t in time and take the derivative: the same equations are
obtained), the same procedure can be carried out if we follow the streamlines
backwards in time from I'y so adding these proves the claim for smooth functions.
Now we simply extend this from the dense set C>°(Q) to G(b;2) by a limiting
procedure (see appendix E). O

Remark 69. The streamline integration used in theorem 68 emanate from
points on I'g. This choice is completely arbitrary and we could have integrated
the domain from 'y and followed the streamlines backwards. Because there is
no important distinction between I'y and I'y in the space-time formulations here
we shall not make any further mention of this choice.

Theorem 70 (Poincaré inequality). Given assumption 64, 3C' > 0 depending
only on Q and u such that for any I € G(b;$2),

1130 < (M3 +1Ib- Vel l3g)

Proof. As before, let & € Ty and let f € C*(Q) be such that the streamline
integration by parts formula from theorem 68 holds:

Fe.) = 10+ [ 2 50),9) + 0 0u(0) - V(). ) .
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Square both sides, using Jensen’s inequality:

Pt 270+ [ 1570)9) + e ld) V(i) ) ds.

Now we multiply both sides of the equation by ®; ' defined in (4.6) and integrate
over time and I'y:

1
//fQ(x,t)CDt‘ldtdfcg (2,0)®; ' da
T'pJ0

1)
//| SOtIi" )
To
+uy 0 0(2) - Vf(pu(2), 1)), dt di .

Using the results from the theorem 68 this inequality simplifies to:

||f||39 < f (2,0)®; " di + ||f||G(bQ
SO can state:

1£16.0 < 1+ C)Ifll2r, + I 1Gme)

as required, where C, is defined as in theorem 68. The proof follows by
density. O]

We also have a trace theorem in the setting presented thus far.

Corollary 71 (Trace theorem). There exists a bounded surjective operator:
YG(bsQ) - G(b, Q) — LQ(F)

Proof. Proposition 67 states that H'(€2) is dense in G(b; () so the standard
trace operator Yy () : H'(2) — L*(I") admits a continuous extension which
we denote by vg(b;0). Boundedness follows by theorem 68. n

Note there that it is essential that V' is such that the Jacobian is well-defined,
see e.g. [35, Theorem 10.3] where u, € C*(Q) is assumed.

This theorem does not follow from the analytical solution (4.10). Equation
(4.10) tells us that for any data gr € L*(T), the analytical solution (4.10)
provides a function g € G(b; Q) such that g|r = gr. This does not on its own
guarantee that we can evaluate the trace of an arbitrary function in G(b; Q).

Equipped with theorem 71 we can define the space CO} (b; Q) of functions that
vanish on I' as follows:

G (;9Q) = {f € G(b; Q) | vamny f = 0} (4.17)
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Remark 72 (Historical comments). Theorem 70 was first called a curved
Poincaré result in the early work [189] but was not proved there. We also
mention that the theory of Friedrich systems [133] forms some of the basis
for the analysis of least-squared advection systems, or can at the very least be
applied in certain circumstances e.q. in the construction of trace theorems.

We return to show well-posedness of problem 3.

Theorem 73 (Existence of a minimiser). There exists a unique minimiser to
problem 3 and the associated necessary first-order optimality conditions are
necessary and sufficient.

Proof. The functional (4.4a) is clearly bounded from below and admits a
minimizing sequence Z = {I };>0.To match the boundary conditions, for any
function ¢ € G(b; Q) extending the data in (4.4b) to the domain define the

sequence %: Z — . Then by the Poincaré estimate in theorem 70, % is bounded
in G(b; ©?) which implies Z is bounded in G(b; 2). Because this space is reflexive
we can therefore find a subsequence of Z that converges weakly to a minimiser
of (4.4a). Convexity implies lower semi-continuity of the functional, and the
unique minimiser is obtained. O

We now assume V' is such that the Jacobian of the flow map is well-defined.
With the results above we can differentiate the functional in problem 3 with
respect to an arbitrary variation 8/ € G(b; () in the image I and obtain what
we call the primal inner problem:

r )

Problem 4 (Primal Inner Problem)

Find I € G(b; ) such that (4.18a)
/ (b-V,D)(b-V,5I) d(z,t) =0, WSl € G(b:Q)  (4.18D)
Q

Theorem 74 (Existence, uniqueness and stability for the inner problem). For
any boundary data I; € L*(T;), i = 0,1, there erists a unique I € G(b;<)
solving problem 4 such that

I leme) S I 2r-

Proof. Let g be any extension of the boundary data I;, 1 = 0,1 to the domain
via corollary 71. Thanks to theorem 70 the inner product associated to || -|| pb;0)
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is equivalent to || - ||g(w;0) on the subspace G (b;§2). By the Riesz representation

theorem we know that we can find a unique £ € G (b; Q) such that:

(€, U>E(b;(2) = —(g, U)E(b;Q)7 Yo e G (b;Q).

By construction we have I = £+ ¢g. The bound is provided by the trace operator
cf. theorem 71.
O

We now turn to discretising problem 4 using a conforming finite element space.
Based on the results above the rest of the analysis here is trivial. The Galerkin
[42] finite element space Gj, C G(b; ) denotes a finite-dimensional C°(£2)-
conforming subset of G(b; () spanned by the standard P!(K) shape functions
associated with the triangulation €2, of €2. The bilinear form in problem 4
remains coercive when restricted to Gy, by conformity and hence the results
above remain valid and this finite-dimensional problem is well-posed.

4.1.2.1 NUMERICAL EXAMPLES

We manufacture solutions to problem 4 and show convergence using a con-
forming piecewise linear finite element space. Table 4.1 shows four such
manufactured solutions with exact solution I and velocity field u (where y
is the indicator function i.e. equal to 1 on M and 0 otherwise). Note that
forcing terms have been added to the right-hand side of the bilinear form in
problem 4 so the computed solutions match those in table 4.1. As mentioned,
we use the Firedrake software package [191] which in turns uses PETSc [19] as
a numerical back-end, see also [18, 70]. The Zenodo entry [237| for the specific
versions of the software components used. The LU decomposition from section
3.3.2 was also used to invert the discrete systems above. Figure 4.1 depicts the
computed matches for each of these manufactured solutions using Firedrake.
The intensities across the four solutions are normalised to the same colour
scale as their values are not important here and are only presented to develop
an intuition about the convergence rates we can observe in figure 4.2. These
simulations take less than four minutes on a 2014 MacBook Pro with a 2.5GHz
Intel Core i7 processor and 16GB of 1600MHz DDR3 RAM. Here we show L?
and energy convergence rates. The latter measures the semi-norm specified
in (4.12). These errors and the convergence rates for the four examples in
table 4.1 are shown in tables 4.2 through 4.5, respectively. We observe some
interesting phenomena. For example 0 the boundary data is discontinuous
along I', so even with a simple constant velocity field the method cannot recover
a positive convergence rate in the energy norm. Note that example 3 exhibits
some oscillations in the energy norm.

Remark 75. The results for example 0 are not contradictory to our theoretical
findings but rather indicating that a linear C°(QQ) finite element space poorly
approximates the analytical solution in this specific case.
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Some convergence in the L? norm is recovered as this norm is somehow agnostic
to the discontinuity in the derivative. Upon inspection of example 0 in figure
4.1 we see that the continuous approximation space fails to resolve the fine
discontinuity along the streamline of u = —0.2 and the smoothing effect is
clearly seen on the interior of the domain. Examples 1, 2 and 3 provide a
manufactured solution with smooth data and the finite element space is suitable
for approximating the global smoothness of the solutions. The rates are spurious
before entering an asymptotic regime. These rates also indicate that some
higher-order convergence may be recovered with more in-depth error analysis.
We highlight that example 2 is essentially identical to example 0 albeit with
smooth data, and we clearly see that this is reflected in the convergence rate of
the method. [36, 132| look at a posteriori analysis for scalar hyperbolic and
transport problems (which are particularly difficult for L? estimates) and it
may be of interest to investigate these further in the context above. Such an
analysis is carried out in [107| for systems of hyperbolic conservation laws. In
addition, see [186] for a review of posteriori error analysis and adaptivity for
conservation laws. We also note that for general discontinuous solutions of
hyperbolic equations (in sense of functions of bounded variation), the theory of
Krushkov [154] may be applicable to the setting here and is subject to future
investigation (see e.g. [74]).

Remark 76. The condition number of a matrix is, roughly speaking, an indi-
cator of how accurately we can solve a linear system of equations involving said
matriz [217]. As the methods in this chapter deal with matrices at a discrete
level we make a comment about their conditioning. For certain elliptic problems
it is known that the condition number of linear systems arising from finite
element discretisations depend the Poincaré constant [88, Section 3.2]. This
constant enters Céa’s result in lemma 16. Although these results are not readily
available for problem 4 we conjecture the following: since the Poincaré constant
in theorem 70 depends on the determinant of the Jacobian of the flow map
generated by the velocity, the error estimate implied by a curved Céa’s lemma
would have an explicit dependence on this constant. An understanding of this
interplay could be useful in the design of preconditioners for problem 4.

TABLE 4.1: Manufactured solutions to problem 4 where d = 1.

No. I(x,t) u(z,t)
0 X[0.6—0.2t<,2<0.8—0.2¢] —0.2
1 67100(x7t(17t)70.5)2 1 — 9t
9 —(1—044(112?)—043)2 04
3 e—25(—4.32+5.1627+0.5+1)% | _ 5
77.422-21.5

For completeness appendix A shows similar results for d = 2. Given this
numerical evidence that the inner problems are well-posed given a velocity
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FIGURE 4.1: Density matches computed from the manufactured solutions to problem

4 in table 4.1. Left to right: example 0 through 3.

TABLE 4.2: Convergence rates for example 0 from table 4.1.

h='| L*error Order | Energy error Order | CPU time (s)
4 | 2.4544e-01 - 1.2110e+00 - 0.043
9 | 1.2650e-01  0.82 1.6965e¢+00  -0.42 0.073
16 | 9.6662e-02  0.47 | 2.1562e+00 -0.42 0.077
25 | 1.2163e-01  -0.51 | 2.8403e+00 -0.62 0.070
36 | 8.8937e-02 0.86 | 3.3204e+00 -0.43 0.074
49 | 8.3665e-02  0.20 | 3.9564e+00  -0.57 0.079
64 | 8.1851e-02 0.08 | 4.5218e+00  -0.50 0.087
81 | 7.5917e-02  0.32 | 5.0401e+00 -0.46 0.100
100 | 7.9340e-02 -0.21 | 5.6601e+00  -0.55 0.123
121 | 6.9729e-02  0.68 | 6.1802¢e4+00 -0.46 0.162
144 1 6.8222e¢-02  0.13 | 6.7847e4+00 -0.54 0.247
169 | 6.6289e-02  0.18 | 7.3505e+00  -0.50 0.282
196 | 6.4335e-02  0.20 | 7.8859e+00  -0.47 0.393
225 | 6.4961e-02 -0.07 | 8.4868e+00  -0.53 0.508
256 | 6.0614e-02  0.54 | 9.0213e+00  -0.47 0.682
289 | 5.9747e-02  0.12 | 9.6137e+00  -0.52 1.422
324 | 5.8212e-02  0.23 1.0179e4+01  -0.50 1.239
361 | 5.6753e-02  0.23 | 1.0723e+01  -0.48 1.608

400 | 5.6874e-02 -0.02 | 1.1315e+01  -0.52 2.354

441 | 5.4450e-02  0.45 1.1857e+01  -0.48 2.960

484 | 5.3689%¢-02  0.15 1.2443e+01  -0.52 4.515
529 | 5.2667e-02  0.22 1.3008e+01  -0.50 4.703
576 | 5.1613e-02  0.24 1.3556e+01  -0.48 5.797

satisfying assumption 64.

The next section presents a DPG version of problem 3 but the literature on
numerical schemes for hyperbolic equations is vast, so we briefly mention other
possible intermediate formulations between DPG and the primal system studied
above. The reader should also consult the references in section 2.2.2.1. Stabilised
methods could be explored for problem 3. These are, roughly speaking, methods
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TABLE 4.3: Convergence rates for example 1 from table 4.1.

h~''| L%*error Order | Energy error Order | CPU time (s)
4 | 1.9828e-01 - 1.6074e+00 - 0.041
9 | 1.2141e-01  0.60 | 1.4055e4+00  0.17 0.072
16 | 9.8889%¢-02  0.36 9.8769¢-01 0.61 0.078
25 | 7.5253e-02  0.61 6.2023e-01 1.04 0.158
36 | 5.5783e-02  0.82 3.9579e-01 1.23 0.174
49 | 4.1067e-02  0.99 2.5985¢-01 1.36 0.129
64 | 3.0265e-02 1.14 1.7539¢-01 1.47 0.128
81 | 2.2414e-02  1.27 1.2138e-01 1.56 0.123
100 | 1.6720e-02  1.39 8.5924e-02 1.64 0.135
121 | 1.2584e-02  1.49 6.2090e-02 1.70 0.165
144 | 9.5646e-03  1.58 4.5721e-02 1.76 0.280
169 | 7.3456e-03  1.65 3.4258e-02 1.80 0.313
196 | 5.7016e-03  1.71 2.6083e-02 1.84 0.435

225 | 4.4727e-03  1.76 2.0154e-02 1.87 0.649

256 | 3.5451e-03  1.80 | 1.5786e-02  1.89 0.787

289 | 2.8381e-03  1.83 | 1.2520e-02  1.91 1.056

324 | 2.2939e-03  1.86 1.0044e-02 1.93 1.409

361 | 1.8709e-03  1.88 8.1435e-03 1.94 1.987

400 | 1.5390e-03  1.90 6.6672e-03 1.95 2.389

441 | 1.2762e-03  1.92 9.5076e-03 1.96 3.080

484 | 1.0663e-03  1.93 4.5875e-03 1.96 3.816

529 | 8.9729¢-04 1.94 | 3.8505e-03  1.97 4.588

976 | 7.6005e-04  1.95 3.2548e-03 1.97 6.270

FIGURE 4.2: Convergence as a function of mesh resolution A~! for the examples in
table 4.1. Left: L? errors. Right E(b;Q) errors.

that use penalty terms in the bilinear forms of finite element methods to enforce
some interelement continuity. For a DG method with stabilisation applied to
a scalar hyperbolic equation see the early reference [44]. This also contains
a comparison of this method with a streamline upwind DG method [136, 47].
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TABLE 4.4: Convergence rates for example 2 from table 4.1.

h~''| L%*error Order | Energy error Order | CPU time (s)
4 | 1.2408e-01 - 1.0790e+00 - 0.0356
9 | 8522802 046 | 6.9771le-01  0.54 0.079
16 | 6.1681e-02  0.56 3.6876e-01 1.11 0.079
25 | 4.1645e-02  0.88 2.0371e-01 1.33 0.095
36 | 2.7604e-02  1.13 1.1835e-01 1.49 0.088
49 | 1.8364e-02  1.32 7.2029e-02 1.61 0.092
64 | 1.2381e-02  1.48 4.5682e-02 1.71 0.108
81 | 8.4991e-03  1.60 3.0052e-02 1.78 0.126
100 | 5.9517e-03  1.69 2.0425e-02 1.83 0.163
121 | 4.2532e-03  1.76 1.4290e-02 1.87 0.165
144 | 3.1000e-03  1.82 1.0259e-02 1.90 0.253
169 | 2.3022e-03  1.86 7.5355e-03 1.93 0.327
196 | 1.7398e-03  1.89 5.6493e-03 1.94 0.415

225 | 1.3360e-03  1.91 4.3129e-03 1.96 0.507

256 | 1.0412e-03  1.93 | 3.3464e-03  1.97 0.793

289 | 8.2242¢-04  1.95 2.6346¢-03 1.97 0.996

324 | 6.5764e-04  1.96 2.1014e-03 1.98 1.385

361 | 5.3180e-04  1.96 1.6960e-03 1.98 1.765

400 | 4.3446e-04 197 1.3834e-03 1.99 2.260

441 | 3.5828e-04  1.98 1.1395e-03 1.99 3.329

484 | 2.9800e-04  1.98 9.4688¢-04 1.99 3.581

5929 | 2.4984e-04 1.98 7.9323e-04 1.99 4.647

976 | 2.1098e-04  1.99 6.6946¢e-04 1.99 5.932

[51] presents a unified setting for both continuous and discontinuous Galerkin
approximations of hyperbolic equations and also contains an excellent review
of the literature on this topic. In addition, the setting for the inner problem
in this chapter is either globally continuous or globally discontinuous. An
intermediate setting could also be explored where the finite element space is
only continuous in parts of the domain. For images that are discontinuous at a
finite number of points we mention this as a possible extension to the above.
In the next section we will see that the mixed advection/continuity structure
of the inner problem lends itself well to a DPG formulation.

4.1.3 DuaL FORMULATION

The previous section presented a variational setting leading to a stable con-
tinuous Galerkin finite element method for the inner problem. In this section
we weaken the regularity of the solution space G(b;2) with the aim of de-
scribing a discontinuous Galerkin method as a mixed system for I and z.
The motivation here is to provide a set equations describing geodesic motion
for non-smooth images i.e. images that are represented by function spaces
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TABLE 4.5: Convergence rates for example 3 from table 4.1.

h='| L*error  Order | Energy error Order | CPU time (s)
4 | 1.7576e-01 - 9.6060e+02 - 0.057
9 | 1.7620e-01  -0.00 | 1.9000e+00  7.68 0.103
16 | 1.6483e-01  0.12 1.6866e+00  0.21 0.093
25 | 1.4885e-01 0.23 | 4.0564e+00 -1.97 0.103
36 | 1.2681e-01  0.44 | 1.0990e+00  3.58 0.100
49 | 1.1072e-01  0.44 2.3390e+00  -2.45 0.113
64 | 9.2946e-02  0.66 4.3551e-01 6.29 0.132
81 | 7.7202e-02  0.79 3.0148e-01 1.56 0.135
100 | 6.5567e-02  0.78 2.5252¢-01 0.84 0.176
121 | 5.6455e-02  0.78 3.7138e-01  -2.02 0.249
144 | 4.8037e-02  0.93 | 7.1032e+00 -16.96 0.296
169 | 3.9981e-02  1.15 1.0250e+00  12.09 0.368
196 | 3.5126e-02  0.87 1.3289%e-01  13.78 0.586

225 | 2.8296e-02  1.57 1.1974e-01 0.76 0.653

256 | 2.6659e-02  0.46 | 1.0756e+00 -17.01 0.841

289 | 2.3535e-02  1.03 | 8.9558e-02  20.50 1.127

324 | 2.2196e-02  0.51 1.8030e-01 -6.12 1.626

361 | 1.9955e-02  0.98 1.2159e-01 3.64 2.210

400 | 1.8179e-02 091 | 3.9522¢+00 -33.94 2.564

441 | 1.4424e-02  2.37 1.2082e-01 35.74 3.051

484 | 1.5454e-02 -0.74 | 9.2763e+00 -46.66 3.405

529 | 1.4173e-02  0.97 | 6.2777e-01  30.29 4.710

276 | 1.1319e-02  2.64 8.0891e-02  24.07 5.889

that are discontinuous on 2. As for the primal formulation we begin with
a review of the literature for discontinuous methods for advection-type problems.

Advection-type problems often deal with discontinuous solutions with shocks
or wave-fronts. Therefore significant resources have been dedicated to applying
globally discontinuous approximation spaces for such problems with the aim
of developing stable methods that more accurately represent advection phe-
nomena. In addition to the sources cited in chapter 2 we highlight the work of
Broersen et al. [46] which analyses the stability of a DPG formulation of the
transport equation and describes how optimal test functions can be computed
for certain flows. We rely on this work for the structure of the proofs of lemma
81, corollary 82 and theorem 83. Our aim is to develop this theory further and
apply it to the mixed system for I and z. The technical work [69] analysis an
adaptive Petrov-Galerkin method for such transport equations, albeit not for
purely advective operators, see also the sequel [68] on anisotropic methods.

To pose a discontinuous method for the inner problem we begin with the
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following simple reformulation of problem 3:

Problem 5 (Dual Inner Problem)

. 1
inf F = |l
subject to b -Vl =2z

Ilp, =1;,i=0,1

We derive a weak dual version of the variational version in problem 4 formally
and later make precise which function spaces our variables of interest occupy.
Here, we will treat a system of two linear first order hyperbolic equations
in space-time. The space-time aspect has been investigated before, see [178|
wherein a space-time Trefftz-DG method is presented. We can relax the
constraints in problem 5 with multipliers ¢ and p dual to the constraints and
integrate by parts in I:

1 .
F= Q”ZH(%Q — (div; (bo), I)o.0 — (9, 2)0.0
+ <77'b¢>1>0,r+ <77bﬂ71* _I>0,F7

(4.19)

where I* represents the boundary data in the sense that:

(b, I* = Ior=>_ (n-bp,I; = Do,

i=0,1

We take variations in F' in the four variables i.e. 8F = 0 and inspecting the
resulting equations for z € G(b; Q), ¢ € G(b;Q), I € L*(Q) and p € L*(T):

(z,02)0.0 = (¢, 02)0.0, Véz € G(b; (), (4.20a)
— (2,80)0,0 — (divi (bd¢), I)o0

+ (b -nd¢, [*)or = 0, Vop € G(b: Q), (4.20b)
— (div, (bg),8I)0.0 + (b -n¢, 8o r

—(b-nu,dI)or =0, VoI € L*(9), (4.20¢)
(b-ndu, I" —I)or =0, Vou € LA(T). (4.20d)

The first equation states an equivalence between z and ¢ so we can reduce the
system by simple substitution. Further, choosing z|r = p as ansatz we obtain
two equations instead of four:

(z,8z) 4+ (divy (bdz),I)o0 = (b-ndz,I")or, Voz € G(b; )  (4.21a)
— (div; (b2),81)p0 = 0, VoI € L*(Q)  (4.21b)

Now any solution to (4.21) is also a solution to (4.20). Indeed, by equivalence
of problem 5 to the primal problem for which existence and uniqueness was
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established in theorem 73, these Euler-Lagrange equations are sufficient condi-
tions. Therefore, an ansatz solution to (4.21) is in fact the unique solution we
seek. To summarise we write (4.21) on the following form.

Problem 6 (Conforming Ultra Weak Formulation)
Find (z,1) € G(b; Q) x L*(Q) such that:
a(z,02)—b(0z,1) = fr«(6z2) Voz € G(b; ) (4.22a)
b(2,81) =0 VoI € L*(Q) (4.22b)

where

a(z,8z) = (2,02)0q
b(f,9) = —(div¢ (bf), g)o
fr(8z) = (b-ndz, I")or

\. 4

We say this is an ultra weak formulation because the operator (and therefore
regularity requirement) is shifted from the trial function I to the test function.
This idea was first presented for the Helmholtz equation in 1998 by Cessenat
and Després [53], see also [49, 126]. We recommend [98, Section 2| for a more
recent exposition of DPG with an ultra weak formulation.

Remark 77 (Comparison with the Riemannian framework). We believe that the
formulations in this section are quite close, in some sense, to the Riemannian
construction of [220], see also remark 63. According to this seminal work the
natural Riemannian way of interpreting "u- V1" is indeed via partial integration
onto a test function. In our space-time framework this is similar to what we do
by shifting reqularity onto z.

We now recall similar notation to section 2.2, the goal being to solve the problem
6 by going along the lines of roadmap 20.

Let the operator B : G(b; ) — L?(Q)* = L*(Q) and its transpose B* : L*(Q) —
G(b; Q)* be defined by:

<B§Z, ]>L2(Q),L2(Q) = <B*], 6Z>G(b;Q)*,G(b;Q) = b(éz, ]), (423)

VI e L*(Q), Voz € G(b; Q).

It is not always the case that the image of an arbitrary infinite-dimensional
operator is closed in its target space. To quote from (39|, "This fact (that the
image might not be closed) puts pains thousandfold upon the mathematicians”
and is truly what separates analysis of equations in infinite dimensions from
their finite dimensional relatives. An essential ingredient for the well-posedness
of problem 6 is surjectivity of B which is sufficient for the aforementioned
closedness. This condition is shown to hold for certain transport problems,
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see [69] wherein two conditions are assumed to hold. In the setting here these
conditions are: (i) injectivity of B and Im(B) is dense in L*(2). These conditions
are sufficient to determine that B and its formal adjoint are isometries |69,
Proposition 2.1] and thereby providing the surjectivity condition from before.
In [69] these are easier to obtain because of the presence of a reactive term
i.e. for an operator of the form v — cv — div; (bv) for some ¢ > 0. Moreover,
additional assumptions are made about the interplay between ¢ and b. We
cannot directly apply this theory so we make the following assumption and
provide a roadmap towards a rigorous proof.

Assumption 78 (Surjectivity of B). We assume Im(B) = L*(Q).

Roadmap 79 (Towards a proof of assumption 78). We show that a regularity
result is sufficient to validate assumption 78. Indeed, thanks to theorem 70, given

arbitrary f € L*(2) we can solve following problem for a unique ¢ € CO} (b; Q):

/Q (b-Vid)(b- Vi) de = —(f,b-Vihoa, Vb € G (b: ).

If we can appeal to a reqularity result and say that the solution ¢ is such that
b- V¢ € G(b;Q), then we can let 6z = b - V¢ and the problem above is

equivalent to:

| v (0520 do = (fvhaa, o € L0,

which is exactly what we need to say that for every f € L*(S2), there is a
function 8z € G(b; Q) that is mapped to this f by B.

Interestingly, proposition 66 showed that the analytical solution (4.11) to (4.5)
has some higher-order regularity depending on the smoothness of the initial
images as well as the velocity field. This is not, however, enough to state a
general result for functions in G(b; Q). Note also that the reqularity stated in
the conditions of proposition 66 need also apply for this proof strategy.

Theorem 80 (Well-posedness of problem 6). Provided assumption 78 holds
there exists a unique pair (z,1) € G(b; Q) x L*(Q) solving (6) when I, € H*(T;),
i=0,1.

Proof. First note that b is clearly continuous:

(£, 9)| = [(—div; (bf), g)o.l

b Vi f + fdivi (b)llo.cllgllos

1+ || divy (b)[[oo.0) | flcmlgllo,0
1+ | dive (b)[[cc.0) I f lcms 19 lcmi) -

VANRVANVAN

(
(
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Here we have used that div; (b) € L*(€2) by assumption 64. We follow a
standard strategy in the literature see e.g. |39, Theorem 4.2.1] beginning with
existence. Define the kernel of B by:

ker(B) = {62 < G(b7 Q) ‘ <B§Z, I>L2(Q),L2(Q) =0,VI € L2<Q)}
Selecting &z € ker(B) we see that (4.22a) reduces to:
a(z,0z) = fr-(82). (4.24)

a is naturally coercive on ker(B) since the derivative terms are mapped to zero
on this kernel, hence (4.24) has a (unique) solution z € ker(5). Note that as a
consequence (4.22b) is therefore naturally satisfied. Next we show that there
exists an I such that (4.22a) is satisfied. Now that z € ker(B) is fixed we can
write this equation as:

b(dz,1) = fr(8z) —a(z,0z) =1(0z), Vbdz € G(b;N). (4.25)
If we define £ € G(b;Q)* by:
(L, 82) a0y abn) = 1(82),
then we can write (4.25) using (4.23):
B*I =L in G(b;Q)". (4.26)

By assumption 78 we have surjectivity of the operator B, so since [ actually
vanishes on ker(B) i.e. £ annihilates the kernel: £ € ker(B)°. We can now
appeal to the closed range theorem for surjective operators. Indeed, from
assumption 78 we know from [39, Theorem 4.1.4| that:

ker(B)° = Im(B").

That is f = is in the image of B*. We can therefore solve (4.26): there exists
an [ such that:

(B™I, 82)aboyr ab) = (£, 82) ) ame), V82 € G(b; Q).

Now we show uniqueness. We have already proved uniqueness of z so we sketch
the argument. Coercivity of a(-,-) on ker(B) forces uniqueness for z since by
taking z as a test function means ||z|/gw,0) S a(z,2) which shows that the
bilinear form is bounding and therefore injective. For uniqueness of I we recall
that B is surjective, so B* must be bounding by the closed range theorem (see
e.g. [39, Corollary 4.1.1]) and therefore injective. O

The advantage of problem 6 over the primal inner formulation in problem 4 is
that we may request z € G(b;Q) and I € L?(Q) allowing for fully discontinu-
ous images at the cost of computing a source function z. This is sometimes
called an wltra weak formulation when the regularity requirement is shifted
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onto an auxiliary function. Although it may be interesting to discretise at
this level purely for mathematical novelty, we endeavour to break the global
streamline continuity requirement of z in problem 6 in the next (and final)
formulation so we pursue this avenue of research no further. Our aim is to use
this problem as a stepping stone to a DPG formulation where we can leverage
potential computational speed-ups available in this framework. These come in
the form of hybridization techniques recently added to the Firedrake package
[106]. Roughly speaking, the goal here is to compute, in parallel, solutions
to smaller local elemental subproblems that are combined to yield a global
solution. This effectively allows a space-time solution to be computed in parallel.

The final version of the inner problem transgresses the continuity requirement
(in line with the DPG framework introduced in chapter 2) for an even weaker
notion of a solution to the inner problem. The rest of this section will be
increasingly technical as we steer our analysis towards building a suitable
variational setting for the dual inner problem. It is therefore necessary for us
to construct these various formulations of the inner problem, the final of which
requires some additional notation.

Given ), define a triangulation §2;, of €2. For a prescribed velocity field u we
can decompose 0K, K € €, as follows:

0K = 0K, UOK oy U OK,,

where:
0K, = {(z,t) € 0K | b-ng < 0}, (4.27a)
OKou = {(z, t) € OK | b-ng > 0}, (4.27Db)
0Ky = {(x,t) € 0K | b-ng =0}, (4.27¢)

where ng is the outward normal to K. Recall definition 11 in section 2.2.2
which defines the mesh skeleton &,(£2;) associated with €. In view of the
decomposition above it will be convenient to define the part of the mesh skeleton
where b - 7 does not vanish. Indeed let:

£ = Eu() \ [umh aKO]

Further we define the interior mesh skeleton Efz’int = E,f \ I'. Next introduce
the function space :

G(b; ) ={f € L2(Q) | b-V.f € L*(K), VK € O}, (4.28)

We also write the second condition on the right-hand side of (4.28) as i.e.
b - Vuf € L*(Q) using the broken operator b - Vy,, where the restriction of
b-Vuf to K € Q is equal to b -V, f|x. The broken operator divy, (bf) is
defined analogously. We have an associated norm given by:

HfHQG(b;Qh) = ||f||§Q + /b - Vthf”g,Qh .
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In view of theorem 70 we can now make sense of local trace spaces on K via
the space G(b; ). Indeed, we define:

G(b; &) = {wlgz | w € G(b; )}, (4.29)
equipped with the norm:
HQHG(b;Sif) = welGoIhf);Q){”wHG(b;Qh) | wlg}f =0}

Breaking global continuity of z in problem 6 means supplying the bilinear form
b(-,-) with jump terms from partial integration on K € €2;,. This necessitates
an evaluation of I on 7™, which is a priori not defined for I € L*(2). Using
the new local trace spaces designed above we may, as a result, add a "flux
variable" 6 and pose a broken ultra weak formulation of the inner problem as
follows, suppressing obvious dependencies of our variables on h:

Problem 7 (Broken Ultra Weak Formulation)
Find (z,1,0) € G(b; Q) x LA(Q)x ¢ (b; E7) such that:

a(z,02)—bp(82,1,0) = f1+(82), Voz € G(b;Q), (4.30a)
by(z,81,860) = 0, V(80,81) € L*(Q) x G(b; &),
(4.30b)
where:

a(z,0z) = (2,02)0.0,
bh(f: g, l) = _< divyy, (bf)’ g>0,Qh + <[[bf]]7 l>075t¢hvi“t’
fr(8z) = (b-ndz, I")or.

The following technical lemma is needed to show existence of a 6 satisfying the
broken formulation of the inner problem. We define the dual norm:

|f5 fu ds|
”fH(O;(b;ﬁ)* = sup W, feG(b;E).
" veC(biE]) G(bie?)

Lemma 81. For 6z € G(b; ) we have [bdz] e (b; E7)* and the following
bounds hold:

1108201 5

B2+ divi (B)]|so2)) ™ < -
(IB7H1(2+( dive (b)[[cc.0)) inf feamn) 102 — fllaman)

< (24 dive (b)[[sc2)

when 8z € G(b; Qh)\COTY (b; Q) and B~* denotes the inverse of the transpose of B.
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Proof. Let 6z € G(b;Q),) and w € G (b; ) and note:

[6zb]w ds = Z / wdivy (bdz) + 8zb - V,w dx (4.31)
En KeQy, K
< (2 + [[dive (b) oo, 2) 182 abien) [l o) - (4.32)
Hence:
08Dl . < @4 Nive () )52 ony (439

For f € G(b;Q) and g € G (b; 2) we have through (4.31) that [, [bf]gds =0
which implies ||[bf] ey = 0. To see why this is so, note that f and ¢ are
smooth along streamlines,h so have no jumps across the interior facets. Since g
is zero on the boundary I' we see that the statement is true. Consequently we

can quotient out the smooth subspace G(b;(2) and make a stronger statement
than (4.33):

1[b32]

. < i i _ , '
Sy < 21 B)we) inf 182 = glowa,.  (430)

showing the second estimate.

For the first inequality, observe that div, (b-) is invertible, so for a given
dz € G(b; ), let v € G(b; Q) solve Bv = — div; (bv) = — divy, (bdz). We let
¢ solve:

/ (b-V,¢)(b- V) dz = — / divy, (b82)1 dz, Vo € G (b;Q),
Q

Qp

and letting v = b - V,¢. This means:
dive, (b(8z —v)) = divy (b)(82z —v) + b - V(82 —v) =0, (4.35)
which implies:

b+ Vin(82 = 0o < [[dive (b)l|oc,0ll82 = vl[o,0. (4.36)

This is a highly nontrivial statement because it means we are able to bound
the derivative of a function by its L? norm (up to the divergence term). Now

we construct a w € é (b; Q) such that B*w = b - V,w = 6z — v by again using
namely theorem 74 and assumption 78:

(b-Vow,b- Voo = (f,b-Vibloa, v € G (b;Q), (4.37)
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giving the desired equality in the sense of L?(€2). As a result:
162 —vlf§ o = /(62 —v)b-Vyw dz
Q

_Z/K(éz—v)b-vtwdx
:Z/K\divt (b(v—6z))wdx+/8Kb-77Kw(62—v) ds

-~

=0 by (4.35)

—/  [bdz]w ds—i—/b-nézw ds
g r

= Z/ b - nxdzw ds.
oK

KeQyp

The last term does not include v because it is not from a broken space (both w
and v are smooth along streamlines). Then:

wHG(b;Q)

B[[[6z = vljo,

2
I8 = vl g < 1682]l 5 o,

< [I[bd=]]]

GbiE] )"
giving:

H&Z — UHO,Q < HBi HH[[bSZ]]HE;(b;gZé)*'

Using (4.36) and |82 — v||amn,) < 182 = v|log + |b - Vi (82 — v)[[o,0 we get:

‘ — o < ||B7* i
wegg;mnw wllame, < B2+ [|dive (b)loc.0)l[[b0z]

GbiEL )

and we are done. O
As a consequence we can establish an isomorphism:

Corollary 82. (¢ (b;E)* ~ G(b;2,)/G (b;9). The norm on G (b; )" is
equivalent to the norm on G(b; Q) for functions in G(b;Q)/G (b; Q).

Intuitively, this isomorphism makes sense: taking the boundary values out of
the equation, the norm of a broken function is related to the sup-norm of its
jumps (in the direction of b).

Theorem 83 (Well-posedness of problem 7). Let I; € H(T;), i = 0,1. There

exists a unique triple (z,1,0) € G(b; ) x L*(2)x G (b; E7) such that (7) is
satisfied.
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Proof. First we verify that B has closed range by conditions i-iii of theorem 7.
i. This is obvious from the definition of B in (4.23).

ii. Next we show uniqueness. Suppose (I,60) € L*(Q)x G (b; £7) are such
that:

Note that if 6z € G(b;2) then I = 0 because on this subspace, the operator
applied to [ is already an isomorphism by theorem 80, specifically we know
by (4.26) that B* is injective on this subspace. Next we consider 6z such that
supp(8z) = K for an arbitrary K € . Since I = 0 was shown on smooth
subspaces for the test function 8z, it must also hold for this choice. Then,
(4.38) implies faK b - ngdz0 ds = 0 = 0 = 0 and uniqueness is shown.

iii. We verify an inf-sup condition for by, directly in the form of (2.12).
Let 8z € G(b; Q). Here we use the bracket notation 8z1[0z] when necessary
to make it clear how &2z; is computed: by the previous results exists 6z1[5z] €

G(b; ) such that:
—div; (bdz1[d2]) = — divy, (bd2), (4.39)
with:
1821 [lcbisy < 1B diven (b82) o
< IB7HI(2 + [ dive (b)) 82l cose)-
This in turn implies:
1821 = 8z]lamney < (L+ [IB7I(2 + [ dive (b)]lw0)) [82lcbin).  (4.40)

-~~~

=C

We can make this bound tighter through the following observation: when it
is the case that 0z occupies the smooth subspace G(b;Q2) i.e. 6z € G(b; ),
dz = bz, which means that for any v € G(b;):

0210z — v] — 821(82) = —wv. (4.41)

This means that if we change the right-hand side of the equation Bx = y by
say y — y + w then we get a change in = exactly equal to w:

divy, (b(8z —v)) = divy (bd21(82)) — divy (bv),
divy, (b(8z —v)) = divy (bdz1 (82 — v)),

so that:
divy (b(821[62z — v] — 821[02])) = div, (bv),
which gives us (4.41). As a result (4.40) becomes:

52, — b o <C inf |6z — P 4.42
1621 — 82|l a0 < Ueg(lb;Q)H 2 — v aman) (4.42)
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Remark 84. Another way of seeing this is that if we write a test function dz
as a sum of dzqm) € G(b; Q) and dzqm.a,)\cm) € G(b; Q) \ G(b;Q), then
dzc i) — dz1 will vanish due to the equivalence in (4.39).

Applying lemma 81 to the right-hand side of (4.42) yields:

521 — b o <C inf |6z — .
1621 — 8z||amn) < g(le 162 — v||abon)

Sty (4.43)

where C' = I1B=*[|(2 + || divy (b)HooQ)é

Since the space G (b; S,Zé ) is a Hilbert space it is reflexive, so by James’ theorem

[139] we know that the operator norm || - Hé’;(b - attains its supremum. As a
h

result we can guarantee the existence of a 6 e (b; Sff ) such that:

ffff [bs2]6 ds

[,

|| ||é(bvgzé)

We see that 0 is only defined up to a multiplicative constant by the nature of
the expression above, so we let # be defined by:
0 A
9 = TC ||521 — 6Z||G(b;Qh)a (444)
5(b;5ff )

so that, for any 6 we can select:

fﬁ [bdz]0 ds

bEF ) =
S [ P

ITb3=

with HQH = C7Y|621 — 82||¢(by,) and observe that since:

G(bsEY)

fg;ﬁ [bdz]0 ds
Goier) — ||[bdz]|[s

G(biEl )

and that the denominator is greater than or equal to C~1(|82; — 82| g(ma,) by
(4.43) then we can conclude that:

#bdz]0 ds
ol fgh[[ ]
Gbie]) 1601 ’
GbEY)
implying:
6% < bdz]6 d 4.4
0, < [ I05510 0 (1.45)
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for any choice of 8z € G(b; ).

Next, there exists an I € L*(Q) for each 6z, € G(b; ) such that :
<— din (bézl), [>07Q

||B5Z1||0,Q = )
10,0
which holds since I — (Bdz11)¢q attains its supremum by James’ theorem be-
-1 .
cause L*(9) is reflexive. Note that we have, for [|[B™"|| = sup,c;2(q) W
IB'B821|amio) = [1821/lamn),
IB=H[[1B8z1[lo.0 > 1821 [lce),
1B8z1[lo.0 > 1B~ [821]lcmin),
1
1B821 1.6, < oz ,
0.8 |B=H|7H[021 ||am:n
SO we can say:
HI“ 0= <— din (béZl), I>0’Q
00 =
1B621]]0,0
< <— din (béZl), [>07Q
~ BT I8 [lemin
Select now I such that |[I]oo = [|B7!|7'||021]lcme) (by scaling similar to

(4.44)). In turn, this implies:
5. < (= dive (b821), T)o.0-

Using the fact that 3621 € G(b;2) such that div; (bdz;) = divy, (bdz) for any
choice of bz € G(b;€,) we derive:

||Iy|§7Q < (= divy, (b82), I, V6z€ G(b;Q). (4.46)

Next, we use (4.46) and (4.45) to show that for b, on G(b; Q) x (L3(Q) x
G(b; E7)):

o o0 ||6Z||G(b;ﬂh) + ||62’1 - 6Z”G(b;ﬂh)
B+ €)™ l18zllamian) < (|B~1)]2 + C2)05

< IB 2118202 g, + C21821 = 82y
“8_1”2”62”?}(b;9h) +C?82 — ézHé(b;Qh)
 JIBURIS R e,y + C2821 — 820300,
B ”B_IHZHSZHé(b;Qh) +C?||52 — 5ZH2G(b;Qh)
- ST +T0
by (82,1,6)

= I, 02 '
\/|| 5.0 + | ||G(b;gf)

2
G:EL)
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Here, \/HIH(Q)Q +110 é(b?gf) is a norm on L?(2)x G (b; £7). We therefore have:
bn(8z,1,0
HI”;( T ”9”2) > 7||6Z||G(b;ﬂh), Yoz € G(b; ),
\/ 0 Gbiel)

where v = (||B~1||2 + C?)~%5. This implies the existence result in theorem 7 so
we verify the inf-sup condition. The uniqueness argument is analogous to that
in theorem 80.

Let v = (||B~Y||2 + C?)~%5 We now proceed to examine the equations in (7)
together. Define the operator By,(1,0) = b, (-, I,0) € G(b;Q,)*, together with

its kernel ker(B,) = {6z € G(b; Q) | By(1,0)(52) = 0,¥(1,0) € L2(Q)x G
(b; E7)}-

Select now &z € ker(By) in (7) so that (4.30a) reduces to a(z,8z) = fr«(8z2).
For z € ker(By), a(-,-) is naturally coercive since a(z, 2) = ||2[13 = [|2[|Gmi0,)-
This equation is uniquely solvable by the Lax-Milgram theorem.

It remains to show that there exists a pair (1,6) € L?(Q2)x G (b; £7) such that:
bh(éza I? 9) = fI* (6) - a(za 62)

This follows immediately from the inf-sup condition we just verified. m

4.1.3.1 DISCRETE FORMULATION

In this section we consider the problem of finding suitable finite-dimensional
subspaces for our trial and test functions to recover a stable discretisation.
That is, we want to find subspaces:

U, = Ul xUY ¢ L2(Q) x G(b; £7),

vV, C G(b, Qh>,
parameterised by the mesh size h. These subspace will be written in product
form e.g.:
Vh = HKGQhVKa (447&)
U}, = ke, Uk, (4.47b)
UY = MpcerUr, (4.47c)

where Vi and Uy denote a polynomial restricted to K and Up is a polynomial
space restricted to the d-dimensional facets of SZE . The main task in this section
is to determine the polynomial orders of these spaces as the well-posedness of
the following the discrete version of problem 7 will depend directly on this choice.
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Problem 8 (Discrete Broken Ultra Weak Formulation)
Find (z,1,0) € V;, x Uy, such that

a(z,02)—by(82,1,0) = f1-(02) Voz € Vy, (4.48a)
bz, 81,80) = 0 V(80,81) € Uy, (4.48b)

Since U, and V} are exterior approximations we cannot directly apply the
result from theorem 83 to show well-posedness - in particular existence. In
order to do so we verify what forms the subject of this section, namely the
following discrete inf-sup condition:

bh((SZ ) I ) 9)

0<y< inf sup 5 4.49
S AP N o i (4.49)

where v is independent of h. To this end we use the following result.

Theorem 85 (Fortin operator [97]). Suppose there exists a linear operator
F 'V = V,, satisfying the following conditions:

1. bp(82 — Fo2,1,0) =0, Y(I,0) €U, Voz€V
2. |Fézllv < Clldz|ly, VézeV

with a constant C' that does not degenerate as h — 0. Then the inequality
(4.49) holds.

Proof. Let (1,6) € U, and 6z € V. Then,

b(62,1,0
/YH(Ive)H]Uh < sup ( )
526V ||5Z||V

b(Fs2,1,6)

= sup ————~~
szev ||0z]v

o T8 1)
- 6z€I\)/ | F8z]v

O

The advantage of the element-wise construction of the broken spaces in (4.47)
is that the Fortin operator can be constructed locally. It also happens that
we can do this by constructing two operators, IT} and IT? from V to V,. We
request that these operators satisfy:

T8z (|y < |152]v, V62 €V,
T [id — 11318z [v < [182]lv, Véz €V,
by (82 — 11282, 1,0) = 0, V(I,0) €U, VozeV.

Then we can construct the operator F = II} + II3(id — II}) which verifies
theorem 85. Before we construct these operators we shall make the following
assumption about the velocity:
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Assumption 86. The wvelocity field u is a piece-wise linear polynomial in
space-time.

u remains in WH(Q) given this assumption.

Remark 87. Note that if b were given as an element-wise constant function
then a Fortin operator for our problem would be similar to the one produced in
[91] for the stationary Stokes equation. However, a piece-wise constant b does
not generate unique streamlines as the spatial continuity is violated.

First we construct IT}. Interpolation of functions in V is not completely trivial
since point evaluation is not supported for this equivalence class. As such
we have the usual choice of selecting either the Clément [62] (its usage for
Fortin construction was first suggested by Verfiirth in [223|) or Scott-Zhang
[200] operators. The latter is more convenient for matching Dirichlet boundary
conditions, but since we do not impose these for the test functions in V we
shall consider this option no further.

Next we construct H%L such that:
IIT7 [id — IT;]8z(|v < C||8z]lv, (4.50)
and such that:

bp(82—11382,1,0) = —( divy, (b(éZ—Hiéz)),[>+<[[b(62—1_[252)]],9>€jl,int =0,

for any choice of (I,60) € U,. We want to set up a square system to determine
the polynomial orders of U, and V}, so this condition above holds. Recall that
[b(8z —T1282)] = (b62)T - n* + (bd2)~ - . So writing 7 = | 72|" the jump
term can be written as

([b(62z — I1362)], 0>€t;;,int = Z /F[(béz)+ "+ (bdz)” -0
= / (0F + und)szt + (7 + uny )56

Let us define the integers p,, p., pr and pg as the polynomial orders of the
various variables on K, noting that by assumption 86, p, = 1. Note the term
(n] +wuny )0 is of order p, + py (resp. for —). We therefore define the augmented
condition:

/ (82 —I1382)¢ ds = 0,V¢ € PP=tPo (4.51)
oK

Next, we look at the first term of the orthogonality condition and examine the
polynomial orders here. It is sufficient to request:

( divy, (b(82 —T1362)),I) = 0.
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Integrating by parts locally this is equivalent to:

( divy, (b(8z —11382)), [) i =(— (82 — I1;82)b - VI ) + / (62 —11762)b - nl .
oK

The boundary term vanishes provided p; < py by the results we just derived

for py. The interior integral condition then reads:

/ (82 — I382)1p ds = 0,Vap € PPetrr—1, (4.52)
K

because the order of b - V,[I is p, + p; — 1 (because of the gradient). We fix p,,
so we wish to find the degree p, such that:

/ (82 —T1762) dz = 0,V € PPI, (4.53a)
K
/(9}((62 —11362)¢ ds = 0,V¢ € PPt (4.53b)

It is the subject of future work to determine the Fortin operator above - or
suitable degrees pr, ps and p, such that the discrete inf-sup condition is met.
The goal is to leverage a technology called static condensation - or hybridisation
- where the discrete system (8) is decomposed into local subproblems on K in
terms of the trace variables 6 (which can be done in parallel), and then "glued"
together to reconstruct the image I and source z. We do not attempt to explain
the details of this parallel optimisation method and simply refer to [106] for a
Firedrake abstraction of this method that we aim to apply to the system (8).

Broersen et al. [46] construct near-optimal test functions for a bilinear form
similar to by(-,-) above. These are derived from streamline integrals of the
test functions on each K € (), using a piecewise constant approximation of
the velocity field. It was deemed out of scope of this project to investigate
whether such test functions could prove useful in proving a discrete inf-sup
condition. In the seminal papers [80, 77| optimal test functions for a transport
problem are also computed, although in the latter it is assumed that the field u
is incompressible which is in general not the case for the problem we treat here.
The difficulties that remain for the DPG formulation are analytical, namely the
proof of assumption 78 and those related to the discrete optimal test functions.
We are however able to compute with the DPG formulation using the Firedrake
package in certain cases. The main challenge numerically is to treat 6 on those
edges where b-n = 0, where 7 is an outward normal of the mesh skeleton. Recall
that the function space G(b; &) for 6 in (4.29) passes via the decomposition
in (4.27), so in fact 6 is not defined on subsets of E}f postive measure where
b - n = 0. Numerically, € is a piece-wise polynomial defined on the edges so
a practical way of enforcing this condition is to zero the degrees of freedom
associated with # on an edge if fe b ds = 0. It is easy to see that this method
may not be granular enough depending on the velocity field, so this approach
may constitute a variational crime that is the subject of further analysis.
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4.2 OUTER PROBLEM

The various forms of the inner problem equip us with a set of forward operators
that map the one-parameter family of velocity fields u to a solution to the
inner problem. These forward operators motivate a gradient descent method
to solve the inverse problem of finding the optimal velocity « minimising the
metamorphosis function in (4.1).

4.2.1 GRADIENT DESCENT

Central to the preceding analysis was the space G(b; Q) which depends explicitly
on the velocity u via b. If we wish to explore the linear space V' by means of a
gradient descent method perturbing a velocity u — u + du (where du is some
appropriate search direction) implies a change in the Hilbert space G(b;2).
Since a variation du in the velocity is arbitrary, it is not straight-forward to
characterise the derivative of image I € G(b;{2) since it surely will not occupy
G(b; 2) unless the variation du vanishes. We do not, to the best of the author’s
knowledge, have at our disposal analytical tools to treat such a problem for the
full space G(b;(2). We briefly remark on a possible way of taking this research
further.

Remark 88 (Analytical derivative). It may not by necessary to specify differ-
entiability of all functions in G(b; Q) with respect to the velocity, but only for
images that are "optimal” for a given velocity field. For sufficiently smooth data
the image is given by (4.10). Despite not having a convenient computational
way of evaluating this formula, it is possible to state an explicit form of the
deriwative of I with respect to a variation in the velocity field. We refer to the
work of Francois-Xavier Vialard for a semi-differentiation lemma for discontin-
uous image matching with (special) functions of bounded variation [224, 225].
With more work we believe that some of the analytical tools used here may be
adapted to the space-time setting.

A pragmatic solution to this problem is therefore simply to restrict the space of
images to be continuous everywhere on €2, and importantly finite-dimensional
by using the conforming discretisation of (4). The approach we take here is
called a discretise-then-optimise strategy, where we replace the function spaces
with finite-dimensional surrogates and then apply a gradient descent method.
This is in contrast with an optimise-then-discretise scheme, where an optimality
system (sometimes referred to as the Karush-Kuhn-Tucker, or KKT, system)
is derived for an infinite-dimensional optimisation problem after which the
resulting equations are discretised together. We return to this briefly later on,
see also [125, Chapter 3| for details.

For some finite-dimensional spaces V}, and G}, we use the inner problem formu-
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lations above to pose the inverse problem as follows:

e OI*[u)
inf ~H=j 2 4o | o V)R At (454
(1) EVi G 2/0 lully + 07"l —5,= +u- VIulllog (4.54a)

ol
. " A . vl . 2
subject to  I*[u] = arg Igéfm I pr +u- VI|§q- (4.54Db)
Iry=lo,
Ilp,=h

We write this as a reduced problem for the control variable u:

_ 1t o, OI*[u] .
i He= g [l oI e VP e (@55
subject to  I*[u] solves problem 4. (4.55Db)

I*[u] is the optimal source term given u in sense of the inner problems in the
previous section®. The space V}, is described later. Remark that the inverse
problem is for u in the whole time, not just initial because we are using space-
time. In this section we treat the inverse problem directly as an optimisation
problem using a gradient descent approach. Alternative ways of solving this
inverse problem are discussed in section 4.3.

We note that (4.54) and (4.55) lead to the same stationary points, so the
reformulation is idempotent. Setting 6 H = 0 yields:

(u,du)y = —o (b - V,I,8u-VI)s, Vou €V,
(b-VI,b-V5I), =0, Vel € Gy

for all ¢ = 0,...,1, with the image at time t = 0,1 fixed. Since G}, is a
globally continuous piecewise finite-dimensional space, the spatial derivative is
well-defined. Doing the same for Hg we get:

oI*
(u, du)y = —o (b - V[ ul,b -V, 5

" [u]du + du - VI*[u])e,  VOu €V,

where 22 [u]du is the Fréchet derivative of the solution I*[u] at u with respect

to u. In the PDE-constrained community this is commonly referred to as
the adjoint. We notice that the reduced nature of the reformulation (4.55)
introduces a new term in the equation for u. However, since %[u]éu € Gy,
(since the derivative is taken with respect to the inner product on G}, in sense

of Fréchet), then:

5I*
(b-V.I'[u],b- V%

[u]du), =0,

u
since I*[u] solves problem 4, which is a convex problem, so the equivalence
follows.

2 Here we have used problem 4, but future work aims at replacing this with the DPG
formulations.
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We comment on possible discretisations of the space V. To this end we recall
that for u to generate diffeomorphisms it is sufficient that the map t — w; is
integrable, while (for any t), x — w,(z) is at least Lipschitz [234, Chapter §|.
Firedrake supports a variety of meshes e.g. triangular meshes and quadrilaterals
[130] on which function space can be built leading to different choices for the
discretisation of V. This section briefly discusses how these can be realised
numerically using Firedrake [191] as well as how knowledge of the existence of
the gradient from the previous section motivates an adjoint-based automatic
differentiation algorithm. The focus here is simply to motivate the usefulness
of the inner problem formulations.

V can be discretised with simple piecewise linear C’-conforming finite element
space leading to Lipschitz velocity fields (in space-time). This was used in
the numerical evidence shown in the previous section. Firedrake also allows
the user to define extruded quadrilateral meshes [168, 34]. These make it
possible to separate the regularity between space and time by a tensor-product
structure, therefore allowing e.g. the finite element of [231] used in the previous
chapter to be applied in the spatial direction, while time can be either a simple
C%conforming space or possibly discontinuous. In the rest of this section we
explore the use of the piecewise linears in space-time for simplicity and leave the
investigation of tensor-product elements to future work. This section concludes
with a discussion and some numerical examples of solving the inverse problem
(4.55) for space-time u.

Automatic differentiation is a software abstraction allowing for the numerical
evaluation of the Jacobian of expressions that are given as functions in a
programming language [182]. These essentially articulate chain and product
rules for computer programmes. The implementation of such an abstraction
permits a user to evaluate gradients of for instance complex composite functions
for use in an optimisation loop. For instance, formally speaking, the derivative
of the functional in (4.55) with respect to the velocity requires some sense
to be made about the expression 5%54. In the PDE-constrained optimisation
community this expression is called the adjoint and it is precisely the machinery
of automatic differentiation that (upon suitable discretisation) allows for its
numerical evaluation. This machinery is indeed necessary as no explicit gradient
can be evaluated from z*[u]. As we have mentioned before, Firedrake supports
an automatic differentiation engine [177, 99| (we use version 2018.1). With only
a few lines of code we can express the optimisation problem (4.55) which can
then be solved by e.g. a Broyden-Fletcher-Goldfarb-Shanno (BFGS) algorithm
[184]. We used the Rapid Optimization Library (ROL) (version 0.0.9), see
trilinos.github.io (Python interface version 0.0.16). For details see the previous
references. Our setup to run the simulations is identical to that described in
section 4.1.2.1 Here we provide but a few numerical examples to support our
work in section 4.1.2.
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Remark 89. The DPG system for the inner problem naturally involves globally
non-smooth functions. Numerical experiments suggest standard optimisation
tools available via Firedrake are not ideal in this setting. We observe a degrada-
tion in the speed and convergence of the optimiser and we therefore suggest that
looking further into the non-smooth optimisation literature can address some of
these issues. For this reason we only provide numerical examples for the outer
problem using the conforming discretisation of the inner problem.

Figure 4.3 and 4.4 show the image (or density) I results of a gradient descent
applied to the problem in (4.55) using Firedrake’s automatic differentiation
abstraction and the conforming discretisation from section 4. In these figures,
h = 0.025 in space and time. It took 15 minutes to compute all of these
solutions. Both the image and the velocity field is discretised using a globally
continuous piecewise linear finite element space on a spatially periodic domain.
These figures show that our method is able to compute meaningful matches
between different densities. In figure 4.3.A and E we see that transport solutions
are recovered, even in the presence of a template with a sharp spatial gradient.
For the other cases we have chosen densities which can be matched without pure
transport. In some instances, i.e. F and D, the gradient descent finds intuitive
matches between the data, while B, C and G struggle to recover the same visual
effect. For these three configurations we find that advection is recovered for some
parts of the image but we do not see a merging effect as before. This may be due
to the gradient method settling in local minima. For instance, in figure 4.3.C it
is more economical to seek an approximately constant velocity field to match
the left-most mode of the template while causing the right-most mode to vanish.

We also comment on the role of 0 which we recall acts as a penalisation
parameter for advection term. In figure 4.3 the two terms in (4.55) are weighted
equally. Figure 4.4 uses the same data as in figure 4.3, albeit with =2 = 105.
We observe similar results as before with the exception of B and C. Adjusting
the value of the penalty parameter allows the gradient method to recover, with
moderate success, some of the density merging behaviour observed previously.
With a more complete theoretical understanding of the space-time gradient
descent method, and more expertise in numerical optimisation, we can begin to
carry out more careful parameter studies for o. This is deferred to future work.
We also present some results for d = 2 in figure 4.5 and 4.6 for different values
of 0. These took only 9 minutes to compute as we quickly observe some error
stagnation here earlier on than for the d = 1 case and therefore simply exit the
optimisation procedure more quickly. In the spatial dimension, h = 0.025 and
extruded in time with 15 subdivisions. The observations are similar to those in
the one-dimensional case. We comment on a few of these. For transport-type
problems (the first and third rows of figure 4.5 and 4.6), the parameter o does
not change the nature of the solutions, albeit smearing out the smooth data in
the first row when the penalty parameter is low. This behaviour is not present
for discontinuous data which we attribute the flow being almost grid-aligned
and constant in time. o does not appear to alter the merging effect in the
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FIGURE 4.3: Results for the outer problem for various template and target pairs
in one dimension. The vertical dimension is time and the horizontal dimension is
space, so the north and south faces of the domain represent the target and template,
respectively. Here we have taken =2 = 1.

FIGURE 4.4: Results for the outer problem for various template and target pairs in
one dimension with the same template and target densities as in figure 4.4. Here
we have taken 0~2 = 10° thereby forcing the algorithm to seek more diffeomorphic

geodesics.
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example provided in the second row of the figures, though overall the intensity
values are lower whenever ¢ = 1. Again this can be explained by advection
being enforced to a lesser extent, but not changing the direction of the velocity
field. Lastly are the fourth and fifth rows where we truly see the influence of
0. When o = 1 in figure 4.5, very little advection is observed and the motion
between the template and the target can be viewed as a simple "fading in/out"
effect. In figure 4.6, however, we see some interesting results showing more
meaningful (qualitatively speaking), geodesics between the images. Although
these results are still of a toy problem nature they show clear promise for our
approach. These results can be generated in less than 24 hours on standard
consumer hardware (without using any preconditioning whatsoever). One may
therefore conjecture that, with the built-in parallelism and high-performance
support in Firedrake [191] we may be able to take this method further and
generate geodesic between high resolution images.

FIGURE 4.5: Results for the outer problem for various template and target pairs in two
dimensions for 0= = 1. Each row shows the evolution at time ¢ = 0,0.25,0.5,0.75, 1.
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FIGURE 4.6: Results for the outer problem for various template and target pairs in
two dimensions for 0=2 = 10° to seek more diffeomorphic geodesics. Each row shows
the evolution at time ¢ = 0,0.25,0.5,0.75, 1.

4.3 SUMMARY

This chapter successfully casts the metamorphosis in a variational Hilbertian
space-time setting. The variational setting introduced in section 4.1 provides a
novel framework to study weakly space-time differentiable geodesics for meta-
morphosis. We identified, in various ways, three formulations of the so-called
inner problem with different interpretations of the advective operator b - V.
A primal formulation in section 4.1.2 and two dual formulations in section
4.1.3 for L? images. From the vantage points of a least-squared variational
setting and theory of Friedrich systems we derived deep theoretical results for
the inner problem in section 4.1 which essentially reinterprets what is assumed
to hold for most elliptic problems (continuity, coercivity, trace theorems) in the
least-squared advection setting. Based on this we presented a simple conforming
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finite element method. The dual formulations cast the geodesic equations in
the discontinuous Petrov-Galerkin framework. We also paved the way towards
the design of a Fortin operator for our mixed method. Finally we showed a
way to solve the inverse problem to find a suitable velocity field u.

There are many open problems and options yet to be explored for space-time
metamorphosis. The main theoretical challenges for the inner problem is show-
ing a regularity result akin to the usual elliptic regularity for H' variational
problems. Second to show the existence of a Fortin operator for the discrete
DPG formulation. Ideally, the order of the polynomials determined in (4.53)
would open up the possibility to use static condensation for the system and
greatly reduce the computational load of the inner problem see e.g. [193]
for an example of this. The DPG formulation also highlights the need for a
non-smooth optimiser as a result of the discontinuous functions inherent in
the system. In addition, preconditioning of any of the discrete formulations
presented above would also help in accomplishing this task. For instance, [5]
offers some insights into preconditioning for a space-time wave equation and
offers excellent numerical evidence that might be useful in this endeavour.
Space-time adaptivity could also be explored in order to resolve details of im-
ages represented as finite element functions, in which case one would dispense
with the quasi-uniformity assumption that we presented in chapter 2. Based
on our numerical experiments in 2D the combination of preconditioning, static
condensation techniques and more bespoke numerical optimisers can lead to a
powerful method on par with contemporary methods.

The outer problem also presents some possibilities for future work. In this
project we have chosen to treat the outer problem with a discretise-then-
optimise approach because of the availability of the seamless adjoint framework
in Firedrake. Another approach that was attempted was to derive the Euler-
Lagrange equations for the "full" metamorphosis problem (also called EPDiff
in the literature) to solve for u, I and z simultaneously, and then discretise
this nonlinear system of equations. A Newton method could then be applied
for this system, some work has been done previously in this area for LDDMM
[123]. Also, the work [238] establishes a fast algorithm for computing finite-
dimensional velocity fields which could be used in conjunction with the inner
problem formulations above. This may be morally similar to discretising the
velocity field using finite elements but we simply mention this as a possible
avenue owing to the numerical evidence in support of the authors” work. Finally,
a Bayesian inverse formulation is also yet to be explored. Formally one could
define a distribution p over the space V' of velocity fields by:

p(u) = elo o uehv+o=2b-Veillf g dt (4.56)

subject to the boundary conditions for the image ¢. Letting p denote the
likelihood of a candidate v and define a prior on the function space V' we can -
formally speaking - reason about a mazimum likelihood strategy for (4.56) see
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e.g. [65, 67, 66] for an illustration of this idea and [211, 71, 72| for the theory
behind these.
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CHAPTER 5

SELECTIVE METAMORPHOSIS

In this chapter we present the results of a project initially conducted in col-
laboration with Dr. Alexis Arnaudon. This generated a conference paper [37],
presented at Geometric Science of Information 2019 in Toulouse which forms
the basis of this chapter.

Remark 90 (Attribution). The new ideas presented in section 5.1.2 were
generated by both authors, the technical results done by the author. The imple-
mentation of the forward problems in section 5.1 are the work of Dr. Arnaudon,
whereas the implementation of those presented in section 5.1.2 was carried out
wn collaboration. The algorithm and implementation thereof in section 5.2 were
done by the author. The two ideas represented by (5.19) in section 5.3 were a
collaborate effort, although the computations in this section were carried out by
the author.

Chapter 3 presented a framework for curve matching where the target is approx-
imated in the orbit of a subgroup of diffeomorphisms. Next, chapter 4 presented
the metamorphosis metric on image space which allowed for transgression of
the diffeomorphic constraint by allowing for intensity changes. The choice of
metric clearly depends on the application and the data. Purely diffeomorphic
matching is ill-suited for modelling certain growth phenomena. This chapter
considers the question: what if the application calls for a more granular ap-
proach in the sense that we request a diffeomorphic evolution on certain parts
of the shape while allowing for growth in other parts? This chapter presents a
framework which, in some sense, interpolates between the frameworks used in
chapter 3 and 4 which we call selective metamorphosis. Here we focus mainly
on modelling aspects using landmark data and how making changes to the
classical framework of metamorphosis lead to new insights.

5.1 LANDMARKS

We recall that a set of landmarks is a finite point cloud in R? typically repre-
senting locations of particular interest sampled from some higher-dimensional
shape space. To set up the notation we present some preliminaries here and
describe the classic LDDMM and metamorphosis frameworks in section 5.1.1
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before selective metamorphosis in section 5.1.2.

We let V = L?([0,1], V) denote the space for our time-dependent velocities u
such that u; € V < C5(Q,R?), where Q@ C R, k > 2, d = 2 is a connected set.
In this chapter, || - ||ge denotes the standard Euclidean norm.

Definition 91 (Reproducing Kernel Hilbert Space [234, Chapter 9]). Let
X — L*Q,R"), Q C R? be a Hilbert space where with the isometry map
denoted Kx : X* — X. X 1s a reproducing kernel Hilbert space if the point
evaluation Dirac 8, on X defined by d,v = v(x) is a bounded linear map i.e.
forallve X and z € €):

(8z|v)x+, x S lvllx-
As a result there exists, for every x € Q, an element K, € X such that
(6x‘v)X*,X - <KI7U>X' (51)

Now letting v = K, we define the function Kx : Q x 2 — R" called the kernel
of X by Ky(x) = (8,|Ky)x+ x = (K, Ky)x = Kx(x,y) and is related to the

wsometry map in the following way when a € R™:
Kx(z,y)a = Kx(ad,)(z). (5.2)
This is easily seen by using (5.1):

(ady|Ky)x+, x = (Kx(ad,), Kz)x
= (aKx(8y), Ku)x
= (aK,, K;)x
= Kx(z,y)a.

Equipped with this definition we denote by Ly : V' — L%(Q, R%) the symmetric
operator generating V' which for all u € V satisfies the following:

HUH%/ = <LVU7 u>2d,Qa

<Ua U>2d,9 N <LVU, U>2d,ﬂ,

with an associated inverse described by the kernel K. It will be useful to
define an inverse Ly = K;' of the isometry map Ly : V — V* taking values in
V* via Ly and the representation theorem:

(£VU|U)X*,X = <LVUaU>2d,Q-

This is also known as the Friedrich’s extension [234, Theorem 9.8] of Ly .

As usual the one-parameter curve of velocities ¢ — u; induces a curve ¢t — ¢,
on a subgroup Diffy (2) of diffeomorphisms [11] via the equation:

Sbt = Ut O Py, Yo = id. (53)

129



CHAPTER 5. SELECTIVE METAMORPHOSIS 5.1. LANDMARKS

In this section we are concerned with landmarks so we shall use bold variables
to ease notation. That is, we use q; to denote a collection of positions of M
landmarks {¢i}}, at time ¢, with ¢! € R, d = 2. When the time index is
omitted q refers to the one-parameter family of landmark positions. Further,
when ¢; is a diffeomorphism we understand the action of ; on g = {¢*}M,,
g' € R? as:
_ M
or-g = {9} it

where ¢,.g° = ¢, o g*. We shall also use the notation:

qr = Ut O Q¢

to describe the evolution of the collection of landmarks whereby each landmark
1 =1,...M is governed by

G; = w gy
We also use this notation for operations such as addition and multiplication,
where the operations are understood as component-wise along the landmark
dimension ¢ = 1,..., M. With this we shall throughout this chapter assume
that the kernel Ky is Gaussian and given by the following expression:

2
vy

Ky(x,y) =e 22, (5.4)

where 7 > 0 is a kernel parameter that determines the interaction of the
landmarks. This is easily seen: as 7 — 0, x and y may be closer in the plane
before Ky (x,y) takes values away from zero. Because the kernel is smooth and
induces a diffeomorphism the parameter 7 determines, in a sense, the “size” of
the landmarks.

5.1.1 PRrgevious WORK

Here we describe the classic LDDMM and metamorphosis frameworks on
landmark manifolds. These finite-dimensional objects are convenient for match-
ing experiments and can offer deep insight into new models (in particular in
stochastic landmark and bridge dynamics [205, 7, 8, 6]) since there is no need to
discretise the shape space per se. We refer to [129] for theoretical background,
and [155] for an introduction to implementation of such systems.

For completeness we derive the equation for LDDMM and metamorphosis to
set up the notation. Finally we compare some numerical experiments for these

two frameworks to highlight the goal of the proposed model in the next section.

The LDDMM matching problem between two configurations of landmarks qq
and q; seeks to minimise the following functional:

1 1
5 [l e (5.5
0
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subject to the evolution equation ¢; = u; o q; and the boundary conditions
qo and q;. Letting p; denote the conjugate momentum we can write the
Hamiltonian [224] corresponding to this constrained optimisation problem:

1
1
Hippymm = / <pt,Ut S CIt>RdXM - §HUtH%/dt’
0

where (h, g)paxu = SM (h', g)ga. Differentiating Hyppa with respect to an
arbitrary variation in the velocity field gives us the familiar equation:

(Lyug, v)gaq = (Pt, V0 Qe)paxnr, Yv € V.

Using the properties of the RKHS this variational equation has an explicit
solution in terms of p; and q;. These equations above are actually those for
measure metamorphosis [129, Section 6.1| as landmarks can be lifted to V* by
the delta function and we write the right-hand (p;, v o q;)graxm as a function:

M
e b (@) (a),
=1

where 8,(z) equals 1 when z = y and is otherwise 0. Using L;;' = Ky we can
write Hamilton’s equations as follows where we seek u € V and p; = {pi}M,,
a: = {¢ M, ¢,pi € R¢ for t € [0,1]:

M
u(g) =Y Kv(g,q)pl, j=1,...,M, (5.6a)
i=1
p: = —Vu, oqp, (5.6Db)
Cit = Ut O q¢.- (56C)

subject the boundary conditions qo and q;. The motion of p; and q; are
computed from functional derivatives of Hyppumy With respect to variations in
q: and py, respectively. The kinetic energy is therefore also given by the kernel:

M M

el =D Kvlal, dl)pi - pl.

i=1 j=1

Since Ky is usually a parameter as given by (5.4) the motion of the landmarks
is fully described by q; and p;.

The metamorphosis version of landmark motion introduces a so-called template
variable n, = {ni}}, such that the deformation of a set of landmarks is written
as the composition of the landmark position q; and a template velocity z;:

ar = Pt-My, (5.7a)
Zi = Pr.1y, (5.7b)
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so the governing equation for q; becomes:

d: = u(qe) + 2. (5.8)

The template velocity measures the intensity changes in the coordinate q; that
is not brought on by the infinitesimal change w; in the diffeomorphism ¢;. Given
the same boundary conditions as before we solve the landmark metamorphosis
problem by minimisation of the following functional in u and z:

1! -
2 =20 %2
AL S FH (5.9
=1

where o is a scalar acting as a penalisation parameter for the amount of
metamorphic action z on the motion of q. The associated Hamiltonian is then:

) M
1 2 1 -2 21|12
Hyv = /0 <Pt,Ut °q: + Zt>]RdXM - §||Ut||v “ 9 ;0 HZtHRd dt.

Differentiation of this with respect to a variation in the intensity field z; yields:
Zy = 02pta

resulting in the Hamiltonian system where we seek u € V and p; = {pi f‘i L
a = {1, qi,p, € R% for t € [0,1]:

M

u(g) =Y Kv(g,q)pl, j=1,...,M, (5.10a)
i=1

p; = —Vu, o qpy, (5.10Db)

Cit =Uo0qs + O'2pt. (510C>

Note that the velocities u; above are defined everywhere on 2 but need only
be evaluated on the landmarks to compute the dynamics. We recall that the
LDDMM landmark equations can therefore be thought of as a formal limit of
metamorphosis when o vanishes so the penalty for violating a diffeomorphic
match is infinite.

For simplicity we discretise the time derivatives in (5.6) and (5.10) with a

forward Euler scheme. Time is discretised into 7" time steps t € [0,1 ..., T —1]
of size At = T—1. We therefore approximate the time derivatives of p and q as
follows:

. Pt+1 — Pt

Pt At )

oo Qe+l — Qe

q; =~ N

Since the kernel Ky is given explicitly by (5.4) we do not need to discretise Ly
as in chapter 3. This approximation will be used throughout this chapter. To
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approximate the time-discrete Hamiltonian systems above we apply a shooting
method, where we replace the end-point condition q; with a guess for pgy, and
iteratively update pg until the mismatch between the landmarks at time ¢t = 1
and the prescribed locations of q; below a certain tolerance measured in the
Euclidean norm. We use 7" := 100 and carry out a maximum of 5000 shooting
iterations allowing us to compute geodesics in roughly 5 minutes depending
on the nature of the template and target. As in the previous chapters we
use a 2014 MacBook Pro with a 2.5GHz Intel Core i7 processor and 16GB of
1600MHz DDR3 RAM to run our simulations. When replacing the endpoint
conditions for the systems (5.6) and (5.10) with an initial condition we refer to
these as forward systems. In practice, the updates to the initial momentum are
computed using automatically generated adjoint equations using the automatic
differentiation package Theano [215] (we use version 1.0.2) and they are there-
fore omitted here. The landmark equations are solved extremely efficiently as
they are simple ODEs in space and only require the gradient of the velocity
field and no other derivatives (time is approximated by forward Euler). The
Theano back-end carries out execution speed optimisations by compiling parts
of the symbolic code into executable code, allowing Theano programmes to
be potentially faster than pure Python. We can simply write down symbolic
expressions of the forward systems and minimise the mismatch as a function py,
see e.g. [156, 155] for more examples and a discussion of deep learning libraries
for differential geometry. The authors also argue the case for GPU acceleration
and scalability of this approach for solving shape matching problems.

Although diffeomorphic (LDDMM) paths always exist for landmark problems
[119] it can be challenging to realise certain matchings numerically depend-
ing on the template and target. The conditioning of certain problems can
be degenerate and it is evidenced that problems where geodesics approach
intersection yield large kinetic energies and spurious geodesics that do not
contribute to an intuitive matching. A comparison of the LDDMM and meta-
morphosis frameworks can be seen in figure 5.1 where we carry out matchings
between sets of landmarks in R, A template set of landmarks (marked with
dots) are matched to their targets (crosses). The geodesic paths are marked
with lines between. In the top two panels the template and the target is
chosen to be aligned with the y-axis, and we impose a correspondence so the
geodesics must "invert" the order of the landmarks. The metamorphosis model
clearly recovers the symmetry implied by the template and target, while the
LDDMM framework struggles to align with the target. The same applies to
two bottom panels where we match a template on the unit circle to a target in
the shape of the number 8. The metamorphosis matching is able to overlap
the right and left-most points to the origin, while keeping the other points
stationary. The overlap at the origin is almost attained for LDDMM at the
cost of spurious geodesics that cause even the points that should be stationary
to move. To summarise, the diffeomorphic nature makes it impossible for the
landmarks to cross at the origin. For metamorphosis, equation (5.10c¢) explains
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LANDMARKS

how the momentum p; (or equivalently, the intensity variable z;) can account
for violations of the diffeomorphic orbit implied by the ¢; implied by the velocity.
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F1GURE 5.1: Landmark matching in the plane with diffeomorphic and metamorphic
models. Left column: inexact purely diffeomorphic matches. Right column: the same
matches where we have applied metamorphosis. These simulations were done for
landmarks with a kernel size 7 = 0.7 over 100 timesteps.

The aim of the next section is to investigate a meaningful "interpolation"
between these two approaches. The o parameter in the metamorphosis model
controls, at least formally, how far the geodesics can deviate from those of
LDDMM. In this chapter, we modify metamorphosis to include a spatially
dependent control parameter x — v(x) instead of 02 in order to selectively
allow non-diffeomorphic (metamorphic) matching in parts of the domain. For
v = o2 our theory recovers the standard metamorphosis model. However, with
a localised control penalty, we can selectively introduce metamorphosis and
model local topological effects such as growth phenomena. The key observation
here is to observe that metamorphosis does not subsume LDDMM. Indeed,
since z = o?p; means metamorphosis cannot result in purely diffeomorphic
matching - if z vanishes then so does the momentum in which case the template
does not move. By allowing spatial control over o we may combine these two
notions. The difficulty of this problem is now to infer the function v without
prior knowledge of the location of the topological effects. This problem is
similar to the one treated in [6], where such functions were parameterising
the randomness in LDDMM matching of shapes. We will use a Markov chain
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Monte Carlo (MCMC) [67] approach to infer appropriate functions v, such
that the topological effects are well described and a large part of the matching
remains diffeomorphic.

5.1.2 SELECTIVE LANDMARK METAMORPHOSIS

We can now extend the metamorphosis setting to be able to locally control
the amount of non-diffeomorphic evolution. For this, we introduce a function
v : R? — R replacing the parameter o2 such that v(z) = o2 corresponds to
the classic landmark metamorphosis. We now seek minimisers of the following
energy:

1 ! 2 1 i (]2
— w3 + E —|| 27 ||7a dt, 5.11
9 /0 H tHV = V(q;)H t”]Rd ( )

subject to the reconstruction equation (5.8) and the boundary conditions qqg
and q;. As before this leads to the relation:

Z=v(g)p, i=1,...,M. (5.12)

So even as v — 0 on, say, an open set w € () containing a landmark, we may
describe diffeomorphic deformation (i.e. non-zero momentum) while curtailing
metamorphic deformation on this set. Knowing this we can eliminate the
template variable z, and write an equivalent energy without the singularity as
v vanishes:

1 ! = % %
3 | el + Y e il e (5.13)
0 i=1

The problem defined by (5.13) yields the following Hamiltonian equations
for selective metamorphosis for landmarks where again we seek u € V and

Pt = {pi}zj\ila qi = {qz ij\ila qz7p; € Rd fOI‘ t S [07 1]

M

i=1
i ==Vul oqp = V@)l G=1... .M (5.14b)
q: = ur o q¢ + V() P, (5.14c)

with qo, q; fixed. The landmark dynamics follow standard LDDMM trajectories
as v(x) vanishes in parts of the domain.

Figure 5.2 shows the geodesics (5.14) for the previous problem instances in
figure 5.1. Here we have taken v to be a Gaussian with mode at the ori-
gin with isotropic covariance 0.21, where [ is the identity matrix. Selective
metamorphosis has the advantage of only violating the diffeomorphic property
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FI1GURE 5.2: This figure shows how a carefully chosen spatially dependent parameter
v can recover the metamorphosis geodesics in figure 5.1. The dot at the origin
highlights the mode of the Gaussian function v (with a covariance of 0.21).

where needed in along the matching which, for these problems, is near the origin.

The aim now is to pose a Bayesian inverse problem to determine v since
we usually have no a priori knowledge of where in the domain we require
metamorphic evolution e.g. due to intersecting geodesics. This is useful also as
a diagnostic tool since inspection of the kinetic energy as a function of, say, a
family of candidate functions v. As we provide numerical evidence later on,
this provides, at least formally, an estimate of whether one such candidate is
accurately representing where in the domain we are likely to encounter non-
diffeomorphic paths. We return to this in section 5.2. This section concludes
with a theoretical result before we extend the landmark equations above to
image data.

Theorem 92. Let v be such that for all x € Q, 0 < vy < v(z) < o2

for some 0 < vy and 0 < o*. Then there exists a minimiser (u,q,w) €

V x HY([0, 1], R>*M) x L2([0, 1], R>*M) of (5.13) admissible to (5.14c).

Proof. The functional in (5.13) is not convex so we work with a reformulation to
ensure lower semi-continuity. Define a variable w} = /v(q!)p; in the problem:

inf / |rutuv+2|rwtuﬁddt

qGHl([O 1] RdxM
weL2([0,1], RdXM)

Qe = we(qe) + v/ v(qy)wy
Jo, 91 ﬁxed

First, note that owing to the constraint equation we cannot always find a q for
arbitrary pairs of (u, w). For any continuous curve (e.g. linear landmark-wise
interpolation) q between qq and q; any u we define w implicitly by the following
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di—ut(q)) A i’ i=1

operator (¢, u;) — LELL 2 g,
p (Qt t) \/qu) t
operator is clearly bounded:

..., M. Given our assumptions this

_uto

. q qi _ .
lwili2e = 122 20 < vt (ilZe + lell? )
Voqt

From this fact we can say that any minimising sequence (uk,qk,wk)kzo to
the functional in the reformulation above is bounded and is admissible to
(5.15). We show that the reformulated constraint equation is continuous
with respect to the weak topology on V x H([0,1],V) x L?([0,1],R™*M) i.e.

e(qf, wh, uf) — e(qs, wy, u;) where e(q, w, u) 2 4 —u(q) — /v(q)w. Then,
< V(qt)wt - V(qf)wf7 ¢> 5 Vinf<wt - Wf’ ¢> — 0’ \qub € LQ([Ov 1]7 RdXM) :
Further, for ¢ € L*([0,1], V),

(ue(ar) — ur(ay), ¢) = (uelae) — ug (), @) + (uy(ae) — u'(ar), 9).

The first term vanishes trivially, while for the second we see

(u (ar) — ur (), @) < Lip(us){ae — az, ¢) — 0

Linear operators such as the time derivative are naturally compatible with the
weak topology, so q — q is weakly continuous. Passing to subsequences where
necessary we can by classic results extract bounded subsequences converging to
weak limits where necessary to obtain a minimiser. Convexity of the functional
above implies weak lower semi-continuity concluding the proof. O]

Theorem 93. Assume v € W>%(Q) and V is embedded in C5(Q), k > 2 (con-
tinuous functions with continuous derivatives to order k vanishing at infinity).
Given po, qo, € R>M | (5.14) with (5.4) there exists a ty > 0 such that are these
are integrable on [0, ).

Proof. Establishing appropriate Lipschitz conditions implies integrability of the
system akin to [65, Theorem 5]. We note that the kernel in (5.4) is Lipschitz
in (ps, ¢;) by assumption, so the composition (p, q) — u o ¢ is also Lipschitz.
u(q) — Vu(q)? consider v, w € V and z, y € R%:

0,0 (5.15)

so the mapping is Lipschitz in both the position and velocity. Given the
conditions on v the mappings

IVo(z) = Vw@)loe S llvllvile = ylloa + llv = wllvily

(¢, p) = v(g)p
(4, p) = Vv(q)|Iplla

are globally Lipschitz in ¢ by assumption and || - |2, is locally Lipschitz.
Consequently we verify that for any (pg, qo) € R>M x R™>*M | the system
(5.14) is locally Lipschitz. This implies that there exists a ty > 0 for which we
can integrate the system (5.14). O

(5.16)
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Since we have no a priori control of the growth on ||p||%, in (5.16) we cannot
state a global Lipschitz result. Appealing to conservation of the Hamiltonian
does not imply boundedness of ||p[|z, since this condition only bounds the
velocity field.

Finally, the numerical results for selective metamorphosis depend on the nature
of v. It is subject of future research to analyse how the complexity and
numerical conditioning of the system (5.14) is affected by the choice of v and
the landmark configurations.

5.2 BAYESIAN FRAMEWORK

We now place a stochastic model on v and use the functional (5.11) as a measure
of the fitness, or likelihood of such candidate controls. The aim is to solve
the Bayesian inverse problem [211] of inferring the support of v i.e. where in
the domain growth phenomena is likely to occur. The shooting system (5.14)
therefore affords a convenient way of computing the geodesics to asses the
magnitude of (5.11). See also [65, 199, 3, 4] for similar Bayesian approaches in
computational anatomy. We remark that we could have considered the function
v as part of the variational problem in section 5.1.2 and enlarged the state in
the shooting procedure. However, because the functional (5.11) is not a priori
convex for arbitrary v we may find several extrema corresponding to different
values of the control. Because of the implied non-uniqueness we consider it a
better option to take v as a fixed quantity in the shooting and solve a sequence
of shooting problems given by an iterative Bayesian model such as MCMC.
Apart from the practical aspects of having a smaller system for numerical
shooting the non-uniqueness also implies a level of qualitative consideration for
what is a fitting control variable v. As such, finding a distribution of candidates
v is more appropriate, see. e.g. [71, Example 4.1].

Formally speaking Bayes’ rule states that the posterior distribution is pro-
portional to the likelihood times the prior and provides the foundation for a
Metropolis-Hastings algorithm [121, 169]. In the context of Gaussian measures
over function space the likelihood is appropriately described the Radon-Nikodym
derivative of the posterior with respect to the prior. The aim is not to provide
a fully-fledged analysis of function space MCMC applied to the inverse problem
above and instead refer the interested reader to [71, 67|. To avoid probability
measures defined over function space we assume a finite-dimensional parame-
terisation of v in that we assume that all candidate functions v are the sum of
N, Gaussian functions:

Ny

v(z) = Z =% ol (5.17)

J=1

centred at ¢; € R? j = 1,...,N, and with a priori fixed length-scales
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a= {aj}j-vz”l. Indeed, the results in figure 5.2 correspond to taking N, = 1 and
a; = 0.2 in (5.17) with ¢; at the origin. Functions satisfying this parameterisa-
tion adhere to the conditions of theorem 92 and 93.

Returning to Bayes’ rule we need some additional notation to define a prior on
the space of controls. For any a let:

Ny

-2
Za={vlu(e) =Y e 10, ¢ e RY

J=1

define the space of functions on the form (5.17). It then makes sense to talk
about points in =, identified by ¢ = {cj}évz”l € R™Nv and we denote by v,
the point in =, whose coefficients in (5.17) are c. The prior can therefore be
specified as a probability distribution over R¥"»_ Before making this precise
we define the likelihood associated with a point in =,.

For any point v. € Z, we can compute solutions q(c), p(c), u(c) to (5.14) via
(5.17) and theorem 93. These solutions define a density p(c) on the space =,
proportional to the energy (5.13) associated with its geodesics i.e.

p(c) oc e = ¢ Jo @I+, velai(@NIbi(@)2g at (5.18)
We call this the likelihood given c. It is easy to see that the log-likelihood
(sometimes called the potential in the literature) is precisely given, up to a
sign, by (5.18). We do not attempt to prove existence of maximum likehood

estimators and readers are advised to consult [211, Theorem 5.4] and [72| for
the relevant theory.

In light of the density (5.18) and the characterisation (5.17) we now wish to
define a suitable prior measure over R>*»_ Our intuition from the previous
sections tells us that the mode of the Gaussians defining v should be in the
neighbourhood of singularities and we would like our prior to reflect this. To
validate this intuition we first take N, = 1 and a; = 0.2 in the definition of
(5.17) and then compute the forward equations (5.14) to plot the value of the
energy functional (5.11) as a function of the centroid ¢;. Figure 5.3 shows this
where ¢; takes values on a grid in the neighbourhood of the template and target
providing a heatmap indicating where we should place the mode of v to obtain
the lowest value of (5.11). An interesting feature is observed for both these
examples that were not anticipated. A bimodality appears (i.e. two “wells”)
on these heatmaps. This means that it is cheaper in sense of (5.11) to place
a single centroid slightly away from the origin rather than on top of it as our
intuition alluded to in the previous section. We can explain this feature by
noting that the mode of v in (5.17) may be such that placing the support of
the mode at the origin is too costly (second term in (5.11)) when compared to
the purely diffeomorphic energy (first term in (5.11)). It may therefore make
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sense to misalign one such centroid away from the origin.
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FIGURE 5.3: Heatmap of (5.11) as a function of the position of a single centroid
c1 for a; = 0.2 for the template and target pairs seen in figure 5.2. We see that
the functional is minimised near the origin. Here we have used Gaussian kernel of
variance 7 = 0.5 cf. (5.4), 100 timesteps from ¢ = 0 to t = 1, and a metamorphosis
kernel of variance 0.2.

Our prior distribution should therefore lead to an exploration of the domain
2 leading to minimisers of the energy (5.11) starting with some initial guess
co € RN and will be a simple Gaussian random walk in  described later on.

We are now equipped with the ingredients to describe an MCMC algorithm of
the preconditioned Crank-Nicholson (pCN) variety [120, Algorithm 1] which is
an improvement on the standard random walk Metropolis-Hastings algorithm
(RWMH) . The aim is not to prove a law of large numbers or a limit theorem
similar to e.g. [120, Section 4], but to describe a simple algorithm to generate
a sequence of posterior densities that formally tend towards a minimiser of
(5.11). When ¢’ is a new proposal and ¢’ the current state we can define an

acceptance probability by:
—d_,
[ C

),

where @ is defined in (5.18). This has the usual advantage that the normalising
constant for the posterior need not be computed. Summarising these results
we describe a pCN in algorithm 2 using the following notation:

min(1, =

e N, : number of iterations of the algorithm,

Cinit : @ collection of N, points in R? representing an initial guess for the
centroids,

p € (0,1]: a parameter (on which we elaborate later) that is tuned such
that the acceptance rate in the range 0.5 — 0.8,

®.: measures the potential of ¢ by (5.18),
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e .. measures the maximum distance the proposal can move away from the
template and target.

The difference between pCN and RWMH lies in the coefficient 8 which scales
between the previous sample and the new step € and chosen according to [120].
This needs to be calibrated as a too low value may increase the acceptance rate
by taking shorter steps at the cost of slow exploration of the state space. Con-
versely, a too high value of § results in lower acceptance and thus convergence.

Algorithm 2 pCN for selective metamorphosis

procedure PCNSM(Niter, Cinit, do, d1, 5, ¢)
73«0
¢/ ¢ Cinit
Solve (5.14) with v and qg, q; to obtain ®;
while j < Ny, do
Sample a point £ € N(0,1)
c+ /1 —p2cd + B¢
Solve (5.14) with v, and qo, q; to obtain @,
A <= random number in [0, 1]
if A < min(1, e®<~®) and max{dist(c, qp), dist(c,q;)}< ¢ then
¢tc // accept
else
¢! // reject
je g+l
return {c/},

We have applied algorithm 2 to the previous template and target landmark
configurations from figure 5.2. The pCN results for the inverted landmarks
example are depicted in figure 5.4. First we notice that the results in the top
panels are clearly aligned with our intuition from figure 5.3, so the prior that
we have chosen (a random walk in the plane) explores the state space and
provide a sample distribution for the centroid placement. We can also say that
the autocorrelation quickly decreases as our sample size increases, although we
do not experience convergence. These preliminary results demonstrate that for
even a small number of samples the density of accepted samples corresponds at
least heuristically to the analytical density histogram obtained by computing
the value of the metamorphosis functional in (5.13).

We arrive at the same conclusion for the second example (right panel in figure
5.2) which was conducted to investigate how the presence of multiple centroids
would interact. The results are shown in figure (5.5). From the top panels
we see that both centroids are centered around the middle origin, and in
combination with the histogram shown in the middle panel we can conclude
that the random walk is able to find minimisers of the energy. The bottom
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FI1GURE 5.4: pCN results for the configuration in the left panel of figure 5.1.

Top, left to right: a heatmap of the exploration by algorithm 2 of the space € i.e.
sampled positions of a centroid, a histogram indicating the number of evaluations of
the selective metamorphosis functional at different values.

Bottom, left to right: a sample autocorrelation plot as a function of the distance (lag)
between the samples. An example of the geodesics for q resulting from a centroid
being placed near the origin. Here, 7 = 0.7, N, =1, § = 0.2, a1 = 0.2, M = 10,
Niger = 5000.
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FIGURE 5.5: pCN results for the configuration in the right panel of figure 5.1.

Top: heatmaps of the exploration by algorithm 2 of the space 2 for two centroids.
Middle, left to right: a histogram indicating the number of evaluations of the selective
metamorphosis functional at different values, a sample autocorrelation plot as a
function of the distance (lag) between the samples.

Bottom: an example of the geodesics for q resulting from two centroids being placed
near the origin attaining the lowest energy. Here, 7 = 0.7, N, = 2, = 0.2,
ay) = ag = 0.2, M = 10, Niter = 5000.

panel shows the geodesics for one such minimiser, where the centroids are
situated near the origin. We also note that the geodesic equations for p and ¢
are time-reversible meaning that the configuration in figure 5.5 corresponds to
both particle collapse as well as hole creation. Finally, we do not believe that
we have enough samples to recognise the bimodality in figure 5.3.

5.3 IMAGES

We now formulate the equations for selective metamorphosis for images. These
are given as functions that reside in a RKHS H with norm || - ||y, also defined
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over 2 C R? with similar notation to that presented in section 5.1. The images
are assumed to grey-scale so H will be a scalar-valued space. We assume that
H is equivalent to a Sobolev space H"(2), r > 1 so by the Sobolev embedding
theorem H"(Q2) — C°(Q) and we know that H forms a Banach algebra. The
full space-time image will occupy H = L?([0,1], H). The equations presented
here are a generalisation of those derived by Richardson and Younes in their
work [194]. The aim is to show how the choice of data (i.e. landmarks, images)
affect the nature of the geodesic equations and, in particular, how these are
much more complicated in the image case. We refer the interested reader to the
reference above as we shall not pursue any rigorous results for the equations
shown here.

In the previous section we introduced control of the degree of metamorphic
deformation given by a function v acting on the landmark positions that are, in
effect, measures. The setting is different for image data, as these are assumed to
be supported everywhere on €2 which leaves us with a modelling choice. Either
we let v act on the underlying field €2, allowing metamorphosis in only certain
parts of €2, resulting in a control similar to that of landmarks. Alternatively,
v may act on the intensity values of the image, allowing metamorphosis only
in a chosen band of intensities. With a localised control, we may selectively
introduce or curtail metamorphosis in an image and model local topological
effects such as growth phenomena. Horizontal metamorphosis shall refer to the
case when v acts on €2, and vertical metamorphosis shall refer to the case when

v acts on the image intensities. Mathematically, this leads to two functionals
St and SV, defined as follows:

1 ! Zt
S = [ lall+ 12 (5.199)

v 1 ! 2
5% =5 | Nullt + |
0

such that the following reconstruction equation is satisfied:

L2, dt, (5.19b)

z
vol;

I +u - VI = 2, (5.20a)
I = ji, (5.20b)

with the image data H 3 j;, | = 1,2. The division by (5.19) is well-defined
by H forming an algebra when v is not identically zero. We shall focus on
horizontal metamorphosis in this paper as we want to model control of the
metamorphosis in spatial locations, although vertical metamorphosis could
provide a useful approach if an application calls for granular control of the
image intensities.

Given images H 2 j;, l = 1,2 and v € H for which there exist vy, > 0 such
that vy < v(x), Vo € €, we now seek a minimiser (u, z, I) € V x H x H of the
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following energy:

I 2 2t 12
o |l + 120 (5.21)
0

such that the reconstruction equations (5.20) are satisfied. To avoid having to
treat spatial derivatives we propose a similar change of variables to [194] to
write PDE in (5.20) as a simple ODE amenable to a shooting procedure. We
therefore define m; = I, o ; so that:

my = Z¢ © Q.

As a result, we can now seek a minimiser (u, z, m) € V x H x H of the action:

1
1 2t
| gl + 12
subject to:

My = 24 © 4, (5.22a)
my=7j0¢p, [=01, (5.22b)

and as usual ¢; = u; o ;. The reformulation eliminates the spatial derivative
by explicitly solving for the diffeomorphism ¢; thereby allowing for a fully
Lagrangian method.

We now use Lagrange curves v € H* and A € V* for the constraints, respectively,
and look at critical points of the following quantity:

1
1 Z . )
/ §||ut||%/+||;t||§{+(%|mt—zt090t)H*7H+()\t|S0t—ut080t)v*7vdt- (5.23)
0

Define the operator Dy, : g — g o ¢, and D7, its adjoint and d,u denote
differentiation of u with respect to a variation in w. Let 0, denote a formal
derivative with respect to the diffeomorphism ¢, see [234] for more details.
From (5.23) we obtain the following equations that hold for ¢ € [0, 1] where
we seek u € V, z € H, v € H*, A € V', m € H and such that for all ¢ € [0, 1],
Yt € lef(Q)

(Lyu, du)gig — (A | du o @p)y=y =0 You eV, (5.24a)
d

<%, f)H = (7,162 0 @) et Vore H,  (5.24b)

(5my | Y) e = 0 Vom € H, (5.24c)

A= —=0p(7] 20 0 1 — Op(A | s 0 91 )y v, (5.24d)

Yt = U0 Py, (5.24e)

mt = Zt O Q¢. (524f)
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v is invariant over time by a simple integration by parts, so from now on we
omit its temporal subscript. We can write (5.24b) in a more convenient form:

(Kt [2]

14

oz .
‘ 7)H*,H = (Dtptfyt | 6Z)H*,H

Now assuming that we can write this expression as
2t

(K;I:L [;] | 6Z)H*,H - (VD:;t'Yt | 6Z)H*,H7

so that (with a slight abuse of notation) vD7,~; is considered an element of
H* we get the explicit formula for z; given by:

=V [KH [VD*%%H in sense of H.

We can in fact consider the first term of vD7, 7, as the lifting of v to H* by a
delta function e.g. v — vd, so that the multiplication of this linear form with
D7, v still occupies H*. The same reasoning yields an explicit formula for u,
and (5.24) can be written:

Ut = KVD:;t)\ta (525&)
2= v|Ku[vDL, 2], (5.25b)
Y =0, (5.25¢)
A = —0p(v| 2t 0 )+ — (A w0 r)ve v, (5.25d)
O = U0y, (5.25¢e)
mt = 2t © Yt (525f)

In the section we showed how the order of operators in equation (5.25b) results
in an interesting interaction with the isometry map (and therefore the kernel).
For a discussion of boundary conditions for this system we refer to [194, Section
2].

5.3.1 SINGULAR SOLUTIONS

Similar to the paper [194], we now look at singular solutions of (5.25) in order
to derive an ODE system for images. We begin by developing some intuition
to better understand the RKHS framework for image data. We select M
control points {zx(¢) }+L, defined by zx(t) = ¢¢(2£(0)). These can be thought
of as points in the domain that “store” values of the image which via the
kernel representation of H defines the image everywhere similarly to how the
velocity field u; is defined everywhere. It is important to distinguish this from
landmark data, as the latter is in fact measure-valued. To understand the
RKHS framework in the context of images it is useful to consider a purely
diffeomorphic matching framework. In this case the image intensities do not
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change, so we are only looking for control points {z;(1)}+, that move with a
diffeomorphism ¢, at time ¢ = 1 such that the expression

Iy — I, 0y,

is minimised in some sense e.g. point-wise or L?. As such, the kernel approach
provides a convenient way of representing a diffeomorphism on the whole space
by a finite number of control points. This is precisely expressed by the dy-
namics (5.22) whenever z; = 0, V¢. The metamorphic version now also allows
for intensity changes and therefore considers an evolution of a scalar-valued
object m; which is associated with each control point to be thought of as the
grey-scale value at a certain point in the domain 2.

We therefore select A and 7 of the form:

with:
w(t) = {wp( L, wi(t) € RY,

w’ ={wihil, w]eR.

Notice that w] is time-independent as A = 0. By direct computation, (N duo
) = 224:1 wi(t) - du o xy(t), so:

w(z) = Ky(x, zx(t)) - wp(t). (5.26)

Similarly, (|62 0 ¢;) = S0, w8z o ,(t) which we use in (5.25b) as follows:

M

z(z) =v(z) Yy v(zg(t)w! Ky(z, zgx(t)), (5.27)

ey

To see this we use the expression D;ﬂt = 22421 wZéwk(t):
a(w) = v|Ku [vD}, ]|

=y [KH [v ki wzém(t)(ﬁ)]]

= v(z) Y vien(t))w) Kn(z, (1))

k=1
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Inserting the singular solutions in (5.25d):

Zwk - dp o x4(0 Zwk - Vuyg o @y 0 x(0)0p 0 24(0)
M
=) " wiVz 0,0 24(0)5p 0 24(0)
k=1

so the singular equation for A becomes:
W (t) = —wp(t) - Vg o 2 (t) — wl V2, 0 a4(t)

and using (5.26) and (5.27) we arrive at the forward equations for selective
image metamorphosis:

Wp(t) = =) Vo Kv (), 2;(8))wi(t) - w) (1)

J=1

= > vl () Vi [Kinlan(®), ay()lan®) i, (5.280)

M

= Z Ky (zk(t), z;(t)) - wj(t), (5.28b)

M
my(t) =v(xg(t Zl/ ) Kn(wg(t), 75 (t))w;. (5.28c¢)
7j=1

We take the analysis of these equations no further in this project and instead
comment on future research plans using these equations in a Bayesian setting
akin to that presented for the landmark case in section 5.2.

5.4 SUMMARY

We presented an approach allowing for control over the intensity variation for
metamorphic matching. We analysed the selective metamorphosis problem, the
associated geodesic equations and demonstrated a pCN algorithm inferring a
simple parameterisation of v. This generalises LDDMM and metamorphosis
and could provide a first-order exploratory tool for physicians to see if the
development of a biological feature stems from a few violations of diffeomor-
phic evolution. While we do not attempt to provide any convergence results
(whether of time discretisations or relating to MCMC), we believe our work on
the landmark case and the preliminary calculations in section 5.3 motivates
future work for image data. In particular we believe that the kernel operation
library KeOps' |54] is perfectly suited for the shooting problems in this paper.

I www kernel-operations.io
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See [92] for an application of this framework. KeOps not only provides a con-
venient Python interface for specifying kernel products for the relevant RKHS
we shall use (such as those ubiquitous in the equations in section 5.3), it also
provides seamless graphical processing unit (GPU) acceleration known to be
well-suited to particle methods. Moreover, KeOps also includes an automatic
differentiation engine via PyTorch [187| that automatically formulates and
integrates the adjoint equations under the bonnet thereby making it ideal for
shooting. The main advantage here is therefore that the user need only specify
the forward equations and a loss function i.e. (5.11). This would seamlessly
allow for deeper experiments with a stochastic deformation framework such as
presented in [8].

The stochastic model developed in section 5.2 also requires a rigorous treat-
ment. As mentioned the inverse problem introduced here should be interpreted
through the appropriate theoretical lens of e.g. [211]|. Instead of a simple
parameterisation like (5.17) treating the control as a function could also open
the possibility for discretisation of such a function via a truncated Fourier
series to produce efficient numerical methods. In the same vein we could also
investigate using a Metropolis-adjusted Langevin algorithm [195] instead of the
pCN. This essentially includes gradient information of the log-likelihood into a
stochastic differential equation exploring the state space (which here would be
a suitable function space for v).

Finally, it is our hope that we can extend the probabilistic approach developed
here to encompass classic metamorphosis as well; that is to say, to develop
the necessary theory in order to place a stochastic model on the state space
consisting of velocities and source functions and sample from function space.
This provides a derivative-free method of solving classic metamorphosis (or
other problems in shape analysis) at the expense of interpreting the results
probabilistically.
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CHAPTER 6

CLOSURE

In this thesis we studied the equations of motion associated with shape match-
ing problems using curve, image and landmark data. Our contributions pertain
mainly to theoretical or modelling aspects of these equations, in particular the
study of convergence of finite element methods. This final chapter summarises
our work and highlights several open problems subject to future research.

6.1 SUMMARY

Chapter 2 contained a comprehensive introduction to diffeomorphometry and
how distances on nonlinear shape can be computed via integration of the norm
of tangent linearisations of a group action. These linearisations are vector
fields, and we outlined the main conditions for well-posedness of the geodesics
associated with the distance. Shape matching problems were also shown to
be posed as inverse problems with the forward motion (in time) of the shape
geodesics acting as an observation operator. We compiled several key results
from abstract variational and functional analysis and showed how some of these
can be leveraged in the finite-dimensional setting of finite element methods.

Chapter 3 contributed with a novel discretisation of the geodesic equations
for curve matching. We proved that a nonconforming H? discretisation was
sufficient to prove a Lipschitz property for the existence of a diffeomorphism of
S1. We carefully show that under mild and, importantly, numerically verifiable
conditions we are able to integrate forward the discrete geodesic equations. We
also showed that these converge to their continuous counterparts under mesh
refinement. We investigated the convergence rate using the nonconforming
finite element space with a pathological a priori H~! source term in the form
of the S! integral of the momentum variable times a test function evaluated
on the curve. The limitations to a linear convergence result were traced to
a single term involving the jump of the third derivative of the continuous
velocity variable w;. We provided several numerical examples of the resulting
forward operator easily implemented with most standard finite element software.
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Next, chapter 4 contained a new space-time formulation for potential parallel-
in-time metamorphosis of images. We show that it is natural to cast the
equations of motion in a classical Hilbertian least-square finite element method
framework. Several key theoretical results were provided in this context such
as trace, Poincaré and well-posedness theorems. Convergence of a conforming
discretisation to the least-squared system was evidenced and we demonstrated
that a gradient descent method can provide solutions to the space-time meta-
morphosis problem. We also laid the theoretical foundation for a mixed DPG
method and highlighted the challenges that still remain for a stability proof of
a discrete system.

Finally chapter 5 explored a formal interpolation between LDDMM and meta-
morphosis primarily using landmark data. Some theoretical results were ob-
tained here and an extension to image data was sketched. We presented an
MCMC method that explores the support of the data as a way of characterising
the most areas in which metamorphosis is most likely to occur.

6.2 OPEN PROBLEMS

We suggest several questions to be addressed by future research.

The methods used in chapters 3, 4 and 5 make use of Lipschitz velocities to
generate diffeomorphisms. This common theme therefore deserves a comment
for completeness. At first glance this motivates research into direct discreti-
sation of the Banach space W*°(€). There is, to the best of the author’s
ability, no obvious way of making sense of a discrete analogue of this space
or how to compute its norm. As a consequence, we (and the literature in
general) rely on the Sobolev embedding theorem to select Hilbert spaces V' with
the sought-after Lipschitz properties i.e. V < W1°°(). In most cases the
inclusion is strict, so morally we are not modelling the full space of Lipschitz
velocities that generate diffeomorphism. In other words we are "leaving out"
certain diffeomorphisms that could adequately be applied in shape matching,
so it may make sense to develop methods that allow us to represent the space
Whoo(Q)) without having to rely on embeddings. As mentioned in section 3.2
incorporating [157] into the variational setting here may present a path forward.

Our work on curve matching offers several paths for future research. The H?
nonconforming finite element space f/t‘,ll that we used guaranteed a key Lipschitz
property of its elements while possessing enough inter-elemental regularity in
the form of a weak continuity property. This made it possible to discretise the
6" order operator generating the velocity field. Since the system we analyse
requires the velocity u; as well as its gradient to be Lipschitz, we resorted to a
12" order system. An improvement would be to truly find a C? conforming
finite element space which would correctly provide the Lipschitz property of
both u;, and Vu,. While it is numerically feasible to invert the 12" order
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operator with the element from [231], several proofs will simplify and the
communication of the discretisation will be much clearer. A conforming finite
element space also provides an orthogonality estimate which means the error
analysis conducted in corollary 54 greatly simplifies as well, see e.g. [50] for a
H' example. Naturally, we also seek to improve the error estimate provided
by corollary 54, although we conjecture that the loss of regularity across the
curve is too prohibitive. In [50], a PDE is explicitly solved on the curve to
recover some regularity in this area and a similar approach could be explored
for curves given a suitable conforming finite element space. Aside from the
theoretical details, the next natural step for our research is to solve the in-
verse problem for the momentum and use our forward operator to solve curve
matching problems. As we alluded to, a Bayesian method similar in spirit to
[65] can be applied so the goal is to find a distribution of momentum that, on
average, maps the specified template to a target shape. Another interesting
path to investigate is a more local method using gradient information. Auto-
matic differentiation software (cf. section 4.2.1) already exists in the Firedrake
framework that we used to generate the curve evolution in figure 3.3, so if
we can provide loss function on the manifold of discrete curves this would
constitute an inverse problem solver. From a practical point of view, the target
will be specified as a finite-dimensional set of detector points and a loss given
as a Euclidean distance. There is currently no support for automatic code
(adjoint) generation for the derivative of an arbitrary functional with respect
to point evaluation on the curve, but this is apparently in the Firedrake pipeline.

Parameterisation-independent matching can also be explored. Since the curves
considered here are elements of Emb(S!, RY), the shapes are invariant to diffeo-
morphisms of S'. We could therefore look at choosing Emb(S?, RY)/Diff(S1)
as shape space as in [64, 63] and look at the consequences for this choice both
theoretically and numerically. Finally, we wish to extend our work to surface
matching problems.

While the conforming space-time methods of chapter 4 showed excellent promise,
some challenges remain for the discontinuous methods in section 4.1.3. Roadmap
79 showed that a regularity theorem is shown to be sufficient for surjectivity
of the operator B to obviate assumption 78. We also recall that the design of
optimal test functions or the existence of a Fortin operator would instantly
verify the conditions of theorem 85 and show that a inf-sup condition for the
discrete system is verified. Such a proof would likely be constructive and
therefore provide the local polynomial orders necessary for numerical exper-
iments. We also wish to explore the nascent analytical tools developed in
[224] in the space-time setting to improve the gradient descent algorithm and
our numerical results. The bilinear form in problem 4 is symmetric positive

definite on G (b; £2) so a discrete solution to this problem can be sought via a
Krylov-type method such as the conjugate gradient (CG) method [198]. As
conjectured the conditioning of this system depends heavily on the nature of
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the field b. It may therefore be natural to consider a preconditioning method
taking this into account in a CG loop.

In chapter 5 we discussed the combination of the KeOps library with the
PyTorch autodiff engine which represents a huge step forward in making (selec-
tive) metamorphosis available to users. With the seamless GPU acceleration
advertised by KeOps, high resolution image matching problems could be solved
by users such as domain experts with very little exposure to high performance
computing. An exercise in software engineering is therefore to build a suitable
abstraction of these libraries to facilitate this functionality.

Finally we mention a more philosophical question on metamorphosis that arose
as a consequence of the exploratory modelling in chapter 5. Many resources
have been devoted to constructing smooth diffeomorphisms for shape matching.
In the context of curves such a group is extremely valuable as it preserves the
topology of the shape. Metamorphosis is also a diffeomorphometric framework
although the presence of the z term in e.g. the equation b - V,I = z makes
the transformation between shapes homeomorphic. One may therefore ask
whether it makes sense to model a smooth group of diffeomorphisms if the
model seeks to violate its smoothness by the additive term z. One can answer in
the affirmative if the metamorphosis truly subsumes the geodesics of LDDMM.
What we mean by this is that if the metamorphosis model is able to fully
diffeomorphic i.e. z = 0, then it is in fact a generalisation of LDDMM. However
we see that this is false upon inspection of e.g. the geodesic equations for z = 0:
for selective metamorphosis we recall (5.12) read:

z = v(q))p},

for each landmark ¢ = 1,..., M. As such, p! is forced to zero whenever v is
some positive constant. A zero momentum leads to a zero velocity so the shape
cannot move. To summarise: in the classic metamorphosis framework the only
purely diffeomorphic geodesic is the trivial case when the shape does not move
ie. ¢y =1id, t € [0,1] and the target always equals the template. It therefore
seems much more natural and mathematically elegant to seek homeomorphic
geodesics and then seek to recover diffeomorphic regularity a posteriori. We
conclude by mentioning that the field of optimal transport (OTT) [227] may
provide at least a partial answer. Indeed, several papers address this exact
problem using so-called unbalanced optimal transport where the template and
target are measure-valued objects with possibly different L' norms [57, 164,
161, 25, 93]. See also the PhD thesis of Lénaic Chizat [56]. We believe that the
strong theoretical foundation of OTT as well as the numerical evidence make
this framework the primary candidate in taking forward the metamorphosis
model in favour of the PDE-constrained setting introduced in chapter 4.
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APPENDIX A:

INNER PROBLEM CONVERGENCE RE-
SULTS FOR d = 2

We also construct a test suite for problem 4 where d = 2 similar to what was
done in section 4.1.2.1 for d = 1. A globally continuous piecewise linear finite el-
ement space is used. Note that this finite element space is defined in space-time.

Table A.1 shows three manufactured solutions with convergence rates shown in
table A.2, A.3 and A.4. Here, we use the same setup as in chapter 4 and these
simulations take less than 8 minutes on a 2014 MacBook Pro with a 2.5GHz
Intel Core i7 processor and 16GB of 1600MHz DDR3 RAM. These rates are
also depicted in figure A.1. Similar to the d = 1 case we have added forcing
terms to the bilinear form so the computed solutions match the analytical
ones in table A.1. Again, the solutions in table A.1 are defined up to a linear
function catering for periodicity of the spatial domain.

TABLE A.1: Manufactured solutions to problem 4 where d = 2.

No. I(z, 1) u(z, t)
0 | e B(@030-9-06)*+-030-0-060" | (0.3,0.3)
1 o 2(@—03(1-) 0707 +(y—05)) (0.4,0)
9 o—25((y—0.3(1-)—0.76)*+(2—0.5)%) (0,0.4)

TABLE A.2: Convergence rates for the examples in table A.1.

h=' | L?error Order | Energy error Order | CPU time (s)
5 | 4.0895e-02 - 2.3317e-01 - 0.0677

10 | 2.2204e-02  0.88 9.7651e-02 1.26 0.091

15 | 1.3367e-02  1.25 5.1744e-02 1.57 0.184

20 | 8.7581e-03  1.47 3.1688e-02 1.70 0.645

25 | 6.1231e-03  1.60 2.1277e-02 1.78 1.9852

30 | 4.4968e-03  1.69 1.5222e-02 1.84 5.3470

35 | 3.4307e-03  1.76 1.1406e-02 1.87 1.2873

40 | 2.6977e-03  1.80 8.8536e-03 1.90 2.8791

45 | 2.1737e-03  1.83 7.0653e-03 1.92 6.0720

171



TABLE A.3: Convergence rates for example 1 from table A.1.

h='| L?error  Order | Energy error Order | CPU time (s)
5 | 3.6966e-02 - 2.1786e-01 - 0.048

10 | 2.0623e-02 0.84 8.9662e-02 1.28 0.092

15 | 1.2475e-02 1.24 4.7457e-02 1.57 0.190

20 | 8.183be-03  1.47 2.9032e-02 1.71 0.622

25 | 5.7241e-03  1.60 1.9480e-02 1.79 1.976

30 | 4.2056e-03  1.69 1.3930e-02 1.84 5.508

35 | 3.2102e-03  1.75 1.0436e-02 1.87 13.053

40 | 2.5259e-03  1.80 8.0996e-03 1.90 28.917

45 | 2.0367e-03  1.83 6.4637e-03 1.92 66.384

TABLE A.4: Convergence rates for example 2 from table A.1.

h='| L%*error Order | Energy error Order | CPU time (s)
5 | 3.6966e-02 - 2.1786e-01 - 0.062

10 | 2.0623e-02 0.84 8.9662e-02 1.28 0.118

15 | 1.2475e-02 1.24 4.7457e-02 1.57 0.250

20 | 8.183be-03 1.47 2.9032e-02 1.71 0.822

25 | 5.7241e-03  1.60 1.9480e-02 1.79 2.563

30 | 4.2056e-03  1.69 1.3930e-02 1.84 6.584

35 | 3.2102e-03  1.75 1.0436e-02 1.87 1.680

40 | 2.5259¢e-03  1.80 8.0996e-03 1.90 4.252

45 | 2.0367e-03  1.83 6.4637e-03 1.92 8.924

I—hlle

FIGURE A.1: Convergence as a function of mesh resolution 2 ~! for the examples in
table A.1. Left: L? errors. Right E(b;() errors.
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APPENDIX B:

CONVERGENCE RESULTS FOR THE RO-
BUST XU-WU ELEMENT

[149] describes a general approach to implementation of FEM for advanced
elements such as ‘7,5‘}1 The author of [149], Robert Kirby, carried out the imple-
mentation of f/tﬁll in Firedrake [191, 19, 18, 70| that we use in our simulations.
The simulations below and in chapter 3 have, however, been implemented solely
by the author of this thesis. In addition to the Zenodo entry [237], table B.1
below provides branch and revision information for the packages that comprise
the Firedrake framework. The reader should refer to the previous references for
details of each of these components. The simulations below were run on a 2014
MacBook Pro with a 2.5GHz Intel Core i7 processor and 16GB of 1600MHz
DDR3 RAM.

TABLE B.1: Branch and revision information for the Firedrake components.

Package Branch | Revision
COFFEE master 7224464

FInAT wuxu 0268934
PyOP2 master 99d10ca
fiat toriesz ele3c21
firedrake master b4e9c63
h5py firedrake | 6768237

libspatialindex | master 4768bf3
libsupermesh master 832d3fb

loopy firedrake | b9c84fe
petsc firedrake | 4232e4a
petscdpy firedrake | b735071
pyadjoint master aa8c92b
tsfc wuxu 862e867
ufl wuxu 56ccdac

We verify the Firedrake implementation of V¢ via manufactured solutions to
three tri-Laplacian equations. Similar to Examples 1 and 2 from [231] we
compute discrete solutions to the following problems:

~A*u=0 in 0,17 (B.1)

with boundary conditions given by the exact solution u = exp(7y) sin(7z), and:

173



~A*u=0 inD:=[-1,1*\10,1] x [0, —1], (B.2)
with exact solution u = r%°sin(2.50). Owing to the singularity, v € H3+Y/2(D).
The results for different mesh resolutions can be seen in tables B.2 and B.3.
The convergence rates are aligned with [231]; the solution converges linearly in
the H® norm while the singular solution converges with order 1/2.

TABLE B.2: Convergence results for problem (B.1)

h™t| L?error Order | H' error Order | H?error Order | H?error  Order | CPU time (s)
4 | 4.7406e-02 - 3.3149e-01 - 1.1401e+01 - 1.2895e+-03 - 0.025
8 | 1.6625e-02 1.51 | 1.0572¢-01 1.65 | 4.6464e+00 1.29 | 1.0851e+03 0.25 0.047
16 | 3.8320e-03  2.12 | 2.3924e-02 2.14 | 1.4645e+00 1.67 | 6.9968e+02 0.63 0.050
32 ] 9.3654e-04  2.03 | 5.7993e-03 2.04 | 4.1280e-01  1.83 | 3.9762e+02 0.82 0.163
64 | 2.3363e-04  2.00 | 1.4435e-03 2.01 1.0968e-01  1.91 | 2.1195e+02 0.91 0.652
128 | 5.8605e-05  2.00 | 3.6229e-04 1.99 | 2.8272¢-02 1.96 | 1.0941e+02 0.95 2.890
TABLE B.3: Convergence results for problem (B.2)
h™'| L?error Order | H'error Order | HZ?error Order | H? error  Order | CPU time (s)
4 | 5.0748e-02 - 3.3780e-01 - 3.6276e+00 - 5.4517e+01 - 0.026
8 | 2.7191e-02 0.90 | 1.4243e-01 1.25 | 1.3545e+00 1.42 | 4.1543e+01 0.39 0.025
16 | 1.3709e-02  0.99 | 6.9938e-02 1.03 | 6.0983e-01 1.15 | 3.3153e+01  0.33 0.029
32 | 7.4075e-03  0.89 | 3.3062e-02 1.08 | 2.9160e-01  1.06 | 2.5779e+01 0.36 0.050
64 | 3.9324e-03 0.91 | 1.6324e-02 1.02 1.3826e-01 1.08 | 1.8807e+01  0.45 0.162
128 | 1.8512e-03  1.09 | 7.5369e-03 1.11 | 6.1964e-02  1.16 | 1.3277e+01  0.50 0.652
Table B.4 shows the convergence for the problem:
3 : 2
—A’u=f in|0,1]% (B.3)

with exact solution v = 100z*(1 — z)%y

4,4

TABLE B.4: Convergence results for problem (B.3)

(1 — y)* where f is computed from u.

h=t| L*error Order | H!error Order | H?error Order | H® error Order | CPU time (s)
4 | 9.6591e-05 - 6.5273e-04 - 6.9816e-03 - 1.4920e-01 - 0.033
8 | 1.6192e-05 2.58 | 1.3086e-04 2.32 | 2.0107e-03 1.80 | 8.8160e-02 0.76 0.042
16 | 3.1888¢-06 2.34 | 3.5849¢-05 1.87 | 5.8457e-04 1.78 | 4.7917¢-02  0.88 0.072
32 | 8.6818¢-07 1.88 | 9.8161e-06 1.87 | 1.6294e-04 1.84 | 2.4451e-02 0.97 0.263
64 | 2.2668e-07 1.94 | 2.5321e-06 1.95 | 4.2461e-05 1.94 | 1.2286e-02  0.99 1.053
128 | 5.7406e-08 1.98 | 6.3850e-07 1.99 | 1.0749¢-05 1.98 | 6.1502¢-03  1.00 4.531

Finally, table B.5 shows the same for the following biharmonic problem from
[150] reproduced in (B.4):

—A*u=f in[0,1)%

(B.4)

with homogeneous Dirichlet and Neumann conditions, where f is computed
from the exact solution u = 100(x(1 — x)y(1 — y))?. The finite element space
used here is simply Vj, defined in chapter 3, but without forcing the degrees
of freedom on the boundary to be zero. This space is robust for fourth-order
equations as shown by the convergence rates. Improved L? convergence rates
for this element are, to the best of the author’s knowledge, an open problem.
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TABLE B.5: Convergence results for problem (B.4)

h='| L*error Order | H'error Order | H? error Order | CPU time (s)
8 | 5.4956e-04 - 8.6657e-03 - 4.3903e-01 - 0.072

16 | 1.7601e-04  1.64 | 1.5847e-03 2.45 | 1.3690e-01  1.68 0.094

32 | 4.8253e-05 1.87 | 3.6481e-04 2.12 | 5.6496e-02  1.28 0.229

64 | 1.2317e-05 1.97 | 8.9131e-05 2.03 | 2.6179e-02 1.11 0.842
128 | 3.0887e-06  2.00 | 2.2129e-05 2.01 | 1.2728e-02  1.04 4.440

256 | 7.7188e-07  2.00 | 5.5200e-06  2.00 | 6.2952e-03  1.02 18.400
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APPENDIX C:

TOOLS AND TECHNIQUES FOR ANAL-
YSIS OF NONCONFORMING ELEMENTS

C.1 PROOF SKETCHES OF (3.22a) AND (3.22b)

We reproduce the inequalities for convenience:
el f e S PENfIS K + 1Rk f€H(K)

lellTwllfe S h% Y lwlix wlix € HY(K).
Kek.

These rely mainly on trace-type results and scaling arguments cf. appendix D.

For the first we have:
|K|

115 S IS 4 = K| (LF15 ¢ + k1 )

by the trace theorem and a scaling argument. Rearranging:

K] 7 -
W 1£15e < AN A6 i + LFIE -
K

Now since h?% is proportional to the area of K then:

115 S B2 lo + 113 -
Noticing that ||f||(2)e = le|7!|| fII§.. completes the result.

For the second:

IL/TN5.e = | det B[IL/TIIG e
< | det B| Z |f|? & [42, Lemma 7.5.26]

Keke
< | det B,| Z | det By.| "' A | f1T &
Kek.
el K],
= el FIE
2 [e] [

KekKe

Now since |e]? ~ |K| by the formula for the area of a triangle, multiplying by
le| on both sides yields:

el S D Al

KekKe
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C.2 ERROR ANALYSIS FOR NONCONFORMING P! FINITE ELEMENTS

We demonstrate how to obtain a linear convergence rate for nonconforming P*
finite elements (see |42, Equation 10.3.2]) for a simple Poisson problem in 2
dimensions where the source term is given by a mesh-aligned function. Letting
Q) denote the unit square, and €2, a conforming shape-regular triangulation
thereof and &, its mesh skeleton, and ) denote the subset of &, highlighted in
figure 3.2. Then, for simplicity, we define the functional f by

va(v):/vadx,

where p is a smooth polynomial defined on (). In this way f is a similar object
to the sources terms observed in (3.6b) and (3.11b). The variational system
we will study here is:

(Vu, Voloa = f(v), Vv € Hy(Q). (C.1)

which corresponds to the strong form equation:

—Au=0 inQ\Q, (C.2a)
u=0 on Jf, (C.2b)
[Vu] =p onQ@. (C.2¢)

where the last equation is understood in an integral sense, and jump across ()
is defined as [v]q = nhv™ +ngv™ and 7lsq is the outward normal to . Now
we define Q= and Q7 by the domains inside and outside ). The connection
between these two is seen by a simple integration by parts:

- / Auvdr = Vu-Vudr + Vu-Vvdr — / [Vu]vds (C.3)
Q Q- o+ Q

= Vu-Vudr + Vu-Vvdr — / pvds (C.4)
Q- o+ Q

~ 0. (C.5)

Letting V}, denote the nonconforming P* finite element space defined over the
triangulation €2;,. The discrete problem we are looking at is:

> (Vun, Voo = f({vn}), Vo € Vi (C.6)

KeQyp

Since functions in V}, are not globally H' the trace is not unique on ) hence
the average operator present in the right-hand side. Skipping all well-posedness
theory we jump straight to the error analysis. Letting a, a;, denote the usual
bilinear forms we have for w € Vj,:
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ap(u — up, wy) = Z (Vup, Vwp)ox — / p{w,} ds
Q

KEQ”L

:KZQ: (= A, wa)ox + /8 - Vuw, ds] - /Q p{ws} ds
ZS%EQ[ / Vo - [won] ds] + /Q [Vuw] ds — /Q plwn ) ds.

Recall the following identity:

[ab] = {a}[b] + [a]{b}, (C.7)
/ [Vuw,] ds = / (Vud [wn] + [Vl {ws) ds,
Q Q
ap(u — up, wy) Vu- [wp]ds]+ | {n-Vu}[w,]ds, (C.8)
ecp\Q / /

since [Vu]{w,} = p{ws} on Q. We now apply the same methods from [42,
Chapter 10]. Let e be an edge of some K € ). By [42, Equation 10.3.8, 10.3.9|
there exists some C' > 0 such that:

lel M8l < ChiIENG & + 1€l i), ¥ € HY(K).

and we also use the result:

lelllwllife < C Y hiclwling

KeQyy

The first term on the right-hand side of (C.8) now becomes:

> /vu [w]ds = > /n Vu —¢.)V - [wp] ds

c€ENQ c€ER\Q
< >0 el ™ n - Vu = celloelel* [ [w]llo.
e€&p\Q
<Y el M- Vu—cello)?C D lelTwllloe).
ecE\Q eep\Q

Now using the previous results and letting K. define the elements adjacent to
e the notation :

: —2 2 1/2
> [ Vurfods <0 S i (- Vo= el + i)

e€&p\Q e€E\Q

x ( Z Z h%{|wh|§{1(1{))1/2~

ec&\Q Keke

178



Selecting ¢, as the average of Vu -1 on K and letting ||wy||? = an(wp, wy):
> [Vu s < CHLY 80l i
ee€p\Q KeQn

Here we have used [89, Proposition 1.135| to say
7 Vu—celloe < hululox.

Now we treat the second term on the right-hand side of (C.8) which we write

- / (Vu} - [wn] ds = Q / M [wa] ds.

Now we apply the same technique from before to each term involving vt and
u~, respectively. We denote by Q) the set of triangles K € Q, located outside
the curve @ (€2, denoting those on the inside). Also let £ be the set of
triangles in Q" having e as an edge and such that K € K lies on the outside
of @ with a similar definition for K . For u™:

Z/Vu+ [wp]ds < C Z min (h: 2|7 - Vu© — celloe + [ut 3 K))I/Q
eeq eEQK eKd

() > hiclwnling)?

ecE\Q KeN (e)
< CRLY 1A ] wnlln-

KeqQf
Similarly:
> [ [l ds < OHLY 1w [ 2lnl
eeqQ KeQ,
Combining these results we can write:
(71 Tds < SaL 3 Nl
KeQy
Now returning to the error estimate we get:
an(u —up,wp) SHLY | Auf ] lwln-
Keﬂth
By a Strang type argument we know that, for integers j > 1:
lu = wnlln S WY Ml + ALY AU ]

KeQyp KeQyy,

ShLY S Mullax]'?,

KeQup

because u is smooth locally on K € €, (approximation) and convergence is
linear in h (consistency).
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APPENDIX D:
SCALING ARGUMENTS

Let K, K be convex simplices in R? such that diam(K) = 1 and 5 : K — K
be an affine diffeomorphism with Jacobian Bg and that:

K he ey <
| det B | = 7 Bkl < —, 1B < ==,

Pk PK

where hy = diam(K) and pg is the diameter of the largest ball inscribed
in K, see |89, Lemma 1.100] and where the norms are sup-norms over the
components of the matrices. For shape-regular meshes this means that there
exists a constant ¢ > 0 such that || Bg||||Bx'|| < c.

For v € H*(K) and © = v o 1, we have:

(0], S I BrcI™] det Bi/?[0]m, e (D.1a)
[0 S || By ™| det Byl (0], 4 (D.1b)

We sketch the proof of (D.1b) for m = 0,1, see the previous reference for more
details.

m = 0:

ol = /K (62 det By | d2
= | det Byllol1

of? 4 = / (V0) 0 ]2 det By | d

< | det Byl BL ||/
— |det Byl BEIIIOE

These estimates are typically used in estimating interpolation error. Indeed, let
mxv be the standard local interpolant of polynomial degree m — 1, for instance,
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for v e H™(K):

lv = 7Vl S [det B2 Bt lllo — 70|, &
< | det Bk|1/2||B;(1||m_1||@||2,K (Bramble-Hilbert)
< [det Bl Byt " det Bl 2B ™ 1121, 1

~ || By 0.z

S hi v,k -

181



APPENDIX E:
LIMITING PROCEDURE

For completeness we show a standard procedure in analysis namely the limiting
procedure also sometimes called a density argument.

For O € R? and let ¢ € C*(0) = X be dense in a Banach space . The
following inequality holds for some ¢ — T'¢, T': X — Y, where Y is Banach:

1Tolly < lIollx, (E.1)

and our goal is to define 7" on G. By density, there exists a sequence ® = {¢,, }n>0
such that ¢, — v, for all ¢ € G. Formally we define the limit:

T = lim Té,, (E.2)

although we have yet to determine if this limit is well-defined. From (E.1) we
get:
1T ¢n = Ténislly S Non = dnsllx, (E-3)

for integers n,j > 0. Since ® is convergent, the right-hand side of (E.3)
converges since X is Banach. This implies that {T'¢,,},>0 is Cauchy in Y so
the left-hand side of (E.3) converges and (E.2) is well-defined. Using continuity
of the norm we verify (E.1) for this limit:

ITelly = | lim 7o,y
= T |[T¢u v
n—oo
< Tim 9]l
n—oo

= ||¢||Y
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