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ABSTRACT. This paper examines a longitudinal shape evolution model in which a 3D
volume progresses through a family of elastic equilibria in response to the time-derivative
of an internal force, or yank, with an additional regularization to ensure diffeomorphic
transformations. We consider two different models of yank and address the long time
existence and uniqueness of solutions for the equations of motion in both models. In
addition, we derive sufficient conditions for the existence of an optimal yank that best
describes the change from an observed initial volume to an observed volume at a later
time. The main motivation for this work is the understanding of processes such as growth
and atrophy in anatomical structures, where the yank could be roughly interpreted as
a metabolic event triggering morphological changes. We provide preliminary results on
simple examples to illustrate, under this model, the retrievability of some attributes of
such events.

1. INTRODUCTION

We analyze in this paper a shape evolution paradigm introduced in [18] in which a
volume progresses along a family of regularized elastic equilibria controlled by the gradient
of a time-dependent potential, this gradient being interpreted as the time-derivative of an
internal force that we will refer to as “yank”, following, e.g., [20]. A primary motivation
of our work is the modeling of shape changes in anatomical structures, where the driving
potential may be loosely interpreted as a result of metabolic events, for example, caused
by a disease in the structure. Potential applications of this framework include biological
growth models [13, 22, 2, 30, 16] or longitudinal studies in computational anatomy, and
in particular, slow changes in the brain resulting from neuro-degenerative diseases [7, 8, 5,
26, 19, 21, 29, 15, 1, 37, 31, 35]. Such processes of pathogenesis are not well understood
today. Thus we introduce a general framework under which more advanced models can
be developed. In our experiments, we make very simple assumptions on the initiation and
propagation of the potential. We then illustrate the possibility of inferring the causes of the
shape changes only from geometric observations.

The relationship between shape and yank in our model can be represented as a control

system in which the velocity field at a given time is obtained as the solution of a linear
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equation that depends on both. We will provide conditions ensuring that this control system
has a unique solution over an arbitrary time interval before formulating and studying the
inverse problem of estimating an optimal yank based only on observed initial and final
shapes. We will consider two situations in this context. In the first model, we will assume
that the yank is unspecified at all times. We will then estimate the yank so that it minimizes
a cost accumulating over time, resulting in an optimal control problem. In the second one,
the assumption will be that the potential specifying the yank is fully characterized by its
initial value and follows the shape transformation through basic advection. In this latter
case, we will attempt to solve the inverse problem of determining this initial value (specified
by a few parameters) based on partial information on the deformation, namely the boundary
of the transformed volume.

The overall paradigm defining the dynamical system is the same as that described in
[18], where we assume that, at time ¢, an infinitesimal force §F(t) is applied to a volume
M (t) in a zero-stress state, resulting in a new equilibrium at time t + §¢, denoted by M (¢ +
0t), where dt is small, therefore assuming that times needed to reach new equilibria are
negligible compared to the time frame within which the whole process is considered. (Such
an assumption of evolving reference configuration is typical in morphoelastic growth models
[32, 13, 17].) The new configuration M (¢ + dt) is obtained by displacing each point x in
M (t) by a small vector dx, which is obtained by solving a linear equation L(t)dz = 0F(t),
where L typically depends on M. Dividing by ¢, introducing the velocity v = dx/dt
and the yank j = §F/dt, we are led to consider shape evolution processes in which M is
advected by the vector field v as the solution of L(t)v = j. The existence of solutions of
such a process is stated in Theorems 1 and 2 under some assumptions on the operator £
(which are satisfied, in particular, by properly regularized elastic operators) and on the yank
j. Existence of solutions to the inverse problem of estimating j from the initial and final
shapes are provided in the same theorems.

The paper is organized as follows. Notation and a general description of our framework
are provided in section 2. Our main theorems are stated in section 3 and proved in section 6.
Section 4 provides specific examples to which our theorems apply. Section 5 presents ex-
perimental results. We conclude with a discussion in section 7 and provide implementation
details in Appendix A.

2. FORMULATION OF PROBLEMS

2.1. Notation. For an integer s > 0, we let C§(R? R3) denote the space of s-times con-
tinuously differentiable vector fields v such that the kth derivative D*v tends to 0 at in-
finity for every k < s. The space C§(R? R?) is a Banach space equipped with the norm
[]ls,00 = D p_gmax, egs [DFv(z)|, where | - | denotes the operator norm of a multilinear
map on a product of finite-dimensional vector spaces equipped with the Euclidean norm. If
s =0, we will write the customary ||v||c instead of ||v]|o,c0-

Let id : R® — R? be the identity map, i.e., id(z) = x. We denote by Diff;;(R?) the
set of C* diffeomorphisms on R3 that tend to identity at infinity. Thus every element
¢ € Diff:;(R3) can be written as ¢ = id + v, where v € C§(R3,R?). The affine Banach
space id + C§(R3,R3) is equipped with the induced metric d(¢,%) = [|¢ — 1|s.00, Which
makes Diff;(R?) C id + C§(R3,R3) an open subset.

We will denote by .Z(B, B) the vector space of bounded linear operators from a Banach
space B to another Banach space B. Weak convergence of sequences (x,) in B will be
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denoted by z,, — z. Denoting the topological dual of B by B*, we will use the notation
(] v) rather than p(v) to denote the evaluation of o € B* at v € B.  We say a linear
operator A € .Z(B, B*) is symmetric if the corresponding bilinear form (v, w) — (Av|w) is
symmetric. The subspace of symmetric linear operators will be denoted by Ziym(B, B*).

For a generic function f : [0,7] x R?* — R3, we will use the notation f(t) : R® — R3
defined by f(t)(z) = f(t,z). We will use C to denote a generic constant and C, to show a
generic constant depending on a. The value of such constants may change from equation to
equation.

Throughout this paper, V is a separable Hilbert space of vector fields on R3 continuously
embedded in C3(R?,R?), which is denoted by V — CZ(R? R?), with inner product (-, -)y,
and norm || - ||y. Since V < CZ(R3,R3), there exists a constant cy such that ||v]|2.cc <
cv||v|lv. The duality map Ly : V — V* is given by

(Lvo|w) = (v, w)y

and provides an isometry from V onto V*. We denote the inverse of Ly by Ky € Z(V*,V),
which, because of the embedding assumption, is a kernel operator [4]. Note that

ol = (Lvv|v) = (K vl v).

As an example, the space V' can be the reproducing kernel Hilbert space (RKHS) associated
with a Matérn kernel of some order r, and some width o, which, in three dimensions,
implies that V is a Sobolev space H"t2. For the specific value » = 3, which we will use in
our experiments, the kernel operator (when applied to a vector measure p € V*) takes the
form

(kv i) = [ sl =u/o) duty)

with k(t) = (1 +t + 2t2/15 + t3/15)e".

If B is a Banach space and p > 1, LP([0,T], B) denotes the space of Bochner integrable
functions f : [0,7] — B such that fOT || f(t)|'; dt < co. Recall that a function f : [0,7] — B
is Bochner integrable if: (i) it is the almost-everywhere limit of a sequence of measurable
functions that take a finite number of values (also called simple functions) and (ii) satisfies

SN s dt < oo

2.2. Control systems and inverse problems. We now describe the dynamics we consider
in this paper, which gradually deform shapes through elastic equilibria. We assume a
mapping A : Dz'jjfild(]RB) — Liym(V,V*) defined by ¢ — A,. Given a time-dependent
mapping j : [0,T] — V*, we model the deformation trajectory of a compact subset My C R3
as t + @;(t, My), where @; € C([0,T], Diff ,;(R?)) is a solution to the system

O QO(t,IC) - U(tv (p(t,l’)), CP(O, (E) =,

LW 1 )
v(t) = arg min 5 10|12 + 3 (A’ [v') = (G(t) | V')
v ev

(1)

and w > 0 is a fixed regularization parameter. The first equation in this system will be
seen as an ordinary differential equation in Diff;(R?). We can interpret the squared norm
£ ||v'||} as a regularization term that is introduced to ensure that v(t) and (as we will see
in our results) ¢(t) — id are both in C3(R?,R?). This term will also ensure that ¢(t) is a
diffeomorphism at all times (similar regularizations were used in works such as [6, 33, 34]).
The operator A, as we shall detail later, may be for instance an elastic operator in



4 MECHANISTIC MODELING OF LONGITUDINAL SHAPE CHANGES

which case the second term % (Ag@yv' | V") represents the linear elastic energy associated to
the deformation while j(¢) represents a yank inducing the motion of the material. In this
context, the second equation in system (1) essentially states that the deformation vector
field at each time is governed by an infinitesimal version of the principle of virtual work [24,
Theorem 1.6, Chapter 5] with regularization. As a result, the shape ¢, (¢, My) is deformed
from a stress-free state to an equilibrium at all time in this dynamical system, as described
earlier in the introduction. We postpone specific examples of elastic operators and yank
until section 4, after presenting sufficient conditions ensuring existence of solutions of our
inverse problems in section 3, where we treat A, and j as general operators.

We let .# denote a class of compact subsets of R® that represents our “shape space”
and assume that it is stable by the action of diffeomorphisms, i.e., p(.#) C A4 for all
¢ € DiffL;(R3). A specific description of .# is problem dependent (see Remark 3). Given
two elements My, Myag € 4, providing the observed initial shape and final shape, or target,
we aim to find j within a given class such that the deformed Mj in response to j at time T,
ie., ¢;(T, My), is close to Miarg in some sense. Closeness will be measured according to a
discrepancy function p : .# x .# — [0,+00) that compares compact sets (see examples in
Remark 3). We will focus on the following two frameworks regarding the time-dependent
yank j:

(1) Free yank model. In system (1), one can interpret j as a control that drives the
evolution of the state ¢ through the vector field v, Let X p = LP([0,T],V*). We
will consider the optimal control problem

T
i GO 100 AT, M), M) @

subject to system (1). We will give sufficient conditions guaranteeing the existence of
solutions of this problem in Theorem 1.

(2) Parametric yank model. The yank is modeled as a function of a transformation ¢ and
of a finite-dimensional parameter 6 belonging to a compact set © C R™. In this case,
the finite-dimensional optimization problem of interest is

min p((p(T, MO)’ Mtarg) (3)
0e€O
subject to (1) with j(¢) = j(¢(t), ), namely,
Orp(t, ) = v(t, ot 7)), ¢(0,2) =,

L w 1 .
v(t) = argmin o 1013 + 5 Aoy v V') = (e (?),0) | 0').
v ev

(4)
Examples of such yanks are provided in section 4. We give sufficient conditions for this

optimization problem to have a solution in Theorem 2.

3. MAIN RESULTS

Given a compact subset {2 C R3, we define the seminorm

S
2 k
o1 = 3 mag 1Do(0)

on C*(R3,R?). We require a regularity assumption on the discrepancy function p appearing
in the objective functionals (2) and (3).
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Definition 1. We say that a discrepancy function p : M X M — [0,+00) is continuous on
A with respect to || - ||s,.c0 if for all compact sets M, M’ € .# and all sequences (¢n)52; C
Diff(R?) such that |l¢n — ||, — 0 for some ¢ € Diff;;(R?), one has

plon(M), M") — p(p(M), M").

Theorem 1 (Free yank model). Let A : Diff;(R?) — Liym(V,V*) be a mapping defined by
@ Ay Assume that (Ayv|v) >0 for all ¢ € Diffl;(R?) and v € V. Let the two compact
sets Mo, Miarg € A be given. Then the following results hold.

(i) Suppose that ¢ +— A, is locally Lipschitz (for the || - ||1,0c distance). Then, given
je X1*7T, the system

O (p(t,l’) - U(ta (P(tvx))a ‘P(va) =,

L w 1 .
v(t) = argmin 3 o'|1% + 5 (A’ [v)) = () V)
v ev

(1)

has a unique solution ¢ € C([0,T], DiffZ;(R?)).
(11) Suppose that, for each v > 0, the mapping ¢ +— A, is Lipschitz with respect to the
seminorm. || - ||i\/[gO on

&, = {p € Diff i (R?) : || — id||1,00 < v and |l¢~" — id|1,00 <7}

In addition, assume that the discrepancy function p is continuous on A with respect
to || - |l1,00- Then there exists a minimizer of the optimal control problem

min [ GO 100) dt + (AT, M) Mo

5 2
JEX s 1

where v and ¢ satisfy (1).

Before stating our next theorem, we remind the reader that a collection of functions
is said to be equi-Lipschitz if they are all Lipschitz and there exists a common Lipschitz
constant that applies to all functions in the collection.

Theorem 2 (Parametric yank model). Let A : Diff;(R?) — Zym(V,V*) be a mapping
defined by ¢ + A,. Assume that (A,v|v) >0 for all p € Diff;(R?) and v € V. Moreover,
let © C R™ be a compact set and let j : Diﬁild(R3) X © — V*. Finally, let two compact sets
My, Myarg € A be given. Then the following results hold.
(i) Suppose that p — A, is locally Lipschitz and that ¢ — j(p,8) is locally Lipschitz (in
both cases for || - ||1,00 distance) and bounded in norm. Given 6 € ©, the system

Orp(t,x) = ’U(t7 (p(t,:)?)), (P(Ov z) =,

LW 1 .
v(t) = argmin o 101 + 5 Qe o' [v") = (je(t),0) | V)
v eV

(4)

has a unique solution ¢ € C([0,T), DiffZ,(R?)).
(ii) Suppose that:
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e For each v > 0, the mapping ¢ — A, is Lipschitz and the family of mappings
{j(-,0) : 0 € O} is equi-Lipschitz, both with respect to the seminorm || - ||f/[§o,
set

on the
&, = {p € Diff4(B®) : [l — idlly oo < v and i1 — id]l100 < 7}
e For all p € Diff},(R3), j(¢p,-) is continuous in the sense that
0, — 0 implies  j(p,0,) — j(p,0).
o There exists a constant Jg such that
15(,0)lv+ < Jo  for all ¢ € Diff}(R?) and 6 € ©.

e The discrepancy function p is continuous on M with respect to || - |

1,00
Then there exists a minimizer for the finite-dimensional optimization problem

min p(o(T, Mo), Miarg)
X=XC]

where @ satisfies (4).

We will prove these two theorems in section 6. Both control systems can be considered
as ordinary differential equations with values in the affine Banach space id + C}(R%,R9).
Most of the effort in proving the long-time existence and uniqueness of solutions, part (i)
of the theorems, will rely on controlling the vector field v(¢) by the input, j in the first
case and 6 in the second case. A key step for this is provided by Lemma 2(iii), which
exploits the regularization term % |[v'[|3,. After this key step, we can carry out a proof using
the Banach fixed point theorem and the Picard iteration in the space C([0, T], Diff(R?)).
Due to the regularity of the vector field, Lemma 3 will show that the obtained unique
solution is actually in C([0, T], Diff2(R?)). For part (ii) of the theorems, we will use the
direct method of calculus of variations to prove the existence of minimizers. Denoting the
objective function by f, the two key steps of the direct method are proving that a minimizing
sequence is bounded and that f is weakly sequentially lower semicontinuous. The choice of
the objective function affects the first step (see Remark 2). To accomplish the second step,
we need to show f(j) < liminf,,_, f(j,) for any sequence j, — j. We prove this by going
through an intermediate step:

dn =3 = llei) = eiOIN% = 0 = f(j) < liminf £(j,),

where ¢, and ¢; are solutions given j, and j respectively. The seminorm || - ||inO is adopted
to resolve a difficulty in this intermediate step: although j, — j implies @; (t,z) = ¢,(t, x)
pointwise, we do note have the uniform convergence. Fortunately, the convergence in the
seminorm given by the Arzela—Ascoli theorem suffices.

Remark 1. We stated our theorems in dimension three because it corresponds to most
interesting situations in practice, but our proofs apply without change to any dimension
(and we are providing some experimental illustrations in dimension two).

Remark 2. The choice we made for the control cost (j |v) in Theorem 1 is one among a large
spectrum of costs for which the conclusions of the theorem are valid. We took this specific
example for simplicity and also because it provided the best results in our experiments
among some other options we tried. Other possible examples could be ||j||%.., or ||j]|3., for
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which our proofs can easily be modified (actually, simplified), with details being left to the
reader.

Remark 3. In the experiments presented in this paper, we will use discrepancy functions
based on the varifold pseudo-metrics introduced in [11] between certain surfaces associated
with the two volumes (e.g., their boundaries). In this case, .# is the set of all compact
subsets M C R? whose boundary M is a rectifiable surface (we refer to [28] for the precise
definition and properties of rectifiable sets). Then, given M and M’ in ., for S and S’ two
rectifiable surfaces extracted from M and M’ (such as for instance the boundaries of the
volumes or some corresponding internal layers) the discrepancy function takes the following
form:

p(M,M') =v(S,S) —2v(S,S") +v(S, )
with

5,80 = [ [ (M) o) ) dote) do' o)

where o and o’ are volume measures on S and S’, n and n’ are unit normal vector fields
of S and S’ and x is some radial kernel function, scaled by a scalar 7 > 0, which in our
experiments is taken to be the Cauchy kernel

X(t) = (1+¢)7%

It can be then shown, cf., [10, Proposition 6], that such discrepancy functions are continuous
on ./ with respect to || - ||1,00, in the sense of Definition 1.

As a side note, one could alternatively select p as the volume of the symmetric difference
between the two sets, i.e., p(M, M") = vol(M AM") which is continuous on compact sets with
respect to || - |lo,co and thus also with respect to || - ||1,00, thereby satisfying the assumption
of the above theorems. In this case, the shape space .# is composed of all compact subsets
of R3.

Remark 4. A model based on principles that are similar to ours has been introduced and
studied in [9] in order to model tissue growth. In [9], the second equation in system (1) is
replaced by the minimization of an isotropic linear elastic energy under the constraint that
divv = g(u), where g is a fixed function and wu is the concentration of morphogen, a growth-
induced chemical produced by cells. The concentration of morphogen is controlled by the
density of cells via a linear elliptic equation, and the density of cells is advected under
the motion. While we consider here more general elasticity models, inducing additional
complications in the analysis because these elastic properties must also be advected along
the flow, the main difference between the two models results from the regularization % [|v/[|3,
added in (1). Tt is this term that guarantees the regularity of the vector field v (see Lemma 1)
and allows us to prove long-time existence of solutions, while [9] only obtains local existence
results. Such a property is necessary to formulate optimal control problems, which form the
second focus of our paper, and could not be addressed in [9].

4. EXAMPLES OF ELASTIC OPERATORS AND YANK

In this section, we provide examples of elastic operators and yank that satisfy the con-
ditions in Theorems 1 and 2. Denote the space of symmetric bilinear forms on the space
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of 3-by-3 symmetric matrices by Yo(Syms(R), Symy(R)). Given ¢ € Diff.;(R?), an elastic
operator A, € Liym(V,V*) takes the following form

(Apulv) = / oy Belureu) de = / o B @) () (5)

where E, : ¢(Mp) — Lo(Syms(R), Syms(R)) is a stiffness tensor after the shape is deformed
by ¢, and ¢, and €, are linear strain tensors defined by

Eu = % (Du + DuT) and g, = % (Dv + DUT) .

We recall the basic assumption in our model that the deformed configuration becomes a
new reference for the next infinitesimal shape changes (with material properties advected
by the flow). This is reflected in equation (5).

A simple example, assuming that the elastic property of an isotropic elastic material
is unaffected by deformation, or persistent, is provided by E,(ey,cy) = Atr(ey) tr(ey) +
2utr(e e,), where A and p are the Lamé parameters. More generally, the following propo-
sition proved in section 6 provides a sufficient condition on the mapping ¢ — E, ensuring
that the corresponding A, satisfies the conditions of Theorems 1 and 2.

Proposition 1. Suppose that E,(z) is positive definite for all ¢ € Diffi,(R?) and = €
©(My). Moreover, suppose that, for each v > 0, there exists o, > 0 such that

/ By 00— Byotldr < allo—ylM for all g, € &, (6)
Mo

where

&, = {p € Diff;a(®®) : o —id|l1,00 < 7 and [lp™" = id|l1,00 < 7.}
Then, for A, defined as in (5), the mapping ¢ — A, satisfies the conditions of Theorems 1
and 2.

Example 1. According to Proposition 1, the simplest example of the elastic operator is
when the stiffness tensor E,, is constant and positive definite since the left-hand side of
(6) is zero. Thus our example of persistent isotropic elastic material, i.e., E,(ey,cy) =
Mtr(e,)tr(e,) + 2utr(ele,), is a valid choice. More generally, suppose that A : My —
35 (Syms(R), Syms(R)) and that A(x) is positive definite for all € My, then E, := Aop~!
also satisfies the conditions in Proposition 1. Note that this form of E, preserves the elastic
properties of the material from z to (z).

Ezample 2. Even more generally, let Fy, : p(My) = GL(3,R) be a deformation-dependent
frame field, where GL(3,R) denotes the general linear group. We consider stiffness tensors
of the form Ego(eu, €y) i= (Aogpfl)(FspTequ, Fley,F,), where A is the same as in Example 1.

The following proposition, whose proof is elementary and left to the reader, provides
sufficient conditions on F' ensuring that E satisfies the conditions in Proposition 1. Note
that in this case, the elastic properties at ¢(x) are modified from the ones at z through a
change of the frame coordinates F,(¢(x)).

Proposition 2. Suppose that E satisfies the conditions in Proposition 1. Let F, : R3 —
GL(3,R) be essentially bounded for each ¢ € Diff}(R?). If there exists 3, > 0 such that

|Fpow—Fyotlla < Bylle— vl for all p,9 € &,
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then E defined by Ey,(ey,e,) = E,, (FJEMF@, FJEUFLP) also satisfies the conditions in Propo-
sition 1.

Let w1, wo, and w3 be linearly independent vector fields on My. Examples of frame fields
F, that satisfy the previous assumptions include

F :[ Dy w;y Dy wsy Dy ws }O .
v |Dpwi|”  [Dpws|”  [Dpws]

and

Dy w; (Dpwy x Dpws) X Dow; Dy ws } 1 %

F == 9 )
’ [ |Dowi|" [(Dpws X Dpwsz) x Dpw:|”  [Dpws|
Note that the first two vectors of the latter F, are orthonormal for all deformation ¢.

Example 3. An elastic operator inspired by the laminar organization of the cerebral cortex
using the frame field (7) was introduced in [18]; we describe it here for completeness. Suppose
that a compact subset My C R? has two surfaces Mpottom and Mop as bottom and top
layers. Moreover, suppose that we are given a diffeomorphism @ : [0, 1] X Mpottom — Mp such
that Qs(OaMbottom) = Mbottom and @(1,Mbott0m) = Mtop- Note that Q(VyMbottom) =
M, is a surface for each v € [0,1]. We refer to @ as a layered structure of My. Such a
structure induces a transversal vector field S := 9,® (Figure 1). Let T and T be linearly
independent vector fields on My such that T |aq, and T3 |y, are tangent to M,,. Then, T,
T, and S are linearly independent vector fields on My. If we let w; = T, we = T3, and
wsg = S in (7) and define

A(e,8) = Man(e11 + €22)% + ian (€31 + €35 + 2¢7,)
+ Htsv €33 + Nang(%%g +2¢35),

(8)

where ¢;; denotes the ijth element of ¢ € Symg(R) and Atan, Han, Hisv, and fang are
constants, then the corresponding elastic operator

(Ayulv) = / MF]euF,, F)e,F,)dn (9)
»(Mo)

is well-defined [18] and a valid choice by Example 1 and Proposition 2. Note that the
layered structure on a deformed shape ¢(My) becomes (v, z) — po®(v, p~1(x)). The elastic
material corresponding to this elastic operator has the property that it is isotropic along
the directions tangent to the layers. Figures 2b and 2c illustrate deformations ¢; (T, My)
according to system (1) under different elastic parameters pian, and pis, when we apply the
same yank j to a layered shape M, (Figure 2a).

FIGURE 1. Different layered structures of the same rectangular region.

Shown in the figures are top layer, one middle layer, bottom layer, and
the transversal vector field.
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(A) A simulated layered shape.

(B) Tangential deformation. (c) Transversal deformation.

FIGURE 2. Responses to the same yank under different layered elastic pa-
rameters. In (b), fitan = 0.02 pisy. In (), pitsy = 0.02 frgan.

Example 4. Now we provide an example of yank which has a density as the gradient of a
transported potential. Let © C R™ be a compact set and let g : © — L>°(R3 R) defined by
0 — gg. We interpret gy as a parametrized potential. We assume that there exists Gg > 0
such that ||gg|lcc < Go for all @ € © and gp,(z) — go(x) for all z € R3 when 6,, — 0. For
technical reasons, let {2 be a fixed bounded subset of R? and let x : R® — [0,1] be a C*
cutoff function of compact support such that x| = 1. Under this setting, the yank j(¢,0)
defined by

(il 0) | v) = — / oyt div(o)ds

satisfies the conditions in Theorem 2(ii). Note that if p(My) C 2 and gy is differentiable

with support in the interior of My, then (j(p,0)|v) = fsa(Mo) V(goowp 1) Tv dz. In this case,

it follows that j(¢,0) = V(gg 0 ™) Ly (ary) da, which motivates the above formulation.
We check that the conditions on j in Theorem 2(ii) are satisfied. Since

|G (e, 0) [0)] < llgelloo [lv]

we see that j(p,0) € V* for all ¢ € Diff;(R?) and 6 € ©, and ||j(¢,0)|v+ < Ge cv x|l =
Jo. For a convergent sequence 6, — 6 in ©, the assumption gg (x) — gg(x) for all z €
R? and the dominated convergence theorem imply (j(¢,0,)|v) — (j(¢,0)|v) for all ¢ €
Diff},(R3) and v € V. It remains to check that {j(-,0) : |#| € ©} is equi-Lipschitz with
respect to the seminorm || - ||{V[§O on &,. Note that A +— det A is a polynomial of degree 3 in

Loo Xl < Gecvvllv lIxllzr,
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elements of A € R®*3. By the mean value theorem, there exists a constant C' > 0 such that
|det A —det B| < C (|A| + |B|)?*|A — B] (10)
for all A, B € R3*3. It follows that, for all p,¢ € &.,,
1G(,0) [v) = (§(,0) |v)|

< [ o (o) @iv(o) o o) | det Dl = g (o) (div(o) o) det D | da

< llgolloo (IIVXIIoo 011,00 [| det Deploo + [[0]]2,00 || det Dl

C (IDglloe + DY 1o0)?) llp = I35, vol(My)
<G@C ||/UHV||Q0 1/}“1 ,007

where we have made a change of variables to obtain the first inequality, split the integrand
into several terms, then used (10) in the second inequality, and the assumptions ||gs|lcc < Geo
and ¢, € &, in the last inequality.

+ v

5. EXPERIMENTS

We performed experiments on simulated and real data. We used 2D simulated data
to compare retrieved solutions with known solutions. In all experiments, we assume that
shapes have a layered structure described in Example 3 and illustrated in Figure 1. The
discrepancy function p(-,-) is defined based on the varifold pseudo-metrics of [11] (cf., also
Remark 3), and is used to register certain layers of My and Miarg. In addition, to prevent
applied forces to only induce rigid motions on the generated shapes, our simulations penalize
the motion of the bottom layer. This is achieved by adding a penalty to the operator A,
replacing the second equation in (1) by

B
v =argmin o e (Acp V) = (10 + 5 (v""n)?do,  (11)
v eV P(Mbottom)

where n is a unit normal vector field to ¢(Mpottom). Note that we can define

(A ulw) = (Ayu|w) +B/M )uTn)(an)da

and apply our results to A. Indeed, the added term satisfies the assumption of Theorems 1
and 2 (this will be justified in section 6 at the end of the proof of Proposition 1).

All computations are implemented in CUDA and run on a computer equipped with GPU
NVIDIA GeForce RTX 2080 Ti.

5.1. 2D simulations. We take V' to be the RKHS associated to a Matérn kernel of order
3 with width ¢ = 0.2 in our 2D simulations (see subsection 2.1). For the varifold pseudo-
metric, we use a Cauchy kernel with width 0.3 for the spatial kernel and a Binet kernel for
the Grassmannian kernel (i.e., p is as described in Remark 3 with 7 = 0.3). We fix the end
time T = 1.
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(A) Template. (B) Deformed template.
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(¢) Time-dependent yank used to generate the deformed template in (b) (vectors scaled by 20).

FIGURE 3. Simulated data for the free yank problem.

5.1.1. Free yank problem. Figure 3a shows a simulated layered shape with the layered struc-
ture @ : [0, 1] x [0,3] — R? given by

b(v,x) = % v (20 + sin(6z) + %Sin(lOm) + sin(14z) + 13—0 sin(le)) .
Denote the discretized triangles by {7;}% . We approximate j € V* by a simple function
j= Zszl Jrarea(Ty) L7, where 17, is the indicator function on 7. For the purpose of
illustration, we generated a deformed shape (Figure 3b) using a yank which is supported
in three spatial regions, two on the top layer and one on the middle layer (Figure 3c¢). The
vectors ji are mapped on the vertices for visualization. Note that the support of the yank
is simply advected by the deformation. We used the persistent isotropic elastic operator in
this case, that is, Ey(ey,ey) = Atr(ey) tr(e,) + 2ptr(e,) &,), with A = 0 and g = 0.5. Since
we assume that the deformed shape is isotropic at all time, here the layered structure is
actually irrelevant to the definition of the elastic operator. Using layers extracted from the
deformed shape as targets, we then searched a minimizer of our free yank problem using
limited-memory BFGS.
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We first consider registering top and bottom layers from “template” (M) to “target”
(Miarg), depicted in Figures 4a and 4b. Assuming the correct elastic model parameters A
and p are used, the registration and retrieved yank are shown in Figures 4c and 4d. We
observe from Figure 4d that large magnitude of the retrieved yank mainly occurs on top and
bottom layers. Although the horizontal position of the true yank in the interval [1,2.25] is
captured quite accurately, no yank is found in the middle layer due to the lack of information
regarding the internal deformation in the discrepancy cost p.

0.5t ] 0.5+
0 1 15 2 225 3 0 1 15 2 225 3
(A) Template. (B) Simulated target.
1+ /W/\ b
0.5+
0 1 15 2 225 3

(c) Registration result. The black lines indicate the deformed top and bottom layers of the template;
the dashed gray lines indicate the ones of the target.

0 1 15 2 225 3 0 1 15 2 22 3

PR

0 1 15 2 225 3 0 1 15 2 225 3

(D) Retrieved time-dependent yank (vectors scaled by 20).

FIGURE 4. Result of the free yank problem registering top and bottom
layers.
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In comparison, Figure 5 shows the estimated registration and yank when the deformation
of of all layers is observed (up to tangential motion along the layers) and taken into account
in the matching by adding discrepancy terms for each of these layers. We see that in this
case the three spatial regions of support of the true yank can be located. However, observing
the internal layer structure of the target is not typical in applications where usually only
the external boundary of the considered volumes can be acquired or segmented.

If one does not want to assume that too much information, such as internal displacements,
is available from observed data, it becomes necessary to impose more constraints on the
yank itself, by assuming that prior information is known on its structure. This motivates
our second model using a parametric yank.

5.1.2. Parametric yank problem. To mimic the laminar organization of cortical volumes
[12, 3], we simulated a layered shape for this experiment. Figure 6a shows our simulated
shape whose middle layer is the graph of x — 0.25 cos(2.5(x — 0.1)) + 0.6. Other layers are
generated through normal displacement starting from the middle layer with a step size 0.05.
We use a parametric yank of the form of Example 4, that is,

(0. 8) | v) = - / X 96 0~ div(v) da.
w(Mo)

The potential gy we used is a C'' compactly supported function

E P
g(cvh) (.’I;, 7") _ h < 7“2 -1 lf |:E — C| é T ) (12)
0 otherwise

Note that the parameter § = (c,h) is composed of the center ¢ = (cy,c,) € R? and the
height h € R. We assume that the radius r is known. Figure 6b shows the potential with
¢ = (1.5,0.5), h = 2, and r = 0.25. Given 0 = (¢, h), we then computed the solution
g to the system (4) under the layered elastic operator (equation (8)) with Aian = 0 and
Htan = [tsv = Hang = 1. The deformation ¢y(1, M) is shown in Figure 6¢, and the yank
J(pp(t),0) is shown in Figure 6d. The top and bottom layers of @g(1, My) were extracted
as the target for our finite-dimensional optimization problem. Using a BFGS optimization
method with multiple starting points sampled by a Latin hypercube design, we can retrieve
(czy ¢y, h) = (1.5,0.5,2) within an absolute error 1074,

We now examine the robustness of our method when r or the elastic parameters that are
used in the inverse problem differ from those used to generate the target. In Figure 7, we
plot the computed minimizer 6* = (c}, c;, h*) when we fix a different . While the retrieved
height h* is inversely proportional to the radius r with a fitted relationship h* = O(r=2:37),
the retrieved center (cj,c;) remains close to the true one (1.5,0.5). We remark that the
relationship h* = O(r~P) was also observed in other simulated shapes, but with a different
p > 0. The retrieved center is also quite stable when we vary the elastic parameters as we
can see from Figure 8, except for very small pigay O fitsy.

5.2. 3D real data. We now propose an experiment using 3D data derived from the BIO-
CARD dataset [25], which is a longitudinal study of Alzheimer’s disease. More precisely,
the template and target shown in Figure 9 were obtained by computing shape averages [23]
of scans of the entorhinal cortex of subjects diagnosed with mild cognitive impairment in
the cohort, using scans at the beginning of the study for the template, and after ten years of
study for the target (the study is still ongoing with new scans being acquired). Participants
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(A) Template. (B) Simulated target.

o ——— 1}

i

0 1 1.5 2 225 3
(¢) Registration result. The black lines indicate the deformed layers of the template; the dashed
gray lines indicate the ones of the target.

Time 0.3

0 1 15 2 225 3 0

0 1 15 2 225 3 0 1 15 2 225 3

(D) Retrieved time-dependent yank (vectors scaled by 20).

FI1GURE 5. Result of the free yank problem registering all layers.

enrolled in the BIOCARD cohort were all cognitively normal when the MRI scans were first
acquired so that any observed atrophy in these brain volumes among those who progress to
cognitive impairment provides significant information.

The layered structure on the source volume was inferred using the algorithm defined
in [27, 36], which uses a normal propagation scheme between the lower and upper surfaces
delimiting the shapes. The initial potential function estimated in this experiment is a sum of
two compactly-supported functions such as defined in equation (12). Figure 10 summarizes
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1.35} ‘ ] 1.35 2
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(A) Template. (B) Potential at time zero.
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(¢) Deformed template.
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(D) Time-dependent yank induced by the transported potential.

FIGURE 6. Simulated data for the parametrized yank problem.

the result that were obtained, with the location of the estimated potential and the resulting
deformation. Note that these results are only provided here as an illustration of the proposed
method, and we do not attempt to provide any new explanation yet on the pathogenesis

of the disease. We hope, however, that this method may lead to new developments in this
context in future work.
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FIGURE 7. Sensitivity of minimizers with respect to the radius of potential.
Gray lines indicate the true parameters. The slope of the log-log plot on
the right is —2.37.
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FIGURE 8. Sensitivity of minimizers with respect to elastic parameters.

6. PROOFS

We now prove Theorems 1 and 2. The two proofs being similar, it will be convenient to
address together parts (i) of both theorems, and then parts (ii) together.

6.1. Existence and uniqueness of solutions of controlled ODEs. We will use the
following version of local existence and uniqueness for controlled ordinary differential equa-
tions. In the following, we will say that a function u defined on [0, T] with values in a metric
space U is admissible if there exists a sequence of simple functions w,, : [0, 7] — U such that
un (t) converges to u(t) for almost every ¢ € [0, 7).

Theorem 3. Let U be a metric space, and let O be an open subset of a Banach space B.
Let F: U x O — B be a continuous function that satisfies the following properties:
(1) There exists a function v : U — (0,00) such that, for allu e U, y € O:

1E(u, )l < v(u) (1 +[lylls) -
(2) For all yo € O, there exists ry, > 0 and a function 7, : U — (0,400) such that for
all y,y" € O with max(|ly — yollg, ||y — vollg) < 1y and allu e U
1w, y) = F(u, 5 )lle < g0 () ly — o/ lle- (13)
Fix T >0 and let u : [0,T] — U be admissible such that (i) v(u(t)) is integrable on [0,T)]

and (i) for all yo € O, vy, (u(t)) is integrable on [0,T]. Then, for all yo € O, there exists a
largest Ty < T such that the ODE

Oy (t) = F(u(t), y(1))
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(A) Template. (B) Target.

Bottom Layer Top Layer
0.7

-0.7 -0.7

(¢) Comparison between the template and target. The figures show the bottom and top layer of
the template, and the color represents the z-coordinate of the template minus the one of the target.

FIGURE 9. Entorhinal cortex volumes averaged over multiple patients from
the BIOCARD dataset.

has a unique solution on [0,Ty) satisfying y(0) = yo.
In addition, one has

T
sup [ly(t)lls < Cexp / y(u(s))ds ) - (14)
t€[0,To) 0

where C' = ||yolls + fOT ~v(u(s))ds is a constant that only depends on yo and on the control u.
Moreover, y(t) has a limit in B when t tends to Ty and, if To < T, then lim;—,1, y(t) € O.

Remark 5. By a solution of 0yy(t) = F(u(t), y(t)) over [0, Tp) we mean a continuous function
y : [0.7p) — O satistying

y(t) = o + / F(u(s), y(s))ds

for all t € [0,Tp). The integral on the right-hand side is the Bochner integral. The fact that
s+ F(u(s),y(s)) is Bochner integrable is always true under the assumptions of Theorem 3,
the proof being left to the reader.
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(A) Support of potential.

Time 0.2 Time 0.4

0.5
’ 0
Time 0.8
— 1
0.5
0
(B) Deformation. The color represents the Jacobian det Dy (t).
Bottom Layer Top Layer
0.7 0.7

10 5
-0.7 —0.7

(c) Registration result. The figures show the bottom and top layer of the deformed template, and
the color represents the z-coordinate of the deformed template minus the one of the target.

FicURE 10. Experimental results on averaged entorhinal cortex volumes.
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Note that, letting y(To) = lim;_,7, y(t), we have, taking limits on both sides,

To
yU&Z%+A F(u(s), y(s))ds

Proof. The proof of the theorem is given here for completeness, and because the statement
slightly deviates from that usually found in standard textbooks.

Fix yo € O and ry,,7,, such that (13) is true. Let © denote the closed ball of center
yo and radius 7, in B. Reducing ry, if needed, assume that @ C O. Introduce a small
n > 0, let I,, = [0,7] and let B, denote the complete metric space of continuous functions
y : I, — Q equipped with the metric d(y,y’) = sup; ¢ o, ly(t) — ¥'(t)[|z. On this space,
define, for ¢ € I,

L(y)(t) = vo +/ F(u(s),y(s))ds.
0
Then, if y € B,,
IT(y) () = yolle < (1+ llyolle + ryo)/o v(u(s))ds

so that I' maps B, onto itself as soon as [’ yo(u(s))ds < ry,/(1+ ||yolls + 7y, ). Moreover,
for all t € I, and all y,y’ € B,,

amwrw»s<A

n

%AM@mﬂd@w%

which shows that I' is a contraction if [ vy, (u(s))ds < 1. Taking  small enough, this shows
that I' has a unique fixed point in B,, and therefore proves local existence and uniqueness.
Now consider a solution y defined on [0,7,) with Ty < T. For all 0 < ¢ < Tp:

ly@lle < llyolle +/0 Y(u(s)) (1 + [ly(s)lls)ds

T t
ﬂmm+47w@m+éwmmmwmw

which by Gronwall’s inequality leads to

T T
ly(®)lle < <||yo||m +/O 7(“(5))d3> exp (/0 ’Y(U(S))ds>

and (14) follows by taking the supremum over all ¢ € [0, 7). Using this bound of solutions,
we get that for all ¢,¢' € [0, Tp):

ly(¥) = y(B)lle < /t Y(u(s)) (1 + [ly(s)lls)ds < 5/t V(u(s))ds

for some constant C that depends on yy and w. This shows that y can be extended by
continuity to [0,7p]. Denote the limit by y(Tp): if Tp < T and y(Tp) € O, the solution can
be extended further and we get a contradiction to the assumption that Tj defines the largest
interval. This concludes the proof of Theorem 3. ]
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6.2. Proof of Theorem 1(i). We now return to our original problem and first note, by
stating the following lemma, that v(¢) in (1) is well defined.

Lemma 1. If j € V* and ¢ € Diff};(R?), then

w 1 .
F) =S ollE + 5 (4pv]0) - (i)
has a unique minimizer vy, ; in V given by v, ; = L;lj, where L, = wK‘;l + A, €

LV, V*).
Proof. Since f is strictly convex and differentiable with
Df(v) = (wK,' + Ay)v —j = Lyov — j,
the unique minimizer is characterized by Df(v, ;) = 0, i.e., L, is invertible and v, ; =
LY. O
System (1) can be rewritten as
e =F(j,p) i=vp 00

and, letting ¢ = id + h we want to apply Theorem 3 to the equation d;h = F(j,id + h),
where we will take U = V*, B = C}(R%,R?) and O = Diff},(R%) — id. We will show that
the conditions for local existence are satisfied, and that, for any T, < T such that a solution
exists over [0, 7)), the limit ¢(Ty) belongs to Diffi;(R?), which will prove existence on the
full interval. Note that, by assumption, j is Bochner integrable on [0,7] and therefore
admissible in the sense of Theorem 3.

The following lemma summarizes some useful inequalities.

Lemma 2.
(i) If v e C§(R3,R3) and ¢ € Diff;(R?), then v o p € CL(R3 R?) and
[ve@lliee < (24 [l = idll1,00) [[0]l1,00-
(ii) If v e CZ(R® R?) and p,v € Diff}(R3), then
[vep—vodllie < (24 [1¢ = idl1,00) [vll2,00 I — ¥
(iii) If j € V* and ¢ € Diff;(R?), then

1,00

1. I
lvg,sllv = 1L jllv < LI

i.e., L;l S X(V*, V) with ||L;1||$(V*,V) < %
(i) If j € V* and @, ¢ € Diff;(R?), then

_ _ 1
||ch1 - L¢1||$(v*, v) < 02 Ay — Ayl v, vy,

which implies

1 .
H'Uga,j — vy, jllv < o2 ||A¢ - Aw”f(v,v*) |71V
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Proof. The proofs of (i) and (ii) are straightforward applications of the chain rule and left to

the reader. To show (iii), it is equivalent to prove that, for allv € V, [jv||v < (1/w) ||Ly v]|y.
. We have, letting Idy denote the identity operator on V,

1 2 (1 g
—1
(S ool ) = (5 I ri + 4ol )
1 2
= Lty + Ky )
1 2
= ol + —5 1Kv A vll§, + = (v, Kv Agv)y
1 2
= ol + — 1Kv Aol + = (Apv[v) > [vlft,
where the last inequality follows from (A, v|v) > 0.
We now prove (iv), writing:
L = L3 zorv) = || 21 By - 1) L3
|| ¢ P ||$(V V) ¢ ( P @) Wb 2V V)

= £t s - a0 L3
H o Ay o) Ly LVV)

N

<Lz v vy 1Ae = Apllzv,vey L5 20 v)

IN

1
2 Ay — Ay llz v, ve),

since (iii) implies that || L, 2+ vy < (1/w). O

Corollary 1. Let F(j, ) = v, j o ¢ be defined on V* x Diff,(R%). Then, F is continuous
and for all j € V*, and ¢ € Diff;;(R?),

) 2cy .
Gl oe < 21+ o id

Loo) 3 ]lv+

so that the assumption Theorem 3(1) holds for F : (j,h) — F(j,id + h) with v(j) =
(2ev /w)ljllv--
Moreover, for all j € V*, and ¢, € Diff},(R?)

1E(j, ) = F(G,¥) 1,00 < Cy (I — |

Loo T [ 4p — Ayllz v, vo))llillv-
Thus, if A, is locally Lipschitz, so is F' and F, and the assumption Theorem 3(2) holds.
Proof. We have
1E (s )00 < (2 + [l = ddll1,00) 1vg,51.00
<cev 2+ e —idll1eo)llve.;
< 22+ [lp = id]l00) 5]

%

V.

This inequality also shows the continuity of F' in j, since F(j, p) = (L;1 j) o is linear in j.
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Similarly

IF(, @) = F(G, %) 11,00 < 1vg,5 00 = V4,5 0 Pll1,00 + g5 0% — vy,5 0 Y[1,00
<2+ —idllieo)lle — 9
+ 2+ 1Y = id]l1,00)[[Vg,5 — V,ll1,00
< %V(z + |l —id

1,00/[V,5 12,00

V*

[1,00)llp = Pll1,00]15]
1 . )
+ 52+ —idlie) [4p = Apllzw, v llillv-

Since F(j,¢) is continuous and linear in j and continuous in ¢, we know that F is
continuous. 0

Corollary 1 therefore implies that (1) has a unique local solution as soon as j(t) is inte-
grable. To conclude the proof of (i) in Theorem 1, it suffices to show that any solution on an
interval [0, Tp) is such that ¢(Tp) := lims 47, p(t) € Diff 4 (R?). This is true because, if one
lets w(t) = vy(4),(¢), then w € LY([0,To], V) and ¢ is, by construction, the flow associated
to the ordinary differential equation 0,z = w(t, 2), i.e., it satisfies Opp(t, ) = w(t, p(t, )).
This shows that (see, e.g., [33] Chap. 8) ¢ € C([0,To], Diff2;(R?)), which completes the
proof of part (i) of Theorem 1.

In particular, for ¢ € [0,7p], one has p(t,-)™1 = 1(t,-) where ¢ is the flow associated
with the equation 9,z = W) (s, 2), with ¥®(s) = —Vy(t—s),j(t—s)- Note that we have not
defined w at time Ty (or w at time 0), which is not a problem since these time-dependent
vector fields only need to be defined almost everywhere (in t) for the result to hold. (One
can actually show using Cauchy sequences that w(t) has a limit when ¢ tends to Ty anyway).

We also point out that, using the inequalities of Lemma 2, the transcription of (14) to
the present case becomes [|¢(t) — id||1,00 < Bj; with

By =2l exo( L il ) (15)
(here, the initial condition is always (0, ) = id) and thus B; only depends on j.

We also have ||¢ =1 (t)—id||1,00 < B;. This can be proved for each ¢ by applying Theorem 3
to F(w,v) = w o, with U = V, which satisfies the hypotheses with v(w) = ey ||@]v.
To obtain the same constant B;, one only needs to notice that, for all s, ||@®)(s)||y =
e — ) v

We summarize this discussion in the next lemma.

Lemma 3. Suppose that j € Xxl/ﬂT. If ¢ € C([0,Ty], Diffi;(R?)) is a local solution to
system (1) for some Ty < T, then ||o(t) — id|l1,00 < Bj and ||~ (t) — id||1,00 < B; for all
t € [0,Ty], where B; is defined in equation (15).

Moreover, the local solution o is actually in C([0, Ty, Diff2;(R?)) and there exists a con-
stant C; such that

Cv .
1D% M)l < Cexp (L il ) (16)

for all t € [0, Tp].
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Only the last inequality remains to be shown. We have
t
D2olta) < [ (10000, s (els. )] Dot )
+ 1DV, o) (p(3,2)) [D2 (5, 2)] ) d, (17)

t
Cy , . 2 Cy .
< Ll IDeO)2% + 7 / li(s)

and inequality (16) follows from Gronwall’s lemma, since || Dp(t)]|%, < (1 + B;)?.

D?p(s,x)|ds

[lv-

6.3. Proof of Theorem 2(i). Denote v, = v, j(p,9) and let
Go(p) = v 0.

We only need to apply the standard existence theorem for the ODE 0;p = Gy(). For this,
it is sufficient to prove that, for any 6 € O,

(1) There exists > 0 such that, for all ¢ € Diff,(R%):
1Go(@) 1,00 <Y+ [l —id][1,00) -
(2) For all ¢y € Diff.};(R?), there exists r,, > 0 and 7,, > 0 such that for all ¢, €
Diff ;g (R*) with max([l¢ — wollz. 1 — @olls) < 74,
[Go(e) = Go(¥) 1,00 <

These properties are easily deduced from Lemma 2 and the boundedness and Lipschitz
assumptions made on j(y,0), and we skip the argument.

6.4. Proof of Theorem 1(ii). Given j € X‘Q/*,T C X‘}*’T, we have proved that system (1)

has a unique solution ¢; € C([0,T], Diff2;(R?)). Denote the well-defined objective function
by

T
1) = / ) [0, 1.5000) A + pl3 (Ts M), Minsg).

To prove the existence of minimizers of f, we show that minimizing sequences of f are
bounded and f is weakly sequentially lower semicontinuous. Since XZ. _r is a Hilbert space,
the existence of minimizers will follow by applying the direct method of the calculus of
variations.

Lemma 4. Minimizing sequences of f are bounded.

Proof. Let (j,)n2, be a minimizing sequence of f. We denote for short v,, () := vy, (1), j.(¢)-
Note that the solution of j =01is p; = id, so we can assume f(j,) < f( ) = p(Mo, Miarg)
without loss of generality. Using Lemma 1, we have j,(t) = (wK;' + Ay, 1)) on(t). Tt
follows that

T
(Mo, Miarg) = f(in) = /0 (i (8) o0 (8)) dt

T
> / w (K5 0n (1) | va (1)) dt (18)

T w T 2
-uf vn<t>||2vdtzT</0 ||vn<t>||vdt>
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From Theorem 3 (applied to F'(v, h) = vo(id+h) and U = V'), we know that the boundedness

of fOT |lvn ()]|v dt implies the boundedness of solutions, i.e., there exists a constant B such
that [|¢;.(t) — id|[1,c < B for all t € [0,T7] and n € N. Since ¢ — A, is Lipschitz with

respect to the seminorm || - ||{VI§o on G, denoting the Lipschitz constant by £4(B) leads to

A, 2w, ve) < Aidllz,ve + Lalle;(t) — id] S, < Cp.

Now we return to inequality (18) and write

T
(Mo, Miarg) > / o ()2 dt

- ' 2
o lin )l B
— o \lwK, '+ Ag, wllew,ve

T . 2
[n () |lv+ 2
> ) dt=C ,
*w/o ( w+Cp BH]n||X3*,T

where we have used the fact that K‘}l is an isometry from V to V* in the third inequality.
The above inequality shows that a minimizing sequence (j,)22; is bounded. O

n=

To prove that f is weakly sequentially lower semicontinuous, we separate the two terms in
f and show in Lemmas 6 and 7 respectively that the first term j fOT (3 () [V, (1),5(t)) dt and
the second term j +— p(¢; (T, Mo), Miarg) are both weakly sequentially lower semicontinuous.

Let j, — jin & 2*,T. We first derive some preliminary bounds that will be used in the
following Lemmas 5 to 7. Since j, — j, there exists J > 0 such that HjnHXa . < J for all
n € N. It follows that '

iz, , < limind [u]lxg. < J

For the solution ¢;, , Lemma 3 shows that for every ¢ € [0, T]

) 2cy | . cy .
lei(®) = idlloo < = llinllay.., exp(linllxz.., )
SO
. 26\/ Ccy
||g0]n(t) - Zd |1,oo S T J\/T eXp(;JV T) = BJ.

Similarly, we have
. 2cy
i3 (t) = idlh o0 < 2

2
< v JNT eXp(%J\/T) = Bj.

w

. Cv .
lillxs., e (il )

Still from Lemma 3, it also holds that
o5t (t) = idl1,00 < By and ;' (t) = id|l1,00 < By

We then have (p;, )02, C Gp, and ¢; € Sp,, where &g, is defined in the statement of
the theorem.

The following lemma is a preliminary step towards Lemmas 6 and 7, which prove the
weakly sequentially lower semicontinuity of f.

Lemma 5. If j, = j in X 1, then [|@;,(t) — @J(t)HiVIgo — 0 for allt € [0,T].



26 MECHANISTIC MODELING OF LONGITUDINAL SHAPE CHANGES

Proof. Note that
( ) — @;(t,x)

N

“%nﬂﬂns>%m@<@)—1wﬂﬁdwﬂwﬂ&x»)ds
/Ot (251 ) 3n() (ols.2) = (L) dn(s)) (o (s,2)) ) ds
[ (22 006)) oo = (B 30(9) ot s

T / (251 in()) (os(s,2) = (L4 5(9)) (5(5,2))) ds
=: Il’n(t) + Izm(t) + A, (t)

Taking || - Hi\/{; on both sides, we will show that
t M. 2 %
@I + 1720 @12 < 5 ([ (leads) - o) ) a9
and that
1?mum%_ommm6mﬂ (20)

Identities (19) and (20) combined with Gronwall’s lemma will then lead to ||¢;, (t)—¢; (¢ )||M0 —
0 for all ¢ € [0, 7.
We estimate ||Iln(t)||{‘/lc‘jo as follows.

I a1,
/H S dn(5)) 0039 = (L2 dnle)) 005, 0)] | s

< / 2+ lle5,(5) = idll1o) |52 ) n(s) = L7} dn(9)]|,  ds  (Lemma 2(3))

, 00

t
cy . .
< /0 2+ B1) =5 I4e;,5) = Ags0) 2w, vy lldn() v+ ds (Lemma, 2(iv))

Since ¢ +— A, is Lipschitz on &g, with respect to || -
by £4(By) leads to

a1 < % @+ Bo) [ €4 loas) = s lin(o)lv

denoting the Lipschitz constant

”1 ,007

/\

«ds (21)

1
2

N TN A (XCRTETHS S W T
<oy ([ (1o -eaoite)’as)’

We now pass to ||121n(t)\|iw° . Similarly to Lemma 2(ii), we have

lvow—vopls < 2+ (¥ — idll1%) vll2.00 o — ¥lI1%

IN
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It follows that

1, (D)1
/H( o) In(s )Wj"() (L_(sﬂ"( )>°s@j(5>Hf:cds

s/o (24 lles(s) = ial¥s.) 121 ()2 05(s) = 5(s) 15, ds

n(8) = ¢;(s)

1
2

1o, ds (22)

t
vV .
< [ @+B) L linG)v-
0 w

<y (/ (e (s) — o5l )

We proceed to show that (20) holds. To simplify notations, define u, : R® — R3 and
u:R3 = R3 by

un(z) = / t (Lkin(9) owi(s,2)ds and u(w) = / t (£5403(9)) 0 ws(s,0) ds

and prove that ||u,, — ul|}° and ||Du,, — Dul|}° converge to 0 as n — co. We aim to prove
pointwise convergence, uniform boundedness, and equicontinuity of the two sequences, so
as to invoke the Arzela—Ascoli theorem. Given z € R3, we define linear operators L, :
X p = R¥and L, : XF. p — R¥3 by

t

t
ij’:/o (£510 7)) 0 @s(s,2)ds and ﬁwj':/o D(L2} 7)o pi(s,7)) ds.

Note that

|£IJ|+|£IJ|</ H PTAC ))OSOJ'(S)H dsécvf

1,00

./
2+ By) ' lxz.

so both £, and ET are bounded linear operators for all z € R3. Since j,, — j, pointwise
convergence of (u,)>; and (Du,)$2; now follows from

Un(x) = Ly jn = Lo =u(x) and Duy(z) = Zz Jn — ij = Du(x).

We also have

s enT |
(@) + Dtn ()] = 1 €2l + 1Za jul < 55 24 By) ljallaz.., < C

which shows that the two sequences are uniformly bounded. The sequence (u,)5%, is
equicontinuous on R? because

() = n(y)] /HD( 210 i) | _1Des ()l | =yl ds < Cy = y.
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The sequence (Du,)S%, is equicontinuous on R3 because

| Dun () = Dun(y)]
/ (‘(D (L%l(s)jn ) ° %(8,9&)) Dy;(s,x)
(et ) e) o)
‘(D (L%l(sﬂn )) 0 ¢i(5,)) Dipy(s,9)
(DB n)) 0 05(50) Dyl ) s

< [ (|p(5k )| 107050l o~

[ (22 n))|| 1P0s() e 2 = w1l 1D (5) o ) s
S C'J |$ - y|a

where we have used ||D?¢;(s)|lc < Cy by (16). From the Arzela-Ascoli theorem, we know
that every subsequence of (u,,)52; has a further subsequence that converges uniformly to
u on My, which implies |lu, — uHM" — 0. Applying the same argument to the sequence

(Duy)2, gives || Duy, — Dul|Mo — 0.
In summary, we have proved (19) and (20), which lead to

lo7.(8) = i D115 < a7 + 12 (O)11%

< A) +Cy (/ot (hos) - %(s)nf?go)z ds) ’

where A, (t) = || A, (¢ )|| — 0 as n — oo. This implies

+ 4115

(It — esI) " <2220 + / 263 (le(s) — s ds.

By Gronwall’s lemma, we finally obtain

(a0 = i) <230 + [ 432 C3 exp(2C3(t - ) ds

Note that
/Ot (25100 30(9) 0 05(5) = (L510 8()) 0 05(s) ) dis

t
< [ @t lles ~ ) L5k i) - L5060 ds

1,00

An(t) < ‘

1,00

< [+ B L (o)l + 156

v)ds < Cy,

(24)

S0 Ap(t) is uniformly bounded in n and ¢. The dominated convergence theorem then shows

that the right hand integral of (24) converges to 0 as n — co and thus

@i, (t) — @i (B)[I1S, = 0 as n — oo,
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which completes the proof. O

We immediately have the following lemma as a corollary.

Lemma 6. The second term j' — p(@; (T, Mo), Miarg) in f is weakly sequentially contin-
uous; hence it is weakly sequentially lower semicontinuous.

Proof. Lemma 5 shows, in particular at ¢ = T, that j,, — j implies ||¢;, (T") —¢; (T )|| o —=0.

Since the discrepancy function p is continuous on .# with respect to || - ||17oo, we have
p(@jn(Tﬂ MO)yMtarg) — p(‘ﬁj(Tv MO)tharg)a yielding that j/ = p(@j’(T, MO)aMtarg) is
weakly sequentially continuous. (|
Lemma 7. The first term j' fo |v% ®),5/(t)) dt in f is weakly sequentially lower
semicontinuous.

Proof. Let j, — j in XJ. ;. Denote v, (t) := vy, (1), j,() and v(t) = vy 1), i) We first
show that v,,v € XF 1 for all n € N and v, — v in XZ ;. Lemma 2(iii) gives

r 2 r 1 1
| e de = [C1E2E g1 de < 5 il

50 vy € AP . Moreover,
1. J
[onllaz . < o ldnllxz. , < o
for all n € N. The same argument shows that v € X2 .. To see v,, — v in X2 1, consider
an arbitrary p € (X2 7)* ~ X% ; ~ XZ. 7 and observe that

|(N‘Un) - (/L‘?})|
T
/0 ((“(t) lon(t)) — (u(t) |v(t))) dt

T
/0 () 1L ) = L) dn®) + (80 | LY Galt) = 5(8)) ) at

< / ()]

| w122k Gt ) ar.

v L ' i) ;jl(t)Hx(V*, V) [0 (E)llv+ dt

+

Lemma 2(iv), the Lipschitz condition on ¢ + A, and Lemma 5 imply

1
- -1
g, = Loy llzev) € 5 g0 = Agywllewve

; (26)
A

< =3 9(t) = 25 (DI — 0.

In addition, note that j" — fo t)| L_ 0 J j'(t)) dt is a bounded linear functional on X. ;.

We conclude that |(1|vy) — (] v)| — 0 by the dominated convergence theorem and j,, — j
in X‘%* T
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Now we show that

T

| GO 1) ar < timint [ G010 ar

The mapping v' — fOT(L%, (t)v'(t)|v'(t)) dt is strongly continuous and convex on X7 . since

ILg, il 2v,vey = WKy + Ag, ol 2v, ve
<w+ |Awll v, vy +La e (t) — e; (0TS, < Cy

and (L, 0" [v") = w o3 + (Ag, v [v") > 0.
The mapping is therefore weakly lower semicontinuous. We then have

T
liminf/O (Jn(t) |vn(t)) dt

n—oo

T
~ lim inf /O (@ on 12 + Ay, (6 va(t) |0 (t))) dt

n—oo

n—oo

T
_ lim inf /0 (B, (1) 0 0) [o(0)) + (A, 1) — Agy) v(t) [0 (0))

> / (Lo, (8) 0(t) [ 0(£))dt = / G o)) dt,

where the second to last inequality follows from v, — v, the weak lower semicontinuity of
T . .
v = fo (Ly,; (t)v'(t) |v'(t)) dt, the inequality an||X\2/,T < %, and ||A%.n(t)—A%(t) l2v,vey =

0 by (26). O

6.5. Proof of Theorem 2(ii). The analysis is similar. It suffices to show that for a
convergent sequence 6, — 0 in ©, one has ||g, (T) — g (T)Hi‘/[gO — 0, where ¢y, and @p are
the solutions to system (4) corresponding to 6,, and 6.

For all ¢ € C([0, T], Diff;(R?)) and ¢’ € ©, the boundedness assumption on j(-,#') gives

I 13 (e(t), )]

v+ dt < Jo T, so Lemma 3 implies (pg, )52, C Sp, and py € &p,, where

o 20\/ Ccy
Bo = = (JoT) exp( . (Jo T)).

We denote the Lipschitz constants of ¢ — A, and {j(-,0) : 6 € ©} on &g, by {4 and ¢;
respectively.
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Observe that

909n(t’ :E) — ¥o (tv '73)

t
= /0 (Vg,(5), 5(00n(5), 60) © 90,(5,T) = Vg (5), (oo (s), 0) © P0(5, %)) ds
= [ ((£5] 0 3600.09),62)) 0 90,05,2) = (L5110 300,(5),60)) 0 0, (5.)) ds
(Lobs) i(00,():00)) 0 00, (5,2) = (L34 3(0,(5),00)) 0 wo(s,2) ) ds

) (20,(8),00)) 0 @o(s,2) = (L1 3(00(5). 0n)) © 0als,)) ds

N
™~
€ |
S
-
»
hS)
)

(Liae) dlpa(s),60)) o eols.a) = (L)) i(e0(5).0)) o pals,x) ) ds
1 n(t) + I2 n( ) + IB,n(t) + An(t)

With the same reasoning as in the proof of Theorem 1(ii), we bound ||Iln(t)||i\4(;’<> (see (21))
by

1 () 11775

t
<% (2+ Bo) L4 / lgo.(5) — o (s)|2%,

H]'(SOQ,,L(S), Qn)| v+ ds

< Co / leo.(s) — wols) Mo,
and [[Tp (1)) M2, (see (22)) by

12,0 (8)I177%

%(HBO/HJ 20,(5),00) v+ 10, (5) — @ ()13 ds

< Co [ llon) ~ po(s)I3, ds.
0
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The assumption that {j(-,6) : 6§ € O} is equi-Lipschitz with respect to || - || gives the
following estimate of ||13n(t)HiVIgo

15,0 (8) 1775

|/ ((LWS(S)J(tpe,L( ); 9n)) o pa(s) — (L;;(S)j(we(S)ﬁn)) owe(S)) ds ji
/ H 809( )j ©6,(5); H")) © po(s) - (Lv’e(S) (o (s), 9”)> OSOO(S)H17OO ds
< / 2+ lleo(s) - ol 300,().00) = L1 d(o0s), 00 ds

C
<(2+B0) % 4 / o, (5) = o ). ds
0

- 09/0 loo.(s) — pa(s)[12e, ds.

We now work on HAn(t)H{V[gO Recall that

0= [ (£ o0(51.0.0) o 0ls) = (L ie0(s).0)) o 00() .

To carry over the last set of arguments in the proof of Theorem 1(ii), it remains to show
that lim, e HAn(t)H{MgO =0 for each t € [0,7] and HAn(t)Hiwgo is uniformly bounded in n

and ¢t. Following inequality (25), the uniform boundedness of || 4, (¢ )|| in n and ¢ is given
by

401 < [ @+ Bo) - (15en(s) 8l + [5G Dl-) ds < Co.

To prove limy, o0 [|An(t )||M0 = 0 for each ¢, we define the integrands of the two terms in
Ap(t) as uy, 1 [0,7] x R? — R3 and u : [0,T] x R? — R? by

wns,2) = (L5100 7(20(5),00)) 0 pas, o)
and

u(s.z) = (LL i(0a(s).0)) o go(s, ).

We show that the two sequences (fot Un(s)ds)se, and (fot Du,,(s)ds)22; converge pointwise,
are uniformly bounded, and are equicontinuous. Given s € [0,7] and z € R3, define linear
operators Ls, : V* — R3 and L, : V* — R3*3 by

£s,9:jl = (L 1( ).] ) ogpg(s,x) and Es,:vj/ = D(L;gl(s)jl o 309(87]:)) ’

which can be estimated by

. = . — . Cy
Lo i |+ 1Eue | || (L300 7) o 00(s)|, < T2+ Bo)

1,00

(27)

so both L, , and Zs’z are bounded linear operators for all s € [0,7] and x € R3. Since
J(pe(s),0,) — j(po(s),0) when 6, — 6, we obtain pointwise convergence of (u,(s))S2,
and (Duy, ()52, for each s € [0,7]. Uniform boundedness and pointwise convergence of
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fo un(s) ds)>; and ( fo Duy,(s) ds)22; follow from inequality (27) fo l7(pa(s), 0n)|lv=ds <
JoT, and the dominated convergence theorem The same process as the one in the proof
of Theorem 1(ii) shows equicontinuity under different constants. Invoking the Arzela—

Ascoli theorem gives us lim,, . || f(f(un(s) —u(s))ds|Mo = 0 and lim,, o | fg(Dun(s) -

Du(s)) ds||Mo = 0, which in turn implies || A, (¢ )Hl 0 — 0 for each t € [0,T].
We have thus proved that

t
o6, (1) — po (D115 < 14n(®)I17% + Ce/o l06,(5) = wo(s)I117% ds,

where limy, o0 || An (¢ )||MD =0 for each t € [0,T] and || A, ()] % 1s uniformly bounded in n
and t. Applying Gronwall’s lemma and the dominated convergence theorem as in the proof
of Theorem 1(ii), we conclude that for each ¢ € [0, 7],

o, (1) = po(D) 1% — 0 as n — co.

6.6. Proof of Proposition 1. We need to check that: (1) A, € Zym(V,V*) for all
¢ € Diff,(R?); (2) (A,v|v) > 0 for all ¢ € Diff4(R%) and v € V; (3) The mapping
¢ — A, is Lipschitz with respect to || - HM" on &,. Point (2) is obvious from the assumption
that E,(z) is positive definite for all z € ¢(Mjy). Since id € &, for all v > 0, we can derive
point (1) from the inequality

[(Apu|v)] S/ ’(Eq;(su,ev)) o \detD<p|‘dm
Mo

< | Dufloe D]l || det Deglloc ( /

Mo

|Eid 9 Zd| dzx + C¢>

< (et Co) Nlullv llvllv -

We now proceed to proving point (3). For ¢, € &, we show that there exists C., such
that

(Apuv) = (Ayulv)| < Cylle = I llullv [[vllv-
We make a change of variables and write
ulv) = (Aypulv)

< curea)) 0 ¢ |det Dol = (Ey(euse,)) o |det Dy | da

Ll
N

(E,op—Eyov)(eq0p, ep0¢ ‘|detha\dx
Mo

(Eyo)(eyop—eyoth, gp0p ‘|deth0|dx

=)

—~
[\]
(0]

~—

(Eyo)(enoth, ep0 0 — &y 01/1)’ | det Do| dx

+

+
2\5\2\

o

(By 0 w)(ew ot &y 0 )| || det Dg| — | det Dy | da.
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For the first term in (28), the assumption on F yields

I

< |Duflo [ Do]loc || det Dgllnc /

My

(Bp 00— Eyot)(euop, &0 09)|| det Dyl do

(E¢og0—E¢o¢)’dx (29)

M,
<G lle =9l e lullvllvllv,

where we have used || det Dyl|o < C, for all p € &,.

We estimate the second and third terms together by symmetry. Again note that id € &,
for all v > 0, so

/|E¢o¢|dx§/ |E,-doz‘d\dx+0m||¢—id\|iw§oS/ |Eig| dx + ayy = C,.
Moy Mo ’ My

I,

+ [ |Eaowiewo v, oo - eyou|det Dilda
Mo

It follows that

(Byot)(eu o9 —2u 0 v, &0 ¢)| | det Dyl da

30
< 1D%ule llp = $I12 | Dl | det Dl [ By o0l da (30

My

+[1Dullss [|1D?v]lss llp = 9130 || det Dl / |Ey o] dx

Mo
< Cylle — 9|

M,
Loo lullv llvllv

For the fourth term, we use inequality (10) and write

/]\/[ 0

< C (1Dl + | D ]l0)? 1D — DY||M0 || Dt g | Dv]| o / Byoy|de  BD

My

(By 0 )(eu 0, &y o) || det Dg| — |det Dy | do

< Oy llo =9l lully llvllv.

Combining inequality (28) with estimates (29)—(31), we conclude that
M
((Apulv) = (Apulv)] < Cylle = DI llullv o]l

To justify that the operator in equation (11) also satisfies the hypotheses, we note that
the penalty term can be rewritten as

8 (wo @) D Tng) (w0 9)T Do~ Tng) 19L DL 4

Mpottom ‘D@_Tn0|

(where ng is a unit normal to Mpottom). One can then work on the terms in the integral
using similar arguments to those made in the previous proof.
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7. CONCLUSION

In this paper, we first examined the existence and uniqueness of solutions to general
systems O; p(t, ) = v(t, ¢(t,x)), ¢(0,2) = x, where the vector field is a function of a yank
j of the form v(t) = L;(lt)j(t) or v(t) = L;(lt) j(p(t),0). We then extended the analysis to
prove the existence of solutions to the corresponding inverse problems in which one attempts
to recover the yank or the parameters from the observed initial and final volumes.

Although we have focused on the specific operator L;l = (wK;l +A,)" ez (Vv V),
our theorems can be generalized to an operator in Z(V*, V) satisfying similar conditions
of boundedness and regularity.

We have presented results of simulated inverse problems assuming shapes are hyperelastic
materials. Our results indicate that the elasticity assumption together with the data from
the boundary of target are not enough to determine the internal yank. Additional infor-
mation such as the internal structure of the target or a parametric model for j is necessary
to tackle these inverse problems. As a proof of concept, we have considered a simple form
of yank whose density is the gradient of a parametrized potential advected by deformation
and demonstrated the retrievability of the potential function parameters under this setting.
A more sophisticated model should likely involve propagation of the potential in addition
to advection as a way to account for, e.g., the progression of pathology along with mor-
phological changes. A possible approach could be to combine the shape evolution equations
discussed in this paper with, for example, a reaction-diffusion PDE on the potential function
to model its dynamics. We are currently investigating a model of this kind, which comes
with the extra technicality of dealing with such PDEs on varying domains, and hope to
publish relevant results in the near future.

APPENDIX A. IMPLEMENTATION DETAILS

Appendix A.1 covers discretization specific to templates with layered structures. (One
may use any discretization procedure if layered structures are not of concern.) In Appen-
dix A.2, we include the computation of the gradient of the parametric yank problem with
the elastic operators and yank presented in section 4. The computation of the gradient of
the free yank problem can be adapted from Appendix A.2.

A.1. Tetrahedralization of layered templates. We use the notation of Example 3. The
template shape M is discretized into a set of points Ule{qf}ﬁvzl according to its layered
structure @. Points {g¢}Y | are on the same layer vy, and the vectors ¢! — ¢ are parallel
to the transversal vector 0,P(q},vp) at ¢f for all i and ¢ (Figures 11a and 11b). Note
that points {g}}¥, are on the bottom layer, points {g*}¥ ; are on the top layer, and each
discretized layer has the same number of discretized points. Since @ is a diffeomorphism,
the same triangulation structure can be applied to each layer (Figure 11c). It follows that
{d ¢, d, a0 al g} forms a triangular prism for any triangular face (i1,42,43) of
one layer. Those prisms between the first and second layers are further split into tetrahedra
without adding vertices using the procedure introduced in [14], which guarantees consistent
triangular faces across adjacent prisms. To ensure the same tetrahedralization structure
between consecutive layers, the tetrahedralization between the first and second layers is

then replicated to prisms between consecutive upper layers (Figure 11d).
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316
layer v {a7 iz
layer v {g?1%_,
layer vy U

X
>

(A) Layers and transversal vector field given by the (B) Discretized points according to the layers and
layered structure. the transversal vector field.

(C) The same triangulation structure applied to (D) The same tetrahedralization structure applied
each layer. to volumes between consecutive layers.

FIGURE 11. Tetrahedralization of layered templates.

A.2. Gradient computation. We write down the gradient of our optimization problem
assuming a continuous time variable, which can be easily discretized in time once an integra-
tion scheme for ODEs is selected. Denote the discretized My by go € R3™ and the discretized
Miarg bY Grarg € R3" (n = NL for layered templates). Moreover, denote the kernel matrix
of the RKHS V by Kq S Ran3n7 namely for ¢ = (Qi)’i:l,.‘.ﬂu Kq = (K(qivqj))i,j=l,...,n
where K : R3 x R? — R3*3 is the kernel function associated to the vector RKHS V.
Finally, we write the discretized operator (A, u|w) as u' A,w, and the discretized work
(J(p,0) |w) as j; g w. It follows that the optimal velocity expressed in Lemma 1 becomes
Vg0 = (WK;' + Ag)"'jg0 = L;'jg and is obtained numerically by solving a 3n-by-
3n symmetric positive-definite linear system. The discretized optimization problem now
becomes

énel% pla(T), Qtarg)

subject to () = vy, ¢ and ¢(0) = go. Introduce the costate p(-), where p(t) € R*". We
then form the Lagrangian

T
E((Lpa 9) = ,O(Q(T), Qtarg) + /0 p(t)—r(‘j(t) - vq(t),@) dt.
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For each 0, we look for gy and pg such that
do(t) = vgy(r), 0, 96(0) = qo,
DyL(qo,pe,0) =0,
D,L(gs,p0,8) = 0.

With such chosen gy and pg, we deduce that s L(qs,ps,0")|p_, is the gradient of our
discretized optimization problem. We now show how to obtain gp and py. Derivatives of L
with respect to ¢ and p are given by

(DgL(q,p,0)|6q) = (Ogr)p(a(T), qtarg))T 6q(T) + p(T) " 6q(T)

- /O (B(t) + Oyt (P(?f)TUq(t),e))T dq(t) dt,

T
(D, L(q.p. )| 5p) = / 5p(8) T (d(t) — vygry. ) i

Note that DyL(q, p,0) = 0 is equivalent to p(t) = =0y (p(t)Tfuq(t)ﬁ) and p(T) = —0y(1)p(q(T); Grarg)-
In addition, D,L(q,p,0) = 0 is equivalent to (t) = vy),¢. Hence we can compute the gra-
dient as follows. First we compute gy as a solution of

q(t) = vg(r), 0. 9(0) = qo.
Plugging ¢ into the ODE of p, next we solve
P(t) = =gty (P(t) "gp (1), 0)s P(T) = =0y p(a0(T), Gtarg)

for pg. Since gy and py satisfy the requirements, we can compute the gradient of our
discretized optimization problem as

T
00 L(q0,0,0")|g_g = —/ Ao (po(t) " vgy (1), 00)
0

Now the computation of gradient is broken down into three terms: 9,(p " vq,0), 9q(r)P(¢(T), Grarg)
and 9g(p " vg,9). We will use the notation u, (9;A,) wg in the following to mean the differen-

o L.

tiation of u;Aq wq with respect to ¢ while keeping u, and w, fixed. Similarly, the notation
(04 jq.0) "wy means the differentiation of j;a wq with respect to ¢ when we fix w,. With
those conventions set, we can now formally compute

aq(pTvq,G) =0y (pTL(jqu,e)
*(L(;IP)T(aqu) (L(Iqu,9) + (Lglp)T(aqjq,G)

= *(Lglp)T(w achzl + 84Aq) (Lgqu,e) + (Lz;lp)—r(aqjqﬁ)

=w (Kglrgq,p)T(aqKq) (Ktjl”q,ﬁ) - (;r,p (04A4) vg,0 + 5;1; (9qdq,0)
where 34, = L, 'p.

We present computations of u" A, w in Appendix A.2.1, A, w in Appendix A.2.2, u" (9,4,) w
in Appendix A.2.3, j;ow in Appendix A.2.4, j, ¢ in Appendix A.2.5, and (9,jq.0)"

w in
Appendix A.2.6, which are essential in the above computation of 9,(p" v, ¢). The compu-
tation of Jg(ryp(q(T), ¢rarg) depends on the discrepancy function p. We refer to [11] when p
is the varifold discrepancy between triangulated surfaces. Since

9o(p"vq,0) = Op(p L jg.0) = 0a(B, pa0):
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the computation of 9y(p v, ¢) can be derived from j;e w (Appendix A.2.4).
To make the presentation more concrete, we focus on the layered elastic operator and
yank described in section 4.

A.2.1. Computation of uTAq w. A little computation shows that the layered elastic oper-
ator (9) can be rewritten as

(Apu|w) = [D(M : <>\can (tr(eu) - N;,reuN¢) (tr(sw) — NszN@)

+ fitan (tr(euew) — 2 N] euewNy + (N euN,)(N] ngg,))
+ sy (S €uS5)(S) ewSy)

(32)

+ 2 fang (Sgsustw - (NgsuSw)(N;rsz,,Sw)>) dz,

where g, = % (Du + DuT) and g, = % (Dw + DwT) are linear strain tensors, N, is a unit

vector field normal to deformed layers {¢(M,) : v € [0,1]}, and S, = \Egigig;ﬁ*h is the
unit transversal vector field according to the deformed layered structure. After discretizing
©(Mp) into a union of tetrahedra, we compute the integral (32) by summing over these
tetrahedra. Thus we can focus the computation on one single tetrahedron. Note that we
need N, S,, Du, and Dw to evaluate (32). Recall that the tetrahedralization procedure
(Appendix A.1) splits one triangular prism into three tetrahedra. Given a tetrahedron, we
compute N, as the average of normals of the two bases of the corresponding prism, and S,
is computed as the average of three sides of the corresponding prism. To be more precise, let
the “upward-pointing” unit normals of two bases be N7 and N, and let the unit transversals
from three sides be Si, So, and S3. The vectors N, and S, of the three tetrahedra split
from this prism are computed by

_N1+N2 _ S1+ Sy + .53
|N1 + Na| |S1 4 Sz + S5
For the computation of Du, denote the positions at the four vertices of the tetrahedron by

q0, 91, G2, g3, and denote u at the four vertices by ug, u1, u2, us. We approximate Du(qp)
by

N, and S,

—1
Du(qo) = Du(qo) [ @ —qo, 92—qo, 43— Qo } [ ¢ —q, 92—qo, 93— qo }

-1
~ { Uy — Uo, U2 —Uo, U3 —Uo ] [ q1 —4qo, 492 — 4o, 43— 4o } .
The approximated Du(qg) within a tetrahedron 7, denoted by (Du)7, is characterized by

(Du)7 (g1 — q0) = w1 — uo

(Du)7 (92 — qo) = u2 —up

(Du)7 (93 — qo) = uz — o
which is equivalent to

(Du)t (90 — q1) = uo — wa

(Du)1 (g2 — q1) = u2 — uy

(Du)1 (g3 — q1) = uz — uy
The same pattern holds if we change the anchor position to g2 and ¢3. In other words, the
approximated (Du)7 only depends on tetrahedron, not on the anchor position, the ordering
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of vertices, or the choice of three edges from the tetrahedron. Dw is computed in exactly
the same way.

A.2.2. Computation of Aqw = 8y (u’ Agw). We use the same notation as in Appen-
dix A.2.1 and keep focusing on one single tetrahedron. Note that we still denote the dis-
cretized €, by €,. Define

UZ[M—UO, Uz — U, u3—uo} and Q:[QI_Qm g2 — qo, Q3—QO},

o (Du)7 = UQ™!. Since tr(e,) = Z?:l e; €u €;, where e; is the canonical basis of R3, we
only need to have an expression of d,,(a ¢, b) for arbitrary a,b € R? in order to compute
Ou(u’ A w) (see equation (32)). Note that

a'esb=a" (; U™+ QTUT)> b= %tr(Q’l(baT +ab")U), (33)
which gives
Bup (0T, ) = (—; 13Q ' (ba' + abT>>T
and .
Ou, (a'e, b) = (; (@ '(ba' + abT))i*> for i =1,2,3,

where 13 denotes the 3-by-1 all-one vector, and (A);. denotes the ith row of a matrix A.

Let k& be the global index running through n discretized points. Note that when we
compute 0y, (uTAqw) by summing over tetrahedra, we only need to take into account
those tetrahedra having g as a vertex. Other tetrahedra do not have uy involved in our
computation of uTAqw. This information can be precomputed when we generate the tetra-
hedralization.

A.2.3. Computation of u' (8qAq) w = 8q(u'TAq w). Differentiating Ny, S,, and volume
with respect to q is straightforward. Given a tetrahedron with qo, q1, g2, ¢35 as vertices, we
look at d,,(ae, b) for arbitrary a,b € R3. From (33), we deduce that

-
Ogo(a" ey b) = (; 1;Q7 (ba" +ab") UQ—1>

and
1 T
Og; (a" ey b) = (—2 (@ '(ba" +adb") UQ_I)”) fori=1,2,3.
A.2.4. Computation ofj;'jo w. Much of the work has been done in Appendices A.2.1 and A.2.2.
Recall that

(j(p,0) | w) = 7/ X goog ! div(w) dx = 7/ X goog ! tr(Dw) dz.
©(Mo) ©(Mo)

In a single transformed tetrahedron 7, we evaluate x gg o o~ ! at the transformed centroid
to simplify the computation. Denote the evaluated value by gr. The derivative Dw is

approximated in the same way as in Appendix A.2.1, that is, (Dw)7 = WQ™!, where

W:[wl—wo, W2 — Wo, ws—wo} and Q:[ql—Qm 42 — qo, (J3—(J0]~
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The contribution of a single tetrahedron 7 in the full integral is then given by
1
g7 tr((Dw) 1) vol(T) = g7 tr(WQ ™) 8 |det Q| . (34)
A.2.5. Computation of jq,0 = Ow (j;':e w). From equation (34), we obtain the derivatives

Owe (gq— tr(WQ_l) Vol(T)) = —grvol(T) (]1;@‘1)T
and

Aw; (g7 tr(WQ 1) vol(T)) = g7 vol(T) ((Q*l)”)T fori=1,2,3.

A.2.6. Computation of (8qjq,0)  w = Bq(j;':(, w). Again from (34), note that g is inde-
pendent of ¢, so the derivatives from one tetrahedron are given by

dq; (g7 tr(WQ ™) vol(T))
= g7 vol(T) Oy, (tr(WQil)) + 97 tr(WQil) Oq,(vol(T)) fori=0,...,3,
where
24 (r(WQ™Y)) = (15 Q7'W Q™)
and

0g, (tr(WQ ™)) = (—(Q™'WQ 1)) fori=1,2,3.
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