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summation-by-parts properties on multiblock curvilinear grids to discretize in space. Representing
the design domain through a coordinate mapping from a reference domain, the design shape is
obtained by inverting for the discretized coordinate map. The adjoint state framework is employed
to efficiently compute the gradient of the loss functional. Using the summation-by-parts properties
of the finite difference discretization, we prove stability and dual consistency for the semi-discrete
forward and adjoint problems. Numerical experiments verify the accuracy of the finite difference
scheme and demonstrate the capabilities of the shape optimization method on two model problems
with real-world relevance.

1. Introduction

Partial differential equation (PDE) constrained shape optimization is a highly important topic for applications in research and
engineering. Together with topology optimization, it constitutes a central tool for computer-aided optimal design problems. To obtain
an efficient algorithm for PDE-constrained optimization problems, gradient-based methods are usually employed. In the context of
PDE-constrained optimization, the adjoint framework has proven to be a very efficient approach for computing gradients of the loss
functional, especially if the number of design variables is large [1,2]. Usually, one has to choose whether to apply the adjoint method
on the continuous or discretized equations. In the first approach, optimize-then-discretize (OD), the continuous gradient and the forward
and adjoint equations are discretized with methods of choice, potentially unrelated to one another. OD is typically easier to analyze
and implement since it does not have to consider the particularities of the discretization methods. However, the computed gradient
will in general not be the exact gradient of the discrete loss functional, which can lead to convergence issues in the optimization
[3]. The alternative approach, discretize-then-optimize (DO), computes the exact gradient (up to round-off) with respect to the discrete
forward and adjoint problems. However, depending on how the forward problem is discretized, the DO approach can lead to stability
issues in the discrete adjoint problem [4]. In this work, we discretize space using a finite difference scheme that is dual-consistent.
Disregarding the discretization of time, this means that the scheme from the DO approach is a stable and consistent approximation of
the scheme from the OD approach, such that the two approaches are equivalent. Dual-consistent discretizations and superconvergent
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approximate functionals from PDEs are well-known concepts in many disciplines where integral quantities are of interest [5-7]. See
also [8,9] for recent examples from the finite difference community.

Given that the computation of directional derivatives with respect to the design geometry is a key part of gradient-based shape
optimization, the question of how the geometry is represented as a variable is important. Various approaches exist in the literature.
Perhaps the most obvious and standard approach is based on domain transformations, where diffeomorphisms are used to map
coordinates between the physical domain subject to optimization and a fixed reference domain [10]. The coordinate mapping then
provides a straightforward way to express integrals and derivatives in the physical domain in terms of integrals and derivatives in
a fixed reference domain, greatly simplifying the computation of the gradient. Although the simplicity of this approach is highly
attractive, it can lead to robustness issues, such that re-meshing is required to obtain an accurate solution [11]. An alternative
approach is to discretize the problem using a so-called fictitious-domain method, where the domain of interest is embedded in a
larger domain of simpler shape [12]. In [13] a fictitious-domain method is used together with level-set functions and CutFEM to
solve a shape optimization problem constrained by the Helmholtz equation. In the present study, we discretize the PDE using finite
differences defined on boundary-conforming structured grids. For this reason, we take the first approach and represent the geometry
through a coordinate mapping between the physical domain and a rectangular reference domain. As demonstrated by the numerical
results in Section 5, the issue of poor mesh quality and re-meshing can be avoided by the use of regularization.

In the present study, we consider shape optimization problems constrained by the acoustic wave equation. Due to the hyperbolic
nature of this PDE, high-order finite difference methods are well-suited discretization methods in terms of accuracy and efficiency [14,
15]. One way to obtain robust and provably stable high-order finite difference methods is to use difference stencils with summation-
by-parts (SBP) properties [16,17]. SBP finite differences have been used in multiple studies of the second-order wave equation in
the past [18,19]. With careful treatment of boundary conditions, these methods allow for semi-discrete stability proofs and energy
estimates that are equivalent to the continuous energy balance equations. Methods for imposing boundary conditions include, e.g., the
simultaneous-approximation-term method (SBP-SAT) [20,21], the projection method (SBP-P) [22,23], the ghost-point method (SBP-
GP) [24], and a combination of SAT and the projection method (SBP-P-SAT), recently presented in [23]. To the best of our knowledge,
SBP finite differences employed to solve acoustic shape optimization problems have not yet been presented in the literature.

Although the shape optimization methodology developed in the present study focuses on acoustic waves it is also applicable
to other types of wave equations. In addition, from a mathematical point of view, the method closely resembles the work in [25],
where an SBP-SAT method is used for seismic full waveform inversion. The difference essentially lies in what the coefficients in the
discretized equations represent. Here they are metric coefficients derived from the coordinate transformation between the physical
and reference domains, while in [25] they are unknown material properties. Indeed, the metric coefficients may be viewed as the
material properties in an anisotropic wave equation on a fixed domain. Other studies where SBP difference methods have been
employed for adjoint-based optimization include aerodynamic shape optimization [26], optimization of turbulent flows [27] and
optimization of gas networks [28].

The paper is developed as follows: In Section 2 the model problem is presented. Then, in Section 3, we analyze the forward problem
and present the SBP finite difference discretization. In Section 4 the optimization problem is considered, including the derivation of
the semi-discrete adjoint problem and corresponding gradient expression. We evaluate the performance of the method using three
numerical experiments in Section 5. Finally, the study is concluded in Section 6.

2. Problem setup

The general type of shape optimization problems considered in this paper are of the form
min J(u, p), such that (1a)
D

u;=c*Au+ F(x,1), x€Q, 1€[0,T],
Lu=g(x,1), xeaﬂp, te[0,T], (1b)
u=0, u =0, XGQP, t=0,

where J(u, p) is the loss functional, F(x,?) is a forcing function, ¢ is the wave speed, and the linear operator L together with boundary
data g(x,?) defines the boundary conditions. Essentially, the problem consists of finding the control variable p determining the shape
of the domain Q, € R? such that J(u, p) is minimized while u satisfies the acoustic wave equation (1b). We use the subscript p to
indicate the domain’s dependency on the control parameter.

To make the analysis easier to follow, consider the model problem given by

T
min J(u, p) = / (Wt (x,,1) — uy(1))* dt, such that (2a)
p
0
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Fig. 1. Boundary conditions of the bathymetry problem. The dotted line indicate the interface between Q* and Q;.

uf =c2Aut + f(NS(x — %), x€EQT, tel0,T],

u, =c2Au", xXeQ, te[0,T],

Uf +cnt - Vut =0, x€0Q"), 1€(0,T],

n~-Vu =0, xeoQ ™,  1el0,T], (2b)
ut =0, xeo)™,  1e[0,T],

ut —u =0, xely, te[0,T],

nt-Vut+n"-Vu =0, xeTly, te[0,T],

uwt=0, uf=0, XEQ, t=0,

with domain Q, as depicted in Fig. 1. We assume that the top half of the domain is known and therefore split it into two blocks
Q,= Qtu Q;, where only Q; is subject to the optimization. Superscripts + and — are used to indicate variables defined on the
respective domains. This model problem can be thought of as determining the bathymetry in a segment of a lake or sea, given a
time series of recorded pressure u, at a receiver located in x, originating from an acoustic point source at x;, where § denotes
the Dirac delta function. For simplicity, we also assume that we have one receiver and one source and that they are located in
Q. Extensions to multiple sources and receivers in Q* follow straightforwardly. At the top boundary, a homogeneous Dirichlet
boundary condition is prescribed, corresponding to a constant surface pressure, and at the curved bottom boundary we prescribe a
fully reflecting homogeneous Neumann boundary condition. At the sides, first-order outflow boundary conditions [29] are prescribed.
For well-posedness, we further require continuity of the solutions u* and the flux n* - VuT across the interface I'; = Q* n Q;, where
n* are the outwards-pointing normals of the respective domain.

3. The forward problem

Initially, consider only the forward problem (2b) and its spatial discretization. In Section 4 we will return to the optimization
problem. The acoustic wave equation on curvilinear or multiblock domains discretized using SBP finite differences has been treated
on multiple occasions in the past, see e.g., [30,24,31,21,32,20,23]. In this work, we formulate discretizations of the Laplace operator
directly on the physical domains Q*, and Q. As previously mentioned, on the non-rectangular domain Q) this is achieved through
a coordinate map to a square reference domain. By incorporating the metric transformation, a process referred to as ‘encapsulation’
in [33], the discrete Laplace operator satisfies SBP properties on Q;. Although this analysis is not new, it is reiterated here without
proofs, since it is needed later in the context of optimizing for p. Using the discrete SBP Laplace operators we then enforce boundary
and interface conditions through the SBP-P-SAT method.

3.1. Continuous analysis

We begin by considering the well-posedness of (2b). For simplicity, the wave speed c is assumed to be constant in €, but the
extension to spatially variable c(x) is straightforward. Let

(u,U)QE/uvdx, llull}, = w.u)g. and <u,u),,gs/uuds. 3)

Q 0Q
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We begin by proving stability of (2b), where it is sufficient to only consider the homogeneous problem, i.e. f(¢) is set to zero.
Multiplying the first equation in (2b) by u, the second equation by u;, integrating over the domains, adding the results, and using
Green'’s first identity leads to the energy equation

dE

r = 2c2(ut+,n+ VUt por + 2c2(ut_,n_ . Vu_)aQ;, @

where E is an energy given by

E=|uf

2 L2 2 12 22
7 g ¢ ||Vu+||Q; +llullg, + Ve llg 20. 5)

Inserting the boundary and interface conditions leads to

dE . o
o -2c Z U u)gqeio + (U, 1, )dgg-,k) <0, 6)

k=w,e
which proves stability. From (6) it is clear that energy is dissipated through the east and west boundaries, due to the outflow boundary
conditions.
The finite difference operators considered in the present study are defined on Cartesian grids. Therefore, for a general domain
Q;, we introduce a coordinate mapping from a reference domain Q- € [0, 1] to Q;. Note that Q7 is already rectangular, hence no
coordinate transformation is needed in this part of the domain. Let

x=x(,n;p) and y=y(.n;p), (@]

define a smooth one-to-one coordinate mapping (diffeomorphism) from the reference domain &, € Q™ to the physical domain
x,y € Q. Note that the functions x and y are parametrized by p. There are many ways one can derive the mappings (7). Here we
use linear transfinite interpolation [34], which explicitly defines x(&,#; p) and y(&,#; p) given the coordinates of the boundary 69;.
Letting subscripts denote partial differentiation, the Jacobian determinant (or the area element) of the mapping is given by

J =Xz, — X,y ®)

By the chain rule, derivatives with respect to x and y are given by

- -1 — —
ug =J7 gty = yeu),

R _ _ 9)
u, =J (_xn”§ +xeu, ).
By extension, the Laplace operator in terms of derivatives in the reference domain is given by
Au~ = J_l((a]uf_)f + (Buz )y + (Puy))e + (aau,)y), (10)

where the metric coefficients are given by
_ 12, 2
ap=J7 (%, + )
=" (xex, + ey, an
_ 12, 2
a=J (xé + y{:).

Further, the transformed normal derivatives satisfy

a iy &,n € 0Q—we)
n Vi = azuf‘i‘ﬁu; Cn (12)
—,8,n
—w, o SnENTH,

where W, and W, are boundary scaling factors given by

W1=,/x§+y§ and W, =4/x2+y2. 13

The inner products on the physical and reference domains are linked through the following equation:

W0 )gs = (W T ). (14)
Similarly, the relation between boundary inner products on the physical and reference domains is given by

<”_7 U_>dQ;_’w‘E) = (u_, Wi U_>0Q‘(q—»lv.0) s
(15)

u, U_>692—.s.n) =, W20_>0Q;—,sm-
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3.2. One-dimensional SBP operators

We begin by presenting SBP finite difference operators in one spatial dimension, to be used as building blocks in Sections 3.3 and
3.4. Let the interval [x,, x,] be discretized by m equidistant grid points x =[x, x, ..., x,,_1 ], such that

x;=x;+ih, i=0,1,..,m—1, ae)

where h = % is the grid step size. SBP operators are associated with a norm matrix (or quadrature) H, defining an inner product

and norm giv;:n by

(u,v)quTHv and ||u||§i=(u,u)H, Yu,veR™. 17

In this work we only consider diagonal-norm SBP operators, i.e. operators where H is a diagonal matrix, for which the inner product
in (17) is simply the Euclidean dot product weighted by the diagonal of H. Later in the paper we shall use the same notation (inner
product with a diagonal matrix subscript) to denote other discrete inner products defined equivalently, e.g., two-dimensional inner
products. We will also use boundary restriction vectors given by

e/ =[1,0,..,0] and el =[0,..,0,1], (18)

and identity matrices I,, of dimension m X m.

To discretize the spatial derivatives we will use the first derivative SBP operators and the second derivative variable coefficient
compatible SBP operators of interior orders four and six, first derived in [35,19]. The SBP properties of these operators are given in
the following definitions:

Definition 1. A difference operator D ~ d% is said to be a first derivative SBP operator if, for the norm H, the relation

HD +D]H=—cpe| +e.e], (19)
holds.

Definition 2. Let D, be a first derivative SBP operator and ¢ be the restriction of a function ¢(x) on the grid x. A difference operator
D;c) ~ %c(x)%, is said to be a compatible second derivative SBP operator if, for the norm H, the relation

HD =-M© —ejeled| +e,e]cd], (20)
holds, where

M© =D[HeD, + R, (21)
with R© symmetric and semi-positive definite, ¢ = diag(c), and

dT=¢ID, and dT=cTD,. (22)

where the first and last rows of D; approximates %.

Note that the remainder term R© is small (zero to the order of accuracy) [19]. We also define

D, = Dgl) and R=RW, 23)

where 1 is a vector of length m with only ones.
3.3. Two-dimensional operators on Q%

Since Q% is rectangular by construction, operators on Q% are directly obtained through tensor products of the one-dimensional
operators. Let m} and m; denote the number of grid points in the x- and y-directions, respectively, and let v* € RN ", where N+ =
m;m;, denote a column-major ordered solution vector. The two-dimensional SBP operators are constructed using tensor products as
follows:

D;=(D1®Im;r), D;r=(1m;®D1),

D! =(D,® Im;r% D;ry =+ @ Dy),
H;=(H®Im;), H;=(Im; ® H),
=] ® L), et =] ® Ip),
el =1, ®e)), er =, ®e)),
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df=~(d] @ I;5). df =(d] ® I,,1).

df=—(I,+ ® d)). df =+ ® dn. (24)
For notational clarity, we have used the same symbols for 1D operators in the x- and y-directions in (24), although they are different
in general (since they depend on the number of grid points and the grid spacing).

The discrete Laplace operator in Q7 is
+_ pt +
Dy =D +D]. (25)

We also have the following norm matrices:

H*=H}H,
+ (26)
Hw,e,s,n = H’
with inner products (-,-) y+ and (-, ) HE. . defined as in (17). Using Definitions 1 and 2, Dz can be shown to satisfy
W, D}V) g+ = —(Dfu, DIV) s = (DFu, DY V) v — (W, V)ps
oo+ N* 27)
+ ) (¢ud] Vs VaveRM,
k=w,e,s,n
where
W, V) g+ = uT(R:;Hy+ + R;H;)v, (28)
with Rf =(R® I,,+) and R* =(I,,+ ® R). Note that R} ~ 0, R! ~ 0 (since R~ 0), and
'y y my X y
(W, V)g+ =(V,u)g+ and ||u||§{+ =(wwp+ >0, VYu,ve RN, 29)

3.4. Curvilinear operators on Q;

We begin by discretizing Q- using my and m; equidistant grid points in the & and n-directions, respectively. As in QF, we
f ~
two-dimensional SBP operators in Q7:

let v € RV, where N" =m " denote a column-major ordered solution vector. Using tensor products, we have the following

D; =(D; ®I,-). D = (I, ® Dy),
D; =D, ®I,,). by =, ® D),
H =(H®I,.). Hy =, ®H)

e, =(e] ® 1), e =(¢/ ® Iy,

¢, = (JME ®e/). e, = (JME ®e)). (30)

where D, is the boundary derivative operator in Definition 2. Note that with a general variable coefficients vector ¢ € RN~ tensor
products can not be used to construct the two-dimensional variable coefficient operators D9 and Di,cn) Instead, the one-dimensional
operators are built line-by-line with the corresponding values of ¢ and stitched together to form the two-dimensional operators. See
[30] for more details on this.

Next, we use the relations in Section 3.1 to derive finite difference operators in Q;. As previously mentioned, this derivation can
be found with more detail in, e.g., [30,21]. Since the mappings x(&, #; p) and y(&, #; p) are not generally known analytically, the metric
derivatives x;, x,,, y¢, and y, are computed using the first derivative SBP operators DE and D If x and y are vectors containing the
coordinates on the physical grid, we have the discrete metric coefficient diagonal matrices

Xg = diag(Dé_x),
X, = dia,g(D;x), -
Y. =diag(D;y),
Y, = diag(D;y),

and
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J=X:Y, -X,Y,,
@ ="' +Y)),

-1 (32)
B=-1" (XX, +Y:Y,),
="' X;+ YD),
Using (9), (10), and (12), we get the first derivative operators
DT =J"YY,D; - Y.D7),
e (33)
Dy =J7 (=X, D; +X:D)),
the two-dimensional curvilinear Laplace operator
1@ L p=pp= 2 pp- o @
D =J7(D" + D, D + D; BD; + D2, 34
and the discrete normal derivative operators
dyy=—e; Wy (ae;, 7€, D; + Be e, D)),
d. = e_W_l(ale_Te_ﬁ_ + ﬂe_Te_D_),
e e 2 e “e ¢ e “e’n (35)

dy =—e; Wi (me; e Dy + pe; e D)),
d; =, W' (¢, e, D +pe; e, D),

where

Wi =/X2+Y; and W,=,/X2+Y2 (36)
We also have the following norm matrices:

H = Hg H r’_ J,

H,_ =He wWZeI},

H =He,Wye], (37)
H =HeW, e],—,
H, =He,W, eI,
with inner products (-,-)g- and (-,-) Hyoin defined as in (17). Note that the power of two and square roots in (32) and (36) are
evaluated elementwise. Using Definitions 1 and 2, the Laplace operator DZ can be shown to satisfy (see [21])

(w,D;V)g-=—(D u, D V)y- — (D;u, D;V)H— -, V)g-

- - N~ (38)
+ ) (gud; V- YuveRM,
k=w,e,s,n
where
W, V)4 = uT(R?’l)HW_ + Rﬁ,“z)Hg)v, (39)
with R(;‘) and R;az) created the same way as Dg?) and Dganz). Note that R(;‘) ~0, R;az) ~ 0 (since R©@ ~ 0), and
WV)g-=V,Wr- and lul3. := @ u)g- >0, Vu,veRN ", (40)

Remark 1. The two domains Qt and Q; are conforming at the interface I';, and for convenience reasons, we shall use the same
number of grid points on both sides of the interface, i.e. mp, = m; = m_ . Therefore,

¢

V) g+ =@, v)y-, Yu,veR™r. (41)
HS H’l
3.5. SBP-P-SAT discretization

We now return to the forward problem (2b). By replacing all spatial derivatives in (2b) by their corresponding SBP operators, we
obtain a constrained initial value problem given by,
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vi=Divi+ f(nd,, 1>0,
v, =02DZV_, t>0,
ei’gvfi + cd;—;’evi =0, >0,
d;v™ =0, t>0,
(42)
ervt =0, t>0,
efvt —eTv =0, t>0,
divt+d v =0, >0,
vE=0, vF=0, t=0,
where
d,=HH'EP @) (43)

Here 5,((5) and 6;5) are discrete one-dimensional point sources discretized as in [36], using the same number of moment conditions as
the order of the SBP operators and no smoothness conditions.

We impose the boundary and interface conditions in (42) using a combination of the SAT method [37,38,21] and the projection
method [23,39]. SATs are used to weakly impose the outflow and Neumann boundary conditions and to couple the fluxes across
the interface, while the projection method strongly imposes the Dirichlet boundary conditions and continuity of the solution across
the interface. This choice is made to keep the projection operator as simple as possible while avoiding the so-called borrowing
trick necessary for an SBP-SAT discretization [40]. A hybrid SBP-P-SAT method for the second-order wave equation on Cartesian
multiblock domains with non-conforming interfaces was presented in [23]. Indeed, the scheme presented here is the same as in [23]
if the interpolation operators are replaced with identity matrices and Q; is Cartesian. More details on the projection method can be
found in [41,42]. Let

vt N
w=|[ _|eRY, (44)
v
where N = N* + N~, denote the global solution vector and
- H* 0
H= [ 0 H‘] , (45)

a global norm matrix with associated inner product defined as in (17). A consistent SBP-P-SAT discretization is then given by

w, =Dw+ Ew,+ f(t)d,, >0,

(46)
w=0, w,=0, t=0,
where
5 Dz 0
D=cP( | b | +SATyc, +SAT;c | P.
L
E=cPSATy, P.
_ AT H*d+ 0 0 0
SATgc, =—H"! [k e ).
: k=2w,e 0 ek Hk dk 0 es Hs ds
_ e+TH+e+ 0 47
SATpe, =—H! [k K 7],
’ k=2w,e 0 e, Heep
_ +T g+ g+ o+ T g+ -
SAT;c=-H"' o I(j)[s A iy ] , and
d
a = [0]
The projection operator is given by
P=1-A'LT(LA'LT)y 'L, 48)
where
+
L= [‘2 0,]. (49)
eS _en

This corresponds to imposing the conditions
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et vE4edt vE=0, >0,

w,e 1 w.e
dS_V_ = 0, > 0, (50)
divt+d v =0, t>0,

weakly using the SAT method and the conditions
vt=0, t>0,
(51)
tvt—evT =0, >0,
strongly using the projection method.

We now prove three Lemmas. The first one is with regards to the stability of the scheme (46) while the second and third are on
its self-adjointness properties. Similar self-adjointness properties of SBP-SAT discretizations of the acoustic and elastic wave equation
have been shown in e.g. [43,25]. However, to the best of our knowledge, the derivation is new for the SBP-P-SAT discretization
presented herein.

Lemma 1. The SBP-P-SAT scheme (46) is stable.

Proof. We prove stability using the energy method. Since data does not influence stability, we set f(#) = 0. Taking the inner product
between w; and (46) gives

1d y N
3 27 Wil = @ DLV e + (7, DIV ) -
-y (eller 12, +c2(ek VLA
k=w,e (52)
+elleg v 113, ,+c2(ek VA V)
— eV, d V) - — eV ATV +d V) e

ot
where PW=w = [;—] denotes the projected solution vector. Using (27) and (38) and rearranging terms lead to

d _ e -
SETHE) =2 Y e, ||§,;+||e;v,+||§,+

k=w.e k (53)
+2c2(e; Vi — et d v )H( ) +2eH eV dty +)H+,
where
2 S+112 2 s+112 2112
E* = ||VE|le + CIDEE s + CIDEVE s + P (e (54)

Since LW = LPw = 0 holds exactly by the definition of P, we have

vF=0, and e,V =efv*. (55)

Inserted into (53) results in

—<E++E y==2¢ Y e I + ¥ ||H+_ (56)

k=w.e

which is the discrete equivalent to the continuous energy equation (6) and proofs stability of (46). []

Lemma 2. The matrix D in (47) is self-adjoint with respect to H, i.e.
(u,Dv)z =(Dw,V) 5, VYu,veRV. (57)

+ &+ + ot
Proof. Let Pu= P [u_] =a= [l}_] and Pv=P [v_] =vV= [Y_], then
u u \ v
(., DV) g = *@*, DIV s + @, DV ) -

-y (Eu*, df V) e + (0. d V) (58)

k=w.e
20,— 5= J—o— 20t gtot -5
—c(eju,d; v )H;—c (egu™,d V" +d v )H:r.

Using (27) and (38) and rearranging terms lead to
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(u,Dv)z = —c*(DFat, DIvh) e — cZ(D;fﬁ, DIV e
- (DL, DLV )y~ — XDy U, DV )y
— 2@, V) g — 2@,V ) g
+c(e i —efut,d V) e+ cAerut,dtvh) - (59)
Since L Pu =0 hold exactly by the definition of P, we have
efat =0, and e i =elu’. (60)
Inserted into (59) results in
(w,Dv) g =—c*(DFat, DIvh) e — cZ(D;fﬁ, D)+
2 -5 P-o— 2(n—5— P-o—
—c (DU, DV )p-—c (Dyu ,Dyv Vu- (61)
=@, V) pe — @,V )
Since all the terms on the right-hand side of (61) are symmetric, i.e. we can swap u and v and obtain the same expression, we have
(u,Dv) g =(v,Du)z =(Du,v) g, (62)

which proves the lemma. []

Lemma 3. The matrix E in (47) is self-adjoint with respect to H, i.e.

W Ev)z =(Eu,v)z, VuveRN. (63)

+ St + o+
Proof. Let Pu= P [u_] =u= [13_] and Pv=P [v_] =V= [Y ], then
u i v v
(u, Ev); = —ckz (" e T s + (. ¥ ) 64)
=w,e

Since all the terms on the right-hand side of (64) are symmetric, i.e. we can swap u and v and obtain the same expression, we have

(u, EVv)g = (v, Ew)g = (Eu,v) g, (65)

which proves the lemma. []

4. The discrete optimization problem

We now return to the optimization problem (2). As discussed in Section 1, when analyzing PDE-constrained optimization problems
of this kind one typically has two choices. Either you derive the adjoint equations and the associated gradient of the loss functional
in the continuous setting and then discretize (OD). Or, you discretize the forward problem before deriving the discrete adjoint
equations and gradient (DO). Here we do a compromise and discretize in space, but leave time continuous, and then proceed with
the optimization. As we shall see, in the semi-discrete setting the spatial discretization guarantees that DO and OD are equivalent,
due to Lemmas 2 and 3. With space discretized, we have the ODE-constrained optimization problem

T
min J(w,p) = %/r(w, N dr + %yllszll2 , such that (66a)
P
0
w,=Dw+ Ew, + f(d;, t>0
(66b)
w=w,;=0, t=0,
where r(w, 1) is the residual of the loss given by
r(w,n)=d,, w®) g — v, @), (67)

where v, (?) is the target data in the receiver and d, is constructed analogously to d,. Note that the term (d,, w(?)) 5 is an interpolation
of w onto the receiver coordinates X,.

4.1. Shape parameterization and regularization

The shape of the bottom boundary can be parametrized in many ways, see [44] for an overview of common methods. Here we let
P =1p1.P2:P3, ... Py 1 be a vector containing the y-coordinates of the bottom for each grid point in the x-direction, see Fig. 3. To
1

10
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combat the ill-posedness of (2) a regularization term %7’||D2P||i, is added to (66a). This additional term penalizes spurious oscillations
in p which helps us find smooth shapes (i.e. reduces the risk of getting stuck in a non-regular local minima to (66)). The parameter
y is chosen experimentally, a small value will give rise to oscillations and lead to a non-regular solution, whereas a large value will
restrict p and lead to suboptimal solutions.

Using linear transfinite interpolation, the elements in discrete column-major ordered coordinate vectors x, and y in Q; are given by

x;;j=x+(x,—x)& and y,;=p;+(L; —p)n, (68)
where &;, 7; are the elements in the 1D coordinate vectors in Q;, and L; is the y-coordinate of the interface, here L; =0.5.
4.2. The adjoint equation method

To solve (66) efficiently gradient-based optimization will be employed, and to this end, we require g—‘;,i =1,2,...,mr , given by

T
dJ 1 a 2
=2 | Lww, 02 dt+y(Dye;, Dyp)yy =
n, 2O/api"(w ) +7(Dye;, Dp)y
T 69)

d
=/(V(W,1)dr’a—3)ﬁ dt+y(D,e;, Dop)y,
1

. . s ad, . .
where e; is a column vector with the entry 1 at position i and zeros elsewhere. Here we have used that 7’ =0 (since the receiver
1

is located in Q%). Clearly, naively computing (69) requires evaluatmg Y Approximating % using first-order finite differences,

e.g., would require mr, + 1 solves of (66b) which quickly becomes costly for large problern sizes. Instead, we introduce a Lagrange
multiplier A € RN and use the adjoint framework [1,2], which allows us to compute 6_1)» without evaluating or approximating a_p.'

The method is summarized in the following Lemma:

Lemma 4. Let w be a solution to (66b) and A a solution to the adjoint equation

Ay =DA+EA —r(w,0)d,, 0<t<T,

(70)
A=4,=0, =0,
where T =T —t. Then the gradient is given by
0 oF
‘7 / (,l — )H + (4, — » W) dt +y(D,e;, Dop)y. 71)
i
Proof. First, we define the Lagrangian functional
T
Lw, =T+ /(l,w,, —Dw—Ew, — f()d) g dt, (72)
and note that J = £ and thus 3—;7_ = 3—5 for any A whenever w is a solution to (66b). Consider the gradient of £, given by
ow, JEw
ac 0.7 /(/1 _ﬂ_ﬂ_a_’)gd;, (73)
Pi Di

where we have used that a_; =0 (since the source is located in Q). The first term in (73) is given by (69). The other terms are

treated using integration by parts in time, resulting in

oL _
/l,— 7 — +/1, dt
o 01)1 /( " 0p Tt )H
+[(A My D -, 22 T
" op, H " op; " " op; " 0

11
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/ Gl S0 = 0 24 4y 22 74)

where we have used the initial conditions for w and w, and prescribed the following terminal conditions for A and 4,:

A=0, 2,=0, t=T. (75)

Using (69) and Lemmas 2 and 3 we get

9L =/(r(w,t)d,+,1,, — DA+ EA4,, S—W)H dt
i Di

T (76)
oD oF

+ [ —(4,—wW)g +(4,, —W)g dt +y(D,e;, D,p)g.

/ op; H " op; A 2¢i> DoP) i

If A satisfies (70) we get the following formula for the gradient:

T
0p / (/l W)H +(/l,, W)H dt+7(Dze,,D2p)H, 77)
1

and since — a =2

‘7 we get (71). [

Note that the only difference between (70) and (66b) is the forcing function, and hence stability of (70) follows immediately
from Lemma 1. The matrices ? and g—f can be computed analytically and are presented in Appendix A. Essentially, the matrices
consist of the SBP operators together with derivatives of the metric coefficients given in Section 3.4. The derivation involves repeated
application of the product rule but is otherwise straightforward.

Remark 2. In this model problem, we have assumed that the source and receiver are located in Q*, which simplifies the analysis since
% = ‘;—‘;: =0 holds. If this is not the case, one would have to evaluate the derivative of the discrete Dirac delta function, which is not
well-defined everywhere for the discrete Dirac delta functions used here. In [45], point source discretizations that are continuously
differentiable everywhere are derived. In principle, we could use this discretization instead and allow x; and x, to be located in Q;,

but this is out of scope for the present work.

4.3. Dual consistency

In the continuous setting it is well-established that (2b) is self-adjoint under time reversal [46,2,21,25] such that for the continuous
adjoint state variables 1* the adjoint (or dual) equations are given by

A=A —ru,1)é(x —x,), XEQF, r€[0,T],
A, =c2A0, xeQ, t€[0,T],
AE 4 en* - VAE =0, x€0QEY,  1€[0,T],
n~ Vi =0, xeoQY, e[0Tl 78)
At =0, xeoQ™", e[0Tl
At =17 =0, xely, t€[0,T],
nt VAt 40 VAT =0, xely, T €[0,T],
£=0, Ar=0, XEQ, r=0.

Note that the semi-discrete adjoint problem (70) is a consistent approximation of (78), and thus (66b) is a dual consistent semi-
discretization of the forward problem [9,47]. Moreover, the gradient to the continuous optimization problem (2) is given by the
following lemma:

Lemma 5. Let A~ satisfy (78). Then the gradlent to (2), is given by

T
=/GA+G,1,dt, 79)
0

where

12
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16J

G,= —cz(—(/r,r 5
+(A—,J—1((%u; + %u;)i + (%u; + %u;)q))g—
(A, wl—l(%ug + gu;»m( o
+</1*,W;‘(%ug + %u;))dm,w)
(A‘,%—l(%u; + 2 U ) aq=m
A, Vl/z_l(%u; + gug»m(__ﬂ), (80)
and
Gy, :C(ur_’Wfl 65_?“_%9(%) + (4w 65_14;1”_>ag<7-w>)’ (81)

with the metric coefficients J, a;, ay, f, W and W, given in Section 3.1.
Proof. See Appendix B. []

Lemma 5 is the continuous counterpart of Lemma 4, where (71) is the semi-discrete version of (79), with the addition of regular-
ization. This is seen by comparing the explicit expressions for the operator derivatives presented in Appendix A to (80) - (81) where
G,~ (4, B_;)_W)H and GA, ~ (A, Z—fw)g.

4.4. Temporal discretization

For time discretization we use the 4th-order explicit Runge-Kutta method (RK4) and for computing the time integrals a 6th-order
accurate SBP quadrature. The time step is chosen as

At =kAt,,., (82)
where

2.8
Aty = (83)

V(D)
is approximately the stability limit of RK4 applied to (46) (written on first-order form), p(D) is the spectral radius of D, and k < 1 is
a positive CFL constant. The influence of E on the stability limit At,,,, is in this case very small since it scales as h~!, where £ is the
spatial step size, compared to D that scales as h~2.

Since the temporal discretization used here is not self-adjoint, the computed gradients will contain an approximation error. In
Section 5.2 we verify the accuracy of the gradient and show that it decreases with k. For the numerical experiments presented in this
paper, we use k = 0.1, which seems to be sufficient for the optimization algorithm to work well on the problems we solve. There exist
self-adjoint temporal discretization schemes that would lead to exact gradients, e.g., symplectic Runge-Kutta methods [48] or SBP
in time [49] where the temporal derivatives are also approximated using SBP operators, but implementing these are out of scope in
the present work.

4.5. Optimization algorithm

There are many optimization algorithms that could be employed for these types of problems. Here we use the BFGS algorithm
[50] as implemented in the Matlab function fminunc, which is a quasi-newton method that approximates the Hessian using only the
gradient of the loss function. For larger problems (e.g., with higher grid resolutions or 3D problems) the L-BFGS method would be a
suitable alternative. Each iteration of the BFGS method requires the loss J and the gradient V,J, which are computed as follows:

1. Solve the forward problem (66b).

2. Compute the loss (66a) using the solution to the forward problem.

3. Solve the adjoint problem (70) using the solution to the forward problem.

4. Foreachi=1,2,..., mr, , compute g—pji using (71) and form the gradient vector

_[o7 07 07
T o on by, |

(84)

13
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-1 -0.5 0 0.5 1

Fig. 2. Grid of the circular domain. The different colors of the grid indicate the block decomposition. (For interpretation of the colors in the figure(s), the reader is
referred to the web version of this article.)

Note that we only have to solve the forward and adjoint problems one time each per iteration, independently of the number of
optimization parameters mr, . This is one of the main advantages of the adjoint method. However, evaluating (71) in step 4 requires
storing the vectors w, 4, and A, for all time steps, which naturally may be very memory consuming, especially for long-time simulations
in realistic 3D applications. In such cases, one often must resort to check-pointing (storing the vectors at certain time intervals and
recomputing intermediate results) or storing the vectors on disk.

5. Numerical experiments
5.1. Accuracy study

Since the SBP-P-SAT method is new in this setting (wave equations for multiblock, curvilinear domains), we briefly verify the
accuracy of the method by performing a convergence study on the forward problem with a known analytical solution. We consider
a circular domain Q decomposed into five blocks as depicted in Fig. 2, and solve the PDE

u,; = Au, xeQ, te][0,7T],
u=gx,1), x€0Q, te€l[0,T],

(85)
u=uyx), xe€Q, =0,
u, =0, xeQ, =0,
where g(x,1) and uy(x) are chosen so that u satisfies the standing-wave solution
u(x,t) = sin(3zx) sin(4xy) cos(Sxt). (86)

The problem (85) is discretized using the SBP-P-SAT method described in Section 3, with interface conditions imposed using the
hybrid projection and SAT method and the Dirichlet boundary conditions imposed using the projection method.

In Table 1 the L,-error and convergence rate at final time 7' =1 is presented for the 4th- and 6th-order accurate SBP operators,
where each row corresponds to a different number of total grid points N. With the 4th-order accurate operators we obtain the
convergence rate 4 while with the 6th-order accurate operators the convergence rate is slightly above 5, which is in line with
previous observations [22].

5.2. Bathymetry optimization

We now consider the optimization problem (2). The domain is given by Fig. 3 and the wave speed is ¢ = 1. The source is located
at [0.25,0.8] with the time-dependent function given by the Ricker wavelet function

2 \2\ -2
f)= —=— (1—(—) )e =8 87)
3orxl/4 o
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Table 1

L,-error and convergence rate with varying total degrees
of freedom N for standing-wave problem with 4th- and
6th-order accurate SBP operators.

N logo(ey) 94 log;(es) 46
4797 -2.98 ; -3.25 ;
10553  -3.71 429 424 5.77
18549  -4.22 418 -4.94 5.68
28381  -4.61 421 -5.47 577
40777 -4.93 410 -5.86 -5.04
72280  -5.44 408 657 5.68
112761 -5.83 -4.05 -7.08 -5.30
1
0.8
0.6
= 0401 A un g
O T S
~ // \\ L1
N L1
02K ]
Di
NN CLA) Z8N B NN A
-0.2 : :
0 0.2 0.4 0.6 0.8 1
x

Fig. 3. Discretization of bathymetry problem with parameterization of the seabed. The different colors of the grid indicate the block decomposition. The cross (x) and
diamond (¢)) indicate the location of the source and the receiver, respectively.

with o =0.1. The receiver is located at [0.75,0.8]. We use synthetic receiver data, produced by simulating the forward problem with
a bottom boundary (seabed) given in Fig. 3, using the 6th-order accurate operators with mg =m_ =401 and m; =m = 201 (total
degrees of freedom N = 161202). In the optimization, we use the 4th-order operators and m} = m_ =41 and m} = m; =21 (total
degrees of freedom N = 1722). Linear interpolation of the synthetic receiver data is used when there is no data matching the time
level of the numerical solution. The final time is set to 7 =4 and the regularization parameter to y = 10=>. The initial guess of the
seabed is chosen as a straight line, i.e. p = [0,0,...,0].

We begin by investigating the accuracy of the gradient (71) by comparing it to the more common, but expensive, finite difference
approach. Let

J(p+ Ape)—T(p)
Ap ’

denote the i:th component of the gradient vector approximated using first-order finite differences, where e; is the vector with a 1 at
the i:th element and zeroes elsewhere and Ap is the step size of finite difference approximation. Further, let

(As) IV,J () - D*T >
e = N
i IV, d @Il

denote the relative L,-error of the finite difference gradient assuming that V[, J (p) is exact. In Fig. 4, the error e(Ap) is plotted against
Ap for various CFL constants k. The results show that the error initially decreases with a first-order rate, but for small enough Ap it
plateaus at a constant error that decreases for smaller time steps. Hence we have a discretization error in the gradient arising from
the temporal discretization. For k = 0.1, which is what we use in the optimization, the relative error in the gradient is approximately
1%. For k =0.001 and k£ =0.0001 and very small Ap we also start seeing the effects of cancellation errors in the finite difference
gradient.

We now turn to the actual optimization. In Fig. 5 the shape of the seabed after 0, 5, 20, and 177 iterations are presented. After
177 iterations the optimization stops with the chosen tolerance 107°. We can conclude that the method manages to reconstruct the
shape of the seabed accurately with only one source and one receiver, and that a 1% error in the gradient seems sufficiently small
for this problem.

(DT (p)); = (88)

(89)
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Fig. 4. Relative error between gradient approximated using finite differences and gradient computed using the adjoint method for varying CFL constants k.
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Fig. 5. Shape of the seabed after 0, 5, 20, and 177 iterations.

5.3. Air horn shape optimization

For the final numerical example, we use a similar setup as in [51], where the shape of the mouth of an acoustic horn is optimized
to minimize the reflected sound, see Fig. 6. The problem setup, including the domain decomposition and boundary conditions, is
presented in Fig. 7. On the walls of the horn, I'y,, and I'y; ,, we prescribe fully reflecting homogeneous Neumann boundary conditions.
At the outflow I'; we use first-order accurate outflow boundary conditions. To reduce the computational costs by half, we utilize
the horizontal symmetry and prescribe symmetry boundary conditions (homogeneous Neumann conditions) at I'g. Note that 'y ,
is parametrized by the optimization parameter p. At the inflow boundary I';, a time-dependent inflow function is prescribed using
inhomogeneous Dirichlet boundary conditions. The wave speed is ¢ = 340 m/s and the final time T'=0.4 s.

The main difference between [51] and the present work is that we solve the acoustic wave equation in the time domain, whereas
in [51] the optimization is performed in the frequency domain by solving Helmholtz equation. The advantage of our approach is that
we can use any time-dependent inflow function we wish with very small effects on the computational costs, whereas in the frequency
domain the Helmholtz equation must be solved one frequency at a time for complex signals. However, for simple inflow signals, the
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Fig. 6. Dimensions of the acoustic horn. The blue section of the horn is subject to shape optimization.
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(a) Boundary conditions and horn parameterization.
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(b) Coarse grid of the acoustic horn problem. The different colors indicate the block
decomposition.

Fig. 7. Discretization of the acoustic horn problem.

approach taken in [51] is likely to be the more computational efficient option. In this work we present results for two inflow functions
at I'y, first a single-frequency 300 Hz signal and then a broadband signal consisting of frequencies between 300 Hz and 400 Hz.
Designing suitable objective functions for optimization problems is a non-trivial task. In [51], a specific inflow boundary condition
is derived that allows for straightforward computation of reflected waves, i.e. the left-going waves in the horn. In the optimization
process, the mouth of the horn is modified to minimize the amplitudes of these waves. Here we take inspiration from [51] and design
an objective function that also indicates left-going waves in the horn, but adapted for time-domain discretizations. This is achieved
by minimizing the outgoing characteristic u, — cn- Vu integrated over the inflow boundary I'; and time. Assuming that the flow in the
channel from the inflow boundary to the mouth of the horn is predominately one-dimensional, the boundary integral ||u; —cn- Vu||1%1
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Fig. 8. Single frequency 300 Hz input signal in time domain (a) and frequency domain (b).

measures the outgoing energy flux at I';. Therefore, minimizing /OT [, —cn - Vu||%1 dt, minimizes the energy attributed to reflected
waves in the horn. The unregularized optimization problem in the continuous setting then reads

T
min J(u.p) = % / i, = en - Va2, dr, (90a)
0
such that
Uy :c2Au, XEQP, te[0,T],
n-Vu=0, xe€ly. Ty, Ts, 1€[0,T],
u=g(t), xely, te(0,7T], (90b)
u,+cn-Vu=0, xely, te[0,T],
u=0, u,=0, XEQP, t=0,

where g(¢) is the inflow function.

The shape of the mouth of the horn is parametrized by the deviation from a straight line between the two fixed points (0.5, 0.05) and
(1,0.3), see Fig. 7a. The problem (90) is discretized using the SBP-P-SAT method described in Section 3, generalized to the multiblock
setting in Fig. 7. As for the bathymetry problem, the adjoint problem to (90b) is derived which allows for efficient computation of the
gradient of the loss function J. To regularize the optimization problem we add an additional term to .J as described in Section 4.1,
with regularization parameter y = 107>, To retain space we refrain from presenting the discretization in detail.

Two numerical experiments are performed to evaluate the method. First, we consider the problem with a single frequency input
signal truncated in time. Explicitly, the input data is given by

g(t) = o(t — 1) sinQx f1), (91)

where f =300 Hz, 1, =0.16, and o(¢) is a tapering window function given by Equation (7) in [52], with ¢ = 0.3 (smoothness) and
T = 0.2 (size of window). The input signal g(¢) is plotted in time and in frequency domain in Fig. 8. The optimal solution (with
tolerance 107%) is found after 70 iterations. In Fig. 9a the shape of the horn after 30 and 70 iterations is shown. The solution to the
forward problem with the optimized shape at t =0.08 s, 1 =0.15s, 1 =0.2 5, and ¢ = 0.35 s is plotted in Fig. 10. Note that almost
no wave propagation is present in the domain at # = 0.35 s. To evaluate the properties of the optimized horn the unregularized loss
(given in (90a)) is computed for a range of input signals, one frequency at a time, and plotted in Fig. 9b. The results show that the
optimized shape decreases the reflected sound at 300 Hz by more than four orders of magnitude compared to the initial shape.

For the second experiment, we optimize the horn for a broadband signal consisting of frequencies between 300 Hz and 400 Hz.
The signal is constructed in time domain utilizing sinc functions multiplied by a Gaussian pulse, which results in a near-rectangular
function in the frequency domain, see Fig. 11. Explicitly, the input data is given by

g = (7 (fysinc (2£,(t = 19)) = £, sinc (2, — 1)) , (92)

r 1
where 1, =0.2, 6 =0.075, f; =300 Hz, f, =400 Hz, and
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Fig. 9. Results optimizing for 300 Hz. (a) Shape of the horn for different optimization iterations. (b) Unregularized loss (90a) for varying frequencies.
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Fig. 10. Snapshots of the solution to the forward problem with the air horn optimized for 300 Hz.
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Note that the computational cost of evaluating the loss and gradient with the broadband input signal is almost identical to the
costs of that of a single frequency. This is one advantage of solving the problem in the time domain. The optimal solution (with
tolerance 10~°) is found after 76 iterations. In Fig. 12a and 12b the shape of the horn after 30 and 76 iterations and the unregularized
loss for varying frequencies are presented, respectively. Once again we can observe that the reflected sound in the frequencies of
interest is smaller by approximately two orders of magnitude for the horn with an optimized shape as compared to the initial shape.

6. Conclusions

In this paper, we present a method for solving shape optimization problems constrained by the acoustic wave equation using
energy stable finite differences of high-order accuracy with SBP properties. The optimization method is based on the inversion of
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Fig. 11. Broadband input signal in time domain (a) and frequency domain (b).
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Fig. 12. Results optimizing for broadband signal consisting of frequencies between 300 Hz and 400 Hz. (a) Shape of the horn for different optimization iterations.
(b) Unregularized loss (90a) for varying frequencies.

coordinate transformations, where the design domain is transformed to a rectangular reference domain and the resulting metric
coefficients are optimized to minimize the loss functional. A gradient-based optimization algorithm is used, computing the gradient
of the loss functional through the adjoint framework. From a numerical point of view, the problem is similar to full waveform
inversion in seismic imaging, where the objective is to find material parameters in the medium. The problem is solved in the time
domain, meaning that any time-dependent source and receiver data can be used. Using a combination of weak and strong imposition
of boundary conditions through the SAT and projection methods, the scheme of the forward problem is shown to be dual consistent.

Three numerical experiments are performed. First, the accuracy of the forward scheme is verified, demonstrating that the expected
convergence rates are obtained. In the second numerical experiment, we show that the method can be used to reconstruct the shape
of a seabed with only one source and one receiver close to the surface. In the final numerical experiment, we optimize the shape of
the mouth of an air horn with the objective of minimizing reflected sound in the horn. For this last example, a complicated source
function is used consisting of many frequencies to emphasize the advantages of solving the problem in the time domain.

Interesting topics for future research include, e.g., extensions of the method to three spatial dimensions and the impact of more
sophisticated time-stepping schemes on the convergence behavior of the optimization problem. From a theoretical standpoint, the
extension to 3D is straightforward, the issues lie in the efficient implementation of the solver and the computation of the gradient.
Similarly, time integration using a self-adjoint method, e.g., the Runge-Kutta methods presented in [48] or SBP in time [49], is
mostly an implementation challenge. The error study of the adjoint-based gradient in Section 5.2 shows that choosing the time step

20



G. Eriksson and V. Stiernstrom Journal of Computational Physics 517 (2024) 113347

a factor of 10 below the CFL stability limit (i.e., setting CFL constant k = 0.1) results in a 1% relative error attributed to the time
discretization error. Moreover, the error in the gradient seems to decrease linearly with k, implying that time steps close to the
stability limit will result in approximately 10% relative error. Using a self-adjoint time integrator could therefore allow for larger
time steps without incurring an error. For self-adjoint Runge—Kutta methods, this entails evaluating the time integral in the adjoint-
based gradient using the Runge-Kutta quadrature, thereby requiring storing also the Runge-Kutta stage values of the forward and
adjoint solutions, resulting in increased memory costs [48]. Whether the benefits of obtaining the exact gradient to the fully discrete
optimization problem through dual consistency in space and time outweigh the benefits in computational costs of the simpler methods
remains to be answered.
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Appendix A. Operator derivatives

Note that all operators in Q" are independent of p, hence we only have to consider the operators in Q;. We shall begin with the
derivatives of the coordinates of the grid points in Q;. Using (68), we get

0x;
"
bi A1)
ay;. j
where e; is the i:th column of I mr, - We also have the metric derivatives
0 oY 0
—E —atagD; &), —atag(n; ),
op; op; op;
(A.2)
0X,7 . _0x dYn . _ ay
—— =diag(D, —), —— =diag(D, —),
op; T op; op; T dp;
and metric coefficients
9y X aY, JX, X Y,
= =2 + -t __° _ —,
ap, dp; " Sop, op, ° " "op
oa 0X oY
2 9 k2 4 y2) 4 2 I (SX, + =Y,
op; op; n n op; op; (A3)
P9y % X, + YY) -3 (X, 4 i, 4 X, ey, 2 |
op; ; ¥ &hn op; n op; n ¢ op; 4 op; ’
oa, 0J 5 o2 ) . 0X; in
— =——=JX;+Y)+2) (—X: + —Y,).
op; op; ¢ ¢ op; ¢ op; ¢
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Using this, we can construct the derivatives of the operators in Q; as follows

oD
—= L =—§—JJ 2D + D; D + D; pD; + Dyy?))
Di Pi
i o, ” ” o) (A.4)
dp, -7 aPt
+J- (D +D,7(a Dé +D§0 D, +D," ),
where we have used that
(e(p) ac(p)
aD (@ P
2 gl M Gop ) _ Tach rTach)_ . (A.5)
op; " ap, " ap,
since
(c(p)) (%® 9e(p)
M pTHE D+ R = Mo, (A.6)
ap,» op;
and
(e(p)) 9e(p)
OR = RUom )’ (A7)
op;
for any p-dependent vector ¢(p), due to the specific structure of RC®) (see, e.g., [19,21,20]). We also have
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and the differentiated inner product matrices
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Using this, we get

_ 2 0 0
- H- T, 0HD _ad; (A.12)
e 0 ¢ (B_pfdk +H, a—p’;)

0 (A.13)
3l ek
P

i

OSATic _ oM ;oo [efTHYdY ¢;THYd]
dp; op; 0 0
] e (A.14)
_g! 0 3— H;— o |,
0 0
and

9P aHH‘zLT(LH‘lLT)_IL
apl apl
—H'LTWH'LTY" 1L3H H2LT(LA'LTH) 'L (A.15)

Di
—p g1 py.

i

We are now ready to write down the equations for — and , we have

Dt 0
[OL I ]+SATBC]+SAT,C>P

0 o0 JS AT O0SAT
opy | + By € )p
ap; op;

(A.16)

] +SATye, + SAT,C> SP
i
and

0E 0P 0SATpgc, oP
2 e SAT . P+ cP———2 P+ cPSATp.. 2. (A.17)
on; on; BG, op; BG g »;

Remark 3. The specific form of o, J and ay;:j in (A.1) would allow us to significantly simplify the expressions in (A.2)-(A.17). But,
for clarity and completeness, we present the derivatives of the operators for a general mapping.
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Appendix B. Proof of Lemma 5

Start by considering the first variation of J in (2) with respect to the parameterization p. We have,

T

5J=6 1/r2dr
2

or(ut xr,t) o
// u+(x D (x,t) dxdt

6u+(xr, .,
Nl
// Bt (X, 51,4 (x,1) dxdt (B.1)

= / / ré(x —x,)éut (x, 1) dxdt
0 Qt

= / (ré(x —x,), su)g+ dt,
0

where r =r(ut,x,,t) =ut(x,,t) — uy(t). The Lagrangian loss functional of (2) is

L=J+ / (Aruf = P Aut — fF(O6(x —x)gr + (A7, u;, — 2 Au))g- dt. (B.2)

Note that L = J such that §L = §J for any u™ satisfying (2b), and we therefore proceed with analyzing SL. As a first step (B.2) is recast
into a suitable form through integration by parts, starting with the contribution from Q*. Note that 6 f (H5(x — x,) = 0 (since Q% is
independent of p) and we therefore disregard the point source in the following analysis. Integrating the second term in (B.2) by parts
in time and space twice results in

T
/(/1+ Ao dt=VT +IT™, (B.3)
0
where
T = / (A = 2AIt g dt, (B.4)

are the volume terms and

T
1T+=/—(,1+,c nt - VutYsome + {20t - VAT, ) sq0 dt, (B.5)
0

are the interface terms. Any boundary terms vanish by the forward and adjoint initial and boundary conditions in (2b), (78). Due to
the p-dependency of Q~, the third term in (B.2) requires a slightly different treatment. Integrating in time twice and space once and
using the forward and adjoint initial and boundary conditions yields results in

T
/ (AU = AT )g- di=VT ™+ BT~ +IT", (B.6)
where
T
T = /(/1;,:4—)9; + (w—,czw—)ﬂ; dt, (B.7)
0
T
BT = /(c){,u’)dg(p-.e) + (cﬁ;,uf)m;-,w) dt, (B.8)
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and

T

IT™ = / —(A‘,czn_ . Vu_>ag(—,n) dt. (B.9)
‘D
0
BT~ is obtained by using the boundary conditions ¢cn™ - Vu~ = u;” and integrating by parts in time, canceling boundary terms using
the forward and adjoint initial conditions. Adding the interface terms (B.5) and (B.9) (exchanging 0Q+) 095,_’") for I';) yields

IT=ITT+1T~

T
= / (—()»*',c2n+ . Vu+)1—l +{c™n* - V/1+,u+>l—l
’ (B.10)
B.10
—(4™.tn - vm)F,) dt

T
= / (*n* - VAt ut)p i,
0

where the last equality was obtained using the forward and adjoint interface conditions in (2b), (78). To summarize, we have arrived
at

L=J+VTt+VT +BT™ +1IT, (B.11)

and will now consider SL.
To start with, by (B.4) VT+ = fOT(/I:; — c2AA*, 6u™) o+ dt such that

T
SJ+VTH= /(/1; — AN 4 ré(x = x,),6ut)or dt =0, (B.12)
0

due to (B.1) and (78). To obtain §V T, we first transform (B.7) to the reference domain Q- using (9), (11) and (12), resulting in
T
VT = / ((A;,Ju—)ﬂ, + 7 @ + pu)g
° (B.13)
+ Ayt + P ) ) d.

Taking the first variation, applying the product rule and grouping terms containing éu~ and variations of metric terms (using that
($u€:,7 =(0u ) ) results in

VT~ =VT; + VT, (B.14)
with

T
VT, = / ((a;,fau—)g_ + 205 (Bu7); + 67 g
0

+ Py oy (Bu7), + BGU)eg- ) dr, (B.15)

and

T
VT, = / ((A;,&Ju—)ﬁ, + 20, ey + 8Py )
0

(B.16)
+ Ay By + i) ) d.
Integrating V'T; in (B.15) by parts, raising 6u~, and transforming back to the physical domain yields
T
T = - _ 2 - V- 2n~ - - - —
VT, = /(/ln c“AA",6u o + (¢"n™ - VA7, 6u >0§zp dt ®.17)
0

=BT, + 1Ty,

25



G. Eriksson and V. Stiernstrom Journal of Computational Physics 517 (2024) 113347

where (78) is used to cancel the volume and boundary terms such that the remaining terms are

T
BT,, = /(c n - V/l_,au_>9(—,w) +{c*n"- VA_,5M_>Q(—,e) dt, (B.18)
14 14
0
and
T
T =/(c - VAT, 8u)y, di. (B.19)
0

For VT, in (B.16) we integrate by parts, raising 4™, resulting in

VIsx =Vyr + BTy, (B.20)
where
T
Vyr= / (A7, 80 Au” — (Bayu; +5puy); — (Bauy +5uy),)g- di, (B.21)
0

and

T
BT, = / C2(<,r, Sayuz +8puy Yoiy-e
0

—(A7,6a ug + 5ﬂu;>aﬂ(—,w) (B.22)
+(A7, 5a2u; + 5ﬂu§_)aﬁ(_,n)
(4™ By + 5/3,45—),,@(7,.\.)) dr.
To obtain (B.21) we used u;, = c2Au~ (where Au~ is given by (10)) to substitute the second derivative in time. Focusing on the
remaining boundary terms, we return to (B.8) and transform to the reference domain
t
BT~ = /(/lt_,chl u_)aﬂ(—_e) + (/lt_,CWlu_)aQ(_,w) dt. (B.23)
0
By the product rule 6§(W u~) = 6Wju~ + W éu, it follows that

T
6BT™ = / ((’1;’ C(su/lu_>afz(—,e) + <At_’ C&W]u_x)ﬁ(_,w)
o (B.24)

(AT BU Yo + <c/1;,5u->¢,9(_,w>) d,

where the two latter terms are transformed back to the physical domain. Considering BT, + éBT~ (given by (B.18), (B.24)) the
terms on the physical domain cancel since by the adjoint outflow conditions in (78), (4 +cn™ - VA~,6u™ )sq¢-w) =0 due to 4, =—4,
(and similar for the east boundary). Additionally including the term BTE‘X in (B.22), the variation of the boundary terms are

Vi =BT, + BT, +6BT~ =
T
/ (A 80y + 8Py = (A7 Bau; + 801 )gp-am)
0
+CP (A7, Baguy + 8Buz ) s — (A7, gy, + 8Bu Y oiy-))
(A7, Wi ) gy + (A, W) am,e))) dr. (B.25)

For the variation of interface terms, first note that by (B.10) 6IT = (c2n* - V/1+,6u+)rl. Then by (B.19), §IT + I T; =0, due to

the forward and adjoint interface conditions of (2b) and (78). We have therefore arrived at 6L = VV‘T + VB‘T, given by (B.21), and

(B.25). Grouping terms in V.., and V. by inner products with A~ and A7 and transforming back to the physical domain results in

L=V, +V,, (B.26)

where
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V, = —c2<—(/1_, TS AU g
+(47, J_l((éalug +6puy); + Sy, +5hu)))o-
=AW Gagu; +8pu))) o0

_ 1 _ _ (B.27)
+(A7, W] (6a1u§ + 5ﬁuﬂ )) o0(=w)
—(A7 Wy Baguy, + 8Pu;)) s
T W Gy + 5040 ),
and
v, =c<<,1;, W Wi Y s + s WS Wu ) s ) (B.28)
Since 6J=6L =V, +V, , we arrive at g = % =G, +G, , ie., (79). This completes the proof.
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