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Abstract

We address shape uncertainty quantification for the two-dimensional Helmholtz trans-
mission problem, where the shape of the scatterer is the only source of uncertainty. In
the framework of the so-called deterministic approach, we provide a high-dimensional
parametrization for the interface. Each domain configuration is mapped to a nominal
configuration, obtaining a problem on a fixed domain with stochastic coefficients. To
compute surrogate models and statistics of quantities of interest, we apply an adaptive,
anisotropic Smolyak algorithm, which allows to attain high convergence rates that are
independent of the number of dimensions activated in the parameter space. We also de-
velop a regularity theory with respect to the spatial variable, with norm bounds that are
independent of the parametric dimension. The techniques and theory presented in this
paper can be easily generalized to any elliptic problem on a stochastic domain.

1 Introduction

In nano-optics applications, imperfections in the manufacturing process may lead to a consid-
erable uncertainty in the shape of nano-devices. The aim of the present work is to quantify
how such shape variations affect the optical response of a nano-sized scatterer to some electro-
magnetic excitation. Our focus is on the estimation of surrogate models (interpolation) and
statistics (quadrature) of quantities of interest.

Since the shape fluctuations cannot be considered to be small compared to the scatterer size,
a perturbative approach [23,25] is not suitable for our framework. On the other hand, the slow
convergence rate of Monte Carlo sampling renders it computationally inefficient for such kind
of applications, since each sample would require the numerical solution of a full electromagnetic
field problem. Adopting the multilevel version of the Monte Carlo algorithm (MLMC) would
still require a massive computational effort in order to reach a certain accuracy. Furthermore,
Monte Carlo algorithms, while being very simple as quadrature rules, are not well suited for
interpolation.

Instead, in the present work we model the uncertain shape through a high-dimensional
parametrization approach, and then apply an algorithm for interpolation and quadrature that,
exploting some regularity properties of the quantity of interest, allows to achieve convergence
rates which are much higher than the ones attainable with Monte Carlo algorithms and do not
suffer from the so-called ‘curse of dimensionality’.

We illustrate the method on a two-dimensional Helmholtz transmission problem with an
incoming plane wave, where the material parameters are assumed to be known exactly; the
shape of the scatterer is thus the only source of uncertainty. We are going to focus on the case
of a particle in free space, of which the geometry is depicted in Figure 1.1.

*Research supported by ERC under Grant AdG247277 and by ETH under CHIRP Grant CH1-01 11-1.
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Figure 1.1: Particle in free space

1.1 Model problem

Let (Q,A,P) be a probability space, with A a o-algebra on the power set Z(Q2) and P a
probability measure on (2, .A). For every w € ), we formally define I'(w) to be the boundary
of the scatterer, D;(w) the exterior unbounded domain, and Dy(w) the domain occupied by the
scatterer. We assume that D;(w) UT'(w) U Dy(w) = R? for every w € €.

The transmission problem for the Helmholtz equation can be written as

— V- (T (w),z)Vu) — k*(T'(w),z)u=0 in R? (1.1a)
[[u]]p(w) = 0, [[CL/(F(W), a:)Vu : ’I’L]]F(w) = O, (1.1b)
: 0 .
T VI (5~ ) (1) = w)(a) =0 (110
| for P-a.e. w € Q,

with uniformly positive, real-valued, piecewise-constant coefficients in each subdomain:

k% if x e Dl(W),

a(l(w), z) = pk3 if x € Dy(w).

(1.2)

1 ifxe Dl(W),
poif ¢ € Dy(w),

kQ(F(w)7 CL‘) = {

The unknown u = u(w, x) represents the total field, whereas k; and ks denote the wavenumbers
in free space and in the scatterer, respectively; p is a positive real coefficient. In equation (1.1b),
the symbol [-]r(,) denotes the jump across the random interface I'(w). Equation (1.1c) is the
so-called Sommerfeld radiation condition, where u;(x) = ¢®*'® is the incoming plane wave, with
k1 the wavevector. The Sommerfeld radiation condition corresponds to the radiation condition
in free space.

We work in the large wavelength regime, which excludes the presence of resonant geometric
structures; thus, the results of this work are not restricted to the Helmholtz equation, but also
hold for any elliptic equation.

The two-dimensional Helmholtz equation describes the scattering of an electromagnetic
wave from a cylinder of infinite length, and the unknown u corresponds to the out-of-plane
component of the electric field (TE mode) or of the magnetic field (TM mode), depending on
the meaning conferred to the coefficients in the equation (see e.g. [36]). The same results and
methodology presented in this paper, however, still hold for the three-dimensional Helmholtz
equation, when the Fourier harmonics used to model the shape variations (see Section 2) are
replaced by spherical harmonics.



1.2 Outline and related work

The parametric approach to represent the uncertainty was developed by Ghanem and Spanos
(e.g. [20]) from the pioneering ideas of Wiener [41]. In this framework, in Section 2 we give
a probabilistic description of the interface I' = I'(w), so that it will then depend on w €
indirectly through a deterministic high-dimensional parameter representing the stochasticity.
In particular, we express the variations of the scatterer boundary through an affine combination
of a finite number of independent, uniformly distributed random variables, as it is commonly
done to model the stochastic diffusion coefficient in the scalar diffusion model (see [13,14,39],
just to mention some). Such an expansion can be regarded as an approximation to the exact
probability distribution of the interface [43].

In Section 3, we use the domain mapping approach introduced by Xiu and Tartakovsky
in [40,43] to map each domain realization to a nominal configuration, fixed for all realizations,
using a parameter-dependent map. A similar technique has been adopted in [9] and [24] too.
An alternative method is the fictitious domain approach introduced by Canuto and Kozubek
in [8].

The domain mapping allows us, in Section 4, to write a variational formulation for (1.1)
on the nominal configuration with parameter-dependent coefficients, bringing the problem to
a framework for which theory and discretization algorithms are well established.

In Section 5, we address the discretization of the latter variational formulation with respect
to the parameter representing the stochasticity. Two main methods can be used: the stochastic
Galerkin and the stochastic collocation method.

The stochastic Galerkin approach (see [39] for a comprehensive review) is not well suited
for our application, the reason being that the coefficients in the PDE on the nominal config-
uration do not depend in an affine way on the high-dimensional parameter. In this case, the
manipulation of the equations required by the stochastic Galerkin method, apart from leading
to a fully coupled system of equations, would not be straightforward at all. We use instead a
sparse collocation method. Stochastic collocation was introduced independently by Babuska,
Nobile and Tempone in [2] and by Xiu and Hesthaven in [42]; we refer to [3] for a comparison of
stochastic collocation with stochastic Galerkin in terms of accuracy versus computational work.
To overcome the so-called curse of dimensionality due to the high dimension of the parameter
space, the algorithms developed for both stochastic Galerkin and stochastic collocation employ
sparse tensor approximation, and the convergence rates are shown to be independent or very
weakly dependent on the number of dimensions considered. Here, we use the sparse adaptive
Smolyak algorithm for stochastic quadrature and interpolation described in [37], and pioneered
in the earlier work [19] of Gerstner and Griebel.

In the same section we also discuss the fulfillment, in our framework, of the key assumption
of all convergence theorems, that is the holomorphy of the Q.o.I. (e.g. the solution to (1.1)
or linear functionals of it) with respect to an extension of the high-dimensional parameter to
the complex plane. Due to the domain transformation introduced in Section 4, we need a
stronger regularity constraint for the scatterer boundary than the one that is usually needed
for the diffusion coefficient in elliptic problems on deterministic domains. Similar regularity
results are shown in [24] and [9]. However, [24] addresses the smoothness of the Q.o.I. with
respect to the real-valued parameter, whose analysis is different than when the parameter is
complex-valued. In [9], the smoothness results refers to the holomorphic extension of the Q.o.1.
to complex polyellipses. Nevertheless, we believe that our regularity analysis is still of interest
for the reader because, differently from [9], the regularity of the solution is obtained not from
direct calculations but from a more general result shown in [12], so that our approach is more
easily generalizable to a wide class of partial differential equations.

In Section 6, we address the space discretization on the nominal configuration and couple it
to the results of the previous section. For the spatial problem, we use a finite element discretiza-

3



tion. We point out that a boundary element formulation (as used, for example, in [25]) is not
applicable in the context of the mapping approach, due to variable coefficients in the resulting
variational formulation. After discussing space regularity results for the solution at each collo-
cation point, we couple finite element convergence estimates to convergence estimates for sparse
stochastic collocation, obtaining convergence results for the fully discretized problem and linear
output functionals. We first consider the simpler case of uniform finite element discretization
for all the parameter realizations, and then the case when different space discretizations are
used for different collocation points. For the former approach, the procedure that we present is
quite similar to the one presented in [9]. There, however, the convergence rates presented for
the sparse grid error are not independent of the number of dimensions involved, and the effect
of the amplitude of the stochastic perturbations on the smoothness of the solution and thus on
the convergence rate of the finite element discretization is not taken into account. The results
that we obtain for the case that the space discretization is different for each collocation point
can be thought as a starting point for a parameter-adaptive space discretization to reduce the
global computational effort, with a similar strategy as the ones proposed in [5] and [17] in the
stochastic Galerkin framework.

In Section 7, we show that in numerical experiments we achieve the predicted theoretical
convergence rates for both sparse interpolation and sparse quadrature on the nominal configu-
ration.

In Section 8, we address the difficulties that arise for computing moments of the solution
in physical space, where the interface is different for each realization. These are due to the
discontinuity of the material properties across the interface (see (1.2)). Similar problems were
encountered in [33] in the framework of the second order wave equation with discontinous
random velocity.

2 Parametrization of the interface

In the first part of this section, we give a probabilistic model for the interface I'. Using the
probabilistic characterization, in the second part of the section we convert the stochastic prob-
lem to a deterministic problem on a high-dimensional parameter domain; this approach is
particularly relevant in the perspective of a discretization, since we will see that, differently
from the probability space 2, the space where the deterministic parameter lives is suitable for
discretization.

2.1 Probabilistic modeling of the interface

In order to have a simple representation of the interface , we require:

Assumption 2.1. ForP-a.e. w € Q, the domain Dy(w) is star-shaped with respect to the origin
and the interface T'(w) is of class C'.

In this way, Ds(w) can be fully described by a stochastic, angle-dependent radius r =
r(w, ) € C% ([0,27)) for P-a.e. w € Q and some k > 1, representing the interface I' = I'(w).
The techniques we are going to present can be extended to the case of an interface that is only
piecewise of class C* (k > 1), but for ease of treatment we will not consider this case.

As it is commonly done in the framework of partial differential equations with stochastic

diffusion coefficient (see e.g. [13,14,39]), we expand the uncertain radius as:

J
r(w, ) =ro(0) + Y ¢;¥aj1(w) cos(jp) + 5;Ya5(w) sin(j), ¢ € [0,27), J € Nw € Q. (2.1)
j=1
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In this formal expression, rq = 7¢(¢) € C’fer([O, 27)), k > 1, is referred to as the nominal shape,
and it can be considered as an approximate parametrization of the mean shape. The truncation
of the expansion in (2.1) is commonly referred to in the literature [2] as finite noise assumption.
In the following, in particular in Section 6, we will ensure that all the estimates we will obtain
hold uniformly in the truncation parameter J € N.

The random variables {Yj}fil are assumed to satisfy:

Assumption 2.2. {Yj}fil are i.i.d. with Y; ~ U([—1,1]) for every 1 < j < 2J and every
J eN. -

In particular {Yj}fil have compact image, namely |Y;| < 1 for every j. Thus, the only

way to have a J-independent bound on the radius expansion (2.1) and a decay of its Fourier
coefficients is to impose some constraints on the real coefficient sequences.
To ensure P-a.s. boundedness and positivity at each angle ¢ for the stochastic radius r, we
ro(y) 3ro(y)

require that r = r(w, ) varies inside the range [*5%, =5#]:

Assumption 2.3. The coefficient sequences C and S in (2.1) satisfy

-
Z(’Cj’ +s5]) < 707

j=1
with 15 = inf,e(0.25)70(w) > 0.

For the Fourier coefficients, we require them to have a ‘sufficiently fast’ polynomial decay, in
the sense made precise below. This can be ensured by either of the two following assumptions:

Assumption 2.4.A. The sequences C := (¢;);», and S = (s;);5, have a monotonically de-

>
creasing magorant which belongs to (P(N) with 0 < p < 3,
(7155]7)j>1 have a monotonically decreasing majorant.

and the sequences (jlc;|P);>1 and

Assumption 2.4.B. For everyw € Q, the radius r(w, ¢) as given in (2.1) belongs to C* ([0, 27)),
for an integer k > 3, with an w-independent norm bound.

We will see in Section 6, more precisely in Lemma 6.1, that Assumption 2.4.A implies
Assumption 2.4.B, with a smoothness parameter k = k(p), but only if p is small enough.
Conversely, we have:

Proposition 2.5. If Assumption 2.4.B is fulfilled, then the coefficients in (2.1) satisfy

1
ol € OO 15l < CK)

e AR (22)

with the same k as in Assumption 2.4.B and for a positive constant C(k) dependent on k but
independent of 7 > 1.

In particular, the sequences C and S have a monotonically decreasing majorant belonging
to (P(N) for every p > %; since k > 3, we can choose p to be 0 < p < % In other words, if
Assumption 2.4.B holds, then also Assumption 2.4.A does.

Proof. This is a consequence of the relationship between smoothness of a function and decay of
its Fourier coefficient. We refer to the subsection A.2 in the appendix for the detailed proof. [



Remark 2.6. Equation (2.1) can be rewritten as

r(w, ) =ro(@) + Y _ BYiw)i(p), ¢e0,2m), LEN, (2.3)

with ¢, = cos(%Ly) and B = Cra if 1 is odd, ¥y = sin(p) and B, = S1 if 1 is even. The
truncation L is given by L = 2J, with J as in (2.1).

In general, any basis (V),~, of L?, ([0, 2m)) could be considered, provided that 1, € C, ([0, 2m))
for each | > 1. Newvertheless, the choice of the Fourier basis is particularly relevant in view of
possible applications, when, for instance, ro is a circle and (2.3) is obtained from the Karhunen-

Loeve expansion of a rotationally invariant covariance kernel.

2.2 Parametric formulation

In this subsection we recall via application to our case the standard parametrization procedure
followed in stochastic Galerkin and stochastic collocation frameworks; we refer to [39] for an
exhaustive survey of the topic.

From Assumption 2.2, we know that for each random variable Y; : Q@ — P;, 1 < 5 < 2J,
with P; = [—1, 1] endowed with the Borel o-algebra ;, the distribution p; of Y is the uniform
distribution. Then the sequence (Y;)jil defines a map

2.7
Y:Q=P=QP=[-1L1", we (Yjw)i, (2.4)
j=1
measurable with respect to the product o-algebra ¥ := ®ji1 ¥; on P;. P;is commonly

referred to as the parameter space.

The random variables Y; being independent, the distribution of Y is the product probability
measure [ 1= ®3i1 1.

Now, we denote by y = (yj)iil € P, one realization of the random variable Y, so that we
can rewrite (2.1) as

J
r(y,9) = ro(9) + Y ciyai1cos(j o) + sjy05sin(ip), Yy = ()7, € Py, p €[0,27).  (2.5)

j=1

Remark 2.7. In Assumption 2.2, the uniform distribution hypothesis for the random variables
serves as a model and can be easily relaxed (see subsection A.3 in the appendiz). The requirement
that the random variables are mutually independent is instead harder to loosen. This is due to
the fact that, if such condition is not fulfilled, then the joint probability distribution p cannot be
expressed as product of the univariate distributions anymore and one would need to adapt the
theoretical convergence analysis under some assumptions on fi.

3 Mapping to nominal geometry

In the first subsection we give a general description of the approach, while in the second
subsection we apply it to our specific case of a particle in free space.



3.1 General description

To overcome the unboundedness of the domain, consider, in the domain with interface I'(y),
a circle OKp of arbitrary radius R containing the scatterer Dy(y) in its interior. We consider
O0KFg to be fixed for all realizations y € Py, J € N, and we denote by Ky the region enclosed
inside 0K g, no matter which realization I'(y) of the interface is considered.

Following the approach introduced, for instance, in [12], [24] and [43], we consider a nominal
configuration of the domain K, where the interface I is fixed, i.e. independent of the realization
y, and a bijective parameter-dependent mapping

®ly): Kr — Kpg (3.1)

(T1,22) = (21,72)

from the nominal configuration to the domain Ky with interface I'(y).

A possible choice for [ is the interface associated to the nominal radius ro, or, in other
words, to the case when y = 0. In the following, we denote by D, the scatterer region when
the interface is T, and Dy = R? \ D,. In order to preserve the well-posedness of the problem
as it will be discussed in Section 4, we formulate the following assumptions on ®:

Assumption 3.1. For every y € Py and an integer k > 1, the mapping ®(y) : Kr — Kg
fulfills the following properties:

(i) ®(y) isa C*-orientation preserving diffeomorphism in each of the two subdomains DiNK g
and Do, with uniformly bounded norms, i.e.:

o)l @ < Cro 127 W)y, J&n) = Oz

where Cy and Cy are independent of the truncation dimension J € N, and |- Hck &) =

(similarly in ||- Hck . the discontinuities are allowed across I'(y)).

“ Hck (D1NK g)UCK( Do ) =

(ii) ®(y) is the identity on OKg:

O(y, &) = for allx € OKp.

(111) Let oy = o1(y,x), 03 = 0o(y, ) be the singular values of DO (y); we require that there
exist constants Toin, Omaz > 0 independent of the truncation dimension J € N such that

(KRr)» ||02(y’ )HC’ (KRr) < Omaz fOT all (/S Py,

Py

Omin < [|01(y, )HCO

Pwy

(or, equivalently, analogous bounds hold for the singular values of DP®(y)).

3.2 The domain mapping for a particle in free space

In this case, we choose 74(¢p) as the boundary of the scatterer in the nominal configuration, and
map it to the boundary of the actual scatterer. The movement of the interface is propagated
in the regions inside and outside the scatterer using a mollifier. In formulae, we have:

r(y) =0(y, &) =2+ x (&) (r(y, #) — r0()) , (3.2)
with ¢ = arg(x) = arg(x) = ¢. The map x : Kr — Ry U {0} is a mollifier, satisfying the
following conditions:

e (@) = (||z?;|] o), that is, x acts on the radial component of & € K, and its dependence
on the angle ¢ is only due to the fact that it depends on ro = (), ¢ € [0, 27);
7



Figure 3.1: Mapping for the case of particle in free space.

e 0 < x(&) <1, & € Kg, with x(&) = 0 for ||z| < % (ry being the quantity defined
in Assumption 2.3) and for ||&|| > R (R € R, SUDP[g 2, To() + % < R < R), and with

x(@) = 1 for [z = ro;

e X is monotonically increasing for % < ||Z|| < ro(p) and monotonically decreasing for
ro(p) < [lz]] < R.

The map is illustrated in Figure 3.1. It fulfills Assumption 3.1 if the cut-off function satisfies
the following:

Assumption 3.2. The mollifier x in (3.2) has in Dy and in DiN Ky at least the same smooth-

ness as the nominal radius ro has in [0,2m). Furthermore, max{HxHCl(ﬁQ), HXHC’l(DlﬂKR)} <

C\, where C, € R is such that 0 < C,, < ——~—— for some ¢, > 0.
ﬁ(%“!‘cx)

We postpone the proof to Section 6 (Lemma 6.2).

In the region DiNK r, the multiplication by a mollifier is not, of course, the only way
of propagating the movement of the interface. Among the valid alternatives we mention, for
instance, the use of a harmonic extension [30,43] or of level set methods [1,35].

4 Variational formulation and well-posedness of the model
problem

In the first subsection we derive the variational formulation for the model problem (1.1), while
in the second part of this section we address its well-posedness (in Hadamard’s sense).

4.1 Variational formulation

As in the previous section, we consider the space K enclosed inside a circle of radius R > 0, the
latter fixed for all realizations y € Py, and containing the scatterer in its interior (see Figure
4.1). Then, using the Dirichlet-to-Neumann map (DtN, see [34, Section 2.6.3]), we can state
the variational formulation for (1.1) on the bounded domain Kpg. Applying the parametric



description of the uncertain interface developed in Section 2, we obtain:

Find u(y) € V :
o u().0) = [ aly.@) Valy) Vo - K(y.2)uly) v da

- DtN(u(y))v dS

0K R

= / (—DtN(ui) + Ous ) vdS forallveVandallyeP;, (4.1)
0K g onpg

where V := H'(KR) and np is the outer normal to Kg.

Now, we use the inverse of the map ®(y), y € P, introduced in Section 3, to map the
physical configuration with interface I'(y) to the nominal configuration (with interface f)
Reordering the terms, we obtain the following parametric, variational formulation on the fixed,
deterministic configuration with interface I

Find a(y) € V :
i (i().0) = [ a(.8) Vily) - Vi do— Py, 2) iy) - di

Kpg

— | DtN(i(y))o dS

du; ~
= / (—DtN(ui) + ) vdS forallveV andally € Py, (4.2
0Kp ong

a(y, &) = DP(y) ' DP(y)~ " det DB (y)o(y, @' (y)(x))
F(y, &) = det DO(y)k*(y, & (y) (), (4.3)

with D®(y) the Jacobian matrix of ®(y). In (4.2), V denotes the gradient with respect to
& € Kpg, the coordinates in the nominal configuration.

Remark 4.1. Formulas (4.3) explain why we have to require k > 1 in Assumption 3.1 and

p < % in Assumption 2.4.A (since in general D® and its inverse will depend on 0_T)

We are now in a position to give a rigorous definition for the solution to (4.1):

Definition 4.2. The function u(y), y € Py, is a solution to (4.1) if and only if its pullback
(D*(y)u(y)) (@) := u(®(y,z)) € H(KR) is a solution to (4.2).

4.2 Well-posedness of the model problem

As regards existence and uniqueness of the solution, they are ensured by the following theorem:

Theorem 4.3. The solution to the variational formulation (4.1) exists and is unique, for every
J € N and every y € P;. FEquivalently, if Assumption 3.1 is fulfilled, then (4.2) admits a
unique solution for every J € N and every y € P;.



X : 0K
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Ds(y ©

Figure 4.1: Domain considered in (4.1)

Proof. The boundedness of Ky allows us to apply the Fredholm Alternative [31, Theorem 2.27]
to get existence of the solution to (4.2), while uniqueness is ensured by the sign properties of
the DtN map. We refer to subsection A.4 in the appendix for the detailed proof. O

To have well-posedness of the problem, we still have to prove that the solution to (4.2)
depends continuously on the data, which in our case consist of the incoming wave u;. Thus,
we would desire to have a bound on the H'(Kg)-norm of 4 by some norm of ;. This stability
property will be needed later for convergence purposes (Section 5).

Unfortunately, a y-uniform stability result cannot be achieved in general for the Helmholtz
equation. The reason being that, without any limitation on the wavenumber modulus, it can
happen that a small wavenumber excites resonances at the boundary of the scatterer, with an
uncontrollable increase of the amplitude of the field u in that region.

Therefore, we formulate the following hypothesis:

Assumption 4.4 (Large wavelength assumption). The wavenumbers in (1.2) satisfy the con-
dition:

k2 k3 <7C(R), for some0 <7 <min{l,u}, (4.4)
with )
|w|%{1(KR) + “wHL2(8KR)

C(R) = (4.5)

in 5
weH (Kr) lwllz2(xp

For reasons that will become clearer in Section 5, we need a bound for the solution on
the nominal configuration which is uniform over all the realizations, i.e. independent of the
truncation dimension J € N and of y € Py in (2.5). To this aim, a necessary condition is
to prove coercivity of the bilinear form a,(-,-) with a positive coercivity constant uniform in
J € N. The following lemma shows that, if the domain mapping satisfies Assumption 3.1, then

Assumption 4.4 ensures uniform stability for (4.2) under some constraints on the constant 7:

Lemma 4.5. Let Assumption 3.1 be satisfied. There exists a constant 0 < T < 1 independent
of J € N such that, if Assumption 4.4 holds with T < T, then:

(a) the bilinear form a,(-,-) in (4.2) is coercive, with coercivity constant independent of J € N
and y € Py;

(b) there exist positive constants By, By independent of J € N and of y € Py (but which do
depend on (i, O min, Omaz, k1, k2 and R) such that, for every y € Py:

@ui

a’an

(4.6)

||a<y)||H1(KR) < B ||“i||H%(aKR) + B2
10

H™} (9Kp)



3u,~

The bound is uniform over the realizations once we use the analytic expression for ,
i

aui
8nR

1.€.

=k, - npe’™® for the incoming wave.

Proof. Here we just give a sketch of the proof, the details can be found in subsection A.5 of
the appendix.

Using the upper and lower bounds for singular values of the mapping ® given by Assumption
3.1 (iti) and the inequality (4.4) in Assumption 4.4, one obtains that a,(-,-) is coercive with

coercivity constant independent of J € N and y € P; if we choose T : % This
proves part (a). Then part (b) follows immediately applying the stability bound given by the

Lax Milgram lemma. O]

The variational form (4.2) is now ready to be discretized. Notice that in this case two
discretizations are needed: the discretization in the parameter space and the discretization in
the physical space. The former will be considered in Section 5, while for the latter we will rely
on a standard finite element discretization, of which we will give more details in Section 6.

5 Stochastic collocation and Smolyak algorithm

In this section we address the parameter space discretization of (4.2) through stochastic colloca-
tion. In the first subsection we recall the main features of sparse interpolation and quadrature.
In the second subsection, we describe the sparse adaptive Smolyak algorithm used in our nu-
merical experiments to select the collocation points. In the third and last subsection, we show
that the hypothesis for the convergence theorems for the sparse interpolation and quadrature
hold for the Helmholtz transmission problem.

In the first two subsections, we present the results in the general case that the parameter
space is P := [—1,1]¢ with d large and possibly infinite (in the latter case we write [—1,1]* =
&;21[—1,1] for the set of infinite sequences where every term is in [~1,1]). When we apply
them to our model problem, we consider then P; = [—1,1]?/ as parameter space (i.e. d = 2.J).

5.1 High-dimensional sparse polynomial interpolation and quadra-
ture

Here we only recall the main definitions and properties that will be used in the continuation

of the paper. For an exhaustive survey on stochastic collocation, we refer to [2] and [42].

Details on sparse polynomial interpolation and sparse quadrature can be found in [10] and [37],
respectively.

Univariate operators and tensorization

Let (Ck) be a sequence of distinct points in P, = [—1, 1] (for a generic [ > 1), associated
with the Welghts ( j)?io' The the univariate polynomial interpolation operator [, and the

univariate quadrature operator () associated with the points {Cé“, e ,Cﬁk} are defined as
Nk N 1
Ing = Zg(gk ) Qg = Zw:lk -g(¢h) = / I,g(¢) d¢, (5.1)
1=0 i=0 -1

where g is a real- or complex-valued function defined on [—1,1] and [[*(y) = HJ 0 Z—Cﬂ is the

Lagrange polynomial associated with the nodes (Q k) o

Let Z(-) be the exact integration operator. For the quadrature operators, we require:
11



Assumption 5.1. For each k € Ny, the univariate quadrature formula Q) associated to the
quadrature points (C]'-“);Lio satisfies:

(i) Qx is of order k, i.e. (Z — Q)(pr) =0 for all py € Py, with Py, the set of polynomials up
to the k-th degree;

(i1) one of the two following condition holds:
(a) wh >0 for each 0 < j < ny;
(b) the Lebesque constants Ay, of Iy, k > 0, are bounded as \, < C(k+1)? for some 6 > 1.

The univariate interpolation and quadrature difference operators are defined as

AL =T — I, A? =Qr — Qr—1, k>0, (5.2)

where we set I_; = 0, so that Alg = g(¢y), and Q_; = 0; moreover, we require ¢J = 0, w) = 1,
so that Qog = ¢(0). Therefore, (5.1) can be rewritten as

k

k
Li=Y Al Qy=) A? (5.3)
=0

=0

We remark that any univariate family of interpolation points can be used for the above con-
struction, in particular the sequences need not to be nested.

To extend these concepts to the multi-dimensional case, we introduce the set

}":{VEN(I?:ﬁsuppl/<oo}, (5.4)
with Ny = NU {0} and the support of a multi-index defined as supp v = {j € N : v; # 0}.
To any multi-index v € F, we associate the set of multivariate points ¢, = &) i>1 ((: ! 7:”30 C

P and the tensorized multivariate operators

L=Q)L, and A=A, (5.5)

Jj=1 Jj=1
Q,=Q)Q, and A=A (5.6)
j>1 Jj=1

We refer to [10, p.608] and [37, p.9] for a more rigorous definition, using induction, of the
tensorized interpolation and quadrature operators respectively.

Sparse interpolation and quadrature operators

To define sparse interpolation and quadrature operators, we introduce the following notion:

Definition 5.2. (Definition 3.1 in [37]) A subset A C F of finite cardinality N is called
downward closed" if {0} C A and if, for every v € A, v # 0, it holds that v — e; € A for all

j € suppv, where e; € {0, 1}N denotes the index vector with 1 in position 7 € N and 0 in all
other positions i € N\ {j}.

For any downward closed set A C F, the sparse interpolation and quadrature operator are

IA = ZAL QA = ZAga (57)

veA veA

L Also referred to in the literature as lower index sets or monotone index sets.
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with AL and A® the multivariate difference operators defined in (5.5) and (5.6), respectively.
Theorem 2.1 in [10] and Theorem 4.2 in [37] ensure that these operators are well defined.

We have introduced the definitions for the case that g is a real- or complex-valued function,
but they can be extended in a straightforward way to functions taking values in separable
Banach spaces, see [10] and [37] for details.

Best N-term convergence rates for sparse interpolation and quadrature

For s > 1, we define the Bernstein ellipse in the complex plane as &, := {“’Jr;”il 1 <w| < s}.

Given a sequence p := (p);51, €p = @ €, denotes the tensorized polyellipse [12].

For the convergence results for the sparse interpolation and quadrature operators to hold,
we need that the function that we want to interpolate or of which we want to compute the
integral fulfills some regularity properties [12,37, 38]:

(b, p,e)-holomorphy assumption

Let g : P — V denote a bounded, continuous function of countably many variables vy, ys, ...,
defined on P = [—1,1]* and taking values in a separable Hilbert space V. We require that:
(i) Given a positive sequence b = (b;);>1 € (*(N) for some 0 < p < 1, there exists a real number
0 < e < 1 such that, for every (b, e)-admissible sequence of poly-radii, i.e. for every sequence
p = (p1)>, such that p; > 1 and

> (o= <e, (5.8)
I>1
the solution map y — ¢(y) admits a holomorphic extension to a set of the form O, := @), O,,,
with O, C C an open set containing &,,, | > 1. -
(ii) g satisfies an a priori estimate (uniform upper bound)

sup||g(z)[v < B(e) (5.9)
z€€&p
for a constant B = B(e) independent of p and the dimension of the parameter space.
Lemma 5.2 in [12] ensures that, for s > 1, the open set O, := {z € C : dist(z, [-1,1]) < s — 1}
is an open neighborhood of &. Then, it’s sufficient to verify the (b, p, €)-holomorphy assumption
on sets of the form

Op =) 0,,, with O, ={z € C:dist(z,[-1,1]) < p— 1}, [ > L. (5.10)

1>1
Under the (b, p, £)-holomorphy assumption, one can prove the following convergence results:

Theorem 5.3. (Theorem 4.4 in [10]) Let the (b, p,€)-holomorphy assumption and Assumption
5.1 be satisfied. Then there exists a sequence (An)ys, of downward closed sets Ay C F such

that tAny = N and

. 1
lg = Iaglleepy) SCNT2 s = ok (5.11)

Theorem 5.4. (Lemma 4.10 in [37]) Let the (b, p,)-holomorphy assumption and Assumption

5.1 be satisfied. Then there exists a sequence (AN)N21 of downward closed sets Ay C F such

that tAny < N and

1
IZ(9) = Qaglly <ONT2, s =~ 1. (5.12)

These two results show convergence rates which depend only on p, referred to as the “sparsity
class of the unknown”, while they do not depend on the number of dimensions activated.
This means that we can break the curse of dimensionality by algorithms which adaptively
construct downward closed index sets for the sparse interpolation and quadrature operators, as

the algorithm that we present in the next subsection.
13



5.2 The sparse adaptive Smolyak algorithm

The idea is to identify the index set Ay of the N indices in F giving the highest contribution to
the approximations (5.7). However, the index set Ay built in this way would be nested but not
downward closed and, even worse, the cardinality of the set that should be considered grows
exponentially with the number of dimensions activated and it would be infinite in the case of
countably many parameters. To overcome this, one considers a local subset, referred to as the
reduced set of neighbors of a given finite set A C F, specifically [19]:

NA)={v¢A:v—e; €A, forall j €suppr and v; =0, all j > j(A) + 1} (5.13)

for any downward closed index set A, where j(A) = max{j: v; > 0 for some v € A}. Using
this set of neighbors, at each iteration at most one additional dimension can be activated.

The algorithm constructs then an anisotropic downward closed index set A comprising those
indices in N'(A) which are expected to contribute most to the approximation (see [37] for more
details):

Algorithm 1 Sparse adaptive Smolyak algorithm.

1: function ASG

2: Set Ay = {0r},k =1 and compute AZ(g).

3 Determine the reduced set of neighbors N (Ay).
4:  Compute A%(g),for all v € N'(Ay).

5: while > v, 1A% (g)|lv > tol do
6

7

8

9

Set Acss = Ax U {1 € N(AW) £ [A2(g) v > dmax,en, [A2(9)]v }-
Determine the reduced set of neighbors N (Agy1).
Compute A%(g), for all v € N (Agi1).
Set k =k + 1.
10: end while
11: end function

In line 6, ¥ € [0, 1] is a parameter chosen at the beginning of the algorithm, and determining
how many indices in the reduced set of neighbors are included in the set A at each iteration.
For 0 = 1, we have Ay = A U{p} with 7 = argmax, ¢y, |AZ(9)]lv-

For the interpolation, the difference operators are the ones defined in (5.5). For each v € F,
|AZ(g)|lv is replaced by [|AL(g)]|r(p,v), and the stopping criterion D veN (A 1A% (g)||y < tol
at line 5 of Algorithm 1 is substituted by the condition max,en(a,) [|AL(g)]|v < tol.

5.3 Analyticity and uniform boundedness of solutions to elliptic
PDEs

Let us now return to our model problem as stated in (4.2). We need to show that this case
satisfies the (b, p, £)-holomorphy assumption, so that the convergence results stated in Theorem
5.3 and Theorem 5.4 hold.

To this aim, we replace the definition of (b,¢)-admissible sequence of polyradii by the
following:

Definition 5.5. A sequence p = (p1)i>1 of polyradii, with p; > 1 for every | € N, is said to
be (b, e)*-admissible if it is (b, e)-admissible for a sequence b that has a monotonic majorant
in (P(F) for 0 < p < 5 and is such that (Ib});>1 has a monotonic majorant, and if (5.8) is
replaced by
> (o= Db <. (5.14)
I>1

14



We use the term (b, p, e)*-holomorphy assumption to denote the (b, p,€)-holomorphy assumption
when (b, e)-admissible sequences are replaced by (b, e)*-admissible sequences.

Proposition 5.6. Let the (b, p,e)-assumption be replaced by the (b, p,e)*-assumption. Then
the algebraic convergence of the sparse interpolation and quadrature operators, prescribed by
Theorems 5.3 and 5.4 respectively, still holds with rate of convergence s = % — 2.

Proof. Since the sequence b has a monotonic majorant in ¢*(F) and the sequence (Ib});>1 has
a monotonic majorant, then Lemma A.3 ensures that the sequence (Ib;);>; belongs to ¢4(F)
with g = ﬁ. Applying Theorems 5.3 and 5.4 using the (b, p, €)-assumption for the sequence
b = (Ib;);>1, we obtain the claim. O

Remark 5.7. The condition expressed by the inequality in (5.14), differently from the condition
b € (P(N), entails an implicit ordering of the dimensions of the parameter space with respect to
decreasing significance. However, thanks to Assumption 2.4.A, the bound € in (5.14) does not
depend on the sequence b itself but on its (monotonically decreasing) majorant.

Remark 5.8. Condition (5.14) implies in particular condition (5.8) for the same sequence b.

Our plan is to show that the (b, p,e)*-holomorphy assumption is fulfilled for our model
problem.
As it is done in [12, Sect. 5.3], we choose the sequence b as

b= 181l co, o2y + 1Bl s, o2y = 1B+ 1AL 121, (5.15)

with £, and v, as in Remark 2.6, [ > 1. Notice that, thanks to Assumption 2.4.A on the
sequence ()5, (i.e. existence of a monotonic majorant belonging to ¢7(N) with p < 1), there
exist sequences of polyradii that are (b, ¢)*-admissible.

We show explicitly that the (b, e)*-holomorphy assumption is fulfilled when using the do-
main mapping (3.2). However, our results hold for a generic mapping fulfilling the following
conditions, slightly stronger than the ones in Assumption 3.1:

Assumption 5.9. (i) The domain mapping & = ®(y), its Jacobian matriz D®(y) and its
inverse DO~ (y), y € Py, J € N, admit a holomorphic extension to the subsets O, C CN as
defined in (5.10), for any (b, e)*-admissible sequence of polyradii p.

(ii) For every z € O,, ® = ®(2) fulfills Assumption 3.1, with bounds possibly depending on .
For Assumption 3.1(i), the requirement on the diffeomorphism to be orientation-preserving is
replaced by: there exists a real constant o_ = o(e) > 0 independent of z € O, such that

Redet D®(z) > o(e)  for every z € O,,. (5.16)

Since in general the domain mapping ® will depend on r = r(2z), z € O, to have Assump-
tion 5.9 fulfilled we can expect that we need to ensure z-uniform bounds and holomorphy of
the radius and its derivative with respect to ¢ € [0,27). We show that z-uniform bounds hold

0
for Rer(z), |r(z)| and 'é(z)‘, and that such bounds are sufficient for the mapping 3.2 to

satisfy Assumption 5.9. The analyticity proof is postponed to a later part of this subsection.
Let us first look at the uniform bound (5.9).
Assumption 2.3 ensures that there exist 0 < r~, 7" < oo such that

r- <r(y,p) <rt forae ¢€[0,2r), all J €N, and all y € P; (5.17)
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. . - _ 1 + o+ Ty . + — .
(more precisely in our case r~ = 3, r* = rg + 3, with rj = sup,cjpar) r0(¢) and ry as in

2.3). Moreover, Assumption 2.4.A guarantees (see e.g. subsection A.7 in the appendix) that
there exists a J- and y- independent constant 0 < C,. < oo such that

Hg—;@)\

Using these facts, we can prove the following:

8T0

90 +C, forall JeNandall y € Py. (5.18)
¥

Cger([0a27r ’ per( 0 271'))

Lemma 5.10. Let b be as in (5.15) and 0 < ¢ < &, with v~ as in (5.17). Then, for every
(b, )*-admissible sequence p and every z € O,, with (’) as in (5.10), we have the z-independent
bounds

% < Rer(z, ), o € [0,27), (5.19)
T <z o) <1t +e, pel2m), (520
or ‘ 8r0
—(z, S‘ +C, +¢, € [0,27), 5.21
&0( ©) 99 lles, (o2m) ¢ € [0,2m) (5.21)

with v+ as in (5.17) and C, as in (5.18).
In particular, the mapping ® defined in (3.2) fulfills Assumption 5.9 (ii) if the mollifier
T

fulfills Assumption 3.2 and 0 < € < min {cx,

Proof. The results follow immediately from the bounds (5.17) and (5.18). We refer to subsection
A.6 in the appendix for the complete proof. O]

The same argument used in the proof of Lemma 4.5 leads to:

Proposition 5.11. Let the sequence b be as in (5.15) and 0 < e < %%, with v~ as in (5.17).
If the mapping ® satisfies Assumption 5.9, then part (ii) of the (b,p,e)*-holomorphy as-
sumption is fulfilled, i.e. there exist constants By = Bi(e) and By = By(¢) such that

8ui
8713

sup [[@(2)[| g sy < B1(8) ill g1 oy + Bale) (5.22)

2€0,

L2(0KR)

for every O,, with O, as in (5.10) and p any sequence of (b,e)*-admissible polyradii. The
constants By and By are independent of J € N, y € P; and p.
In particular, the bound (5.22) holds for the mapping ® given in (3.2) if the mollifier fulfills

Assumption 3.2 and 0 < € < min {cx, &

To prove that part (i) of the (b, p, £)*-holomorphy assumption holds, we first show the exis-
tence of a holomorphic extension for the parameter-dependent radius (2.5) and its @-derivative;
from this, analyticity of the map ®(y) and then of the solution to the PDE on the nominal
configuration follow. The proof is rather general and actually it applies, with minor modifica-
tions, to any elliptic PDE as long as the parameter-dependent configuration can be mapped to a
reference configuration through a mapping satisfying Assumption 5.9 and depending smoothly
(in a sense to be specified later, see Remark 5.14) on the stochastic quantity r = r(y).

Lemma 5.12. For every z € O,, with O, as in (5.10) and p any (b, €)*-admissible sequence,
0
the maps z + r(z) € C* _([0,27)) and z —T(z) e C° ([0,2m)), with r = r(z) given by

per ) a per

(2.5), are holomorphic.
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Proof. Thanks to Hartogs’ theorem on separate analyticity (see e.g. [27, Section 2.4]), it is
sufficient to show that r(z) and 8—T(z) are holomorphic with respect to each of the variables

z;, for every | > 1. Being both maps affine with respect to each of the z;, [ > 1, they are also
holomorphic in O,,,1 > 1. O

Let Diffﬁw (Kg, Kg) be the space of diffeomorphisms which are of order C* in each of

the two subdomains D; N K and 152, and with determinant with positive real part. Since
algebraic sum, multiplication and division by holomorphic functions which are not zero is still
holomorphic, it follows immediately from Lemma 5.12 that:

Lemma 5.13. Let us consider the map ® defined in (3.2) with mollifier fulfilling Assumption
3.2. Then the mappings z — ®(z,-) € Diff,  (Kg, Kg) and z — det D®(z,-) € C (Ky) are
holomorphic in O,, with O, as defined in (5.10) for any (b, e)*-admissible sequence p.

Together with Lemma 5.10, this implies that the mapping defined in (3.2) (with Assumption
3.2 on the mollifier) satisfies Assumption 5.9.

Proof. 1t is easy to check that, thanks to Assumption 2.3, the denominators in (3.2) and in the
entries of D®(z) and D®~!(z) are never zero, for every z € O,; thus z — ®(2), z — DP(2)
and z — D®!(z) are holomorphic. O

Remark 5.14. It is clear that our framework and in particular Lemma 5.13 fit not only the
specific map © given in (3.2), but any map involving composition of r with holomorphic maps,
as well as linear combinations, multiplications and divisions (when never zero), as long as
Assumption 5.9 is satisfied.

For the same reasons as for the previous lemma, we also have:

Lemma 5.15. Let Assumption 5.9 be fulfilled. Then the coefficients &(y), I%Q(y) as defined in

(4.3) are holomorphic when considered as maps from z € O, to C% (Kg).

This lemma implies immediately:

Lemma 5.16. Let Assumptions 4.4 and 5.9 hold, the former with T <T and T as in Lemma
4.5. Then, if @ is a solution to (4.2), the solution map z — u(z), admits a holomorphic
extension to any open set O, C CN as defined in (5.10) with p a (b, €)*-admissible sequence.

For each variable z, | > 1, the complex derivative (9.,0) (z) € V is the weak solution to the
variational problem:

Find (8,,0) (z) € V -
/ <d(z,¢)wzla(z,ﬁ;) V(&) — 1%2(z,§:)azla(z,:;:y(:;:)) di
Kpg
- / DEN (0,2, &))0(#) dS = Lo(2,0) for all6 € V andallz € 0,.  (5.23)
OK R

The right-hand side Lg is given by

In particular, this result holds if Assumption 4.4 if fulfilled (with T < T) and the domain
mapping is the one defined in (3.2).
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Proof. Lemma 5.15 shows that the bilinear form in (4.2), with y € P;,J € N, replaced by
z € O,, is holomorphic in O,. The right-hand side in (4.2) does not depend on the stochastic
parameter, so in this particular case we do not have to show its analyticity. Then, the result
follows from Theorem 4.1 in [12]. O

We summarize the results obtained so far in the following proposition:

Proposition 5.17. Let the parameter-dependent radius r(y) characterizing a star-shaped stochas-
tic interface be given by the expansion (2.5) and let Assumptions 2.2, 2.3, and 2.4.A hold. If the
map ®(y) : Kr — Kpg satisfies Assumption 5.9, then the solution u to (4.2) is holomorphic in
every O, as defined in (5.10), with p a (b, e)*-admissible sequence of polyradii and 0 < & < 5.
In particular, if the mapping is given by (3.2) with the mollifier fulfilling Assumption 3.2, then
the solution U to (4.2) is holomorphic in every O, with p a (b,e)*-admissible sequence and

. 7‘7
0 <e <min {va?}'

Propositions 5.11 and 5.17 together give finally:

Theorem 5.18. Let Assumptions 2.2, 2.8, 2.4.A and /.4 be satisfied. Then the (b, p,e)*-
holomorphy assumption is fulfilled for the domain mapping (3.2) with mollifier fulfilling
Assumption 3.2, and the convergence rates given by Theorems 5.3 and 5.4 are achieved
with s = Il) — 2.

For a generic domain mapping, the (b, p, e)*-holomorphy assumption is satisfied and the
convergence rates of Theorems 5.3 and 5.4 are achieved with s = ]l] — 2 if the map fulfills
Assumption 5.9.

6 Spatial regularity and convergence of the finite ele-
ment solution

This section is devoted to first establishing the relationship between the order of summability
p of the coefficient series C = (¢;);j>1, S = (s;)j>1 in (2.5) and the regularity of the solution
to (4.2) for a single parameter realization (subsection 6.1). This information is then used
to get the order of convergence of the finite element solution and couple it to the convergence
results for sparse interpolation and quadrature in the parameter space, so that in the end we get
convergence estimates for the fully discretized solution. The latter estimates are first obtained in
the simpler case that the same finite element discretization is used for all realizations (subsection
6.2.1); then, a more refined estimate is obtained for the case that the spatial discretization is
different for each interpolation / quadrature point (subsection 6.2.2), although these results are
restricted to nested sequences of points in the parameter space. Finally (subsection 6.3), the
above convergence results are extended for linear output functionals as quantities of interest.

6.1 Spatial regularity of the parametric solution

We are going to prove that, under summability assumptions on the coefficient sequences
C = (¢j)j>1, S = (sj);>1, the radius r = r(y, ) given by (2.5) belongs to some regularity
class; this will imply smoothness of the coefficients in the mapped equation (4.2) and thus
smoothness of the solution.

It is important to highlight that, in view of the convergence estimates, we need norm bounds
which are independent of the truncation dimension J € N in the radius expansion.

The theorem implying smoothness of the solution to a PDE from the smoothness of the
coefficients requires the latter to have essentially bounded derivatives. It turns out that the

18



proper spaces in which to state regularity are the Sobolev spaces W% of functions with
essentially bounded weak derivatives up to the k-th order. However, since we do not want to
distinguish between weak and strong measurability of the coefficient maps w — &(w), w — k(w),
and, thus, of the solution map w — u(w), we prefer to work in separable Banach spaces. For
this reason, we are going to state the regularity results in the spaces of piecewise-C* functions.

6.1.1 From the regularity of the physical domain to the regularity of the PDE
coefficients

Stating the regularity of the subdomains D;(y) N Kr and Ds(y) boils down to stating the
regularity of the radius r = r(y, ), expressed by the following lemma:

Lemma 6.1. If the coefficient sequences C, S satisfy Assumption 2.4.A (i.e. C,S € P(N) for
0 <p < 3), then the radius r(y) given by (2.5) satisfies

T’(y) S Cjer([(]? 271—))7 Hr(y)”C{;er([o,%)) < 0(678)7 fOT' all J € N and all Yyc PJ7 (61)

under the assumption that the nominal radius ro belongs to C¥, ([0,2m)) too. The constant C
depends on the regularity parameter k and on the sequences C = (¢;j);>1 and S = (s;)j>1, but
not on the truncation dimension J € N and on the realization y € Py. The reqularity parameter

k is given by:
E — 1J z'fi — 1 is not an integer

k=
{zl) -2 otherwise.
In particular, if 0 < p < }l, then Assumption 2.4.A implies Assumption 2.4.B.

(6.2)

Proof. The proof consists of elementary computations and we refer to subsection A.7 in the
appendix for it. O

We now investigate how the boundary smoothness entails smoothness of the map ®(y).
In particular, we show here that Assumption 3.1 is fulfilled in the case of the specific domain
mapping 3.2, with an order of smoothness k£ depending on the smoothness of the stochastic
radius. The same procedure can be adapted for other domain mappings.

Lemma 6.2. Let Assumptions 2.3 and 2.4.A be satisfied, and let the nominal radius ro belong
to CZ’)“@T([O, 27)), with k as in (6.2). Then the mapping ® given by (3.2), with a mollifier fulfilling
Assumption 3.2, satisfies Assumption 3.1, with k the smoothness parameter of the radius r.

Proof. The statement is quite clear from (3.2), once one observes that ®(y) consists just of
scalings by r(y) and ry smoothed by a function y with the same smoothness as the nominal

radius. The technical proof can be found in the Appendix, subsection A.8. O]

From this we immediately have the following result, which holds in particular for the map
(3.2).

Corollary 6.3. Let Assumption 2.4.A hold and let the map ® : P; x Kr — P; x Kg satisfy
Assumption 3.1. )

Then, for every r(y) given by (2.5) and every y € Py, the coefficients & and k* in (4.2)
satisfy

||d(y)||C§;1(K7R) < 01(678)7 ||]%2(y)||C§;1(K7R) < CQ(C’S)v

with H'”C,'};l(E) = ”'Hckfl(M)uckfl(E)’ under the additional hypothesis (not needed if As-

sumption 2.4.B holds) that the nominal radius ro belongs to C¥, ([0,2m)). The constants C,
and Cy depend on the regularity parameter k and on the coefficient sequences C = (¢;)j>1,

S = (s);>1, but they are independent of the truncation dimension J € N and of and of y € Py;
the reqularity parameter k is the same as in Lemma 6.1.
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6.1.2 Regularity of the solution

We are going to state this result in three steps: local interior regularity, local regularity at the
interface I' and at the boundary 0K, and global regularity.
The local interior regularity is a consequence of Theorem 8.10 in [21]:

Theorem 6.4. Let Assumptions 2.3 and 2.4.A hold and let the nominal radius rg belong to
C* ([0,27)), with k as in Lemma 6.1. If k > 2, then, for any subdomain D' such that D' C

per

KrN Dy or D' C D,, the solution 4(y) to (4.2) belongs to H*(D') and satisfies

()l oy < Cla) ), (6.3)

for C = C(a_,K,d k,|Dy N Kg|,|Ds|), where |D; N Kg| and |Dy| denote the sizes of the two
subdomains, d = min {dist(D’, 0KpR), dist(D’, f’)} and

IC:maX{ sup ||a(y)|| x-17=y, Sup k> Yy k—Q}.
yePJ,JeNH ( )”CW (%r) yePJ,JeNH ( )HCP” (Kr)

The symbol a_ denotes the uniform coercivity constant as in Lemma 4.5 (a), depending on the
lower and upper singular value bounds Oin, Omaz for DO (y) as from Assumption 3.1. In

(6.3) we denoted CSJI(K_R) = Ch1 (KR N ﬁ1> Ukt (ﬁg) and similarly for CEJZ(KR).
Furthermore, if Assumption 4.4 holds, then we have a J- and y-independent bound:

u;
! (6.4)
H_%(aKR)

8’I’LR

() a0y < € (HMHH%(aKR) " H

with C = C(R,a_,K,d', k,|Dy N Kgl|,|Da]).

Proof. One can verify that, in Theorem 8.10 in [21], if the lower bound on the coercivity
constant and the upper bounds on the PDE coefficients and right-hand side are independent
on J € N and y € Py, then the upper bound on ||@(y)| g#(pr) is also uniform in J € N and
y <Py

In the case of equation (4.2), the lower bound on the coercivity constant is given by Lemma
4.5 (a), the upper bounds on the coefficients are ensured by Corollary 6.3, and the right-hand
side is independent of J € N and y € P;.

If Assumption 4.4 holds, then we can use (5.22) to bound [|4(y) || g1(xy), obtaining (6.4). O

The local regularity at the interface I' and at 9Ky follows from Theorem 4.20 in [31]:

Theorem 6.5. Let Assumptions 2.3 and 2.4.A hold, let the nominal radius ro belong to
C* ([0,27)) and the map ® : Py x Kr — P; x Kg fulfill Assumption 3.1, with k as in

per

Lemma 6.1. Moreover, let the interfaces ' and OKp be CF-11. If k as in Lemma 6.1 is such
that k > 2, then:

e for any subdomain D" C Kg inlersecting T (but not dKy), the solution i(y) to (4.2)
belongs to H*(D' N Dy) U H*(D' N Dy) and satisfies
Hﬁ(y)HHk(D/mf)l)qu(D/nf)g) < CHﬁ(y)HHl(KRmDI)qu(DQy (6.5)

where C' = Cla_,K,d k,|Kg|) with d = dist(D’,0Kg) and the other constants defined
as in Theorem 6.4.
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e for any open set D' intersecting OK g (but not T'), the solution t(y) to (4.2) satisfies
1) | e ooy < ClE ooy
8ui

+C <“uiHHk§(aKR) * HanR Hk—%(aK )) ’
R

where C = Cla_, K,d', k,|Kg|) with d = dist(D',T') and the other constants defined as
i Theorem 6.4.

Furthermore, if Assumption 4.4 holds, then in both cases we have bounds on the norms which
are independent of the truncation dimension J € N and of y € Py:

) ) 8’&%
18 as o = 18 oopn < E{ Wlt oy * | G|y o )
R
X - 8u1
@)l rnmn) < € (HuiHHk%(@KR) " Ha’nR Hk%(aKR>) |

Here, we considered the domain truncated at 0K and 0Kpg as an interface because As-
sumption 3.1 allows the mapping ® and its inverse to be nonsmooth across K (and thus also
the coefficients & and k? may be non smooth).

Proof. The proof is very similar to the one for Theorem 6.4: following the proof of Theorem
4.20 in [31], one can observe that a J- and y-uniform lower bound on the coercivity constant
and J- and y-uniform upper bounds on the PDE coefficients and right-hand side ensure an
upper bound on [|@(y)||gxpry that also uniform in J € N and y € P;. Furthermore, applying
Theorem 4.20 in [31] to our case, we do not need to care about boundary terms across the

boundaries because we have no jumps of the solution or of its conormal derivative across I and
0Kp. m

Considering Theorems 6.4 and 6.5 together we get the following global result:

Theorem 6.6. Let Assumptions 2.3 and 2.4.A hold and let the nominal radius ro belong
to C* ([0, 27)), with k as in Lemma 6.1. Let the map ® be given by (3.2) with the mollifier

per

Julfilling Assumption 3.2. Moreover, let the interface r be CF1Y1 If k as in Lemma 6.1 is
such that k > 2, then 4 belongs to H*(Kr N Dy) U H*(Dy) and

1) iy + 1@ e,y < Clla(y) e ),

with C = C(a_, K, k,|Kg|) independent of J € N and of y € P;. In particular, if Assump-
tion 4.4 holds, then we have the J- and y-independent bound

R aul
129 vy + 120 D2><0(leiﬂk- o +H—

8nR

3 ) . (6.6)
H""2(0KR)

with C = Cla_, K, k,|Kg|), and a_, K defined as in Corollary 6.4.

Remark 6.7. As it is evident from (6.2), we have that k — oo as p — 0.

Remark 6.8. Theorem 6.6 holds not only for the map (3.2), but for any map satisfying As-
sumption 3.1.
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6.2 Convergence of the fully discrete solution

The results stated in Theorems 5.3 and 5.4 assume that the solution @ = u(y) to (4.2) at
the interpolation/quadrature points can be computed exactly, which is not usually the case in
applications. Here we study instead the convergence of the sparse interpolation/quadrature
algorithm coupled to a finite element discretization to compute the realizations. We consider
a simplicial mesh on Kg, and assume that at 0Ky the exact DtN map is available. Since we
use a conforming discretization, for each y € P, existence and uniqueness and stability of the
discrete solution are inherited from the continuous case.

Throughout this subsection, k& € N denotes the spatial regularity of the exact solution as
from Theorem 6.6.

6.2.1 Convergence estimate for fixed finite element discretization

We first observe that:

Lemma 6.9. Let Assumptions 4.4 and 5.9 hold, the former with T < T and T as in Lemma
4.5. Then the discrete finite element solution Uy (y) to (4.2) admits an analytic extension tp(2)
to the complex domain, with the same domain of analyticity O, as the exact solution u(y) (O,
as defined in Eq.(5.10), with p a (b, <)*-admissible sequence) .

Proof. Since the Galerkin solution still satisfies the variational formulation (4.2) on the discrete,
finite-dimensional space, V}, C V, the proof is the same as for Lemma 5.16). O

The convergence estimate for the fully discrete solution follows then simply applying the
triangle inequality:

Theorem 6.10. Let Iyu, and Qauy denote the solutions obtained respectively from sparse
interpolation and quadrature of the discrete solution uy, to (4.2). Let Assumptions 4.4, 5.1 and
5.9 be fulfilled. Assume that the same finite element discretization is used for all parameter
realizations y,,, v € A, with polynomial order q and Ny degrees of freedom, and that a q-th
order boundary approrimation is used for the interface r.

Then there exists a downward closed set A of cardinality at most N such that

R R __ min(k—1,9) s 1
I8 = Intnlloo(pyiy S ONaoy = +FCNT, s =2 =2, (6.7)
IZ(2) — Quinlly < CNpr T 0 LGN, s= 2 2 (6.5)
— of ) » )

with k > 1 and s,C,Cy,Cy > 0 independent of N, Ngos, of the truncation dimension J € N
and of y € Py.

Proof. For each y € Py, we can write

la(y) — Intn(y)lly < [[a(y) — an(y)lly + |t (y) — Intn(y)|ly- (6.9)

We highlight that when doing this splitting we exploit the fact that the same finite element
space is used for all collocation / quadrature points, so that we can define u,(y) for all y € Pj.

Thanks to the classical results on finite element convergence (see e.g. [29], where the interface
problem is considered), the first term is bounded by:

min(k—1,q)

H'&(y) - ﬁh(i‘/)“v < éNd_of ’ ”ﬁ(y)HHk((KRmfh))UHk(m)
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for a constant C' > 0 depending only on the mesh; combining this estimate with (6.6) in
Theorem 6.6 (holding thanks to Assumptions 4.4 and 5.9), we obtain:

min(k—1,q)

1a(y) = (W)l ey ) < ONaoy =

with C independent of J € N and of y € P;. The bound for the second term in (6.9) follows
directly from Lemma 6.9 and Theorem 5.3.

For the quadrature case, we have that

IZ(a(y)) — Qutn(y)lly < I1Z(aly) — an(y))lly + [ Z(an(y)) — Qutn(y) |l

once we observe that || Z|| = 1, the result follows as in the interpolation case using Theorem 5.4
to bound the second term. O

6.2.2 Convergence estimate for parameter-adaptive discretization

The idea is to distinguish the finite element error contribution for each difference operator AZ
as defined in (5.2) and (5.5) for the interpolation case, or A% as defined in (5.2) and (5.6) for
the quadrature case. The approach is the same as the one followed in [39] for the Legendre
coefficients.

In the following theorem, we are going to denote by H,(y) the multivariate hierarchical
polynomial associated to the node y; in the case of nested sequences of interpolation points
(see [10] for details). Also, {y, € AL} (resp. {y, € AZ}) indicates the set of new interpolation
(resp. quadrature) points introduced by the difference operator Al (resp. A9), w; denotes
the quadrature weight associated to y; and Ly, is the Lebesgue constant of the interpolation
operator Iz, on R, :=={pu € F:u<v}.

Theorem 6.11. Let Ipupa and Qpty p denote the solutions obtained respectively from sparse
interpolation and quadrature of the discrete solution upa to (4.2). Let Assumptions 4.4, 5.1
and 5.9 be fulfilled. Let us denote by q; and Ngor; the polynomial order and number of degrees
of freedom used to compute the solution up(y,;) at the interpolation / quadrature point y,.
Furthermore, let us suppose that, for each realization y,, a q;-th order boundary approrimation
is used for the interface T'.

Then there exists a downward closed set A of cardinality at most N such that

1

i = Ininall ooy, i) < D NALE = @0 n) | ooy 0y + LN, s = P 2, (6.10)
veN
A ) o . 1
IZ(8) = Quinally < SIAE — dna)lly + CoN 7 5 =2 =2, (6.11)
vEA

with s,Cy, Cy > 0 independent of N, Nyo¢, of J € N and of y € P;.
If the sequences (Ci)izo of interpolation / quadrature points are nested, then the addends in
the first sum satisfy, for the interpolation and quadrature case respectively:

1AL (6 = @n )l oo, vy < (1+Lg,)CO(K)

min(k—1,q;)

Y NHO e Naors = N6 e ennpryomrpy — (6:12)
Yy €AL
O/ R _ min(k—1,q) .
[AF (@ — ana)lly < Ck) Z (Wil Naors 2 1Y) e (e pndnyyomr (02 (6.13)
yleA9

with C independent of N, Ngor, of J € N and of y € Py. The Lebesgue constant is bounded by
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We have |H;(-)||p~p,) = 1 for every sequence of interpolation points and
| H;(+)|| eep,) = 1 for every [ in the case of Leja points on the real interval [—1,1] (see e.g. [11]
for their definition).

Proof. We first consider the interpolation case. Simply applying the triangle inequality we
obtain:

[t = Intinall pooip, vy < N0 = It oo (p, iy + ath — Intinall oo p, v

<= Intl o, 5y + D NALE = ALitn All oo, 9
veA

thanks to Lemma 5.16, Theorem 5.3 holds and thus we get (6.10).
If the sequence of interpolation points is nested, then, according to [10, Formula (2.25)], one
can write, for a generic element g € L>*(P;, V),

Alg(y) = Y (9(y) — Ir,g(y) Hi(y),

Yy €A]
(with Ig, the interpolation operator on R, ). Thus, we can write, for each v € A:

1A G — Aliinall oo gp, 07

< D lay) = analy) — Ir, (@) = ana(y) o Hi() lz=p)

Yy €AL
< (4L )[a(yy) — tna (@) o 1H ) [,
y€A]
min(k—1,q7)
< (1+Lr,)C) D Nygrr = N6 e iy om HIC) L))

ylEAI

Under the hypothesis on the Lebesgue constant for the univariate operator, we have that Lz, <
(#R,)?*! and thus it grows with 4R,. Hence, we have obtained (6.12), with || H;(-)||ze(p,) > 1
in general and ||H;(-)||L=(p,) = 1 for every [ in the case of Leja points [10].

The result for the quadrature operator follows the same lines. The difference is, of course,
in the definition of the difference operators for nested sequences; indeed, in this case, we have
that, for a continuous g € L'(P;, V), A%g = > yen Wig(yy), and thus

min(k—1,q;)
||A9ﬁ - Agah,AHf/ <C(k Z ’wl‘Ndofl ’ ||U(yz)||Hk((KRmD1))qu(1§2)-
yleAQ

]

The above theorem can be considered as a starting point for an adaptive strategy, where one
tries to minimize the total number of degrees of freedom in such a way that the finite element
error does not exceed the Smolyak algorithm error (~ N~%). The study of an adaptive strategy
is postponed to a future work.

We remark that the smoothness s = %—2 in the parameter space and the spatial smoothness
k of the exact solution are not independent, owing to Theorem 6.6. This is formalized in
the following important corollary, obtained by combining Theorem 6.6 with Theorem 6.10 or
Theorem 6.11:
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Corollary 6.12. Let Zyty,, Qatn, Zatpa, Qatna as in Theorem 6.10 and 6.11 respectively.
Let Assumptions 2.3 and 4.4 be fulfilled, and ® given by (3.2) with the mollifier fulfilling
Assumption 3.2.

Then if the coefficient sequences C = (¢;j);5,, S = (8;);5, satisfy Assumption 2.4.A and
the nominal radius ro belongs to C,.([0,2m)), with k as below, then the estimates (6.7)-(6.8)
and (6.12)-(6.13) hold with

1_1J if £ — 1 is not an integer
E— {Lp o 4 (6.14)
P

-2 otherwise.

6.3 Convergence of linear output functionals

We extend here the results of the previous subsection to the case that we want to interpolate
or compute moments of a linear output functional F = F(u). Let F = F(y,d) denote the
functional F' after change of coordinates to the nominal space.

Throughout this subsection, k& € N denotes the spatial regularity of the exact solution as
from Theorem 6.6.

If the functional depended only on the solution u, then, thanks to linearity, the analyticity
of F would follow immediately from the analyticity of the solution and of the map ®, with the
same polyradii for the polydiscs. However, in general this is not the case, and, to make sure
that the (b, p, €)*-holomorphy assumption is satisfied, we state the following assumption:

Assumption 6.13. The linear output functional F= F(y,ﬁ) admits an analytic extension to
the complex plane, with the same domain of analyticity as the solution .

In particular, this assumption is satisfied when
Ply.0) = [ Lilaly) da. (6.15)
A

where A C Kp is a nonzero measure set and £, is a first order linear differential operator of
the form £,(v) = a1 (y, &) - Vi + by (y, &)d, with coefficients which are measurable with respect
to & and holomorphic in y € P; in the same domain of analyticity as .

We also require that the linear output functional is stable in the following sense:

Assumption 6.14. The linear output functional ' belongs to (H™(KR)) for an integerm < 1,
i.e. there exist C' > 0 such that

(. )| < Cllollim

for all v € H™(KR), with C' independent of the truncation dimension J € N and of y € P,
(but possibly on the radius R of Kg).

This assumption is fulfilled for m = 0 by functionals of the form (6.15).

We denote by Fj, := F(y, ) and Fj, 5 := F(y, tip,) the value of F when evaluated on the
discrete solutions u, and 1y s respectively (nonadaptive and adaptive case).

For the case of uniform finite element order, if F=F (1) satisfies Assumption 6.13, also its
discrete version F}, does thanks to Lemma 6.9, and we have:
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Theorem 6.15. Let I be a linear output functional defined on the nominal configuration and
satisfying Assumption 6.13. We denote by IAE), and QAFh the solutions obtained respectively
from sparse interpolation and sparse quadrature of Fy = ﬁ(y,’&h(y)) . Let the assumptions of
Theorem 6.10 be satisfied.

Then there exists a downward closed set A of cardinality at most N such that the following

estimates hold:

R . 1

IF = InFh|| oo, 0y < ONgop + CIN72, 5= o 2, (6.16)
, ) 1

IZ(F) = QuFully < CNgy + CoN7™2, s = i 2, (6.17)

with s,C, Cy,Cy > 0 independent of N, Nyo¢, of J € N and of y € P;.
If F fulfills Assumption 6.14, then t = w form <0, t = % form =1,
k>1.

For the parameter-adaptive case:

Theorem 6.16. Let I be a linear output functional defined on the nominal configuration and
satisfying Assumption 6.13. We denote by IAthA and QAFM\ the solutions obtained respectively
from sparse interpolation and sparse quadrature of Fh,A = ﬁ’(y, una(y)) . Let the assumptions
of Theorem 6.11 be satisfied.

Then there exists a downward closed set A of cardinality at most N such that

, R S . 1
|F = InFynll gy iy < D MANE = Fys)ll oo, 5y + CINT5, s = o 2, (6.18)
veA
. . . 1
IZ(F) — QaFnally <Y IIAL(EF = Fua)lly + CoaN75, s = - 2, (6.19)
vEA

with s,Cy, Cy > 0 independent of N, Nyo¢, of J € N and of y € P;.
If the sequences (Ci)izo of interpolation / quadrature points are nested, then the addends in
the first sum satisfy, for the interpolation and quadrature case respectively:

IAYE = Bua)ll e,y < (1+ Lr,)O(K)

: Z ||Hl(‘)||L°°(PJ)Nd_otf,z||@(yl)||Hk((KRmf)1))qu(D2) (6.20)
Yy €A]
IAZ(F = Eua)lly < Ck) Dl Nogp la @l s sy (92)- (6.21)
yzeAg

with C' > 0 independent of N, Ngos, of J € N and of y € P;, and the Lebesque constant
bounded as in Theorem 6.11.
- . _ min(k—1,9)+1 __ min(k—1,q) _
. IJiF fulfills Assumption 6.14, then t = === form < 0, t = # form =1,
> 1.

The proofs for the two theorems are analogous to the proofs of Theorem 6.10 and 6.11,
respectively. The gain of one order of convergence in (6.16) and (6.20) is a standard result of
finite element analysis using a duality argument (see e.g. [6]).

7 Numerical experiments
The geometry is as shown in Figure 1.1 with a nominal, angle-independent radius of size

ro = 10nm. We consider the transverse electric mode (TE), i.e. the solution u represents the
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component of the electric field which is perpendicular to the plane in which the equations are
solved (plane of incidence); in this case we have g = 1 in (1.2). The incident wave w; is coming
from the left with an incidence angle 0 with respect to the horizontal axis, and frequency
f = 10*THz. The wave number modulus in free space is ky = %, with ¢g = 3 - 10%m/s the
light speed. The scatterer is a dielectric with relative permittivity o = 2 and the surrounding
medium is air (¢; = 1), so that the wavevectors are k; = (ko, 0) and ks = (ko+/22,0) respectively.

To compute interpolants and means of the quantities of interest, we use the sparse grid
algorithm described in subsection 5.2 (Algorithm 1) with ¥ = 1.

In the numerical experiments, our focus is on the convergence of the Smolyak algorithm
rather than on the finite element convergence. For this reason, instead of the domain mapping
described in subsection 3.2, we use a mapping that is less regular with respect to & € Kg, but

easier to implement, namely:

0 forx=0
(s _ @9 for 0 < [l&[| < ro(s)
w(y> - (ya w) - R—r(y,p) <1 + R(r(y,p)—ro(¥)) %) % for TO(SO) S ||JA3|| <R

R—r(yp) 2]
for |&| =R

(7.1)

R—ro(p)

8>

It can be easily checked that with this map the (b, p, £)*-assumption is still fulfilled.
For each experiment, we compare two choices for the univariate sequence () p>o Of inter-
polation/quadrature points:

e Clenshaw-Curtis (CC):
(h=0ifnp=1

sz—COS( m 1),i:O,...,nk—1, if ng > 1,
ng —

with ng =1 and n;, = 28 + 1, for k > 1;

e MR-Leja sequence (RL): projection on [—1, 1] of a Leja sequence for the complex unit disk
initiated at 1:

Cg:07<f: 17(52_17 le:O’]'727
i—1

¢F =M(2), with 2 = argmax_, [JI¢ = ¢f[.i=3,...,m, ifiodd,
=1

Ch=—¢F, i=3,...,n, ifieven,

with ny, = 2k + 1, for k£ > 0, see [7].

The Clenshaw-Curtis points satisfy Assumption 5.1 with part (a) for the second part, while the
M-Leja points satisfy Assumption 5.1 with part (b) in (7).

The finite element solutions are computed using the C++ NGSolve library?, providing high
order elements for any shape; NGSolve has been linked to the MKL version of the PARDISO
library to compute the solution of the resulting symmetric positive definite algebraic system.

To truncate the domain and approximate the DtN map, we consider a circular Perfectly
Matched Layer (PML, see [4,15]) around the boundary 0Kg; for every y € Py, the mapping
®(y) is prolongated as the identity in the PML. In [28] it is shown that, if the fictitious
absorption coefficient in the PML is properly chosen, then the PML can be used in the finite

2http:/ /sourceforge.net /apps/mediawiki/ngsolve
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element framework to truncate the domain for Helmholtz equation in a almost reflectionless
manner for all frequencies. We use a PML that starts at radius R = 100nm and ends at radius
R’ = 150nm, with absorption coefficient (or dumping parameter) o = 0.5 [15].

As quantities of interest, we consider the interpolation and quadrature of the real part of
the solution to (4.2) and of the modulus of the far field pattern (defined below).

7.1 Test cases
7.1.1 Interpolation of the real part of the solution on the nominal configuration

We consider the expansion of the stochastic radius (2.1) for three variations of the sparsity
parameter: s; = ¢; = 29 j > 1, for i = 2,3,4. For each value of p, we compare the cases
g

j
2J =16, 2J = 32 and 2J = 64, with 2J = d the dimension of the parameter space. The
maximal shape variations with respect to ry are of the order of 2.3% for % =2, 1.7% for }D =3

and 1.5% for i = 4 (for all the three truncations of the radius expansion).

To compute the finite element solution given a parameter realization, we have used glob-
ally continuous, piecewise 4-th order polynomial ansatz functions on an unstructured, regular
triangulation, leading to a total of 60705 degrees of freedom (including the PML); a 4-th or-
der polynomial boundary approximation is considered, so that the error introduced by the
discretization of the boundaries is of the same order as the error due to the finite element
discretization. The Smolyak interpolation has been applied to the part of the solution that is
not inside the PML, corresponding to an array carrying 37563 degrees of freedom.

As measure of the error we have considered sup,¢p, [|Re n(y) — Ia(Re @) (y) || g1 (), where
each realization Rey,(y) and the interpolated quantity I (Rety)(y), y € P, have been com-
puted using the same finite element space as described above. To estimate the supremum norm,
we have considered the maximum H'-norm error among 2% realizations of y € P; correspond-
ing to the quadrature points generated by the high order Quasi Monte-Carlo method described
in [18] using C' = 0.1 for the Walsh coefficient bound.

Figure 7.1 shows the forementioned interpolation error versus the cardinality of the index
set A and versus the number of PDE solves. In Figure 7.2, instead, we compare, for each
variation of the sparsity parameter, the performance of the algorithm for the three different
dimensions of the parameter space considered. In both cases, we have computed the error every
10 iterations of the Smolyak algorithm, starting from the last one and going backward until the
last iteration with number bigger or equal to 10.

7.1.2 Interpolation of the modulus of the far field pattern

Given a radiating solution us = u — u; to the Helmholtz equation, the far field pattern is a
function defined on the unit sphere S* describing the asymptotic behavior of u,(x) for |&| — oc.

The far field mapping F : H! (R?) — C*°(S') associates to a scattered wave u, its far field
pattern; it is given by [32, Formulae (3) and (5)]

F(u)(€) = Cr /

by

aG(éa w) aus “ “° 1
s — G(&, dS(x), ST, 7.2
{u @) iy~ Ge@C(Em)  dS(@). Ee (72
where ¥ is a simple closed path around the scatterer and n its outward unit normal vector
field. G = G(&,x) describes the behavior of the Green’s function when the first argument
tends to infinity (we refer to [16, Section 2.2| for details); for a particle in free space, we have

G(€ x) = ﬁe*““é'“’ (with k; the wavenumber in free space). Cp is a normalizing constant,
that we consider to be Cp = / i—?eig.
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Interp. of Rey, d = 16 Interp. of Rey, d = 32 Interp. of Rey, d = 64
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Figure 7.1: Comparison of the errors for the interpolated solution with respect to the cardinality of
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A simple application of Green’s formula shows that the far field pattern is independent of
the path X chosen to enclose the scatterer. Thus, we can consider two circles ¥; and >y around
the particle, with ¥; contained in Y5, and the annulus A enclosed between them, and choose a
cut-off function ¢ € C?(A) such that

¢|E2 =1, ¢|E1 =0, v7vb|21 - V1/1|22 =0. (73)

Applying Green’s formula, it’s easy to see [26] that (7.2) is equivalent to the modified far field
mapping

F*(u)(€) = Cr /A Vi(z) - (us(a:)VG(é,a:) - Vus(a:)G(é,a:)) de, £e S (7.4)

The advantage of formula (7.4) with respect to (7.2) is that, for fixed € € S, uy — F*(us)(€)
is a linear functional that is continuous on the energy space H'(A).

If we now apply the far field computation to the case when the scatterer has a stochastic

boundary, we can fix an annular integration region A and a cut-off function 1& on the nominal
domain Dy, and (7.4) reads:

F*(i1,(y))(&) = Ce / DO(y)~ V(@) - it,(2) DB(y) V(. &) det DD(y) da
_ /A DO T (y)Vih - DB(y) Vit (2)C(E, &) det DO(y) dde, Ec S',  (75)

where ®(y) is the mapping from the nominal configuration, as considered in the previous
sections, us(y, x) = u(y, &) — u;(P(y,x)) and G(é,i) = G(é,@(y,:i:)). For each € € S?, the
functional F* (é) satisfies Assumption 6.13 because ® and u, are analytic, and thus Theorems
6.15 and 6.16 hold. Moreover, if ¢ € CQ(A) and if ® fulfills Assumption 3.1 with & > 2,
integration by parts shows that, for fixed & € S', the functional F*(£) fulfills Assumption 6.14
with m = 0; therefore, for each realization y, we can expect the gain in one order for the finite
element convergence as explained in the second part of Theorems 6.15 and 6.16.

In the simulations, for the interpolation of |F™*(iis(y))(€)|, € € S, we consider the first 11
coefficients in its real Fourier expansion with respect to the angle ¢ € [0, 27).

Again, we compare three variations of the sparsity parameter: s; = ¢; = OIro 5 > 1, for

jP

117 = 2,3, 4; they correpond to maximal shape variations of 22%, 17% and 15% with respect to

ro, respectively. The annulus A has been chosen with inner radius 0.02nm and outer radius
0.lnm. For each realization, we have considered a 3-rd order finite element space (with 3-rd
order boundary approximation), carrying in total 403481 degrees of freedom, of which 37414
are located inside the annulus A.

The results for the 16-dimensional case are shown in Figure 7.3. The error considered

is supyep‘]Hfh(ah)(y) — In(Fn (@) () |2, where f, denotes the vector of the approximated 11

Fourier coefficients and both £, (4;))(y) and £, (i) (y) have been computed on the finite element
space described above. The supremum norm has been approximated by the maximum of
the Euclidean-norm error among 26 realizations coinciding with the quadrature points of the
algorithm presented in [18], with again C' = 0.1 as Walsh coefficient bound. The error has been
computed every 10 iterations, with the same rule as in the interpolation of the solution.

The computational cost required for the far field interpolation is very high, because, for
each interpolation point, additionally to the full solution, one has also to evaluate formula (7.5)
for many values of the variable & (the same number as the Fourier coefficients when using the
real Fast Fourier Transform); hence, this application highlights the importance of developing a
parameter-adaptive strategy to use different finite element resolutions for different interpolation

points.
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Figure 7.3: Comparison of the errors for the interpolated far field Fourier coefficients with respect to
the cardinality of the index set A (left) and the number of PDE solves (right), using Clenshaw-Curtis
and PR-Leja points for 16 dimensions. Maximal shape variations with respect to ro of 22% for ]% =2,

17% for 119 = 3 and 15% for % = 4.

7.1.3 Quadrature of the real part of the solution on the nominal configuration

For these experiments we have considered the quadrature on the nominal space. The setting is
the same as in the interpolation case, that is same scaling of the coefficients (s; = ¢; = %,
j > 1, for ]lg = 2,3,4) and same finite element space. ’

The error considered is [|[Z(Rety) — Qa(Re )| a1 (k). and it has been computed for every
iteration. The reference solution used to estimate Z(Rewy,) has been computed with the high
order Quasi-Monte Carlo algorithm described in [18] using 2'® quadrature points and C' = 0.1
as bound on the Walsh coefficient; each realization in the computation of the reference solution
belongs to the same finite element space as the one used for the realizations of the Smolyak
algorithm.

Figure 7.4 shows the quadrature error for different dimensions of the parameter space,
versus the cardinality of the index set A and versus the number of PDE solves. Figure 7.5
shows instead, for each variation of the sparsity parameter, the comparison of the performance
of the algorithm for dimension 16, 32 and 64 of the parameter space.

As an example, the estimated mean of the real part of the total field for % = 3, dimension
16 of the parameter space and Clenshaw-Curtis points is represented in the left plot of Figure
7.7; in this picture, the grey annulus represents the PML.

7.1.4 Quadrature of the modulus of the far field pattern

The setting (coefficient scaling, finite element space) is the same as in the interpolation case.
The results are depicted in Figure 7.6, where the error reported is | Z(£, (i) — Qa (£, (i) |2
(with again f the vector of real Fourier coefficients) and it has been computed for every iteration.
The reference solution has been computed using the algorithm described in [18], using 2!
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Figure 7.4: Comparison of the errors for the quadrature of the real part of the solution with respect to
the cardinality of the index set A (top) and to the number of PDE solves (bottom), using Clenshaw-
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quadrature points and C' = 0.1 for the Walsh coefficient bound.

The left plot in Figure 7.7 represents the modulus of the far field pattern computed from
the estimated mean of the Fourier coefficients, for 713 = 2, 3,4, using Clenshaw-Curtis points; in
the plot, we have denoted by ‘nominal’ the far field pattern that is obtained when the scatterer
has the nominal radius 9. We can see that the mean values for different values of £ and for the
nominal case are nearly coinciding, as one may expect from the fact that the far field functional
is not sensitive to small variations in the shape of the scatterer.

7.2 Comments on the results of the numerical experiments

The results reported in the previous subsection show, in all the cases considered, that the
empirical convergence rate is one order higher than the theoretical one, namely s = %— 1 in place
of s = %—2. This result is not new for anisotropic sparse interpolation and quadrature, as similar
observations can be found in [37], which addresses Bayesian inversion for elliptic boundary
value problems with unknown diffusion coefficient. Thus, it seems that the nonoptimality of
the theory has not to be found in our application to elliptic interface problems with random
interface, but rather in the general theory for anisotropic sparse interpolation and quadrature.

Our numerical experiments confirm the dimension robustness of our algorithm, since, in
each case, we observe the same rate for all dimensions of the parameter space. Of course, the
error is larger when more dimensions are activated, which is visible, in Figures 7.2 and 7.5, in
the right shift of the error plots when increasing the dimension of the parameter space. This is
expected, since, although the rates are dimension-independent, the constants on the right-hand
sides of (5.11) and (5.12) are dimension-independent upper bounds for the constants. When
using a dimension truncation in the parameter space, then, the actual constants are lower than
their upper bounds, and increase as the number of dimensions activated increases.
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The plots also show that there is no significant difference in the performance of Clenshaw-
Curtis and fR-Leja points, also when considering the convergence with respect to the number
of PDE solves. This is due to the fact that, although in the univariate case the number of
Clenshaw-Curtis points increases exponentially with the order of the quadrature rule while the
number of fR-Leja points increases polynomially, when the index set contains indices associated
with low order interpolation/quadrature operators, the number of PDE solves required by the
two families of quadrature points do not differ significantly.

8 Non-analyticity of the mapped solution for interface
problems

Thus far, we have considered, as Q.o.1., the solution @ on the nominal configuration. However,
in applications, one is mostly interested in the solution u on physical space.

For interpolation, since the interpolated discrete solution Iyt = Iptp(y, &) (or Iyt =
Ity a(y, ) for the parameter-adaptive case) still depends on y € P;, once we consider a
particular realization y € P; we also know the domain mapping ®(y) and thus the solution
on physical space. We remark that, since the sparse interpolation operator and the map &, in
general, do not commute, the mapped interpolant ®~*(I54y,) (where ®~* denotes the pullback
with respect to @) is still an approximation to the solution on the mapped domain but is not
its interpolant Iyuy.

For quadrature, instead, the result ()51, does not depend on y anymore and thus the domain
mapping is no more available. The first idea that would come to mind would be to consider a
mesh in physical space, fixed for all realizations y € P, and, for each realization y requested
by the Smolyak algorithm, map the solution from the nominal coordinates to this grid using
the mapping ®(y). Then, one could apply the Smolyak quadrature on the mapped solution.
However, from Theorem (6.6), we can see that, for each y € Pj, the solution u(y) is smooth
in each subdomain but not across the interface I'. This destroys the analytic dependence of
uw(y, x) = u(y, P(y)x) on y, and we cannot expect convergence of the Smolyak algorithm.
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Figure 8.1: Solution to (8.1) for oy = 3 and «a, = 1.

To better understand this loss of analyticity, we consider the one-dimensional problem:

— (aly,2)u'(y,x)) =0 = €(0,1)
w(0)=1 u(l)=0 (8.1)

fi Very y € —1 -
or ever
Y 171 )

where ’ denotes the derivative with respect to x, and, introducing oy, o, € R™\ {0}, oy # v,

a(y,z) = o ifz e (0,y)
b= a, ifze(y1)

The location y € [%, ﬂ of the interface is the image of a uniformly distributed random variable

Y ~U ([3,2]). The solution is given by

L —x) ifze(y,1),

—— g+ 1 ifxe (0,
U,(yax) = { Oﬂ(1_?/)"'0‘7”(:’?l ( y)
a(I-y)+ary

and presents a kink at the interface y. Consequently, the evaluation of the solution at a fixed
point x in the physical space cannot be analytic as function of y if this point is crossed by
the interface. This is evident from Figure 8.1, which shows, for three different points in the
domain, the value of the solution to (8.1) as a function y. In the left and center plots, since the
points x = 0.5 and x = 0.3, respectively, are crossed by the interface, we can see that u(y, )
is not analytic as a function of y and has a kink when y = x. The right plot correponds to the
value of the solution at the point # = 0.2, never crossed by the interface (y € [%L, ﬂ ), and thus
u(y, ) is analytic in y.

Still, if we consider a mapping from a nominal configuration where the preimage of the
interface y corresponds to the point %:

. 29T if
r(y) = Py, 2) = { iy

e}

N[ =

<
>

o= 8

<
20 —y)z+ 2y —1) ifz > 3,
then, since in the nominal configuration the location of the interface is fixed, we can directly
see (as we expect from the discussion of subsection 5.3) that the pulledback solution 4(y, ) :=
u(y, ®(y)(&)) is holomorphic in a complex discs of center 3 and radius 1 +¢, € > 0:

— 2oy 4 i 1
- { oy oL +1 ifxe (0, i> (8.2)

u(y, ) = 207 (1—y) o 1
—al(liy)ir%(l —1) ifzre (5, ) )
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Figure 8.2: Convergence plots for the estimated quadrature error for the value of the real part of the
solution when evaluated in a point in the physical space, d = 16. Left: point evaluations at different
points along the horizontal axis in physical space; right: convergence results considering respectively
only one, 5, 10 or 20 point evaluations at points that in physical space are on the circumference of
radius rg. Maximal shape variation of 34% with respect to rg.

We can conclude that the (b, p,e)-holomorphy assumption (subsection 5.1) is in general
not fulfilled by the solution on physical space in the case of stochastic interface problems with
discontinuous coefficients. Thus, the convergence of the sparse quadrature (and interpolation)
operator is not ensured by Theorem 5.4 (resp. Theorem 5.3). This statement has also been
confirmed by the numerical results that we present here.

Consider, in the radius expansion, s; = ¢; = =5%,j5 = 1,...,8, correponding to a 16-

dimensional parameter space, and to a shape variation of 34% with respect to rg; all the other
physical and discretization parameters are the same as in subsection 7.1.3. We have run the
sparse quadrature algorithm with Clenshaw-Curtis abscissas for the evaluation of the real part
of the solution in one point in the physical space, which thus corresponds to a different point
in the nominal space for each realization.

The left plot in Figure 8.2 shows the convergence plots considering the point evaluation at
different points along the horizontal axis. We report the value of the numerical error estimator
D veN () |AL(u(x)y)|, computed by the algorithm at each iteration. The first point is the center
of the scatterer = (0,0), which is mapped back to itself by the domain mapping 3.2. Since
this point is never crossed by the interface, this point evaluation is analytic and we observe
convergence of the algorithm. For the same reason, the algorithm converges for the points
x = (0.004,0) and & = (0.04,0), which are inside the scatterer and in the far field region,
respectively. The points & = (0.008,0) and & = (0.012,0) might be crossed by the interface,
but we still observe convergence. This can be explained by the fact that these two points
are crossed by the interface only for some realizations, but for most of the quadrature points
selected by the algorithm they remain either inside the scatterer (for & = (0.008,0)), either
outside it (for & = (0.012,0)); thus, the algorithm still manages to converge in these cases. If

we consider instead the point & = (0.01,0), which is on the circumference of radius rq and thus
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it is always crossed by the interface, we can see that the convergence curve saturates. However,
the curve saturates after an error of 107°, which may still be acceptable. When we want to
consider the entire solution on physical space, though, we may need more point evaluations
simultaneously. For this reason, we have run a second experiment.

The right plot in Figure 8.2 shows the convergence curves for the quadrature when consid-
ering as quantity of interest only one, 5, 10 or 20 point evaluations for equispaced points in the
physical space that are on the circumference of radius ry. Again, we plot the value of the nu-
merical error estimator ¢y AL (u(z) h)Hoo calculated by the algorithm at each iteration.
Here, the quantity u represents an array with one, 5, 10 or 20 entries respectively, and |||, the
maximum norm. As we may observe, the higher is the number of point evaluations that we
consider simultaneously, the sooner the error curve saturates; this is expected, because, when
considering more points at the same time, there are more regions in the parameter space where
the smoothness is lost, and it gets harder for the algorithm to build a set of indices giving a
good approximation to the mean for all the point evaluations.

Conclusions

We have presented a methodology for shape uncertainty quantification for the Helmholtz trans-
mission problem, generalizable to any elliptic partial differential equation on a stochastic do-
main. The theory developed and the numerical experiments show that, under some regularity
assumptions on the stochastic interface, it is possible to obtain high order, dimension indepen-
dent convergence rates for the sparse interpolation and quadrature. We have also developed
a regularity theory with respect to the spatial coordinates on the nominal domain, with norm
bounds that are independent of the dimension truncation in the parameter space. An im-
portant observation that needs further investigation is the loss of smoothness with respect to
the high-dimensional parameter when considering evaluations of the solution in the physical
configuration, if the points considered can be crossed by the interface.

A Appendix

A.1 Assumption 2.4.A implies a polynomial decay of the coefficient
sequences

We can reformulate the statement in the following way:

Lemma A.1. Let g = (g;);>1 be a real, monotonically decreasing sequence belonging to ¢*(N).
Then there exists a real constant Cq > 0 (depending on the sequence q) and an integer J > 1
such that

1
lg;| < qu for every j > J. (A.1)

Proof. We prove this result by contradiction. If the statement were not true, then, for all C' > 0
and all J, € N, n € N, we could find an index j, > J, such that j,|q;.| > C. Let us choose
C=1.

We construct our sequence inductively. For n = 1, let J; := 1; then there exists j; > J;
such that ji|¢;,| > 1. For n = 2, we can select .J; := 2j;, and by assumption we can find j, > Js
such that js|q;,| > 1. In general, for any n € N, given j,_; such that j,,_1|g;, ,| > 1, we define
Jn = 2Jp—1, and we can find j, > J, for which j,|g;.| > 1. In this way, we have constructed a
subsequence (g;, )n>1 of (¢;)j>1-
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Being the sequence (g;);>1 monotonically decreasing, it holds that

Z|qj|>z n = Jn— 1]
J=1 n=1

with the convention that jo = 0. Since we have j,, > J, = 2j,_1 for every n € N, then

;"“'zy )3 (1) =g

n=1
which contradicts the hypothesis that the sequence belongs to £*(N). O

n

From this result, it follows trivially:

Corollary A.2. Let ¢ = (¢j);>1 be a real, monotonically decreasing sequence belonging to
?(N), 0 < p < 0.
Then there exists a real constant Cq > 0 (depending on the sequence q) and an integer J > 1

such that .
lg;| < Cq—  for every j > J. (A.2)

]5
Lemma A.3. Let ¢ = (g;)j>1 be a sequence belonging to (*(N), 0 < p <1 5, and let the sequence
(7]¢j|?);>1 be monotonically decreasing.
Then the sequence (jq;)j>1 belongs to ¢"(N) with r = £, 0 <r < 1.

Proof. We prove the result by contradiction: we show that if the sequence (jg;);>1 does not
belong to ¢"(N) with » = £, then the sequence g does not belong to ?(N).
If (jgj)j>1 ¢ ¢"(N), then there exists J € N such that

C
gyl TF > — forall j > J, (A:3)
Jd;
where C' > 0 is a constant independent of j, and (d;);>1 is a sequence such that d; > 0 for
every j > 1 and Z]>1 5o = Too.
= Jj
For every j > J, we have

C
1p>_<:> 1p> &S gilP > ——, A4
ljgjl i |41 p==y) |41 ST (A4)
with C” := C'"P. Thanks to the assumption that the sequence (j|g;[’);>1 is monotonically

decreasing, we can choose the sequence (d;);>1 to be monotonically increasing.
We now distinguish two cases.
If dj <1 for every j € N, then

jdg_p > 07/ for every j > J, and the sequence (|¢;|?);>1
diverges.

Otherwise, if there exists J' € N such that dy > 1, then, for every j > J', d; > 1 and
thus d}fp < d;. The latter estimate combined with (A.4) implies that |g;|P > j%; for every

j > max{J, J'}, meaning that the sequence (|¢;|?);>1 diverges. ]
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A.2 Proof of Proposition 2.5 (Assumption 2.4.B implies Assumption
2.4.A)

If f=f(p) € C* ([0,27)), then Corollary 3.2.10 in [22] implies that

per

(Ilf | &/

maX Lle’!‘([()?zﬂ-))’ Hd k

R n P P~ N C8:([0,27))

1], 1< Mk - L s - 1,
’f2] 1| |f2]| = ( ) (1+])k

with A = A(k) a constant depending only on k& but not on j and f. The Fourier coefficients of
the radius are given by |¢;Ys;_1(w)| < |¢j| (resp. |s;Ya;(w)| < [s;]), 7 > 1, with the equality
when Ys;_1(w) = %1 (resp. Yzj(w) = =£1). Then, for every j > 1,

d*r
max HTHL},ST([O»QW))’ d(pk‘co ([0,27))
e < Alk B
lejl < Ak) (1+j)*

and similarly for |s;|, j > 1.
dk
This proves (2.2) with C(k) := A(k) max (||T||L1 ([0,27)) s d—z
per ? @

infinite thanks to the uniform bound required by Assumption 2.4.B.
Since the constant C(k) is independent of j, j > 1, the coefficients sequences C = (c;)

), which is not
CPer([0,27))

j=1
and § = (sj)j>1 are in (P(N) for every p such that kp > 1, i.e. p > %

A.3 Case of not identically distributed random variables

In Remark 2.7, we have mentioned that the hypothesis that all random variables are identically
distributed can be relaxed with not too much effort. Indeed, if {Y]}jil, J € N, are still
independent but not identically distributed as uniform random variables, the joint probabily
distribution p can still be factorized as p := ®§i1 pj; then, denoting by g = ¢g(y), y € Py, the
quantity of interest, if each univariate probability distribution has still compact image, one can
apply the forthcoming analysis and algorithms to g(y)u(y) in place of g(y), y € P;.

A.4 Proof of Theorem 4.3 (existence and uniqueness of the solution
to the model problem)

Let y € Py, J € N be fixed.
We denote

ab (u,v) = /K a(y,x) Vu(y) - Vo de — DtN(u(y))v dS.

0KR

If we show that the bilinear form ag(u, v) is coercive, then the associated operator AP
defined as (Abu,v) := af(u,v) is Fredholm [31, Lemma 2.32].

The operator By : H'(Kg) — H '(Kg) associated to [, k*(y,z)u(y)vdz is given by
B, = k*(y,x)I, with I : H'(Kg) — H '(Kpg) the identity operator. Since Ky is bounded,
I: HY(Kg) — H '(Kg) and thus B, are compact thanks to Rellich’s embedding theorem [31,
Theorem 3.27].

Therefore, if a? (u,v) is coercive, then the operator AP + By is Fredholm [31, Theorem 2.33]
and we can apply the Fredholm Alternative [31, Theorem 2.27] to get existence of the solution
and uniqueness if the associated homogeneous problem
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ay(u(y),v) =0 forallveV (A.5)

admits only the trivial solution.
For the coercivity of a?(-,-) it holds that, for every w € H'(Kg):

Re al (w,w) > min {1, u} |w|§{1(KR) — Re(DtNw, w) 129K )

> min {1, u} [wlin g + w2z

. C(R
> min {1, u} # ||w||§{1(KR) :

The first inequality is obtained exploiting the sign conditions of the DtN map [34, Theorem
2.6.4], the second one is a Poincaré-Friedrichs-type inequality

Wi sy + 102200 = CR) Wil for every w € H'(K), (A.6)

where the constant C' > 0 depends on the radius R of K. This latter inequality can be proven
in the same way as the classical Poincaré-Friedrichs inequality. Thus, the Fredholm Alternative
holds and we have existence of the solution.

For uniqueness, let us consider the homogeneous problem (A.5). It is sufficient to show that
ay(u,u) =0 <= u=0.

If a,(u,u) = 0, it means in particular that

Im ay(u, u) = Im DtN(u(y))u dS = 0.
OKpr

For the sign properties of the DtN map [34, Theorems 2.6.1 and 2.6.4]

Im(DtNu,u) 29K, = 0 <= u =0 on OKp,

while the linearity of the DtN map implies that also = 0 on 0Kg and thus u = 0 for

x| > R.

Consider now a ball B, with center on 0Kg and radius r < dist(0Kg, D2). In B, the
solution u satisfies the homogeneous equation —Au — k*(y, )u = 0 and thus u|g, € H*(B,);
also, from the previous considerations we know that there exists a ball B, C B, \ Kg, with
r" < r, such that u|g, = 0. Then, the unique continuation principle [16, Theorem 8.6] implies
that v = 0 in the whole B,. Iterating this argument and using the compactness of K, we
obtain that v = 0 in Kp.

Then, the solution to (4.2) exists and is unique thanks to the bijectivity of the maps ®(y),
y € P; (and Definition 4.2).

ou
8nR

A.5 Proof of Lemma 4.5 (y-uniform stability bound)

Coercivity of the bilinear form with coercivity constant independent of J € N and y € P;:
Thanks to Assumption 3.1, we have that there exist ouin, Omax > 0 such that, for every
J € N and every y € P;:

ornlléllze < DT (y, 2)€|[2 (A7)
1 . 1
. < det DO(y,x) < —rgnin (A.8)
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for every € € C?, & € Kg. Then, for every J € N, y € P; and every w € H'(KR), we have:
P . _ PN 1
Re (i, 10) > min {1, u} DO () Vb (det DO())* s ey

12
v(det DP 2
(det DR(y))S |,
> min {1 Tmin |~ 12 k2 k2 1 A 112 A 112

> min {1, p} 52 |w|H1(KR) —max{ 1 H 2}—02 HwHLZ(KR)+ Hw“L?(aKR)

max min

— max {k‘%, ks

— Re(DN (), W) 12 (9K )

. 012nin T N T )
2 <mln{1aﬂ} 2 max {1, p} 2—) @[ 7 (1) + (1 —max {1, u} ?) 10122 o) -

max min

In the second inequality we have used equations (A.7)-(A.8) and the sign conditions of the Dt N
map [34, Theorem 2.6.4].

4 .
Now, if we choose 7 in Assumption 4.4 such that 7 < T := Zmn2in{li

A axay e have that

2
C = rnin{l,u}%—InaX{l,;L}2L > 0, Cy = 1_maX{1’”} ; > 0.
ag

max min min

Using a Poincaré-Friedrichs-type inequality on Kg as in (A.6), we finally obtain

C(R)

Re ay(w,w) = min {C}, Ca} CR)+1 [/

for every J € N, every y € P; and every @ € H'(Kg); thls means that the bilinear form
ay(-,-) is coercive with coercivity constant v = min {C, C; independent of J € N and
of y e Py.

J- and y-uniform stability bound:

The right-hand side in (4.2) is continous with respect to the H'-norm:

} C(R)+1

—DtN (u;) + vdS| < | ||DtN(w;)|.._1 + v
[ (0t + ) vas| < (1D, + [ H%%)) ol 2

8ui
S L e . )) .
R
8ui
< (GO Ml + [ i )) ol sy
R

where we used the continuity of the DtN operator [34, Theorem 2.6.4]. We highlight that the
constant C' depends only on the radius R.

Together with the coercivity of the bilinear form, this allows to apply Lax-Milgram’s lemma
and obtain (4.6) with B; := % and By 1= =

L
A.6 Proof of Lemma 5.10 (¢ in (3.2) fulfills Assumption 5.9 (i7) )
From (2.5), we have that:

J
r(z,0) =1(y, ) + Z cj(22j-1 — Yaj—1) cos(jp) + s;(22; — yo;) sin(jp).

j=1
Since z € O,, for every J € N there exists y € P, such that |z, —y| < p—1forevery 1 <1 < J;
moreover, being p (b, e)*-admissible, it is in particular (b,¢)-admissible, which, together with
(5.17), implies that

Ir(z,0)| <7t +¢e forevery ¢ € [0,2m);
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analogously, taking into account that 0 < ¢ < %, we get

Ir(z,¢)| > Rer(z,¢) >r" —e > for every ¢ € [0, 27). (A.9)

—
2
Finally, using (5.18) and (5.14), for every J € N and y € P, such that |z — y| < p — 1 for
every 1 <1< J:

J
or or . i ) .
‘%(2, <P)‘ = %(% ©) + chj(z2j—1 — Y2j—1) cos(jp) + 857225 — ya;) sin(jp)
j=1
< ar( >‘ N
<|l=—(y €
O "7y, (j0,2m))
< || 2o +C,+e f e [0,2n)
—_— r or ever , 4T ).
— 1 0p ey, (10,2m)) Yy

We remark that all the bounds are independent of the truncation dimension J € N.

Proceeding as in the proof to show that & = ®(y) given by (3.2), y € P,, fulfills Assumption
3.1 (see subsection A.8 in this appendix), it is easy to see that the bounds proved in this lemma
guarantee that this map fulfills Assumption 5.9 for z € O,,.

A.7 Proof of Lemma 6.1 (regularity of the radius)

From (2.5), computing the k-th derivative and considering that max,cjoon) |sin(jmp)| =
= maxyco2n | cos(jme)| = 1, j > 1, we obtain an upper bound for the C%, ([0, 27))-seminorm

of the radius:

d*r(y, ¢) o
|7"(y)|cger([o,27r)) = ¢Ier[l(%2}§r) —dSOk ‘ < |7"o|0;;5r([0,27r)) + ;J (|y2jcj| + |yzj+15j|) <
< [rolex,, (o2m) + Z]k (el + 1s51) - (A.10)
j=1

for every y € P,. If (¢;);>1 € (P(N) and it has a monotone majorant, then, thanks to Corollary
A.2, there exists an integer J > 1 such that

1
- and thus  j¥|¢| T forallj>J
Jr J?r

(where < denotes inequality up to a constant that may depend on the sequence); the same
holds for the coefficients (s;);>1. Then, the sum in (A.10) converges for every k such that

1
-—k>1,
p

that is if we choose k as in (6.2). We remark that the bound that we obtain for (A.10) is
independent of the truncation dimension J € N and of y € P;.

A.8 Proof of Lemma 6.2 (regularity of the domain mapping for the
particle in free space)

Fulfillment of Assumption 3.1(i)
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We have to prove that ®(y) is a C*-orientation preserving diffeomorphism in each subdomain,
with k& the smoothness of the stochastic radius r and a J- and y-independent norm bound.

In the regions where x = 0, then the mapping ® given by (3.2) corresponds to the identity,
and thus it is bijective. Where not zero, y is monotone in each subdomain, and thus ® is
bijective everywhere in Kg.

We present here the computations for the smoothness of ® in D,, the argument for the
smoothness in Kp N Dy being analogous. More precisely, we consider the mapping in the

region Dy, = {zic €D,: % <|lz| < rg(cp)}. Indeed, Assumption 3.1(i) is trivially satisfied
for ||z|| < %, and the smoothness assumption on x guarantees that the mapping is smooth

. . ro . . . . . .
across the circle of radius -§-. For the continuity of the inverse and its derivatives across the

circle of radius %, let us consider an annulus together with its boundary, enclosing the circle of

radius % in its interior. Since the map ® and, as we will show, its derivatives, are continous in
the annulus with boundary, which is a compact subset of R?, then also ®~! and its derivatives
are.

For the continuity of ® and its inverse, using Assumption 2.3, we have the J- and y-
independent bounds:

“ R “ " T
2@)lleop, ) < max ] + max [x(@)] max [r(y, )~ ro(@)] =5 + .
’ €D €D x£€D2
18 @)leoon sy = max [0 (g, @) = max [ (3, D(y. &) = max & =i
x€D2  (y) &eDs z€D2

where we have denoted Do, (y) := ®(y)(Day) and 7 := SUDye(0,27) T0()-

For ease of computations of the derivatives, since the mapping from cartesian to polar
coordinates is a C*°-diffeomorphism away from the origin, we work with the mapping ® in
polar coordinates. Namely, we consider:

é(y)(ﬁ, $) = (Z) _ (ﬁ‘F?Z(ﬁa ¢)(TE§J’¢) - TO(@))) for % < p < ro(¢) and & € [0, 27),
(A.11)

where, denoting by ®, the mapping from cartesian to polar coordinates, (p, ¢) = ®,(&), (p, @) =
®p(x) and ¥ := x o d .
The Jacobian matrices of ® and ®~! are given by:

ox . o OX X A ) ) )
Déy) = (1T 3, (r(y(’]@ —no(®) 55w 9) = ro($) +1X895 (r(y, ) — r0(2))
i Bl od L (1 509 - (@) - K2 = rl9)

Using Assumption 3.2 on y and Assumption 2.3 on the coefficients on the radius expansion, we
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can bound each entry of D®(y):

2%
9p

ro To
o<1+ \/i\lxllcl(ﬁz,x>7 <2

ox

1
+ 9

(r(y, ) - m(@)\ <1y ‘

5(r(9) — 9 + 50w 9) — o) < 5

r(y, &) = ro(@)] + [x] Zj (lej| =+ 1s51)

~
< ler oy (VBT +C)

with C. =377, 7 (lej] + [s5]) < o0

The above estimates show that we have a J- and y-independent bound on the C'-norm of
.

It is clear from the expression of D®~! that, if we provide also a J- and y-independent

(positive) lower bound on det D®(y), then we also have a J- and y-independent upper bound
on the C*-norm of ®~1. Tt holds:

0

X T
dp

> 1= 2 \BlNllen s, 2 1 - V20, > 0,

det DB(y) > 1 — (g, &) — ro(d) ]

where we have used the bound on |x[[c1(p, ) provided by Assumption 3.2.

For the higher order derivatives of @, it is clear from (3.2) that this map is as many times
differentiable as x(-), 7(y,-) and ro(-) are. The mollifier x and the nominal radius ry are
assumed to be smooth and they do not depend on y € P;. Thus, the J- and y-uniform
bound on the CO(ZA)Q,X)—norm of the derivatives is ensured by the J- and y-uniform bound on
I7(y, lex,, (0.2r)» With k the highest differentiability order of the radius.

Concerning the higher order derivatives of ®~!, they are obtained from chain rule on the
entries of D®~! = (D®)~! o ®~1. More precisely, a m-th order derivative is given by the sum
and product of powers of entries of (D®(y)) ™" times the product of derivatives of ®(y) up to the
m-th order. Since we have already stated the J- and y- uniform upper bound on the derivatives
of ®(y) and on the entries of (D®(y)) ", then we can conclude that @ is a C*-diffeomorphism,
with £ the smoothness of the radius r(y, ¢) and J- and y-independent norm bounds.

Fulfillment of Assumption 3.1(ii)

It is clear from (3.2) that this assumption is satisfied.

Fulfillment of Assumption 3.1(iii)

Also in this case, we restrict our computations to the domain ﬁQ,X, being the case trivial for

||| < ™ and analogous for ||| > ro(p).

Again, it is convenient to work in polar coordinates. We use the notation &; and &y for
minimum and maximum singular values of D®, respectively.

It holds that &5(y) = |[|[D®(y)|2 < |[D®(y)||r, where ||-|; denotes the Frobenius norm.
Since from the previous computations we have a J- and y-uniform upper bound on the C’O(DZX)—
norm of each entry of D®, then there exists a J- and y-uniform upper bound on the C’O(f)ZX)—
norm of g1 and &5, too.

Furthermore,

. 2
_ det(DE (y) Db(y)) _ (et DPW))

o2(y) oY)
Coupling the J- and y-uniform upper bound on &5 with the J- and y-uniform lower positive

bound on det Dq:)(y) from the previous paragraph, we obtain a J- and y-uniform lower bound
on the C%(Dy,, )-norm of ;.

a1(y)
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Finally, since the mapping from cartesian to polar coordinates is a C*°-diffeomorphism

away from the origin, we can state that there exist J- and y-uniform, upper and lower, positive
bounds on the C°(D,,)-norm of the singular values of D® and D® .
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