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Abstract

Scattering of acoustic waves from an inhomogeneous medium can be described by the Lippmann-
Schwinger integral equation. For scattering problems in free space, Vainikko proposed a fast spectral
solution method that exploits the convolution structure of this equation’s integral operator by us-
ing the fast Fourier transform. In a planar 3-dimensional waveguide, the integral operator of the
Lippmann-Schwinger integral equation fails to be a convolution. In this paper, we show that the
separable structure of the kernel nevertheless allows to construct fast spectral collocation methods
similar to Vainikko’s technique. The numerical analysis of this method requires smooth material pa-
rameters; if the material parameters are, say, discontinuous, no theoretical statement on convergence
is available. We show how to construct a Galerkin variant of Vainikko’s method for which a rigorous
convergence analysis is available even for discontinuous materials. For several distant scattering
objects inside the 3—-dimensional waveguide this discretization technique leads to a computational
domain consisting of one large box containing all scatterers, and hence many unnecessary unknowns.
However, the integral equation can be reformulated as a coupled system with unknowns defined on
the different parts of the scatterer. Discretizing this coupled system by a combined spectral /multipole
approach yields an efficient method for waveguide scattering from multiple objects.

1 Introduction

Propagation of acoustic signals inside the ocean is the basis for several modern marine technologies like
SONAR (SOund Navigation And Ranging) and ocean-acoustic tomography. These techniques exploit
that acoustic waves with a frequency less than a few hundred Hertz propagate inside the sea without
(strong) attenuation. Consequently, low-frequency signals can propagate over huge distances along the
ocean. In this paper we propose a class of spectral (i.e., Fourier-based) volumetric integral equation
methods to compute such sound fields. We assume a couple of modeling assumptions on the ocean
environment: The ocean has a constant height h > 0; thus, the domain of interest is a waveguide
Q =R? x (0,h). We further restrict ourselves to linear propagation of time-harmonic waves modeled by
the Helmholtz equation

Au+k*n’u=f in €, (1)

where f is a source function with compact support, k& > 0 is the constant wave number and n? is the
refractive index. A further crucial assumption is that n? = 1 outside some bounded and open set D,
meaning that n? models a local perturbation inside a homogeneous waveguide. Following [4,24] we model
the ocean—air and ocean—seabed interfaces by sound soft and sound hard boundaries, respectively,
_ - ._ 3. . du _ +._ 3. ..
u=0 onI' :={zxeR’: z3 =0}, and 8—x3_0 onI'":={z eR’: z3 = h}. (2)
This model is reasonable for the description of underwater sound waves if the ocean depth and the
water temperature are not too large. A better model would assume a layered background medium where
the speed of sound depends on z3. The numerical methods that we develop are in principle able to
incorporate such an x3—dependence, but this development is out of the scope of this paper.
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The problem (1)—(2) only determines the field v in a unique way if we impose additionally a radiation
condition. To this end, we set

Ay 1= 2—7;(2m —1), km = k% — a2, for m e N.

The square root in the latter definition is chosen such that k,, = i\/a2, — k2 for au,, > k > 0. We assume
that k,,, # 0 for all m € N, which a kind of non-resonance condition. Let us additionally introduce the
following notation for a point x in the stratified waveguide 2,

T = (:m,xz,a%)—r = (;3) with Z = <2) .

Using this notation, one can expand u by separation of variables as u(z) = > °_, sin(am,x3)um (&) for
|Z| > R, for some R > 0 large enough such that the supports of the source f and the contrast ¢ = n? —1
are contained in {|Z| < R}. In view of (1) the modes u,, need to satisfy Au,, + k2,u, = 0 for |z| > R.
Hence, as a radiation condition we impose Sommerfeld’s radiation condition,

Oum, . -
lim /2 (% - zkmum) =0, where r := |Z|. (3)

There is an important connection between the source problem (1)—(3) and scattering problems. De-
note the medium’s contrast by g := n?—1. Consider an incident wave field 1 that solves the homogeneous
Helmholtz equation in © subject to the boundary conditions (2). When u® hits the inhomogeneity in D
there arises a scattered field u® such that the total field u = u® + u® solves Au + k?nu = 0 in €, and
both w and u® satisfy the boundary conditions (2). Additionally, u® satisfies the radiation conditions (3).
The source problem (1)—(3) hence describes the scattered field u® for the special choice f = —k?qu.

Solving the waveguide scattering problem (1), (2) and (3) is equivalent to solve a volumetric integral
equation of the second kind, the so-called Lippmann-Schwinger integral equation. For scattering in
free space, one can exploit the convolution structure of the volume potential to construct fast spectral
collocation methods [12,13, 25, 28] for the numerical solution of scattering problems. In contrast to
scattering in free space, the volume potential defined via the waveguide Green’s function G(z,y) is not
a convolution; G can for instance be represented as a series of convolution operators in & weighted
by certain trigonometric polynomials in x3. This separable structure allows to construct fast spectral
integral equation methods for waveguide scattering problems via truncation and periodization of the
waveguide Green’s function in the lateral variables Z. After periodization, a special class of trigonometric
polynomials becomes the eigenfunctions of the (periodized) volume potential (see Theorem 3.5). The
fast Fourier transform then allows to rapidly evaluate a spectral discretization of the potential and, using
iterative solution methods, thereby yields fast methods for waveguide scattering.

If g is a smooth function, this spectral collocation method yields high-order approximations of the
periodized Lippmann-Schwinger equation. However, if ¢ is not smooth, no convergence analysis is avail-
able. To obtain rigorous convergence theory for non-smooth contrasts, we replace the spectral collocation
method by a spectral Galerkin method. We show that this new discretization can still be written in
an explicit discrete form, and that the method reaches optimal convergence rates in a range of Sobolev
spaces W* for s > 0, whereas the collocation method can only be analyzed for s > 3/2 (see Theorem 5.4).
The Galerkin method becomes more costly compared to the collocation method since it incorporates dis-
crete Fourier transforms of larger size compared with the collocation method. Basically, the reason is
that the product of two Fourier polynomials of degree [ is a Fourier polynomial of degree 2] and hence
discrete Fourier transforms of larger size are needed to implement this product exactly. Our numerical
experiments indicate that the gain of accuracy of the Galerkin method at least corresponds to its larger
memory and time demands.

We also consider a special multiple scattering problem where the penetrable scatterer is composed of
several disconnected parts. Discretizing scattering problems for this geometry using the above approach
yields one large computational domain containing all the scattering objects, and hence a lot of unneces-
sary unknowns. However, for this special setting the volumetric integral equation can be reformulated
as a coupled system of integral equations where each component of the unknown is defined on one part
of the scatterer. Discretization of this coupled system reduces the number of unknowns compared to the



original approach. The key for the efficient discretization of the coupling terms are diagonal approxi-
mations of the waveguide Green’s functions, relying on multipole expansions for complex wave numbers
and uniform estimates of Bessel functions. (See Theorem 7.5 for the final spectral/multipole method.)

Alternative computational methods to solve the scattering problem (1)—(3) include finite element
methods with a non-reflecting boundary conditions, see [6,29] for recent developments. Such methods
have the advantage of local basis functions allowing for local and adaptive mesh refinement. On the
other hand, 3D computations using finite element methods yield large (sparse) system matrices that
require preconditioned iterative solution methods. The spectral integral approach presented here has
the advantage that the (full) system matrix is never set up, preconditioners are easily constructed, and
the system is solved by a simple fixed-point iteration. Since the integral equation is solved in the spectral
domain the implementation of the method is easy; especially, no singular integrals have to be computed.

The structure of this paper is as follows. Section 2 provides background on the Lippmann-Schwinger
integral equation. We define truncated Green’s functions and corresponding integral operators in Sec-
tion 3. After a reminder on trigonometric approximation in Section 4 we study spectral discretizations
of volumetric integral equations in Section 5. In Section 6 we consider multiple scattering problems and
diagonal approximations, yielding combined spectral/multipole methods in Section 7.

Notation: By |- |1, ||, and |- |o we denote the 1- the 2- and the co-norm on Euclidean vector spaces.
For two real matrices A and B we write A < B if A; ; < M; ;. Following [1] we denote by J,, I, and
K, the Bessel function of the first kind and the first and second modified Bessel function of order m,
respectively. o ) is the Hankel function of the first kind of order m.

2 The Lippmann-Schwinger Integral Equation in a Waveguide

A function u that solves the Helmholtz equation (1), the waveguide boundary conditions (2), and the ra-
diation conditions (3) satisfies a volumetric integral equation of the second kind known as the Lippmann-
Schwinger integral equation (see [25]). This integral equation uses the Green’s function G(z,y) of the
Helmholtz equation Au + k?>u = 0 with constant coefficients, subject to the boundary conditions (2)
and the radiation conditions (3). Two explicit series representations of this Green’s function are known,
see [2,24]. First, the modal representation

i o L
2,y ——hz n(amws) sin(omys) Hy (k@ —3), & #7, (4)

has the advantage that it converges rapidly away from the line {Z = Z}, while on this line the expression
is not defined. (Recall that we assumed that k,, # 0 for all m € N.) Second, the method of images
yields an expression that is accurate near the singularity at x = z but slowly (and only conditionally)
converging away from this point,

!
+oo : _ ik‘m— m’
1 m ezk\m Ym| e Y

At (=

m=—0oQ

G(z,y) =

.z Fy, (5)

|z —ym| |z =yl

where the image source points are ¥, = (y1,¥2,y3 + 2mh)" and v/, = (y1,y2, —y3 + 2mh)". Formally,
the volume potential V is defined by

Vf= /D Gl)f(y)dy  for f € L(D).

Using the series representation (5) one shows that the waveguide Green’s function can be written as
sum of the free-space fundamental solution ®(x) = e?!*!/(47|x|) of the Helmholtz equation and an
analytic function G(-,-) that solves the homogeneous Helmholtz equation in both variables, G(z,y) =
Oz —y) + G’(m, y) for x # y € Q. In consequence, the mapping properties of V are the same as those
of the (free-space) volume potential with kernel ®. From [18, Chapter 6] it follows that V is a bounded
operator from L2(D) into H?(B N Q) for any open ball B C R3. We denote this class of functions as
H2 (Q). For the free-space Lippmann-Schwinger integral operator with kernel ® and density f it is well-

loc -
known that the corresponding potential u solves Au + k?u = — f. Since G(z,y) solves the homogeneous



Helmholtz equation we deduce that v = Vf € HZ () solves Au + k*u = —f in €, too. In the last
equation, we understand f to be extended by zero outside of D, a convention that we will also use later
on. By construction of the Green’s function, the potential u also satisfies the boundary and radiation
conditions (2)—(3).

The Lippmann-Schwinger integral equation now arises in context of the scattering problem discussed
in the introduction. For an incident wave u’, the scattered wave u® solves Au® + k2n?u® = —k2qu’
and satisfies the boundary and radiation conditions (2) and (3). Hence Au® + k?u® = —k2q(u’ + u®),
which means that u® — k2V(qu®) = k?V(qu*). Once a solution u* € L?(D) to this equation is found, the
scattered field u® in all of  is given by u® = k*V(q(u’ + v*)). This is the Lippmann-Schwinger integral
equation that we consider now in L?(D) for a right-hand side f € L?(D),

u—k*V(qu) = f in L*(D). (6)

Since the integral operator V maps L?(D) into H?(D) Riesz theory implies that existence of solution
for (6) follows from uniqueness. However, in contrast to scattering in free-space, uniqueness of solution
might fail for waveguide scattering problems due to resonance phenomena, see [19]. In the sequel, we
assume that uniqueness of solution holds, noting that the paper [4] establishes a rather complete solution
theory. In essence, uniqueness of solution always holds if the scatterer is absorbing, or under geometric
non-trapping conditions on the contrast ¢q. If none of these conditions is satisfied, analytic Fredholm
theory implies that for fixed ¢ the set of wave numbers k > 0 such that I — k%V(q-) has a non-trivial
kernel is countable and possesses no finite accumulation point. Hence, non-uniqueness is a “rare” event,
and our assumption that (6) is uniquely solvable in L?(D) for any right-hand side is reasonable.

3 Periodic Green’s Functions and Integral Equations

Given f € L?(D) and q € L>*°(D) we consider in this section the transformation of the Lippmann-
Schwinger equation to a periodic integral equation and study properties of the transformed equation.
Analysis (and, later on, computations) will be reduced to the domain

Ay ={xeQ: | <p}, p>0.

In analogy to our notation for points, we set 1~\p = {r € R?: |Z|o < p}. To this end, let us introduce
trigonometric basis functions in L?(A,). For n € Z3 and @1 := (n1,n2) " we set

1 .
On = N sin(ay,,T3) exp <% - i) , r €A, ne Zi ={ne¢e 73 ng > 0}. (7)

Note that the closure of {‘Pn}nezi in L?(A,) equals L?(A,) and that ¢, satisfies the waveguide boundary
conditions (2). For v € L?(A,),
o(n) ::/ vprdr, neZd,
AP

denotes the nth Fourier coefficient and since the functions ,, are orthonormal and their closure is dense,
each v € L?(A,) has a representation v = Enezi 9(n)v,. The basis function ¢,, is the product of

1 iT

- - 2 .
v (T) = oy exp (; - x) and  hp,(x3) = \/;sm(oznsa:g), nezs. (8)

Fractional Sobolev spaces in A, play an important role in the sequel. For s € R we define W* to be the
closure of the {‘Pn}nezi in the norm || - [| s, ),

s _—lllae -
W ={ea} " i,y = D (L ) a(n))”

nez

Since differentiation becomes multiplication under the Fourier transform, one can show that for s € N

these spaces are subspaces of (standard) Sobolev spaces Hp, of (laterally) 2p-periodic functions.



Let us from now on assume that the support D of the contrast ¢ is included in
B, ={x € Q: |z < p/2}.

(We are going to see below why p/2 is the largest possible radius.) Then we can rewrite the Lippmann-

Schwinger equation (6) as u — k? I 12 G(,y)g(y)u(y)dy = f in A,. The value of the integral in the
P

last equation does not change if we redefine G(x,y) for |Z — | > p, since for x € B,/ and y € B,/ the

difference |Z — g| is always less than p. Motivated by this observation, let us define a function H,(Z, k)

for |#|c < p and wave number k such that |k| > 0 and arg(k) € [0,7/2],

HY(K[#) i£0 < |2 < p,

0 else.

Hy(, k) = { (9)

We extend this function 2p-periodically to R? by
H,(% + 2pi, k) = H,(3,k), for @€ Z>.

Using H, and the modal representation (4) we define a periodic Green’s function G,(x,y) by

. o0
1 ~ ~ ~ ~
=25 Z n(omes) sin(amys)Hy (& — 7, km ), T#yel (10)
m=1
Note that G,(z,y) = G(z,y) for |z — g| < p. In the next lemmas we provide estimates for the Fourier
coefficients of t,,, leading to a convergence result for the series in (10). For simplicity, we denote the
series terms of G, by
i . -
tm(2,y) == o sin(amx3z) sin(amys) Hp (2 — §, k). (11)

Lemma 3.1. Each term t,, belongs to L2(A, x A,) and the nth Fourier coefficient t,,(n) of tm(z,) is
given by tom(n) = ip/ V2R 8y H,(n) sin(amas)v_i(Z), n € 73, with

2ip L T el HY Gk T e, Jo (el HEO (k
W + |n| 1(7|R]) Hy  (kng p) — Eﬂ ns Jo (7|7t} H 7 (Kny p)

fOT ’ﬁ’ 7é 07 kn3p 7& 7T|’ﬁ’|a

Hym) =4 2 7 o - (12)
o 75 + k_ng.Hl (knsp) forn=0,
L (Jo(wli) HY (xla) + Ty (xl) HD (xlal)) o knyp = il

Proof. The function t,,(z,y) belongs to L2(A, x A,) since H,(Z — , ky,,) has a (square-integrable) weak
singularity at £ = g,

/ |H (% — 9, k)| da :/ |H (%, km)|? do :/ |H, (%, km)|* dz < 0o (13)
A, Ap—j A,

since & — H,(Z, k) is by construction 2p periodic in each argument. The second integral in (13) is
independent of §, H,(Z — §, km) is square-integrable in  and §, and t,,,(x,y) belongs to L3(A, x A,).
We compute the Fourier coefficients £,,(n) of t,,(z, ),

tm(n) = ﬁ/ sin(oumas) sin(amys)Hp (& — 7, kn )on(y) dy

\/_h3/2 sm(amxg)/ sin(amys) Hy(Z — 7, km)v—i (9) sin(an, y3) dy

= 5m,n3 2 bll’l Oén3$3 / H ) (Zj) d?j



due to the orthogonality of the sine terms, foh sin(ays) sin(an,ys) dy = h/2 for m = ns and 0 else.
Exploiting the periodicity of H, in its first argument we find that
1

I e S im0 L . ir
|G- @ai = 5 [ A= gk e (<ZaeG-2) 4 oo (<Z007)
A, pPJA, P p

~ 92 /A Ho (3, by Y0 (2) A2 0 (%) = 2pH,(0) v_n ().

Hence, t,,(n) = ip/V2h 8 ny Hp(n) sin(on,x3) v_i (%)
In analogy to scattering problems in free space, see, e.g., [28, Section 3.8], the Fourier coefficients

. 1 i
H,(n) = Q—p/A H,(%, kn, ) exp (—%nz) dz
P
1
2p Jiz1<p

of the truncated Hankel function H,(-,ky,) can be computed explicitly. Assume for a moment that
k2.p* # 2|i|?, such that A, = p?/(k2, p* — w%|0|?) is well-defined. Then Avg + k2 vs = A, 'vs and
Green’s second identity yields

HY (K| 2]) exp (—% i - z) dz, nezi, (15)

i i, ) :
i / HY (ks 2]) v dF = 27 Jing / HSY (ko |21) (A + K2, Ju_n
4 Jiz1<p 4 650 Js1z1<p

A o ) ~ ~
ZT/H (A0 o) 52 = g 2D)) s
Z|=p

i . - 81},5 8 ~ ~
g [ (B a2 22 a1 1)) ()

For 1 # 0 we know from [28, Section 10.5.5] that

0v_p 2
tds == Tlallil) and [ vads = mho(ala)
/g_p Oov P |Z]=p

and for n = 0 we have f\g\:p vods = m and f‘ ) Ovg/Ovds = 0. Moreover, it is well known (see,

3=

e.g., [25]) that
i, (1) - (9’()_73 B 0 (1) - - ~ 1
1 gnr%) s (HO (kns|Z]) T v_n—VHO (kn3|z|)) ds(2) =v_p(0) = 2

If k2 p? # 72|n|* we obtain the values for H,(n) given in (12). Finally, one uses L’'Hospital’s rule to
compute the limiting value of the expression in the first line of (12) for pk,, = «|7n|. O

Lemma 3.2. For s < 1/2 the norms ||t (x,-)||w- are bounded by C(s)m>=3/2 for C(s) > 0 independent
ofmeNand z € A,.

Proof. Using the asymptotic expansions of Bessel and Hankel functions for large arguments in [1,
Egs. 9.2.1 & 9.2.3],

Ju(r) ~/2/(7r) cos(r —vm/2 — m/4), r — 00,
HV(z) ~ /2/(rz)exp (i(z —vm/2 — 1/4)),  |2] — oo, arg(z) € [0,7/2],
the growth of the coefficients H,(n) in (12) of the periodic kernel G, can be bounded in terms of n.

Note that the third case of (12) only holds for a finite number of n. Assuming that the first condition
n (12) holds, we find that

fiy ()| < 02 [l G iy )] 12 (el 4 By || (Ko )] 1o (e )

oZ, 7+ w2 — K
— ~1/2 ~—

B L Lo i

- oZ,p? + w2 — kP

(16)

< Oln|=%/? as |n| — oo.




Assuming that the second condition (72 = 0) in (12) holds, one verifies in the same way |H,(n)| < Cn3?2.
Thus, |y ()> < p2/(2h) Smmng |H,(10)]2 < COpmny (1 + [n]?)~3/% as n — oo, where C' is independent of
m,n and z. For s < 1/2 each of the functions ¢,,(z, ) is uniformly bounded in W?*, because

(@, e = D> A+l <C > A+[nf) % < Clsym> .

nEZi,ng:m n€Z3, ng=m
[l

Proposition 3.3. The truncated Green’s function G, belongs to W*° for s < 1/2 in both variables x and
y and the series in (10) converges absolutely in W* for s < 1/2 as a function of x or y.

Proof. In view of the two last lemmas and the symmetry of G,(x,y) = G,(y, z) it just remains to bound
the We-norm of G,(x,-): |ly — Go(z,9)|lws < S oo_ | [tmllws <C S0 ms™3/2 <oofors<1/2. O

Remark 3.4. The decay in & of the order 3/2 can be improved to 2 if one uses a smooth lateral cut-off
of the Green’s function, as it is described in [25, Page 324]. However, this procedure increases the cut-off
parameter p and one looses the explicit knowledge of the Fourier coefficients of the kernel. Consequently,
these coefficients need to be computed numerically. An efficient method to do so is described in [7]. The
scheme proposed in the latter paper can be seen as a variant of Vainikko’s scheme.

For free-space scattering problems in three dimensions, a spherical cut-off of the Green’s function by
zero does not destroy second-order decay of the Fourier coefficients, see [13, 28]. However, the spheri-
cal cut-off used in these papers seems to be a bad choice here, in view of the explicit computations in
Lemma 3.1.

The integral operator corresponding to G, is
VS = / Gol)fdy, e L2, a7)

Fast methods for the solution of the Lippmann-Schwinger equation in free space [13,25,28] exploit that
a convolution operator becomes a multiplication operator under the Fourier transform. For our problem,
V, lacks a convolution structure in the third coordinate, but the ¢, still diagonalize V,.

Theorem 3.5. The integral operator V, is bounded from W? into Wet3/2 for all s € R. The trigono-
metric basis functions o, are the eigenfunctions of V, with corresponding eigenvalues ip/2 ﬁIp(n). If
f e L?(D), then V,f equals Vf in B,

Proof. We first show that V), diagonalizes on the basis functions ¢,, of L%(A,) = W and deduce bound-
edness of V, from the magnitude of the eigenvalues resulting from this computation. For fixed = € A,

(Vpsﬁn)( / [Z sin(a,r3) Sln(amyB)H (kns | — 9l) | sin(an,ys)va(y) dy

x/_ hh
2\/_sm an3x3/ H, (T — 4, kns)vin (9)dy . (18)

In Lemma 3.3 we showed that the series defining G, (z, -) converges absolutely in L?(A,). This validates
permutation of integration and summation in (18). In combination with (14) the last computation
moreover implies

ip - A\ o ~ ip 5
Voon = 2hH p (1) sin(an,z3)va (&) = ng(n)QOna

because the coefficients H,(n) depend only on the length |72| and ng, that is, H, (wh) = H,(n ) We have

hence shown that V, diagonalizes on its eigenbasis ¢,. The growth bound (16) shows that |H,(n)[*> <
C(1+ |n|?)~3/2, and therefore

Vol = 3 W+ PP 02 )P = 2 37 (1 + [Py, () o)

JEZ3. JEZ3
<C YA+ Y2 @m)? = Cllelyase-
JEZY



This shows boundedness of V, from W* into Wst3/2 for s € R. It remains to prove the last claim of
the theorem. To this end, it is sufficient to show that for a smooth function f € C§°(D) with compact
support in D C B,,/; we have that V,(f) equals V(f) in B,/;. Choose x € B,/5. Since | — g| < p, the
definition of H, in (9) shows that

(Vo f)(x) = / Go(z,y)f(y)dy = ﬁ lz sin(ams) sin(amys) H,(2 — 7, kms)‘| fy)dy
B2 m=1
-5/ snlamxasumamy@fﬁ ( mgf——gn]f@ncw = VD)),
Bo/2 | m=
By density of C§°(D) in L*(D), V, equals V on B, /s for any density f € L*(D). O

Due to the equality of the integral operators V and V, for densities supported in D stated in the last
theorem, we can reformulate the Lippmann-Schwinger equation

u— K V(qu)lp = in LA(D) (19)

as u — k* V,(qu)|, = f. Extending f by zero and u by k*V,(qu) to A, yields a function v € L*(A,)
solving
v—k*V,(q) = f in L*(A,). (20)

Proposition 3.6. Let f € L?(D) and extend f by zero to A,. If u € L*(D) solves (19) then v =
V(qu) + f € L*(A,) solves (20). Furthermore, the restriction of a solution v € L*(A,) of (20) to D
yields a function u in L*(D) that solves (19).

In the beginning of this paper we were interested to find the scattered field u® for a waveguide
scattering problem with incident field u’. Setting f = k?V,(qu’) yields a solution v to (20) that equals
u® on D. To evaluate u® in the complement Q \ D one uses the Lippmann-Schwinger integral equation
(with smooth kernel!) u®(x) = k* [, G(z,y)q(y)(u*(y) + u'(y)) dy for x & D.

4 Trigonometric Projection and Interpolation

Spectral discretization of the periodic Lippmann-Schwinger equation (20) relies on the Fourier transform.
Set
Z? = {TZE VAR —lj <ny < lj, 7j=121<n3< lg} for | = (ll,lg,lg)—r S NS

The discrete subspace of trigonometric polynomials
T, := span {(pn tnée Z?} C LQ(AP) of dimension L := 411l5l3
will serve as approximation space for a solution to (20). We denote the orthonormal projection from
L3(A,) onto T; by
P L*(A,) — Ty C L*(A,), Po= Z o(n)v,, where 9(n) = / vp_p dz
nez} Ao

denotes the nth Fourier coefficient of v. Note here that Lemma 3.5 implies that the integral operator V,
and the projection P, commute: V,(Pu) = PV,(u) for u € L?>(A,). Later on, we rely on the following
classical approximation properties.

Lemma 4.1. For u € W?° and r < s it holds that |[u — Pullwr < min(l)"~*||u||ws, where min(l) =
min{ll,lg,lg}.

Proof. For u € W¥, |lu — P/, = anz?(l +[n2)* (1 + [n|?)"*|a(n)|? < (1 +min(l)?)"" ||u||%{S(Ap).
O



The proof of the following lemma is technical and therefore presented in Appendix A. It uses the
grid points
niy no ns

-
e = (p—=, p—=, h—) | n = (n1,n9,n3)" €73 (21)
L7071

Lemma 4.2. There is a basis {¢}}nezz of Ti such that o7 (z (l)) =dn,j forn,j € Z3.

In consequence, any function in u; € T; can be uniquely represented by its grid values at the grid

points x%), U = Znezlg ul(a:g))go;. Additionally, we can define an interpolation operator

Qu: C°(A)) = Th, Qu(f) =Y f@D)es,

nez}

mapping a continuous function in A, to the unique trigonometric interpolation polynomial satisfying

interpolation conditions at the grid points argl) We indicate the following approximation property without

proof (see Theorem 8.3.1 in [25] for an analogous result).

Lemma 4.3. For u € W* with s > 3/2 it holds that |u — Quu|lwr < Cmin(l)"*||ul|w: for 0 <r <s.
The transformation mapping the grid values v; (arg»l)) of a function v; in T to the Fourier coefficients ¥,
of v; is called the discrete Fourier transform. Due to the structure of the basis functions ¢y, this transform
is the product of a two-dimensional discrete Fourier transform in the lateral variables, see [25, Section
10.5.4], and a discrete sine transform in the vertical variable (a type-3 discrete sine transform, see [17]).
Combining formulas for the 2D discrete Fourier transform and the type-3 discrete sine transform, one
arrives in the following formula connecting grid values v;(x ()) of v; € T; with the Fourier coeflicients
01(n) of vy,

>
—~

S
~

P Lol mj3(2n3 — 1) im~
_111213 Z Z Z ’Ul bln T exp —;] cITp

Ji=—li+1je=—l2+1j3=1

n 14 ) im~
4 (=1t L v(xy’)ex <—— a:n>
(1) Slls > > 1(z;”) exp o

Ji=—li+1ljo=—l2+1

(22)

Define C' := {(c(j)); ez3»¢(j) € C}. The operator that maps grid values (v(j));ezs € C' to the Fourier
coefficients vl = (b l(j))JGle € C'! of the unique trigonometric interpolation polynomial v; € T} that

satisfies vl( ) v(j) is in the following denoted by
S :C - () jezz — (0(5))jezs- (23)

It is well known that the transform & can be computed in O(Llog(L)) operations (recall: L = 4l1l5l3),
due to the fast Fourier transform, see [9], and its variant, the fast sine transform.

Later on, we will once require a second Fourier transform where the sine transform in the vertical
variable is replaced by a cosine transform. To distinguish this new transform from the above Fourier(-
sine) transform we call it the Fourier-cosine transform. The Fourier-cosine series of a function v € L2(A,)
is

1 m
v(r) = — 0(n)en(Z) cos (—ngxg) , z €N, (24)
V2hp n€Z32723>0 h g
With Fourier-cosine coefficients 0(n) = fA i (Z) cos (En3w3) da for ng # 0 and O(n) =
v A, 0a (%) dz for n3 O. Agam, it is Well known that any function v € L%*(A,) can

be represented by 1ts Foumer—cosme series which is norm-convergent in L2(Ap). The corresponding
trigonometric polynomials are

15 lo l3—1

1 . ~ m
v(x) = \/2_—hp Z Z Z 0(n)en (Z) cos (Engxg) , x € Ay (25)

ni=—Il1+1ny=—I2+1n3=0



Since the summation over n3 starts at 0, it is natural to introduce Z?O ={neZ:—lj<n; <ljj=
1,2,0 < ng <l3 —1}. Define

b= (6(4))jez, € Co = {(v5)jezs 05 € C}- (26)

For a polynomial v; of the form (25) with Fourier-cosine coefficients ¢;, and m € Z2, we denote by
Ci.m : C) — C™ the operator that maps the Fourier-cosine coefficients ©; to the values of the polynomial
at the grid points (xg.m)) jezs,- The only case interesting for us will be when m > [. Roughly speaking,
this operation can then be expressed as extension by zero of the Fourier-cosine coefficients, followed
by a discrete inverse Fourier(-cosine) transform, see [27]. For m > [ and M := 4mijmamsg, one can
therefore evaluate C; ., in O(M log(M)) operations. However, since we never use the discrete inverse

Fourier(-cosine) transform explicitly, we do neither give explicit formulas for this transform nor for C; .

5 Spectral Discretization and Error Estimates

The original spectral discretization approach for the Lippmann-Schwinger equation (20) in [28] is to
multiply (20) by the contrast ¢ and to solve for the new unknown u = gv in spaces of trigonometric
polynomials. Whenever ¢ is not smooth, solving for qv yields worse convergence rates for the discretized
problem than solving for v, since multiplication by ¢ destroys smoothness. Consequently, let us try to
keep the contrast ¢ inside the integral operator V, and solve for v instead of gu. A corresponding variant
has been chosen, for different reasons, in [13].

Assumption 5.1. Throughout this section we assume that the contrast q is compactly supported in B, /o
and belongs at least to PC(A,), the class of piecewise continuous and everywhere defined functions in
A, By deﬁmtwn for f € PC(A,) there are pairwise disjoint Lipschitz domains U;, j =1,..., N with
A,, =U;L N U; and f|U is continuous.

The crucial point of any spectral discretization of (20) is to map the product gu; back into the space
of trigonometric polynomials 7;. Let us first use the interpolation operator @; for this task and seek
u; € T} such that

— E*V,Qu(qu) = Quf- (27)

The discrete Fourier transform &; from Section 4 allows to state this problem matrix-vector form. To this
end, we denote element-wise multiplication of two elements a and b in C' by a b, (a e b)(n) = a(n)b(n)
for n € Z}. Further, we abbreviate the Fourier coefficients of the integral kernel (multiplied by k%) by

A ip~ . .
kz(J)=k25pHp(J), j€Z;.

By g, € C! and f € C! we denote the point values of ¢ and f at the points x( ), n € Z3, from (21).
(Obv1ously, one crumal assumption for the collocation method (27) is that these point Values are well-
defined.) Then the scheme (27) can be written in matrix-vector form in terms of the Fourier coefficients
iy € C! of u; using the discrete Fourier transform S; from (23),

ke [gl . sl—l(al)} =5, (28)

Error estimates for this scheme will only be available for ¢, f € W* for s > 3/2.
We can also discretize (20) by applying the projection P; to all terms of the equation: Find w; € T;
such that
— k*V,Pi(qui) = Bif. (29)

Writing down the fully discrete form of this discrete problem requires some preparation. Let us denote
the restriction of 4; € C! to C™, m < [ for j = 1,2,3, by Ry m,

Rl7m(ﬂl) = O, Om(n) = ﬂl(n) for n € Zil.

10



The extension operator E,,; extends u,, € C™ by zero to Ccl,m<l,

. i (n) forn € Z3,,
0 else.

If g € PC(A) C L%*(A,), then we can develop ¢ into a Fourier-cosine series as in (24) that converges in
L?(A,). (Developping q into a Fourier(-sine) series as in (7) does not allow to prove an analogue to the
crucial Lemma (5.2) below.) For | € Z3 we define a polynomial ¢; by

l3—1

l2
1 ™ 3
q(z) = 22 E E E ) cos (Engxg) , leZy. (30)
mi1=—Il14+1 mo=—I3+1 m3=0

We extend the Fourier-cosine coefficients ¢(m) to all m € Z3 by setting q(ﬁs) = 0 for mg < 0. As
n (26), we set ¢ = (¢(m))mezz, € C}. Recall the mapping C,, : C) — C™ introduced in the end of
Section 4. Y

Lemma 5.2. An equivalent fully discrete form of the projection method (29) is given by

— ki ® RayS3 [(Car31d2t) (S5, Evit)] = fi (31)
Proof. For n € 73,

qan) = [ qugmds = Y i) [ oo

JEL?
h
o ™ . .
= 2hp2 E E q(m)/0 cos (ﬁmgxg) sin(an, z3) sin(ay, 3) drs 657 5

]EZ3 m€Z3,m320

Since 2 sin(an, x3) sin(ay, x3) = cos((an; — @, )x3) — cos((an, + o, )x3) the latter integral reduces to

h
/ coS (%mgxg) sin(ap,x3) sin(aj,xs) des
0

1 [h . - ,
= 5/ cos (Em3x3) [COS (E(m - ]3):53) — COS (E(n?’ + j3 — 1)x3) ] dzs
0
{% (omans—ia ~ Omamatan1) 3 >0,

h
P (5m37n3—j3 - 5m37n3+j3—1) ;. mg =0,

and

Gan) = g3 3 w0 +8m0) [1(17) =i (1500 )]- (32)
JEZ?

Consequently, the Fourier-cosine coefficients ¢(m) for m € Z3\ Z2z o do not influence the computation
of Pi(qu;). Using the definition of ¢o; in (30) we find that P;(q ul) Pi(go; wy). Moreover, (32) with
q replaced by go; also shows that gy u;(n) vanishes for n € Z3 \ Z3,. Therefore the Fourier coefficients
of goyu; are given by Ss; applied to the grid values of this trigonometric function at the grid points
(x%gl))nezgl. For 4, the grid values are given by Sg_llElyglﬁl. By construction, the grid values of ¢o; at
the grid points xﬁf” are Co; 31(¢21). Hence,

1 N . 3
31 2,
(qu)(j) = Sst [Car,31(G2r) ® Sy Evsitia] ,  j € Z3.

Since V,(Pi(qu;)) is a Fourier polynomial, we can compute its Fourier coefficients SV, (F;(qu;)) from the
Fourier coefficients u; of w; € T by

SV, (Pi(qu)) = ki o P(qu;) = ky @ P(goiug) = Ky @ Rs31,1831 [Car31(Gat) @ (SgglEl,glﬁl)] .

Applying S; to (29), we obtain the fully discrete matrix-vector formulation that was announced in (31).
O
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The advantage of the Galerkin (or projection) method (31) over the collocation method (28) is that
convergence can even be shown for discontinuous q. The drawback is that the Galerkin variant requires
larger memory space since it relies on Fourier transforms of higher dimension; however, our numerical
experiments later on indicate that the method is also more accurate than its collocation counterpart.
Further, it might be difficult to compute the Fourier coefficients ¢(n) of ¢ for complicated material
configurations; see Remarks 5.6 and 5.7 concerning this issue.

Proposition 5.3. Assume that ¢ € PC(A,) is such that the multiplication u — qu is continuous on
Wt for some t > 0, |lqullwe < C|lullwe for all w € W. Then there is a constant C independent of
u and 1 such that |[V,(qu) — V,Pi(qu)||lws < Cmin(l)*~=3/2||ully: for s < t+ 3/2, and, if t > 3/2,
1Vo(qu) = VoQu(qu)llw < Cmin(l)*~"=3/2||ully+ for 3/2 <'s <t+3/2.

Proof. We estimate ||V,(qu) — V,Py(qu)|lws < Cllqu — Pi(qu)|ye-s2 < Cmin(l)*~*3/2| qu|w+
Cmin(1)*~¢3/2||u|y for s —3/2 < t. Fort > 3/2, s > 3/2, and s —3/2 < t, ||V,(qu) — V,Qi(qu)|w:
Cllqu — Qi(qu)|lyyrs—s/2 < Cmin(1)*~t=3/2||qu|y+ < Cmin(1)*=*=53/2||u|yy.

~ OIANIA

Theorem 5.4. Assume that the Lippmann-Schwinger equation (6) is uniquely solvable in L*(A,
Then (20) has a unique solution u € L*(A,) for any right-hand side f € L*(A,).

(a) Assume that f € Wt t >0, and that q is such that the multiplication u — qu is continuous on
W™ for 0 < r < max(t — 3/2,0). Then for 1 € Z3 with min(l) large enough there is a unique solution
uy € Ty of (29) and

|l — ullws < Cmin(l)*~ | fllwe for 0<s <t

(b) Assume that f € W fort > 3/2 and that q is such that the multiplication u — qu is continuous
on W7 for 3/2 < r <t. Then for | € Z* with min(l) large enough there is a unique solution u; € T;
of (27) and

lluy — ullws < Cmin(l)*7 | fllwe for 0<s <t

Proof. Uniqueness of solution for the Lippmann-Schwinger equation (6) implies uniqueness of solution
for the periodized version (6) due to Proposition (3.6). The assumption that u — qu is continuous on W
implies by the (periodized) Lippmann-Schwinger equation that for a right-hand side in W* the solution
u € L?(A,) belongs to W', too. E.g., under the assumptions of part (a) and for ¢ < 3/2,

ullwe < Cllqullzaa,) + 1 fllwe < Cllullzaa,) + [1flwe,

and for larger ¢ one uses a bootstrap argument.

(a) For the projection method (29) we can apply a standard convergence results for such methods.
For instance, under our assumptions [26, Satz 4.2.9] yields |Ju; — u|jws < Cming,er ||vi — ullws and
consequently

|lur — uljws < C HlEl% v — ul|ws < Cmin(l)S*tHuHWt < Cmin(l)sft||f||wt.
v €T

(b) Compactness of V, on W?, the Fredholm alternative, boundedness of the multiplication operator
u +— qu on W for the given range of r and unique solvability of (20) in L?(A,) imply that I —k?V,(q")
is an invertible operator on W* for 0 < s < ¢. Choose 3/2 < s < t. Due to Proposition 5.3

IT=£2V,(g-) = L=k*V,Qu(a )] —w+ < Cmin(l)~*?,

and hence a Neumann series argument shows that I—kQVle(q -) is invertible on W* and that
(I-k*V,Qi(gq-))~" is uniformly bounded for min(l) large enough. We apply I —k?V,Q;(q-) to the differ-
ence u; — u, where u; € T; is the solution of the discrete problem and u is the solution of the continuous
problem (20), and find that

(I=kV,Qua-))(w —u) = (Qu = D) f +V,(Qu — I)(qu). (33)
The uniform boundedness of (I—-k*V,P,(g-))~! on W* yields
w —ullwe < CI(Q1 = I)f +V,(Q1 — I)(qu)|w-

< Cmin)*~ | fllwe + [Vpllws—w- 1@ — Daw)lw- (34)
< Cmin()* 7| fllwe + ClIV,llws—we min(l) % || qu|wr, 3/2<s<Ht.

12



Reformulating the left-hand side of (33), we obtain that

[L—E2V,(g))(w — u) = k*Vp(Qu = Dlqui — qu) = (Qu — I) f +V,(Qu — I)(qu)
and hence the following estimate for all s € [0, ¢],
lur = wllws < I0=k*Vo(@)] " lwemws (B2 Vpllws—w (@1 = D{qui — qu)lw-

+ Qi = D) fllws + Vpllws —we [(Qr — Iqulw-) (35)
< Cmin(1)"*(llqu — qullwe + || fllwe + llqullwe) < Cmin(0)=°| fllwe, 0<s <t

The last inequality follows from the boundedness of the multiplication by ¢ on W* and the bound
lluy — ullwe < Cllullwe < C||f|lw+ which is a consequence of (34). O

Next we illustrate the above result by discussing smoothness assumptions for g. Let C™'(A,), r € N,
be the space of all Lipschitz continuous functions on A, such that all partial derivatives up to order r
are still Lipschitz continuous.

Example 5.5. We suppose that the general assumptions of Theorem 5.3 hold.

(a) If f € W', 0<t<3/2, and q € PC(A,), then Theorem 5.3(a) applies: Indeed, for ¢ € PC(A,)
the multiplication u — qu is bounded on L*(A,) due to the Cauchy-Schwarz inequality.

(b) If f € W, t >0, and g € C™'(A,), r € N such that r > max(t — 3/2,0), then Theorem 5.5(a)
applies: Multiplication by q is shown to be bounded on L?(A,) as in part (a); thus, we assume now
that t — 3/2 > 0. Theorem 3.20 in [18] shows that ||qu|lys—s/2 < Cllgllcrallullyws—s2 for 0 < s <
max(t — 3/2,0).

For f € W', t > 3/2, and ¢ € C™*(A,), r € N such that r > t, the same argument shows that
Theorem 5.3(b) applies.

(c) If f,q € W, t > 3/2, then Theorem 5.3(b) applies: The multiplication by q is bounded on W*
since there is C' > 0 such that ||uwv|lws < C|lu||lw:||v||ws for u,v € W#, s > 3/2. This can be shown as
in [25, Lemma 5.13.1], where the corresponding result in one dimension is proven.

If f € Wt for t > 3 then it is even sufficient to assume that ¢ € W'=3/2 to obtain the estimate
llwi—u|lws < Cmin(1)s7 fllwe for0 < s <t asin Theorem 5.3(b). To this end, we employ the inequality
llqullwwe—s2 < Cllgllwe—ssz||ullwe from [18, Proof of Lemma 1]. Indeed, under these assumptions, the
inverse of 1 —k*V,Qi(q-) is still uniformly bounded on W* for 3/2 < s <t and (35) is replaced by

it = llwe < T2V (@ )] e e (R2Vlg—sroap (@1 — D(aa — @)l
+ Qe = Dflws + Vollws-s2 e |(Qu = Dqullys-s/2)
< Cmin(1)"*(|lqu — qullwe-s/2 + | fllwe + lqullye—s2) < Cmin(0)*~*||fllw:, 0<s <t

Consider again the scattering problem of finding the scattered field u® for an incident wave u’. The
Lippmann-Schwinger equation describing the scatterer field is u — k?V,(qu) = k?V,(qu’). Since u’
is smooth, the smoothness of the right-hand side depends only the smoothness of g. For ¢ € PC(A,),
V,(qu’) belongs, e.g., to W3/2 and we obtain that |ju;—ul|w- < Cmin(l)5’3/2|\ui|\L2(Ap) for the Galerkin
approximation where s < 3/2. If ¢ € C™'(A,), then V,(qu’) belongs to W"+3/2 and ||u; — uljws <
Cmin(l)*~"=3/2||u’|| 12(a,), again for the Galerkin approximation u;. For 7 > 1 the same holds for u
solving the collocation approximation.

The discrete systems (28) and (31) can be preconditioned by the inverse of the discrete system for a
coarser discretization, which leads to a two-grid method. This idea is well-known for integral equations
of the second kind and has been worked out in detail for Vainikko’s method in [12,13,28]. For the above
collocation and projection methods, preconditioners can be constructed in the very same way. Let us
write the collocation or the Galerkin discretization of (20) as

uw—-Ku=f inT, l€Z} (36)

where K is either kQVle(glvl) or kQVpPl (garv1). For m < I, we multiply this equation by (I; — K,,) .
(I; is the identity on C!, K,, is extended by zero from T, onto T;, and we assume that the inverse
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exists.) We note that (I; — K,,,) Y (K; — K,,)v; = v; — (I; — K,,,)~Y(I; — K;)v;. This implies that vy,
solution to (36), solves the fixed point equation

= (L —Kn) ' [(Ki— Kp)u + fi].-

If m < [ is large enough, this is a fixed-point equation for a contracting operator and the successive
approximations

(0) (Il m)_lflv vl(j) = (Il - KWL)_l |:(Kl - Km)ul(j_l) + fl ) J = 172a v (37)

converge to the solution v; to (36). Since, in Fourier space, K, only acts on Fourier coefficients with
index in Z2, (I, — K,,)~! is easily computed spectrally. For instance, the fixed-point iteration (37)
formulated for the collocation method (27) reads

o = [(5 = BuaBun) + Bt (I = ko # Sty © 57" Ru))
[ 0 Sulg, @ 8700 7) — Eyui (b o Sulg, o (871 Bt V)) + 811, ] . (38)

The advantage of the fixed point iteration over solving (36) directly by an iterative solver is of course
that (37) requires, at each iteration, the inversion a smaller linear system than (36). Therefore the
memory requirements are considerably smaller than solving (36) directly by an iterative solver. For
instance, on the fine grid the scheme (38) requires merely to evaluate matrix-vector products of the form
ki oS g, ¢S L (J )] which requires O(Llog(L)) (recall: L = 4l1l5l3) operations using the FFT. The

iteration requires to store the four vectors kl, q,, A(] D and u(j) and thus 16/1l2l3 complex variables.

We finish this section with a numerical experlment that conﬁrms the convergence rates of Exam-
ple 5.5(c). For these experiments, h = 1/2, p = 1/2, and the wave number equals k = 12.5 which corre-
sponds to two propagating modes in the waveguide. We introduce the family of contrasts ¢, : A, — R
for a > 0 by

39
0 else. (39)

Go(2) = {(1/16_ |27 = (ws = 1/2)%)" if [2® + (25 — 1/2)* < 1/16,

One can show that the function ¢, belongs to W* for all 0 < s < a 4 1/2. For comparability of the
computational results for different values of o we normalize the contrast ¢, to have L?(Q)-norm equal
to one.

Remark 5.6. The Fourier coefficients qo(n) can be computed (semi-)explicitly since qo 5 a Ta-
dial function (with respect to (0,0,1/2)7). Indeed, by rewriting the basis function cos(m/hnzxs) as
(exp(im/h ngxs)+exp(—ir/hnsxs))/2 one finds a representation of 4o (n) as an integral of a radial func-
tion times an exponential, and the formulas in [23] (see the proof of the first Lemma of Section 6) allows
to write go(n) in terms of a one-dimensional integral that can either be computed explicitly (e.g., for «
an integer) or approximated numerically.

The test problem that we consider is to compute the scattered field for an incident point source
G(-,p) with source point p = (—2,0,1/4)T. We approximate the solution in 7; where [ = (27,27,2")T
for n =2,...,6. (The corresponding grid is uniform in all three directions with step width 27™.) For all
computations, we use the two-grid scheme explained above, and we stop the fixed-point iteration of the
scheme when the relative residual is less than 1078, The preconditioner on the coarse grid is computed
on T, where m = (2L"/2J ,2ln/2) 2L"/2J) using GMRES and we also stop the GMRES iteration when
the relative residual is less than 10~8. The choice of the discretization parameters as powers of two is
not crucial, but it is sufficient for our purpose of checking convergence rates. The reference solution
is computed using the collocation method for n = 8 and we iterate until the relative residual is less
than 1071°, This computations was done on a workstation with 4 processors and 12 GB RAM using
MATLAB. The computation of the reference solution just fitted into this RAM and the fixed-point
iteration converged after about 360 seconds (independent of «v). Note also that the Fourier transforms in
MATLAB are computed using the FFTW package, and MATLAB executes these transforms in parallel
on the four processors.
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Figure 1 shows that the discrete L?—error of the projection method fits quite well to the theoretical
convergence estimates of Example 5.5(c). (The theoretical convergence rates are indicated by a dashed-
dotted line.) For a = 3/2, g, belongs to W* for s < 2 and Example 5.5(c) indicates a convergence
order 7/2 for the collocation method. For this o the numerical error indeed fits well to this predicted
convergence rate. For a = 0,1/2,1 there is no convergence theory for the collocation method, and Fig-
ure 1 shows that the collocation scheme does not reach the convergence rate min(l)**2 of the projection
method.
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Figure 1: Relative L2-error of the collocation method and the projection method for waveguide medium
scattering from inclusions with contrast ¢, € W* for s < « + 1/2. Pluses, circles, dots, and crosses
correspond to « =0, 1/2, @ = 1, and « = 3/2, respectively. The dotted lines indicate the convergence
order 3/2+a. (a) Collocation method: relative error versus n, | = (2",2",2") . (b) Projection method:
relative error versus n, [ = (27,27,2") 7.

Table 1 indicates the run time for the experiments of Figure 1 in seconds. The run times for the
projection method are about six times larger than for the collocation method (the mean value of the
quotient is 6.15, the minimum is 5.2, the maximum is 5.8). On the other hand, the quotient of the relative
L?error of the collocation method and the projection method is, at least for m = 6, always larger than
8. (For small m the value of the quotient is sometimes lower.) This shows that the projection method
has its own interest not only for the purpose of mathematical analysis: the more expensive numerical
scheme leads to a corresponding gain in numerical precision, at least if the approximation space has high
dimension.

| || a=0 | a=0.5 | a=1 | a=1.5 | | || a=0 | a=0.5 | a=1 | a=1.5 |
0.04 0.04 0.17 0.17 0.25 0.24 0.24 0.24
0.17 0.17 0.93 0.93 0.93 0.93 0.93 0.93
0.44 0.44 0.44 0.44 2.76 2.76 2.75 2.75
1.62 1.63 1.64 1.64 13.36 | 12.93 | 13.17 | 13.00
7.79 7.61 7.67 7.66 45.87 | 45.05 | 45.14 | 46.74

(a) (b)

Table 1: Computation times for the errors presented in Figure 1 in seconds. (a) Collocation method.
(b) Projection method.

=|E|E|E|E
CT)U"»lJLQJ[\J
=|E|E|E|E
@OTJJLCADN)

Remark 5.7. Since it is rather involved to obtain precise approximations for the Fourier coefficients q
for general q, we also tested a simplification of the projection method (31) where Cop 31(Gai) is replaced by
q evaluated at the grid points xg.?’l). For the above class of contrasts q, this simplification did not perturb
the convergence rate of the method for « = 0,1/2,1,3/2. However, we do not know whether it is possible

to prove this observation rigorously.
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6 Distributed Scatterers, a System of Integral Operators, and
Diagonal Approximation of the Green’s Function

In the next two sections we construct a variant of Vainikko’s method designed for a scatterer that
splits up into several disconnected parts. Our aim is to avoid to compute solutions for this geometry
in a large box containing all parts of the obstacle. To this end, we develop a mixed spectral/multipole
method generalizing the above technique in that the computational domains is the union of several
boxes containing each one of the disconnected parts of the scatterer. In this section we first derive a
reformulation of the Lippmann-Schwinger equation as a coupled system. Afterwards, we construct a
diagonal approximation of the waveguide Green’s function that relies on multipole expansions (see [11])
for Hankel functions with complex arguments. We briefly derive these expansions and prove error
estimates, since we did not find suitable multipole expansions for complex wave numbers in the literature
(note, however, that the recent work [10] provides numerical experiments and suggests parameter choices
for multipole expansions with complex wave numbers in 3D). In the next section we prove convergence
results and error estimates for the described extension of Vainikko’s method.
We assume that the contrast ¢ = n? — 1 splits up into J € N parts,

q=q +q2+--+4qJ,

where the functions ¢; have disjoint support ﬁ] := supp(g;) in Q. Strengthening this assumption, we
even suppose that there is 0o; € R? and p; > 0 such that (recall: B, = {|Z| < p}) D; is compactly
contained in the cylinder BU) := 0j + By, /2,

D;CcBY =0;+B,,5, j=1,...,J,
and that the closures B(Y) are mutually disjoint. Set

Omin = _ inf o ri— ] and  dmax = sup |zi — ;]
z,€B0), z;€ B 1<i#j<J 2;€BW), 2, €BU), 1<itj<J

We further introduce computational domains AU := 0j + A, that compactly contain the domains D;.

The Lippmann-Schwinger integral equation u — k?V(qu) = f posed in L?(D), D := Uj_; Dj, is now
decomposed into a system of equations. We split u = uq +- - - +uy where supp(u;) C D; forj=1,...,J.
Since the supports D; are disjoint, this splitting is unique. Set w = (u1,...,u;)", f= (f1,...,f1)" €
@jzlLQ(Dj) and ¢ = (q1,...,q7) € @jzlLoo(Dj). We denote the element wise multiplication of such
vectors again by q e u, more precisely, g @ u = (qquy,...,qsuys) . Further, we define integral operators
Vi L2(AY) — L2(A®) by

Viu = Gloyuly)dy| ,  dj=1,...J (40)
AG) A
If u € L?(D) solves (6), then w = (u1,...,u;) € @leLQ (D;) solves the integral equation
PiLoopld
u—Fk| . - |(geuw)=F in &, L*(Dy). (41)
P e

Moreover, if u solves the latter vector-valued problem, than u € L?(D) defined by u| D, = Uj solves (6).
We will now reformulate this equation in spaces of periodic functions and afterwards consider numerical
schemes to solve it. As in Section (3), we consider the periodic kernels G,; and the associated integral
operators V,.. We denote the fractional Sobolev spaces W* from now on as W*(A,,). Further, W* =
O W2 (A,,) for s € R. We also set W = W9 = @7/_ L*(A,;). The norm on W* defined as [|ul|w- =

j
J
Zj:l ||uj||WS(A,,j)~
Since D; C BU) there exist cut-off functions Xj € C{)’O(A(j)) such that x; = 1 on the support D; of
gj, x; = 01in A\ BU) and 0 < x; < 1. We use these cut-off functions to define truncation operators
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on A that additionally shift the function into A,;, see Figure 2,

T;r L2 (A,,) — L2(AV)), (T;ru)(a:) = (x;u)(z —o0j), =€ AD =1,
T L2(AV)) - L*(A,,), (T; v)(z) = (xgu)(@ +o05), €A, j=1,...,J

The component-wise action of T} on u € @j:1L2 (A1) is denoted as T*u and we abbreviate
Vpy o Kt
K9 =T V9T fori# j, K= : - _: (42)
;C.Jl V;J

that is, K has diagonal entries V,, and off-diagonal entries K

A® a ,,,_T{ A,
\ \ 00

‘; TR N
T

B A

Figure 2: 2D-Sketch of a scatterer consisting of two parts D; and Dy. The cylinders BM) = oy + By, /2
and B® =0, + B 1s/2 are contained in the boxes AM and A@)| respectively. The computational domain
A, is the reference domain for A and T;F transport functions between the two domains.

Assumption 6.1. Throughout the rest of the paper we assume that the contrast ¢ = (q1,-..,qy) belongs
at least to PC := @lePC(A(j)) and that each q; is compactly supported in BU) = 0j + By, /2.

Theorem 6.2. Let f € W. Then any solution v € W to
v—k’K(T (q)ev)=f inW (43)

gives rise to a solution u € @jzlLQ(Dj) with right-hand side (T+fj)3]:1 of (41) by setting u; =
T (v, ,j=1,...,J. Any solution w to (41) with right-hand side (T f;)7_, vyields a solution v
J I p. J/j=1

to (43) by setting v =k*K(T-qe T u) + f.

We omit the proof of Theorem 6.2, since it follows directly from Proposition 3.6. Note that Theo-
rem 6.2 implies that the regularity theory for the Lippmann-Schwinger equation carries over to (43).

Our aim is to discretize (43) on product spaces of trigonometric polynomials. Discretization of
the diagonal terms is done precisely as in Section 5. Discretization of the off-diagonal terms requires
multipole expansions for the waveguide Green’s function G in (4). Therefore we truncate the series (4)
and investigate approximate diagonalization of Hankel functions, to finally arrive in an exponentially
convergent diagonal approximation of G consisting only of a finite number of terms.

By m* we denote subsequently the first integer such that k,, = (k? — ozfn)l/ 2 is purely imaginary.

Lemma 6.3. There is a constant C = C(min, m*) > 0 independent of 1 < i £ j < J such that for all
xz € B® andy e BY

. M
G(z,y) — ﬁ S sin(amas) sin(amnys) H (k|2 — g])| < Ce™™mnM/h - Af > . (44)
m=1
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Proof. First, we use [8, Lemma 2.2], stating that \H (2)] < exp(—Im (2)(1 — ©2/|22)V/2)|HSV (©)] for
v €Ny, Re(2) > 0,Im(z) >0 and 0 < © < |z|, to obtain that

~ tm (k) -1 (1| [
HO (k|7 —g)| <e T

1/2
) D (e 73], > veNo.  (45)

Using the integral formula [21, Pg. 441]
8 o0
|HD () = J2(r) + Y2 (r) = = / Ko(2rsinh(t)) cosh(2vt)dt, v >0,r >0, (46)
™ Jo

and the integral representation [1, Eq. 9.6.24] for the modified Bessel function Ky, it follows that |Hl(,1) ()|
is monotonically decreasing in r > 0 for v € Ng. For 1 <i # j < J, 2 € B and y € BY) | the difference
Z — ¢ is bounded from below by dmin > 0. Since

exp (= Im (k) |7 = §1(1 = ([hme /m[?)"/?) < exp (=T (k) Smin (1= [km- /kim]) )
= exp(— Im (km) 5min) eXp((smin |km* |)

we hence obtain
H(gl)(km@ - Zﬂ)‘ = Cexp(— Im (km mm ‘H(l) |kM* |5min)

for m > m* where C' = min[km=| Moreover, Im (k,,) = (a2, — k*)Y/? > a,,, — k > 7m/h — 7/(2h) — k
for m > m*. Now we are ready to prove the claim,

> sin(amas) sin(amys) B (b — 71)| < HE (kw2 =) < C Y7 entmlon)
m=M+1 m=M+1 m=M+1

= mm =) *k) < Cexp (6min (k + %)) 77TéminM/h 47

Z =T exp(—m0mm/h) € - 47

m=M+
O

For fixed m € N, the Hankel functions H(gl)(kmﬁ — g|) can be approximately diagonalized. For & we
write its cylindrical coordinates as

Z = (rycos(py), s sin(gpw))—r
Choose N € N, z € B and y € BY), i # j. Further, let a € [N, N] such that a = m (mod 2N + 1),

(k) = eBreeon( B 9e) - and s, (7, k)

N
Z Y (kry)ei(ee—avi1) | (48)

We introduce short-hand notation for cylindrical coordinates of some special vectors. For 1 <1 # j < J,

. T
0; — 0j = (rij cos(piz), 735 sin(gi;),0)

and for z € B® and y € B® we define functions r(z,%) and ¢(z,y) by

(51— 05) = (& = 01) = (r(w,y) cos(p(w,)), r(x, y) sin(io(w,)),0) . (49)

Strictly speaking, r(z,y) = ri;(x,y) but since we always consider 2 € A® and y € AY) in the following
it will not cause confusion to suppress this dependence (also for ¢(z,y)).

A multipole expansion for the two-dimensional fundamental solution to the Helmholtz equation with
real wave number has been presented and analyzed in [3,5]. However, we did not find such expansions
for complex wave numbers in the literature.
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Proposition 6.4. Forz € B", ye B, 1<i+#j<J, and m € N it holds that

2N+1

H§Y (k|7 — 5 Zf — 04, km)$n (0 — 05, k) fof (5 — 05, Kim)

+ Z J mr z,y ) —inp(z,y) (Hr(ll)(kmmj)eingaij _|_in—aHL§1)(kmmj)eimPij) . (50)
In|>N

Remark 6.5. In the next lemmas we show that the second line of (50) is small, and hence the first line

yields an approzimation of Hél)(kmﬁ —g|) where T and § are decoupled.

Proof. The wave number k in [3] is restricted to be positive, however, inspecting the proof given in the
latter paper one can verify that the expansion (50) extends to wave numbers k € C, and thus especially
to the modal wave numbers k,,,. Essentially, this follows from checking that the addition theorem and
the integral identities used to derive (50) extends to complex wave numbers. To this end, one employs
the following version of the addition theorem from [16, Ch. 5.12] which holds for all & € C,

HD(k|2]) = Z HD (k|]) T (K[g))e™ @0, 2 =3+, |3] > |g].

Consequently, splitting x —y = 0; — 0; + r(z,y)(cos(¢(x,y)),sin(¢(x,y))) " and noting that o; — 0; =
lo; — 0;](cos(i;),sin(i;)) T, we find that

oo

HO (ki —gl) = > HY (ki) Jon (ki (2, y) )™ @50 =2 (20)), (51)

m=—0oQ

This identity replaces equation (3.2) in the proof of [3, Theorem 3.1] and allows to extend (50) to complex
wave numbers. The rest of the proof is quite similar to the proof given in [3]. One notes that

2 2
T (et () = — / pillmr(@.g) cos(t)—mt) gy _ L / il (@) cos(t—gp (@) g—im(t—p(.1)) gy
0 0

2rim 2rim

by a change of variables ¢ — t — ¢(x,y). Then one exploits that

o) cost = 1) = e ) cos(t) cos(ip() + sin(tsinite )] = (o == -+ 07)- (o)

to get that

—1 1 2 .k'm —0;—Yy+o;)- C?S(t) —i
T (kv (2, y))e ime(z,y) _ S /0 R (z—0i—y—+0;) (sm(t) )6 imt gy
Now one discretizes the integral appearing in the latter equation using the trapezoidal rule with 2N + 1
quadrature points and replaces the term J,, (k7 (z,y)) exp(—imp(z,y)) in (51) by the resulting expres-
sion. The computation of the resulting error can be done precisely as in [3] and yields the remainder
term appearing in the second line of (50). O

Lemma 6.6. Let m € N and assume that there exists a constant n € (0,1/2) such that r(z,y) < nri;
forallz € BY) andy e BY, 1 <i+#j<.J. Then there is C = C(dmax,n) and No = No(km, Omax) such
that for 1 <i#j <J, x € BY andy e BY),

Z T (ke (z, y))e~ e @y) (H,(f)(kmrij)ei"“’"j + i"_“Hél)(kmrij)ei“‘p”) <cnpY, N> N
In|>N

Proof. For real k,, the estimate for the remainder term that needs to be shown follows from [3, 5].
However, we need to indicate how to extend this estimate to complex wave numbers k,,, for m > m* Due
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to ﬂ'HT(Ll)(k‘mﬁ—gD = —2ie~"™/2K, (|km||Z—7|) and since the modified Bessel function K,, is monotonic
in n for real arguments due to [1, Eq. 9.6.24], we can estimate

Z T (kpr(z, y))e—imp(m,y) (H,S,l)(/fmmj)ei”‘“j + i"—“H(Sl) (kmmj)eia@ij)
In|>N (52)
<2 > | Jnlkmr(@ y)| |HD (kmrig),  m>m*
In|>N

Moreover, since J,, (knr(x,y)) = "™ /2L, (|km|r(z,y)), and since I,, and K,, are positive and real for
positive orders and real arguments we also have

S T, y))e D (D (i )20 4+ HD (g )ei29

In|>N
4 *
< p Z Li([km|r(z,y)) In(|km|rij)a m=m".
In|>N
Due to [20, Proposition 1] we know that
I
PES 1 A Y

1
I,(r) r+n

and [15, Theorem 2.1] states that

Kni(r) _ (nt ) +/(n+1)2 +77

0< Kn(r) r ’

n>0,r>0.

Hence, because r(z,y) < nrij,

2 2.2
L (k@) K (Fonlris) _ [klr(z,y) ™+ 1/ 5 D2 [kl

Ln([km|r(@, y) Kn(|kmlrij)  — |kmlr(z,y) +n Ko |73
14 /(n+ 12+ [k r3
<
= [kl (2, ) +n

1 1N k| ?6max
<pli+=ay/(14+2) 4 EmlOmax

n n n
<nl1+ L + 1+1 2+|km|25m“
=1 N+1 n N+1 |-

Since we assumed that 0 < 7 < 1/2, we can choose Ny = Ng(ky,, dmax) so large that

— 1+L+ 1-|-l 2-1-% <1 for N> N
v =a N1 N N+1 = HVo-

With this choice of Ny, for any N > Ny the series

> Lu(lkmr(e, ) K (kimlrig) < Inpa (ko |r(2, ) Ky (Fmlrig) Y ¥
n>N n>N

1
— o Ivea(Fmlr (@, y) K ea([fmlrij)

<
-1
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converges. From the asymptotic expansion of the Bessel functions Iy and Ky for large orders [1, Eq.
9.3.1] we infer that

I 1 ([kom (@, y) K v 1 (Fmrig) < 1Incs1 (e, gD (Rl i)

C_ (elhnlr(e. o)\ (el \ € (Yot
“N+1 2N +2 2N +2 TN+1 Tij “aN+1
Plugging in (54) into (53) and combining it with (52) yields the result. O
Combining Lemmas 6.3 and 6.6 yields the following error estimate for the approximation
LM IN+1
Gun(z,y) = o7 sin(amz3) sin(m,ys) Z I (@ = 01, km)sn(0i — 0, k) f1 (G — 0, km)  (55)
m=1 n=1

for z € AW and y € AW to the waveguide Green’s function G.

Proposition 6.7. Assume that there exists a constant n € (0,1/2) such that r(x,y) < nry for all
z € BY andy e BY,1<i+#j<.J. Then thereis C = C(Smin, Omax, m*, ) such that for1 <i# j < J,
x € B@D, and y € BY), it holds

|G(z,y) — G (x,y)] < C(e™0mnM/hf Mgy M > m* N > No(kar, Omax)-

Proof. By Lemma 6.3 we arrive in an exponentially convergent approximation to the waveguide’s Green’s
function G that consists of M terms. The M Hankel functions in this approximation are then diagonalized
using Lemma 6.6, introducing an error of the order of Mn™. (|

We also need a corresponding error estimate for partial derivatives of G(z,y)—Gu n (2, y). To this end
we use multiindex notation and denote the length of a multiindex 3 = (81, 82, 33) " by |8|1 = B1+ P2+ 3.

Proposition 6.8. Assume that there exists a constant n € (0,1/2) such that r(x,y) < nri; for all
x € BY andy € BY, 1<i+#j<.J. Denote by 3= (01,8,33) € N} a multiindex with 31 + B2 < 2,
Bs € No. Then there is a constant C = C(Omin, Omax, 7, M™, |B|1) such that for 1 <i#£j<J, x € B
and y € BY) | it holds

a|5\1

5oF G(z,y) — Gun(,y))| < Cle™™mnM/h ANy M >m*, N > No(kar, Smax)-

Proof. We proceed as for the estimate in Proposition 6.7 and first truncate the series defining the partial
derivative of the Green’s function G. Afterwards we use a multipole expansion for the Hankel functions
appearing in the truncated series.

For1<i#j<.J, o€ B, and y € BY we have that |# — jj| > dmin and therefore the series in (4)
converges absolutely and uniformly,

lBh P aloh W o
WG(JJ,ZJ) =9 mz:% Sln@%%)w (Sln(ama?:s)Ho (k|2 — y|)) ;1% = g > Gmin, (56)
and we need to obtain bounds for the remainder of the truncated series. Obviously, partial derivatives
with respect to x3 have no effect other than creating factors |a,,| < Cm. Again, we use (45) and

monotonicity of |H(§1)(7")| in 7 to conclude that

37 sin®) (@) sin(amys) HS (k|2 — )| S C Y fag|Pe ! (n)lomin < e =mominl/h
m=M m=M

for B3 € N. Taking partial derivatives with respect to x5 or x3 yields derivatives of H(gl) (km|Z — g]). The

resulting higher-order Bessel functions H, ) are then estimated again by (45) against an exponentially
decaying sequence. The factor k,, grows linearly in m and hence does not spoil this decay. Derivatives
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of z — a(z,y) = |Z — §| can be bounded by |0a/0x1 2| < 1 and |8V§|1a/8x5| < 2/0pmin for any multiindex
B € N2 of length |3]; = 2. Combining the latter estimates yields

s 1811
Z sin(omxs) sin(amys) 0 = Hél) (km|Z — 7])| < Cexp(—OminM).
m=M Ox?

Finally, we also need to estimate partial derivatives of the remainder term appearing in the second
line of (50), for all m = 1,..., M. Indeed, after truncating the representation of the waveguide Green’s
function G in (56), we rely on the multipole expansion (50) to diagonalize the first M terms of the
Green’s function. We need to estimate

8‘B|1

In|>N Ox?

[t (@, p)e @D | (HD (ki)™ + 7 B (or)e e ) (57)

form =1,..., M. We mimic the proof of [3, Lemma 3.2] and proceed by bounding partial derivatives
of J,,(kr(z,y))e” @Y in terms of higher-order Bessel functions. The definitions of 7(z,y) and ¢(x,y)
in (49) imply that |Or(z,y)/0z1 2| < 1, |0p(x,y)/0x1 2] < 1/r(x,y), and

PR 9 PR
—r(z,y) < , =
b (@y) r(x,y) 928 ¥

(z,y) < for |B] < 2, r(z,y) > 0.

3
r(z,y)?

Following the proof of [3, Lemma 3.2], we arrive at

18] .
a—~Jn(k‘r(a:, y))eﬂ”‘p(m’y)

3|k| ~
< — <
: 5 Jn—1(Jk|r(z,y)), 18] <1, and

1811 . -
88 3 In(kr (2, y))e @ | <Ak, o (|klr(z,y), 18] <2, n>3.
T

These bounds imply the given error estimates for the remainder term in (57) by the same techniques
employed in the proof of Lemma 6.6. |

7 A Combined Spectral/Multipole Method for Multiple Scat-
tering

In this section, we consider a fully discrete approximation to the system of integral equations (43) and
prove convergence of the discrete solution to the solution of (43). The system of integral equations (43) is
equivalent the (periodized) Lippmann-Schwinger integral equation (20) considered in Section 5. However,
if the scatterer contains multiple components, discretizing the system (43) results in a much smaller linear
system then discretizing directly (20). N

Using the same notation as in the last section, we define V}} y to be the volume integral operator
with kernel Gpr, v (see (55)), 7

V]lyJLNu: ) GM,N(7y)u(y)dy ’ ivj:]-a"'vjv
AG) A

and by ICé\j/‘[’N : L*(A,,) — L*(A,,) an associated operator defined by IC%LN = T[V}é’NTf. We first
prove the following operator approximation result.

Proposition 7.1. Let 1 < i # j < J and assume that there exists a constant n € (0,1/2) such that
r(x,y) < nrij for all x € BY andy € BY), 1 <i#j<J. Then

10K = Ky n)ellwesaqa,,y < Cle™ ™m0 4 MoV ol (a,,) %)

for all p € W*(A,;), s >0, M > m* and N > No(kur, 6max) large enough.
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Proof. Due to real interpolation theory for fractional Sobolev spaces (see, e.g., [25, Lemma 5.12.2]) it
is sufficient to prove (58) for s € Ng. For s = 0, this estimate follows from Proposition 6.8 and the
Cauchy-Schwartz inequality. For s a positive integer we make use of an equivalent norm on W#*(A,,).
Namely, there are constants ¢; > 0 and ¢y > 0 such that

cl”@”%/VS(Apj) <y

[Bl1<s

8|5\1u 2
OxP

< callelivoqa,,) sEN.
L2(A,,) '

Moreover, we make use of the following property of G and G n: For B e N2,

GIEIR =98I 918 91811
B B
55 Ol = (PGS0, and S Gan(e) = (17

~N(zy).  (59)

Both relations hold since G(z,y) and Gar,n(z,y) only depend on the difference & — 3. Let us denote
K(Z‘, y) = G(Z‘, y) - GJVLN(Z', y)

for the rest of this proof and assume that 8 € Nj is a multiindex of length less than or equal to s + 2.
By (59),

8‘5|1 i 8\ |1 y N
a7 SO VT = 9P {Xi(x+oi)((vd _V&,N)TJ’JF@)(J?‘FOJ')}
8‘5 vh 8"Y|1K .
_;3< ) oxB— Xi(l“f’Oi)/A(j) p (z,9) (Xj@)(y—oj) y
9l—h g 9lih
Wz<:ﬁ < > QxP=y xilz + i) A 0z Oy7 K(z,y) (x;9)(y —0;)dy..

Now we integrate by parts up to s — 2 times to transport derivatives with respect to y onto ¢. Hence,
split 7 = 71 + 72 into two multiindices where |y1|1 < 2 and |y2[; < s — 2. Since x; € C5°(A,,) vanishes
on the boundary of A,,, there arise no boundary terms from the partial integration,

o3 9lmh glr2h

913 9lih . d
A 03 0z (z,9) o> (Xs9)(y —0j) dy,

5 o i )y — 0;)dy = (=)
AG) 0x3® Oy (z,y) (i) y —05)dy = (=1)
and using the Cauchy-Schwarz inequality and Proposition 6.8 we estimate
2

dy dz H<P||€Vs—2(/\,,j)

2

cof.
L2(A(i)) AG) JAG)

< C(efmimmM/h + MUN)2||(P”?/VS—2(APJ.)

ylmh

oxn

8"Y|1
AG) O0x7Y

K(y) (xje)(y — o) dy K(z,y)

for M > m* and N > No(kps, Omax). Consequently,

9181 ; i s
|G @ v Vi) s ey,
* L2(Ay,)
where C' is independent of M > m*, N > Ny(kas, Omax), and ¢ € WS_Q(A[,J.). O

The last lemma yields discrete schemes for the spectral approximation of the off-diagonal terms
Ti_Vij Tj+ occurring in the operator K in (42). We discretize these operators by replacing the kernel
G by Gy~ and apply projection operators to the separable parts of G n depending on z and y.
(Since there is no danger of confusion we do not yet denote the dependence of the projection operators
on the domain A, explicitly.) This procedure yields finite-dimensional operators that we denote by
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.M
(Ko ?) @) = 52 > Qu, [xi () sin(amas) fy (T, km)] () 50 (0 — 05, km)

[ @t sinlenan) £ 5 k) 0) ol = 03) dy -~ (60)

for x € Ay, o € L2(Ay,), li2 € N¥ and 1 < # j < J. Recall that we defined KV = T[V”T;r in (42).
Proposition 7.2. Under the assumptions of Proposition 7.1,

1K = K3p w1, allweraa,,) < Clem™mnM/M 4 MyN 4 Cy (N)Co (M) (min(l, 1)) ellwea,,)
(61)
forall o € W5(A,,), s >0, M >m*, N > No(Kpm,Omin), 7 > s+ 2, and l; 5 € N>,

Remark 7.3. The proof shows that the constant C1(N) grows exponentially in N, see (63). The behavior
of Co(M) for large M depends on the sign of maxi<ij<j(pi + pj — Omin). If this quantity is negative,
then Cy(M) ~ M?", if it is positive, then Co(M) grows exponentially in M.

Cmin(l)”?*”||u||W7~(Apj) for u € W"(A,;) with 7 > 3/2 and 0 < s +2 < r. Moreover, the error

Proof. The estimate to be shown is based on Lemma (4.3), stating that |u — Qlu||Ws+2(Ap7)

estimates for ICzlv\j/lu\,’lhl2 depend on the smoothness of the kernel Gas v (z,y) in both variables x and y.
The expansion (50) shows that the smoothness of Gas,n(z, y) directly depends on the smoothness of the
functions f defined in (48),

2mn

fni('ia km) _ e:l:ikmnC cos(fNL_fl—cpm) — e:l:ikmrﬂc [sin(2N+1)cos(apm)—cos(ﬁ\}’_fl)sin(gam)]

_ 6j:ikm [sin(;NL}:l)a:l 7cos( 2%\?};1 )xz] )

Hence, fF(#, k) is a plane wave with wave number k,,, and hence especially a smooth function of
& = (x1,22)". Moreover, any partial derivative of order 3 > 0 of f(-,k,,) is pointwise bounded by

< |km|ﬁelm(k’”)”f, reh,, fe N2.

1)1
‘8 £ (7, ko)

o6 "

As |k, | grows like m as m — oo,

IIx; sin(amxg)fff(i:, km)”Ws(Apj) < Cmfe™Fmlri g e Ny, (62)

where C'is independent of j =1,...,J, m € N, and n € Z. As in (45) one deduces that |H7(L1)(kmrij)| <
expP(Omin |km=|) exp(— Im (km)5min)|Hl(,1)(|km* dmin)| for m > m* and the monotonicity of Hl(,l), see (46)
implies that |Hl§1)(km7‘7;j)| < Cexp(—Im (k‘m)5min)|H1(\})(|km* dmin)| for m > m* and |v| < N. Since
0 < ke —1 < ky [HE (kpnrig)| < |H\Y (s —16min)| for m < m* and |v| < N. Set

akm*—l)-

Emin = min(|kp,
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The norm of x;(x)Gar,n (2, y)x;(x) in the space W (A,,) x W7 (A,,) is hence bounded by

M 2N+1
Ixi(@)Garn (@, y)x5 (W lwr s, xwra,,) < Z Z X sin(amzs) fr, (s km)lwr(a,,)

m=1 n=1

[sn(0i = 05, k)| l1x5 sin(emys) £, (F: km)llwea,,)

2N+1
<C Z m?"ePips=Ommn) I (km) % ™ ‘H“) (KminOmin) (63)
M
C(2N =+ ]_ ‘HQ(}\;—‘,-l min mm Z P1+PJ mm)Im (knL)
M 2 2\1/2
<C(@2N+1) ‘H2(2+1(kmin5min) M2 (m* -1+ Z e(PitPs—Omin) (0, —k7) )

=:C1(N) —.Ca(M)

The constant C7(N) grows exponentially in N. The behavior of C2(M) depends on the sign of p; + p; —
Smin- Recall that a,, — k < (a2, — k2)Y/2 < oy, = 7/(2h)(2m — 1). If p; + pj — dmin > 0 then Cy(M)
grows exponentially in M, too. More interesting is the case, p; + p; — dmin < 0, where

M M (mm” /h—k) (pi+p;—Omin)
> e(Pitpi—Omin) (07, —k*)'? - —k(pitp;—Omin) S e/t e TP Omin

m=m* m=m*

1 — em/h(pi+p;—06min)

Hence, C3(M) grows only polynomially in M if p; + p; — dmin < 0,

e exp((mm b= k)(pi t py — Sunin))
ClM) < M [m T o (o 1 7y — ) ]

The kernel of K%’N’lhlz is obtained from x;(x)Gar,n(z + 0i,y + 0;)x,(y) by application of Q;, and @,
acting on the z- and on the y variables, respectively. Hence,

(K3 v =K v, 1)9) (@) = xi(2) /A (I = Quy) [Gun (T + 01y +0))x; (y + 05)] 0y + 0;) dy

2]

—(I=Qu ) lx/A Quyy [Gun (z + 01,y + 05)xi(y + 0)] oy + Oj)dy] , TEAN,,.

Thus,

| (K3 Kir 1) @llwea,,) < Cmin(ly, 1) 277G arn (- + 05, + 05)x5llwr(a, ) xwra, ) [@llz2a,)
< COC1(N)Co(M) min(h,12)S+27T||80||L2(Apj)

where C' is independent of M, N and [y 2. From Lemma 7.2 we know that ||(K% — IC%LN)QDHWSH(AM) <
C(e™ominM/h 4 MnN)||<p||Ws(Apj). Combining the last two estimates yields (61). O

Next we derive error estimates for discretizations of the integral equation (43). As in Section 5, an
important point is to project the product T~ q e v; back into spaces of trigonometric polynomials. The
two available options are the projection and interpolation operators P;; and @y, into Tj(A,, ), the space of
trigonometric polynomialb T; defined on A,,. For I = (Iy,...,1;) € N**7 we define a finite-dimensional
product space T} = @ 1T, (Ay, ). Let us set

PL¢W—>le BU:(.Pll'LLh...,BJ'LLJ)T, Ql:W_)ﬂ7 Qlu:(QlllLl,...,QlJUJ)T

For a discretization parameter I € N3*7 we define a J x J matrix of operators K n; with diagonal
entries V,, and off-diagonal entries K3, 5 Il for 1 <i4,5 < J. The projection and collocation versions
of the spectral/multipole discretization of (43) for the unknown v; € T; are then

(a) v — kQKJV[,N,WH(TH (@) ew) = Pif, (b) v — kQKJV[,N,lel(TH (@)evw)=Quf, (64)
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respectively. Here, I” € N®%/ can be chosen smaller than I to reduce the complexity of the scheme (see
also Remark 7.4).

Let us now formulate the discrete scheme (64) in matrix-vector form. For the diagonal operators this
has already been done in Section 5 and thus we concentrate now on the off-diagonal terms: Given the
Fourier coefficients ¢ of ¢ € Tj,(A,,), we seek to compute the vector containing the Fourier coefficients
of K%’N’lhlj(p. The interpolation projection of y;(x) sin(amz3) ¥ (Z + 0i, km) that appears in IC}:@’NJM]_,
see (60), is denoted as

b:n,nﬁ‘ = Qli [Xl(x) Sin(amx3)fr: (‘i =+ 0i, km)] € T’l7 (A[H)a
bi—n,n,j = Qlj [Xj (if) Sin(o%"LxB)f:zr(:E + 05, km)] S le (APJ');

fori,j=1,....,0J, m=1,.... M, n=1,...,2N + 1. By l;fnm we denote the corresponding Fourier
coefficients, considered as a column vector of size L; (the dimension of T7,(A,,)). The M (2N + 1) x L;

. . ~t
matrix Bii contains the vectors b, ,, ; as rows,
tARe]

T
+£_ (3t it pes es pes pes
B = (b1,1,¢a bloiv s 0T an 1,002,100+ 5 D2 on 160 - 'bM,2N+1,i) : (65)

The column vector S;;, 1 <i# j < J, contains the M (2N + 1) entries s,,(0; — 05, km ),

Sij = [51(07; — Oj,k‘l), 52(01' — Oj,k‘l) .« .,82N+1(07; — Oj,kl),
T
Sl(Oi — Oj,kg), .. ~752N+1(0i - Oj,kg), N Sl(Oi - Oj, kM), .. '752N+1(0i — Oj, ]{ZM)] . (66)

The vector containing the Fourier coefficients of Kﬁ\{l N,ls,1, P can then be computed as

—

K na, o= (B7) [Sie (BF )] (67)

Thus, to apply the coupling operator lCzjv\j/‘[Nli L to ¢ we need to store three matrices B; , S;; and
B;-r. Since S;; has M (2N 4 1) complex entries and B has M (2N + 1) x L; entries, which in total
makes (2L; + 1)M (2N + 1) complex numbers. The matrix-vector products in (67) can be computed in
O(MN(L; + L;)) operations.

Remark 7.4. The total number of operations to apply Knr,ni to ¢ € Ty of dimension L = 4H;J:1li7j
belongs to O(MN Llog(L)). This shows the interest of discretizing the coupling terms of (64) sparser
than the diagonal terms, i.e., to choose I° < 1. Setting L° = 4H;~]:1l2’j then the complexity of evaluating
Ky npP(T~(q)ov) or Ky Qu(T~ () evy) is O(Llog(L)+MNLlog(L?)). If MNL" < L, then
the complezity reduces to O(Llog(L)) with a constant independent of M and N.

Let mln(l) = min1§i§3’ 1<5<J li’j for 1 € R3*7.

Theorem 7.5. Assume that the Lippmann-Schwinger equation (6) is uniquely solvable in L*(A,) for
any right-hand side and that there exists a constant ) € (0,1/2) such that r(z,y) < nri; for all z € B
andy € BU), 1 <i#j<.J. Then the system (43) has a unique solution u € W.

(a) Consider the Galerkin discretization in (64)(a). Assume that f € W, t >0, and that ¢ € PC
is such that the multiplication w — T~ qew is continuous on W for 0 < r < max(t —3/2,0). Then for
1’ <1 € N3 with min(l), min(1*), M, and N large enough there is a unique solution w; € Ty of (64)(a)
and

o = wllw < € [min()~ 4+ e/ Mg 4 Cy(N)Co (M) min(@) 2] | £ e
for 0 < s <t and arbitrary r > 0.
(b) Consider the collocation discretization in (64)(b). Assume that f € W for t > 3/2 and that
q € PC s such that the multiplication u — T~ q e u is continuous on W' for 3/2 < r <t. Then for

I’ <1 N3 with min(l), min(1°), M, and N large enough there is a unique solution w; € Ty of (64)(b)
and

|l — ullwe < C [min(l)s_t + e omn ML NN 4 Cy(N)Co (M) min(lb)s+2_r} | £l

for 0 < s <t and arbitrary r > 0.
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Proof. 1If (6) is uniquely solvable in L?*(A,), then the same holds for the (equivalent) periodized vector-
valued system of integral equations (43). Under the stated smoothness assumption on g, the solution u
to (43) belongs to Wt if f € W,

The remainder of the proof, for both cases, follows the proof of Theorem 5.4(b). One first exploits
Proposition 7.2 to obtain an estimate for the approximation error in the off-diagonal terms of K, y 5,
and combines these estimates with the results of Theorem 5.3 on the approximation error in the diagonal
terms. First,

HK o KJVI,N,lb ||W3*>W3 <C |:ef7'r5minﬂf/h + MUN + 0 (N)CQ(M) min(lb)erer (68)

for arbitrary r > 0. Hence, the operator norm of K — K, y;» on W* can be made arbitrarily small by
first choosing M and N large enough, and then choosing I” = I’(M, N) large enough. Second,

[K(T™(q) e v) — Ky v P (T (q) @ 0) [ we—we
<K = Kyn e (T (@) @ ) [wewws + | Ky v [T (q) e v — BT (q) 0 0)]|lw:—w-
<K = Ky ypellweews + C(M,N)[|T"(q) v — P(T"(q) ® v)|w:—w

for 0 < s < ¢, and an analogous estimate holds for P, replaced by Q;. Hence, by choosing | = (M, N)
large enough, one can again use a Neumann series argument as in the proof of Theorem 5.4 to show that
the discrete system (64) has a solution u; in T} for M, N, and min(”) and min(l) large enough. The
claimed error estimate for this approximate solution follows as in the proof of Theorem (5.3)(b). O

Remark 7.6. (a) The proof shows that I° can be chosen merely in dependence of M and N, but in-
dependent of 1; especially, I’ can be chosen significantly smaller than 1, yielding efficient discretizations
in (64).

(b) Examples for smoothness assumptions on q can be constructed as in Example 5.5.

(c) Of course, one can also let the multipole parameters M and N depend on the domains A,

In a first numerical experiment we test the accuracy of the multipole expansions by extending a
solution to the discrete problem (27) from a uniform grid with step width 1/32 of the computational
domain [—1/4,1/4] x [-1/4,n 4+ 1/4] x [0,1/2] to the corresponding grid of the domain [n — 1/4,n +
1/4] x [n—1/4,n+1/4] x[0,1/2], n =1,2,4 or 6. The corresponding values of the multipole parameter
n are 1/2, 1/4, 1/8 and 1/12, and the discretization parameter [ hence equals [ = (2°,2°,2%)T. The
wave number equals 17.5 and hence the first five modal wave numbers (rounded to four digits) are 17.22,
14.75, 7.714, 13.32i, and 22.21i. Table 2(a)—(b) shows the relative discrete L? error between the multipole
expansion given in (60) (see (67) for the discrete form) and the exact extension of the solution using the
waveguide Green’s function. For 77 = 1/4 choosing M larger than three (corresponding to the number of
propagating modes) does not improve the accuracy for all values of N. For n = 1/2 the domains between
which we extend are closer. Consequently, incorporating the evanescent fourth mode into the multipole
expansion improves the accuracy of the method. For M = 3, the minimal error is about 7e-09 while for
M =4 it is about 6e-10. Depending on the magnitude of the first complex wave number k,,~ this effect
is more or less pronounced. If we set k& = 20.8, the first complex modal wave numbers is k4 = 7.14i.
Since the magnitude of the first complex wave number is smaller than for k¥ = 17.5, the corresponding
mode is significant for the expansion error. If NV is large enough, Table 2(c)—(d) indicates that for M = 4
the error is several orders of magnitude smaller than for M = 3.

The exponential growth of the Hankel functions Hfll)(kmm) in the multipole expansion (see (48))
causes cancellation and thus to a reduction of numerical accuracy due to numerical instability. This is
reflected in the exponential growth of the constant C7(/NN) appearing in Proposition (7.2) and already
observable in Table 2. The accuracy of the multipole expansion for the Green’s function of the Helmholtz
equation in two dimensions has been investigated in [22]. Define

0 N < 1.4kd
’ 3 o ’ O, N < kd/n,

N) = N—1.4kd |2 s I(N) = 15— .
u(N) = [MLU]® 1hd < N < 14kd +12.3(kd)'/3, UN) et 11 sy
15, N > 1.4kd + 12.3(kd)1/3, SR )17
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| | M=3 | M=4 | | | M=3 | M=4 |

(a) [ =15 |[8.54e-05 | 3.54c-05 N =10 |[4.36-03 [ 436003 | )
N =25 || 6.940-09 | 5.82e-10 N = 20 || 2.48¢-08 | 2.48¢-08
N =30 || 6.126:07 | 6.126-07 N =30 || 4.63¢-14 | 4.63e-14
| | M=3 [ M=4 | | | M=3 [ M=4 |
() [ =15 [ 157e-04 | T5ae-0d N =10 [ 0.78¢:03 [ 07803 |
N =25 || 2.850-05 | 7.74e-10 N =20 || 447007 | 4.476-07
N =30 || 2.85¢:05 | 9.026-07 N =30 || 1.13e-09 | 4.68¢-13

Table 2: Relative L?-error of multipole expansions for different truncation parameters M and N. (a)
n=1/2, k=175 Mb)n=1/4, k=175 (c¢) n=1/2, k =20.8 (d) n = 1/4, k = 20.8. Apart from 7, k,
M, and N, all other parameters are the same in (a)—(d). For M = 2, the relative errors are always > 1.

For a Dirichlet scattering problem with a scatterer of diameter d, the authors of [22] claim that 10~%(N)
is an estimate for the truncation error of the expansion (50), that is, u(N) indicates the number of
correct digits of the expansion in (50). Due to numerical instability caused by the exponential growth
of the Bessel function H,(ll)(kmrm) for large n, an implementation of the multipole method can however
not obtain arbitrary accuracy. In [22], the authors claim that {(N) is an upper bound for the number of
correct digits that an implementation of the multipole method can reach in double precision.

In our experiments on multipole expansions for medium scattering we found that the parameter d
should be taken to be ||q||12(q), the L? norm of the contrast g. With this choice, the relative discrete
L? error of the expansion is pretty well approximated by 10~ ™n(u(N).UN))  Figure 3 shows this error
for the above-described experiment with wave number k& = 17.5 for different values of n (1/2, 1/4,
1/8 and 1/12), corresponding to the extension from [—1/4,1/4] x [-1/4,n + 1/4] x [0,1/2] to into
[n—1/4,n+1/4] x [n—1/4,n+41/4] x [0,1/2], for n = 1,2,4 and 6. Setting d = ||q||12(q) always yields
a good estimator N — 10~ ™in(u(N).IN) for the numerical accuracy of the multipole expansion.

10°

-10

10

Relative error

0 10 20 30 40 50 60 70 80 90 100
N

Figure 3: Relative L2-error of the multipole expansion in dependence of N for four different values of
n (all other parameters are the same in the three experiments; especially, M = 4 and | = (2°,2°,2%)7
throughout). Circles, crosses, triangles, and stars correspond ton = 1/2,1/4,1/8, and 1/12, respectively.
The dotted curve N — 10~*“() indicates an estimate for truncation error and the four dashed curves
N +— 107" ™) for the above four different values of 7 indicate an estimate for the maximal numerical

precision.

In a second experiment we check the convergence rates given in Theorem 7.5 for scattering from two
inhomogeneities. Again, we use the contrasts g, from (39). For o; = (0,0,0)" and oy = (1,1,0)T, the
contrast g = (g1, q2) is defined by ¢;(- — 0;) : AW = 0; + Ay )5 = R, g;(- — 0j) = ga("), j = 1,2. The
wave number k = 12.5, the height A = 1/2 and the discretization parameters are the same as in the
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numerical experiment for a single scatterer in the end of Section 5. The parameters M and N equal 4
and 22. To solve the linear system arising from the integral equation we employ a two-grid schemes as
described in Section 5 with the same discretization in each reference domain as in Section 5, and also
with the stopping criterion. The reference solution is computed for n = 9, the stopping criterion is a
relative residual of 10~ and we choose N = 25. To compute the reference solution we use I> = /4.
Still, the size of the multipole data structures for these parameters forces us to do compute the reference
solution on a workstation with 48 GB RAM; these computations required roughly half of this RAM.

Figure 4 shows that the error curves for the multiple scattering problem behave precisely as to those
for the single scatterer from Section 5. Especially, the error of the projection method behaves as predicted
by theory. For a = 3/2, the error curve of the collocation method also fits well to the predicted rate,
and for « = 0,1/2,1 the scheme does not reach the rate of the projection method.
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Figure 4: Relative L2-error of the projection/multipole method (64)(a) and the collocation/multipole
method (64)(a) for waveguide medium scattering from two inclusions ¢ € W* for s < o + 3/2 and
a=0,1/2,1,3/2. Pluses, circles, dots, and crosses correspond to a = 0, 1/2, 1, and 3/2, respectively.
The dotted lines correspond to convergence order 3/2+ «. (a) Collocation method: relative error versus
n, = (27,2",2")". (b) Projection method: relative error versus n, [ = (2",2",2")T.

As it is indicated by Theorem 7.5, one can discretize the coupling terms significantly sparser than
the diagonal terms without spoiling the convergence of the scheme by choosing I, < I. By exploiting
this property, the diagonal terms of the operator matrices in (64) dominate the evaluation of the system
matrix and hence also the complexity of the scheme. We demonstrate this feature by a numerical
experiment that continues the above one. For a =1, M =4, N =22 and I = (I,1) with [ = (26,26,26)T
we set 1, = (l,,1,) with [, = (2™,2™,2™) for m = 3,4,5. Figure 3 shows the relative error between the
coupled multipole/spectral projection method for these parameters and the corresponding solution for
m = 6. It is obvious that the error introduced by sparsifying the discretization of the coupling terms is
way below the error of the solution of about 4e-06 even for m = 5. However, the memory requirements
to store the multipole data structures are reduced from about 37 million for m = 6 to about 700000
complex numbers for m = 3. The scheme also speeds up as m is reduced.

m=3 m=4 m=25
Error | 1.80e-12 | 1.77e-12 | 1.55e-12
Time 68.6 74.5 79.9

Table 3: Comparison of the coupled multipole/spectral projection method for I = (I, 1) with discretization
parameters [ = (26,26 26)T and 1, = (I,,1,), where [, = (2™,2™,2™) T for m = 3,4, 5,6. The table shows
the relative L2-error between the solutions for m = 3, 4,5 and the solution for m = 6 (which corresponds
to the same discretization for diagonal and off-diagonal terms), and the corresponding computation times
in seconds.
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A  Proof of Lemma 4.2

We need to construct a basis {¢}, },ezs of Ti such that ¢;(x§l)) = 0p,;. We construct ¢ as product of
functions v; depending on ¥ and functions h},, depending on x3. For this construction we make used of
the polynomials v; and hy, from (8). Denote Vi = {vs : 7 € Zlg} and define v} by

B 1 im0 .
v (Z) = L ~§€;2 exp <;m (- xﬁ)> .
merT

St %

It is shown in [25, Sections 8.1 and 10.5] that the v} form a basis of V;, and that v} (Zm) = 05, m-

To construct the special basis functions h}, of U = {hn,1 <n <1}, 1 €N, we first consider
trigonometric interpolation of 4h-periodic functions at grid points t,, = hm/l,m =0,1,...,4l—1. Note
that the points t1, .. ., t; are the third components of the 3D grid points a:ﬁ) It is well known [14, Theorem

8.25] that

par(t 2:: [ﬂm cos (—t) + Ym sm( 5T ) + % cos(21t)

solves the interpolation problem po;(t,) = pm, m =0,1,...,4l — 1, if and only if
41-1
2lZch05< ), j=0,1,...,2l,

41—-1

'ym=2lZszm( 57 ), jg=1,...,2l—1.

When given interpolation data p1,...,p; at t1,...,%;, we extend this data to all the 4] points tg,...,t4—_1
by setting pp = 0 and then doing even and odd reflection at ¢; and t9;, respectively,

Brm

(69)

p(l+m)=p(l—m), m=1,...,1, and p(dl —m)=—p(m), m=1,...,21—1.

Due to the two reflection symmetries, all 3, and all v, for even m in (69) vanish, that is, the interpolation
polynomial satisfying poi(t,) = pm, m=0,1,...,4l — 1, is

pa(t Z Yom—1 Sin ( m(2m ) Z Yom—1 sin(ay,t) (70)

with l -
41—-1 . 1
1 . (7i(2m —1) 2 mj(2m — 1) (—1)m+l
Vam-1= o E p; sin (T E pj sin 57 + ; Y- (71)
7=0 ] 1
For the special choices pj = d;m, m =1,2,...,[, one obtains special trigonometric polynomials i}, that

satisfy ht (tn) = Om,n and k%, (0) = 0, m,n = 1,2,...,1. Furthermore, by evaluating the derivative of
the function in (70) at t = h we find

!
dt hon( Z’Y% 11— Qk D) cos (g(% — 1)) =0.

Finally, we set ¢} (z) = v} (Z)h, (z3) for n € Z} to obtain a family of functions ¢}, € T} such that
w;(x§l)) =0p,; forn,j € Zl3. The latter equation implies especially that the w are linear independent
and since their number equals the dimension of 7T; they form a basis.
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