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FROZEN GAUSSIAN SAMPLING FOR SCALAR WAVE EQUATIONS

Linur CHAI'*®, YE FENG? AND ZHENNAN ZHOU?

Abstract. In this article, we introduce the frozen Gaussian sampling (FGS) algorithm to solve the
scalar wave equation in the high-frequency regime. The FGS algorithm is a Monte Carlo sampling
strategy based on the frozen Gaussian approximation, which greatly reduces the computation workload
in wave propagation and reconstruction. In this work, we propose feasible and detailed procedures to
implement the FGS algorithm to approximate scalar wave equations with Gaussian and WKB initial
conditions respectively. For both initial data cases, we rigorously analyze the error of applying this
algorithm to wave equations of dimensionality d > 3. In Gaussian initial data cases, we prove that
the sampling error due to the Monte Carlo method is independent of the typical wave number. We
also derive a quantitative bound of the sampling error in WKB initial data cases. Finally, we validate
the performance of the FGS and the theoretical estimates about the sampling error through various
numerical examples, which include using the FGS to solve wave equations with both Gaussian and
WKB initial data of dimensionality d = 1,2, and 3.
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1. INTRODUCTION

The wave equation is widely used in describing various oscillation phenomena around an equilibrium. Com-
puting solutions to wave equations play an important role in fluid dynamics, seismology, electromagnetism,
optics, relativistic physics, and so on. In this paper, we consider the following wave equation,

0?u — A (x)Ayu =0, x€R% (1.1)

with initial conditions,
u(0,2) = f§ (),
atu(ov CL’) = flk(:l:)’
where v is the wavefield, ¢(x) is the bounded velocity with its infimum inf,cgac(x) > 0, d is the dimensionality,

and A, is the Laplace operator in . We assume that the initial wavefield (1.2) belongs to the Schwartz class,
which is the class of rapidly decreasing functions on R?, and k is the wave number or the spatial frequency of

(1.2)
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the wave. The number k arises from the ratio of two different scales in the wave equation: the large length scale
of the medium size, and the small wavelength scale. In the high-frequency regime, namely k > 1, the solution to
(1.1) is highly oscillatory, which makes the numerical computation extremely hard, especially when d is large.
This is a manifestation of the well-known “curse of dimensionality”.

So far, two main categories of numerical methods have been developed and studied intensively to get the
numerical solution accurately and efficiently. One category is direct methods based on full temporal-spatial
discretization, including finite difference methods [1], finite element methods [2,25], spectral methods [17,27],
and spectral element methods [18]. These methods are widely used in many applications. However, these methods
have very strict requirements on the discretization — in order to achieve good accuracy the mesh size has to be
comparable to the wavelength or even smaller, which usually results in high memory and computational time
cost and makes them difficult in the high-frequency simulation. The other category is asymptotic methods based
on geometric optics [7,26]. Compared to direct discretization to the wave equation, the asymptotic methods
use special solution ansatz such as WKB and Gaussian beams so that they can resolve the small wavelength by
multi-scale expansion with less restricted memory load and computational costs, and thus are more feasible for
high-frequency wave propagation. However, the traditional WKB methods may produce unbounded solutions
at caustics since the eikonal equation is of the Hamilton—Jacobi type. The Gaussian beam methods (GBM) can
provide accurate solutions beyond caustics, but the convergence of GBM relies on a Taylor expansion determined
by the width of beams, and when beams spread significantly, one loses accuracy in the wavefield. The frozen
Gaussian approximation (FGA) uses a superposition of frozen (fixed-width) Gaussian functions to approximate
the wavefield and thus can overcome the difficulty of beam spreading in GBM while maintaining the accuracy
at caustics. The FGA was originally proposed in quantum chemistry for simulating Schréodinger equation by
Heller [10] and Herman & Kluk [11]. Later on, a systematical justification of this method was developed in
[14,15,28]. The FGA was generalized to high-frequency wave equations and strictly hyperbolic systems by the
pioneer works [20-22], and recently to elastic wave equations [9], semi-classical Dirac equations [5], non-adiabatic
dynamics for semi-classical Schrodinger equations [13,23,24]. The FGA has been applied to seismic tomography
as an efficient forward model solver and has shown its advantage in both accuracy and parallelism [3, 6].

We remark here that these implementations of the FGA mentioned above rely on the direct phase-space
discretization of a two-fold integration form of the approximated solution (see Eq. (2.1) in the next section for
details). This usually results in a large number of Gaussian functions, and in order to reconstruct the wavefield
numerically, one has to sum them together, which makes the reconstruction the most computationally expensive
step in the FGA algorithm. This disadvantage limits the development of the FGA in the areas where one needs
to call the wavefield reconstruction iteratively over time propagation, such as in seismic tomography [4]. To
reduce the computational burden, stochastic approaches have been proposed for phase-space discretization.
Kluk, Herman, and David [16] employ a Monte Carlo algorithm to select the initial phase-space points in the
study of quantum FGA propagation of a highly excitedly anharmonic oscillator. Later, the authors in [23,24]
give the FGA ansatz (2.1) a probabilistic interpretation and proposed a Monte-Carlo sampling algorithm to
reconstruct physical observables for quantum surface hopping. Stochastic strategies have also been applied
to phase-space approximations beyond FGA. For instance, Lasser and Sattlegger [19] applied a Monte Carlo
method in the discretization of the Herman—Kluk propagator as a phase-space integral. Besides, a technique
using the random batch method has been developed to reduce the computational cost in constructing the
stochastic gradient for seismic tomography based on FGA [12].

Recently, the authors in [29] systematically studied the Monte Carlo approach to FGA’s phase-space integral
in the aspect of optimized sampling strategy and named it frozen Gaussian sampling (FGS). The main spirit
of the FGS method is to view the FGA ansatz as an expectation of random variables on the phase-space and
initialize the Gaussians randomly w.r.t. the underlying probability density function. The FGS can reduce the
working load in reconstruction significantly and makes great success in simulating high-dimensional Schrédinger
equations. In [29], sampling strategies are given for both Gaussian and WKB initial data and it is proved
rigorously for Gaussian-type initial data that the sampling error decays in the square-root order of the sampling
number and does not depend on the asymptotic parameter.
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Since the FGS has shown promising results for Schrédinger equations, it is natural to generalize this method-
ology to the FGAs for other equations, e.g., wave equations, Dirac equations, and hyperbolic systems. In this
paper, we aim to develop efficient FGS algorithms to simulate high-frequency wave propagation and establish
quantitative estimates for the sampling error. Two main differences arise in the scalar wave equation from the
Schrodinger equation: first, the natural norm used for the Schrédinger equation is the L2 norm, but for the
wave equation, we need to deal with the high-frequency energy norm. Second, the Hamiltonian of the wave
equation takes the form of H(q,p) = c¢(q)|p| which has a singularity at p = 0. This singularity makes the FGA
formulation for the wave equation undefined at the initial decomposition step (see Eq. (2.3) in the latter section
for details). Moreover, it makes the analysis of the convergence for the FGA intractable, mainly because one
cannot get a uniform bound for the higher-order derivative of the amplitude function. In the existing literature,
one usually assumes the initial datum is “asymptotically of high-frequency” (see [21], Def. 2.2) such that the
support of the initial datum in the momentum space is away from p = 0 allowing a singularity cut-off. It is
unclear yet whether one could obtain the convergence of the FGA including the singularity at p = 0, and here
in this paper, we make essentially the same assumption as in [21] and then the boundedness of the amplitude
function is a direct consequence. For the FGS, the singularity at p = 0 introduces additional difficulties in both
designing the probability density function for the FGS and analyzing the sampling error since one needs to deal
with the singular integral of 1/|p|. We demonstrate that, with careful consideration of the probability formula-
tion of the FGA, we can design efficient sampling algorithms for both Gaussian and WKB initial data. Rigorous
error estimates can be established for the dimensionality d > 3, and numerical results show the algorithms also
perform well for d = 1,2. Our analysis proves the sampling error does not depend on the asymptotic parameter
for Gaussian initial data. Further, what remains unclear in [29] is the rigorous error estimate for WKB initial
data. In this paper, we use the method of stationary phase to analyze the error caused by approximating the
probability density function and rigorously derive an error bound for the FGS of wave equations with WKB
initial data.

The rest of this paper is organized as follows: in Section 2.2, we briefly review the FGA for the scalar
wave equation, then we introduce the FGS algorithm to compute the wave function and present a framework
of the error analysis. In Section 3 and 4, we focus on the wave equation with initial data in the form of
Gaussian and WKB, respectively, and propose feasible sampling strategies to apply the FGS algorithm and the
associated quantitative error analysis. In Section 5, we present a variety of numerical examples of applying the
FGS algorithm to wave equations with both Gaussian and WKB initial data in dimensionality one to three.
Section 6 concludes this paper.

2. FROZEN (GAUSSIAN APPROXIMATION AND FROZEN (GAUSSIAN SAMPLING

In this section, we briefly review the frozen Gaussian approximation (FGA) to the scalar wave equations,
which is based on an integral representation on the phase space with several variables evolved by an ODE
system. Then we introduce the frozen Gaussian sampling (FGS) algorithm. The highlight of the FGS is that it
gives the FGA ansatz a probabilistic interpretation and uses a Monte Carlo method to approximate the FGA
ansatz. At the end of this section, we establish a framework for analyzing the sampling error due to the usage
of stochastic simulation in the FGS.

2.1. Frozen Gaussian approximation for scalar wave equations

We consider the wave equation (1.1) with initial conditions (1.2). In this subsection, we briefly outline the
frozen Gaussian approximation of the solution of (1.1) without derivation. Interested readers may refer to [3,20]
for more details. The frozen Gaussian approximation (FGA) gives an integral representation of the solution
wave function u as follows,

aitqui(qp)i x
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where
. 2
z/;i(q,p) = /Rd Uio(y,q,p)e_lkp'(y_q)_%ly_q‘ dy, (2.2)
1 i
uk o(y,q,p) = 3 (féc(y) + kc(quf(y)>’ (2.3)

The phase function O is given by

Ou(t,2,q.p) = Pult.q,p) - (2~ Qult.a,p)) + slo — Qult.a.p)P (24)

In equations (2.1) to (2.4), i = y/—1 is the imaginary unit, and subscripts + and — indicate the two wave
branches. The position center Qi+, momentum center Py, and amplitude a are the time-dependent variables
that arise from the FGA/FGS method, and they are computed by solving a system of ODEs which we outline
below.

The evolution of Q+(t,q,p) and PL(t,q,p) satisfies the ray tracing equations corresponding to the Hamil-
tonian Hy = +¢(Q4)|Px|, that is,

dQ4+ dPy

dt = apiHi, and T = :FaQiHi, (25)
with initial conditions,
Q+(0,9,p) =g, and Pi(0,q,p)=p. (2.6)
The evolution of a (¢, g, p) is given by
dai apiHi '8QiH:|: a+ 71dZi
— = —tr| 2 —— 2.
ar He TR ) 2.7)
with the initial condition,
a+(0,q,p) =22, (2.8)

Since the initial amplitude for each branch is equal to a constant 2%/2, we shall omit the subscripts + in its
notation and refer to it as a(0, g, p) for brevity. In (2.7), the following shorthand notations are used:

0, =0q —10p, Zy =0,(Qx +1iPy). (2.9)
Here 0,Q+ and 0, Py are understood as matrices, with the (j, k) component of 9,Q given by 9., Q.

2.2. Frozen Gaussian sampling for scalar wave equations

In Section 2.1, we point out that the FGA ansatz (2.1) is an integral on the phase space. If we can write the
FGA ansatz in the form of expectations, then we may approximate the integral through a Monte Carlo method.
This is the idea of the frozen Gaussian sampling (FGS). In this subsection, we discuss how to implement the
FGS for general scalar wave equations of dimensionality d.

First notice that the FGA ansatz (2.1) is a summation of two integrals that represent two wave branches
respectively, that is,

Upaa(t,T) = U%GA,+(t7w) + UIIE‘GA,f(tv x). (2.10)

Here we use the notations,

1 .
k _ k kO (t,x,z
uFGA’i(t,$) = 7(27(/](;)3(1/2 \/Rmi ai(t,zo)'[l)i(ZO)e i( T O) dZO' (2.11)
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With this form, we may write the FGA ansatz into a summation of two expectations. We introduce two

real-valued probability density functions 7, (-) and 7_(-) on the phase space R2¢, each of which then defines a
probability measure P4 on R2¢:

PL(Q) = / 7+ (20) dzo, for all Q@ € R*¢, (2.12)
Q

where P (R??) = [o,4 71 (20) dzo = 1.
With the density functions 74, we can rewrite the FGA ansatz (2.1) as

k _ 1 a(t, z0) V% (20) (kO (.20
upga(t, ) = Zi: DR /de Wi(ZO)W =( dzo

=2 Barms [(%/11)3(1/2 ai(t;rZO()@bi(ZO) O], (2.13)
T +(20)
where zp = (q,p).

Then we may use a Monte Carlo method for u’gG A- We can obtain M samples from the density 7, and
M~ samples from the density 7_, but for simplicity we set M+* = M~ = M. From each density function, we
generate M random samples, denoted by {z(()]_)Ir }L, from the density 7, and {z(gj)_ }L, from the density 7_,
and approximate Upk“G A through the following:

b A (b @) = ubqg(t m):iiA (tmz(j)>+1§A (th(j)) (2.14)
FGA\Y FGS\" M = +\" P <0+ M et —\Hdy e — )y .
where
4 (J) w 4
Ay (t,m,zg{i) - (2ﬂ/;)3d - o ( (zé{)( ) exp(ik@i@,m,zg{i)), (2.15)

and ufqg is referred to as the frozen Gaussian sampling (FGS) wave function. Later we will show that in
Gaussian or WKB initial data cases, the probability density functions 7 and m_ can be selected as the same.
In this situation, we denote m = my for simplicity, and a set of samples {zo }M 1 can be obtained from a single
probability density function 7. Note that A4 (¢, x, zo) is treated as a random Varlauble7 which is a function of z,
with the expectation

E[AL(t, @, 20)] = uﬁGA’i(t,m). (2.16)

Here we denote that

ullfﬂGS’i (t,w;M7{ (])} > ZAi (t T z(j)>. (2.17)

Algorithmically, one may sample zy according to the probability density functions 71 respectively to obtain
two sets of random samples {z((fl}]]\il and {z(()]l j=1, and then obtain the FGA variables through evolving the
ODE system (2.5) and (2.7) up to time ¢t. With enough samples, one can approximate the FGS wave function
numerically by (2.14). Summarizing above, we give the pseudo-code of frozen Gaussian sampling (FGS) in

Algorithm 1.
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Algorithm 1. Frozen Gaussian sampling.

M

1: Initial sampling: generate two sets of initial samples {zéjj_}Jle and {zéﬂ )_} '~ 1 from the probability density functions

5=
74+ and 7_ respectively on the phase space R??.

2: Time evolution: for each branch and each 7 = 1,..., M, evolve the ODE system (2.5) and (2.7) up to time ¢
with initial conditions (2.6) and (2.8) to obtain the FGA variables Q+ (¢, zéj)), Py (t, zéj)) and a+ (¢, zéj)), where zéj)
stands for both ,z(()JJ)r and z(()7)7

3: Reconstruction: compute the FGS wave function based on (2.14).

2.3. A framework of error analysis

In this subsection, we introduce a framework of error analysis for applying the FGS algorithm to wave

equations.
We define the high-frequency energy norm of u as follows:
1
lulle = £ (10eullz2 + [[Vaull2). (2.18)

We use this energy norm defined above to measure the approximation error of the FGS algorithm, that is,
Ey = |lurcs — ullp < lurca — ullg + [luras — urcallE := Erca + Es. (2.19)

Here Erga = ||urca — ul|g is the asymptotic error of the FGA ansatz and Eg = ||urgs — urcal| g is the Monte
Carlo sampling error. It has been proved in [21] that with proper smoothness assumptions on the sound velocity
¢(x) and high-frequency initial conditions (1.2), we may arrive at

urca — ullz < Ca(t)k™, (2.20)

for a given time ¢ > 0, where C4(t) is a constant depending on ¢ but not on k. Therefore, our main concern is
to analyze the sampling error.
We define the mean square of sampling error £g and of total error &y as follows:

M M
urga(t, ) — uras (t, 5 M, {Z(()J)} ) u(t,) — urcs (t, 5 M, {Z(J)}j_1>

j=1
The following lemma gives a method for estimating the sampling error of applying the FGS algorithm to wave
equations regardless of the specific form of the initial conditions and the chosen sampling density functions.

2 2
, and & =E
E

Es=E

E

Lemma 2.1. Consider the scalar wave equation (1.1) up to time t with initial conditions (1.2) that belong to
the Schwartz class. When applying the frozen Gaussian sampling (FGS) with sampling density functions 74,

(1) the quadratic expectation of the sampling error Eg, that is, Es follows

4 1
Eg <—— / ]E|6tAi(t,az,zo)|2daz+/ E|VwAi(t,a:,zo)|2d:c , (2.21)
M i\ e iy

(2) there exists a positive constant Cy(t,d) depending on time t and dimensionality d but independent of k such
that

* E|0;Ax+ (t, @, 20)|* de + i E|VaAL(t, x,2)|* de
k2 Rd k'2 Rd
¢ k(z0)|?
—= CO(t?d)sd / |ai( ,ZO)wi(ZOM dZ() (2'22)
23d(w/k) 2 JRred 7+ (20)

whenever E|0Ax (t, @, 20)|* < 0o and E|VgAs(t, x, 20)|° < co.
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Proof. (1) Notice that
k k k k k k
upga(t, @) = upga 4+ (8, ) + upga,— (6, 2), and upgs(t, @) = upgs 1 (t, @) + upgs, (¢, ).
Using the triangle inequality of energy norm gives
k k
|utas(t,) = upaa(t, )| 5 < lJugas o (t) —ugaa ()| 5 + usas, - () — upga, - (&), (2.23)
Then
k k k
|lugas(t, ) — upgalt HE < 2(H“FGS +(t) —upga 4+ ( HE + HUFGS (t,-) — UFGA )| ) (2.24)

Taking expectations on both sides, we see

k k k k
Ellufas(t,) — upga(t HE < Q(EHuFGS,Jr(t? ) — upga,+(t HE
k
+ Elluggs - (t,) — upga,—(t,)|| ) (2.25)
The estimation for E||u§GS’+(t, - u’gGA L (t,)]|% and IE)||uFGS (t,)— ulﬁ‘GA,— (t,-)||% are exactly the same. For
simplicity, we will denote uf A+ S UFGA, uFGS’ . as upcs and omit the £ subscripts for other variables in the

following derivation.
By the definition of the energy norm,

luras(t,) — urca(t, )|y = 12 (110y (uras(t, ) — urcal(t, )|l 2 + [ Va(uras(t, ) — urcal(t, ))”LZ) - (2.26)

Then
lurcs(t, ) — upca(t, )5 < 1522 (||6t(UFGS(t ) = upca(t, ) 7: + | Va(urcs(t, -) — urcalt, ))||L2) (2:27)

Taking expectations on both sides of the above inequality, we have

Ellupas(t, ) — uraa(t, )|y < ;2 (E|\5t(UFGS(t ) = upaalt, )7
+ B||Va (uras(t,) — uraalt, )32 ) (2.28)

Simplify the right-hand side of the above inequality as follows:

E||0; (urcs(t, ) — urca(t,))|3s = / E|durcs(t, ) — dyupca(t, «)|” da
]Rd

2

= ‘/RdE i(&s (t x Z(J)) —8tuFGA(t,€B)) da

Jj=1

1
= —/ E|9,A(t, , z) — dyupca (t, )| dae
M Jga

IN

1
— / E|O,A(t, z, )| de. (2.29)
M Jga

)

The last two steps of the above derivation follow from the fact that z(J are independent identically distributed

and

E[0:A(t, x, z0)] = Orurga(t, ), (2.30)
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that is, the expectation of 0;A(t,x,z9) regarding the random variable zg is Oyupca(t, ). In other words,
E|0:A(t, x, z0) — OtuFGA(t,x)|2 is the variance of 0;A(t,x, zp), and so we have

E|8,A(t, %, 20) — atuFGA(t,m)ﬂ - E[atA(t,m,zo)Z] — (E[QA(t,z, 20)])° <E atA(t,m,zo)Q] (2.31)
Similarly,

E||Vz(uras(t, ) — urca(t, '))Hiz = /d E|Vzurgs(t, ) — VmUFGA(t,IB)lz dx
R

1
<— [ E|VaA(t z,2)* de. (2.32)
M Jga
Therefore,
21
EHUFGS(t,')—UFGA(t,')||2E < 35 / E|6tA(t,:c,z0)|2doc+/ E|va(f,,£I},Zo)|2d£B . (233)
M k Rd Rd
Then

Eljutas,+(t,-) — upga (¢, )HQE < %% (/Rd |0y A (t, @, 20)|* da+ /Rd ]E|V2A:I:(t»wa20)|2dm>' (2.34)
and (2.21) follows.
(2) In the following derivation, we also omit the & subscripts in variables.
First estimate the upper bound of 7% [o. E|0;A(t, x, 20)|? d&. The random variable is

1 a(t, z0)Y(20)

At @, z9) = e ZE ()

exp (ikP(t, ) (@~ Qlt.x0) ~ Lo - QU zO>|2). (2.35)

Taking the derivative of A with respect to ¢ gives

b
(27 /k) % (20)

x {at [a(t, 20)9(20)] + a(t, 20)¥(20) <ik6t [P(t,20) - (x — Q(t,20))] — gat [|m —Qt, ZO)QD } (2.36)

OA(t,x, z) = exp (ikP(t, 20) - (@ — Q(t, 20)) — g\m —Q(t, z0)|2>

Then

1 a(t, 20)¥ (20|

2 _
Ot 200" = G e ) P

exp(—klz — Q(t, o))

2

d,alt, . k
|22 (Dt 0) - (@ - QU 20 - 01 - Qe 0] (27)
Taking the expectation of |9;A(t, x, z)|?, we obtain
1 1 t,20)(20)?
B0t 20) = /R W(ZO)W exp(—klz — Q(t, 20)?)
18ta(t,z[)) 8 Pt t 18 t 2 2d 238
< |2 s (01 0) - (2 - Qo)) - 30k - QU0 )| dane (239
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Denote that
1 Ora(t, zo) 2

Ai(t, @, 20) = ’ka(mo) + (i@t[P(t,zo) (- Qt, 2))] — %at\x - Q(t,zo)p)

(2.39)

Then

1 2
—/ E|0:A(t, z, z0)|” de
k2 Jga

_ 1 la(t, z0)¥(20)|? . o) oxi( ke — Y de ) de
= @Ry / (z0) (RN“ 70) exp(—klz — Q(t, 20)°) d )do- (2.40)

To compute the integral fRd Ai(t, x, 20) exp(fk|w -

o llRe(M) - 30 [l = Q.20 + i(at[P(t 20) - (@ — Q(t, 20))] + 11m(0ﬂ(t720))>

k a(t, zo)

- (;Re<w> - %& e - Q. zo)2]>2 + <6t[P(t, 20) - (@ — Qt,20))] + ’1€Im<m>>2
1

Q(t, zo)|2) dx, one may rewrite A\ as

2

Oa(t, zo)

1 Oa(t, zo) 9
— t
TR alt,z) |k < a(t, zo) )at (t,20) ]
1 2
+3 Z(@ [l — Q(t.20)])” + (A[P(t, 20) - (= — Q(t, 20))])°
2 Oa(t, z0)
+ %8,5 [P(t, Zo) . ( t ZO Im( a(t, ZO > (241)
Based on the fact that
/ exp(—klz — Q(t,20)]*) de = n2k ™2
/ (x — Q(t, 20)) exp(—k|m - Q(t, zo)|2) dz =0,
]Rd
2 2 d a4, a4
d|ac —Q(t, 20)| exp(fk|a; —Q(t, 20)] ) dz = §7r2 k=277, (2.42)
R
we find after some simple calculations that
/ A (t, 2, 20) exp(—k|@ — Q(t, 20)|?) da < o1 (£, 20)7 2k~ + 0ot 20)m 2k~ 2~ 4 03t 20)m 2k~ 272, (2.43)
Rd
where
Ul(t7 ZO) = |P(t7 ZO) : atQ(ta ZO)|27
d d Oa(t, z
o2ty 20) = 5|0 P(t, 20))? + 510:Q(t, 20)? — QIm(t(O))P(t, 20) - 0,Q(t, 20),
a(t, z9)
| Oalt, 20) 2
7 i)
Therefore,

)\l(t7 &, ZO) exp(—k|:c - Q(

t,20)[?) da < (01(t, 20) + 02 (t, 20) + 03(t, 20)) w2k 2. (2.44)
R4
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Thus

1 1 |a(t, 20)¥(20)|*
= RdE\atA(t,w,Zoﬂzdw < P R E /de (o) (01(t, 20) + 02(t, 20) + 03(t, 20)) d2o.  (2.45)

Next estimate the upper bound of 75 [ E|VaA(t, @, 20)|> d. Taking the derivative of A with respect to @
gives

1 a(t, z0)¥(20) ) . 2
P 7T(()ZO) 9 exp <1kP(t7 20) - (. — Q(t, 20)) — §|:c —Q(t, )] >

x [ikP(t, z0) — k(z — Q(t, 20))]. (2.46)

va(ta Z, ZO) =

Then

21 |a(t, 20)¥(z0)|* T 2\ ;.2 2 B 2
[V A(t, 2, 20)] @ Jn (o) exp( kle — Q(t, z0)| )k (|P(t7zo)| + |z — Q(t, 20)] ) (2.47)

Taking the expectation of |V4A(t, z, z0)|?, we have

1 1 la(t, 20)v(20)
SEIVaA(t 2, 20)[* = TR /R W(ZO)W exp(—k\x —Q, zo)|2)
X (|P(t,z0)|2 tlz— Q(t,zo)|2) dzo. (2.48)

Denote that A\s(t, z, 20) := |P(t, 20)|* + |z — Q(t, 20)|?>. Then

1
7/ E|VaA(t, @, 2)| da
32 [

— (27r/1k)3d /ﬂw la(t, z0)1(20) | (/Rd Ao (t, x, 20) exp(—klaz - Q(t, z0)|2) dac) dzp. (2.49)

m(20)

Again use the fact (2.42), we obtain

d 4
/ ot 2, 20) exp(—k|ac - Q(t,zo)|2) de = |P(t, ) *nf k=% + Srfk 8L, (2.50)
]Rd
Let o4(t, 20) = | P(t,20)[* + 4. Then
Xo(t, 2, 20) exp(—k|@ — Q(t, 20)[?) dee < oa(t, zo)w T k% . (2.51)
Rd
Thus
1 2 1 |a(t, 20)% (20)?
— | E|VaA(t, z, 20)> dz < t, ) dzo. 2.52
o LBV ) e < e [ 2 (252)

Combining (2.45) and (2.52), we arrive at

1
k2

1 1 2
— | E|VaA(t,z,2)|° da < / latt, 20)¥(z0 )| o(t, z0) dzo, (2.53)
d R2d

E|0,A(t, x, 20)|> dx + < .
/Rd 19:A(E, . 20) k2 Jr 23d(7r /k) 5 m(20)
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where 0 = 01 + 09 + 03 + 04. Since the initial wavefield (1.2) belongs to the Schwartz class, it decreases rapidly
as |g| 4 |p| — oc in the initial decomposition of FGA algorithm. According to Proposition 3.4 of [21], the FGA
variables (Q, P) and their derivatives with respect to ¢t are bounded for all zo = (g, p). Further, according to
Lemma 5.1 of [21], det(Z) " is bounded. Considering the proportional relationship of a and det(Z) mentioned
in [30]:

a2

——— = constant 2.54

det(2) ’ (2:54)
it follows that the amplitude a and its derivative with respect to ¢ are also bounded for all zy. Therefore, there
exists a positive constant Cy(t, d) depending on time ¢ > 0 and dimensionality d that for all zo,

d d dra(t, 2 2
o(t, z0) = |P(t, z0) - 0, Q(t, z0)|* + §|8tP(t, 20)]? + §|8tQ(t, z0)? + dalt, 20)
a(t, zo)
t d
ot 22N by ) 0,Q( 20) + [Ptz + D < Coltd). (2.55)
a(t, zo) 2
Note that Cy(t, d) is independent of k. Thus (2.22) follows. O

Lemma 2.1 states that, to decide a bound for the mean square of the sampling error £, we may focus on
estimating the integrals [po. |a+(f, 20)¥E (20)]? /74 (20) dzo. To do so, we need to decide the sampling density
functions 74. The choice for the sampling density functions is related to the initial conditions. In the following
cases, we consider Gaussian initial conditions and WKB initial conditions and present how to design suitable
sampling functions. Then we use Lemma 2.1 to analyze the sampling error in both cases. Notice that in the
above lemma, we assume the integrability of |a (, z0)¥% (20)|?/7+(20) with respect to zo on R??. In Theo-
rems 3.1 and 4.6, we prove the integrability in d > 3, and in Section 5, our numerical examples also indicate
the integrability in d = 1 and 2.

The following lemma is also useful in the analysis of the next two sections.

Lemma 2.2. Consider the FGA variable a(t, q,p). For given time t > 0, there exists a positive constant K (t, d)
depending on t but k such that for any (q,p) € R*?,

a(t,q,p)
a(0,q,p)

‘ < K(t,d). (2.56)

Proof. As mentioned in the proof of Lemma 2.1, the amplitude a has a proportional relationship with det(Z )_1
as given in (2.54) and thus is bounded for any (g,p) given time ¢ > 0 (Recall that det(Z) " is bounded
according to Lemma 5.1 of [21]). Note that a(0, g, p) = 2% is a constant which does not depend on (g, p). Thus
the conclusion is obvious. O

Remark 2.3. To get the results of Lemmas 2.1 and 2.2, one needs Z and Z~! are bounded up to a certain
order of derivatives. The proof of boundedness can be found in [21]. But as mentioned in the introduction, one
has to do a cut-off at the singularity point p = 0 under the “asymptotically high-frequency” assumption to
further prove the convergence of the cut-offed FGA. We should basically follow the same technique trail to do
cut-offed FGS but it will introduce more notations and take plenty of paragraphs that are out of the scope of
this paper. To keep the readers focused on the sampling method of this paper, we treat the boundedness as a
direct consequence of the high-frequency assumption.

To conclude this section, we briefly summarize the form of initial conditions that will be discussed in the
following two sections. In this paper, we mainly consider wave equation (1.1) with initial conditions in the form

of
U’(Ov :IC) =hy (.’B),
{8tu(07 @) = khs(), (2.57)
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where hi(x) and hg(z) are either both normalized Gaussian functions or both normalized WKB functions®.
One may decompose (1.1) with initial conditions (2.57) into two equations with initial conditions being

ul(O, CC) = hl(.’B)7
{8tu1(0, z) =0, (2.58)

and

uz(0,x) =0,
{&guz(o, x) = kha(x), (2.59)

respectively. Then the solution of (1.1) is w = w3 + uz. Note that in (2.58) the d;u(0,x) term vanishes, thus
solving wave equation with initial conditions (2.58) by the FGS is very similar to solving Schrodinger equation
with corresponding initial conditions, which does not include any initial condition on the dyu (see [29]). Thus
we focus on solving (1.1) with (2.59) here. To be consistent with the notations in Section 2.1, f¥(x) and ff(x)
are used to denote the initial conditions (0, z) and 9;u(0, x) respectively in the following context.

3. FROZEN GAUSSIAN SAMPLING WITH (GAUSSIAN INITIAL CONDITIONS

In this section, we discuss the FGS for wave equation (1.1) with Gaussian initial conditions and analyze the
sampling and total error. Without loss of generality, we consider the following Gaussian initial data:

fo(x) =
d i L4 . i a 2 (3.1)
Th(@) = (szl a;) " (m/k)~% exp(ikp - (2 — @) exp (= Sy 3 (0 — 3)°)
where § € R%, 0 # p € R? and a;(1 < j < d) are positive.
Plug the initial condition (3.1) into the expression of ¥% given in (2.2) and (2.3):
L1 s k
¢i(q,p):/ ——— fi(y)e P e =slv=al gy
Rt 2c(q )|P\
1 i a g at/ VT \? Wi — ;)% + a;(@ — ;)
) } ¥ S H< J ) exp| — Pj — Py i\45 — 4y
2 a)lp) A 21+ ay)/k
ik(a;q; +q;)(0; — pj . -
X eXp( (956 . 3) (s = y) + 1k(pjg; —quj)>, (3.2)
+ a;
and define
~ B ¢ 2
PMap) = [ fhgetr oot gy
R
d 0} . N
=95k H( Vs )2 exp _(pJ ) +a;(q; — q5)
e 1+aj 2(1+aj)/k
ik(a;q; +q;)(05 —pj) | . .
+aj

4The Wentzel-Kramers—Brillouin (WKB) functions arise from the WKB approximation where the wave function is assumed
to be an exponential function with amplitude and phase that change slowly. Such a wave function is called a WKB function. In
the context of approximating the wave equation, the amplitude and phase of the WKB function are indifferent to the frequency
parameter k (see Sect. 4).
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Considering the initial amplitude a(0, g, p) and the modulus of a(0, zo)zzk(zo), we choose a probability density
function as follows:

7(z20) = a0, 20)8* z0)], (3.4)

and use this density function to generate initial random samples for each wave branch, that is, 7+ = 7. Here Z
is a normalization parameter to ensure that 7(zg) is a probability density function such that fRM m(z0)dzo = 1.

The integral of |a(0, z0)1*(20)| on the phase space is

/RQ |a(0,2)¢"(2)| dz = 22dw54dkff[(l+“3>l~ (3.5)

Therefore,

g

Z =92, =2

H<1+aj> . (3.6)

By choosing probability density function as (3.4), we actually obtain a multivariate normal distribution:

d - d_ (= 2 - 2

_ a; p; — ;) +a;(d; — g

(g, p) = (2m) "k H (ﬁ;) exp | — Z v, 2]()1 - a;)(/;ﬁ i) (3.7)
j=1 j=1

This density function is easy to sample. Moreover, we will show later in the error analysis that this sampling
method also gives satisfactory results about the sampling error.

We now present a rigorous error estimate for the FGS in Gaussian initial data cases in the following theorem.

The proof of the theorem is applicable to wave equations with dimensionality d > 3. In Section 5, we will manifest

through several numerical examples that there are similar results for wave equations with dimensionality d = 1
ord=2.

Theorem 3.1. Consider the d > 3 dimensional wave equation (1.1) up to time t with the normalized Gaus-
sian initial conditions (3.1). Suppose that the wvelocity function c(x) is bounded in R with its infimum
Cinf = Infycpa c(x) > 0. When applying the frozen Gaussian sampling (FGS) with sampling density functions
4 as in (3.7), there exists a positive constant C(t,d) which is independent of k such that

Eg < C(]I\}d), (3.8)
and
€0 < (Calt)k™) + % (3.9)

Proof. Omit the £ subscript for ease of notation. According to Lemmas 2.1 (2) and 2.2,

1
= [ E|9At, x, 20)]* da + —
Rd

" / E|VoA(t, @, )| dm

k2

gc()(t,d)w(jw / la(t, 20)0 o)l

< Colt, d) (K (t, ) —2— /R% L1000, 20)0(20)] dzo. (3.10)
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Now we estimate integral of 1 C(q Bl |a(0, z0)%(z0)| on the phase space. Note that

1 d - 2
1 1 4. _d +a( — qj)
0,q, .p)l == PAZES J 2. 3.11
0.0,9)0(a.p)] = 52 H(H) exp 2; Dy Lol (311)
Since ¢(x) > cins > 0, we have
I—/ ! la(0,q,p)Y(q,p)|dgdp
w2a 2 ¢(q)|p| )I | ’

d 1 d _ 9 5 9

L1 44t Vi \? (B —ps)” +a;(4; — 4)
< - _odgiy _ i — Pj i\dj = 4j dad
_/R i 4H( > exp Z 5 ! qdp

20 4 Ciznflp|2

d 1 ~ 2 ~ 2
—2 4,4 aj \* L (75 = pj)” +a;(d; — 45)
=20 2,54 ( ﬁ) / ———exp| — L 127 22| dgdp
jl;[l 1+a; re2a C2 ¢ |D|? ; 2(1+aj)/k
d i d - 2
o 4, 4 @j \® a;(q; — 45)
| (C ANy W S
j1:[1 1+a; R P ; 1+aj)/k: q
></ Lexp fzw dp = k™ 5Cy 1,1 (3.12)
e 2P P\ T 200 ol
where we denote C; = 24274 H?zl(l\_/fj )% and
1 ~ W) )’
I :/ ———exp| — —~J I |dp, I :/ exp dgq. (3.13)
P Jra Gylpl? ; 2(1 +a;)/k T Jre 12::1 ‘HIJ
Take h = (ZJ 1 1?@ )2 > 0. Split I, into two parts:
1 ~ vy
I, = —|—/ ———exp| -y "L |dp=:1,1+I,». (3.14)
b ( B(0,%) Rd\B(o,’;)> lpl? ;2(14—%)//{ b

For the first part of I,,, We apply the spherical coordinates transform in the estimation of I, ; and obtain

1 k h? h?
I, g/ exp( )dp Cip exp(—k)
P B(0,%) chelpI? 24 ot 8
% T I 27
x / / . / / r?3sin?"2 ¢y - - sin® g3 sin dg_odrdey - - - dpg—2dda_1.
o Jo o Jo

When d > 3, the integral on the right-hand side of the above inequality is convergent and its value is independent
of k. Besides, given any d > 0, there is a bound Cy such that exp(—z) < Caz—% for all z > 0. Therefore, we
obtain

d
h2 -2 ~
Iy < Caci? <8k) = Cyc;22% h %, (3.15)
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where Cy is a constant depending on d. For the second part of I,

d ~ d

1 pa 260442 4, 9 1
ho< [ o gmeo 2 ey R U V(RS

Therefore,

d
Ly =Ip1 + Lo < | 25 h 90, + 28 2n2 n 2 [ (1 + ap)% | K8

— "inf

(3.17)

Computing I, gets

(SEY

d 1
qj—q] d d 1+a1
dg =2 k™ . 3.18
/Rdexp L ey i QH( ) (3.18)

j=1 J=1
Therefore,
U oa_ 2y am T 1+% P o T (1t —d —d
I, < 5| 2%n2h CH 222 T —=2 ) | = ok (3.19)
inf : j:1 aj
Then by (3.12) one has
[ [ 3 oarlat0.a.p)(a.p) dadp < Cok~* (3.20)
— a\y, q, 5 = ) .
R Jra 2¢(q)|P| ’
where C’o = (C1C5 are constants which are independent of k.
Therefore, together with (3.20) and (3.6), (3.10) implies
1 ~
= | EloA @, 2 )P de + — k:2 E|VmA(t,:c7z0)|2dm < C(t,d). (3.21)
R4
where we denote
A ~ 5d d 1+a; 3
C(t,d) = Co(t,d)(K(t,d))*Co2 “r~ 7 ( ]>
Us
d e (1+a 3 LYy
= Co(t,d)(K(t,d))%cf | 22 2n2h74Cq [ | <J> +2¢n72 [ (f) : (3.22)
PR J=1 &
According to Lemma 2.1 (1), we obtain
8C(t, d)
E||uggs(t,-) — upaa(t, HE S (3.23)
This proves (3.8), and (3.9) follows directly from (2.20). O

Remark 3.2. We discuss how C(t,d) in (3.8) and (3.9) depends on the dimensionality d > 3. Generally, C(t,d)
increases exponentially as d increases. The dependence of C(t,d) on d is very similar to the corresponding
constant in the error estimate of applying the FGS to Schrédinger equations with Gaussian initial data, and we
refer to [29] for a detailed analysis.
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Remark 3.3. We remark on the advantages of the FGS over other existing methods such as the finite difference
method. For simplicity, we ignore the asymptotic error Epga = ||urcs — urcallg of the FGA ansatz. Then the
approximation error Ey of the FGS algorithm can be estimated by the sampling error Eg, that is,

1 C(t,d
Eo = |lu—uras|lp = (€s)? < % (3.24)

In order to guarantee that Ey < §, the sample size of the FGS algorithm should be more than

C(t,d)

NFGS = 52

6> 0. (3.25)
The smallest sample size is independent of the wave number k. On the contrary, if we use other mesh-based
numerical methods such as the finite difference method, the spatial step length of the mesh should be at least
of order O(k™1) to capture the high-frequency wavefield [1]. For wave equations with dimensionality d, the size
of the spatial degrees of freedom should be at least

Nrp = O(k}d) (3.26)

However, the sample size Nrgs is a d-th power of an O(1) parameter. Therefore, when the wave number k > 1,
there is a great saving on computational costs to solve the wave equation with the FGS compared to other
mesh-based methods.

4. FROZEN (GAUSSIAN SAMPLING WITH WKB INITIAL CONDITIONS

In this section, we discuss the FGS for wave equation (1.1) with WKB initial conditions and analyze the
approximation error. Generally, we consider the following WKB initial data:

fi(®) =0,
{f{“(w) = kain () exp(ikSiy (), (4.1)

where a;, and Sy, are two real-valued functions on R? which are both independent of k. And we assume
|[VSin| > € > 0 so that the ff is an asymptotically high-frequency function [21]. The initial amplitude aj,
follows

/ a? (x)de = 1. (4.2)
Rd

In order to determine a suitable sampling density function, we give the following assumptions.

Assumption 4.1. For any p € R?, there exists at most one y € R? s.t. VSi,(y) = p, i.e., VSiy is an injective
mapping. The inverse of V.S, is given by T : p— y. The domain of T is denoted by D(T), i.e.,

T:D(T) —RY pey.

Assumption 4.2. The inverse mapping T of VSy, is smooth. This implies that T is continuous. Therefore,
assume that there exists a positive constant My that does not depend on k such that for any p € D(T),

T (p)| < Mr|p|.
Let y = T(p), that is, p = VSin(y), the above inequality is equivalent to

ly| < Mp|VSin(y)|.



FGS FOR SCALAR WAVE EQUATIONS 1631

Assumption 4.3. For any y € R?,
0 < |det(VZSin(y))| < C*.
where C* is a positive constant that is independent of k.

The stationary phase method is used to acquire a suitable probability function as well.

Lemma 4.4. Let a(x) and ¥(x) be two smooth functions on Re. Suppose that a(x) € C°(R?Y) and ¥(x) €
C>°(R?). Suppose that V¥ (x) has a finite number of zero points {y;}1+, on the support of a and det(V*¥(y;)) #
0 for each zero points y;. Consider the highly oscillatory integration:

I = /R (@) exp(ih¥(x)) da. (4.3)

As k — oo, Iy, has the following asymptotic behavior:

N

oty exp (k¥ (y1) + Tsgn (V¥ (y1))) (

| det V20 (y;) |2 a(y) + k7 en - D "a(yz)> , (4.4)

=1 n=1

where sgn(V2W¥(y;)) denotes the number of positive eigenvalues of the matriz V*W(y;) minus the number of
negative eigenvalues of V*W(y;), and ¢, € R (n=1,2,...) are constant vectors that do not depend on k.

A proof of Lemma 4.4 can be found in [8].
Plug the initial condition (4.1) into % given in (2.2) and (2.3):

V(g p) = /]Rd i% kc(;)|p| fr(y)exp <ik <—p- (y—a)+ %\y - ql2>) dy
el J o s e (i(-p -0+ Yy -a) . 49)
and define
*(q.p) = /Rd ain(y) exp(ikSin (y)) exp (ik (p -9+ %Iy - q|2)> dy. (4.6)

Writing 1/7’“ as an asymptotic form in the stationary phase method and simplifying it based on Assump-
tions 4.1 and 4.3 gives

W@MZ/

Rd

(ain(y) exp (—Sly - qz)) exp(ik(Sin(y) —p- (¥ — q))) dy

exp (ik(Sm(y) —p- (¥ — @) + Fsgn(V2Si(y)))

d d
— (272 k% .
(2m) xo(1)(P) Aetv25,, (53
X <g(y7q) +Y ke, D?;”g(y,q)>, (4.7)
n=1

where ¢(y, q) = ain(y) exp(—§|y - q\Q) and ¢,(n =1,2,...) are constant vectors that do not depend on k. We
define

exp(ik(Sin(y) — P (¥ — @) + Tsen(V2Sin(y)))
|detV2Si, (y)|2

vl
(NN

bk (q,p) = (2m) 7k~

xp(r)(P)9(Y, q) (4.8)
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Then

- - aCn-DY'9(y, q)
Wmm:g@mx0+zkmﬁfq) (4.9)

n=1

Considering the initial amplitude a(0, ¢, p) and taking the moduli of a(0, q, p)y*(q, p) and a(0, q,p)@fp(q,p),
we obtain

~ —4 XD(T (p)9(y,q)
‘@(0, q7p)¢§p(qap)‘ =207tk Ma (4.10)

and

a(O,q,p)iﬁk(q,p)‘ = QdWQk_diz)(tV)iS( 1+ Zk‘ nln "9(y, q) (4.11)
€ m

y, - gly.a)

We choose a probability density function as follows:

ap)— L ‘a(O,q,p)lﬁfp(q,p)’
m™q,pP) = = 1
2 |detV2Si,(y)|?

exp(—£ly — q|?)
detV2Sm (g)]

1 d,_d
= 2273k S X0 (P)ain(y) (4.12)

where Z is a normalization parameter to ensure 7 is a probability density function. We shall use the probability
density in (4.12) to generate initial samples for each wave branch, that is, 74+ = 7.

The following proposition gives a practical method to sample from the probability density (g, p) given in
(4.12). This sampling strategy was first proposed and proved in [29]. We state it here for convenience.

Proposition 4.5. Consider the wave equation (1.1) up to time t with the normalized WKB initial conditions
(4.1) that satisfy Assumption 4.1, 4.2 and 4.3. Suppose that the random variables Q and P are sampled from
the probability density w(q,p) given in (4.12), then Q and P satisfy:

(1) The marginal distribution of Q is a distribution with probability density given as

2053 k
mo(q) = T/ ain(y) exp (—2|y - ql2> dy (4.13)
Rd

where y = T(p), T is the inverse of V.Siy,.
(2) The conditional distribution of Y = T(P) with respect to Q is a distribution with probability density given

as
n5k—% k
rels) = g ew( g -of) 1
(3) When aiy, is Gaussian given as
1
d t 1
ain(x) = H a; | m 1exp ~5 Z aj(zj — 7;)° (4.15)
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where a; > 0 are independent of k. The mean of ain is & = (%1, T, - - - ,&q)T. Then the marginal distribution
of Q is a normal distribution N (p1,%1) where the expectation py = & and the covariance matriz is given
by
1 11 1 1 1
Y, = di e e R (N 4.16
1 lag(k+a17k+a27 ’k+a/d> ( )

The conditional distribution of Y with respect to Q is a normal distribution N (p2, 32) where the expectation
vector and the covariance matrix is given by

aZ1 + kg ax®z + kgo aqZq + kqa
M2 = ) T ) (417)
a1+ k as + k aqg+k
and
1 1 1
5 — di 7 o : 4.18
2 1ag(a1+k az +k ad—|—k> (4.18)
The normalization parameter Z in (4.12) is given by
d 1
Z= — | 22xf R, 4.19
1) = (419)

According to Proposition 4.5, the initial sampling for WKB initial data cases (4.1) with amplitude (4.15)
can be formulated into two steps: First, generate M random samples {q(j)}jﬂil from the normal distribution

N(p1,%1), where u; = & and ¥ given in (4.16). Next, for each g\7), generate a random sample y¥) from the
normal distribution N (u2, ¥2), where uy is given in (4.17) and ¥y is given in (4.18). Then compute pt) =
VSin(y"). As Proposition 4.5 shows, z(()j) = (¢,pY)),j=1,2,---, M are independent random samples that
follow the probability density m(q,p) in (4.12).

When a;,(x) is not Gaussian, Proposition 4.5 (3) might not hold. However, one may still sample from the
density 7(q,p) given in (4.12) by other sampling techniques. For instance, for one-dimensional cases, one can
calculate the inverse of the marginal distribution function of ¢ and use the inverse transform sampling to generate
samples: first generate samples from the uniform distribution on the interval [0,1] and then convert them by
the inverse distribution function to obtain the samples that obey the density 7o (¢). Given any sample g, one
then may use the inverse transform sampling again to generate samples for p.

The following theorem establishes a rigorous error estimate for the FGS in WKB initial data cases. As in the
Gaussian initial data cases, the proof of this theorem is also applicable to wave equations with dimensionality
d > 3 and we will show in Section 5 that there are similar results for wave equations with dimensionality d = 1
or d = 2 through numerical examples.

Theorem 4.6. Consider the d > 3 dimensional wave equation (1.1) up to time t with the normalized WKB
ingtial conditions (4.1) that satisfy Assumption 4.1-4.3 and ai, is given in (4.15). Suppose that the velocity
function c(x) is bounded in RY with its infimum cint = infyepa c(x) > 0. When applying the frozen Gaussian
sampling (FGS) with sampling density functions 74 as in (4.12), there exists a positive constant C(t,d) that is
independent of k such that

Es < ke, (4.20)

and

Eo < (CA()E™H2 + (4.21)
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Proof. Omit the £ subscript in the following derivation. By Lemmas 2.1 (2) and 2.2,

1 1
7/ E|8tA(t,:c,z0)|2dsc+—/ E|VaA(t, @, 2)|? da
k2 Rd k2 Rd
Co(t, d) / la(t, z0)1(20) | dz
R2d

= 23d(n/k)% m(20)

< Colt d)(K(t,d))2—2 /}R1 L (0, 20) L2E0P o251 )1

23(7/k)% Jrea 4 ¢2(q)|p|? |thsp(20))]

Recall that a;y, is given by (4.15), which is a Gaussian amplitude that does not depend on k, and

k
o(3:0) = (o) exv( 1y - al?).
Therefore, taking the derivatives of g(y, g) of order 2n with respect to y yields

cn - Dy'g(y,q) = O(K*" |y — q1*")g(y, q),

where ¢, are constant vectors given in Lemma 4.4. Therefore, according to (4.10) and (4.11),

oy ()] |t ( 0)|><<1+Z(9(k ly — g ))

First, estimate the integral:

n=1

1 1 - )
I = - - 2a. 1 .
/de 4c2(q)|pl2 ‘a’(oa ZO)wsp(ZO)“detV Sin(y)|2 dzo

Denote the integrand of I by I(q,p), then

1 1 ~ 1
I ) :77‘ b) S ‘dt 2 in 2
(q p) 4C2(q)|p‘2 a‘(o Zo)w p(ZO) | etV=S: (y)|
1 1 d. _d k
=-——— 202k 2 in —<ly—qf?
T T b @ @) e - 5ly - o)
1
1
= ﬁaj L 2927tk ’-’XD(T) Jexp| — Zag j —E|y—(ﬂ2
L | agyee 2
L a1 1< k .
< 01€_§WXD(T) exp —52 - —§|Z/—Q|2 = 1I(q,p)

where we denote

Bl

Therefore,

1:/ I(q,p)dqdps/ I(q,p)dqdp :=1.
R2d R2d

(4.22)

(4.23)

(4.24)

(4.25)

(4.26)

(4.27)

(4.28)
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Notice that

I=Cok2 /Rd o, |p‘2 Zaj |y q? | dgdp. (4.29)
X

Change the variables from (g, p) to (q,y) so that I can be written as

d
~ ~ d 1 1
I'=Cok™> V9 (a2 e - -5 2| |det V2 Sin (y)| dg dy. 4.30

’ /R VSm(y)2 P 2; |’-‘/ q|” | |de ()| dgdy (4.30)

Using Assumptions 4.2 and 4.3, we get

fSCN'Okf%C'*MQ/ ZaJ - f|y q|* | dgdy. (4.31)

2 [y

Now the key is to estimate the following integral, which is denoted by

I:= /de f(q,y)dqdyz/ ke Zay Iy q* | dgdy, (4.32)

where
R 1 1 ok
I(q,y) = e P 5> aily; — &) —§|y—¢;1|2 ~ (4.33)

First, compute that

d
. da. _a 1 1 -
/Rdf(q7y)dq:2zk 2Wexp —§Zaj(yj—gcj)2 . (4.34)
j=1

Then take @ = min;<;<q a;. Since a; > 0 for each j, a > 0.

[ = dy/ fq,y dq:2%k:_%/ a; ; dy
/Rd R4 ( ) R4 |y|2 Z ’

1 a ~2) a4, _d=
—exp| —=|ly —x|° |dy :=22k" 2 1,. 4.35

Take h = |Z| = (Z(j 1 ]) Without loss of generality, we assume that Z # 0 so that h > 0. If £ = 0, we rotate

to new coordinates to make & nonzero and proceed. Split the mtegral 4 into two parts, that is,

- a i i ~
B </B< /Rd\B ) Pk (gy - f’flz) dy = 1 + 1y (4.36)
For the first part,

_ 1 ah?
Iy g/ exp<—> dy
Y B(0,2) |y[? 24

vl
Nl

<22k
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~h2 h T T 27
exp<a8> / ’ / / / rd=3sin?"2 ¢y - - - sin® pg_z sin pg_odrdey - - - dop_oddn_1,  (4.37)
0 0 0 0

where spherical coordination has been used. As mentioned in the proof of Theorem 3.1, as long as d > 3, the

integral on the right-hand side is convergent and its value is independent of k. We also use the fact that there
. d e
is a bound Cy such that exp(—z) < Cyx~2 for any positive d and for all z > 0. Consequently,

4
2

7 ~ dhg B = 3d ., _d~—
Iy, < Cal —— =Cq22 h™%a 2, (4.38)

(SEY

8

where Cy is a constant depending on d. For the second part,

= 1 a - 4 a -
Iy :/ —3 exp(yg;|2) dy < / h2€XP(|ym|2> dy
RI\B(0,%) |yl 2 RI\B(0,%) 2

4 a ,
< / — €xp (—a|y - :7c|2> dy = PEREIS Y Sl (4.39)
i B 2

Combining the results of (4.37) and (4.39), we obtain

[<28k %I, =28k 3(I,, +1,0) < (22d(§dh—d + 2d+2w%h—2)a—%k—%. (4.40)
Therefore,
d 1
1<I<Cok 2 M3 < | [[as| i (22d+17r%édh—d + 2043, % h—2)c*M%a—%k—d. (4.41)
=1
Denote
4 3
Co=|TTas | cnf (224wt Can 2032 ¥ n=2) i %, (4.42)
j=1
Then
1—/ 1;‘ (0, 20)ap (20) ||t V21 (9 iz < Ch (4.43)
- - 402(q)|p|2 a\V, 20 )¥sp\ 20 € in\Y 20 > G ) .

where C{ is a constant that is independent of k, that is, I converges and has a bound of order O(k~4).
Now consider the integral

11 . 1
12(g)pp |10 )Y ‘d tV2S85 (y)|? x K|y — q|*" dzo. 4.44
Azd4c2(q)|p2’“( 20)thsp(20)||de (¥)|2 x k"|y —q|*" dzo (4.44)

Let us write the integrand as:

1 1 n 2 1 n 2n
1] 10 20 Do) |4tV S (w) | X Ky — g

1 1 4, _d k
_ 77211 2k 2 n v . 2 k" o 2n
402(q)‘p|2 2 2)(D(T)(l))a’ (y)exp( 2|y q‘ > X ‘y q|
1 1 d_4,-4 k 2 n 2n k 2
= 1702(q)\p|22 T2k 2><D(T>(p)ain(y)e><p(4|yq > XK'y — g™ exp| —7ly —ql” ). (4.45)
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Apply a change of variables § = Vky, § = Vkq as follows:
n n k — —~|zn 1 — =~
K'|ly — q*" exp (—4|y — ql2> =g — g exp (—4y - ql2>- (4.46)

Since the right-hand side of (4.46) has a bound that is independent of k for all (¢, %) € R??, so has the left-hand
side of (4.46) a bound that is independent of k for all (g,y) € R??, that is,

k _ o 1,
’ K"y — q|*" exp(—4|y — q|2> = Hy —qf? ’exp<—4y — q|2>
Lo (R2d)

does not depend on k. Moreover, similar to the deduction of the boundedness in (4.43),

(4.47)
Loo (R2d)

1 1 d d k
TEgpEl in —~ly—al? 44
fow s ot oy af Jaz (4.48)

also has an upper bound of order O(k~%). Therefore, according to (4.45) we deduce that

1 1 ~ ) i ,
4¢2(q)|p? ' n(Y)]? < K"y — g™ : 4.4
/de 4¢2(q)[p[2 ’a(OvZO)%p(Zo)MdetV Sin(y)]2 x k™|y — q|*"dzg < o0 (4.49)

and it has an upper bound of order O(k~%).
Now consider the following:

1
2

/11 . ) ,
/RQd’;<4CQ(qW’a(oazO)wSp(ZO)“detv Sln(y)|

As the integrand of (4.50) converges uniformly, it can be integrated termwise, that is,

x k"y — q2”) dz. (4.50)

/1 1 - 1
R — s detV2 - 2 Ky —agl®™ ) d
/anz_:o(4é<q>|p|2’“(O’ZOW‘P(%)" R CUR R

= S 1# 7 2q. % Nlay _ |27
_;O/R 402(q)‘p|2‘a(O,zO)z/Jsp(zo)“detV Sin(@)|? x K"y — q|*" dzo, (4.51)

Besides, each term of the series is convergent and has a bound of order O(k~?), which entails that the series
itself also has a bound of the same order. 3
Consequently, combined with (4.24), there must be a constant C' that is independent of k such that

11 b(z0)|? -
/ fﬁ|a(0,zo)|M\detV25’in(y)\% dzg < CE7 1. (4.52)
R2d dc (Q)|p| |wsp(z0)|
Provided that the normalization parameter is given in (4.19), it follows from (4.22) that
1 1 ~
—/ E|0;A(t, x, z0)|> dx + —/ E|VLA(t, , 20)|? de < C(ud)k%, (4.53)
k2 Rd k2 Ra
where
. N s ~
C(t,d) = Colt,d)(K(t,d)* ]| <a> 2744 C (4.54)
j=1>"
is a positive constant depending on ¢ but not k. According to Lemma 2.1 (1), we obtain
> 8C(t,d), 4
Ellupcs(t,-) — upaalt, )| < i k=. (4.55)

This proves (4.20), and (4.21) follows directly from (2.20). |
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Remark 4.7. In the above proof, when a;, is not Gaussian, one can obtain similar results as long as a;, satisfies
the following

|D*"ain ()| < |2 (x)ain ()| (4.56)
for any positive integer n, where h2"(z) is a 2n-degree polynomial of x.

Remark 4.8. We discuss how C(t,d) in (4.20) and (4.21) depends on the dimensionality d > 3. In the proof of
Theorem 4.6, we have C(t,d) = 8C(t,d). From (4.54), we notice that C(t,d) depends on the constant C' and the
behavior of C' as d increases should be very similar to that of C§ given in (4.42). Thus it suffices to determine
the relationship between Cj and d. Similar to the Gaussian cases, Cjj increases exponentially with d. Therefore,
it is reasonable to conclude that C(t,d), as well as C(t, d), also increases exponentially as d increases.

Remark 4.9. We remark on the advantages of the FGS over other existing methods such as the finite difference
method. For simplicity, we ignore the asymptotic error Frga of the FGA ansatz and estimate the approximation
error Ey of the FGS algorithm by the sampling error Eg, that is,

1 C(t,d
Eo = [Ju—urcs||e = (€s5)? < (M )k%. (4.57)
In order to guarantee that Ey < §, the sample size of the FGS algorithm should be more than
C(t,d), a
Nrgs = (52 )kg, d>0. (4.58)

Note that the constant C(t,d) in the least sample size Npgg is a dth power of an O(1) parameter. Although
Nras increases with & in the WKB initial cases, compared to the computational complexity of mesh-based
numerical methods given in (3.26), there is still a big saving on computational costs to solve the wave equation
with the FGS.

5. NUMERICAL EXAMPLES

In the previous sections, we present how to apply the FGS algorithm to solve scalar wave equations with
Gaussian initial conditions and WKB initial conditions. We also elaborate on the relationship between the
sampling error, the sample size M, the wave number k, and the dimensionality d. In this section, we give several
examples of using the FGS to numerically solve the wave equation (1.1) and illustrate the theoretical results
in Theorems 3.1 and 4.6. These examples include applying the FGS to solve 1D, 2D, and 3D wave equations
with Gaussian and WKB initial data respectively. For each example, we explore the relationship between the
sampling error and the wave number under different velocity functions and compare the numerical results with
the theoretical conclusions.

5.1. Examples with Gaussian initial conditions

In this subsection, we aim to study the results of the sampling error Fs when applying the FGS to wave
equations with Gaussian initial conditions. We use the FGS to approximate the wave function at time ¢ = 0.5
and study the relationship between the sampling error Eg, the wave number k and the sample size M.

Recall that sampling error Eg is defined as

k k €] M
UFGA(tv')uFGS<t";M’{ZO } )

Jj=1

ES(ka) =

; (5.1)
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TABLE 1. The square root of the mean square sampling error Es(M, k) of applying the FGS to
1D wave equations with Gaussian initial data.

c1(x) M =50 M =100 M = 200 M = 400 M = 800 M = 1600 M = 3200

k=2° 2.3856e—01 1.7932e—01 1.1703e—01 8.8621e—02 6.2476e—02 4.4833e—02 3.2010e—02
kE=2'" 24038¢—01 1.8117e—01 1.1775e—01 9.3241e—02 6.2403¢—02 4.5508¢—02  3.0250e—02
E=2" 26065e—01 1.7205e—01 1.2661e—01 8.5084e—02 6.2171e—02 4.1782¢—02 3.2901e—02
k=2" 25090e—01 1.8182e—01 1.2389e—01 9.1502e—02 6.6161e—02 4.6389e—02 3.1538e—02
co(x) M =50 M =100 M = 200 M = 400 M = 800 M = 1600 M = 3200

k=27 2.4662e—01 1.7574e—01 1.2691e—01 9.4593e—02 6.1579e—02 4.8843e—02 3.2599e—02
kE=2'" 24911e—01 1.8382e—01 1.1948e—01 9.4251e—02 6.0482¢—02 4.4729¢e—02 3.1154e—02
k=2 25076e—01 1.8512e—01 1.2300e—01 9.2491e—02 6.2701e—02 4.4771e—02 3.0680e—02
k=22 2554201 1.8720e—01 1.2539e—01 8.5601e—02 6.1707e—02 4.4333e—02 3.3418e—02

where uf, is the FGA ansatz and the ukq is the FGS solution. Notice that for any fixed setting of (M, k),
the sampling error Eg is a random variable and varies with different initial samples. Therefore, we measure the
mean square sampling error Eg(M, k), that is,

Ny M
uIIS‘GA(tv ) - ullgGS (tv g Mv {Z(()J)}j_1>

in each numerical case. We use 30 simulations for each sample size M and wave number k and calculate the
square root of the mean square sample error. In each case, we use a sufficiently large sample size to compute an
FGS wave function as an approximation of the FGA ansatz. For wave equations of dimensionality d = 1,2, 3,
the large sample sizes used are My = 1.5 x 10°, 2.0 x 10%, 2.5 x 10° respectively. In each of the following examples,
the initial sampling is based on the density given (3.7), and the fourth order Runge-Kutta method is used to
evolve the ODE system (2.5) and (2.7) for each initial sample up to time ¢ = 0.5. The time step is chosen as
At = 1.0 x 10~*, which is small enough that the error of the Runge-Kutta method is negligible. The FGS wave
function is reconstructed based on (2.14). 1% is computed directly by (3.2).

2
, (5.2)
E

Es(M,k) =E

Example 5.1. Use the FGS to solve the 1D wave equation. The initial conditions are

f(z) =0, 53)
fE(@) = k(%) exp(—ikz — kz?). .
The velocity functions are: ¢;(z) =1 and ca(z) = 1 + 1 sin(z).

We choose wave numbers k = 29,210 211 212 and sample sizes M = 50, 100, 200, 400, 800, 1600, 3200. Initial

samples {zéj )}évil are obtained from the following probability density:
kO V2 (p+1)% + 2¢?
_ _ . 4
(q,p) <2ﬂ> 3 eXP( ok (5.4)

The wave function is constructed on the spatial interval [—1,1].

We present the numerical results in Table 1 and Figure 1. For both velocity functions, the mean square
sampling errors Eg are independent of k and their square roots are of order O(M _%), which indicates that there
are similar results as Theorem 3.1 when applying the FGS to 1D wave equations with Gaussian initial data.

Example 5.2. Use the FGS to solve the 2D wave equation. The initial conditions are

E(p) =
{fo( ) 07 (5.5)

N

i) = k(Z) exp(—ik(xl t o) — k\m|2).
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c(r) =1 c(z) =1+ Lsin(x)
10° i 10° i i
— M2 — M2
——k =20 ——k =2
k=20 k=20
——k =21 ——k =2l
k=212 e | = 212

VESOLE)

102 103 102 10°
M M

FIGURE 1. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 1D wave equations with Gaussian initial data.
The velocity functions are: ¢i(x) = 1 and co(x) = 1 4 % sin(z1 + 22).

We choose wave numbers k = 28 29 210 211 and sample sizes M = 200, 400, 800, 1600, 3200, 6400, 12800.
Initial samples {z(()j )}jj‘il are from the following density:

(a.p) = < % ); exp(_ (pr+1)%+ <p26+/;>2 +2(¢3 + q§>>_ (56)

The wave function is constructed on the spatial interval [—1,1] x [—1,1].

We present the numerical results in Figure 2. One may easily notice that for each velocity function, the mean
square sampling error £g is independent of k and its square root is of order O(M _%). These are similar results to
Theorem 3.1 when applying the FGS to 2D wave equations with Gaussian initial data. A case of 2D wavefields
computed by the FGS and by the spectral method is plotted in Figure 3, from which one may see that with the
FGS, only a small number of initial samples are needed to calculate a comparably accurate solution.

Example 5.3. Use the FGS to solve the 3D wave equation. The initial conditions are

(?(w) =0, .
F@) = b(2) ¥ exp(—ik(zs + 25 + 23) — Klal”).
The velocity functions are: ¢;(x) = 1 and co(x) = 1+ % sin(z1 + 22 + x3).

We choose wave _numbers k= 25,2627 28 and sample sizes M = 800, 1600, 3200, 6400, 12800, 25600, 51 200.
Initial samples {z(()j )}jﬂil are generated from the following probability density function:

(a. )::(lﬂ)32¢5exp<_(p1+1)2+(pz+l)2+(ps+l)2+2q%+2q§+2qg), (5.8)

or ) 27 6/k

The wave function is constructed on the spatial interval [—1,1] x [-1,1] x [—1,1].
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— M2
——k=2

k=2°
—e—k =210
—n—k = 2!

10°

M

10*

c(zy,z9) =1+ %sin(xl + )

—_—M2
——k =28

k=2°
—k =21
— |y = 211

.
103

M

10

FIGURE 2. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 2D wave equations with Gaussian initial data.

t=0.05

t=0.10

t=0.10

\

t=0.15

W

FiGURE 3. The 2D wavefields computed by the FGS and the spectral method. The velocity
function is ¢(z) = 1 and k = 2. Top row: the wave function computed by the spectral method.
Bottom row: the wave function computed by the FGS using sample size M = 800. From the left
column to the right column, the wave functions in each column are at time ¢ = 0.05,0.10,0.15

respectively.

1641
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. (@, z9,23) =1 . (@, 9, 23) =1+ %sin(rcl + 2 + x3)
10 T 10 : |
— M2 — M
——k=2 ——k=2
k=26 k=20
——k =2 ——k=2
—— = 28 —— g = 28

VEOLE)
VESQLE)

10° 10* 10° 104
M M

FIGURE 4. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 3D wave equations with Gaussian initial data.

We present the numerical results in Figure 4. For each velocity function, the mean square sampling error Eg
does not depend k and its square root is of order O(M _%). These results are consistent with Theorem 3.1 in
cases of applying the FGS to 3D wave equations with Gaussian initial data.

We also present the runtime of computing the 3D FGS wave function with different sample sizes in Table 2.
Notice that the FGS algorithm is highly parallelizable: the evolution for each initial sample (gq,p) and the
reconstruction of the wave function at each spatial location @ are all independent. Therefore, one may easily
conduct a parallel implementation of the FGS on either the CPU or on one or more GPUs. The data in Table 2 is
obtained by a GPU-parallel implementation. A single GPU is used in this example and it is a NVIDIA GeForce
RTX 3090 with 10496 CUDA cores, 82 multiprocessors, and 24 GB of global memory. This particular graphics
card is hosted by a single 16-core Intel Xeon Gold 6130 at 2.10 GHz with 22 MB of cache and 192078 GB
of memory. GPU implementations are compiled using the NVIDIA HPC compiler NVFORTRAN 21.7. All
experiments are run on Ubuntu 18.04. For each setting of (M, k), the 3D wavefield propagates up to time ¢t = 1
with time step At = 1.0x 10~% and is reconstructed on a mesh grid of the spatial interval [—2, 2] x [-2, 2] x [-2, 2]
with mesh size N = 4k in each dimension. The initial sampling is implemented in MATLAB and the time
evolution and wavefield reconstruction are parallelized using CUDA Fortran. As Table 2 shows, the running
time of sampling and evolution is almost negligible. Besides, the runtime of evolution is insensitive to the sample
sizes from 200 to 12800 shown in the table. The running time of reconstruction is dominant in the program
and increases proportionally with the sample size. Still, one may notice that the runtime of relatively small
sample sizes, like 12800, is much smaller than that of a large sample size that is used to cover the overall phase
space. This comparison is more obvious when k is large, which demonstrates an advantage of the FGS that it
can provide a solution of comparably high accuracy with much smaller computational cost and running time,
especially in approximating high-frequency wavefields.

5.2. Examples with WKB initial conditions

In this subsection, we aim to study the results of the sampling error Fs when applying the FGS to wave
equations with WKB initial conditions. Similar to the Gaussian initial cases, we use the FGS to approximate
the wave function at time ¢ = 0.5 and study the relationship between the sampling error Eg, the wave number
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TABLE 2. The runtime in seconds of the FGS for 3D wave equations with different sample sizes.

Initial sampling M =200 M =800 M =3200 M =12800 M = 250000

k=25 0.004 0.009 0.030 0.094 1.72

k=28 0.005 0.009 0.027 0.097 1.79

k=27 0.004 0.010 0.028 0.099 1.83

k=28 0.003 0.011 0.032 0.099 1.88

Time evolution M =200 M =800 M =3200 M =12800 M = 250000
E=2° 0.33 0.34 0.33 0.33 3.91

k=25 0.31 0.33 0.33 0.33 3.91

k=27 0.34 0.35 0.35 0.35 3.92

k=28 0.35 0.35 0.34 0.34 3.91
Reconstruction M =200 M =800 M =3200 M =12800 M = 250000
k=2° 0.13 0.32 1.17 4.65 90.31

k=28 0.60 1.39 4.04 15.46 295.80
k=27 3.99 7.81 22.95 86.36 1696.41
k=28 33.47 60.00 173.60 632.50 12295.80

k, and the sample size M. To estimate the sampling error Eg, we do 30 simulations for each setting of sample
size M and wave number k and calculate the square root of the mean square error, that is v/€s. The FGA ansatz
is numerically approximated by an FGS wave function computed by a sufficiently large sample size. For wave
equations of dimensionality d = 1,2, 3, the sample sizes used are My = 1.5 x 10°,2.0 x 10, 2.5 x 10° respectively.
In each of the following examples, the initial sampling is based on the method given in Proposition 4.5, and the
fourth order Runge-Kutta method is used to evolve the ODE system (2.5) and (2.7) for each initial sample up
to time ¢ = 0.5. The time step is chosen as At = 1.0 x 10~%. The FGS wave function is reconstructed based on
(2.14). 9% is computed analytically in our examples.

Example 5.4. Use the FGS to solve the 1D wave equation. The initial conditions are
0,

(=)
fi(@) = k(%)
The velocity functions are: ¢;(z) = 1 and ca(z) = 1 + 1 sin(z).

We choose different wave numbers 2,210,211 212 and sample sizes M = 50, 100, 200, 400, 800, 1600, 3200.
The initial sampling is implemented as follows: first generate M initial samples of {q(j )}jle from N (p1,%4),
where 1 = 0 and ¥; = % + 5—10. Then for each ¢, generate yU) from N (uz2,%s), where pg = % and
o = ﬁ. A corresponding initial sample of p is obtained by pl) = VS, (y¥)) = 2y — 1. The FGS wave
function is constructed on the spatial interval [—1, 1].

We present the numerical results in Figure 5. For each velocity function, the square root of the mean square
error Eg is of order O(M _%) for each k. When M is fixed, /&g is slightly increasing as k increases, and the
increase rate is of order O(k3). The dotted lines in Figure 5 indicate that v/Eg/vk is independent of k. This
example indicates that there are similar results as Theorem 4.6 when applying the FGS to 1D wave equations
with WKB initial data.

=

exp(—25|:c|2 + 3k (|lz - 0252 + |z — 0.75|2)).

Example 5.5. Use the FGS to solve the 1D wave equation. The initial conditions are

¢ (@) =0, (5.10)
Fx) = k%ﬂ'_%l()O%mQ exp(—50|a:\2 +ik|z — 0.5|2). '
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c(z)=1 ‘ ‘ c(x) =1+ Lsin(z) ‘

A171/2
——k=2"

M2
—o—k=2"
100 k=210|7]
—e— = 21!
e o = 212

100

€s(M, k) for solid lines, \/Es(M, k) /v/k for dotted lines

€s(M, k) for solid lines, \/Es(M, k) /v/k for dotted lines

=)
o
=)
S

M M

FIGURE 5. The square root of the mean square sampling error Es(M, k) of applying the FGS
to 1D wave equations with WKB initial data.

The velocity functions are ¢;(z) = 1 and cp(x) = 1+ § sin(z1 + z2).

In this example, the WKB initial condition f{ has a non-Gaussian amplitude ain(2) = z-22 exp(—=50[z|?),
where Z, is a normalization factor that ensures [~ a? (z)dz = 1. Instead of using Proposition 4.5 (3) directly
for sampling, we apply the inverse transform sampling strategy to generate initial samples (g,p). First, we
compute the marginal cumulative distribution function of Q:

q

Fola)= [ malt)ds (5.11)

— 00

where mg(q) follows from (4.13) and then compute the the inverse Fg L of Fg. Then we generate samples uéj ) (j=

1,---, M) from the uniform distribution on [0, 1] and compute the corresponding samples q¥) = F, o 1(uéj )) for
Q. Given each ¢, we implement a similar procedure to generate sample y) from the conditional distribution
Tyjo in (4.14) and finally p¥) = VS, (y)) = 2y) — 1. We construct the FGS function on [—1,1]. Figure 6
shows how the sampling error Eg(M, k) in mean square changes with the wave number k and the sample size M.
We notice a similar trend as the preceding example on WKB initial data with Gaussian amplitude. Particularly,
the almost overlapping dotted lines in the figure indicate that the increase rate of v/Eg with k is of order O(ki),
which coincides with our conclusion in Theorem 4.6. This example illustrates the feasibility of the FGS for WKB
initial data with non-Gaussian amplitude.

Example 5.6. Use the FGS to solve the 2D wave equation. The initial conditions are

{fé“ ()

0,
1

B(2)% exp(—25[af” + ik|z — 0.5 ). (5.12)

fi (=)

s

The velocity functions are: ¢1(x) =1 and cz(x) = 1 4 § sin(z1 + 22).
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c(z) = 1+ Lsin(z)
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FIGURE 6. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 1D wave equations with WKB initial data with non-Gaussian amplitude.

We choose wave numbers 28,27, 210 211 and sample sizes M = 200, 400, 800, 1600, 3200, 6400, 12800. The
initial sampling proceeds as follows: first generate M initial samples of {qV )}jj\il from N (u1,%1), where

1 1

144 0

p = (0,0),%, = <k 0°° ]1€+1O>. (5.13)
5

Then for each ¢\%) generate an initial sample of y¥) from A (2, X2), where

_ )= = (P5F , 5.14
e <50+k’ T e N e G14)

Finally compute p¥) = VS, (y"¥)) = 2(y"9) — 0.5). The FGS wave function is reconstructed on the spatial
interval [—1,1] x [—1,1].

We present the numerical results in Figure 7 and compare the FGS solution and the spectral method solution
in Figure 8. For each velocity function, the square root of g is of order O(M _%) for each k. When M is
fixed, v/Eg slightly increases with k at an increase rate of order (’)(k%). The dotted lines in Figure 7 show that
VEs/ Vk is independent of k. This example indicates that when applying the FGS to 2D wave equations with
WKB initial data one may still have similar results as Theorem 4.6.

Example 5.7. Use the FGS to solve the 3D wave equation. The initial conditions are

()
fi()

0,

k(%)%exp(—g\w\2+ik|w—o.5\2), (5.15)

The velocity functions are: ¢1(x) =1 and cz(x) = 1+ § sin(z1 + 22 + x3).
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FIGURE 7. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 2D wave equations with WKB initial data.
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FiGURE 8. The 2D wavefields computed by the FGS and the spectral method. The velocity
function is c¢(x) = 1, k = 2%, t = 0.25. From the left to the right, the wave functions are
the solution given by the spectral method, the solution given by the FGS with sample size
M = 12800, and the solution given by the FGS with sample size M = 25600 respectively.

We choose wave numbers k = 2°,26 27 28 and sample sizes M = 800, 1600, 3200, 6400, 12800, 25600, 51 200.
The initial sampling is implemented as follows: first generate M initial samples of {q(j)}j]‘i1 from N(u1,%1),

where

H1 = (07070)’21 =

T+: 0 0
0 +4+% 0 | (5.16)
0 0 T+3

Then for each qU/), generate an initial sample of y) from N (usg, Xs), where

(s ) (B -
B =\ s s+ 54k )27 U A :
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c(xy, 0, 23) = 1 c(xy, 0, 3) = 1+ %sin(zl + o + 3)
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FIGURE 9. The square root of the mean square sampling error Eg(M, k) of applying the FGS
to 3D wave equations with WKB initial data.

A corresponding initial sample of p is obtained by pl) = VS, (y¥)) = 2(y¥) — 0.5). The wave function is
reconstructed on [—2,2] x [-2,2] x [-2,2].

The results are presented in Figure 9. The square root of &g is of order O(M _%) for each k. When M is fixed,
Vs increases with k at a rate of order O(k1). From the dotted lines in Figure 9 one may see that /Es/vk?
is insensitive to k. This example demonstrates the conclusion of Theorem 4.6 in the cases of applying the FGS
to 3D wave equations with WKB initial data.

6. CONCLUSION AND DISCUSSION

In this work, we generalize the frozen Gaussian sampling (FGS) for the wave equations. The FGS shows
great potential for reducing the computational costs in the propagation and reconstruction of high-frequency
wavefields. The key to this stochastic simulation method is to design appropriate sampling density functions
according to different types of initial conditions. An ideal sampling density should be easy to sample and at
the same time, reduce the corresponding sampling error as much as possible. For wave equations, we introduce
two different sampling techniques and estimate the sampling error and total error of the FGS for Gaussian
and WKB initial data cases respectively. In particular, we prove and validate through numerical experiments
that in Gaussian initial cases, the sampling error in the mean square sense does not depend on the asymptotic
parameter k. In addition, we prove that in WKB initial cases, the mean square of the sampling error has an
upper bound of order (’)(k%), where d is the dimensionality. However, our numerical examples show that the
proposed sampling method for the WKB cases can still achieve satisfactory approximation, which indicates that
this sampling technique can balance sampling convenience and error reduction. It should be natural to extend
the above sampling methods to the approximation of many other wave equations, such as hyperbolic systems.
More advanced and accurate sampling techniques are also expected for the implementation of the FGS.
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