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ABSTRACT. We propose a level set method for the semiclassical limit of the Schrodinger equation with
discontinuous potentials. A discontinuous potential corresponds to a potential barrier, at which waves
can be partially transmitted and reflected. Previously such a problem was handled by Jin and Wen
using the Liouville equation—which arises as the semiclassical limit of the Schrodinger equation—with
an interface condition to account for partial transmissions and reflections (S. Jin and X. Wen, SIAM
J. Num. Anal. 44, 1801-1828, 2006). However, the initial data are Dirac-delta functions which are
difficult to approximate numerically with a high accuracy. In this paper, we extend the level set
method introduced in (S. Jin, H. Liu, S. Osher and R. Tsai, J. Comp. Phys. 210, 497-518, 2005) for
this problem. The advantage of this method is that, via a simple decomposition of the initial data
one can evolve in time with bounded solution, so as to avoid discretizing the singular delta function
numerically until at the output time, thus offering a more accurate numerical approximation.

Two new ideas are introduced here: 1) a decomposition of the problem with partial transmission
and reflection into the sum of problems with only complete transmissions and reflections, so the level
set method of Jin-Liu-Osher-Tsai can be used here; 2) a reinitialization technique, which allows us
to write the sum of several Dirac-delta functions into one delta function, enabling us to handle mul-
tiple transmissions and reflections. We carry out numerical experiments in both one and two space
dimensions to verify this new algorithm.

1. INTRODUCTION

In this paper, we construct and study a numerical scheme for the Liouville equation in d-dimension:
(1.1) fe+Hy -Vyf—Hy-Vyf=0, t>0, x,veR?,

where the Hamiltonian H possesses the form
1
(1.2) H(x,v) = §|v|2 + V(x)

with V(x) the potential function. f(t,x,v) is the density distribution of particles depending on po-
sition x, time ¢ and velocity v. We are concerned with the case when V(x) € W™ with isolated
discontinuities due to potential barriers. Waves hitting a potential barrier can undergo partial trans-
missions and reflections.

The bicharacteristics of the Liouville equation (1.1) satisfy the Hamiltonian system:

dx dv
%:V, E:—VXV<X)
In classical mechanics the Hamiltonian (1.2) of a particle remains a constant along the particle tra-
jectory, even when it is being transmitted or reflected by the interface.
This Liouville equation arises in the phase space description of the semiclassical limit [7, 21] of the

Schodinger equation:

(1.3)

2
(1.4) ihoul = —%Awﬁ + V(z)y", z €R",
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where 1" is the complex-valued wave function, & the reduced Planck constant. The Liouville equation
has been the basis of many recent numerical methods for high frequency waves or the semiclassical limit
of the Schédinger equation, see [2, 3, 5, 6, 9, 14, 23], when the potential function V' is smooth. At the
discontunuities of V', the semiclassical limit has to account for partial transmissions and reflections
[1, 22, 25]. In the works of Jin and Wen [15, 17|, the interface transmissions and reflections are
formulated as interface conditions that are used to couple the Liouville equation (1.1) away from
the interfaces, and then the interface conditions are built into the numerical fluxes for the Liouville
equation, resulting in a class of numerical methods for high frequency waves through interfaces that
can capture partial transmissios and reflections without numerically resolving the short wave length.
Such a method has been extended for quantum barriers [11, 12, 13] and for wave diffractions [18, 19].

One of the difficulties in using the Liouville equation is the singular initial data. Indeed, if one
considers the Schrodinger equation (1.4) with the WKB initial data

(1.5) P(2,0) = Ao(z) exp(iSo(x)/€)

one arrives, in the semiclassical limit 7 — 0, the following mono-kinetic initial data for the Liouville
equation (1.1):

(1.6) £(0,%,v) = [Ao(x)[8(v — VxS0 (x))

Even for a smooth potential, the solution to (1.1) and (1.6) are sum of Dirac-delta functions corre-
ponding to multivalued velocity and density [8, 26]. Numerical solutions of such singular solutions are
usually poor, since one needs to first approximate the delta function in (1.6) initially and then evolve
such data in time by solving the Liouville equation (1.1) (hereafter called the direct method) with nu-
merical schemes that typically introduce numerical dissipation. An improved method (hereafter called
the decomposition method) was introduced in [9], where f was decomposed into ¢ and 1; (i = 1,--- ,d)
where ¢ and 1); solve the same Liouville equation (1.1) with initial data

(1'7) d)(X, v, 0) = pO(X) ’ @Zji(xa v, 0) =V — uiO(X) )

respectively. This allows the numerical computations for a bounded solution rather than measure-
valued solution of the Liouville equation with singular initial data (1.6), which greatly enhances the
numerical accuracy. The moments (such as the density p and momentum pu can be recovered through

(1) pxt) = [ Gxv L 3wy,
(1.9) u(x,t) = /qb(x,V,t)ng_lé(ibi)dv/p(x,t).

Numerical results in [9] showed an improved numerical accuracy and resolution of this decomposition
method than the direct method. This decomposition method can be extended to potential barriers
with complete transmissions and reflections [15, 16]. But for partial transmissions and reflections, extra
level set functions are needed each time the particle hits the interface and then splits into a reflected
one and a transmitted one, thus the total number of level set functions will increase exponentially in
time with multiple transmissions and reflections [2, 17].

The goal of this paper is to extend the decomposition method for partial transmissions and reflec-
tions. In order to achieve this, we introduce two new ideas here. First, we decompose the problem
with partial transmission and reflection into the sum of problems with only complete transmissions
and reflections, so the decomposition method of Jin-Liu-Osher-Tsai can be used here as in [15, 16].
Secondly, a reinitialization technique, which allows us to write the sum of several Dirac-delta functions
into one delta function, is introduced. This enables us to handle multiple transmissions and reflections.
We carry out numerical experiments to verify the proposed new algorithm.
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We give the details of decomposition in section 2. In section 3, we state the level set formulation of
the corresponding systems. In section 4, we give details of how we do the reinitialization. In section
5, we give some numerical examples. At last, we make some concluding remarks.

2. DECOMPOSITION OF THE INTERFACE PROBLEM

We illustrate our idea in the following simple 1D example. The result can be extended to any space
dimension and any geometry without difficulty.

Assuming the interface is at * = 0 with V,, — V; = AV, we consider the following initial value
problem with interface conditions

((Lf =0 +&fe—Vile=0,

£(0,2,) = fo(x,€)

F(E.0F,€%) = RED) f(£,07,—€7) + T(E)f(£,07,67), €720
| F(£,07,67) = RE)F(1,07,—€7) + T(ENF(1,00,67), ¢ <0
Here £ is the linear Liouville operator defined by
(2.2) L:=08; + £, — Vi ,

(2.1)

T and £, having the same sign, satisfy the conservation of Hamiltonian
(2.3) EP+Vi=EN?+ V.

Note that the solution to the Liouville equation (1.1) cannot be suitably defined at the discontinuities
of V. With the interface condition in (2.1), the problem becomes well-posed [17]. In particular, the
solution to (2.1) can be solved by a method of (generalized) characteristics. Let €;(¢) denote all
(z,€) such that they can be traced backward along the trajectory of the Hamiltonian system (1.3) to
t = 0 without hitting the interface x = 0, while 25(¢) consists of all other (z,&), i.e., if we trace (z, &)
backward along the the trajectory of (1.3), it hits the interface at some time .. The solution to (2.1)
is then given by (assuming that the backward trajectory of (1.3) hits x = 0 at most once):

o If (z(t),£&(t)) € Oy, then

(2.4) f(t,2,&) = fo(wo, o)

where (g, &) is the solution of (1.3) backward in time at ¢ = 0 with initial data (z(t),{(t))
at time ¢.
o If (z(t),&(t)) € Qa, then

ft,z,6) = R(EN)f(te, 07, —EF) + T(67) f(te,07,67).
(2.5) = R(EN) folag, &) + T(E) folag, &5)-

See Figure 1.

We now show that the solution to (2.1), as defined above, can be written as the sum of three interface
problems satisfied by the same Liouville equation, but with complete transmissions and reflection. The
result is stated in the following theorem.
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/Interface (t,z,8) € Q2
(t,z, &) €
(te, 07, &™)
(te,07,€7)
N
\(tm[)+77£+)
(0,28,€8) (0,28, €R) (0, 20,60)

Figure 1: Illustration of the characteristic solution.

Theorem 2.1. Let f be the generalized characteristic solution of (2.1). Consider the following three
initial value problems with interface conditions:

EfR:(): fR(O,.’L',f):fé%(x,{) = f0<$7£)
(2.6) FE#,0%,67) = R(ED) fR(L, 07, =€), €F >0

SEE,07,67) = R(E)fR(t,07,-¢7), & <0

LI =0, fTY0,2,6) = [N (,€) = Lppeoy fola, €)
(2.7) FTLE, 0, €5) = T(€)FTHE07,€7), €5 20
STH,07,67) =T (M) fMH(t,07,6), ¢ <0
and
(£fT2=2, fT2(0,2,6) = f2(2,€) = Tsoy fole,€)
(2.8) FT2(,0%,67) = T(€)fT2(4,07,67), &5 20
| FT2107,60) = T(EN) (1, 04,6%), € <0

where € and £ satisfy condition (2.3) with the same sign. If no characteristic hits the interface
x = 0 more than once for 0 <t < K, then

(2.9) f= 4 o f7 4+ Iy /72, 0<t<K.

Proof. Let 0 <t < K. We decompose the z-£ plane into two parts: Qi(t) and Q2(t). According to
the definition of the solution to (2.1),

(2.10) ft, 2, €) = Iq, folzo, &) + To, R(ET) fo(al, &) + I, T(€7) folad, ).
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Similarly,
(2.11) Rt 2,8 = I, folwo, &) + I, RED) folag, &),
(2.12) Ut 2.8 = o me<oy fo(@o,0) + I, T(E7 ) a7 <oy fol(a, &),
(2.13) Pt a,6) = To I{myz0yfo(@o, &) + Io, T(E7 ) ur 0y o6, €0 )

By the definitions of €, for all (x,£) € 5, one can trace backward in time along the trajectory of
(1.3) to (zo, &o) without hitting the interface z = 0. Therefore, ¢ < 0 if and only if x < 0. Thus

10, I{zg<0y = loi a0y Lo l{zo>0) = Loy N0}
Similarly, definitions of {29 and :UOT imply that

0,11, <0y = Lo, N0} I, Ipr>01 = oy N{a<0}-
Hence
fR(ta z, 5) + I{IZO}le(ta xz, 5) + I{$<0}fT2(t7 xz, 5)

= I, fo(o,&0) + Lo, R(ET) fo(agh, )+
Ites0y 10, <0y fo (20, €0) + Iaz0y Lo, n(az0yT(E7) folad, &5 )+
Itpcoplo, faz0).fo(20,€0) + Iacoy o, Aga<0y T(E7) fo(2d, &7)
= Iq, fo(zo, &) + In, R(ET) fo (o, &) + 10, T(E7) folaf, &)

= f(t,:v,&).
O

Theorem 2.1 shows that an interface problem with partial transmissions and reflections can be
written as sum of interface problems with complete transmissions and reflections, as long as the
particle trajectory does not hit the interface more than once. Based on this result, we can use the
following strategy to obtain the solution of (2.1): for 0 < ¢t < K, we solve problems (2.6), (2.7) and
(2.8), then

flt,2,€) = Rz, &) + [Tt 2, 6) + fT2(t,2,6), 0<t<K.

Using f(K,x,&) as the initial data, we redo the previous step to get solution of (2.1) on [K,2K]. One
can repeat this process to obtain the solution for any time interval [0, 7.

Remark 2.1. If all the characteristics hit the interface with |7 > C > 0 and || > C > 0, where
C is a positive constant, then we can always find a constant K, such that no characteristic will hit the
interface more than once in any time period with length K. Hence following the above strategy gives
us the exact solution of (2.1).

Remark 2.2. If there is no K can grantee that every characteristic hits the interface at most once in
any time period with length K, we can still perform our strategy to get a solution. And the difference
between our solution and the exact solution is bounded by a function of K (which goes to 0 as K goes
to 0), no matter how many steps were performed. We explain the details below.

For a chosen K, we can find C > 0, such that if |€T] > C and |£~| > C, then the characteristic
will not hit the interface more than once in any time period with length K. So no matter how many
steps were performed, the solution for this part is exact. The remaining part, which corresponds to
|€E| < C(K), goes to 0 as K goes to 0.
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Remark 2.3. If there are N interfaces which divide R' into N +1 parts denoted by Ay, Aa, ..., Ani1
respectively, then the solution f will be

N+1
f=r+ Z Tpnag /7,
i=1
where each f1i has the initial data

fTi(O7$7£) = fgz(xvf) = IAifo(x,f).

Similarly, in the multi-dimensional case, if the interfaces divide R™ into N + 1 parts denoted by
Ay, Ao, ..., ANy Tespectively, then the solution f will be

N+1
f=rf+ Z Igmoan 7,
i=1
where each f'i has the initial data

fTi(07$7£) = fgz(xag) = IAifO(xaé)'

3. THE LEVEL SET DECOMPOSITION

Consider the § function initial data (1.6), namely,

(3.1) f(0,2,8) = fo(x, &) = po(x)d (€ — uo(x)) .

Correspondingly, the initial data for ff f7 and f%, which only involve complete transmission or
reflection, are of the mono-kinetic form (3.1). According to [15, 16], they can be solved by the
decomposition method of [9]. More specifically, f% = ¢5(¢%) where ¢ and % satisfy

Lo =0, ¢f(x)=E—uo(x)
(32) @R(t, O+7 £+) = ¢R(t7 0+7 _£+)a £+ >0

Pf(t,07,67) = f(t,07,—-¢7), & <0

Lyt =0, ¢fi(z) = po(x)
(3-3) P, 07, 6%) = R(E)PH(E, 07, —€F), €7 >0
R(t,07,67) = R(E7)pH(t,07,-¢7), € <0
Similarly, f71 = ¢ T15(4T1) and 72 = 726()72) where

LT =0, ¢f'(z) =&~ uo(x)
(34) ¢T1(ta 0+7§+) = d)Tl(tv 0_’5_)7 €+ >0

TH(t,07,67) = ¢TH(t,07,&T), & <0
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(3.5)

(3.7)

LPTr =0, it (x) = Iz<oypo(x)
YTt 07, 67) = TN Y™ (t,07,67), £€7>0

PT(t,07,67) =T )y (¢, 0M,¢%), & <0

LT =0, ¢§%(x) =& — uo(w)

¢T2(t,07,67) = ¢T2(t,07,£67), £F >0

T2 (t,07,67) = ¢T3(t,01,&T), & <0
LPT2 =0, ¢§*(x) = Izsoypo(x)

P2, 0%,6%) = T2 (6,07,67), &t >0
PT2(t,07,67) = T(E)w™(t,0%,¢%), & <0

At time K, one can sum these solutions to obtain

(3.8)

FE) = R4 T4 172 = Bo (o) + 9 1o (o™ + o 26(¢72)

4. REINITIALIZATION

As discussed in the previous section, even though fj is monokinetic (3.1), at time K it is a sum of
more than one delta-functions. In fact, it may be the sum of more than three delta-functions shown in
(3.8), since #7172 may have multiple zeroes, corresponding to multiphased velocities [8, 26]. Clearly,
to continue the decomposition of section 3, we need to reinitialize f(K,x, &) so it becomes mono-kinetic

data like

(4.1) =

(3.1). In other words, we want to find ¢ and v such that

f(z, & K)

R, & K0 (0%, & ) ) + 0T (0,6, )3 (07 (2,6, K) ) + 0™ (€, K)o (672w, ¢, K) )
Wi, & K)3(9(x.6,K)).

The following theorems provide a generic stragety on how this can be done.

Theorem 4.1. (I1-Dimension) Assume g;(x) are continuous functions with N; distinct zeros xj,,

i=1,---

yNj,j=1,---,N. Assume f;j(x) are bounded continuous functions. Then there exists an

€ > 0 and a function k defined by

(4.2)

such that

(4.3)

1, || <e
0, |z|]>e€

j_vjfxx)(s(gj(x)) = f(2)3(9(=))
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in the distributional sense. Here

(4.4) =3 fi@)(g5(2))

=1

and g(x) is defined by

(4.5) g(x) = sgn (gkz (-’L‘)) min (\gj(@D’

where ky, is the index such that ‘gkm (x)’ < ‘gj(x)‘, V.
Proof. Since g;(x) are continuous with distinct zeros, there exists an 1 > 0 small enough, such that
(zj, —myzj,+mn), i=1,--,Nj, j=1,--- N

are disjoint intervals and

~ max_ max ‘g](:c)‘ <  min_ min ‘gm(:p)‘ ,
1<GENI<IKNG \ we(ay, —n,zj,+n) 1<GSNAKISNG \ z€(xy; —n,j,+n),m#]

Let

(4.6) € 1<j<r]%?><<i<Nj<xe(xjirn%§ji . \gg(xﬂ)

then on each interval (:nji —n, x5 + ),

f(x) = fj(x)
and

9(x) = gj(x).

Furthermore, one can find a positive number #, such that

(4.7) gl@)>0>0, VoeeR\ ) (@ -na,+n).
1<j<N,1<i<Nj

Therefore, V¢ € C°(R),
Nj

(4.8) /OO w(w)f(w)(S(g(w))dx = EN: Z/

o j=11i=1"%;—"

Ty, +n

o) f(2)6(9(a) ) d



LEVEL SET METHOD FOR THE SCHRODINGER EQUATION WITH DISCONTINUOUS POTENTIAL 9

Hence, for all test functions ¢ € C°(R),

o
= Z/%p(x)fj(w)(s(gj(x))dx

j=1

N N;

This completes the proof. U

Theorem 4.2. (Multi-Dimension) Assume g;(x) are C1 continuous functions such that [g., 5<gj (x))dx <

oo for j =1,---,N. Denote the zeros sets of g;j(x) by Q;. Assume that M(le N sz) =0, V71, 7J2.
Suppose there exists a constant C' > 0 such that

(4.10) ‘ng(x)‘ >C, Vj Vreq,.

Let fj(x) be bounded continuous functions. Define the function ke by

(4.11) ()= e
0, |z|]>e.
Then
N
(4.12) fe@3(9(@)) =D fi@)0(g5()), €0
j=1
in the distributional sense. Here
N
(4.13) fo@) =Y i@ (95))
j=1

and g(z) is defined by
(4.14) g9(x) = gk, (x)
where k, is the index such that ‘Qkx ($)) < ‘gj (x)‘, Vj.

Proof. For every fixed test function ¢(x) € C°(R"™), for every fixed n > 0, one can choose 6 small
enough such that

1
< UL

(4.15) 5

N N
| et 3. o8 (oy(e))as =3 | e@i@5(g5(0) d

6
j=17%%
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where Q? is a subset of Q; with M(Q?) < oo and dist(£2;,,9;,) > C1 > 0, Vi, jo. Following the same

idea of the proof of Theorem 4.1, one can further choose a ¢ > 0 small enough, such that if 0 < e < p
then

N
(4.16) > /| P55y (0) o = / oy POl

We chose 6 > 0 small enough so that

N
1
(417) [ e@ (S 15@1)5(s@)de < n.
[ P 0t <
Combining (4.15), (4.16) and (4.17), we obtain that for every fixed p(z) € C°(R"), and for every
fixed n > 0, there exists o > 0, such that if 0 < € < g, then

N
(418) IRE 3 eI {gp (o))~ [ @@ (g(a))do

<.

g

Corollary 4.1. If n > 2 and gj(z) are piecewise Cl continuous functions, then the conclusion of
Theorem 4.2 is still true.

5. NUMERICAL EXAMPLES

In this section, we give several numerical examples. In each example, we compute the density and
momentum which are given by

p= / F(t 2, €)de,

pu:/ff(t,x,f)df

We use the upwind scheme to compute all the one-dimensional examples with a minmod slope limiter
and the two-dimensional example with no slope limiter.
When computing the physical observables, we use the following discretized delta function [4],

1 ||
(5.1) sy = 4 BT Bl <L
0, otherwise,

where the parameter b is taken as b = 0.5V Az.
Example 5.1. (Plane waves) We consider (2.1) with the following parameters:
0 z <0,
V= R=02 T=08,
0.045 =z« >0.

and the initial conditions:

po(T) = Lz<oy, up(x) = 0.5.
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dz 0.02 0.01 0.005
lperrll, 120 x 1071 8.06 x 1072 5.07 x 102
|(pw)err]l; 551 x 1072 3.60 x 1072 2.15 x 1072

TABLE 1. Example 5.1, the {! errors of the density and momentum.

t=1 t=1
—— true solution 0.514 true solution |
— — : e — .
1.2+ [goeeeeecep o Ax=0.005 A&=0.005 | ls * Ax=0.005 A&=0.005
p | 0.4} PR
1bec0000000] 4 -
*
[e]
508 1 Eosf
£ =
[}
%CJ 06 g 0.2 *
go.
0.4r R
0.1 R
0.2 . 1 %
° O L A etk
op ‘ ‘ L%W ‘ ‘ ‘
-1 -0.5 0 0.5 1 -1 -0.5 0 0.5 1
X X

11

Figure 1: Example 5.1, the comparison of density and momentum between the analytical solution and

numerical solution.

One could solve this problem analytically, and the solution at the time t =1 is

The analytical density and momentum are given by

.
1 z < —0.5, 0.5 z < —0.5,
1.2 —0.5 <z <0, 0.4 —-0.5 <z <0,
p = pu =
1 0<x<04, 0.4 0<z<04,
0 04 < . 0 04 < x.

The errors and comparison figures are given in Table 1 and Figure 1. The convergence orders for

the density and momentum are 0.6215 and 0.6775.

Example 5.2. (Harmonic oscillator) We consider (2.1) with the following parameters:

22 /20 r <0,
V= R=0.2, T=08,
22/20+0.045 x> 0.

and the initial conditions:

po(z) = exp(—100(z + 0.3)?), up(x) = 0.5.

The reference solution is computed in fine mesh and using small time steps. The comparison is

given in Figure 2.
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=1 t=1
T 0.4
reference solution A\ — reference solution N
087 | 4 Ax=0.005 A£=0.005 [\ * Ax=0.005 A%=0.005 A
0.7} Ax=0.01 AE=0.01 foo 0.3r AX=0.01 AE=0.01 &
o6l - Ax=0.02 A&=0.02 \ .+ Ax=0.02 A§=0.02 L !
' IS g 02 Loy
205 [ % 3 ooy
[ } |, < J \
4 [ ‘ | ; o.
g0 [ \ é 0.1 / \\*‘
| oo ¥4 .
0.2 **** ‘ 0%4«*’* ***M K Ko
% ) k ¢
L R ¢ | :\k
0 $aF Ko’ K4 0iob -0.1 s
-0.5 0 0.5 -0.5 0 0.5
X x

Figure 2: Example 5.2, the comparison of density and momentum between the reference solution and
numerical solution.

Example 5.3. (Reinitialization) We consider (2.1) with the following parameters:

0 x <0,
V= R=02, T=08,
222 4 0.045 = > 0.
and the initial conditions:
po(r) = I{q;go}, ug(z) = 0.5.

In this example, the particles will hit the interface frequently due to the strong harmonic potential
in the domain {x > 0}. We assume the speed of the particle becomes zero at * = Zyyy, then by the
conservation of Hamiltonian,

0.52

+32
(52) = 0.045 + 422,

one has ¢ = 0.4, x4yrn = 0.2 which implies a lower bound for the reinitialization time is K = 1
(actually the second hitting time is ¢t = 7/2).

We compare the numerical solution with analytical solution at £ = 1 and ¢t = 2. When reinitializa-
tion, we let k be the following cutoff function

1, |z| <0.5vVdz
r(x) =
0, |z|>0.5Vdz

Following [27], one can find the analytical solution. The analytical solution at ¢t = 1 is given by

(5.2)
L 5<§ —0.4y/1— 25x2)

t,x, = Irpcnd(E—0.5)+0.21_g5<5<n0(E+0.5) + 0.81p<, _
f(t z,€) {z<0} (€ ) {~0.5<2<0} (€ ) {0< 30'2}0.8m

€40.4v/1— 253:2)

1
+0.8150 25in 2<2<0.2} Wl——w(s(



LEVEL SET METHOD FOR THE SCHRODINGER EQUATION WITH DISCONTINUOUS POTENTIAL 13

The analytical density and momentum at ¢ = 1 are given by

(1 z < —0.5,
1.2 —05<x <0, 0.5 z < —0.5,
. \/Ifw 0 <2 <0.2sin2, . 04 —-05<z<0,
9 0.4 0<2x<0.2sin2,
e 02sin2<e <02, 0 0252 < 2.
0 x> 0.2.

The analytical solution at t = 2 is given by

ft,2,8) = Ip<oyd(§ —0.5) +0.2I1<p<0y6(§ + 0.5) + 0.641 7 /4 1<2<010(€ +0.5)

€—041— 25952)
€404v1— 25952)
! 5(§ —0.4y/1— 25952)

+0.16I10<z<0.25in2(2—7/2)} Wl——w

The analytical density and momentum at ¢ = 2 are given by

1

+0.8] (<< 2) —— s
5 0= SO’Z}O.SW(
5.3

1
+0.81{0<z<0.2} md(

1 rz < -1,
1.2 l<z<m/d—1, 05 z<-1,
1.84 m/d—1<xz<0, 04 —-l<z<m/4-1,
p= \/132W 0< o< 02sin2(2—1/2), pu=1{ 008 7/4—4<z<0,
9 0.08 0<z<0.2sin2(2 —7/2),
N 0.2sin2(2 —7/2) <z < 0.2, 0 0.25in2(2 — 7/2) < .
0 x> 0.2.

The comparison is given in Figures 3, 4 and 5.

We now compare with the direct method, in which one discretizes the ¢ function initial data and
solves the Liouville equation directly. Using the the same discretized delta function (5.1) with the
same parameter b = 0.5v/dx, we compute the solution of this example by the direct method. The
comparison of the results at time ¢ = 1 and t = 2 is given in Figures 6 and 7, which shows that
the decomposition method proposed in this paper gives a much more accurate solution especially for
longer time.

Example 5.4. (2d example) We consider a two-dimensional interface problem in the domain [—1, 1] x
[—1,1]. The potential well is given by

0 x €,
V= R=02, T=0.28,
1 r € Q°.
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t=1 t=1
o dx=0.01, d&=0.01 + dx=0.01, d&€=0.01
L tue solution | | 05 . —— true solution
| ik
| 0.4} *
150 a‘: ] £
2 / 2 o3
5 / c
c o Ve Q
O 1leececoo? 4 1< L
° g o2
1S
05f ] o1
.
ol
o
08 06 04 02 0 02 04 06 08 08 06 04 02 0 0z 04 06 08
X X

Figure 3: Example 5.3, the comparison of density and momentum between the reference solution and

numerical solution at t=1.

t=2 _
S R
asf| © dx=0.01,d&=0.01 ‘\ i « dx=0.01,d£=0.01
o — true solution | | 05+ —— true solution
i
I\
3 f g IS
2 / =
0 25 1 =
o S g
o 2 1 g
o]
150 o ] S
M
il 1
0.5- 1
or L L L L L L L
-08 -06 -04 -02 0 02 04 06 08 Oy 06 024 02 ) 02 o4 06 o8

Figure 4: Example 5.3, the comparison of density and momentum between the reference solution and
numerical solution at t=2, reinitialization was performed at t=1.

t=2 t=2
5 T T T T T T T . . . T T T T
asl| © dX=0.002_, d&=0.002 | ] + dx=0.002, d§=0.002
. —— true solution | 0.5¢ —— true solution 1
L | ]
i
35 “ 1 0.4 x
> 3 f‘& | g
= / Z 03
UC) 25 2 1 by
% 2 ] g 0.2 L
1.5¢ J IS
%—e—e—e—e—e—e—e—e—e—ej 0.1r
ik ] e
0.5¢ 1 of [
0 L L L L L L L L L L L L L
-08 -06 -04 -02 0 0.2 0.4 0.6 0.8 08 06 04 02 0 0.2 0.4 0.6 0.8
X X

Figure 5: Example 5.3, the comparison of density and momentum between the reference solution and
numerical solution at t=2 with a finer grid and b = 0.15v/dz, reinitialization was performed at t=1.
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t=1 t=1
25 T T T T ! T T T
o dx=0.01, d&€=0.01 + dx=0.01, d§=0.01
true solution | 05 et ] true solution
2r direct Liouville | 1 x direct Liouville
0.4r \—‘Lr»ﬂf—*d«—f*ﬂ”*—a»a—#
15} 4 g
b /‘ EO.S
‘@ [ aPere-ewerg / 5}
c
U 1foeeol ° L/ﬁ EO.Z
° o
£
0.1r
0.5r
.
ol
ol
: . . . . -0.1 : .
-0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8 -0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8
X X

Figure 6: Example 5.3, the comparison of density and momentum between the solutions obtained by
our method and by the direct method.

t=2 t=2
5 T T T T T T T T T T T T T T
.ol | © dx=001,dE=0.01| | | +  dx=0.01, d£=0.01
' true solution ‘ 05 true solution
4r direct Liouville | ] direct Liouville
350 ‘ 04 *
i
3 B IS *
2 / go.a
& 25 o ] *
E ° go.z
2Sh S
151 <) 4 *
H%&G*EF*%SS‘@—S—S&‘ 0.1r | xFexx
i g N
N
05h 0 J‘*—* T
or L L L L L L L
-08 -06 -04 -02 0 02 04 06 08 %8 06 04 02 0 02 04 06 08
X X

Figure 7: Example 5.3, the comparison of density and momentum between the solutions obtained by
our method and by the direct method.

where Q = {(z,y)|y > —04, y—x—0.5<0, y+ 2z — 0.5 < 0}. The initial condition is
po(T,y) = I{|z+0.5|<0.05, y>02}> U0 = (0, —\@)'

See Figure 8 for the of the interface and the initial data.
We compare the numerical solution with analytical solution at ¢ = 1. The analytical solution of
the density at ¢ = 1 can be obtained by the method of generalized characteristics, and it takes the

following form:
0.8
p(x,y) = Ipeg18(u—(0,-v2)) +0.2L1026(u — (—V2,0)) + ﬁlreg?)é(u — (2sin(7/12), —2 cos 7/12))

0.16
+—= Tregqd(u — (2sin(m/12),2 cos 7/12)

V3
1.28 cos(m/12)

V12 cos?(m/12) — 6

Lyegsd(u — (2sin(m/12), —/4cos?(r/12) — 2),
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0.8f
06 Incident wave
0.4F

0.2

-0.2F

-0.4F

-0.8F

Figure 8: Illustration of the potential well and initial conditions in Example 5.4.

where

regl = {(z,y)|y —x — 0.5 >0, —0.55 <z < —0.45.},

reg2 = {(z,y)|y —x — 0.5 >0, —0.05 <y < 0.05.},

regd = {(z,y)|y —x—0.5<0, y > —04, y <0.05— (x + 0.45)/ tan(mw/12),
y > —0.05 — (z + 0.55)/ tan(r/12).},

regd = {(z,y)|y—2z—05<0, y >—-04, y > —-04+ (r — z1)/ tan(7/12),
y < —0.4+ (x — x2)/ tan(mw/12).},

V4 cos?(m/12) — 2
2sin(m/12)

regh = {(z,y)|y—x—05<0, y < —04, y < —04 — (x — x1)

V4 cos?(m/12) — 2 |
2sin(r/12)
z1 = 0.45tan(r/12) — 0.45, 22 = 0.35tan(7/12) — 0.55.

y>—04—(x—x9)

The comparison of the numerical solution and the exact solution was shown in Figure 9, where the
densities after the third transmission and reflection are ignored since their magnitudes are already very
small. The mesh size is dxr = 0.000625, dy = 0.000625 and the time step is taken to be dt = 0.000125.

Figure 10 gives a bird eye view of the solution.

Figure 11 gives a bird eye view of the solution with interface plotted. To better illustrate the result,
the density in figure 11 was taken to be 2.5 times the original one.

6. CONCLUDING REMARKS
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Figure 9: Example 5.4, the comparison of density between the numerical solution (left) and true
solution (right) at t=1.

Figure 10: Example 5.4, a bird eye view of the density. Left: numerical solution. Right: true solution.

Figure 11: Example 5.4, a bird eye view of the density with interface plotted, to better illustrate
the result, density was taken to be 2.5 times the original one. Left: numerical solution. Right: true
solution.
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