PHYSICAL REVIEW A 101, 053624 (2020)

Analytical solution for the spectrum of two ultracold atoms in a completely anisotropic confinement
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We study the system of two ultracold atoms in a three-dimensional (3D) or two-dimensional (2D) completely
anisotropic harmonic trap. We derive the transcendental equation J5p(E) = 1/asp (Jop(E) = Inayp) for the
eigenenergy E of this system in the 3D (2D) case, with asp and ayp being the corresponding s-wave scattering
lengths, and provide the analytical expressions of the functions J3p(E) and Jop(E). In previous research, this
type of equation was obtained for spherically or axially symmetric harmonic traps [T. Busch et al., Found. Phys.
28, 549 (1998); Z. Idziaszek and T. Calarco, Phys. Rev. A 74, 022712 (2006)]. However, for our cases with
a completely anisotropic trap, only the equation for the ground-state energy of some cases has been derived
[J.-J. Liang and C. Zhang, Phys. Scr. 77, 025302 (2008)]. Our results in this work are applicable for arbitrary
eigenenergy of this system and can be used for the study of dynamics and thermal dynamics of interacting
ultracold atoms in this trap, e.g., the calculation of the second virial coefficient or the evolution of two-body
wave functions. In addition, our approach for the derivation of the above equations can also be used for other

two-body problems of ultracold atoms.

DOI: 10.1103/PhysRevA.101.053624

I. INTRODUCTION

The two-body problems of trapped interacting ultracold
atoms are basic problems in cold atom physics [1-13]. They
are of broad interest for the following reasons. First, the two-
body systems are “minimum” interacting systems of trapped
ultracold atoms, and one can obtain a primary understand-
ing for the interaction physics of an ultracold gas from the
analysis of such systems [14]. Second, the solutions to these
problems can be directly used to calculate some important
few- or many-body quantities [15-25], e.g., the second virial
coefficient which determines the high-temperature properties
of the ultracold gases. Third, these systems have been already
realized in many experiments [14,26-38] where the trap of the
two atoms can be created via an optical lattice site [26,27,30],
optical tweezer [31-35], or nanostructure [36-38].

In these experiments, by measuring or controlling the en-
ergy spectrum or dynamics of these two atoms, one can, e.g.,
create a cold molecule in an optical tweezer [32,33], derive the
parameters of interatomic interaction potential [26,27,30,34],
or study various dynamical effects such as the interaction-
induced density oscillation [31]. Theoretical results for the
corresponding two-body problems are very important for
these experimental studies.

The most fundamental systems of two trapped ultracold
atoms are the ones with a harmonic trap which has the same
frequencies for each atom, and an s-wave short-range inter-
atomic interaction. For these systems, the center of mass
(c.m.) and relative motion of the two atoms can be decou-
pled with each other, and the c.m. motion is just the same
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as a harmonic oscillator. Nevertheless, the dynamics of the
relative motion of these two atoms is nontrivial. For the three-
dimensional (3D) systems, Busch er al. [1] and Idziaszek and
Calarco [2,3] studied the cases with a spherically and axially
symmetric harmonic trap, respectively. They showed that the
eigenenergy E of the relative motion satisfies a transcendental
equation with the form

Jip(E) = L, ()
asp
with asp being the 3D s-wave scattering length, and provided
the analytical expressions of the function J3p (E) for these two
cases [1-3], as shown in Table I, respectively. Moreover, for
the two-dimensional (2D) systems with an isotropic harmonic
trap, Busch et al. obtained the equation

Jop(E) = Inasp, ()

for the relative-motion eigenenergy E, where ayp is the 2D
s-wave scattering length, and derived the expression of the
function Jop(E) [1]. With these results, one can easily obtain
the complete energy spectrum of these two-atom systems,
as well as the corresponding eigenstates. Thus, these results
have been widely used in the research of cold atom physics
[5,14,26,27,30,34,39-43].

However, for two atoms trapped in a 3D completely
anisotropic harmonic confinement, the transcendental equa-
tion for the arbitrary eigenenergy of the relative motion has
not been obtained so far. Only the equation of the ground-state
energy of a system with positive scattering length has been
obtained (i.e., the eigenenergy E which satisfies E < Ej, with
Ey being the relative ground-state energy for the noninteract-
ing case) in Ref. [4] by Liang and Zhang. This equation has
the form of Eq. (1) and the corresponding function J3p(E) is

©2020 American Physical Society
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TABLE 1. Expressions of the function J5p(E) of Eq. (1) for various 3D traps. Here, w, (¢ = x,, 7) is the trapping frequency in the «
direction, and we use the natural unit /i = 2u = w, = 1 with u being the reduced mass of the two atoms. The parameters 7, and 7, are defined
as ny = wy/w; and 1, = w,/w,, respectively, Ey = (1, + n, + 1)/2 is the ground-state energy of the relative motion in the noninteracting case,
and I'(z) and ¢ (z) are the Gamma and Riemann zeta function, respectively. The two expressions (39) and (40) of J3p(E) given by this work
are mathematically equivalent with each other. (x): There are typographical errors in Egs. (21) and (23) of Ref. [3].

Type E Jap(E) Ref.
_EL3

0, = w, = o, arbitrary E ﬂ% Ref. [1]
—2tz

>, 1“(— EF0 )
— ; e 7 ) 1 a1
0, = Wy # o, arbitrary E NG né) (T v Lz (1) Ref. [3] (%)
X7y €X] - 2
Wy # 0y # o, E <E, e d;{ l:/f % \/pl[(—i”]E"(:)t/l iﬂ B r}l/z} Ref. [4]
Wy # Wy, # w; arbitrary E Eq. (39) or Eq. (40) this work

also shown in Table 1. On the other hand, since these kinds of
confinements are easy to experimentally prepare and are thus
used in many experiments of ultracold gases [26-30,34,43],
it would be helpful if we could derive a general equation
satisfied by all of the eigenenergies.

In this work, we derive the equation for the arbitrary
eigenenergy of two atoms in a completely anisotropic har-
monic trap. We show that this equation also has the form of
Eq. (1) and Eq. (2) for the 3D and 2D cases, respectively,
and provide the corresponding analytical expressions of the
functions J3p(E) (Table I) and Jop(E) [Eq. (60) or Eq. (62)].
As with the aforementioned results [1-3] for the spherically
and axially symmetric traps, our equations are useful for the
studies of various thermal-dynamical or dynamical properties
of ultracold gases in completely anisotropic harmonic con-
finements. Furthermore, our calculation approach used in this
work can also be generalized to other two-body problems of
ultracold atoms in complicated confinements.

The remainder of this paper is organized as follows. In
Secs. Il and 111, we derive the equations for eigenenergies of
atoms in 3D and 2D completely anisotropic harmonic traps,
respectively. In Sec. IV, we discuss how to generalize our
approach to other problems. A brief summary and some dis-
cussions are given in Sec. V. Some details of our calculations
are shown in the appendices.

II. 3D SYSTEMS

We consider two ultracold atoms 1 and 2 in a 3D com-
pletely anisotropic harmonic trap which has the same frequen-
cies for each atom. Here we denote w, (¢ = x,y, z) as the
trapping frequency in the « direction, which satisfies

Wy F Wy F . (3)
For convenience, in this work we use the natural unit
n=2u=w,=1, 4)

with u being the reduced mass of the two atoms. We further
introduce the aspect ratios
Wy wy w;

77x - ’ 77y ’ nZ = 11 (5)
a)Z wZ wZ

where 71, and 7, describe the anisotropy of the trapping
potential.

As mentioned in Sec. I, for this system we can separate out
the c.m. degree of freedom of these two atoms and focus on
the interatomic relative motion. The Hamiltonian operator of
our problem is given by

H=H,+V,. (6)

Here, H, is the free Hamiltonian for the relative motion and
can be expressed as

Ao+ = p* + 3[ma® + )9 + 2], (7)

with p and £ = (%, §, Z) being the relative momentum and
coordinate operators, respectively. In Eq. (6), V; is the inter-
atomic interaction operator, which is modeled as the s-wave
Huang-Yang pseudopotential. Explicitly, for any state |y) of
the relative motion, we have

n a
(elVilyr) = dmaspd(r)=Lr - (rlyr)], ®)

with |r) being the eigenstate of the relative-coordinate opera-
tor £ with eigenvalue r, r = |r|, and a3p being the 3D s-wave
scattering length.

For our system, the parity with respect to the spatial inver-
sion r — —r is conserved and the contact pseudopotential V;
only operates on the states with even parity. Therefore, in this
work, we only consider the eigenenergies and eigenstates of
H in the even-parity subspace.

Now we deduce the transcendental equation for the
eigenenergy E of the total Hamiltonian H. We begin from the
Schrodinger equation,

[Ho + Vi1|W) = E|¥), ©)
satisfied by E and the corresponding eigenstate | W) of H. This

equation can be reexpressed as

1 A
) = —Vi|W¥). 10
) = i) (10)

Using Eq. (8), we find that Eq. (10) yields

a
(r|W) = 4mazpGo(E, r)[ﬁ[r' (rW)]

}, (11)
r=0
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where Gy(E, r) is the Green’s function of the free Hamilto-
nian Hy, which is defined as

Go(E,r) = (r| 0). 12)

E — Hy

We can derive the equation for the eigenenergy E by doing
the the operation %(r-)|r:0 on both sides of Eq. (11). In this
operation, without loss of generality, we choose r = ze,, with
e, being the unit vector along the z direction. Then, we find
that E satisfies

1
Jip(E) = . (13)

which is just Eq. (1) of Sec. I, with the function J3p(E) being

defined as
0
J3D(E)=4TF{—[|Z|'GO(E,Zez)] } (14)
7z—0

dz]

A. Expression of J3p(E)

Next we derive the expression of the function J3p(E). For
our system, the ground-state energy of the relative motion of
two noninteracting atoms is

Eo=5(nc +ny + 1. 15)

In the following, we first consider the case with E < Ej,
which was also studied in Ref. [4], and then investigate the
general case with arbitrary E.

1. Special case: E < E,

When E < Ey, the Green’s function Gy(E, ze;) (z > 0) can
be expressed as the Laplace transform of the imaginary-time
propagator [44-48], i.e.,

+00
Go(E. ze.) = —f K(. E. p)dP. (16)
0
with the function K(z, E, B) defined as

K(z, E, B) = e (ze.|e #™)0)

2
= exp [,BE — ZZcoth ﬂ:| 1_[

a=x,y,

No
.V 4m sinh(1,8) '

a7)

Here we emphasize that when E < Ej,, the function
K(z, E, B) exponentially decays to zero in the limit § —
oo, and thus the integration in Eq. (16) converges for any
fixed nonzero z. Nevertheless, this integration diverges in the
limit z — 0. That is due to the behavior of the leading term
e’zz/(4’3)/(4n,3)% of the function K(z, E, ) in the limit 8 —
0" [44-48]. We can separate this divergence by reexpressing
the integration as

+o00 e—%
GolE. ze.) = — / ap-—<"
0 @Arp):

+00
- / dBR(r.E. B)
0

1 +oo -
_ / AR (. E, ), (18)
0

_471|z| B

where

2

e
@rp):
In Eq. (18), the integration f0+oo dBK(z, E, B) uniformly con-

verges in the limit z — 0. Using this result, we obtain the
expansion of Go(E, ze;) in this limit,

K@z E,B) =K. E, B) - 19)

+00
—/ dBK(0;E, ) + O(2).
0
(20)

lim Gy(E, ze;) = —
o o(E, ze;) g

Substituting this result into Eq. (14) and using Egs. (17) and
(19), we finally obtain the expression

J3p(E)

+00 eﬂE N 1 1
= — d - .
/0 g {zﬁﬂ,y,zv sinh(1a ) 24/7 g3 }

(for E < Ejy), (21)

where the the integration converges for E < Ey, as the one in
Eq. (16). This result was also derived by Liang and Zhang in
Ref. [4].

2. General case: Arbitrary E

In the general case with arbitrary energy E, we cannot di-
rectly use the above result in Eq. (21) because the integration
in this equation diverges for £ > Ej. For the systems with
spherically or axially symmetric confinements, the authors of
Refs. [1,2] successfully found the analytical continuation of
this integration for all real E. However, for the current system
with completely anisotropic traps, to our knowledge, so far
such analytical continuation has not been found.

Now we introduce our approach to solve this problem.
For convenience, we first define the eigenenergy of the free
Hamiltonian Ho, which is just a Hamiltonian of a 3D harmonic
oscillator, as E,,. Here,

n = (n, ny, ny), 22)

withn, =0, 1,2, ... (0 = x,y, 2) being the quantum number
of the « direction. It is clear that we have

E, = €n, + Gny + €n,» (23)
with
G = (tmh @=xyD. @

In addition, we further denote the eigenstate of H, correspond-
ing to E;, as |n).

Similar to above, the key step of our approach is to calcu-
late the free Green’s function Gy(E, ze;) defined in Eq. (12).
Since the result in Eq. (16) cannot be used for our general
case because the integration in this equation diverges for
E > Ej, we need to find another expression for Gy(E, ze,),
which converges for any E. To this end, we separate all the
eigenstates {|m)} of H, into two groups, i.e., the ones with
n € Lr and n € Ug, respectively, with the sets Ly and Ug
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being defined as
Lg : {(ne,ny,n)lny. =0,1,2, ..., €, + €, + 3 <E}
(25)
and
Ug : {(nx, ny,n)ney . =0,1,2,..., €, +¢€, + % > E}
(26)
respectively. It is clear that we have
E, > E for all states withn € Ug. 27

Furthermore, we can reexpress the free Green’s operator
1/[E — Hp] as

1 ) (n| ) {n|
E—Ero_HEZUEE—EHJFDEXL:EE—En (28)
+00
=- / dﬂ{z |n><n|e-ﬂ<E"‘E>}
0 nelUg
n) (n|

(29)

Due to the fact (27), the integration of Eq. (29) converges.
Moreover, the integrand in Eq. (29) can be rewritten as

> n) (nfeEE) _Zm (n]e—FEE)
l‘IEUE
_ Z In) (n|e P En—E)

nelLp
> Iny(nje PEE),

— eﬁEe—ﬂﬂo _

where we have used e #" =Y _|n)(n|e#E». Substituting
Eq. (30) into Eq. (29) and then into Eq. (12), we obtain

+00
Go(E, ze;) = —/0 dBIK(z:E, B) — F(z: E, B)]

+ 0 E), (31

where K(z; E, B) is defined in Eq. (17), and the functions
F(z;E, B) and Q(z; E, B) are defined as

FGE,B) =) (zefn)(ml0)e P®5 (32)
nelg
e e N\ (zen)(nl0)
Q(z,E,ﬂ)—l;LE F_E (33)

Due to the convergence of the integration in Eq. (29), the
integration in Eq. (31) also converges for nonzero z, whether
E > Ey or E < Ey. Therefore, Eq. (31) is the convergent
expression of Gy(E, ze,) for arbitrary E.

Furthermore, similar to Sec. II A, the integration in
Eq. (31) diverges in the limit |z| — 0 due to the leading term

e 45 /(4m ﬂ)z of the integrand in the limit 8 — 0. We can
separate this divergence via the technique used in Egs. (18)—
(20), i.e., reexpress this integration as

+oo
_/0 dBIK(z;E, B) — F(z; E, B)]

+00 e—% +00 5

- —/ ap—" —/ dBIR (= E. B)~F (:E. B)]
0 4rp): 0
1 +oo

=1 —/ dBIK(z;E, B) — F(z; E, B)l, (34)
7|z 0

nelg with the function K(z; E, B) defined in Eq. (19). Using this
30) technique, we obtain
J
+0o0
lim GO(E, ze;) = ——— + |:W3D(E) + / Lp(E, ﬁ)dﬁ} +0@). (35)
lz|I—>0 4r|z| 0

where the z-independent functions Wap(E) and Ip(E, B) are defined as Wap(E) = Q(0, E, ) and Lp(E, B) = —K(0;E, B) +
F(0; E, B), respectively. The straightforward calculations (see Appendix A) show that they can be expressed as

, _ 1 (E—€py—€ny)
7 [nay 2y = ——5—]
Wip(E) = ==,/ > { (36)
l—n \2 1~ 1=y )2 3 _ Eenzen)
2 2 (. )eCE™ F(T) F( 2 ) F(ne + 1)F(ny+ DF[Z B 2 ]
and
1 \}
InE.p) =~ [] [
n(E, B) ¢ al:[vz 47 sinh(n B) * 4 B
1
TNy Z 2ntmTs BE—¢,, —e )}
—n,\2 n ¢ T eD
\/SSmh,B(m m)ecwm{ M (52)°T (52)’ T, + D0y + 1)

where I'(z) is the Gamma function and Cy; (3D)

™ (e, ny)lngy = 0,2,4,6, .

is a set of two-dimensional number array (7, n,), which is defined as

i €n + e +3 <E} (38)
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Finally, substituting Eq. (35) into Eq. (14), we obtain the
expression of J3p(E),

+00
JsD(E)=4n[W3D(E>+ /0 13D(E,ﬁ)dﬁ}, (39)

with Wip(E) and Lp(E, B) given by Egs. (36) and (37),
respectively. Notice that the summations in Egs. (36) and
(37) are done for finite terms, and the integration in Eq. (39)
converges. Therefore, using Egs. (39), (36), and (37), one can
efficiently calculate J3p(E).

J

It is clear that Eq. (13) for the eigenenergy and the expres-
sion (39) of the function J3p(E) are correct for not only the
systems in completely anisotropic traps, but also the ones in
spherically or axially symmetric traps. For the latter two cases,
Eq. (39) is equivalent to the results derived by Refs. [1,2],
which are shown in Table 1.

B. Techniques for fast calculation of J3p(E)

There are some techniques which may speed up the calcu-
lation for the function J3p(E). First, as shown in Appendix B,
Jap(E) can be reexpressed as

A 32
J E=4an E, d+B<”E,A+B<2>EA+( ) — |, 40
3p(E) [ A 3p(E, B)dB + Byp( ) ( ) o i (40)
where A is an arbitrary finite positive number, and the functions Asp(E, B) and B(1 2)(E , \) are defined as
3
1 \?
Asp(E, B) = —€PE / o : 41
(£ ) ¢ al:[yz 47 sinh (174 8) - (4715) @b
ety —3 1 E-en—en\ (E—ep—eny—3)A
BRE. A =(-Dx Y { NG )t e ™)
- —n 2 1y E— nx — Cny
(n,1,)€CS” F(lzx) F(l ) Ly + Dl (ny + I)F(% - E2 64)
3 E—¢€,_—€, 5 E—¢€, —¢€,
« \/ﬁ X2F1 1’ 2 1y ny 2 Ny 1y , 672A , (42)
4 2 4 2
and
B%)(E, A) = /mnnycsch A
5 Z 2”X+nv71e(E_E’lx_Eﬂy_z)A(e2A _ 1) XzFl[l, 431 . E*@;*Gnv i % _ Efe,;feny i e,QA] (43)
) ) ’
o TEEPTCE T+ Dl + DRAE — 6, — ) 1]

respectively, with ,F! the hypergeometric function. In Ap-
pendix B, we prove that (40) is exactly equivalent to Egs. (39)
for any finite positive A. Thus, in the numerical calculation,
for a specific problem one can choose the value of A by
convenience.

Due to the following two facts, the calculation of J3p(E)
based on Eq. (40) may be faster than the one based on
Eq. (39):

(a) An important difference between the expressions (39)
and (40) is that the integrand Iip(E, B) of Eq. (39) includes
a summation Z(nx,ny)ecgm’ while the integrand Asp(E, B)
of Eq. (40) does not include any summation. On the other
hand, in the numerical calculations for these integrations for a
fixed E, one needs to calculate the values of the integrands
for many points in the 8 axis. Thus, to calculate the term
f0+°° Lp(E, B)dB of Eq. (39), one need to do the the sum-
mation Z(nx’nv) ec many times, while to calculate the term

fOA Asp(E, B)dpB of Eq. (40), one is not required to do that.
This advantage is more significant for the large-E cases where
this summation includes many terms.

(b) Furthermore, the terms in the summation Z(n 1)ECED)
of Eq. (43) decay to zero in the limits n,, — oo and the
decaying is faster than exponential (see Appendix B). There-

(

fore, although this summation includes infinite terms, it can
converges fast.

Another technique which may be helpful for the fast calcu-
lation of J3p(E) is based on the direct conclusions of Eq. (39)
or Eq. (40), i.e., for two energies E| and E;, we have

J3p(E>) — J3p(Ey)

+00
=47 |:5W3D + / 813])(,3)d/3:| (44)
0

A
=4n[ f aAan(mdﬂ+aB‘”<A>+aB§Q<A)} (45)
0

where dWip = Wip(E2) — Wip(E1), 8lp(B) = hp(Ez, B) —
Lp(E, B),  8Asp(B) —A3D(E2,,3) —Asp(Er, B),  and
8BV (A) = B (B, A) — BY;(Er, A).  Therefore, if
the value of J3D(E1) is already derived, one can calculate
Jap(Ey) by either Eq. (39) [Eq. (40)] or Eq. (44) [Eq. (45)],
and it is possible that the summations and integration in
Eq. (44) [Eq. (45)] can converge faster.

C. Energy spectrum

By solving Eq. (13) with expression (39) of Jsp(E), we
can derive the complete eigenenergy spectrum of the complete
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FIG. 1. The energy spectrum of the relative motion of two atoms in a 3D harmonic trap with aspect ratios (a) (n, = n, = 1), (b) (n, =
ny = 1.1),(¢) (ny = 1.2, n, = 1.1), and (d) (9, =5, n, = 3). We show the results given by Eq. (1) and the expression (39) of function J3p(E)
with solid lines. In (a) and (b), we also show the results given by Refs. [1] and [2] with blue dots, respectively. Here, d = //i/2uw,) is the

characteristic length of our natural unit.

Hamiltonian A of the two-atom relative motion. In Figs. 1(a)-
1(d), we show the energy spectrum of the relative motion of
two atoms in 3D harmonic traps with various aspect ratios
1x,y» Which is derived via Egs. (13) and (39). In Figs. 1(a) and
1(b), we consider the traps with spherical symmetry (1, =
ny =1) and axial symmetry (n, =n, = 1.1), respectively,
and show that the results given by our approach are the same
as those from the methods in Refs. [1] and [2]. In Figs. 1(c)
and 1(d), we show the results for 3D completely anisotropic
traps whose frequencies in every direction are similar to (1, =
1.2, n, = 1.1) and quite different from (n, = 5, n, = 3) each
other, respectively.

As an example of the application of our method, we make
a simple investigation of the energy-level distribution for the
systems with integer aspect ratios 1, and 7,. This property
is crucial for many important problems such as thermalization
and quantum chaotic behaviors. It is clear that for noninteract-
ing cases (i.e., for asp = 0), the energy levels of these systems
are distributed with equal spacing. However, when asp # 0,
the energy-level distributions become uneven, i.e., the energy
spacings become unequal to each other. Nevertheless, for sys-
tems with different aspect ratios, the “degree of unevenness”
of the energy-level distributions, or the fluctuation of the
energy spacings, is quite different. In Ref. [2], it was found
that for the pancake-shaped traps with 7, > 1 and n, = 1, the
energies are almost distributed with equal spacing (i.e., the
level spacings are almost equal), while for the cigar-shaped
traps with n, = n, > 1, the eigenenergies are distributed very

unevenly (i.e., the energy spacings fluctuate significantly).
Here we study the intermediate cases between the “pancake
limit” and the “cigar limit,” i.e., the systems with asp =
00, 1y =5, and various values of n, (n, =1,2,3,4,5). We
define A; (I =1,2,3,...;A; > 0) as the spacing between
the /th and (/ + 1)-th excited-state energy of our systems, and
calculate the “normalized” energy spacing,

_ A
8 3% (I=1,...,20) (46)
- A
20 Lul=1 =1

for the lowest 20 excited states for each system. As shown
in Fig. 2, when the system is crossed from the pancake-
shaped limit to the cigar shape, i.e., 1, is increased from 1
to 5, the fluctuation of §; monotonically increases, i.e., the
energy-level distribution becomes more and more uneven. In
future works, we will perform more systematic investigations
for the energy-level distribution of two ultracold atoms in a
completely anisotropic harmonic trap.

D. Eigenstate of A

Furthermore, Eqs. (11) and (12) yield that for a given
eigenenergy E of the total Hamiltonian H for the two-atom
relative motion, the corresponding eigenstate |\W) satisfies

1

(r|¥) ol —-

0
0=y "0 W)

n
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10 12 14 16 18 20
/

2 4 6 8

FIG. 2. The normalized energy spacing §; defined in Eq. (46) for
the lowest 20 excited states of the systems with asp = 0o, n, =5,
and n, (n, =1,2,3,4,5). Here we also use the natural unit /i =
2u = w, = 1.

Thus, considering the normalization condition (W |¥) = 1, we
obtain the expression for the wave function of the eigenstate,

()W) = ————=" " catbn, (1 )b, (0, )b (02, 2),

\/Z lenl® 5

(48)

with

1

Cn = E_E, )¢m(77xv 0)pn, (11y, 0)pn. (12, 0).  (49)
Here, (x,y,z) are the components of r, and the function
én(n, X) is defined in Eq. (A3). It is just the eigenwave
function of a one-dimensional harmonic oscillator and sat-
isfies (r(n) = ¢, (1, X)Pn, Ny, Y)Pu. (0, 2). Using Eqgs. (48)
and (49), one can easily derive the normalized eigenstate | W)
of H from the eigenenergy E [1,3,31].

II1. 2D SYSTEMS

Now we consider two atoms confined in a 2D anisotropic
harmonic trap in the x-z plane. As above, here we assume
the trapping frequencies w, (w;) in the x (z) direction are the
same for each atom. Thus, by separating out the c.m. degree
of freedom, we can obtain the free Hamiltonian operator for

J

the relative motion. In our natural unit with 2 = 2u = w, = 1,
this free Hamiltonian can be expressed as

Ay = pyp + (187 +20), (50)

where 1, = w,/w;, is the aspect ratio, as in Sec. II. In Eq. (50),
Pop and p = (X, Z) are the relative momentum and coordi-
nate operators, respectively. We further assume that the two
atoms experience a 2D s-wave zero-range interaction with 2D
scattering length a;p, and model this potential with the 2D
Bethe-Peierls boundary condition (BPC). Explicitly, in our
calculation, the eigenenergy E and corresponding eigenstate
| W) for these two interacting atoms should satisfy the equation

(plHy™™'|W) = E(p|W) for p > 0, (51)
and the BPC [49]
—Inayp), (52)

lim (p|¥) o (In p
p—0

where |p) is the eigenstate of the relative-coordinate operator
p, with the corresponding eigenvalue p, and p = |p|. Namely,
the wave function ( p|W) satisfies the eigenequation of the free
Hamiltonian H D) in the region other than the origin (i.e., the
region with p > 0) and has the singular behavior (52) in the
limit p — 0, which describes the interaction effect. As in the
3D cases, this zero-range interaction only acts on the states
in the subspace with even parity with respect to the spatial
inversion p — —p, and thus in this work we only consider the
eigenenergies in this subspace. In addition, in the long-range
limit p — oo, the wave function (p|¥) should satisfy

lim (p|¥) = 0. (53)

p—>00

A. Expression of J>p(E)
The solution to Eq. (51) and the long-range condition (53)

is proportional to the 2D Green’s function, i.e.,

(pI¥) & GTP(E; p) = (pl (54)

1
E—a"
Therefore, we can derive the algebraic equation for the
eigenenergy E by matching G(ZD)(E p) with the BPC (52). To
this end, we need to expand GBZD)(E ; @) in the limit p — 0.
This expansion can be done with the similar approach as in
Sec. II, and we show the detail in Appendix C. Finally, we
obtain

“+o00
lim GEP(E; p) = ilnp 2[W2D(E)+ f 12D<E,ﬁ>d/3], (55)
0

where the functions W,p(E) and Lp(E, B) are defined as

1
A/ Nx Mla -
WZD(E): ) Z { 1—n, [4
n,xeCEZD) F( )F(”A
and
ePE No
bo(E,B) = — i B
w(E, B) ) al;[Z 477 sinh(ng B)

e - X Ln(Y) (56)
I)F[Z _E ZEVI,\')] 4 8 4

ePE—¢€n) } , (57)

one—3
4 Smh (7D) nx)zr(”x +1)
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respectively, in our natural unit. Here, y = 0.5772... is the
Euler’s constant, n, = 1, €,, = (n, + 1/2)ny, the parameter «
could be any positive number, and the result is independent of
the value of «. In Eq. (57), CEZD ) is a number set defined as

C™  nelny = 0,2,4,6,...5 6, + 1 <E}. (58)

Clearly, for E < Ey, the set C, )(EZD> is empty and the summation
an cci in the expressions (56), (57) of W,p and Irp becomes
Zero.

Combining Egs. (55), (54), and (52), we obtain the equa-
tion for the eigenenergy E of our 2D system, which has the
form of Eq. (2),

Jop(E) = Inayp. (59)
Here the function J,p(E) is given by

+o0
JZD(E)=4n[W2D(E>+ / IZD(E,mdﬂ], (60)
0

with Wop(E) and Lp(E, B) defined in Eqgs. (56) and (57),
respectively. One can derive the eigenenergies of the relative
motion of these two atoms by solving Eq. (59) and further
obtain the corresponding eigenstates.

As in the 3D cases, the summations in Egs. (56) and (57)
are done for finite terms, and the integration in Eq. (60)
converges. Therefore, using Egs. (60), (56), and (57), one

can efficiently calculate Jop(E). In addition, for the systems
with a 2D isotropic trap (wy = w, or n, = 1), Eq. (59) for the
eigenenergy and the expression (60) for the function Jop(E)
are equivalent to the results derived by Ref. [1]. Explicitly, we
have [50]

d 1
Jp(E) = d_z In[T'(2)] -v+ 3 In2 (for w, = w,).
é

__1-E
)

(61)

B. Techniques for fast calculation of J,p(E)

The techniques shown in Sec. II B for the fast calculation
of J3p(E) can also be directly generalized to the 2D case (see
Appendix D). In particular, as proved in Appendix D, Jop(E)
given by Eq. (60) can be reexpressed as

A
Jon(E) = 41 [/ A (E, B)dB + BSD(E, A) + BS)(E, A)
0

T, KA)]

87 62)

where A and « are arbitrary finite positive numbers, as in
Egs. (56), (57), and (40), I'[a, z] is the incomplete Gamma
function, and the functions A;p(E, ) and B(zD’Z)(E ,\) are
defined as

|
ePE n 1
An(E,B) = — “ — —«P, 63
w(E. ) == al;[7\/4nsinh(naﬂ) 87 p° (63)

| y 1 K
BY(E, A) = 1 gln(z> + > {

mznﬂew—eu;%m /2N _ 1. r(i- E—Te)

F(52)* T, + DS — E5)

nyeC®)
1 3 E-—¢,. 5
xF' |1, = — L, - =
4 2 4

and

_3 —€, — 3 E— e S E— nx -
273 /G R eFmen DM @A — 1) s F[1, 3 - B 8 - B 4]

E — n
26 X , ezAi| , (64)

BR(E, A) = —
. ; F(52) T+ 1)

respectively, with ,F'! being the hypergeometric function. As
in the 3D cases, expression (62) of Jop(E) has the advantages
(a) and (b) shown in Sec. II B. Therefore, the numerical
calculations based on Eq. (62) are quite possibly faster than
the one based on Eq. (60), especially for the high-energy cases
with large E.

C. Energy spectrum and eigenstates

In Fig. 3(a), we illustrate the energy spectrum for the cases
with an isotropic 2D trap (1, = 1) and show that our results
are the same as those from Ref. [1]. In Figs. 3(b) and 3(c), we
show the results for anisotropic 2D traps which have similar
(ny = 1.1) and quite different (n, = 5) frequencies in the x
and z directions.

2(E —€,)—1 ’ (65)

In addition, similar to Sec. II D, one can also derive
the corresponding eigenstate |W) with eigenenergy E, which
satisfies Eq. (51) and the boundary conditions (52) and (53), as
well as the normalization condition (W|W) = 1. With Eq. (54)
and the similar approach as in Sec. II D, we obtain

1
\IJ = dl'ﬂ n. X m- 1’ £ 66
(p|W) T|dm|2§ G, (s V). (1, 2),  (66)
with
1
A = =, (15, 0)y. (1, 0). (67)

(E —ES™)

Here, (x,z) are the components of p, m = (m,, m,), with
mx,y = 09 17 25 MR EI;ZD) = (mx + l/z)nx + (mz + 1/2), and
the function ¢, (n, X) is defined in Eq. (A3).
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FIG. 3. The energy spectrum of the relative motion of two atoms in a 2D harmonic trap with (a) n, = 1, (b) n, = 1.1, and (¢) n, = 5. We
show the results given by Eq. (2) and the expression (60) of the function J,p(E) with solid lines. In (a), we also show the results given by
Ref. [1] with blue dots. Here, d = +//i/(2uw,) is the characteristic length of our natural unit.

IV. GENERALIZATION OF OUR APPROACH TO
OTHER PROBLEMS

At the end of this work, we briefly summarize the main
ideas of our approach used in the above calculations and
discuss how to generalize these ideas. Here we take the 3D
systems as an example.

The key step for solving the two-body problem with zero-
range interaction is the calculation of the free Green’s operator
GO(E )= 1/[E — Hy). When E is less than the ground-state
energy Ey of Hy, Go(E) can be directly expressed as the
Laplace transform of the imaginary-time evolution operator
e P je. we have Gyo(E) = — f0+°° ePE-H)d B However,
when E > Ej, this integration diverges. To solve this problem,
we separate Go(E) into two parts, i.e., the contributions from
the high-energy states with n € Ug and the ones from the low-
energy states with n € Lg, as shown in Eq. (28). Furthermore,
as shown in Egs. (29) and (30), the first part can still be

expressed as the Laplace transform of the operator e P
> ner, Im) (nle”PE) which converges for any nonzero z, and
the second part only includes finite terms.

It is pointed out that the definitions of the sets Lg and U
are not unique. The only requirements are the following:

(i) L is the complement of Ug.

(i) E, > E for Vn € Ug. Namely, the set Lg includes (but
is not limited to) all n which satisfies E,, < E.

For instance, an alternative definition of these two sets is
U :{n|E, > E}and Lg : {n|E, < E}.

Using this method, we can derive the helpful expres-
sion (31) of Green’s function G(E, ze,), which is just
the matrix element (ze,|Go(E)|0) of the free Green’s op-
erator GO(E ). In this expression, there is just a sum-
mation for finite terms and a one-dimensional integration

0+°° dBIK(z;E, B) — F(z;E, B)] which converges for any
finite z.

To complete the calculation, we still must remove the
divergent term of the above integration in the limit 7z —
0. This divergent term is contributed by the leading term

2
e_zﬁ/(4n,3)% of the integrand K(z; E, B) — F(z; E, B) in the
limit 8 — 0%. Therefore, we can remove it via the technique
used in Egs. (18)—(20).

Our above approach for the calculation of the two-body
free Green’s function can be directly generalized to other few-
body problems of ultracold atoms, especially the ones where

the analytical expressions of the eigenstates and imaginary-
time propagator of the free Hamiltonian are known, e.g., the
few-body problems in mixed-dimensional systems [S1]. Here
we emphasize that with the help of the Laplace transformation
for the imaginary-time propagator, the free Green’s operator
can always be expressed as a one-dimensional integration,
no matter how many degrees of freedoms are involved in the
system. Thus, the free Green’s function given by our method
always includes a converged one-dimensional integration and
summations for finite terms.

V. SUMMARY

In this work, we derive the transcendental equations for
the eigenenergies of two atoms in a 2D or 3D harmonic trap.
Our results are applicable for general cases, whether the trap
is completely anisotropic or has spherical or axial symmetry.
Using our results, one can easily derive the complete energy
spectrum, which can be used for further theoretical or exper-
imental studies of dynamical or thermodynamical problems.
Our approach can be used in other few-body problems of
confined ultracold atoms.

Note added. Recently, we became aware of the related
work [52]. The authors derived the expression of Jop(E) for
E < Ey, and a recurrence relation of Jop(E) for arbitrary E.
With this recurrence relation, they also obtained the complete
energy spectrum of two atoms in a 2D anisotropic confine-
ment, as well as the eigenstates.
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APPENDIX A: PROOF OF EQS. (36) AND (37)

In this Appendix, we prove Egs. (36) and (37) of Sec. IT A.
To this end, we first show some results on a 1D harmonic
oscillator, which will be used in our calculation.
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1. Some properties of 1D harmonic oscillator

Let us consider a 1D harmonic oscillator with frequency n
and mass . The Hamiltonian of this oscillator is (7 = 2u =

1)

2¥2
N " X
Hh0:P2+n4 ,

(AD)

with X and P being the coordinate and momentum operator,

respectively. The eigenenergy of Hy, is
E,=(n+3)n n=0,1,2,...),

and the wave function of the eigenstate |n) corresponding to
E, can be expressed as

(A2)

B L 7
K = 01,30 = (57) ' 5 ])Hn<,/ 2x>,
(A3)

with |X) being the eigenstate of the position operator X
with eigenvalue X, and H,(X) and I'(«) being the Hermitian
polynomial and the Gamma function, respectively. The wave
function ¢, (n, X) also satisfies

+00
(X[e™P010) = 3" (. X)py (7, 0) PO/
n=0
/ n [ nX? coth (nﬁ)}
= - exp | — ,
47 sinh(nf) 4
(A4)
for g > 0.

Now we consider the Green’s function g(&; n; X) of the 1D
harmonic oscillator, which is defined as

%(mx)d) (1, 0)
Z :

X)) =
g&;n;X) <|§ -

(A5)

This function satisfies the differential equation

d2 2X2
S-g(é;n;X)+mg(é;n;X)— 1 g&:mX)=46(X)

(A6)

and the boundary condition
lim g(&;n;X)=0. (A7)
|X|—>o00

J

QO:E.p= Y Z (Oln) “'0 S
(ny,ny )ECOD) n:=0 (n,,c,ny)eC(E3D>
and
+00
FO;E,f)= Y Y (0m)nj0)e &5 = 3"

(3D = 3D
(ng,ny)eCS™ Mz 0 (ne,ny)€CS™

|6, (0, O Ibn, (1, O | D

To derive g(€; n; X), we can first solve Eq. (A6) in the regions
X > 0and X < 0 with the boundary condition (A7), and then
match the solution with the connection condition at X = 0,
which is given by the term §(X) in Eq. (A6). With this
approach, we obtain

+00 (0. X N ’0
g(E;n;X)zzw
n=0

g_En
(- 4%
= —MDMWX), (A8)
23w 7

where D, (o) is the parabolic cylinder function. Equation (AS8)
and the property of the parabolic cylinder function further
yields

+00

Bl

(1, 0)[2 r(z 1)
g&;n;0) = =— .
gs—<n+ /20 2y2r( - &)

(A9)

EN[o%)
S’Im

2. Proof of the two equations

Now we prove Eq. (36) and Eq. (37) of our main text,
which are about the expressions of the functions Wsp(E) and
Lp(E, B), respectively. As shown in Sec. II A, these two
functions are defined as

Wip(E) = Q(0, E, B) (A10)
and
Lp(E, B) = —K(0;E, B)+ F(0;E, B),

with the functions F(z;E, B), Q(z;E, B), and K(z;E, B)
defined in Eq. (32), Eq. (33), and Eq. (19), respectively. Thus,
we have

(Al1)

o o _ o (0n)(nj0)
Q(o,E,ﬂ)—l;LE B (A12)
F(0;E, )= ) (0In)(n|0)e /=5 (A13)
nelg

It is clear that the eigenstate [n) of the 3D free Hamiltonian
H, which is defined in Sec. II A, satisfies (0|n) = 0 when n,
or n, is odd. Using this fact and the definitions of the sets Lg
and CSD), which are given in Egs. (25) and (38) of our main
text, we obtain

+00

|, (2, 0)1?

(E — €, — 6n),) — €n,

(Al4)

n,=0

+0o0
|6, (02, OV Ihn, (ny, )PP E =) | 3" |63, (., 0)PePere | 1,

n,=0

(A15)
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where 1, .. and €, are defined in Sec. II, and the function
¢n(n, X) is defined by Eq. (A3).

Substituting Eq. (A9) into Eq. (Al4) and then into
Eq. (A10), and using the property

N

H,(0) =

(Al6)
|

of the Hermitian polynomial, we can derive Eq. (36). More-
over, substituting Eq. (A4) into Eq. (A15) and then into
Eq. (A11), and using Eqs. (A16), (19), and (17), we can derive
Eq. (37).

APPENDIX B: PROOF OF EQ. (40)

In this Appendix, we prove Eq. (40) in Sec. II B. To this end, we separate the integration in Eq. (39) into two parts, i.e.,

(o) A 00
/0 13D(E,ﬂ)d.3=fo 13D(E,/3)d/3+/A Lp(E, B)dB, (BD)

with A being an arbitrary finite positive number. In addition, using the definition (37) of 5p(E, ), we immediately obtain

ety — W ePE—€nc—¢ny)

/0 I (E. B)dp = / Aw(E. prdp+ Y /

(L )T (5 ”‘) T(n, +

d
1)I'(ny + 1)/sinh B P

(1.1,)€CSD
neny,—2 I
fAA (E.B)yp+ Y 212 /AT VAT (L — =y
= 3L, 1—n, \2 1—n, 3 E—€5—€n,
’ (11y,m,)€CE™ F(T) F( ) L(ny + DI'(n, + 1) F(Z e )
1 E—€y, —é€n, - B ) )
_ (Z — 2 )e(E—Enx_én)‘_%)A A — 1 x,F'| 1, § _ m’ § B mw_m |
5 _ E—ép, e,,‘) 1 5 : :
4 2
(B2)

with A3p(E, B) defined in Eq. (41).

Now we calculate the term f;\’o Lp(E, B)dB in Eq. (B1). We first notice that according to Egs. (A11), (A15), (19), and (17),

Lp(E, B) can be reexpressed as

1
Lp(E, B) = (m)

(&) 2

(ny.ny)gCE> 1:=0

() -

(15,1, ¢CE"

10

1w

1w

where €,
into Eq. (B3) we further obtain

wen= (o) ~eams 2|7
(3D)

ny)¢CE

+o0
— 3" Om)mio)e FEE L S S o) (n]0)e P EE)

(ny,ny )EC?D) n;=0

+00
Z<0|n><n|0)e—/3(En—E)

+o0
|6, (0, 0|, (ny, O) PP Emm=r) | " |63, (., 0)Pe P | 8, (B3)

n,=0

is defined in Sec. II, and the function ¢,(n, X) is defined in Eq. (A3). Moreover, substituting Eq. (A4) and Eq. (A16)

2nx+nv— 1
ePE—€n—¢eny) , (B4)

lzn ) F(l ny) I'(ne +

DC(ny + 1)

where 1), , ; is defined in Sec. II. Doing the integration ffo Lp(E, B)dp in both sides of Eq. (B4), we further obtain

1

00 1\3?
/ 13D<E,ﬂ)dﬂ=3§%;<E,A>+<§) —, (BS)
A

where B% (E, A) is defined in Eq. (43).

V2A

Substituting Egs. (B2) and (BS) into Eq. (B1) and then into Eq. (39), and further using Eqs. (36), we can derive Eq. (40).

APPENDIX C: PROOF OF EQS. (56) and (57)

In this Appendix, we prove Egs. (56) and (57) in Sec. III, which is related to the behavior of the 2D Green’s function
GEED)(E ; p) in the limit | p| — 0. Our approach is similar to the method used in Sec. II A.
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As in Sec. IT and Appendix A, by choosing p = pe, (p > 0) and making direct calculations, we can find that

GEPN(E; pe,) = — / Kon(p: E. B) — Y (p; E, B)IdP + Z(:E), €
0

which is similar to the expression (31) of the 3D free Green’s function. Here the functions Kop(po; E, 8), Y (03 E, B), and Z(p; E)

are defined as
e » th (8)
Kop(p:E. B) = ePE BAS 10y = S -2 2 2
(0 E, B) = e’E (pe e 10) ]:"[ s g ) P et (€2)

+00

Y(0sE,B)= Y Y e"“F(pe|n)(n|0), (C3)
n,eCZ? n:=0

Z(p E)_ Z Z pez'“ n|0 , (C4)

nyeCg? n:=0

where 7, ; and ¢, have the same definition as in Sec. II and CgD ) is defined in Eq. (58). Furthermore, the integration in Eq. (C1)
diverges in the limit z — 0, and we can remove this divergence using a similar approach as in Sec. III. To this end, we reexpress
Eq. (C1) as

| 1 oo
GEP)(E; pe.) — _f —exp (—ﬁx - —p2>dﬁ - / [Ran(p:E. B) — Y (p: E. B)dB + Z(p: E), (C5)
o 4np 4B 0
with k being any positive number and
1 1
K E,B) =K E,B)—— - — C6
w(p; E, B) = Kop(ps E, B) inp exp( Br 4/3'0 ) (Co)
Furthermore, using the result
/OO ! B — L p2)ap= -1 ! Lin® 4000 0) C7)
—ex K—— =——Ihp——y——In- or p > 0),
, 4mp P 4,3p 2w P oY T g g T P
with y = 0.5772 ... being the Euler’s constant, we derive a result with the same form of Eq. (55):
2D 1 +o0
lim G (E; p) = 5—Inp — Z[WZD@) +/ Lp(E, ﬂ)dﬁ]- (C8)
p—0 21 0
In this step, the functions W,p(E) and Lp(E, B) are given by
Wap(E) = —— L~ 20,8 (C9)
= —_—— —_—nN- — —
20 an’ 8w 4 27
bo(E, B) = 51K (0;E, ) = Y (0 E, B)]. (C10)

Moreover, with the method in Appendix A, we can derive the alternative expressions of Wop(E) and ILp(E, B), i.e., Egs. (56)
and (57).

APPENDIX D: TECHNIQUES FOR FAST CALCULATION OF J,p(E)

In this Appendix, we generalize the techniques shown in Sec. II B and Appendix B to the 2D case. We first generalize
Egs. (40)—(43) to the 2D cases and prove Eq. (62). This can be done via direct calculations with the method shown in Appendix
B. We separate the integration in Eq. (60) into two parts, i.e.,

o0 A 00
/0 Io(E. B)dB = fo Io(E. B)dp + / I (E. B)dB, D)
A

with A being an arbitrary positive number. In addition, using the definition (57) of Lp(E, ), we immediately obtain

A
/0 In(E. B)dp

2~ 2\/_6‘8(15 )
=/(; Axp(E, B)dp — Z / l n» F(n +1)\/W
ce> *
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with A>p(E, B) defined in Eq. (63).

(52)’T(n, + 1)

{_v%ﬂ%—?%)

(-5

)e(E_enx_%)A /eZA -1 XzFl I:lv é _ E— €n, § _ E _26")( , e—ZA} }’ (D2)

4 2 4

Furthermore, using the method in Appendix B, we find that the function Lp(E, 8) defined in Eq. (57) has an alternative

expression,

Lp(E, B) = —

1 x
e P 4+ 77
8 B 4sinh g

23
Z { F( 1—n,

2D
n gCE>

- ePE—en) L, (D3)
) T(ne + 1)

2

which is similar to Eq. (B4). Thus, doing the integration f Xo Lp(E, B)d B in both sides of Eq. (D3), we further obtain

f I (E. B)dB = B,
A

(EvA)_

(0, kAz)

o (D4)

where I'[a, z] is the incomplete Gamma function and B%) (E, A) is defined in Eq. (65).
As in Appendix B, substituting Eqs. (D2) and (D4) into Eq. (D1) and then into Eq. (60), and further using Egs. (56), we can

derive Eq. (62).

In addition, the second technique shown in Sec. II B is the one based on Egs. (44) and (45). It is clear that this technique can

be directly generalized to the 2D case.
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