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Trapping polar molecules by surface acoustic waves
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We propose a method to trap polar molecules with the electric force induced by the surface acoustic wave
(SAW) on piezoelectric materials. In this approach, the electric force is perpendicular to the moving direction of
the polar molecules, and is used to control the positions of trapped polar molecules in the direction orthogonal to
the acoustic transmission. By virtue of an external electric force, the SAW-induced electric field can trap the polar
molecules into single-layer or multilayer lattices. The arrangement of molecules can affect the binding energy
and localization of the molecule array. Then the one- or two-dimensional trapped polar molecule arrays can be
used to construct the Bose-Hubbard (BH) model, whose energy and dynamics are affected by the localizations
of the trapped molecules. We find that the phase transitions between the superfluid and Mott insulator based on
trapped polar molecule BH model can be modulated by the SAW-induced electric potential.
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I. INTRODUCTION

Polar molecules have many potential applications such
as in quantum computation [1-6] and simulations [7-10].
The first step towards manipulating polar molecules is to
decelerate and trap them for further operations [11]. It has
been shown that polar molecules can be trapped by magnetic
[12-14], optical [15-19], or electric fields [19-25]. For ex-
amples, in the magneto-electrostatic trap, polar molecules can
be stably trapped by the magnetic quadrupole after deceler-
ation [13]. By additionally applying both dc and ac electric
fields, the molecules can also be trapped through mechanical
equilibrium [24,26,27]. Once successfully trapped, the inter-
nal rovibronic state, center of mass, and interactions among
different polar molecules can be further modulated via ad-
ditional control fields [28-30]. Variational efficient trapping
approaches allow for more possible applications by control-
ling the trapped molecules [7,31].

The interaction between electric fields and polar molecules
can be examined via the Stark effect, where the electric field
modulates the spectral properties of polar molecules [32-35].
Based on this, polar molecules can be controlled or rotated by
an electric field because of asymmetric structure and larger
dipole moments, and this is different from the behavior of
neutral atoms [5]. The doublet splitting of polar molecules in-
duced by the electric field can affect the Stark potential, which
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can further determine the mechanical potential, mechanical
force, and mechanical motions of polar molecules [36—39].

Surface acoustic wave (SAW) devices have been exten-
sively applied to classical information processing [40,41].
The SAW, a kind of mechanical wave within the piezoelec-
tric materials, is excited by an external ac voltage source
upon the interdigital transducers (IDTs), which can transform
the electrical energy to the mechanical energy in the form
of propagating acoustic wave on the surface of the piezo-
electric substrate or reversely transform the acoustic wave
to the electrical energy. The induced electric potential by
SAW can drive electrons to generate zero-resistance states
[42], acousto-electrical currents [43], and metal-Mott insu-
lator phase transitions [44]. With the tunable external ac
source, the SAW in the piezoelectric materials can provide a
well-controlled time-dependent moving electric potential, and
can be designed to control electronic [45] or polar particles
[43,46].

In this paper, we propose a method to trap polar molecules
using the electric field in the free space carried by the SAW
propagating along the surface of the piezoelectric substrate
materials. To trap and control the polar molecule by the
electric force via its dipole moment [5,47,48], we consider
that the surface acoustic wave can induce electric potential
both in the piezoelectric material and in the free space over
electrodes [45,49-51]. This is similar to the situation where
polar molecules can be modulated by the electric forces ap-
plied by the electrodes with periodic voltages [20,52].

The remainder of this paper is organized as follows. In
Sec. II, we explore the possibility that polar molecules are
trapped as one-, two-, and three-dimensional arrays by the
electric field induced by IDTs of SAW combined with another
externally applied electric force. In Sec. III, we study how the
trapping approach can affect the property of the multilayer
trapped polar molecules. In Sec. IV, we clarify the spatial dis-
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FIG. 1. (a) Schematic diagram for a setup of trapping polar
molecules with SAW-induced fields and the external electric force.
(b) The energy level structure of CO with different quantum num-
bers [20,52]. (c) The energy level structure of OH molecule with
a stronger polarity [34]. (d) The energy level structure of OH
molecule affected by the electric field when E, = 1.65 GHz, |fi| =
1.67 Debye valued by Debye length, J’ = 3/2 and m = Q = 1 [34].

tribution of the single-layer trapped molecules. In Sec. V, we
study the dynamics and phase transition of the Bose-Hubbard
model based on polar molecules, which are trapped in lattices
by SAW. Finally, conclusions are presented in Sec. VI.

II. THEORETICAL MODEL FOR TRAPPING POLAR
MOLECULES

As schematically shown in Fig. 1(a), polar molecules trans-
mit between two layers of piezoelectric materials after being
slowed down by a decelerator. In each piezoelectric layer,
both the input and output IDTs consist of two comb-shaped
arrays of metallic electrodes [i.e., the blue electrodes in the
two SAW layers in Fig. 1(a)]. The primary functions of IDTs
are to convert electric signals to SAW, or convert SAW back
to the electrical signal via piezoelectric effect. Driven by
the external electric fields #;(¢) and i (¢), the input IDT
excites acoustic waves and the output IDT converts SAW
into electrical signals. In the middle trapping IDT, the three
electrodes [i.e., two red electrodes and one green electrode
in the upper layer of Fig. 1(a)] in each unit can transfer the
mechanical oscillation of the SAW to the electric field in the
open space, during which the propagation of the acoustic wave
remains unaffected by canceling out the reflection waves
in the piezoelectric material [40,53]. Besides electric field
from the trapping IDT, externally designed electric fields,
represented with the blue down arrows in Fig. 1(a), can
also be applied to the space between two layers of SAWs.
The external electric fields can be realized and modulated
by a three-dimensional electrode array as in Ref. [54] or
Appendix A 3. Additionally, to enhance the efficiency of in-
teractions, the two piezoelectric layers face each other with
the electrodes exposed to the open space between them. This
set up allows the energy of polar molecules, i.e., CO with the

energy structure as in Fig. 1(b) or hydroxyl radical (OH) as
in Fig. 1(c), to be affected by the electric field generated by
SAW as follows.

A. Interaction between polar molecules and the electric field
by SAW

According to the calculations shown in Appendix A, in the
free space between two piezoelectric layers, the electric field
converted by the trapping IDT in the middle part of each layer
can be represented as

E)gj)(_x’ 2, [) = Mﬁjke_kzj sin [k(.x - 2% - Ut)]

EP(x, z,1) = (=1Y "M ke cos [k(x — 2 — vr)],

ey

where j=1,2 represent the electric fields induced
by the lower and upper SAW layer respectively, x represents
the propagation direction of the acoustic wave, z represents
the vertical direction to the surface distinguished by (—1)/~!
for the positive and negative directions, M is the number of
units for the trapping IDT [i.e., M = 3 in Fig. 1(a)], @, is the
amplitude of the voltage between the red and green electrodes
of the trapping IDT, A is the wavelength of the acoustic wave
that is equal to the periodicity of IDT stripes [53], Z; is the
distance to the lower or upper SAW layer with Z; = z and
Z» = D —z where D is the distance between two layers of
piezoelectric materials, v is the velocity of the acoustic wave,
and k is the wave number. More details on the architecture
design, the realization of external electric force represented
by the down arrows in Fig. 1(a), and the solutions of the
acoustic waves are given in Appendix A.

When there is no external electric force applied to the
polar molecule, the molecular dynamics is governed by the
Hamiltonian Hy = BJ?, where J is the rotational angular mo-
mentum and B is the rotational constant [55]. When the polar
molecules are over the IDT array of the surface acoustic wave,
the electric field induced by the SAW in the jth layer can be
coupled to the polar molecule via electric dipole interactions,
described by the Hamiltonian as [7,55]

H =—ji-EP(x,z1), 2)

where i is the dipole moment of the polar molecule, and
the field ED(x,z,1) = [EY(x, 2, 1), EY (x, 2, O]T given in
Eq. (1) is from the trapping IDTs (for more details see
Appendix A). When the electric field by SAW is weak, the
polar molecules {i.e., OH in Ref. [34], KCs in Ref. [3], CaBr
in Ref. [5], deuterated ammonia (NDj3) in Ref. [23], CO in
Refs. [6,20,52]} can be regarded as a two-state system. The
electric field along different directions has different coupling
strengths with the dipole moments even for a given quantum
number [36]. Here we consider the case in which the dipole
moments of polar molecules are along the z direction, then
Eq. (2) is further written as [20,36,52,56]

—IRIES (x, 2, 1) 758

= e 9 A N ©)
_|M/|EZ (x,Z,t)J,(y;,+l) w1

where we consider two energy levels of the polar molecule as
hw_; with [ = 1,2, w, — w1 = E, is the A-doublet splitting;
E;j)(x, z,t) is given in Eq. (1); J', Q, and m are the quantum
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FIG. 2. (a) The dependence of the energy levels of polar
molecules on the electric field with different quantum numbers,
where the distance between the molecules and the lower SAW layer
is z=0.01 m, E, = 0.4 GHz, |fi|] = 0.167 Debye and the wave
number k = 10. (b) The energy level of polar molecules CO evalu-
ated by max(U; (it;, z)) with j = 1, 2 representing the lower or upper
SAW when k = 50, E, = 0.4 GHz, |ii| = 0.167 Debye, J' = m =
Q= 1[36].

numbers according to the energy level structure of a polar
molecule, i.e., J' is the index of the energy level, 2 and m
with the values —1, 0, 1 represent quantum numbers for the
basis state of the molecule wave function [36].

In the rotating reference frame (RRF) with the rotating
wave approximation (RWA) [57,58], the Hamiltonian repre-
senting the interaction between the polar molecule and electric
field can be simplified as

- E 7k Q ()
H — ®+ =5 (_1)121\;,?]7,“)5:151 “4)
COBEEE o s
where EY) = Miijke ™, & = e %3, & = (0, + w2)/2

(more details are given in Appendix B). Then the energy levels
of the polar molecule affected by the electric field produced by
the SAW in the jth layer are

Ex\’ .
Ei=o+ \/<7A) + ,ugfszﬁikze*Zkzj

o+Uj, 5)

where Ep = Ex — kv, U; = +V/(Ep/2)* 4+ u2|EY P rep-
resenting the modulatlon of energy levels by the SAW
provided electric field, the effective dipole strength piesr =
+|ii|mS2/2J'(J' + 1), which can be positive for the high-field
seeking states or negative for the low-field seeking states
[36,59]. Obviously, E; is independent of & in the RRF. In
the following, we take M = 1 for simplification.

The energy levels of the polar molecule in Fig. 1(d) are
with the parameters in Ref. [34] and in Fig. 2 with the
parameters in Refs. [20,36,52], which are affected by the
electric field along the z direction. We find that the energy gap
strongly depends on the quantum number and the amplitude
of voltage.

B. Trapping polar molecules into one-, two-,
and three-dimensional lattices

If we want to trap the polar molecule at ¥ = [xy, zo], the
joint electric force applied to the polar molecule F (xo, zo, t)

must satisfy the following conditions [25,60,61]:

F(x0,20,1) =0,
. (6)
V- F(xp,20,1) <0,

where the first line is for the mechanical equilibrium, and the
second line represents the occurrence of resilience effect once
the molecules escape from the trapped site (xg, zo).

As a component of F (xo, 20, 1), the electric force from the
trapping IDT of the jth SAW layer can be represented as
FO(x, z,t) = [FY(x, z, 1), F¥(x, z,1)]” when the molecule
moves slowly along the x direction after deceleration, and
FW(x, z, 1) is determined by the strength of the electric field
from the trapping IDTs and the quantum number of the polar
molecule. With the energy U; in Eq. (5), the electric force
produced by SAW upon polar molecules reads [20]

dU;

FO(x, 2. 1) = _W V|ED|

1 1 dU; - -2
=——— _VI|EWD|, 7
2|EP| d|EL| £ "

where

AU || = gy [ ED| [ En 22 + (uen | BV

then
FP(x,z,t) =0, (8a)

=213 ,—2kZ;
. W2 wik’e==%
FO(x,z,1) = x . (8b)

V&) + (e EO))

Additionally, we can also have

ol (50" + (52) +2(£2)']
V& + (B’
©))

where ¢ = ¢;(x, z) is the electric potential produced by trap-
ping IDTs in the jth SAW layer (more details are given in
Appendix C). Equation (9) indicates that the electric field
induced by SAW can trap the polar molecules if the condition
of the equilibrium in Eq. (6) can be satisfied.

When #; and i1, are nonzero and there are no external
forces, the polar molecules can be trapped by the electric
forces of IDTs between two piezoelectric materials, and the
trapped location zp of molecules is determined by the equi-
librium with @i2e=2% = jle~2k(P=) where i1, and i, are
proportional to the amplitudes of u;(¢) and u,(¢) in Fig. 1(a),
respectively. Then we can obtain the trapping location zy =
In(e Pty /i12) 2k, the relationship e %P < @, /ity < P always
holds because 0 < zp < D, and this agrees with the fact that
larger D induces more robust parameter settings of i, and i,
for trapping the molecules. As shown in Fig. 3(a), the trapping
locations are closer to the lower SAW layer when #; > i, and
are closer to the upper SAW layer when i, > #;. In this way,
a single layer of polar molecules can be trapped at arbitrary
locations of the height zy. Besides, here the potential applied
on the polar molecules is the joint potential generated by
the trapping IDTs of the upper and lower SAW layers. Then

§~F'(j)(x,z,t)=— <0,
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FIG. 3. (a) Trapping locations with two layers of surface acoustic
waves, where k =50, D = 0.02 m, and zo/D are evaluated. The
blank area represents that the molecules cannot be trapped for val-
ues of &1; and i,. (b) F,(x,z,t) represents the force of the lower
SAW with different locations of z, the dashed or dotted curves
represent the force of different external electric fields represented as
E(z) = fzz". The electric forces are valued by the unit amu m/s?
as in Ref. [54] with amu representing the atomic mass unit [62].
When the dashed curve and the solid curve intersect once, it means
that the molecules can be only trapped in the single layer with the
value of z at the crossover point. When the dotted curve and the
solid curve intersect twice as the red curve, the polar molecules
can be trapped in two layers at the two crossover points. (c¢) Green-
dashed curve represents the electric field £(z) = (—2.42 x 10*z° +
5201z% — 389.6z + 10.5)(1 + sin(rz/0.02)) with an envelope of
a sine function to trap within the desired layers, and the trap-
ping by the black-dotted curve with a cosine envelop is more
stable because the joint force has different restoring directions be-
low or over the desired layers. (d) Nonuniform trapping of polar
molecules with the external electric field E(z) = fz sin(nz) with
different values of n and fr, and the force upon the polar molecule
reads F, = |nfZ sin(nz) cos(nz)/(| fz sinnz| + &)| where we take & =
\/(E/\/Z//J.eff)z + |E@@))? — |E(z)| =~ 0.01 and is close to zero [36].
(e) Comparison of the binding energy with different trapped locations
of layers with o = 8. (f) The distribution of trapped locations of
polar molecules along the z direction in different layers, which can be
valuated with R; in Eq. (14) with Ry = 0.04, £ = 0.01m?, z, = 0.5D,
and Az, = 0.4D. The parameters in (e) and (f) are chosen according
to Refs. [62,63].

Eq. (C1) in Appendix C reveals that the molecules can be
stably trapped at the equilibrium positions.

When i; # 0 and i, = 0, the polar molecules can be
trapped at (xg, z9) by the electric field induced by the trapping
IDT in the lower SAW layer and the external electric force
F.(xo, 20, 1), which satisfies the equilibrium condition, that is

F.(x0, 20, 1) = FM(x0, 20, 1)
_ fagM itk e 0
- 2 (10)
VEN2P + (e |E))

A _
4 f1k2€ kzo’

with  f] & pegMii;. FZ(xo, Zo,t) can be used to cancel
Fz(l)(xo, 20, ) based on the approximation E, < |[EW(x, z, )|
[46].

The external electric force I?(xo,zo,t) can be realized
with the external electric field E(z) applied upon the polar
molecule array, then the mechanical equilibrium along z di-
rection can be realized when [36]

1 AE@P
21E@@)| 0z

= fik?e™*, (11)

by representing F;(xo, zo, ) in Eq. (10) with the format of
E(z), and the equation is independent of x. Mathematically,
different E(z) can induce different trapping results for polar
molecules. For example, when D = 10 cm and k = 50, vari-
ous trapping approaches are compared in Figs. 3(b)-3(d).

Unlike trapping with two SAW layers, where the molecules
can be trapped at arbitrary horizontal locations at zo with an
unlimited number of trapped molecules, the polar molecules
can only be trapped at the location where an external force for
the equilibrium exists, as shown in Fig. 1(a) when only one
SAW layer is used for trapping. Then the molecules can be
trapped in a lattice with external electric force at the height
z determined by the one or several different intersections as
shown in Figs. 3(b)-3(d).

Further for the simulations in Fig. 3(b), the red curve
denoting external electric force has two intersection points
P and Q with the SAW-induced electric force. For the lower
intersection point P at the height z,, the combined force is
downward when z < z, and upward when z > z,, thus the
trapped polar molecules can easily escape from the trapped
site at z,. However, for the upper intersection point Q at the
height z,, the combined force is upward when z < z, and
downward when z > z,, and this provides a resilience along
the z direction to make sure that the polar molecules are stably
trapped at z,. This is why in Fig. 3(c), the black-dotted curve
can trap the polar molecules at the desired layers more stably
than the green-dashed curve. Although the black-dotted curve
can simultaneously introduce unstable trapped intersections,
while the number of trapped polar molecules is much less than
that by the stable intersections.

Once the polar molecules are stably trapped by the elec-
tric force, the interactions among molecules are affected by
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their locations and external electric potentials. In the follow-
ing, we discuss three different cases: The first is that the
polar molecules are trapped as a three-dimensional array,
where the lattice sites in each layer are remotely separated in
the horizontal direction and the horizontal hoppings are not
considered. The second case is that a single layer of polar
molecules is trapped and the horizontal hoppings are consid-
ered. The third case is that the polar molecules are trapped by
one SAW layer (i.e., the upper layer) and the external force in
lattices, but their quantum dynamics are also affected by the
electric potential induced by the other SAW layer, so that the
lattice dynamics can be influenced by the lower SAW.

III. THREE-DIMENSIONAL TRAPPED POLAR
MOLECULE ARRAY WITH MULTIPLE LAYERS

When the polar molecules with a three-dimensional struc-
ture are trapped at different heights, as schematically shown
in Fig. 1(a), the number of trapped molecules in each layer is
the same. This is because the external electric forces F;, are ap-
plied along the z direction across each molecule layer, where
F,, is similarly calculated as F)(x, z, 1) in Eq. (7) by replacing
EY with E(z) under the approximation E, < max |E(2)|.
For example, in Fig. 3(b) when n = 3 and fr = 0.001, the po-
lar molecules can be trapped in a single layer that corresponds
to the intersection point between the black and green curves.
By multiplying E(z) with an envelope function, i.e., f,, =
L+ 1Y (2 =) or foy = 1 +sin(wz/A;) with A, = 0.02
as shown in Fig. 3(c), the polar molecules can be evenly (green
dash) or not evenly [Fig. 3(d)] trapped at the designed heights
with z;, 2, - - - , zv. The method can also be generalized to the
case of ity = 0 and i1, # 0, representing that molecules can be
trapped with the upper SAW layer and the external electric
field.

When the polar molecules are trapped as a three-
dimensional array, the attractive interactions among
molecules in different trapped layers can bind them into
chains along z direction, and the molecular attraction can be
evaluated with the binding energy depending on the number
and height of trapped layers. The Hamiltonian of the trapped
polar molecules along z direction reads [62]

L

PI2 moa)2r12 1 &
H, = — - Vie—nn(zi — , (12
L Z<2m0+ > >+22 gn(z =z, (12)

I=1 g#l

where my is the mass of the trapped polar molecules in each
layer, L is the number of trapped layers, P, and r; are the
momentum and the position of the center-of-mass of the
molecules in the /th layer, respectively, w o k is the trapping
frequency of the molecules, and V|, is the dipole-dipole
interaction between molecules in the gth and /th layers de-
termined by the trapped height z, and z; respectively. The
variational wave function of the L layers of trapped polar
molecules is [62]

L 2 2
exp (—Inl*/2R})
Yi(r, - ) = SNCE
1

where the standard deviation R; of the normal distribution is
determined by the equilibrium of the attractive forces between

the polar molecules in the layers on its upper and lower
sides. When the molecules are uniformly trapped along the
z direction, as in Ref. [62], R; is the smallest at the middle
layer. However, when the polar molecules are not uniformly
trapped, R; should be proportional to 1+ & |FTI —F f | where

FTI = Zszlﬂ dVig—1/dlzg — 7| is the attractive force by the

upper trapped polar molecules, F f = Zfi;l, dVig—y/dlzg — 2|
is the attractive force by the lower trapped polar molecules,
and & is a chosen parameter. Then, we have

L

Ri=Ro[1+¢& >

q=I+1

-1

: —Z% (14)

2y — = Iz —z/?

as a generalization of the formula in Ref. [62], and the parame-
ter R; is determined by the trapped locations of different polar
molecule layers. For the multilayer trapped molecules, the
binding energy representing the required energy to separate
tlée layers reads Ej, = Zq# EZI R — Zq#, exp(—a(zg — 21)%)
[63].

Consider the case where three molecules layers are trapped
at the heights z; < zp < z3 as an example. Denote Az =z, —
71 and Az = z3 — 2. The comparisons of the binding energy
and the oscillations of polar molecules in different layers are
shown in Figs. 3(e) and 3(f) with the parameters chosen ac-
cording to Ref. [62]. The absolute value of the binding energy
for the multilayer polar molecule array is larger when the
molecules are closely trapped along the z direction. When the
layers are uniformly trapped with Az; = Az, the oscillation
of the center layer is reduced. However, when the layers are
nonuniformly trapped in dispersed locations, the oscillation
of polar molecules is stronger due to the unequalizing of the
attractive force along the z direction. Besides, the distributions
of polar molecules in different layers are influenced by the
thermal effect, as discussed in detail in Ref. [62].

IV. SPATIAL DISTRIBUTION OF TRAPPED MOLECULES

In a single trapped polar molecule layer, the polar
molecules can hop among different localized lattice sites via
quantum jumps, which can be called the Anderson localiza-
tion [64,65]. When the molecules are trapped by the lower
SAW as shown in Fig. 1(a) and an external electric field as
shown in Figs. 3(b)-3(d), the molecules can be further trapped
in 1D or 2D lattices, and the locations of the lattices are
determined by the spatial distribution of the external electric
fields in the plane orthogonal to the z axis. We denote the
probability amplitude as p, that a molecule is trapped at the
lattice labeled with n, where n = n when the molecules are
trapped in a 1D lattice and n = (n,, n,) for a 2D lattice. We
use the one-dimensional trapped polar molecules along the x
axis as an example, the external electric field for trapping is
imposed at xy, x3, - - - , Xn, the evolution of p, reads [64]

Pa(t) = =iUopa(t) =i Y vajp;(0), (15)

J#n
where U is the energy of the polar molecules, v,; o |x, —
xj|73 represents the dipole interaction between the polar

molecules trapped at the nth and jth lattices, and 1 < n,
J<N.
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Applying the Laplace transform to Eq. (15), we have

Let us assume initially that p;(0) =1 and p,(0) = 0 for

) n=2,3,---,N, that is, only molecules at the first lattice are
}wwzmm*ﬂzﬁﬂﬁﬂﬂ initially trapped. Equation (16) with n = 1 reads [64]
! s+ iUy
ip,(0) 1 N
=aout ; PP O D) PO =gt DT 0D
" Jj=
where P;(s) is the Laplace transformation of p;(z). and
1
Pi(s) =) ——,Pi(s) = v Py (s) + Z g vniPi(6) + Z - uniPi(s), (18)
is — Uy — Uy is — Uy
j#n j=2
forn=2,3,---,N
Using Eq. (18), Eq. (17) becomes
Moo 1
Pi(s) = is—U0+jz:2:is—Uov]j is— U UJIP1(5)+Z A vjj Py (S)+Z UOUH’P '(5)
i Pi(s)
:is—Uo - )22 U0)2Zvlj ZUH,P (s)+j§v“P(s)
i Pi(s) Es al
1
s — Uo (is — Up)? 4 Z (s — Uy 4 Z Vi gvjj’vj/lpl (s)+ ;v./’./’/v.i/lpl (s) | (19)
where Py (s) ~ — U vj(P(s) has been used. Then
i ZN 2 V3
~ J J
T S AT U)szvu ZUH’UMJFZUH’UH Pi(s). (20)

) N N i1
Denoting & = ), vfj and =), vij( Z§,=2 v+
ZIJYH vjj vj/l), then we have

i(is — Up)?
Py(s) = — 3 .
(is = Uy)? —a(is—Uy) — B
B i(is — Up)?
=i 30U +i(3UF —a)s — U +aly — B

2y

For most of the case Uy — alUy + B # 0, thus lim,_, o p; (t) =
limg_,osPi(s) =0

The trapped molecule array in Fig. 3(a) can be regarded
as a lattice network with infinite number of sites and the
spatial distribution of trapped localizations converges with the
increase of N, as shown in Figs. 4(a) and 4(b).

A. Comparison of diffusion based on the single-layer trapped
polar molecules

Generalized from the case in Eq. (15), when the po-
lar molecules are trapped by two SAW layers as shown in
Fig. 1(a) without the external electric force, the molecules

J= Jj+1

(

can be trapped at arbitrary locations along the x direction, the
spatial distribution of the molecules is governed by

Pe(x, 1) = — iUppy(x, 1) — if Ve pe (2, )X
0

M

— i/ Vep po (X', £)dx/, (22)
X+

where p.(x, t) and p, (x', t) are the probability amplitudes of

the trapped molecules at x and x/, respectively; v,y o |x —

x| 73 represents the interaction between the sites at x and x';

the parameters M and ) are the same as that in Eq. (1).

The continuous model in Eq. (22) can be approximated by
the discrete model in Eq. (15) when N — oo and Ax = x,, —
Xp—1 &0 forn=2,3,---,N. Then by Egs. (20) and (21),
considering that the condition Uy — aUp + 8 = 0 can almost
never be satisfied, we have lim;_, o, p1(¢) = lim,_ o sP(s) =
0. This agrees with the case in Fig. 4(a) when N = 500.

B. Cooperative shielding

Together with the long range interactions, the evolution of
the quantum states | (¢)) = Zi:’:l cu(t)|n) is governed by the
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FIG. 4. (a) Comparison of the probability of trapping at differ-
ent localized sites with two different single-layer trapping methods.
Uy = 2 in both of simulations, v,; = 0.4|x, — xi,~|_3, x, =0.1n,N =
5 for discrete trapping, and the discrete trapping converges to the
continuous case when N = 500. (b) The blue-dashed circle evaluated
by the left y axis represents the steady value of P; between max, (P,)
and min, (P,) with the same parameters as (a), and decreases with the
increase of lattice sites. The diamond is for the cooperative shield-
ing that [ (0)) = 1/+/N ZLI |n), the asterisk is for that | (0)) =
1/3/3 Zi:l |n), and both of the two simulations are evaluated by the
right y axis. (c) Comparison of cooperative shielding with |c,(T")|
when [{(0)) = 1/\/ﬁ ZL |n) between N = 100 (almost continu-
ous trapping) and N = 10 (inset, discrete trapping). (d) Comparison
when | (0)) = 1/\/52;5,:1 |n). In (b)—(d), V = 1 and Uy = 0.1.

initial state |4 (0)) and the Hamiltonian [66,67]
Hy ==V Y (ln)(n+ 1]+ Hc.)

= Yuilm) Gl = Uo Y In){nl, (23)
n#j n

where V is the amplitude for nearest-neighbor hopping, y;;
denotes long-range interactions between the nth and jth lat-
tices, and Uj is the energy of the polar molecules on the site
n. The influence by y,; can be evaluated with the cooperative
shielding effect [66—68], which can also be assessed by the
occupation ¢, (T) at the terminal time point 7.

We first consider a simplified case that y,; = y, and then
consider a general case. As shown in Fig. 4(b), where ¢, (T) is
for y # 0 and ¢),(T) is for y = 0 [66], the effect of y can be
evaluated with max,, ||c,(T)|? — |c;l(T)|2|. The comparisons
shown in Figs. 4(c) and 4(d) reveal that the long-range in-
teractions among trapped polar molecules can be canceled
out when the number of trapped sites is large based on the
designed initial condition.

According to the conclusion in Refs. [66,67], we choose
the initial quantum state as a random superposition. For the
Hamiltonian given in Eq. (23), the quantum states with N

a
200 @) 200 ()]
02 02
150 150
0.15 0.15
<100 <100
01 0.1
50 005 90 005
0 0 0 0
0 100 200 0 100 200
N N
e
200 (b) 200 ©
02 02
150 150
0.15 0.15
< 100 <100
01 0.1
50 loos 90 005
ok =10 0 0
0 100 200 0 100 200
N N
c (U]
200 L 200
02 02
150 150
015 0.15
< 100 <100
0.1 0.1
50 0.05 i 0.05
0 0
00 100 200 0 0 100 200
N N

FIG. 5. ||c.(T)* — |c/(T)[?| varies with the number of cites N,
where ¢, (T ) represents the terminal values in Eq. (25) with y,,; =0
at T =10s, and ¢, (T) represents that when y,; # 0. In all the
simulations, V =1 and Uy = 0.1. In (a)—(c), ¥,; =y =2, and in
(d)—~(D), ynj = VIn — j|I73. In (a) and (d), ¢,(0) = 1/+/N.In (b) and
(e), ca(t) and c),(t) are randomly initialized. In (c) and (f), ¢;(0) =
¢(0) = 1/+/2 and ¢,(0) = 0 for n > 2.

localized sites can be represented as

N
(@) = ch(t)ln), (24)
n=1

where c,(t), as a generalization of p, in Eq. (15), repre-
sents the amplitude when the nth site is occupied. For the
single-layer trapped polar molecules with a single SAW layer
and external electric fields, N can be finite. When the polar
molecules are trapped with two SAW layers, as in Fig. 3(a), N
can be infinitely large.

Given the Hamiltonian as Eq. (23), the evolution of the
amplitudes can be written according to the Schrodinger equa-
tion | (¢)) = —iHy|¥ (1)) as [66]

Enlt) = IV ea1 (0 + IV eu1 (1) +1 Y yae;(t) + iUey (D),
n#j

(25)
with i = 1. In Fig. 5, we compare the dynamics of Eq. (25)
with different number of sites and different initial conditions.
The simulations clarify that the long-range interactions can
affect the dynamics of the lattices, but it is related to the
initial condition and number of sites. If the lattices are initially
random or uniformly occupied, the influence of long-range
interactions is much smaller or better shielded than the case
that a small subset of lattices are initially occupied.
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V. BOSE-HUBBARD MODEL FOR TRAPPED MOLECULES

When i, > ii; > 0, the polar molecules can be trapped
in the single-layer lattices by i1, and external electric force.
This is similar to the purple-dashed curve shown in Fig. 3(b)
by replacing z with D — z. The energy of the molecules is
affected by electric potential of the lower SAW, and the
one-dimensional lattice of trapped polar molecules can be
described by the Bose-Hubbard model with the Hamiltonian
[69-71]

H=/\IIT(7)|:—

+ / U AW WV FE - HUEFEFF,  (26)

K v?
2

mo

+ ‘/e(?):| Y(7)

where mg is the mass of the polar molecule, V,(¥) is the
electric potential by the lower SAW, and W(7) is a boson field
operator for the trapped polar molecules. The field operator
W(7) can be represented as a superposition of Wannier func-
tions localized at the trapped lattice sites as

m

where the operator &, annihilates a polar molecule at the
pth site with 7,, and w is the Wannier function, which is
determined by the distance between 7 and 7,,.

When we only consider the nearest-neighbor interaction
between lattices, the trapped polar molecules can be described
by the one-dimensional Bose-Hubbard model as [43,72-76]

U
Hy=—J]) ala,+ 5 D Al — D+ Y ey, (28)
78 Iz "

where a,, (&L) annihilates (creates) a polar molecule at the pth
site obeying the canonical commutation relation [a,, &L] =
Svps Uy = &L&u, J represents the hopping amplitude between
two lattice sites [77], U is the on-site repulsion, and € rep-
resents the energy offset of each lattice site affected by i1
[43,71,75].

The parameters in Eq. (28) are determined by different
lattice sites 1 and v, and can be given as [71]

0

K v?
Joy = / w*(F—F,)| — 5 +V.(») |w@ = 7,)d*,
m
4
U="2 / w(P)[*dF,
my

€, = fve(r»nw(? — 72 d’F, (29)

where V,(7) is the electric potential induced by the trapping
IDT as in Eqgs. (A46) and (A48) (see Appendix A). The
Wannier function can be approximately simplified with the
Gaussian function as w(x) = ¢~*"/2 [78-80]. When | — v| =
1 in Eq. (29), J,, reduces to J for the simplified nearest-
neighbor case in Eq. (28).

Above all, the lattice network is determined by the spatial
distribution of the external force, and the number of lattice

10° 10 10° 102 10" Mot
z/m insulator

FIG. 6. (a) J/U and €/U affected by the trapped height z of
polar molecules. The distance between two nearest-neighbor sites
is A = 0.005/Nm with N =5, 10, 15 representing the number of
lattice sites, 8, = 8. = 0, mg = 0.1, By = 100 and k = 50. (b) The
phase transition evaluated by J/U between the Mott insulator and
superfluid affected by the trapped height and the number of lattice
sites. In the simulation, k = 50, the polar molecules are trapped
by the IDT array with a horizontal width of 0.005 m, ny = 1 and
Jny = 0.085786.

sites can be arbitrarily manipulated. If we only consider a
short timescale that k(x — vt) varies a little, as the practical
case in Refs. [20,36,52,56], or the theoretical estimation in
Ref. [43] that the tunneling time among lattices and the time
for the occurrence of lattice dynamics vary from 10ps to
15 ns, then Eq. (29) can be simplified to

272
Ty = / e(xx,t)zxz{_ﬁ v

2m0

—I—Boe’kZ cos [k(x — vt)] }e(xx")z/zdx

1—A? 7,{ a2
~ A ~+ Bope *cos [k(x — vt)] |e
Zm()

% A(Boe_kz + 81)€_A2
27, (30)

where A is the distance between two nearest-neighbor lattice
sites, i = 1 for simplification, then we regard the time-domain
evolution as a bounded perturbation as §, [77]. Similarly,

4

U=—
mgy

A2
e dx,

3 (31)
€ = Boe ¥ cos[k(x, — vt)] &~ (By + 8.)e ™™,

where §, is a bounded perturbation similarly as in Eq. (30)
within a short timescale. In the following, we first study a
simplified case with §; = §¢ = 0 and then generalize to the
case that §;, 8 # 0.

In Fig. 6, J/U and € /U are plotted as functions of z, which
is the distance between the trapped polar molecules and the
lower SAW. It can be seen that both J/U and €/U decrease
with the increase in z. This is because of the fact that the
electric potential by the lower SAW decreases with the in-
crease in z. Using this, we can modulate the transition between
different phases of the Bose-Hubbard model as follows.
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10°
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20,
0! ﬁn@fﬁ

0.0278;

0085786

10 10 y 102 107
m

FIG.7. (a) Phase transition boundaries when ny=
1,4,7,10,13,16 and f,, = 0.085786,0.027864, - - - ,0.0075775,
respectively. (b) The parameters of the Bose-Hubbard model
affected by random components §; € [—5, 5] and 8. € [—100, 100].
(c) The phase transition between superfluid (red) and Mott
insulator (blue) evaluated by J/U with the uncertain parameters
in (b). (d) J/U affected by the wave number k when N =5 and
8; € [=5, 5]. In all the simulations, By = 100, the distance between
two nearest-neighbor trapped polar molecules is 0.005/Nm, and
k = 50 in (a)—(c).

The transition between the superfluid and Mott insulator
is determined by J/U and the average number of molecules
no at each lattice site [81]. According to the conclusion in
Refs. [81,82], the transition boundary between the superfluid
and Mott insulator occurs when € /U —ng = —1/2 —J/U +
\/(J/U)z — (2ng 4+ 1)J/U + 1/4, then the polar molecule gas
will be superfluid when J/U > ng+ 1/2 — /no(ng + 1 £
Jne» Where ng = 1,2, -- - represent the mean polar molecule
number in the trapped lattice sites. For example, when ng = 1,
Jfue = 0.085786, corresponds to the case in Fig. 6(b). The
relationship between the designed J/U and € can affect the
transition between the superfluid (//U > f,,) and Mott insu-
lator (J/U < fp,) [75,83-85]. Thus by controlling the trapped
position of polar molecules along z direction and the number
of lattice sites, the transition between the superfluid and Mott
insulator can be manipulated as in Fig. 6(b). In this transition,
the exponential decay of the electric potential induced by
SAW in the open space along the z-direction plays a crucial
role, and makes it possible for the transition occurrence with
varied numbers of lattice sites, which is the special property
provided by the acoustic wave when compared with tradi-
tional modulating methods [21-24].

Additionally, the transition process is also affected by ng
and the uncertainties induced by time dependent potential if
we only consider a quite short time period. In such cases,
the molecules are trapped in the lattices as in experimental
circumstance in Ref. [20], and are also affected by the thermal
effect determined by the environment temperature. The phase
transition needs to be further analyzed as follows.

110" -
() Mott insulator

1
@10
10°
2
>
d
107"

102
10 10

o Superfluid

10
107 10?2 107 10° 107 10° 10?2 107
z/m z/m

FIG. 8. (a) J7 /U affected by the temperature when N = 10 and
other parameters are same as Fig. 6(a). (b) The phase transition
boundary between superfluid and Mott insulator for ny = 1 affected
by different temperatures with BA; = 0.1U (solid-red), U (dashed-
blue), and 2U (dotted-black), respectively.

A. Influence of n(, uncertainties, and thermal effects

For a general case of ng, the contours in Fig. 7(a) represent
the phase transition boundary when ny = 1, 4,7, 10, 13, 16,
where f,, decreases with the increase of ny. Thus when
no is larger, it is easier to generate the superfluid state.
Figure 7(b) shows the parameters with random oscillations,
and Fig. 7(c) shows the phase transition affected by the pa-
rameters in Fig. 7(b) when ny = 1. It can be seen that the
parameter oscillations can induce some errors but not destruct
the overall transition property mainly affected by the trapped
height of the polar molecule array and the number of lattice
sites.

Besides, the thermal effects can affect the hopping of polar
molecules among different lattice sites, and this will further
affect the parameter J in the Bose-Hubbard model in Eq. (28)
as Jp = Je P2 [86-88], where 8 is the temperature, Ay
is a constant, and Ay can be evaluated according to U in
the Bose-Hubbard model. Then the evolutions of lattices are
governed by Eq. (28) after replacing J with Jr. As illustrated
in Fig. 8(a), the thermal effect can affect the parameter J; /U,
together with the trapped height, and this can further affect
the phase transitions of the trapped polar molecule gas. As
compared in Fig. 8(b), the lower temperature is easier for the
construction of superfluid state, and stronger thermal effect
can induce Mott insulator.

B. Influence of the wave number

For different wave numbers of the acoustic wave, the phase
transition boundaries are different. As shown in Eq. (A51)
and Fig. 7(d), the amplitudes of the electric field and the
electric force by SAW decrease along the z direction at the
rate determined by the wave number k. When k is small,
the transition between the Mott insulator and superfluid is
mainly determined by the number of lattice sites, as shown in
Figs. 9(a) and 9(d). In this case, when N is small, the molecule
array can mainly be the superfluid if the molecules are only
trapped close to the electrodes on the piezoelectric material
with surface acoustic waves. However, when k is large, the
electric potential decreases fast with the increase of z. Thus
when N is small, the transition between the superfluid and
Mott insulator can also occur when k is large enough, as
shown in Figs. 9(b)-9(f).
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FIG. 9. The influence on the phase transition by the wave number k of the acoustic wave. (a)—(c) represent the phase transition between
the superfluid (red region) and Mott insulator (blue region) with ny = 1 and the uncertainties in Fig. 7(b). (d)—(f) represent the phase transition
boundaries with ny = 1, 4, 7, 10, 13, 16, and different colors represent the regions for the superfluid state separated by the boundaries with
different ny compared with the white insulator region. In all the simulations, By = 100, the distance between two nearest neighbor trapped

polar molecules is 0.005/Nm.

VI. CONCLUSIONS

We have proposed a method to trap polar molecules with
the electric field induced by surface acoustic waves. Assisted
by external electric fields, the polar molecules can be trapped
and arranged into single or multiparallel layers away from
the piezoelectric material. Depending on the uniformity of the
layers in the longitudinal direction, the attractive interactions
among the molecules in each layer can be different, which
can further affect the binding energy of the trapped polar
molecule array. For a single layer of trapped polar molecules,
the final steady distribution of the molecules can be affected
by the trapping approach with finite or infinite lattice sites.
The trapped polar molecules can be used to construct the
lattice based Bose-Hubbard model. The phase transition be-
tween the superfluid and Mott insulator can be controlled
by designing the values and spatial distributions of the ex-
ternal electric force. The advantages of SAW for trapping
polar molecules are that its induced electric field satisfies the
condition of stability for trapping a polar particle, the field
can be real-time modulated by the electric field applied to
the input IDT, and arbitrary three-dimensional polar molecule
lattices can in principle be trapped by tuning another applied
electric force. Our proposal can be more efficient compared
with traditional trapping methods with electric force such as
in Refs. [21-24]. Besides, the exponential decrease of the
electric field produced by SAW along the vertical direction
in the open space can induce the transition between Mott
insulator and superfluid, and the overall architecture can be
fabricated on-chip with extensive possible expansions. From
the perspective of experimental realization, the deceleration
of the molecule gas has been realized in Refs. [20,52,89],
the on-chip design of the surface acoustic wave resonator has

been demonstrated in Ref. [53], and the method of shaping
electric fields in the open space between two SAW layers has
been introduced in Refs. [21,54]. These technologies support
the viability of the proposed trapping method. Our proposal
has potential applications in the construction of superfluid
and Mott insulator [90,91], phase transitions [92-94], lattice
QED [74,95], as well as quantum information processing [96].
This might open an easy way to hybridize molecules with
solid-state quantum devices, in contrast to trapping molecules
using optical lattices.
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APPENDIX A: CALCULATIONS ON THE SURFACE
ACOUSTIC WAVE

Assume the displacement of the piezoelectric material is

u = (u1, Uy, u3) at the position 7 = [x1, x5, x3]7. When there
are not any strains in the material, the material moves as a
whole and the displacement at 7 and ’ satisfies that
u(®) = u(), (A1)

and

8I/ti

0, Vi,j=1,2,3. (A2)

axj
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The strain at 7 is defined as

1/0u; OJu;
Sij(x1, X2, X3) = = S 2N, i,j=1,2,3. (A3)
/ 2 an ax,-

If the material is not piezoelectric, the motion of a single
unit satisfies that [40]

9%u; oT;; . .
P =2 g b =123 (Ad)

ot? 3.)(?}'

where p is the density, T is the stress. Here T is proportional
to the strain S if the inner force is small, namely

L= ZZCUUSM, i,j,k,1=1,2,3, (A5)
ko1

where Sy; = dug/0x;, the parameters c;jx; are regarded as the
stiffness tensor and can be replaced with the matrix C as

C11 C12 C12 0 0 0

C12 C11 C12 0 0 0

C C12 C12 C11 0 0 0
B 0 0 0 Ca4 0 0

0 0 0 0 C44 0

0 0 0 O 0 C44

with the corresponding relationship between c;ji; and C intro-
duced in Ref. [40].

1. Solutions for isotropic materials

In the isotropic material
Cijki = K8i;0k + L (8ikdji + 8udjx), (A6)
where x and u are positive Lamé constants and the Kronecker

delta function is defined as 6;; = 1 when i = j and §;; =0
when i # j. The stress T can be calculated as

= Z Z(K&ﬂskl + (8ikdji + 8i8k))Ski
K 1

=Y kS + Y > wBudji + 8ud)Su
K 1 K 1

=Y K8iSu+ Y Y 1u(8udji + 8u8)Su
k k 1

= Z K8 Sk + 2185, (A7)
k
where
d
Su = k. (A8)
8xk
Denote A = ), Si, then
T;’j = K(SijA + Z/LS,‘j. (A9)

Equation (A4) can then be written as

Bzui 8le
Tl

dk A aS;;
= 2 —Y
ox; + 'U“Z .

A 0 20U /ox;
+ MM + uViu;
8x,~ 8)6,‘
oA )
= (k + w)—— + uVu, (A10)
8x,-
where V2 = > % andi, j =1,2,3.
The component's of Eq. (A10) read
3% (S11 + S + S33)
+un

pP——m =K+ )

= vy
312 ax, !

82142 321/!3 )

821/!1
= (kK +2U)—5— + (k +
(K M)ale (K M)(BXanl 8)633)(?1

+ 32141 n 321/{1
’ 82x2 82x3 ’
82142 82u2 d
P =k +2u)5—+ (k+ 1)
d X2
and

2u, 9%us
+
ot 0x20X 0x30x,
32142 821/!2
St ),
M(ale 82X3>
2

0 us 82143 82141 32142
_ = 20) —— - -
P = W2 A K an T e
+ 32143 + 321/[3
H 32)61 82)62 '

The vector format of the displacement u = [uy, us, u3]”
can be represented as [97]

[l/l] i, MS]T — [07 V’ W]Tefkq)(3+ik(lx1+mx27vt)’

(Al1)

(A12)

(A13)

(A14)

where U, V, and W are constants determined by ¢ represent-
ing the possible decay in the direction of x3, k is the wave
number, v is the velocity of the acoustic wave, [ = cos9,
m = sin 6, 6 is the angle between the propagating direction of
the wave front with the x3 axis. Thus / and m can represent the
propagating direction of the acoustic wave. Taking Eq. (A14)
into Eqs. (A11)—(A13), we have P(¢)[U V iW]" = 0 with the
matrix [98]

Py (k+wlm  (k+p)lg
P(g) = | (k + u)im Py (k + wmgq |, (Al5)
(k +m)lg (kK + pn)mg P33
where P = (k +2)I> — v?p 4+ pu(m* — ¢*), Py =

(k +2w)ym?> — v?p + u(l*> — ¢%), Py = (k +2u)q* +
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v2p — w(® +m?), 1>+ m?>=1. Take det(P(gq)) =0, and
we can denote the solutions of g as g1, q2, 3.

2. Solutions for piezoelectric materials

If the material is piezoelectric, the stress is also determined
by the external electric field, namely [40]

T = chijklskl - ZekijEkv i, jok,1=1,2,3,
%

ko1

(A16)
where the electric field E, is applied along the x axis. Assume
the electric potential is @, the electric field satisfies that £, =
—Jd®/9x;. Thus the motion equation within the piezoelectric
materials reads

Bzu,- 8T,j
o T,

_ Z (X 2o cijurSur — Yoy exijEx)

3Xj

zzzwm

o+ 8

3)(1 3Xk

= ZZekua
—ZZ T o 0,
= ZZ REFTITA axk
T3 ZZZ W(ai;i azjg;c,)
=S ey 3 DS S

Z 2w

8 uj
i . Al7
+5 ZZZ M (A17)
Because S;; = Slk and T;; = Tj;, then
92 92
oo Th (A18)
0x;0x; 0x;0x;

and

3 97u;
. Zzek’fa ZZZCUkla 3x

(A19)

The piezoelectric material is considered to be an insulator
with [/ V-Ddv =0, and D = [D;, D}, D;] with D; = D; =

0, then
dD; oD oD
divD= " 4~ 4~k
X; ij 0Xy
82uj
_Z ki o 0 ax; Bxk _Zze’f"(ax 10Xk axiaxk>’
(A20)

where

Dk:Zs,ijj+ZZ€iijij
J i
=—Zei,-§ ZZ ,,k<8”’ 3“’). (A21)
J

Because i and j are in the symmetric positions as
82u,-/8xj/3xk = 82uj/8xi/8xk, then

divD = — ngf o) 8xk ZZ Ukax ax (A22)
Then
3%u;
Z ZZ Ciik ax; Eb;x Z ki x oy 9x;0xk =0. (A23)

Because of the piezoelectric property, the boundary condi-
tion reads

Ti; = Z Zcizklskl - ZekizEk
kol k
= Z Z Cizk1 Skl + Z ekizg_)i
= Z Z Cizkl = <8Mk gj;i) Z klz =0,

(A24)
wherei, k,l =1,2,3andz=0
Because S; = S, then
I, = chzzkl Z kzz =0, (A25)

which means that there are no mechanical forces in arbitrary
directions on the free surface, namely T, = T;, = T,; = 0 at

z = 0. Then Eq. (A25) can be rewritten as
] 0o
I 4 22— 0, Vi k, 1= 1,2, 3.
ox; 0xk

Above all, the equations of the acoustic field can be written as

3% 32
ar': ZZ k”a Bxk ZZZ Uk ox; gi

Cizkl (A26)

3%u;
Z ZZ ”kax gxk

a 1o
= ekiz7— =0,
axl

Bxk
where the second line is the electric boundary condition with
z = 0, and the third line is the mechanical boundary condition
with z = 0, which means that the stress is free at the boundary.
Then in Eq. (A4), T3 =0whenz =0fori=1,2,3.
Based on the model above, we have the time-dependent
strain field Sy; and the electric potential ® satisfying that

82CD Cizkl 82Mk

Z k’ax Bxk =9

Cizkl (A27)

(A28)

dx ;9 exiz 0x0x;
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The motion of the piezoelectric material reads
9%u; Cit % Ui
- epii—=
p ot? Xj: Xk: Y Criz ax; ij

82uk
P

(A29)

Besides, Eq. (A16) can also be written as

Sij=Y_ Y sijuTa+ Y djEr i jik, 1 =1,2,3,
k ! k

(A30)
where d;; is given according to ej4 in Eq. (A29) and can be
represented with the matrix d with k = 1, 2, 3 for different
lines of the matrix as

0 0 0 dua O 0
d={0 0 0 0 du 0.
0 0 0 O 0 du

In the piezoelectric material, there are only three indepen-
dent elastic constants for the ¢;j; in Eq. (A27) denoted as ¢y,
C12, C44 [45]. Then the equation in Eq. (A27) can be simplified
and rewritten as

9%u, 9%u, L 9%u, n 9%u,
=c c
P T2 T Gy T2
u,  0u, 3%
+ (2 + c44)<8x8y + 8xaz) + 2e1q 2y0z’
(A31)
3%u, 3%u, N %uy  9%uy
=c Y 4 c
Py =M T4 e T 2
’u,  0%u. BR)
2 _7
+ (12 +c44)<8y8x + 8y81> + {rwrm
(A32)
9%u, d%u, %u,  u,
Poarr =N %2 +c44( ax? + 8y2)
%u,  9%uy 3¢
+ (2 + c44)<818x + 818y> + 2e14 oxdy’
(A33)
3%u, 3%u, 32
eAp = 2eru| 2 L %, (A34)
dydz  0xdz  0xdy

where u,, u,, and u, represent the displacements in the three-
dimensional coordinate system with the mechanical boundary
condition at z = 0 reads

ou ou 0
T3 = C44<—Z + x) +€14—¢ =0,

0x 0z ay
ou ouy 0
Ty =cu| — +— ) + 614—¢ =0, (A35)
ay 0z ax
ou, ou,  ou,
T = _— _— =0V,
33 = C11 92 +Clz< o + 3y

(b) Ne=
Decelerated polar. L=

(2)
Yo

(a)

Vﬂ(l) V1(1)

(1)

v§ 2) vz(l) (3) 3) 3) eee

Yy vy vy Vﬂ(M) VI(M) ()

of o

FIG. 10. (a) Schematic diagram for the voltage distributions of
the receiving IDT. The polar molecules interact simultaneously with
both the electric field from receiving IDT and externally applied con-
trol electric field. (b) The physical realization of designed external
electric fields in (a) with an array of electrodes. (¢) An example of
polar molecules trapped in the lattices constructed by the electrodes.

and the electric boundary condition at z = 0 reads
u,  Juy d¢
— )| —e— k¢ = 0.
el4<3y+8x> 881+80¢

When the sample is fabricated on the polished (100) sur-
face, the acoustic wave propagates along the [011] direction,
and is of the format [45,51,98]

u o—keik(x+y)/2—ivke
9

(A36)

Uy, =

V2
U kztik(xty)/2—ivke
U, = —e ) ,
y \/E
w, = ii, e—kz+ik(x+y)/\f2—ivkz. (A37)
Equation (A34) reads
eAp = 2eis(25 + ). 0<z<t (A38)
, else,

where H represents the thickness of the IDT fingers, and
A¢ = 3°¢p/0x* + 3% /dy* + 3¢ /7%
Then the electric potential can be represented as

b=x (Z)eik()c+y)/\/i—ivkt7 (A39)
where x (z) reads
Xp(z)+BlekZ+Bze_kz, 0<z<H,
x(2) = { Bzek, <0, (A40)
Bye ™, z2>H,

which is given in Ref. [51] with the detailed format of x,(z)
and B; with j =1, 2, 3, 4 are to be determined parameters.

The amplitude of the electric field by SAW can be calcu-
lated as [99]

B, ~ {30\ (90N (90N (a4l
o= (G0) () +(3) o

3. Electrical fields induced by the surface acoustic wave

In this section, we introduce the realization of the electric
fields interacting with the polar molecules in our proposal. As
schematically shown in Fig. 10(a), the polar molecules can
simultaneously interact with the electric field by SAW and
designed external electric fields. Experimentally, the exter-
nal electric field can be realized with the three-dimensional

023292-13



HAIJIN DING, RE-BING WU, AND YU-XI LIU

PHYSICAL REVIEW RESEARCH 6, 023292 (2024)

electrode array as in Fig. 10(b) or Ref. [54]. Thus the po-
lar molecules can be trapped in the lattices constructed and
controlled by the electric fields of the electrodes such as in
Fig. 10(c). Based on the format of the electric potential given
in Egs. (A39) and (A40), the polar molecule can be driven by
the electric field with the potential as

¢ = R[ByeHeektn/V2-ivkt], (A42)
which  satisfies  that  A¢ = 32¢/3%x> + 3%¢ /3%y +
8%¢/3%°z> = 0 and R represents the real part of a complex
value. The surface acoustic wave and polar molecules are
coupled via the nonreflective IDT, as shown in Fig. 1. We
replace x +y with x in Fig. 10 and the following and the
analysis in the main text for simplification, then [98,100,101]

d(x,z,1) = R[Bye "] =X (x,1)Z(z),  (A43)
where
X(.x, t) — m[eik(x—vt)]’
Z(z) = Bse ™. (A44)

The period of the receiving IDT is [ = 6p’ = A where p/
is the width of an electrode of the red and green fingers in
Fig. 10. Assume the number of periods is M as in Fig. 10 and
A is the wave length of the acoustic wave. For the jth finger
in a period with j = 0, 1, 2, when the voltage is 1 V on the
electrode, the induced potential is

M
¢i(x,5,0) =Y /" (x,z,1),

m=1

(A45)

where ¢>;m)(x, z,t) is as the format of ¢(x, z,7) in Eq. (A43)

and can be induced by v in Fig. 10 in proportion.
When the induced potential by the first finger of a unit in
all the periods reads

M
Po(x,2,1) = Yo" (x, 2, 1), (A46)
m=1

then the potential induced by the other two fingers in a period
reads

$1(x,z,1) = Ppolx —2p, z,1)

_ Z‘f’(m)(

m=1

)
$2(x, 2, 1) = ¢po(x — 4p', z,1)
= Zfﬁ('")(x - —,z t)

Assume the apphed Voltage on the jth electrode in a period

1sV—v§1)_v§) _v 1nF1g 10 with j =0, 1, 2,

(A47)

then the overall acquired potential is

2
Vix,z,0) =Y Vivi(x, 2, 1)

J=0

=V, Zqﬁ('”)(x ) +V th(m)( % Z, t)

m=1
-2 t),

+V qu(””(

where ¢>(m)(x 7, 1) = R[Boe *e*~v)] with By representing
the amplitude of the potential at z = 0.

Then the induced electric field vector E (x,z,t) by
Vix,z,t)is

(A48)

E(x,z,1) = =VV(x.z2.1) = [E. E]', (A49)
where
E, = —VOa S v 2) v Y v = 5:9)
* 0x 0x
BZm 1 (m)(x - _72)
ax ’
9 anlfl m[BOe—kzeik(x—vz)]
Ez = _VO —
0z
9 M, R[B e—kzeik(x—g—‘—vz)
_ Vl Zm_] [ 0 ]
0z
a R[B e—k" zk(x vt)
_ Zm 1 [ 0 ] (ASO)
9z
For the passive receiving IDT in Fig. 10, Vo = V| # V,, the

above electric field can be simplified as
kz 2
E., =My — V5)Boke " sin | k x—?—vt ,

ke 2
E, =MV, — Vy)Boke ““cos | k| x — 3~ vt ). (A51)

APPENDIX B: SIMPLIFYING THE INTERACTION
BETWEEN POLAR MOLECULE AND ELECTRIC FIELD
BY SAW WITH ROTATING WAVE APPROXIMATION

Here we introduce in detail the method to simplify the de-
pendence on the time-varying components in the Hamiltonian
in Eq. (3) via rotating wave approximation. We firstly define
a transformed quantum state ket |1/'(¢)) based on the original
ket |/ (1)), then we have [57,58]

d . N
i [§0) = HI @), (Bla)
[/ () = MY @)), (B1b)
d
ih— Y/ (0) = Ho Y ), (Blc)

where /i = 1 for simplification and U = ¢’ represents the

transformation between |/ (t)) and |v/'(t)), H in Eq. (Bla)
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is given in Eq. (3), and in Eq. (Blc)
Hu) — eiAt(H _ A)e—iAt

— oA o) —kv/2 —|ﬁ|E;j)(X, zZ, l‘)#il) oM
|/J,|EU)(X Z, t)j’(l;l’g}rl) w) +kv/2
_ EAfkv |[m =(j) ik
_ ot —roents 550 (B2)
j\l(lj\”jrl)E J)(x z, t)eflkvt o — EAku
where A = [k%ﬂ 7,(?} /2], @ = (w1 + w2)/2, and the time-varying component can be simplified as
Q QMuk .
| |m—EZ(])(x Z, t)eflkvt — ( 1)] |/.L|m l/tj eisz
J’(J’ +1) S+ 1)
il k(x—5—vt —ilk xfffvt
LG R ok ST mmszMu,ke,kz %) ®3)
2 277+ 1

by neglecting the fast oscillating terms containing e~2*"’. Then we have Eq. (4) in the main text.

APPENDIX C: ILLUSTRATION ON EQ. (9)

During the trapping of polar molecules, the motion of molecules is determined by the electric force and Newtonian mechanics.
In the longitudinal direction, the molecules can be stable because the direction of the joint force by the IDT-induced electric field
and the external electric force are different at the upper side and the lower side of the trapped points and this can provide the
restoring force. In the horizontal direction, once the polar molecules can escape from the trapped localization, their motion is
only determined by the IDT-induced electric field as Eq. (7) in the main text. Consider the property of the electric force at a point
only affected by the IDT but not by the external force, which satisfies that

V.-F(x,z,1)

_ (11 dU _ .,

=-V.(-—=——VIE|
2|E|d|E|

1_} 1 2 2
[ )

2 |E|d|E| ox 0z
_ o ] 3g %0 09 %9 cu (% 2% 39 0%
- |E|d|E| 9x 0x2 " 97 ozox ox axoz 9z 02 )°
_ L dU (93¢ 3939 3¢ 3% 3¢ 3¢ N 3¢ 3% g %P 9% ¢ 3¢
N |E|d|E| a2 9x2 | 9x 9x3 | 9zdx 0zdx | 9z 9z9x2 0x0z 0xdz  Ox dx0z2  9z2 0x2 9z 0%x0z
1 au [ (9% N 32¢2+a¢ Po 3¢ L PBo 3 s 926\’
~ |E|4|E|| \ 9x2 972 x \ 0x3  9x0z2 0z \ 9z0x2  9x20z dz0x
e ) ()
~ IE|dIE|| \ a2 322 3z0x

9%
0z0x

3%
072

8%¢
ox?

&7 ief(fuemﬁlf[( )+ (&)

where ¢ = ¢(x, z, 1) is given in Eq. (A43) [59,102].
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