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Quantum defect theory for the orbital Feshbach resonance
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In the ultracold gases of alkali-earth-metal-like atoms, a new type of Feshbach resonance, i.e., the orbital
Feshbach resonance (OFR), has been proposed and experimentally observed in ultracold '>Yb atoms [R. Zhang
et al., Phys. Rev. Lett. 115, 135301 (2015)]. When the OFR of the ' Yb atoms occurs, the energy gap between
the open and closed channels is smaller by two orders of magnitude than the van der Waals energy. As a
result, quantitative accurate results for the low-energy two-body problems can be obtained via multichannel
quantum defect theory (MQDT), which is based on the exact solution of the Schrodinger equation with the van
der Waals potential. In this paper we use MQDT to calculate the two-atom scattering length, effective range,
and binding energy of two-body bound states for the systems with OFR. With these results we further study
the clock-transition spectrum for the two-body bound states, which can be used to experimentally measure the
binding energy. Our results are helpful for the quantitative theoretical and experimental research for the ultracold

gases of alkali-earth-metal-like atoms with OFR.
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I. INTRODUCTION

Feshbach resonance [1] is a powerful tool for the control of
interaction between ultracold atoms [2]. In ultracold gases
of alkali-metal atoms the magnetic Feshbach resonances
are widely used for tuning of s-wave scattering lengths
[2]. For the gases of ultracold alkali-earth-metal-like atoms,
recently we found a new type of Feshbach resonance, i.e.,
the orbital Feshbach resonance (OFR) [3]. With the help of
OFR, one can precisely control the s-wave scattering length
between two fermionic alkali-earth-metal-like atoms in 'S
and 3 P  electronic orbital states with different nuclear spin, by
changing the magnetic field [3]. Orbital Feshbach resonance
has been experimentally observed in the ultracold gases of
3Yb atoms [4,5]. It is also shown that using the ultracold
gases of alkali-earth-metal-like atoms with OFR, one can study
several interesting problems, including the Kondo effect, the
strong-interacting ultracold Fermi gases with narrow Feshbach
resonance, and the Leggett mode [3,6—14].

When the OFR of *Yb atoms occurs, the energy gap
between the open and the closed channel is about 10° Hz. It
is, by two orders of magnitude, smaller than the characteristic
energy of the interatom interaction (i.e., the van der Waals
energy), which is of the order of 107 Hz [4,5,15,16]. As aresult,
a simple zero-range two-channel Huang- Yang pseudopotential
can be used as an approximation for the interatom interaction
[3,16]. In this model, the two-body interaction is described
by two parameters, i.e., the scattering lengths a4 for the two
independent scattering channels |1), which will be defined
below. It is estimated that for '"*Yb atoms the quantitative
precision of the OFR point given by the two-channel Huang-
Yang pseudopotential is about 80% [3,16].

To obtain more accurate results, one needs to take into
account the effects from the finite-range van der Waals
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interaction potential. To this end, one can numerically solve the
multichannel Schrodinger equation with a model interaction
potential that behaves as a van der Waals potential in the
long-range limit (e.g., the Lennard-Jones potential) [12].
Nevertheless, there is also an analytical approach for the
multichannel low-energy two-body problem with a van der
Waals potential, i.e., the multichannel quantum defect theory
(MQDT) [17-20], which is based on the analytical solution
of the single-channel Schrodinger equation with a van der
Waals potential [21]. In ultracold atomic gas physics, this
MQDT approach was originally developed for alkali-metal
atoms. Previous research for these systems shows that when
the interchannel energy gap is much smaller than the van der
Waals energy, the result given by the MQDT is quantitatively
very accurate [18,20]. Thus, this approach is also applicable for
the ultracold alkali-earth-metal-like atoms with an OFR with
small energy gaps between the open and the closed channels,
e.g., the ultracold "> Yb atoms.

In this paper, using the MQDT, we solve the low-energy
two-body problems for alkali-earth-metal-like atoms with an
OFR. We derive the analytical expressions of the two-atom
scattering length and effective range [Eqs. (36) and (37)],
as well as the algebraic equation satisfied by the binding
energy of two-body bound state [Eq. (48)]. All the results
are expressed in terms of the scattering length a4 as well as
the characteristic length B¢ of the van der Waals potential.
Our results show that the OFR for *Yb atoms is a narrow
resonance [7]. Using these results, we further investigate the
clock-transition spectrum of these systems, which can be used
for the experimental measurement of the binding energy. Our
results are helpful for both theoretical and experimental study
for ultracold alkali-earth-metal-like atoms with OFR.

The remainder of this paper is organized as follows. In
Sec. IT we show the MQDT approach for our system and
calculate the two-atom s-wave scattering length and effective
range. In Sec. III we calculate the binding energy and wave
function of the two-atom bound state, as well as the clock-
transition spectrum. A summary and discussion of our results

©2017 American Physical Society
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FIG. 1. (a) Energy-level diagram of a single atom. For the OFR,
the open channel |o) is the two-body internal state with one atom in
|g,{) and the other in |e, 1) (the red closed circles), while the closed
channel |c) is the state where one atom is in |g,1) and the other is
in |e,|) (the red open dotted circles). Here 8, = u,(m}; —m;)B is
the Zeeman energy difference between the single-atom states |e, )
and |e,?) and 8, = u,(m; —m;)B is the one between states |g,|)
and and |g,?). The Zeeman energy difference § in Eq. (3) can be
expressedas § = 8, — 8, = (Bp)B, with 80 = (e — pg)(my; —my).
(b) Potential curves U®(r). In the region r > b, we have UP(r) ~
US)(r) ~ —h*B¢/mrS. In our problem both the energy gap § and the
scattering energy € are much smaller than —h%/mfZ.

are presented in Sec. IV. Details of our calculations are shown
in the Appendixes.

II. SCATTERING LENGTH AND EFFECTIVE RANGE

We consider two fermionic alkali-earth-metal-like atoms in
'S (g)and? P ( (e) electronic orbital states, with nuclear-spin
magnetic quantum numbers m; (1) and m; () (Fig. 1). The
two-body internal state, with one atom in |g,|) and the other

in |e,?), can be defined as
%(Ig)mli)(l’le)@IT)(Z) — 1)V MV 1g) PP,

6]

with |e(g))?) (j = 1,2) and |1 )Y (j = 1,2) the electronic-
orbital and nuclear-spin states of the jth atom, respectively.
Similarly, we also define the state with one atom in |g, 1) and
the other in |e, ) as

lo) =

1
e = 50PN P10 = VPPN ),
@)
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The Hamiltonian for the two-atom relative motion is given
by

2
A== 4 sieyiel + U, (3)

where m is the single-atom mass, r is the relative position of
these two atoms, and

§=(nB

is the Zeeman energy difference between states |c) and |o),
with §u and B the magnetic moment difference of these two
states and the magnetic field, respectively. Here i can be
expressed as

S = (e — pg)(my —my),

where i, () is the magnetic moment for the electronic orbital
state |e) (]g)). Without loss of generality, here we assume that
du > 0.In Eq. (3) U(r) is the interatom interaction potential.
It is diagonal in the bases
1
|£) = —=(c) F lo)) “)
V2

and can be expressed as
U(r) = U0 (H + U0, )

where U™ (r) is the potential curve with respect to state |=)
[Fig. 1(b)]. When the two atoms are far away enough from
each other, U®)(r) can be approximated as the same van der
Waals potential, i.e., we have

2 p4
h B¢
mro

UPG > by~ U >b)~ — (6)
Here B¢ is the characteristic length of the van der Waals
potential and the range b satisfies the condition

b < /36- (7)

In this paper we focus on the systems where the energy gap
& between the states |c¢) and |o) is much smaller than the van
der Waals energy h?>/mpZ. As shown below, our finial result
is independent of the exact value of b.

We consider the s-wave scattering of two atoms incident
from channel |o), with relative momentum k. Here we assume
that the scattering energy

h*k?
€=—o )
m
is smaller than the interchannel energy gap §. As a result, in the
scattering process the channel |o) is open, while the channel
|c) is closed.

The s-wave scattering length and effective range are
determined by the two-atom scattering wave function |y, 5(r)),
which satisfies the Schrodinger equation

HI e 5(r)) = ElYe 5(r)) (€))
with the boundary conditions
tim ([ 5(r)] = 0 (10)
and
Tim (elres(r)) = 0. an
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‘We point out that if we solve Eq. (9) only with the the boundary
condition (10), we can get two linearly independent special
solutions. The solution of Eq. (9) and conditions (10) and (11),
i.e., the scattering wave function | s(r)), can be expressed
as the superposition of these two special solutions. Following
the idea of MQDT, below we will first derive the two special
solutions of Eq. (9) and the condition (10) for the simple case
with § = 0 and then derive the two special solutions of (9) and
(10) for nonzero §. Finally, we will construct the scattering
wave function |y s(r)) with these special solutions and the
condition (11). With this wave function we can derive the
s-wave scattering phase shift, scattering length, and effective
range.

A. Special solutions of Egs. (9) and (10) for 6 = 0

When § = 0, the Hamiltonian A given by Eq. (3) is diagonal
in the bases {|4),|—)}. Therefore, in this case we can choose
the two special solutions of Eq. (9) and (10) as

(+)

Wy = 2O, (12)
r
=)

WS = 201, (13)
r

Substituting Egs. (12) and (13) into Eq. (9), we obtain two
equations for the components ¢ (r):

r d?

—— =P )+ UF () = 6P ). (14)

m dr?
Furthermore, using the expression (6) of the potential U®)(r)
in the region r > b, in this region we can reduce these two
equations to

g

d2
(€3]
—de (r)— i

950 = eP ). (15)
Thus, when r > b the components ¢*)(r) can be expressed as
the superpositions of two special solutions feo(r) and gg(r) of
Eq. (15), which were analytically derived by Gao in Ref. [21].
These two solutions have energy-independent normalization in
the limit r — 0, as described in Egs. (17) and (18) of Ref. [21]
and illustrated in Fig. 2.

According to the above discussion, we can choose ¢ (r)
to satisfy

¢Fr) = f20r) — K2g%(r) forr > b. (16)

The properties of the parameters K{ can be investigated with
the following two facts. First, in the region with r < S the
interaction potentials U®)(r) are potential wells with the depth
being on the order of the van der Waals energy h*/mfg or even
larger. Thus, for our case with € <« h?/mp? the behaviors
of qbgi)(r < Bg) are almost independent of €. Explicitly, for
r < Po the functions ¢ (r) can be formally expressed as
B (r) = FE(e)RD(r), whereas the functions FH(e) are
independent of » and G®(r) are independent of €. Second,
the expressions of feo(r) and gg(r) [21] show that these two
functions are also almost € independent when r < S for € K
hz/mﬂg, as illustrated in Fig. 2. Applying these two facts
and Eq. (16) in the region b < r < Bg, we can obtain the
conclusion that F®(¢) = 1 and the parameters K. are also
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FIG. 2. Special solutions (a) f°(r) and (b) g°(r) of Eq. (15),
derived by Gao in Ref. [21]. Notice that in Ref. [21] the equation
is solved for both positive and negative values of €. Here we show
the results for the cases with e taking the values €; = 0.019A/mpZ,
€ = —0.0197%/mpZ, e3 = 0.013h%/mpBZ, and €4, = —0.026R /mpZ.
When |e| is much smaller than h?/mf2, in the region r < B both
£2(r) and g°(r) are almost independent of the values of e.

almost independent of €. That is one of the basic ideas of
quantum defect theory [17,22,23].

For e > 0,in the limitr — oo the functions £°(r)and g°(r)
satisfy [21]

rlirrolo feo(r) =,/ %[fo(e) sin(kr) — Z r4(€) cos(kr)],
a7

lim ) = ,/%[zgf(e) sin(kr) — Zgq(€) cos(kr)]
(18)

and the functions Z;;(¢) (i,j = f,g) are given in Ref. [21].
Substituting Eqgs. (17) and (18) into Eq. (16) and using the
expressions of Z;;(e), one can obtain

. Q2r)(KL = 1)

lim ¢ () o |r — =28 |. 19
Jim ¢Zy(r) rTeRa (19)
That result was derived by Gao as Eq. (9) of Ref. [17]. On
the other hand, since in our case with § = O the states |+)
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and |—) are two independent scattering channels, we also
have lim, o ¢\ (r) o (r — al®)), where a® is the s-wave
scattering length for each channel. Thus, Eq. (19) implies the
relation between parameter KO and the scattering length a®)
[17]:

Kzot _ 27Tﬂ6 .
2mBs — alFT(1/4)?

(20)

B. Special solutions of Egs. (9) and (10) for é§ # 0

Now we consider the special solutions of Eq. (9) and
condition (10) for the case with § # 0. As mentioned above,
in this section we ignore the boundary condition (11). When
8 # 0, itis convenient to expand | (7)) in the bases {|c),|0)}.
Since the potential U™ (r) satisfies the condition (6), forr > b
the interaction U is independent of the internal state of these
two atoms and thus the channels |c) and |o) are decoupled and
Eq. (9) can be simplified as

AT _}[V(lebea(r))] = elrolyesm)], 21

ﬁﬁ}[r(cm s(r)] = (e = dr(c|Yes(r)].
(22)

Therefore, similar as in Sec. II A, for r > b the component

r{o|¥e s(r)) can be expressed as the superpositions of func-
tions f; 9(r) and g(’(r) and r{c| 1//5 s(r)) can be expressed as the
superpositions of f _s(r) and g6 s(r). Thus, we can choose

the two special solutions of |1p(°‘ A )(r)> of Eq. (9) to satisfy

|¢€(%)(r > b))

= l{[fé’<r>— K2,82(M]lo) — K282 s(Mle)},  (23)
1
= r{ KD 82m)l0) + [ £250) — K{.80_5(M)]le)}.

(24)

Here the parameter K| ?j (i,j = o,c) is also determined by the
detail of the potential curves U®)(r) in the region r < b. As
shown in Appendix A, with an analysis that is similar to that in
Sec. I A, we can find that for our case with € < h?/ m,362 and
8 < h?/ mﬂg, the values of Kg (i,j = o,c) are independent
of both € and § [18]. Therefore, we can obtain the values of
K}, (i,j = 0,c) from the behavior of |w(°‘ A1) in the limit
8 —> 0 with the following analysis. In Sec. I A we already
obtained two special solutions |1ﬂ€(§):0(r)) for Egs. (9) and
(10) with § = 0. Therefore, |.”}(r)) should be the linear

combinations of W((S o). This fact and Eqgs. (12), (13),
(16), (23), and (24) yield that

KS, = Kp, = 3(K + K°), (25)
K? = K> = L(Kk® — K)). (26)
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Moreover, with the relation (20) the parameters K ioj (i,j =o0,0)
can be further expressed as functions of B¢ and the scattering
length a™®.

C. Scattering wave function and phase shift

Now we calculate the scattering wave function |y s(r))
that satisfies Eq. (9) as well as both of the boundary conditions
(10) and (11). This scattering state is the superposition of the
two special solutions |¢(“ A )(r)) of Egs. (9) and (10), which
were derived in Sec. II B. Namely, | s(r)) can be expressed
as

[Wes(r)) = B{|w% )+ ClyB) )}, 27)

where the coefficient C is determined by the condition (11)
and the coefficient B could be an arbitrary r-independent
constant. In addition, according to this result and Egs. (23) and
(24), in the region r > b the component (c|1pE s(r)) is a linear
combination of functions f; 0 _5(r) and ge s(r). In our system
with € < §, these two functions have asymptotic behaviors
(21]

60_5(r — 00) = 12 lim |:Wf1(6 —8) 1, (kr)
r—00 :
1
+ Wyk(e — 3); Kzu(Kr)], (28)
0 _ 12
8e_s(r > 00) =r "/ lim |:Wg1(e —8) 1, (kr)
r—0oQ

1
+ Wek (€ — 3);K2V(KV)} (29)

where
. Jm(s — €)
=

I, and K, are Bessel functions, and the functions W;;(z)
(i = f,g;j = I,K) are defined in in Ref. [21]. Here the v is a
parameter that is determined by the energy € — &, as described
in Ref. [21]. Substituting Egs. (28) and (29) into Eq. (27),
we can express lim,_,« {(c|¥e s(r)) in terms of the parameter
C. Moreover, matching this expression with the boundary
condition (11) and using the facts I5,[(kr) — oo0] = oo and
K>, [(kr) — oo] = 0, we find that

_ [<covVgI(6 _5)
B ‘/Vfl(6 - 8) - I(ccvvgl(6 - 6)

Substituting this expression into Eq. (27), we obtain the
component of the scattering wave function |y s(r)) in the
open channel

B o 0
(0| Ve s(r > b)) = 7{}2 (r) — Keel€.81g.(r)}, (30)
where the function K[e€,8] is defined as
0 K K?
Keile, 6] = K —0c < 31
ir[€,6] 00+X(6—5)—K?C (31)

Here Kioj (i,j = o,c) are given in Egs. (25) and (26), with
Ki being given in Eq. (20), and the function x(z) (z < 0) is

013624-4



QUANTUM DEFECT THEORY FOR THE ORBITAL ...

defined as

G
W, (2)

Substituting Eqgs. (17) and (18) into Eq. (30), we can further

obtain the behavior of (o|y¢s(r)) in the limit r — oo.
Comparing this expression with the relation

x(2) (32)

1in(1)(0|1ﬂ€.5(r)) x %[cot no(k) sin(kr) + cos(kr)], (33)

where 1 is the s-wave scattering phase shift, we finally find
that cot no(k) can be expressed as
Zsr(e) — Kegl€,81Zg5(€)

cotno(k) = Keil€,81Zg5(€) — Z po(€)

(34)

Moreover, since K¢ [€,8] is determined by the parameters K l.(;))

(i,j =o,c)and K l-(;)) is a function of the scattering lengths a*
and the characteristic length S¢ of the van der Waals interaction
potential, tan ny(k) given by Eq. (34) is essentially a function
of a{®, Bs, 8, and €. Here we point out that the expression
(34) of cotno(k) has the same form as the one for the case
with a single-channel van der Waals potential (i.e., Eq. (5) of
Ref. [17]), while the parameter K for the single-channel case
should be replaced by K[€,6] for our case.

D. The s-wave scattering length and effective range

Using Eq. (34), we can calculate the two-atom s-wave
scattering length a; and effective range r.g, which are defined
via the low-energy expansion of k cot ny(k):

I 1
kcotno(k) = —— + ireff/é + 0. (35)
as
Substituting Eq. (34) into Eq. (35) and using direct calculations

that are quite similar to the single-channel case [17], we can
obtain

2r Ker[0,8] — 1

() = , 36
“O) = R U/BP  Kal08] 10 (36)
L NU/MHP K081 + 1
) = T Kerl0,0] — 120
2 27
+[F(1/4)] h Keﬁ-[O,S] 37)

. mPe(Ketr[0,8] — 1)*’

where K/;[€,8] = dKcx[€,8]/de. In addition, with the help
of the relation § = (§u) B, we can further express a, and g
as functions of the magnetic field B. It is clear that we have
ay = oo at the magnetic field By, which satisfies the condition

Keir[0,(81Bo)] = 0. (38)

That is the OFR.

In the calculation for a; and r.g we are required to derive the
value of the function x(—4§), which appears in the expression
(31) for K¢;[0,8]. The exact value of x(—4§) can be obtained
from its definition (32) and the expressions of the W functions
that are given in Ref. [21]. Nevertheless, it is also proved that
[19] for sufficient small |z| the expression of x(z) (z < 0)
can be approximated as [see Eq. (57) of [19]; notice that the
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—Exact MQDT
AMQDT with Eq.(39)
- -2-Channel-HY

% SFRM in Ref.[3]

0 Eq.(42)

1
1
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_5 1 N 1 1 1 1
25 30 35 40 45 50 55 60
B(G)

FIG. 3. The s-wave scattering length a; of 3Yb atoms, as a
function of magnetic field. Here we show the results given by the
MQDT [i.e., Eq. (36)] with the exact value of x(—4) (red solid
line), the MQDT with the approximation (39) (black triangle), the
two-channel Huang-Yang (HY) pseudopotential [i.e., Eq. (41)] (blue
dashed line), the approximated expression (42) (black circles), and
the simple finite-range model (SFRM) in Ref. [3] (blue stars).
We consider the case with m; = —5/2 and m) =5/2 and take
a™ = 1900ay, a> = 200ay, Bs = 169.6ay with a, the Bohr radius,
and pu, — u, = 2wh x 112 Hz/G. The results of the SFRM are given
by Eq. (12) of Ref. [3] with the parameter ry = 112.9a.

function 2 in this reference means — x for our case]

I o 2 VE(1+1)
37T 30 T T /4P
x(@) =~ o

273 (1-3)
TTh/AR

, (39)
1 —

with Z = |z|mpBZ /h*. Therefore, when the energy gap § is small
enough (i.e., the magnetic field B is small enough) we can use
the approximation (39) to simplify the calculations for a; and
rerr. Similarly, according to Eq. (28) of Ref. [19] (notice that
K fO in that reference means — K¢ for our case), when both §
and the scattering energy € are small enough, the expression
(34) of cot g can be approximated as

cotro ~ [F_F[LF

mk*  2mk 1—15—(1+I?)(%I€2+%k4)}“
4

1 41241 1€+2 22+1 2 Kt R
x[1——1In —(=+1In2- ,
15 15\5 4

(40)

where k = kfs, y = 0.5772... is the Euler constant and K
is the value of K[€,8] given by Eq. (31), with the value of
x (e — &) given by the approximation (39).

In Fig. 3 we illustrate the scattering length a; for "> Yb with
a™ = 1900ay, a' ™) = 200ay [5], and Bs = 169.6a [15], with
ao the Bohr radius. Here we consider the case withm; = —5/2
and m) = 5/2. We calculate a, with both the exact value of
the function x(—§) and the approximation (39). It is shown
that the approximation (39) works very well for B < 60 G.
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15 —Fxact MQDT
- -MQDT with Eq.(39)
T‘—E 1 O r 7
5 L ! . -
0 B 100 200 300

B(G)

FIG. 4. Effective range r. of !> Yb atoms given by the MQDT
with the exact value of x (—§) (red solid line) and the MQDT with the
approximation (39) (blue dashed line). The red dotted line indicates
the OFR point By. In our calculation we use the same parameters as
in Fig. 3.

For comparison, we also show a,; given by the zero-
range two-channel Huang-Yang pseudopotential, which can
be expressed as [3,16]

—[a{P + alP] + 2/md/h2aPal>)
PRI

As show in Fig. 3, the difference between the OFR points given
by the MQDT and the zero-range two-channel Huang-Yang
pseudopotential is about 9 G and the relative difference is
about 20%. This difference is due to the fact that the zero-range
pseudopotential does not include the van der Waals physics and
thus is less accurate than the MQDT approach. In Fig. 3 we
also compare the result given by the MQDT and the one given
by the simple finite-range model (SFRM) in Ref. [3] (i.e.,
Eq. (12) of Ref. [3]), where the interaction potential is simply
described by a finite-range boundary condition satisfied by the
wave function at the position r = ry. It is shown that for our
case the SFRM is quantitatively consistent with the MQDT
when ry = 112.9a¢ ~ 0.67 .

On the other hand, around the OFR point By where a; = oo,
we can expand the scattering length a, as a series of B — By.
By neglecting the high-order terms that are proportional to
(B — By)" (n > 1), we obtain the approximate expression of

as:
Ap
ag X apg l—B 5 )
— Do

Our calculation show that for '*Yb we have ape = —98ag
and Ap = —660 G. As shown in Fig. 3, this approximate
expression is quantitatively consistent with the MQDT result
[i.e., Eq. (36)] in a large range of magnetic field.

In Fig. 4 we illustrate the effective range r.¢ for the OFR of
173Yb atoms with m; = —5/2 and m’, = 5/2. Our calculation
shows that at the OFR point we have |reg| & 908.7ay =~ 5.4 8¢
and thus the resonance parameter Sy, = 4786/ I'(1/4)res
is about 0.18. This means that OFR for '*Yb is a narrow
resonance in the sense of an effective range [2,7]. Here we also

(41)

ag =

(42)
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FIG. 5. Real part (blue solid line) and imaginary part (red dashed
line) of the factor kcotny defined by Eq. (33), as functions of
the scattering energy €. Here we consider the system with the
parameters of Fig. 3 and illustrate the results for the cases with
(@) B=30G (§ =27hx 1.7 x10* Hz) and (b) B=50 G (6§ =
2mh x 2.8 x 10* Hz). It is clearly shown that Im[k cot 9] = O for
€ < 6 and Im[k cotng] # O for € > §. The black triangles are the
results for Re[k cot ng] (€ < 8) given by the approximation (40). Our
calculation for the case with € > § is based on the boundary condition
1im,_, o0 (¢ Ve s(r)) o &' Y™E=Dr/h /1 and the direct generalization of
the approach in Secs. II A-II C for that case.

compare the results given by the exact value of the function
x(—4) and the approximation (39) and show that an apparent
difference between these two results appears for B 2 100 G.
It is pointed out that the effective range diverges in the limit
B — 0, as shown in Fig. 4. That is due to the fact that the
function di}—(;’) |.=—s, which is proportional to K'[0,8], diverges
in the limit § — 0. This result may also be understood with the
following analysis. We consider the scattering of two atoms
incident from the channel |0). When the scattering energy €
is smaller than the energy gap § between channels |c¢) and
|o), the channel |o) is open and |c) is closed. Thus, there is
only elastic scattering |0) — |o). Accordingly, the parameter
k cot no defined by Eq. (33) is real. Nevertheless, when € > §,
both channels |o) and |c) are open. As a result, there are
both elastic scattering |0) — |o) and inelastic scattering |0) —
|c). Thus, the boundary condition (11) should be replaced
by lim, _, o {c| e 5(r)) oc V™ €=9r/h /1 which includes both
real and imaginary parts. As a result, the imaginary part of
k cot y becomes nonzero, as illustrated in Fig. 5. Therefore,
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as a function of k, the factor k cot g is not analytical at the
point k = V8. As aresult, when § = 0 (i.e., B = 0) the factor
k cot ng is not analytical at k = 0 and thus the effective-range
expansion (35) is not applicable for finite k. Accordingly, the
expansion coefficient r. diverges in the limit B — 0.

III. TWO-ATOM BOUND STATE

In this section we investigate the two-atom bound state in
the system with OFR. We will calculate the binding energy
and wave function with MQDT and study the clock-transition
spectrum for the bound state, which may be observed in the
experiments.

A. Binding energy and wave function

In our system the two-body bound-state wave function
|¢»(r)) and the bound-state energy E}, satisfy the Schrodinger
equation

H|¢y(r)) = Eplgy(r) (43)

as well as the conditions

lim(r|¢(r)) = 0, (44)
im ¢ (r)) = 0, 435)

and
E, <O0. (46)

Here we consider the cases where the binding energy |Ep| is
much smaller than #2/ m,862. In these cases we can derive Ej,
with the MQDT approach introduced above. With the analysis
shown in the above section, we can obtain two special solutions
Wi 5(r)) and [ () for Egs. (43) and (44). In the region
r > b, the solutions |tpg’,§)(;’)) also satisfy Egs. (23) and (24)
with K. (i,j = 0,c) being given by Egs. (25) and (26) and
€ = E,. The bound-state wave function |¢,(r)) can be ex-
pressed as the superposition of these two special solutions,
i.e., we have

166(r) = Ca| Wi 5(r)) + Cplwrl (1)), (47)

with Cy g the superposition coefficients. Furthermore, sub-
stituting the behaviors of the functions f@(r) and g (r)
in the long-range limit » — oo, i.e., Eqs. (26) and (27) of
Ref. [21], we can derive the long-range behavior of the
special solutions |wg’,’§)(r)). Substituting this behavior into
the expression (47) and then into the boundary conditions (44)
and (45), we can finally derive the algebraic equation satisfied
by the bound-state energy Ej,

X(Ep) = Keir| Ep, 61, (48)

with the function x(z) and K.¢[z,8] introduced in Sec. 1T C.
‘We can obtain the energy Ej by solving Eq. (48).
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x 104

R
0 25 By 50
B(G)
0.5 T
(b)
N 0.25¢
O 1
0 25 By 50
B(G)

FIG. 6. (a) Bound-state energy E;, and (b) closed-channel pop-
ulation Z of 'Yb atoms. Here we show the value of E, given by
the MQDT (red solid line) and the simple expression E; = —h*/ma?
(red dashed line). In our calculation we use the same parameters as
in Fig. 3. Here the pink dotted line indicates the OFR point By.

Furthermore, we can also calculate the closed-channel
population Z of the two-body bound state, which is defined as

/ [(clp(r))|*dr
= . 49)

/[I(CIde(F))I2 + |olp(r) Pldr

Using the Feynman-Hellmann theorem, it can be proved that
the value of Z is given by the derivative of the bound-state
energy E;, with respect to the energy gap & between the open
and closed channels:
z=25
aé
In Figs. 6(a) and 6(b) we illustrate the bound-state energy
E, and the closed-channel population Z for '*Yb atoms,
as functions of the magnetic field B. For comparison, we
also show the energy given by the simple expression Eg =
—h?/ma?, with a; the s-wave scattering length given by the
MQDT. For a wide Feshbach resonance that is dominated by
the open channel, we have E;, ~ E; and Z ~ 0 in a broad
region around the resonance point. Nevertheless, as shown in
Figs. 6(a) and 6(b), in most of the resonance region of '"*Yb
atoms the behaviors of E, and E are quite different from
each other and the closed-channel population Z is significantly

(50)
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FIG. 7. (a) Schematic diagram for the experiment of clock-
transition spectrum. The m-polarized clock laser can induce a
one-body transition between states |g,71) and |e, 1), as well as the
transition between |g,|) and |e,|). As defined in Sec. II, m; and
m’, are the magnetic quantum numbers for the nuclear spin states 1
and |, respectively. (b) and (c) Two processes of clock-laser-induced
dissociation of a dimer, where one atom (the yellow atom) is in the e
state and the other atom (the blue atom) is in the g state. Process (I):
The atom in the g state absorbs a photon and transits to the e state. The
two-atom mass center gains photon recoil momentum hk; . Process
(II): The atom in the e state emits a photon and transits to the g state.
The two-atom mass center gains photon recoil momentum —7~ky .

nonzero. These results also imply that the OFR for '*Yb is
a narrow resonance in which the contribution from the closed
channel is quite significant. That is consistent with our previous
analysis based on the effective range.

B. Clock-transition spectrum

Now we investigate the clock-transition spectrum for the
ultracold gases of alkali-earth-metal-like atoms in the two-
body bound state |¢,(r)) (i.e., the ultracold gases of dimers).
It is clear that in each dimer one atom is in the electronic
orbital g state and the other atom is in the e state. Therefore,
if a pulse of clock laser with 7 polarization, which can induce
the one-body transition (clock transition) between states |g, j)
and |e,j) (j = 1,), is applied to these two atoms, the dimer
may be dissociated into two free atoms via the following two
first-order processes (Fig. 7).

Process (I). The atom in the g state absorbs a photon and
transits to the e state. After this process both of the atoms
are in the e state. Since in |¢,(r)) one atom is in nuclear-spin
state 1 and the other atom is in state | and the z-laser beam
does not change the nuclear-spin state, after this process we

PHYSICAL REVIEW A 95, 013624 (2017)

have one atom in state |e,?) and the other atom in state |e, | ).
Furthermore, the center of mass (c.m.) of these two atoms can
obtain a recoil momentum /k;, from the laser photon, with ki
being the wave vector of the clock laser.

Process (II). The atom in the e state emits a photon and
transits to the g state. With similar analysis, we know that
after this process one atom is in state |g, 1) and the other atom
isin state |g, | ) and the c.m. can also obtain a recoil momentum
—hkp.

Now we study the properties of the clock-transition spec-
trum, i.e., the dissociation rate as a function of the clock-laser
angular frequency w.. We first consider the energy condition
of the above two processes. Before the transition process, the
energy of these two atoms is
2|K|2
dm
where 7K is the c.m. momentum. Here E;; (| =e,g; j = 1,{)
is the energy of the one-atom internal state |/, j), which can be
expressed as Egy = ugmiB, Egp = py(m})B, Eop = €09 +
wempB, and E,| = €, + p.(m})B, with €., the energy gap
between the e state and g state for B = 0. The term E.4 + E,
in Eq. (51) is nothing but the threshold energy of the open
channel |o). Now we consider process (I) in which the atoms

absorb a photon. Due to the energy conservation, this process
can occur under the condition

Eo + hop > EWD (52)

min?®

E():EgT+Eg¢—|E},|+ (1))

where E() is the minimum energy of the final states of process
(D). Furthermore, since the finial state of process (I) is a
scattering state of two atoms in states |e,1) and |e, ), with
mass-center momentum A(K + ki), the minimum energy of

the final state of process (I) is
RK + kg |?
4m '

Thus, the energy condition (52) for process (I) can be rewritten
as

EQD =E,+E, + (53)

min

E., —E, +|E ke +2K -k
> wy(K) ! ¢ | Epl (kL | L).
(54

Similarly, since in process (II) the atoms emit a photon, this
process can occur under the condition

Ey — hop > EW (55)

min’

where EID is the minimum energy of the final states of process

(IT), which can be expressed as
2K — kg |?

4m (56)

Egin = Egr + Eg +

min
Using this result, we can reexpress the energy condition (55)

for process (II) as

Eep —Egp — |Ep| Ak > — 2K - ki)
h 4m ’

wr, < CL)H(K) =

(57)

The above analysis yields that the laser-induced dissociation
process can only occur under the condition (54) or (57).
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In particular, the dissociation process cannot occur in the
frequency region wy < @ < wy. Thus, the clock-transition
spectrum includes two branches corresponding to processes
(D and (II), respectively.

Our above analysis can be verified by the quantitative
calculation for the dissociation rate based on Fermi’s golden
rule. We consider two atoms with the initial wave function

R, = 0) = / dK $(K)e R |g, (1)), (58)

(27 )3/2
where R and r are the mass-center position and the relative
position of these two atoms, respectively, |¢,(r)) is the two-
atom bound-state wave function we obtained in the preceding
section, and ¢(K) is the wave function of the c.m. motion in
the momentum space. We further assume that the laser beam
is applied from the time = 0.

Attime ¢ the probability of the two atoms being in the bound
state can be denoted by P(¢). Fermi’s golden rule yields that
(Appendix B) when ¢ is short we have [24]

Pit)~1-Tt. 59)

Here I' is the dissociation rate. Furthermore, as shown in
Appendix B, for our system it can be proved that

r= / dK|p(K)|*y (K), (60)

where y (K) is the dissociation rate corresponding to the mass-
center momentum 7K, which can be expressed as

Y (K) = ni(K) + yu(K). (61)

Here y;(K) (I = LILII) is the dissociate rate for process / and is
given by

2
SEEDY / dk‘ / dr (W' (k. 0)| A()|p(r))
j=1,2
211612
X 5<hwl(K) + & all — ha)L>, (62)
2m

Wlth E] = 1, EH = —1, and a)].[](K) deﬁned in EqS (54)
and (57). Here the operator A(r) is defined as A(r) =
B2 (le) (ge™T/2 + |e)@ (gle~'T/2) 4 H.c., where  is the
Rabi frequency of the laser. In Eq. (62) |W;(k,r)) (I =LII,
Jj = 1,2) is the final state of process [, i.e., the scattering
wave functions of two atoms with incident momentum k and
two-atom internal states

IL1) = %|e>“>|e><2>[|¢><”|¢><2> + 1111 @, (63)

I1,2) = %|e>“>|e><2>[|¢><”|¢><2> — 1P, (64)
1

IL1) = ﬁ|g><”|g><2>[|¢><”|¢><2> +1HPIMH@], (65)
1

IL,2) = E|g><”|g><2>[|¢><”|¢>(2> — PP (66)

Notice that we have (I, j|o) = (I, j|c) =0for/ =L, Iland j =
1,2. Thus, |\IJj.(k,r)) are orthogonal to the initial two-body
bound state |¢(r)).
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Furthermore, Eq. (60) implies that if the mass-center
momentum is mainly distributed in a small region around a
central momentum Ky, we have I' & y(Kj). In the following
we consider the simple case with Ky = 0. We further calculate
y(0) for 13Yb atoms for the cases with a different magnetic
field. Our calculation is based on the binding energy E;, and
the closed-channel population Z derived with the MQDT in
Sec. III A. On the other hand, since in our system both E;, and
the energy gap & between the channels |c¢) and |o) are much
smaller than the van der Waals energy, in the bound state
|¢p(r)) the two-atom relative position r is mainly distributed
in the region r 2> Bs. Thus, in our calculation we ignore the
contribution from the two-atom relative function |¢,(r)) in
the region r < B and use the approximated bound-state wave
function

efr/r,, f efr/r[.
|fp(r)) = ~/1 Zmr lo) + Zmr le)  (67)

and the approximated scattering-state wave functions

! (=P || i 1w,
|Wi(k,r)) = W{[é "+ K Le )

a
(=L j=1,2), (68)

with states |/,j) being defined in Egs. (63)—(66). Here we
also have r, = h//m|Ep|, re = h//m(|Ep| 4+ 68), a1 = aee,
and ay = ag,, Where a,. (ag,) is the scattering length of two
atoms that are both in the e state (g state). In Eq. (68), P>
is the permutation operator for atoms 1 and 2. Explicitly,
Py, represents the transformationsr — —r, |[,1) — |/,2), and
|1,2) — |I,1) for ! = L1L

In Fig. 8 we show y(0) as a function of wy, for 113yb
atoms with various magnetic fields. It is clear that for each
magnetic field the clock-transition spectrum has two branches,

50 z
..... B=40C
- -B=20G
—B=5G
N \ ®
=5} T,
\O./ i ! |
S T
0 TN e

-5 -3 -1 0 1
wr, — €eg/h (27 x Hz)

FIG. 8. Clock-transition spectrum for two '*Yb atoms in the
bound state |¢,(r)) with B = 5G[|E,| = i x (27)5176.05 Hz, black
solidline], B = 20G[|E,| = h x (27)2007.59 Hz, blue dashed line],
and B =40 G [|Ey| = h x (2)22.63 Hz, red dotted line]. In our
calculation we take m; = —5/2,m}, =5/2,Q = (27)10° Hz, € =
h x (27)5.19 x 10" Hz[25,26], a,, = 199.4ap, a.. = 306.2aq [15],
and p, — p, = h x (27)112 Hz/G. The maximum value of y(0) for
B =40 G is 772 Hz. For a given magnetic field, the right and left
branches of the spectrum correspond to transition processes (I) and
(ID), respectively.
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corresponding to process (I) (right branch with @y, > ) and
process (II) (left branch with @y, < wy), as we have analyzed
before. Furthermore, it is also shown that when the magnetic
field is close to the OFR point By, the spectrum becomes
sharper. This result may be explained as follows. When the
system is close to the OFR point, the wave packet of the bound
state becomes very wide in the real space and thus very narrow
in the momentum space. Therefore, in this case the bound state
has significant overlap (the Frank-Condon factor) only with
the scattering states |\IJ; (k,r)) with incident momentum and
scattering energy being in a small region and thus the transition
spectrum becomes narrow.

Our above results, together with Eqgs. (54) and (57), show
that both the position and the shape of the clock-transition
spectrum are related to the binding energy E, and the wave
function of the two-body bound state |¢,(r)). Thus, in the
experiments one can detect the properties of |¢,(r)) via the
clock-transition spectrum.

IV. SUMMARY

In this paper we solve the two-body problem of two alkali-
earth-metal-like atoms with OFR via the MQDT approach,
in which the effect induced by the van der Waals interaction
potential can be analytically included. We derive the analytical
expression of the scattering length [Eq. (36)] and the effective
range [Eq. (37)], as well as the algebraic equation (48) for
the binding energy of the two-body bound state. We further
investigate the clock-transition spectrum for our system, which
can be used for the experimental detection of the bound state.
As in the analysis for the Raman spectrum of ultracold alkali-
metal atoms [27-29], here we take into account the momentum
recoil effect induced by the clock laser. Since the MQDT
approach is quantitatively applicable for the system where
all the characteristic energies are much smaller than the van
der Waals energy, e.g., the ”>Yb atoms near the OFR point,
our results are helpful for both theoretical and experimental
research for these systems.
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APPENDIX A: THE ¢ AND § DEPENDENCES OF K?j

In this Appendix we show that the parameters K [Oj @(i,j=
o,c) in Sec. II B are independent of € and §. This fact can be
understood with the following analysis, which is quite similar
to that in Sec. II A.

First, in the region with r << B¢ the interaction potentials
U®)(r) are potential wells with the depth being on the order
of the van der Waals energy A2/ mﬁg or even larger. Thus,
for our case with € < h?/mp2 and § < h?/mpBE, for r < B,
€ and § can be omitted from the Schrodinger equation (9).
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Thus, we know that there exist two special solutions of Eq. (9)
and the condition (10), which are independent of € and § for
r < B¢. We denote these two solutions by |®(r)) and |D(r)).

Second, since both |1//(“ A )(r)) introduced in Sec. II B and
|® 2(r)) are special solutions of Egs. (9) and (10), |1ﬁ(°‘ ﬂ)(r))
can be expressed as linear superpositions of |®; »(r)). Namely,
we have

vHO) = D A1) (A1)

j=12

Here the coefficients A(jl) (I =a,B; j = 1,2) are determined
by the following two conditions given by Eqs. (23) and (24).
(@) Forb <r < B, if r ZJ 1.2 A(a)(c|cb i(r)) is expanded as
a superposition of the functions fE s(r) and g€ 5(r), then
the coefficient for f£° ;(r) is zero. (b) For b <r < B, if
r Z, 12 A(ﬂ) (0|®;(r)) is expanded as a superposition of the
functions f; 0(r) and g%(r), then the coefficient for g°(r) is zero.

Third, as shown above, in the region with b < r < B¢ the
solutions |®; »(r)) are independent of € and §. Furthermore,
as illustrated in Fig. 2, for |e| < h*/mpB¢ and r < Bg both
I O(r) and 8¢ 9(r) are almost independent of the values of €, for
both positive and negative € [21]. Therefore, for our case with
€K hz/mﬁﬁ2 and 6 K hz/mﬂ6, in the region withb <r < B¢
the functions fo(r) 8¢ Or), fe0 s(r), and gE s(r) are also (e 8)
independent. Thus, the coefficients A() Il=a,8; j=12)
given by the above conditions (a) and (b) are (¢,6) independent.
With this result and Eq. (Al), we know that the functions
ng )(r)) are (€,8) independent for b < r < Bg. Using this
fact and Eqgs. (23) and (24), as well as the fact that £2(r), g2(r),

a(r) and gé s5(r) are (¢,8) independent for b < r < Bs, we
1mmed1ately obtain the conclusion that the K (i,j = o,c) are
independent of € and §.

APPENDIX B: CALCULATION OF DISSOCIATION RATE

In this appendix we calculate the dissociation rate of
the two-atom bound state and prove Eqs. (60)—(62). In the
Schrodinger picture, the Hamiltonian for our problem is given
by

_ hZ 2
4m

where R is the two-atom center-of-mass (c.m.) position. Here
Hj describes the one-body internal-state energy and is given

by
H=Y Y Y endues?s, B2

j=1,21=e,g s=1,{

H = + HI + Hrel + HLv (Bl)

with E;; (I = e,g; s = 1,]) the one-body energy correspond-
ing to [1))]s)), as defined in Sec. Il B. In Eq. (B1) H, and
H; are the Hamiltonians for the two-atom relative motion and
laser-atom coupling, respectively, and can be expressed as

2
Hre] =

(B3)

h&2 ; ;
=2 3 (gl ™t He,  (B4)

j=12
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where r is the two-atom relative position, U(r) is the total
interaction potential defined in Eq. (5), 2 is the Rabi frequency
of the clock laser beam, and ki and w;, are the wave vector
and angular frequency of this laser beam, respectively. In
Eq. (B4) r; (j = 1,2) is the position of the jth atom and
can be expressed as

r

r
n=R-. (B6)

As shown in Eq. (58) of Sec. III.B, we assume that at = 0
the two-atom initial wave function is

[ WR,r,t =0)) = / dK ¢(K)e™ R|g,(r)), (B7)

(2m)3/2
where |, (r)) is the wave function of the two-atom bound state.
We further assume that the laser beam is applied from ¢ = 0.
Thus, for t > 0 the evolution of the two atoms is governed by
the total Hamiltonian H. At time ¢ the two-atom wave function
can be denoted by |W(R,r,#)) and the probability of these two
atoms being at the bound state |¢,(r)) can be expressed as

2

P@) = /dR‘/dr(qbb(r)NJ(R,r,t)) . (B8)

To calculate P(¢) with the Fermi golden rule, we introduce
a unitary transformation

U= e MRE (B9)
where
T =1e)V(el ® )P (el — 12) (gl ® )P (gl.  (B10)
We further define the wave function |®(R,r,?)) as
|[O(R,r,1)) = UIVR,1,1)), (B11)

ie., |P(R,r,t)) is the two-atom state in the rotated frame
induced by U. It is easy to prove that we have

|®R, 1, = 0)) = [U(R,r,f = 0)), (B12)

2

P@) = /dR‘/dr(q}b(r)Kb(R,r,t)) . (B13)

Furthermore, we can also prove that |®(R,r,t)) satisfies the
Schrodinger equation

d
iﬁE@(R,r,t)) = Hyol|®(R,1,1)), (B14)

with H, the Hamiltonian in the rotated frame, and can be
expressed as

(—ihVR + Bk Z,)?
4m

Hrot = + HI + Hrel + hLa (BlS)
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with

b= =2 (e) D (gle™ T + 1) gle M) + Hie.

(B16)

Equation (B15) shows that in the rotated frame the momentum
of the c.m. is conserved. Using this fact and Eqs. (B12) and
(B7), we can simplify the calculation of the probability P(z)
in Eq. (B13) and obtain

P = [ dKIGEL p(K.D B17)
where p(K) is given by
2
K1) = ‘ [ aroxenimen| . @19
Here the wave function |¢k(r,?)) satisfies the equation
d
iEW’K(rJ)) = h(K)|¢k(r,1)), (B19)
with
—h2V2 (hK + Rk X,)?
h(K) = +H+UD)+————+ht
m 4m
(B20)
as well as the initial condition
¢k (r,r = 0)) = |¢p(r)). (B22)

Equations (B18)—(B22) show that to calculate p(K,f) we
need to solve a quantum evolution problem governed by the
Hamiltonian /(K). This problem is defined in the Hilbert space
H, ® H;, with H, and H; the space for the two-atom spatial
relative motion and the two-atom internal state, respectively,
and the c.m. momentum 7K just behaves as a classical
parameter (c-number). In this problem, the term Ay induces
the transitions from the isolated state |¢,(r)), which is a
discrete eigenstate of h(K), to other continuous eigenstates
of ho(K), i.e., the scattering states of two atoms in either the
electronic-orbital state |e)V]e)® or |g)V|g)®. Thus, we can
calculate p(K,r) using Fermi’s golden rule and obtain that
when the time ¢ is small enough we have [24]

pK.1) =1-y(K,

where y(K) is given by Egs. (61) and (62) in Sec. III B.
Furthermore, substituting Eq. (B23) into Eq. (B17) and using
Eq. (59) in Sec. III B, we can obtain Eq. (60) in Sec. III B.
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