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By means of the adiabatic self-consistent collective coordinate method and the pairing-
plus-quadrupole interaction, we have for the first time obtained a self-consistent collective
path connecting the oblate and prolate local minima in 8Se and “?Kr. This self-consistent
collective path is found to run approximately along the valley connecting the oblate and pro-
late local minima in the collective potential energy landscape. The result of this calculation
clearly indicates the importance of triaxial deformation dynamics in oblate-prolate shape
coexistence phenomena.

§1. Introduction

The microscopic description of large amplitude collective motion in nuclei is a
long-standing fundamental subject of nuclear structure physics.!)® In spite of the
steady development of various theoretical concepts and mathematical formulations,
the application of microscopic many-body theory to actual nuclear phenomena still
remains a challenging task.9)33) Shape coexistence phenomena are typical examples
of large amplitude collective motion in nuclei, and both experimental and theoreti-
cal investigations of such phenomena are currently being carried out.>¥) 57 We are
particularly interested in the recent discovery of two coexisting rotational bands in
63Se and "2Kr, which are associated with oblate and prolate intrinsic shapes.1):42)
Clearly, these data strongly call for further development of a theory that is able to
describe them and revise our understanding of nuclear structure. From the viewpoint
of the microscopic mean-field theory, the coexistence of different shapes implies that
different solutions of the Hartree-Fock-Bogoliubov (HFB) equations (local minima
in the deformation energy surface) appear in the same energy region and that the
nucleus exhibits large amplitude collective motion connecting these different equi-
librium points. The identities and mixings of these different shapes are determined
by the dynamics of such collective motion.

On the basis of the time-dependent Hartree-Fock (TDHF) theory, the self-
consistent collective coordinate (SCC) method was proposed as a microscopic theory
of such large amplitude collective motion.'?) This method was extended to the case
of time-dependent HFB (TDHFB) including pairing correlations,??) and it has been
successfully applied to various kinds of anharmonic vibration and high-spin rota-
tional phenomena.?® %9 In order to apply this method to shape coexistence phe-
nomena, however, we need to further develop the theory, because the existing method
of solving the basic equations of the SCC method, called the n-expansion method,'?)
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assumes a single local minima, whereas several local minima of the potential energy
surface compete in these systems. Some years ago, we proposed a new method of de-
scribing such large-amplitude collective motion, called the adiabatic self-consistent
collective coordinate (ASCC) method.”™ This method provides a practical scheme
for solving the basic equations of the SCC method!?) using an expansion in terms of
the collective momentum. It does not assume a single local minimum, and therefore
it is believed to be suitable for the description of shape coexistence phenomena.
The ASCC method inherits the major advantages of the adiabatic TDHF (ATDHF)
methods and, in addition, enables us to include pairing correlations self-consistently.
In this method, the spurious number fluctuation modes are automatically decoupled
from the physical modes within the self-consistent framework of the TDHFB theory.
This will certainly be a great advantage when the method is applied to realistic
nuclear problems. To examine the feasibility of the ASCC method, in Ref. 71), we
applied it to an exactly solvable model called the multi-O(4) model,”?-") which is a
simplified version of the pairing-plus-quadrupole (P4Q) interaction model.70)-78) Tt
was shown that this method yields a faithful description of tunneling motion through
a barrier between prolate and oblate local minima in the collective potential.”™

In this paper, we report on our first application of the ASCC method to the P4+Q
interaction model. The major task here is to develop a practical procedure for solving
the basic equations of the ASCC method in order to obtain a self-consistent collective
path. We investigate, as typical examples, the oblate-prolate shape coexistence
phenomena in %8Se and 2Kr,*)42 and we find that the self-consistent collective
paths run approximately along the valley connecting the oblate and prolate local
minima in the collective potential energy landscape. To the best of our knowledge,
this is the first time that, starting from the microscopic P+Q Hamiltonian, the
collective paths have been fully self-consistently obtained for realistic situations,
although a similar approach to the study of large amplitude collective motion was
recently employed by Almehed and Walet.”)-80)

This paper is organized as follows. In §2, the basic equations of the ASCC
method are summarized. In §3, we present a concrete formulation of the ASCC
method for the case of the P+Q Hamiltonian. In §4, an algorithm to solve the
basic equations of the ASCC method is discussed. In §5, we present the results of
numerical calculations for the oblate-prolate shape coexistence phenomena in %%Se
and "?Kr. Concluding remarks are given in §6.

A preliminary version of this work was reported previously in this journal.3Y)

§2. Basic equations of the ASCC method

In this section, we summarize the basic equations of the ASCC method.”™ The
basic assumption of our approach is that large-amplitude collective motion can be
described by a set of time-dependent HEFB state vectors |¢(q, p, ¢, N)) parameterized
by a single collective coordinate g, the collective momentum p conjugate to ¢, the
particle number N and the gauge angle ¢ conjugate to N. Then, the state vectors
can be written in the following form:

160, 0,0, N)) = eV | 4(q, p, N)) = e~V PR | (). (21)

Carrying out an expansion with respect to p and requiring that the time-dependent
variational principle be satisfied up to second order in p, we obtain the following set

~

of equations to determine |¢(q)), the infinitesimal generator ()(q), and its canonical
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conjugate P(q) First, we have the HF B equation in the moving frame, given by
5 (6(q)| Hu(q) |6(q)) = 0, (22)

where

N N - oV

Hu(q) = H = Ma)N — E (q) (2-3)
represents the Hamiltonian in the moving frame. Then, we have the local harmonic
equations in the moving frame,

5 (¢(a)| [Hwm(a), Q(e)] - %B(Q)p(Q) |6(q)) =0, (2:4)
3 (0] (). £ P@)] = Ca)@la) — (1), (= M@, Q(a)) ~ 52 [o(a) (29
where
B(q) = — (¢(a)| [[H, Q(0)], Q(@)] |#(a)) (2:6)

represents the inverse mass,

o2V 1 0BoV

Clg)=—55+

- = 9.
¢  2B(q) 0q 0q 27)

the local stiffness, and (ﬁ — AN )4 denotes the two-quasiparticle creation and anni-
hilation parts of (H — AN).

The infinitesimal generators, Q(q) and P(q), satisfy the canonical variable con-
dition:

(6(0)] [Q(q), P(q)] |6(q)) = i. (2:8)

Once |¢(q)) and the infinitesimal generators are determined for every value of g,
we obtain the collective Hamiltonian H(q,p) = $B(q)p* + V(g) with the collective

potential V(q) = (¢(q)| H |$(q))-
In the above equations, no distinction is made between protons and neutrons

for simplicity in the notation. In the actual calculations described below, however,
we explicitly treat the neutron number N and the proton number Z separately.

§3. Application of the ASCC method to the P4+Q model

3.1. The P+@Q Hamiltonian and signature quantum number

Let us start with the well-known P+Q Hamiltonian,’8)-78)

2
H=Y et > % (AiAT + ATAT,> - % > Dl Dag, (3-1)
k T K=-2

where

A;r. = Z/c};c;g, A= Zlcéck,

ker keT

Do = Y 3" DRAkI)cLer. (3-2)

T=n,p kler
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7)

Here, we have DgK(kl) = a2 (k| 7?Yak |I), G, and x denote the pairing and quadrupole

force strengths, respectively, and C}; and ¢ are the nucleon creation and annihila-

tion operators in the single-particle state k, while c£ and ¢j denote those in the
time-reversed state of k. The index 7 indicates protons (with 7 = p) and neutrons
(with 7 = n). Although it is not explicitly mentioned below, it should be kept in
mind that the single-particle index k actually includes the index 7. The notation
Y’ in the pair operators, Ai and A,, represents a sum over the pairs (k,l%) The
factors oy, = (2Z/A)%/3 and «, = (2N/A)?/3, multiplying the quadrupole matrix el-
ements, yield equivalent root-mean-square radii for protons and neutrons. Following
Baranger and Kumar,””) we take into account two major shells as the model space,
and we multiply the quadrupole matrix elements Dé}g(kl) of the upper harmonic-
oscillator shell by the reduction factor ¢ = (Np, + 3/2)/(Nr + 5/2), N1, being the
total number of oscillator quanta of the lower shell. Following the conventional pre-
scription of the P4+Q interaction,”® ") we ignore the exchange (Fock) terms. In
other words, we employ the Hartree-Bogoliubov (HB) approximation throughout
this paper.
We introduce the following notations:

As(i> = 5(F + F,

+ +
= (A, A, DI, DY, DY (s=1-5) (33)

We then write the P+Q Hamiltonian in the form

5

K'/s A A~ ,{S Al N Al

H= E €kChor — 5 S FHER 4+ EFS( VES), (34)
s=1 s=1

where kg = {2G,,2G)p, x,2x,2x} for s = 1 — 5. Our Hamiltonian is invariant
with respect to a rotation by 7 about the x axis. The symmetry quantum number
associated with it is called the signature, r = e . To exploit the signature
symmetry, it is convenient to use nucleon operators with definite signatures defined
by

(ck +cz), r=—i(a=1/2),

dj,

7
ﬂ(ck—ck), r=+i (a=-1/2), (3-5)

and their Hermite conjugates, dL and d%. The operators Fs(i) are then classified

according to the signature quantum numbers, r = £1 (o = 0,1), as

(A9, 4 p D), DYy, (r=+1)
(oM Dy, r=-1) (3-6)

Note that Dga) = 0. The HB local minima corresponding to the oblate and prolate
equilibrium shapes possess positive signature, r = +1(« = 0). Therefore, the oper-
ators Q(q) and P(q), generating large amplitude collective motion associated with
these shapes, also possess positive signature. In other words, the negative signature
degrees of freedom are exactly decoupled from the large amplitude collective motion
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of interest, and hence we can ignore them. Also, it is readily confirmed that the
K =1 components associated with the quadrupole operator ﬁéf) exactly decouple
from the K = 0 and 2 components in the local harmonic equations, (2.2) and (2.4).
As is well known, they are associated with the collective rotational motion, and the
large amplitude shape vibrational motion under consideration is exactly decoupled
from them in the present framework. We note, however, that it is possible, with
a rather straightforward extension, to formulate the ASCC method in a rotating
frame of reference. By means of such an extension, we are able to take into account
the coupling effects between the two kinds of large amplitude collective motion.
It is certainly a very interesting subject to study how the properties of the large-
amplitude shape vibrational motion change as a function of the angular momentum,
but such an investigation is beyond the scope of this paper. We note, however, that
an attempt to treat this subject was recently made by Almehed and Walet.3?)

Thus, only the components {A%i), A},i), D%), Dg)} are pertinent to the shape
coexistence dynamics of interest presently. They all belong to the positive signature
sector, and we are able to adopt a phase convention with which their single-particle
matrix elements are real. In the following, we assume that this is the case.

3.2.  Quasiparticle-random-phase approzimation (QRPA) at the HB local minima

As discussed in the introduction, shape coexistence phenomena imply the exis-
tence of several local minima in the deformation energy surface, which are solutions
of the HB equations. Let us choose one of them and write it |¢g). The HB equation
is given by

5{golH = A-Ny|gh) =0, (37)

where A represents the chemical potentials for protons (7 = p) and neutrons (7 =
n). The quasiparticle creation and annihilation operators, aL and a,,, associated with
the HB local minimum are defined by a,|¢o) = 0. Similar equations hold for their
signature partners, 1. They are introduced through the Bogoliubov transformations,

T U V - dT
ap | _ uk o Vuk ) < k > (3-8)
< ap > Z,;( Vir  Upz d,

and their Hermite conjugate equations. (Here and hereafter, we do not mix protons
and neutrons in these transformations.) In terms of the two quasiparticle creation
and annihilation operators,

AL& = a’LaTﬁa AL = apay, (3-9)

the RPA normal coordinates and momenta describing small amplitude vibrations
about the HB local minimum |¢g) are written

%—Z%ﬂ%+A) (3-10)

—zZPp (Aly — Aup), (3-11)

where the sum is taken over the proton and neutron quasiparticle pairs (uv), and p
labels the QRPA modes. The amplitudes Q% and Pj;, are determined by the QRPA
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equations of motion,

A - A 1 .
0 (ol [ =3 AeNe, Qo] = =By o) =0, (3-12)
1
9 (ol [H — ZA r 5Bl = Cpp l60) = 0, (313)
and the orthonormalization condition (¢ [Q,, P ] |Po) = 10, 0.

3.3. The HB equation and the quasiparticles in the moving frame

For the P+(Q Hamiltonian, the HB equation (2-2) determining the state vector
|p(q)) away from the local minimum reduces to

5 (d(@)| hae(a) |6()) =0, (3-14)

where has(q) is the mean-field Hamiltonian in the moving frame,

s )= Xl 8Z@<q>, (315)

=) el d,tdk + dgdk Z@FH ) 1é(q)) - (3-16)

k

The state vector |¢(q)) can be written in terms of a unitary transformation of |¢g):

6(a)) = @ |gy) ,

0(q) ZHW )(Als — Aur).- (317)

Here, the sum is taken over the proton and neutron quasiparticle pairs (ur). The

quasiparticle creation and annihilation operators, aL(q) and a,(q), associated with
the state [¢(q)), which satisfy the condition a,(q)|¢(q)) = 0, are written

ax(a) = & (@age™"D =37 (Vw(@)al + Ups(@)as). (3:18)
where

sin(vV079)
cos(vV 06T —9(7
orr) VoTo (3-19)

HT% cos(VOTH).

Here, 6 on the r.h.s. represents the matrix composed of 6,,,(¢), and it is understood
that its elements corresponding to those on the 1.h.s. should be taken.

In terms of the quasiparticle operators defined above, the mean-field Hamilto-
nian in the moving frame B (¢), the neutron and proton number operators NT, and

(%l 443 -
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Aj:)

the pairing and quadrupole operators F, S(

har(a) = {6(@) (@190 + 3 Fula )(Bunla) + Bala)).  (3:20)

are written in the following forms:

N, = (6(a)| N [6(q) +ZN ) (Al +AW<>)

ZNBT ( (9) + Bua(q )) (3-21)
F§i>:<¢<q>|F§ ' |é(q) +ZFs(i)(MD)<ALﬁ(q):I:Aup(q))
puv
+ D F () (BHV(Q)+B/1'7(Q)>= (3-22)
7

Aly () = al(9)al(a), Auw(a) = ap(@)au(a), Bula) = al(@av(a).  (3:23)

Note that Ej;(q) = E,(¢q) and also that the equalities F](;;) (i) = F](;;)(;ux) hold for
the operators under consideration. Explicit expressions for the expectation values
and the quasiparticle matrix elements appearing in the above equations are given in
Appendix A.

3.4. Local harmonic equations in the moving frame

We can represent the infinitesimal generators Q(q) and P(q) in terms of ALD(q)
and A, (q) as

20) = " Quola) (Alu(0) + Auw(0), (3-24)
uv
@) =i Purla)(Als(a) = A (@), (3:25)
n

where the sum is taken over the proton and neutron quasiparticle pairs (uv). For
the P4+Q Hamiltonian, the local harmonic equations, (2-4) and (2-5), in the moving
frame reduce to

5 (0(0)| lhar(0), Q@) = - IG)EO = ~B@)P(@)6(a)) =0, (3:26)
5(0() [hula) . TB@P)] - 3 FHED — B - 3 F1 D
Y ISIRO =N v N lo(a) = 0, (3:27)

150 = —rs (0(0)| [FD, Q(0)] 16(a)) = 265 (F), Q(a)), (3-28)

o) = ko o(a)] | B, —.B(Q)P(Q)] |6(q)) = 2k B(q)(FLD, P(q)),  (3-29)
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157 = 5me (00)| B, Q)] [9(0)) = ra(REY, Q@) (330)
J— a)\ .
fnz=B(q) R (3-31)
Here we have introduced the notation
R = [, )= XM (@)= Z_ R () (Alo(0) F Aula)),  (332)

where (h(q) =" Ar(¢)N;) 4 represents the A »(q) and A,;(q) parts of the operator
in parentheses. We also use the notation

(FO, Q@) =) FI (ur)Quo(a),  ete. (3:33)
n

Note that fQ o f ) and f I(Qfs) are linear functions of Q. (q) or P (q).
We can easﬂy derive the following expressions for the matrix elements Q. (q)
and P, (q) from the local harmonic equations in the moving frame, (3-26) and (3-27):

Qui(q) 291 ) ES) () f5 ) + 292 pv {F(+)(Ml7) o
+ Rg— (o) 15+ ZNT 1) fNJ} (3-34)
(+) R(*) —\ (=) N ~
Pui( Zgl ) /“/) PRs T 1t (/“/)fQ’S +Z +(u0) N -

Zgz i) O (ui) £5), (3-35)

(+) (+)
where fPRS = fps +fR7S and

E, + E; () = 1
Bt B =) T B B~ ()

91 ()

(3-36)

Note that w?, representing the square of the frequency of the local harmonic mode,
w(q) = /B(q)C(q), is not necessarily positive. The values of B(q) and C(q) depend
on the scale of the collective coordinate ¢, while w(q) does not. In other words, the
scale of ¢ can be chosen arbitrarily without affecting the frequency w(q). We thus
require B(q) = 1 everywhere on the collective path to uniquely determine the scale
of q.

Inserting expressions (3.34) and (3.35) for Q,»(¢) and P,5(q) into Egs. (3.28)-
(3.30) and combining them with the condition of orthogonality to the number oper-
ators,

(6(a)|[N-, P(q)]|6(q)) = 2i(P(q), N7) =0, (3-37)
we obtain the linear homogeneous equations
QvQ QvPR Q7N (_)
Sss’ Sss’ SST’ fQ,S’
PR,Q PR,PR  oPR,N (+) _ .
Y| sate st sy G, =0 (3:38)

S/T/
N,Q N,PR N,N
STs’ STs’ STT/ fN,T’
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for the vectors fQ , fPR, and f defined by

£5) =157, fé{f} (3:39)
+) _
531% = {fPR 19 PR 2 PR 3 fPR 5} (3-40)
N — {fN,na fN,p}- (341)
Here, we have
S0 = 2(F) F) g + 2P Ry, — —d4s, (3-42)
SEPE = 2(F) FP),,, (3-43)
SS/"’N52<FS_ 7NT’)927 3-44
SERC = 2B, Ry, + 202 () (F), FS)) gy + (R, B ),
+ (Rfs+)7 Fs(/i))gn (3 4.5)
SPRPR — o(p(+) F(H) 4 (RO, F, — Ls, (3-46)
Ks
SN = 2FD Ny, + (RED, N ), (347)
Sﬁ;’Q = w2(q)(N7'7 F )) (NT7 Ri/ ))glv (348)
SR = (N, ES)g,, (3-49)
SEN = (N7, Ny g, (3-50)
with the notations
(FO,FS g =37 FO(un)gr (u)ES (), ete. (3-51)
n
Equation (3-38) takes the form
8
D Soor(@W (@) for =0 (3:52)
o’'=1

for the vector f composed of
{fomros) = {fé;% f&ig, fat (3-53)
= {fQ 1 fQ 29 pr 1 f](;]r{)727 f](;]r{)737 fj(;]r{)75a fN,n7 fN,p}- (3'54)

Thus, the frequency w of the local harmonic mode is determined by the condition
det S = 0. The normalizations of f are fixed by

(@(@)[Q(a), P(@)]l6(9)) = 2i(Q(q), P(q)) = i. (3-55)
Note that w? represents the curvature of the collective potential,
0*V
2 _
w el (3-56)

for the choice of coordinate scale with which the mass is unity, i.e., B(q) = 1.

In concluding this section, we mention that the reduction of the local harmonic
equations to linear homogeneous equations like (3:52) can be done for any effective
interaction that can be written as a sum of separable terms. Below, we call the local
harmonic equations in the moving frame the “moving frame QRPA” for brevity.
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§4. Procedure of the calculation

4.1. Algorithm to find collective paths

In order to find the collective path connecting the oblate and prolate local min-
ima, we have to determine the state vectors |¢(q)) and the infinitesimal generators
Q(q) and P(q) by solving the moving frame HB equation (3-14) and the moving
frame QRPA equations, (3-26) and (3-27). Because Q(q) and |¢(q)) are mutually
dependent, we have to resort to some iterative procedure. We carry this out through
the following algorithm.

Let us assume that the state vector |¢(qg)) and the infinitesimal generators Q(q)
and P(q) are known at a specific point of g. We then find the state vector |¢(q+0q))
and the infinitesimal generators Q(q+0d¢) and P(q+0q) at a neighboring point ¢+ ¢
through the following steps.

Step 1: Construct a state vector at the neighboring point g + dq using P(q):

16(q + 6¢))©) = 1P @D|g(q)). (4-1)

Though |¢(q + 6¢))© does not necessarily satisfy the moving frame HB equation,
(3-14), we can use this state vector as an initial guess for ¢ + dq.

Step 2: Solve the moving frame HB equation (3-14) using Q(O)(q + d0q) = Q(q) as
an initial guess for Q(¢ + d¢) and obtain an improved state vector (g + d¢))1).
Doing this, we find it important to impose the constraint

(¢(q +09)|Q(a)|6(q + 5q)) = bq (42)
for the increment dq of the collective coordinate g, together with the constraints
(¢(q+09)|N-|¢(q +69)) = N-,  7=pmn (4:3)

for the proton and neutron numbers (N, = Z, N,, = N). The constraint (4-2) is
easily derived by combining Eq. (4-1) with the canonical variable condition (2-8).
The details of this step are described in Appendix B.

Step 3: Solve the moving frame QRPA equations, (3-26) and (3-27), with the use
of |p(q + )M to obtain QW (¢ + dq) and P(l)(q + 0q).

Step 4: Return to Step 2 and solve Eq. (3:14) using Q(l)(q + 0q).

If the iterative procedure, Steps 2-4, converges, we obtain self-consistent solu-
tions, Q(q+0q), P(q+0q) and |p(q+0q)), that satisfy Eqgs. (3-14), (3-26) and (3-27)
simultaneously at ¢ + d¢q. Then, we return to Step 1 to construct an initial guess
|p(q + 20¢))(©) for the next point, ¢ + 2d¢, and repeat the above procedure. In this
way, we proceed step by step along the collective path.

The above is a brief summary of the basic algorithm. In actual numerical
calculations, we start the procedure from one of the HB local minima and choose the
lowest frequency QRPA mode as an initial condition for the infinitesimal generators
Q and P at g = 0. Under ordinary conditions, we can proceed along the collective
path following the procedure described above. In some special situations, however,
we need additional considerations concerning the choice of the initial guess, Q(O) (g+
dq), in Step 2. Actually, we encounter such situations in some special regions of the
collective path for "?Kr. We give detailed discussion of this point in §§5.3.

We have checked that the same collective path is obtained by starting from the
other local minimum and proceeding in the inverse manner.
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4.2. Details of the calculation

In the numerical calculation, we use the spherical single-particle energies of
the modified oscillator model of Ref. 83), which are listed in Table I, and follow
the conventional prescriptions of the P+Q interaction model,””) except that the
pairing and quadrupole interaction strengths, G; and x, are chosen to approximately
reproduce the pairing gaps and quadrupole deformations obtained in the Skyrme-
HFB calculation carried out by Yamagami et al.52) The values they obtained are
Gn, = 0.320 (0.299) G, = 0.320 (0.309) and ' = xb* = 0.248 (0.255) in units of MeV

for 68Se ("?Kr), where b is the length parameter given by b? = %(%)I/ST(Q)AU?’. The

pairing gaps, A;—, ., and deformation parameters, 3 and v, are defined as usual
through the expectation values of the pairing and quadrupole operators:

Ar(g) = G {o(9)] D didL|e(q)), (4-4)
ket

Beosy = X' (6(a)| DS |6()) / (hwob?). (4:5)

Bsiny = V2x'(6(q)| D53 |6()) / (Fuwob?). (4-6)

Here, fwgy denotes the frequency of the harmonic oscillator potential.

Table I. Spherical single-particle orbits and their energies used in the calculation. The energies
relative to those of 1gg/» are given in units of MeV.

orbits 1f7/2 2173/2 1f5/2 2171/2 199/2 261!5/2 197/2 351/2 2d3/2
protons  -8.77 -4.23 -241 -1.50 0.0 6.55 590 10.10 9.83
neutrons -9.02 -4.93 -2.66 -2.21 0.0 5.27 6.36 8.34 8.80

§5. Results of the calculation

5.1. Properties of the QRPA modes at the local minima in %8 Se and ™ Kr

For the P+Q Hamiltonian described in §4, the lowest HB solution corresponds
to a oblate shape, while the second lowest HB solution possesses a prolate shape for
both %8Se and "Kr (see Table II). Their energy differences are 0.30 and 0.82 MeV
for 8Se and "?Kr, respectively. In the QRPA calculations at these local minima, we
obtain strongly collective quadrupole modes with low frequencies. They correspond
to the § and ~ vibrations in deformed nuclei with axial symmetry. Although the
former in fact contains pairing vibrational components, we call it a G vibration,
because the transition matrix elements for the quadrupole operator Dgg) are en-
hanced. (A neutron pairing vibrational mode appears as the second QRPA mode
at the oblate minimum in "?Kr; see Table II.) We note that there is an important
difference between 58Se and "?Kr concerning the relative excitation energies of the
B3 and ~ vibrational modes: In the case of 58Se, the frequencies of the ~ vibrational
QRPA mode are lower than those of the 8 vibrational one for both the oblate and
prolate local minima. The situation is opposite in the case of 72Kr; that is, the
frequencies of the § vibrations are lower than those of the ~ vibrations. As we see
in the succeeding subsections, this difference leads to an important difference in the
properties of the collective path connecting the two local minima.
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Fig. 1. Results of the calculation for ®®*Se. (a) The bold curve represents the ASCC path projected

onto the (3,7) plane, which connects the oblate and the prolate minima designated by filled
circles. The contour lines were calculated using the conventional constrained HB method and
plotted at intervals of 50 keV. (b) Collective potential V' (g) plotted as a function of the collective
coordinate gq. Here the origin of ¢ is chosen to coincide with the prolate local minimum, and its
scale is defined such that the collective mass is given by M(q) = 1. (¢) Collective mass M (s(q))
with respect to the geometrical length s(q) along the collective path in the (3, v)-plane, plotted
as a function of ¢. (d) The triaxiality parameter v as a function of ¢. (e) Neutron and proton
pairing gaps, A,, and A, as functions of ¢q. (f) The lowest two eigen-frequencies squared (i.e.,
w? = BC) of the moving frame RPA, plotted as functions of . These modes at triaxial deformed
shapes are more general than the ordinary (3- and «-vibrations in the oblate and prolate limits
and contain both components. The symbols 3 and v are used, however, to indicate the major
components of the moving frame RPA modes.
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Table II. The equilibrium quadrupole deformation parameters (3, 7), the pairing gaps (A-) in
units of MeV, the QRPA eigenenergies hiw,—1,2 in units of MeV, and the relevant quadrupole
transition matrix elements squared, |M,|* = |<p|Dg;)|0>\2 (p = 1,2). Here, |p) and |0) denote
the QRPA one-phonon and the ground states. The symbols 3, v, and A, in the eighth column
respectively indicate the (-, v- and neutron-pairing vibrational modes; the |Mp|2 values for
K =0, 2 and 0 are presented in Weisskopf units.

ﬁ Y An Ap w1
%8Se (prolate) 0.234 0° 1.34 1.42 1.02(y
%8Se (oblate)  0.284 60° 1.17 1.27 1.55(
(
(

| M, [? w2 |M;|?
) 33.66  1.91(3) 12.19
) 13.64  2.25(3)  7.67
) 1297 1.67(y)  14.61
) 537 191(A,)  0.19

?Kr (prolate) 0.376 0° 1.15 1.29 1.60
Kr (oblate) 0.354 60° 0.86 1.00 1.15

5.2. Collective path connecting the oblate and prolate minima in % Se

As the v vibrational mode is the lowest frequency and most collective QRPA
mode at the prolate local minimum, we have chosen this mode as the initial condition
for solving the basic equations of the ASCC method and carried out the procedure
described in §§ 4.1. We thus obtained the collective path connecting the oblate and
prolate local minima in %8Se, which is plotted in Fig. 1(a). As we have extracted
the collective path in the TDHB phase space, which has a very large number of
degrees of freedom, the path drawn in this figure should be regarded as a projection
of the collective path onto the (3,7)-plane. Roughly speaking, the collective path
goes through the valley that exists in the v direction and connects the oblate and
prolate minima. If 3 is treated as a collective coordinate and the oblate and prolate
shapes are connected through the spherical point, the variation of the potential
energy would be much greater than that along the collective path we obtained. The
potential energy curve V(q) along the collective path evaluated using the ASCC
method is displayed in Fig. 1(b). Because we have defined the scale of the collective
coordinate g such that the collective mass is given by M(q) = B(q)~! =1 MeV 1,
the collective mass as a function of the geometrical length s along the collective path
in the (3,v) plane can be defined by

ds\ —2
M(s(a) = M@) () (5:1)
q
with ds? = d3? + 3?dv?. This quantity is presented in Fig. 1(c) as a function of
q. The triaxial deformation parameter v is plotted as a function of ¢ in Fig. 1(d).
Variations of the pairing gaps, A;(q), and of the eigen-frequencies of the moving
frame QRPA equations along the collective path are plotted in Figs. 1(e) and (f).
The solid curve in Fig. 1(f) represents the frequencies squared, w?(q) = B(q)C(q),
given by the product of the inverse mass B(q) and the local stiffness C(q) of the
solutions of the moving frame QRPA equations, which correspond to the «-vibration
in the oblate and prolate limits. These QRPA solutions determine the infinitesimal
generators Q(q) and P(q) along the collective path. For reference, we also present
in Fig. 1(f) another solution of the moving frame QRPA equations, which possesses
the @-vibrational properties and is irrelevant to the collective path in the case of
68Se. Note that the frequency of the y-vibrational mode becomes imaginary in the
region 12° < v < 45°. These results should reveal interesting dynamical properties
of the shape coexistence phenomena in %®Se. For instance, the large collective mass
in the vicinity of v = 60° [Fig. 1(c)] might increase the stability of the oblate shape
in the ground state. A detailed investigation of these quantities as well as solutions
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of the collective Schrodinger equation will be given in a succeeding paper.8?)

5.3. Collective path connecting the oblate and prolate minima in "> Kr

In contrast to %Se, the lowest-frequency QRPA mode is the 3 vibration at the
prolate local minimum in “?Kr. For this reason, we have chosen this mode as the
initial condition at the prolate minimum and started the procedure of extracting the
collective path. Then, the collective path first goes in the direction of the 3 axis in
the (/3,7)-plane. As we go along the (3 axis, we eventually encounter a situation in
which the two solutions of the moving frame QRPA equations compete in energy,
and they eventually cross. Thus, we see that the properties of the solution with
the lowest value of w? = BC change from those of the 3 vibrational to those of
the v vibrational case at some point on the collective path. If only the solution
Ql(q) with the lowest value of w? at the previous point ¢ is always chosen as an
initial guess for Q(q + dq) in Step 2 of the algorithm described in §§4.1, then the
direction of the collective path in the (3,7) plane changes abruptly from the
direction to the 7 direction immediately after the crossing point (in the vicinity of
the point C’ in Fig. 3 presented below), and the numerical algorithm outlined in §§4.1
fails at this point: During the iterative procedure of solving the moving frame HB
equation, we encounter a situation in which the overlap (Q(q), Q(q + dq)) between
the infinitesimal generators Q at the neighboring points ¢ and ¢ + dq vanishes,
because K =0 for the former, whereas K=2 for the latter. The numerical algorithm
(whose details are described in Appendix B) then is no longer effective at this point,
where the overlaps (N, Q(g 4+ dq)) also vanish for the same reason. This problem
exists even if we decrease the step size dg. We find, however, that we can avoid
this difficulty by employing a more suitable initial guess for Q(q + 0q). Specifically,
we take a linear combination of the two solutions Ql(q) and Qg(q) at the previous
point ¢, Q(U)(q—i—éq) =(1- s)Ql(q) +€Q2(q), with a small coefficient £, as an initial
guess. This improvement is just for the purpose of starting the iterative procedure
at the next point, ¢ + d¢, on the collective path, so that the self-consistent solution,
Q(q + 0q), obtained upon the convergence of the iterative procedure, of course, does
not depend on the values of €. For instance, we obtain an axially symmetric solution
|¢p(q + 0q)) and a generator Q(q—i—éq) preserving the K quantum number in the region
satisfying 8 > 0.24 around the prolate minimum, even when we start the iterative
procedure using an initial guess for Q(q + 0q) that breaks the axial symmetry. We
confirmed that this is indeed the case as long as € is a small finite value around
0.1. This special care is needed only near such crossing points (as shown below in
Figs. 3-5), where two solutions of the moving frame QRPA equations with different
K quantum numbers compete in energy.

With the improved algorithm mentioned above, we have successfully obtained
the smooth deviation of the direction of the collective path from the § axis toward
the v direction [see Fig. 2(a)]. We note that the properties of the lowest w? solution
of the local harmonic equations also gradually change from those of the 3 vibrational
to those of the ~ vibrational case [see Fig. 2(f)]. The details of the turnover region
are presented in Fig. 3. It can clearly be seen in Fig. 3(a) that there is a gradual onset
of axial-symmetry breaking in the solutions |¢(q)) of the moving frame HB equation.
It can also be seen in Fig. 3(b) that there is an avoided crossing between the lowest
two solutions of the moving frame QRPA equations associated with mixing of the
components with K=0 and 2. After a smooth turn in the ~ direction, the v value
increases, with the value of 8 roughly constant, and the collective path eventually
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Fig. 2. Results of the calculation for “?Kr. The details here are the same as in Fig. 1, except for the
following: In (a), the contour lines are plotted at intervals of 100 keV. In (f), the lowest three
eigen-frequencies squared (i.e., w?> = BC) of the moving frame RPA are plotted as functions of
q. As mentioned in the caption to Fig. 1, these modes at triaxial deformed shapes are more
general than the ordinary (- and ~-vibrations in the oblate and prolate limits and contain both
components. The symbols 3 and « are used, however, in order to indicate the major components
of the moving frame RPA modes. Similarly, the symbol A, is used to indicate that the major
component is the neutron pairing vibrational mode.
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0.22 0.24 0.26 0.8

Bcosy q

Fig. 3. Enlargement of the turnover region of Figs. 2(a) and (f) for "?Kr, where the collective
path turns in the v direction. A step size d¢ = 0.0157 and the value ¢ = 0.1 were used in
the numerical calculation. Every step dq is represented by a filled circle and connected by a
solid curve. The points designated A, B, C, D on the collective path in (a) correspond to those
in (b), which displays the squared frequencies, w?, of the lowest two solutions of the moving
frame QRPA equations as functions of the collective coordinate q. The open circles represent
those obtained in the calculation with £ = 0, where the mixing effects between the K'=0 and 2
components are ignored. The points designated A’, B’, C’ in the latter calculation correspond
to the points A, B, C in the former calculation. In the latter calculation, we could not obtain
the point corresponding to D, because the problem discussed in the main text is encountered
in the numerical algorithm. It was checked that the same collective path is obtained with use
of g = 0.0314, except that the distances between the successive points are doubled.

approaches the v = 60° axis. Then, we again encounter a similar situation. Adopting
the improved algorithm, we have confirmed that the properties of the lowest w?
solution change smoothly this time, from those of the « vibrational to those of the
(B vibrational case. The collective path thus merges with the v = 60° axis, and it
finally reaches the oblate minimum.

We have also carried out a calculation starting from the oblate minimum and
proceeded in the inverse manner, obtaining the same collective path. This should
be regarded as a crucial test of the consistency of our calculation. Figure 4 presents
the details of this test: The collective path that started from the prolate minimum
and turned in the v direction gradually merges with the v = 60° axis. Moving
in the opposite direction, we see a gradual onset of axial symmetry breaking in
the collective path that started from the oblate minimum. We see that the two
results of the calculation for the collective path agree nicely. The importance of
taking account of the mixing between the 8- and «-vibrational degrees of freedom in
solving the moving frame HB and QRPA equations is again demonstrated in Fig. 5,
which displays the details of the turnover region from the v = 60° axis.

Although the collective path plotted in Fig. 2(a) should be regarded as its pro-
jection onto the (3, 7)-plane, the result of calculation indicates that the collective
path runs roughly along the valley in this plane. The potential energy curve V(q),
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Fig. 4. Enlargement of the turnover region of Figs. 2(a) for "2Kr, where the collective path (solid
curve) coming from the prolate minimum merges with the v = 60° axis (dotted line). Every
step dq is represented by an open circle and connected by a solid curve. For comparison, the
result of calculation starting from the oblate minimum and moving in the opposite direction
is represented by open squares. Slight deviations from the solid curve indicate the degree of
precision of the present numerical calculation. The step size ¢ = 0.0157 and the value e = 0.1
were used in both cases. The collective path obtained with these different calculations agree
well.

the collective mass M (s(q)), and the variations of the pairing gaps, A;(q), are pre-
sented in Figs. 2(b), (c) and (e), respectively. Their properties are similar to those
for 88Se. In particular, we notice again a significant increase of M(s(q)) in the
vicinity of the oblate minimum.

Quite recently, Almehed and Walet studied the oblate-prolate shape coexistence
phenomenon in ?Kr by means of an approach similar to the ASCC method but with
some additional approximations®?) and found a collective path going from the oblate
minimum over a spherical energy maximum into the prolate secondary minimum.
We have also obtained such a collective path when we impose axial symmetry on the
solutions |¢(q)) of the moving frame HB equation and always use only K=0 solutions
of the moving frame QRPA equations. However, when we relax such symmetry
restrictions and follow the lowest w? solution of the moving frame QRPA equations,
we obtain the collective path presented in Fig. 2, which breaks the axial symmetry.
The reason for this disagreement is not clear at present. With the parameter values
they used for the P+(Q Hamiltonian, they did not encounter the change in properties
of the lowest moving-frame-QRPA mode on the collective path from those of the
vibrational to those of the v vibrational case. However, it is interesting that they in
fact encountered the avoided crossing with a ~y-vibrational mode, similar to the one
shown in Fig. 2(f), and obtained a collective path that turns into the triaxial plane
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Fig. 5. Enlargement of the turnover region of Figs. 2(a) and (f) for "*Kr, where the collective path
(solid curve) coming from the oblate minimum starts to deviate from the v = 60° axis (dotted
line). The numerical calculation was done starting from the oblate minimum and using the
step size 6¢ = 0.0157 and the value e = 0.1. Every step dq is represented by a filled circle
and connected by a solid curve. The points designated A, B, C, D on the collective path in
(a) correspond to those in (b), which displays the squared frequencies, w?, of the lowest two
solutions of the moving frame QRPA equations as functions of the collective coordinate gq. Note
that the values of ¢ in this figure are measured from the oblate minimum. The open circles
represent those obtained in the calculation with ¢ = 0, where the mixing effects between the
K=0 and 2 components are ignored. The points designated A’, B’, C’ in the latter calculation
correspond to the points A, B, C in the former calculation. In the latter calculation, we cannot
get the point corresponding to D, because the problem discussed in the main text is encountered
in the numerical algorithm. The slight wiggles along the successive points seen in (b) are due to
numerical error, and they indicate the degree of precision of the present numerical calculation.
It was checked that the same collective path is obtained with use of dg = 0.0314, except that
the distances between the successive points are doubled.

in their calculation for states with angular momentum I = 2.
§6. Concluding remarks

We have applied the ASCC method to the oblate-prolate shape coexistence phe-
nomena in %Se and "Kr. It was found that the self-consistent collective paths run
approximately along the valley connecting the oblate and prolate local minima in the
collective potential energy landscape. This is the first time that the self-consistent
collective paths between the oblate and prolate minima have been obtained in real-
istic situations starting from the microscopic P4+Q Hamiltonian. Recently, the gen-
erator coordinate method has been used in a number of cases to describe a variety of
shape coexistence phenomena, with 5 employed as the generator coordinate.17)-48)
The triaxial shape vibrational degrees of freedom were also ignored in the exten-
sive variational calculations by the Tiibingen group.*?:°9) The result of the ASCC
calculation, however, strongly indicates the necessity of taking into account the



Collective Paths Connecting the Oblate and Prolate Shapes 19

degree of freedom, at least for the purpose of describing the oblate-prolate shape
coexistence in %8Se and "?Kr. In order to evaluate the mixing effects between the
oblate and prolate shapes, taking into account the triaxial deformation dynamics,
we have to quantize the classical collective Hamiltonian obtained in this paper and
solve the resulting collective Schrodinger equation. This will be the subject of a
subsequent paper.3?)
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Appendix A
—— FExplicit Expressions of the Quasiparticle Matrix Elements

Combining the successive Bogoliubov transformations, (3.8) and (3.18), the
quasiparticles, aL(q) and a,(q), associated with the state |¢(q)), can be written
in terms of the nucleon operator, d/,TC and dj, as

T - T
au(q) > _ < Uuk(q) Vuk(‘]) > < dk: ) A1
( az(q) 2 Vae(q)  Upi(q) dy (A1)

k

Making use of the inverse transformation,
dl ) ( Uku(9)  Via(a) ) ( af(q) )
= , A-2
( dj, ; Viu(@)  Ugala) an(q) 42

one can easily derive explicit expressions for the expectation values and the matrix

)

elements of the operators E, S(i appearing in Eq. (3-22):

(6(a)] E) 5 10(0)) = =23 ST (RRIAL, ,10) Uk, () Vi, (),

ook

FE y(ur) = D (kFIAE, ,10) (Uny (0)Ugs(a) + Vioa) Vi (4) )
k

Fily o () = Y (1A, 110) (Unu (Vi (@) £ Uk (0)Vi (@),

k
(S(@)| FX) 5 10(a) =23 S (KIDSS). o ol1) Vi (@) Vig (),
ookl

I

FE) 5(u7) = S (RIDSR_ 210 (Uki(@)Vio ) + Uk (@) Via(a) ).
kl

B L ) = S DY ol (Uk (@)U (0) = Vo) Vip(@)) . (A-3)
kl
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The expectation values of the anti-Hermitian operators A(T;)mp vanish. The quan-

tities (k:|D |l) etc., appearing in the above expressions are the matrix elements
between the single-particle states defined by Eq. (3-5):

(k| DS = <owde2Kd*ro>,
(kk|AF)10) = (0|dgdr AD)|0), ete., (A-4)

where |0) is the vacuum for the nucleon operators (df,d). The matrix elements of
the Bogoliubov transformations, (A.1) and (A.2), possess the following symmetries:

Upk = UL,IC = Uk,u = Uk:/p V;Jc = _Vﬁk = Vkﬁ - _me‘ (A5)

It is also easily seen that equalities
(k’Du( 02“) (MD2K 02“)’ (A-6)
Fig (A7) = Fi ) (), Fgvp) = £F5 ) () (A7)

hold for the pairing and quadrupole operators under consideration {A,(li), Aj(oi), D%), Dé;r)}.
The expectation values (¢(q)| Nr [¢(¢)) and the matrix elements N, (u) and Np (1)
r(+)

of the neutron and proton number operators are readily obtained from those of F,_4

by replacing (k:|D§g) |l) with dx; and restricting the sum over the single-particle index
k to neutrons or protons.

Appendix B
—— Solving the Moving Frame HB Equation

We solve the moving frame HB equation using a method similar to the imaginary
time method.8%) Let |¢(’)(q)> be the state vector at the iterative step i. We first
calculate the mean-field Hamiltonian associate with it:

h9(q) = Z ex(df di + dl ) — Z kg (FCNO )
()0 = <¢<Z (@] B0 |0(a)) (1)
Using the quasiparticle operators b,(f)T and bl(f) defined by
o (q)) =0, (B-2)
we then generate the state vector at the (i 4+ 1)th step as
609 (g)) = exp X 60 (q))
X — — 2 (D (g) = YNV (N, — u T (9)Q(a))
+ (A0 (q) = YA (@A - uD (9)Q(g))

T

—Z (X -x10), (B:3)

b

+
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where ¢ is a small parameter,
OF _ 3613, @1F (@) _ @)y
Xy =001 X =080, (B-4)

and the subscripts + and — denote the two-quasiparticle creation and annihilation
parts of the operator in the parentheses, respectively. It should be noted that, in con-
trast to the conventinal imaginary time method, the unitary operator exp X+ g
used here so that the normalization is preserved during the iteration. The Lagrange

multipliers )\(TiJrl)(q) and (11 (q) are determined by the constraint equations

(D) N7 |6 (q)) = NLO,
<¢(”1)(Q) Qg — dq) ‘qb L q)> = dq, (B-5)

where N\” and Néo) are the neutron and proton numbers of the nucleus under
consideration. Similar but slightly different constraints were utilized by Almehed
and Walet.™ Expanding the left-hand sides up to first order in z(t1), we obtain
equations determining them:

(Noy Ny,) (No, Np) (Nn, Q(q)) M (g)
(Np, Np) (Np, Np) (Np, Q(q)) )\I(OHI)(q)

(Q(a—09), Nn)  (Qa—3q), Np) (Q(g—dq),Q(a)) p(q)

( _<-]\A/vn>(Z )/2€+(h()( )7Nn)

(NS — (N,)D) /22 + (h0)(q), N,) (B-6)
(6g — (Q(q — 69))D) /22 + (WD) (), Q(g — 5q)),

where the quantities (N, N/), (N;,Q(q)), etc., are defined by (3.33), except that
the coeflicients N, (), Q,.(q), etc., involved in these quantities are here defined with

NO

respect to the two-quasiparticle creation and annihilation operators, X, (@ )T and X 1(3

Using the state vector |¢(1)(q)), we calculate the mean-field Hamﬂtoman AUt (q)
at the (7 + 1)th step, and repeat the above procedure until convergence is attained.
The mean-field Hamiltonian thus obtained takes the following form:

~

hai(9) = () ZA 1(@)Q(a)
= (00l (0) 0(0) + 3 el ) (Bh@)bu(a) + Bh(@)bo(@)).  (BT)

Finally we introduce the quasiparticle operators aL(q) and a,(q) that diagonalize

hat(q):

ar(a) = (900 (@) (0 + 3 Fola )(eh (@@ +af(@azla).  (B)

It is easy to see that p(q) = 0V/9dq. In actual calculations, the above procedure is
a part of the double iterative algorithm described in §4. Specifically, we carry out
the above iterative procedure using the constraint operator Q(q)(”) that is obtained
in the n-th iteration step determining the infinitesimal generators, Q(p) and p(q)
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