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Proton-neutron symmetry in *2Zr, **Mo with Skyrme interactions in a separable approximation
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Starting from a Skyrme interaction we study the properties of the low-energy spectrum of quadrupole excitations
in °%92Zr and °>°*Mo. The coupling between one- and two-phonon terms in the wave functions of excited states
are taken into account. We use the finite-rank separable approximation which enables one to perform the QRPA

calculations in very large two-quasiparticle spaces. Our results from the SGII Skyrme interaction in connection
with the volume pairing interaction are in reasonable agreement with experimental data. In particular, we present
the successful description of the M1 transition between low-energy quadrupole excitations.
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I. INTRODUCTION

Properties of the quadrupole-collective isovector excita-
tions of the valence shell of heavy nuclei reflect three main
aspects: collectivity, shell structure, and the isospin degree of
freedom. The balance between these aspects has been studied
within a series of experiments on so-called mixed-symmetry
(MS) states. A rather complete list of references on that subject
is given in Ref. [1]. These isovector excitations were predicted
in the proton-neutron version of the interacting boson model
(IBM-2) [2], where the proton-neutron symmetry of the wave
functions is quantified by the bosonic analog of the isospin, F
spin [3-5]. In particular, there are the symmetric states with
maximum F spin (F = Fj,x) and the MS ones with F' < Fyx.
One of the well-known examples is the MS quadrupole state
with F = Fax — 1 in the nucleus **Mo which was identified
by the measured strong M1 transitions and weakly collective
E?2 transitions to low-lying symmetric states [6—8]. In contrast
to the case for **Mo, the next-lighter even-even N = 52
isotone °>Zr has the proton subshell closure Z = 40 and the
collectivity of the ZT state decreases. As a result, the collective
MS structure and the structures showing considerable F-spin
breaking have been observed experimentally [9—11]. This
sensitivity makes the MS states highly appealing objects for
studies in microscopic approaches.

The results of the conventional shell-model (SM) calcula-
tions in strongly restricted spaces [9,12,13] and of large-scale
SM calculations [14—16] have indicated the occurrence of MS
quadrupole states in nuclei of the A & 130 and A =~ 90 mass
regions along with a substantial breaking of F-spin symmetry
in 22Zr. For the case of **Mo, the wave functions and the M1
and E2 matrix elements support the MS assignments for the 25
state, and the consistency with the IBM-2 predictions proves
the collective character of the observed low-lying levels. For
927r, the calculated Zfz states are predominantly the pure
neutron and isovector excitations, respectively. This means
that the single-particle and collective degrees of freedom are
present in the low-energy spectrum.

An alternative powerful microscopic approach is the
quasiparticle-phonon model (QPM) [17]. Its ability to describe
low-energy nuclear spectroscopy has recently been reviewed
in Ref. [18]. The model Hamiltonian is diagonalized in a
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space spanned by states composed of one, two, and three
phonons which are generated in the quasiparticle random-
phase approximation (QRPA). The separable form of the
residual interaction is the practical advantage of the QPM
which allows one to perform the structure calculations in
large configurational spaces. For **Mo, the QPM confirms
the IBM-2 level scheme, selection rules, and, in particular, the
dominant one-phonon structure of the transitions to the first
and third 27" states [8,19]. Also, the QPM gives a satisfactory
and comprehensive description of the large variety of data
measured for *?Zr [11,20,21]. The QPM wave functions of the
two lowest 2% states are dominated by the lowest neutron and
proton two-quasiparticle components and the structures are
very similar to results of the shell-model calculations. Thus, the
QPM can provide microscopic support to the IBM-2 scheme.
However, it is difficult to extrapolate the model parameters to
new regions of nuclei.

The properties of MS states are particularly sensitive to
the proton-neutron interaction [22,23]. On the other hand, the
dominance of the proton-neutron attraction is one of the main
characteristics of the effective nucleon-nucleon interaction. It
can be traced back to the cooperation of its 7 =0 and 7 = 1
channels. This is a good possibility for examining microscopic
approaches using effective nucleon-nucleon interactions. One
of the successful tools for nuclear structure studies is the QRPA
with the Skyrme interaction [24,25]. These QRPA calculations
allow one to relate the properties of the ground states and
excited states through the same energy density functional.
Although such an approach describes the properties of the
low-lying states less accurately than more phenomenological
ones, the results are still in a reasonable agreement with
experimental data, in particular, with respect to qualitative
features of the properties of the 2] states of predominantly
one-phonon excitations, see for example Refs. [26-29].

The complexity of calculations taking into account the
coupling between one-phonon and more complex states
increases rapidly with the size of the configurational space.
Making use of the finite rank separable approximation (FRSA)
[30,31] for the residual interaction enables one to perform
QRPA calculations in very large two-quasiparticle spaces.
Taking into account the basic QPM ideas, the approach has
been generalized to take into account the coupling between
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one- and two-phonon components of the wave functions [32].
The FRSA has been used to study the electric low-lying states
and giant resonances within the QRPA and beyond [30-34].
Alternative schemes to factorize the residual interaction have
also been considered in Refs. [35-37]. A trial to describe
MS states on the basis of a Skyrme mean field is given in
Ref. [38] where approximations are made with respect to the
simplified separable forces. Using the FRSA we will avoid
those approximations in our study.

Before investigating the occurrence of MS states in neutron-
rich nuclei one needs to be sure that the approach is sufficiently
good to reproduce characteristics of the low-energy spectrum
of quadrupole excitations of nuclei in the mass range A &~ 90,
in particular, the M1 transitions between the excitations. This
initial paper gives an illustration of our approach for °Zr and
%Mo in comparison to the N = 50 isotones *°Zr and *>Mo
with closed neutron shell. Preliminary results of our studies
for **Mo are reported already in Ref. [39].

This paper is organized as follows. In Sec. II, we sketch
the method that allows us to consider the phonon-phonon
coupling. In particular, the QRPA equations in the case of
the finite-rank separable form of the residual interaction
are discussed in Sec. II A. The coupling between one- and
two-phonon terms in the wave functions of excited states are
taken into account in Sec. II B. In Sec. III, we discuss the
details of our calculations and show how this approach can be
applied to treating the proton-neutron mixed-symmetry states.
Results of our calculations for properties of the quadrupole
states in **92Zr and °>**Mo are given in Sec. IV. Section IV A
is devoted to a QRPA analysis, while the effects of the phonon-
phonon coupling are discussed in Sec. IV B. Conclusions are
finally drawn in Sec. V.

II. METHOD

This method has already been introduced in Refs. [30-33];
hence, let us briefly summarize the different steps. For the
present study, the anharmonicity of the low-energy vibrations
is constrained by the coupling between one- and two-phonon
terms in the wave functions of excited states.

A. Implementation of QRPA

The starting point of the method is the Hartree-Fock
(HF)-BCS calculation [40] of the ground state, where spherical
symmetry is imposed on the quasiparticle wave functions. The
continuous part of the single-particle spectrum is discretized
by diagonalizing the Skyrme HF Hamiltonian on a harmonic
oscillator basis. As effective interactions, Skyrme interactions
are used in the particle-hole (p-h) channel, and the pairing
correlations are generated by a density-dependent zero-range
force

Vour(r1, 12) = Vo [1—77(”;’;1)) }Mrl —r). (D)

where p(r)) is the particle density in coordinate space; po
is equal to the nuclear saturation density; «, 1, and V, are
model parameters. Weuse o = 1; 7 =0,n=0.5,andn =1
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are the cases of a volume interaction, a mixed interaction, and
a surface-peaked interaction, respectively. The strength V is
fitted to reproduce the odd-even mass difference in the region
of nuclei considered here. To limit the pairing single-particle
space, we have used the smooth cutoff at 10 MeV above the
Fermi energies [31,41,42].

The residual interaction in the p-h channel VrE]; and in
the particle-particle (p-p) channel V% can be obtained as the
second derivative of the energy density functional with respect
to the particle density and the pair density, accordingly. As
proposed in Ref. [30], we simplify v by approximating it
by its Landau-Migdal form. All Landau parameters with/ > 1
are equal to zero in the case of Skyrme interactions. We keep
only the [ = 0 terms in V};};. In this work we study only normal
parity states and one can neglect the spin-spin terms since they
play a minor role [26,33]. Also, the two-body Coulomb and
spin-orbit residual interactions are dropped. Therefore we can
write the residual interaction as

Va(r, 1) = Ny '[Fo(r)) + F )T - 12]8(r — 1), (2)

where a is the channel index a = {ph, pp}; t; are the isospin
operators, and Ny = 2kpm™ /7r277z2 with kr and m* standing
for the Fermi momentum and nucleon effective mass.

The expressions for Fj h Fy " and FJ®, F™ can be found
in Refs. [43] and [31], respectively. Since the definition
of the pairing force (1) involves the energy cutoff of the
single-particle space to restrict the active pairing space within
the mean-field approximation, this cutoff is still required to
eliminate the p-p matrix elements of the residual interaction in
the case of the subshells that are far from the Fermi energies,
as in Ref. [31].

The p-h matrix elements and the antisymmetrized p-p
matrix elements can be written as the separable form in the
angular coordinates [30,31]. After integrating over the angular
variables we use an N -point integration Gauss formula for the
radial integrals. Thus, the residual interaction can be expressed
as the sum of N terms in FRSA for the Skyrme residual
interaction [30,31].

We introduce the phonon creation operators

1 _—
Qi =3 > O [XE AT
77

— (DY AGH A = W), B)
ATGi ) =Y (jmj'm' | aeech, )

mm’

where A denotes the total angular momentum and p is
its z projection in the laboratory system. a;rm (ajm) is the
quasiparticle creation (annihilation) operator and jm denote
the quantum numbers nljm. One assumes that the ground state
is the QRPA phonon vacuum | 0) and the one-phonon excited
states are Qfm | 0) with the normalization condition

(01 Qi Q0 10)

1 T .
= S S (XX —YEYH) =80, (5)
Ji'
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Making use of the linearized equation-of-motion approach,
one can get the QRPA equations [40]. Solutions of this
set of linear equations 'yield the one-phonon energies w;;

and the amplitudes X* Gin Yj’\f, of the excited states. There

. . x)
are two types of QRPA matrix elements: the A(/. , D)

matrix related to forward-going graphs and the B(/u Yiail)
matrix related to backward-going graphs, and the dimension
of these matrices is the space size of the two-quasiparticle
configurations. Using the FRSA for the residual interaction,
the eigenvalues of the QRPA equations can be obtained as
the roots of a relatively simple secular equation, where the
matrix dimensions never exceed 6N x 6N independently of
the two-quasiparticle configuration space size [30,31]. The
studies [31-33] enable us to conclude that N = 45 for the
rank of our separable approximation is enough for the electric
excitations (J < 6) in nuclei with A < 208.

B. Phonon-phonon coupling

In the next stage, we construct the wave functions from a
linear combination of one-phonon and two-phonon configura-
tions

)»]l])wlz
x [Q;:Mlil Q)Tzltziz])\u>|0>' (©)
with the normalization condition
ZR Gn+2 Y [Pow)] = (7)
)\ll])»zlz

Because of the completeness and orthogonality conditions for
the phonon operators, the bifermion operators A™(jj’; Au)
and A(jj’;Au) can be expressed by the phonon ones. The
Hamiltonian can be rewritten in terms of quasiparticle and
phonon operators [17,32].

The amplitudes R;(Av) and P’\"l (Av) are determined from
the variational principle

SV () [ H W, () — E((W, () — 1)) =0

(®)
which leads to a set of linear equations [17,32]
(@i — EJRiOv) + Y U O) P (w) =0, (9)
Mirhain
21, + @ri, — Eu) P w) + Z UL )R (Av) = 0
(10)

The Pauli principle corrections are dropped here since the
effect on the lowest excited states is small [17].

The rank of the set of linear equations (9) and (10) is equal
to the number of one- and two-phonon configurations included
in the wave function (6). Its solution requires us to compute the
matrix elements coupling one- and two-phonon configurations

ULl (i) = (0105 H[QF ;0. ],10). (11)
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Equations (9) and (10) have the same form as the QPM
equations [17], but the single-particle spectrum and the
parameters of the residual interaction are calculated with the
Skyrme forces.

III. DETAILS OF CALCULATIONS

We apply the approach to the study of the low-energy
spectrum of 2+ excitations in the nuclei **°>Zr and °>**Mo. In
our calculations the single-particle continuum is discretized by
diagonalizing the HF Hamiltonian on a basis of 12 harmonic
oscillator shells and cutting off the single-particle spectra
at the energy of 100 MeV. This is sufficient to exhaust
practically all the energy-weighted sum rule. Because of the
large configurational space, we do not use effective charges.

The single-particle structure around the Fermi level is a key
ingredient in the microscopic analysis. For the investigation,
we adopt five Skyrme interactions, namely, SGII [43], SLy4
[44], SLy5 [44], SLy5+T [45], and T44 [46]. The SGII
parametrization is the successful attempt to describe the
spin-dependent properties from a standard Skyrme force. In
particular, one obtains a good description of experimental
energies of the Gamow-Teller resonance of 07r [43]. The
parameters of the forces SLy4 and SLy5 have been adjusted to
reproduce nuclear matter properties, as well as nuclear charge
radii and binding energies of doubly magic nuclei. The forces
SLyS + T and T44 involve the tensor terms added with (T44)
and without (SLy5 + T) refitting the parameters of the central
interaction. These five parametrizations describe correctly the
subshell order near the Fermi level of *“9Zr and °>%Mo.
To see this, the calculated neutron and proton single-particle
energies for the case of °>Zr and the experimental data [47] are
plotted in Fig. 1. The calculations with SGII reproduce well
the experimental data, and other choices of the Skyrme forces
do not improve the agreement.

We employ the isospin-invariant pairing force (1), with
the value py = 0.16 fm—> of the nuclear saturation density
corresponding to the SGII force. The strength Vj is fitted to
get a reasonable description of the experimental neutron and
proton pairing energies of °>2Zr and °>**Mo,

Py =31[B(N,Z)+ B(N —2,Z)—2B(N — 1, 2)], (12)

for neutrons, and similarly for protons. Thus, the strength Vj
is taken equal to —270, —420, and —870 MeV fm?> for the
cases of the volume, mixed, and surface-peaked interaction,
respectively. To make the choice of the pairing interaction, it
is very useful to analyze the three lowest two-quasiparticle
states in *?Zr. Since the 2ds/, neutron subshell is partially
filled and the 2p;/, proton subshell is filled, one can expect
that the first level is the {2ds,,, 2ds,,} neutron state while the
second level is the {189/, 19,2} proton one; see, for example,
Refs. [1,20,21]. As seen in Fig. 2 the different choices
have a strong impact on the unperturbed two-quasiparticle
excitations. Only the volume pairing interaction gives the
{1g9/2, 1892} proton state as the second level. Thus, hereafter
we use the Skyrme interaction SGII in the particle-hole
channel together with the volume zero-range force acting in
the particle-particle channel.

024311-3



A. P. SEVERYUKHIN, N. N. ARSENYEYV, AND N. PIETRALLA

PHYSICAL REVIEW C 86, 024311 (2012)

SGll SLy4 SLy5 SLy5+T T44 Expt. Legend
4t 4 —t 1 1 ” =S 1

S sl T | 1 1 1 I — 1 ° ‘197,2

(O] . .

é A + T 4 T e T T e s v2d3/2

-8t 1 1 1 1 1 ]

w 4 i i 1 1 ° 0381/2
0] ! ! ! ! | —2d,,
A1} 1 1 1 1
12 1 1 o—o 1 1 — <>—0199/2
4k o——2 1 1 1 1 1
5t 1 1 1 1 1

= -7 - 1g9/2

< s . | il il il I — 5

Wi -ofl D e S e Py
- L 4 . 4 . 4 4 4 o—0
12 L 1 1 1 1 1 o—011:5/2
-13 ¢ -+ £ € 4 €

FIG. 1. Neutron (top) and proton (bottom) single-particle energies (in MeV) near the Fermi energies for °>Zr calculated with SGII, SLy4,
SLyS5, SLyS + T, and T44. The experimental spectra are taken from Ref. [47].

The Landau parameters F, ph, Fg " expressed in terms of the
Skyrme force parameters [43] depend on kg. As pointed out in
our previous works [30,33] one needs to adopt some effective
value for kr to give an accurate representation of the original
p-h Skyrme interaction. For the present calculations we use
the value kr = 1.45 fm~! adjusted so as to have the spurious
center-of-mass state at zero energy.

It is worth mentioning the effect of the residual p-p
interaction within the QRPA. Figure 3 shows the effect on
the 27, energies and the B(E2) values of **Zr. Including the
quadrupole p-p interaction results in a decrease of the 2{2
energies (about 0.1 MeV), and the B(E?2) values do not change
practically.

Finally, we discuss the extension of the space for one- and
two-phonon configurations. To construct the wave functions
(6) of the low-lying 2% states up to 4 MeV we use only the
2% phonons for computational convenience. This restriction
can be justified by the result of the recent QPM calculations
with large configurational space [20,21], which demonstrate a

dominance (>>90%) of the 2% phonons in the wave functions
of the 2] and 2 states that are at our focus. It is worth
mentioning that all one- and two-phonon configurations with
energies up to 8 MeV are included. We have checked that the
inclusion of the high-energy configurations plays a minor role
in our calculations.

IV. RESULTS
A. QRPA analysis

First, properties of the low-lying quadrupole states are
studied within the one-phonon approximation. Results of our
calculations for the ZTZ states in °*%2Zr and °>%*Mo for the
energies, the B(E2) and B(M1) values, and the contributions
greater than 10% to the normalization conditions (5) are given
in Table I. Note that the B(M 1) values have been calculated
with the g factors of free protons and neutrons.

One can see that we find a satisfactory description of the
isotopic dependence of the 2] energies near closed shells.

Volume Mixed Surface Legend

— * X{2p1/22p3/2}7r
o
E 3 L 1 4 4 ° 0{331/22d5/2}v
cﬁr_‘ {1 99/21 99/2}7:
o

- - = [ '] - - {2d5/22d5/2}v

2 L 1 4 4

FIG. 2. Energies (in MeV) of lowest two-quasiparticle states in °>Zr. The results of calculations with the volume, mixed, and surface-peaked

pairing interactions are shown.

024311-4



PROTON-NEUTRON SYMMETRY IN *?Zr, Mo . ..

4 r . -
E | : .
G 3f : L
5 | |
T ol : -
*og X X
& ! !
o 1F 5 Lo
0 [ " " 1 " : " 1 " " " " 1 " " " : "
1.5 2.0 2.5 3.0
E (MeV)

FIG. 3. Energies and B(E2) values of the lowest quadrupole
states in *>Zr. The QRPA calculations are performed without (dashed
line) and with (solid line) the residual p-p interaction.

The closure of the neutron subshell 1gg/, in *°Zr and **Mo
leads to the vanishing of the neutron pairing, and as a result,
the energies of the first two-quasiparticle poles {1g9/2, 1892}~
in ®°Zr and **Mo are larger than energies of the first poles
{2ds 2, 2ds 2}, in **Zr and **Mo. This yields that the 2| state
has collective (noncollective) structure with the domination
of the proton configuration {lgo/, 1g9,2} for the case of
07Zr (®*Mo). On the other hand, in °?Zr the leading neutron
configuration {2ds/», 2ds;>} gives a contribution of 79% that
is almost twice larger than in **Mo. The structure peculiarities
are reflected in the B(E2; O‘g*_s. — 2?) values, as is shown in
Table I. The dominant neutron and proton phonon amplitudes
X, Y of the 2] states of **Zr and **Mo are in phase. This
resembles an analogy to the full-symmetry states of the
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interacting boson model, although for °>Zr we observe a
dominance of neutron components due to the proton subshell
closure at Z = 40.

There are the second 2% states in *?Zr and **Mo below
3 MeV within the one-phonon approximation. The dominant
neutron and proton amplitudes of the fairly collective 27 state
are out of phase. As a consequence, the isovector character
of the 2;” states are reflected in the remarkable values of
B(M1;25 — 2{), as given in Table L. The first calculations
of the isovector behavior of 25 QRPA excitations in *?Zr and
%Mo based on the analysis of the phonon amplitudes within
the QPM have been done in Refs. [19-21].

We turn now to the structures of the 23 states of *Zr
and *’Mo. The proton configurations exhaust about 99% and
56% of the wave function normalization in *°Zr and Mo,
respectively. It means that the second pole {2pi2, 2p3/2}x
in °>Mo is closer to the neutron poles than that in *°Zr. As
expected, the negligible size of the B(M 1;2] — 2{) value of
0Zris obtained. The 2;’ state in °’Mo has the main neutron and
proton phonon amplitudes in phase (Table I) and this results
in the comparable B(M 1) value of the M 1 transitions between
the noncollective ZT state and the isoscalar 2; state.

This analysis within the one-phonon approximation can
help us to identify the MS state, but it is only a rough estimate.
Some overestimate of the experimental energies (Table II)
indicates that there is room for two-phonon effects.

B. Effects of phonon-phonon coupling

Let us now discuss the extension of the space to one- and
two-phonon configurations. The calculated 27 state energies,
the largest contributions of the wave function normalization

TABLE 1. Energies, transition probabilities, and structures of the QRPA quadrupole states in ***?Zr and °>°*Mo. Phonon amplitude

contributions greater than 10% are given.

State Energy B(Ml;2,.+ — 2?’) B(E2; O;‘SA — 2;’) {nily j1, nalajo}e X Y %
(MeV) (1x) (e*fm*)
NZr 2f 2.8 630 {2ds/2, 1892}y -0.37 —0.11 13
{1g9/2, lgg/z}ﬂ 1.03 0.06 53
{2p12,2p32) = —-0.52 —0.03 26
2F 34 0.00 10 2p1/2, 2p3/2} 0.79 0.00 63
{1g9/2, lgg/z}ﬂ 0.85 0.00 36
927y 2t 1.7 410 {2ds), 2ds 0}, 1.26 0.12 79
25 2.9 0.53 310 (2ds/2, 2d52}, —0.63 0.09 20
(35172, 2ds2}, —0.45 —0.04 20
{1g9/2, lgg/z}n 0.85 0.04 36
2p12. 2p3a}n ~0.36 ~0.02 13
92MO 2;r 1.9 1170 {2d5/2, lgg/z}v —0.35 —0.16 10
{1g9/2, lgg/z}ﬂ 1.32 0.19 86
2F 4.4 0.25 230 {2ds), 1892}y —0.65 —0.07 42
{2]7]/2, 2]73/2}” —0.63 —0.02 40
{189/2, 1892}~ —0.49 0.10 11
%Mo 2F 1.2 1730 (2ds/2, 2ds2}, 0.92 0.27 39
{1g9/2, 1892} 0.99 0.37 42
2t 24 1.23 160 {2ds)5, 2ds 0}, ~1.08 0.07 58
{1g9/2, lgg/z}ﬂ 0.89 0.02 40
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TABLE II. Energies, transition probabilities, and dominant components of phonon structures of the low-lying quadrupole states in °*%2Zr

and °>%Mo. Experimental data are taken from Refs. [6,7,10,48,49].

Ar =2 Energy Structure B(E2;0/, — 2) B(E2;2 — 2)) B(M1;2 — 2})
(MeV) (e*fm*) (e*fm®) ()
Expt.  Theory Expt. Theory Expt. Theory Expt. Theory

NZr 2f 2.186 2.6 93%][2] lorea 643 £+ 22 600

25 3.308 32 95%][25 lorea 53+ 14 1 65 + 17 1 0.088 £ 0.025 0.00
27r 2f 0.934 1.6 96%[2 lorea 790 £+ 62 420

2F 1.847 2.7 87%[25 Jorea 419 £ 49 230 107} 4 0.37 £ 0.04 0.41

27 2.067 2.6 45%[27 Torea+ < 0.62 50 <395 160 <0.024 0.17

37%[27 ® 2 lorea

Mo 2f 1.509 1.9 99%][2 Torea 1036 & 62 1160

2F 3.091 3.8 91%I[2{ ® 27 Torea 254 £ 20 50 9 + 27 420 0.043 £+ 0.007 0.03
%Mo 2f 0.871 0.5 73%[27 lorea 2031 £ 25 1280

25 1.864 1.8 53%[2] ® 2] Torea+ 32 £7 170 720 £+ 260 190 0.06 £+ 0.02 0.07

21%[25 lorea
27 2.067 2.3 87%I25 lorea 279 £+ 25 310 124778 10 0.56 £ 0.05 0.68

(7), the B(E2) and B(M1) values, and the experimental data
[6,7,10,48,49] are shown in Table II. It is worth pointing out
that we get the wrong energy order of the second and third
2* states in the case of >Zr. On the other hand, the energy
difference equal to 0.1 MeV is close to the expected accuracy
of our calculations.

One can see that the inclusion of the two-phonon terms
results in a decrease of the 2;’ energies and in a reduction of
the B(E2; Og_s_ — 2;”) values, except for 927r. Our calculations
reproduce well a general behavior for energies and transition
probabilities. There is some underestimation of the B(E2)
values of the N =52 isotones in comparison with the
experimental data; this probably points to a particular problem
due to the effective interaction rather than to a deficiency of our
variational space. In all four nuclei, the crucial contribution in
the wave function structure of the first 2% state comes from
the [QT]QRPA configuration, but the two-phonon contributions
are appreciable. This means that the structures of the first
2% states do not change practically due to the effects of the
phonon-phonon coupling. As a result, we get the isoscalar
collective structure of the 2} state in **Mo and the neutron
dominated 2] excitation of **Zr which indicates the F-spin
breaking.

The second 2" state contains a dominant two-phonon
configuration [2] ® 2 Jorea in ****Mo and such contribution
leads to the small B(E2; 07, — 27 values and the noticeable

B(E2; 22+ — 2?) values. Moreover, the calculated B(M1)
value is sensitive to the phonon composition: the two-phonon
configuration composed of the isoscalar collective phonons
in the case **Mo and the noncollective phonons of *’Mo.
In *%%Zr, the wave function of the 25 state is dominated
by the [22r lorpa configuration and we can follow the QRPA
estimate discussed in Sec. IV A. In addition, the dominance of
the one-phonon configurations plays a key role in explaining
the negligible size of the B(E2;21 — 2{) values. For the
case of 2Zr we obtain the isovector collective 2] state and the
dominant one-phonon structure of the M1 transition between

the first and second 2% states in **Zr. The results are close
to those that were previously calculated in the shell model
[9,10,13] and in the QPM [11,20,21].

Finally, we examine the occurrence at low energy (below 3
MeV) of the third 2 states. One can see that the collective state
in **Mo is dominated by the isovector one-phonon [23 Jorpa
structure. The calculated values of the 2;’ energy and the
transition probabilities are in reasonable agreement with the
experimental data. In other words, we reproduce the IBM-2
level scheme, and the calculated B(M1;2] — 27) value
supports the MS assignments observed experimentally and the-
oretically for the first time in Ref. [6]. It is noteworthy that this
conclusion for **Mo remains valid for the SLy5+T parameter
set [39]. For the 2 state of ®*Zr, one of the main components
of the wave function is the [2;L ® ZT]QRPA configuration. As
can be seen from Table II, the two-phonon contribution is
reflected in the B(E2) and B(M 1) values, but there is some
overestimation in comparison with the experimental data. One
can expect an improvement if the variational space is enlarged
by the phonon composition with hexadecapole multipolarity
and the three-phonon configurations are taken into account.
Such calculations are now in progress.

We have examined the amount of the spin contribution to
the M1 transition strength between the MS and first 2" states.
In fact, we find orbital contributions M1(g, = 0)/ M1y of
31% for **Zr and of 50% for **Mo to the total M1 matrix
elements, respectively. These numbers would result in pure
orbital (spin) M1 strengths of 0.04 (0.19) u3 out of 0.41 u%
in total for ®*Zr and of 0.17 (0.17) u3% out of 0.68 u% in
total for **Mo. This observation agrees qualitatively with the
situation reported previously on the orbital contribution to the
B(M1;2} — 21) value from the QPM calculations [19-21].

Thus the microscopic approach [30-32] describes the
properties of the low-lying states in °>Zr and **Mo less
accurately than more phenomenological ones [8,19-21], but
the results are still in a reasonable agreement with the
experimental data [6,7,10,48,49].
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V. CONCLUSIONS

Starting from the Skyrme mean-field calculations, we have
studied the effects of the phonon-phonon coupling on the
properties of the low-energy spectrum of 2% excitations and,
in particular, on the M1 transitions between the excited states
of nuclei in the mass range A =~ 90. The finite-rank separable
approach for the QRPA enables one to perform the calculations
in very large configurational spaces.

The parametrization SGII of the Skyrme interaction is used
for all calculations in connection with the volume zero-range
pairing interaction. Using the same set of parameters we have
studied the behavior of the energies and the B(E?2; O;fs_ — 2;”),
B(E2; 2:'+ — ZT), and B(M1; 25+ — 21") values of the lowest
2+ states in °*%?Zr and °>**Mo. Part of our initial motivation
was the search for MS states in °>Zr and **Mo in comparison
to the N = 50 isotones *°Zr and *>Mo with closed neutron
shell. Our results indicate indeed the occurrence of MS states
in our calculation for the nuclei °>Zr and **Mo that were
successfully predicted within the IBM-2 before. Our results
from the Skyrme interaction are in reasonable agreement
with experimental data. We stress that they represent the first
successful comparison between experimental M1 transition
values and those calculated with the Skyrme interaction. The
coupling between one- and two-phonon terms in the wave
functions of excited states is essential. The QRPA results

PHYSICAL REVIEW C 86, 024311 (2012)

tend to overestimate the 2] energies and the inclusion of
the two-phonon configurations results in a decrease of the
energies. There is a clear influence on the structure of the 22 5
states. The structures of the low-lying 2% states calculated in
our approach are close to those that were calculated within
the QPM before. We conclude that the present approach may
provide a valuable globally applicable microscopic analysis of
the properties of the lowest quadrupole excitations.

Our model would probably be improved by enlarging
the variational space for the 2% states with the inclusion
of the two-phonon configurations constructed from phonons
with hexadecapole multipolarity and taking into account
the three-phonon configurations. The computational develop-
ments that would allow us to conclude on this point are still
underway.
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