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GROUND STATE CORRELATIONS
BEYOND RANDOM PHASE APPROXIMATION

AND COLLECTIVE EXCITATIONS
V.V. Voronov*, D. Karadjov**, F. Catara**, A.P. Severyukhin*

We present a method which allows one to treat correlations in finite Fermi systems in a more
consistent way than Random Phase Approximation (RPA). We derive a closed, nonlinear set of
equations which determines the energies and wave-functions of the excited states as well as the
single-particle occupation numbers in the ground state. As an example we apply it to metallic
clusters. We show that our method allows one to correct for the inadequacy of standard RPA in
cases where the use of quasiboson approximation becomes questionable. The basic equations of the
nuclear quasiparticle-phonon model are generalized for the case when RPA phonons are replaced
by the phonons of the extended RPA (ERPA). The properties of the low-lying vibrational states in
spherical nuclei are studied within the developed approach.

Ipenct BreH MeTON, KOTOPHIi 103BONSAET TP KTOB Th KOPPE/IALMU B KOHEUHBIX (hepMU-CHCTEM X
Goree cor COB HHBIM IyTeM, YeM B npubmkeHnn ciyd iHbIX ¢ 3 (IIC®D). [Tomyden 3 MKHYT o He-
JIMHEHH 1 CHCTeM yp BHEHHMi, KOTOp § ONpelesseT ®Hepruu W BOIHOBbIE (DYHKIMM BO30YKIEHHBIX
COCTOSIHMH, T KX€ M OJHOY CTHYHBIE YMC] 3 TIOJHEHHs B OCHOBHOM coctosnuu. Ilpusenen npumep
NPUMEHEHHs 9TOM CHCTEMBI K MCCIIEJOB HHMIO MET JUIMYECKHX KJI cTepoB. IIok 3 HO, 4TO H I MeTox
T03BOJIIET MCIIP BIISATH HENOCT TKM 0ObryHOro IIC®, KOra HCMosnb30B HUE KB 3MG030HHOrO NpUOIH-
KEeHHS CT HOBUTCS COMHHTENbHBIM. OCHOBHBIE yp BHEHHS KB 3U4 CTHYHO-(POHOHHOH MOIENH Sip
0606mieHsl H cinyd i, korg onousl [IC® 3 mensiorest H  ¢poHoHsI p cruiperHoro [IC®. B atom
YCOBEPIIIEHCTBOB HHOM TIOJXOJE MCCIIEAYIOTCS CBOMCTB HM3KONEX INUX BHOP LMOHHBIX COCTOSHHIL.

1. INTRODUCTION

The simplest theory of excited states of a quantum system where correlations
in the ground state can be taken into account is the Random Phase Approxima-
tion (RPA). In this theory one introduces a set of operators (), whose vacuum
represents the ground state of the system, while the action of QI on this vacuum
creates the excited states. Starting from a Hartree—Fock (HF) or a Hartree—Fock—
Bogoliubov (HFB) state as a reference state to define single-particle levels, the
Q! operators are built as linear superpositions of particle-hole (p-h) or quasi-
particle (qp) pair operators. The coefficients of these linear forms are solutions
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906 VORONOV V.V. ET AL.

of equations which can be derived by using the equations-of-motion method [1].
If the Hamiltonian contains one- and two-body operators, the solution of these
equations implies the evaluation of one- and two-body density matrices. In stan-
dard RPA, this difficulty is overcome by replacing the correlated ground state
with the uncorrelated HF or HFB state whenever density matrices are needed. In
the RPA equations there will appear expectation values of commutators of p-h or
gp creation and annihilation operators and actually, the above approximation is
equivalent to neglecting terms such that the commutators become those of boson
operators. This is the origin of the name «quasiboson approximation» attached to
this approximation.

The above remarks explain why possible improvements of RPA have been
examined so far from two quite different points of view: either reformulating the
whole theory in a boson formalism, paying attention to the violation of the Pauli
principle [2], or remaining in the fermion space, attempting to eliminate as far as
possible the above inconsistency [1,3-16].

It is worth mentioning that renormalized RPA equations that include cor-
rections for the ground state correlations (GSC) have been applied not only
to the study of the properties of the low-lying isoscalar vibrations in spherical
nuclei [11-13], but also to the investigation of the charge-exchange modes in nu-
clei [17-19] and the giant resonances in metal clusters [15,16]. The GSC beyond
RPA for nuclei at finite temperature have been considered in Refs. 20, 21.

In this work we follow the fermionic approach and we discuss an application
of the extended RPA to describe collective excitations in metal clusters [15, 16]
and spherical nuclei [13,22]. We demonstrate that the basic equations of the
Quasiparticle-Phonon-Model (QPM) developed by V.G.Soloviev and coauthors
[23-26], where the RPA phonons are used as a basis, can be generalized to
the ERPA case. Taking into account that the GSC beyond RPA results in a
modification of the phonon-phonon coupling we study also the influence of such
effects on properties of vibrational states in some spherical nuclei.

2. THE GENERAL SCHEME OF ERPA FOR SYSTEMS
WITHOUT PAIRING

First of all we consider finite fermionic systems like metal clusters or atomic
nuclei with closed shells where there is no pairing. The spirit of our method is
close to that of Ref.6 since we aim at using equations built with a correlated
reference state |0) which is itself determined by these equations and therefore,
the solution will be reached only after an iterative process.

Physical situation where ERPA can be necessary is found in clusters of atoms.
In particular, recent RPA calculations based on jellium model for metallic clusters
have shown [27,28] that the values of occupation numbers in the ground state
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can be rather different from the HF values, namely O and 1 for unoccupied and
occupied single-particle states, respectively. This is just a case where the HF state
does not resemble the correlated ground state and therefore, the standard RPA is
clearly inconsistent and an improvement of the theory is required.

In this section we propose a generalization of standard RPA where ground
state correlations are taken into account in a more consistent way. The formalism
we are going to introduce goes one step further in the direction undertaken in
previous papers [11, 14], where the Hara approach [3], and an improved version
of it, were applied to the study of atomic nuclei.

2.1. RPA Equations and Self-Consistency. Let us denote by |0) the ground
state of the system and by |v) its excited states, which are assumed to be linear
combinations of p-h and hole-particle (h-p) configurations built upon |0)

V) = Q110) = SRk AL, — 6% Aumll0) | @.1)

ph

where p (h) represents the quantum numbers of an unoccupied (occupied) single-
particle state in the uncorrelated HF reference state |H F’). In the above equation
we have introduced renormalized p-h creation and annihilation operators

ph = ZNph 1% h’aT ap’ (2.2)
/h/

where the matrix N will be specified below. In order to avoid unnecessarily
complicated expressions, we do not introduce coupling to total quantum numbers
(angular momemtum,etc.) in the notations. By imposing that |0) is the vacuum
for the ), operators

Q.10 =0, (2.3)

the orthonormality conditions for the excited states read

(V' |v) = (0][Q.r, QF)[0)
Z wfh' ph OH p'h’s Lh]|0>+¢;’/h’ ph<0|[ p'h'> ph]|0>

ph,p’h’
Z Z N p'h! ,p1hy ph,p/ h’ (w ’h’w ¢ (b ’h’) (24)

ph,p’h’ p1hi,ph}

X (8,3, (0l af,, ang 10) = S,y Olal, ap,[0)) -

51/1/

If we assume for simplicity that the one-body density matrix is diagonal

(0lal,as|0) = nadags (2.5)
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and choose
Nphp'i = Opp Ohh (nn — np)_1/2
= Sy 0 D, (2.6)
we obtain ) /
Z( oh Upn = Ppn’ Ppn) = Ovur 2.7
ph

i.e., the same condition as in standard RPA. The same procedure was used in Ref. 1
to derive the «Renormalized RPA». The equations determining the amplitudes
and ¢ can be obtained by using the equations-of-motion method [1,29]. One gets

A B wu B ,LZ)V
where E, is the excitation energy of |v) and the matrices A and B have elements
Appp = (0] [Aph,,H, AL,h,} 0) 2.9)

and
By = — (0] [A;h,H, A;,h,} 0) (2.10)

H being the Hamiltonian of the system. In the above equations, the symmetrized
double commutators are defined as

[4,B,0) = 5 {[4,1B,C1] + [4, B].C1) . @1

As is apparent, equation (2.8) and the orthonormality condition (2.7) are formally
identical to those of standard RPA, differing from the latters only in the fact that
the elements of the matrices A and B contain the correlated ground state of the
system rather than the HF one.

2.2. One-Body and Two-Body Density Matrices. We stress that Eqs. (2.7)-
(2.10) are exact, within the space spanned by p-h and h-p elementary excitations.
However, the evaluation of A and B matrix elements requires the knowledge of
the one- and two-body density matrices. Here, we show that the one-body density
matrix, and the p-h part of the two-body density matrix can be expressed exactly
in terms of the 1 and ¢ amplitudes. Only the particle-particle and hole-hole parts
of the two-body density matrix do not lend themselves easily to such expressions
and for these parts we make an ansatz as explained below.

For the one-body density matrix, we use the number operator method [30]
and find

1 l// V% 2 I//*
np=1=Y [0 — 3 > Dy ) Dpn iy by (2.12)

prv’ p'h’
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and
1 v vk vov'x
np = Z[(Syy’ - 5 ZDp/hlwp/h’wp/h/]Dph(bphd)ph . (2.13)
hvv' p’'h’
The above expressions are exact up to terms O(|¢[*).

Let us comment briefly these results. The occupation numbers of standard
RPA, namely

1
=13 > bl (2.14)
pv
and 1
np =35> 10l (2.15)
hv

are easily obtained by considering only terms up to O(|¢|?) and approximating
D,y ~ 1. The expressions for nj and n, of Eqs. (2.12) and (2.13) are also
different, and more refined than those introduced in Refs.3 and 14. In particular,
in Ref. 14 an approximation suggested by boson mappings was used leading to

nh=1="" Dpnldjl”, (2.16)
pv
and
np = Dpnldil” . (2.17)
hv

By maintaining only terms up to O(|¢|?) in Egs. (2.12) and (2.13) one gets
expressions similar to those used in Ref. 14, differing from them by the factor
%. It is interesting to remark that the same correction factor with respect to
the standard RPA expressions [31] was found in Refs. 9,30 many years ago. In
conclusion, Eqs. (2.12) and (2.13) are definitely better than those derived and
used in Ref. 14, at least because they tend continuously to the standard RPA
expressions when the backward amplitudes ¢ are small.

We turn now to the part of the two-body density matrix containing at least
one p-h pair. First, we invert Eq. (2.1) and its adjoint to express the operators A

and A in terms of QT and Q:

AL, = (WnQf + 60,Qu) (2.18)

v

Apn =D (W5,Qu + 647 Q) - (2.19)

v

Using the above equations and (2.3) one easily finds

<O|a;1a22ah3ah,4|0> = <0|a21a;2amam|0> =0. (2.20)
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Similarly one gets

1/2 1 2
<0|a;1a22a1)3ah4|0> 61011036h2h4nhz +D {h4 ghz Zw 3h2w 1ha (2.21)

and

[<0|a‘p1 [)2ah3 ah4 |0> <0|a[)2 D1 ah:} a‘h/4 |0>] =

N =

<0|a;r)1a;2ah3ah,4|0) =

py2 pl/2 1/2 1/2
p2hs p1h4§ :¢P2h3 I)1h4 _DmhsD;Dzhz;z :¢P1h3 I)2h4 : (2.22)

The terms of the two-body density matrix we have considered so far have
been expressed self-consistently in terms of the ¢ and ¢ amplitudes. In order
to calculate the remaining terms (of the particle-particle and hole-hole type), we
have to introduce some approximation. We recall that

<HF|GILIGIL2 a‘}l,gah4|HF> - 6}1,1h46h,2h3 - 5h1h,36h,2h4 ) (223)
and
(HF|ap, b JHFE) = 8p1p8p2ps = Gp1py Opaps - (2.24)

When the two-body density matrix is evaluated with respect to the correlated
ground state |0) instead of |HF'), the above equations are no longer valid. We
propose to make the following diagonal ansatz:

ap, @ ;03 Ap,

(Ola}, a}_anyany0) = (OnyhyOnshs — OnihsOhans)(Olah al an,an,|0) , (2.25)
and

<O|ap1 pzap3ap4|0> = (5;0117451)21)3 - 5p1p35p2p4)<0|ap1 Lzapzap1|0> . (2.26)

With this ansatz the expressions (2.25),(2.26) reduce to the HF expressions
(2.23),(2.24) when calculated in |HF'), and they are manifestly antisymmetric.
By using again the number operator method we calculate up to terms O(|¢|*) the
diagonal matrix elements in the r.h.s. of the above equations and obtain

(0lan, anaj,_aj, [0) = Z > Dyn i, Wi, ZDM Ve Os) s (2.27)

vu! /

<0|a‘p1 pzap2ap1|0 Z ZDmh (0 2h’ pah! ZDmh 1h¢p1h) - (2.28)
vv'!

In this way one can calculate the matrices A and B by expressing them in terms
of the ¢ and ¢ amplitudes. Therefore, Eqs. (2.8) become a set of nonlinear
equations in the latter unknowns. They can be solved iteratively, starting from
some initial guess for the v¢’s and ¢’s and calculating with them A and B. The
solution of Egs. (2.8) gives a new set of ¢)’s and ¢’s, and so on until convergence
is reached.
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2.3. Extended Random Phase Approximation and Simplified Versions.

As is well known, the RPA equations can also be obtained by linearizing the
equations of motion [1]. All the elements of the two-body density matrix ap-
pearing in the commutator of the Hamiltonian with a p-h operator are contracted
with respect to a reference state. In this way one obtains a quantity linear in the
p-h operators. Substituting this in the double commutator of Egs. (2.9),(2.10),
one gets an expression for the matrices A and B containing only the one-body
density matrix. When the reference state is chosen to be |H F'), one obtains again
the standard RPA. The generalization we propose, as a simplified version of the
more general ERPA, is to use the same linearization method but choosing the
correlated ground state |0) as reference state. Starting from Egs. (2.9), (2.10) and
performing the above described linearization procedure one gets

1 _
Aph,,p’h,’ = E(Dzl,{po/}L{Q + Dll/}?/D 1/2)><

X{[(p’ltlp Znapa|v|pa)]6hhf— (hlt|n) Zna ahlv|ah)]6,, }

+D;22D1/§/(hp’lvlph’) , (2.29)
and 1/2 ~/1/2
Bph,p’h’ = D[){L Dp’/h/(hhl|v|ppl) ’ (230)

where ¢ is the kinetic-energy operator; and v, the two-body interaction. We solve
the equations of motion (2.8) with the general expressions (2.29) and (2.30) for the
matrix A and B in the basis diagonalizing the one-body density matrix. The latter
is determined as follows. Following closely the number operator method [15] one
can get in a generic basis

(Olajap|0) = Y |8 —1/2 ) (Ola}, ap, [W, ) (¥, |af, an, [0) | x

hvv! p1h1

x (0ladan T, (T, |a)ay0) (2.31)

and

(Olafan|0) = pn — > |80 —1/2) " (0la), ap, [V, )Wy |af an, |0) | x
pvv’ p1hi
x (0lalan|®,) (¥, |a} ay)0) (2.32)

which can be expressed in terms of the ¢ and ¢ amplitudes and the matrix N
using Egs. (2.1), (2.2), and (2.3). In order to solve the so-obtained equations, we
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use an iterative procedure and assume that at the nth iteration we can approximate
the matrix /N by using the diagonal form Eq. (2.6). We get then

v Uk 1/2 ~51/2 0 /%
(Oladap 10y = S |80 = 1/2 3 Dynwblinblins | Dot Dl s dondlons (2.33)

hvv! p'h’

and

(Olafan, 0) = 0, — D {8 = 1/2 3 Dyttt i | Dy Da2 okt
prv’ p'h’

(2.34)
where the occupation numbers in the right-hand sides (rhs) are approximate values
at the nth iteration. By diagonalizing the matrices (2.33) and (2.34) one gets a
new set of occupation numbers which are substituted in the rhs, and so on.

An essential simplification [15] can be done by neglecting the deviations from
0 and 1 of the occupation numbers appearing in the square brackets of Eq. (2.29),
which then reduce to the HF single-particle energies ¢, and €;,. The expression
(2.29) of the matrix A simplifies then to

Aphprtr = Oy St (€ — €1) + DD E (! Julph) (2.35)

Equations (2.30) and (2.35) are identical to those used in Refs.11,14. How-
ever, the occupation numbers appearing in the coefficients D, as given by
Egs. (2.12),(2.13) are different from those of Refs. 11, 14 as discussed in the pre-
vious section. The above equations are also very similar to those proposed by
Rowe [30] in his «Renormalized RPA». We see that the only difference with re-
spect to standard RPA is the presence of the factor D;{LQD;,/ 5, which renormalizes
the matrix elements of the residual interaction. Since these factors are less than
or equal to unity, their effect will be to reduce the interaction matrix elements
involving particle and hole states whose occupation numbers differ appreciably
from the HF values.

Some recent applications of the above model (2.30), (2.35) with occupation
numbers calculated as in Ref. 14, have shown that this quenching of the residual
interaction plays an important role in the study of double 8 decay [32].

2.4. An Application to Metallic Clusters As the first example [15] for ERPA
we apply the model (2.30), (2.35) with the occupation numbers (2.12), (2.13) to
a specific example of metallic cluster.

Let us consider a metallic cluster consisting of N ions and N valence elec-
trons. We assume for simplicity that the ionic background can be modelized by
a jellium of constant density inside a sphere of radius R = r,N'/3, where 7, is
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the Wigner—Seitz radius of the atoms:
n(r) =ngd(R—r) . (2.36)

The jellium produces an external field acting on the valence electrons:

Vit () = — / ) g, (2.37)

v — /|

The results will be expressed in eV and A. The calculations are done for the
cluster Nasg (rs=3.93 ag).

We have first solved the Hartree—Fock equations with a box boundary con-
dition at a radius twice that of the jellium. We have then solved the standard
RPA equations in the p-h configuration space, truncated so that for each multi-
polarity the Thouless theorem on EWSR is satisfied within 0.1%. Calculations
have been done for excited states of total spin S = 0 and S = 1. It is known
that, especially in the S = 1 channel, the screening of exchange interactions due
to effects outside RPA is of paramount importance [33]. However, in order to
study how much the more consistent treatment of ground state correlations in
ERPA allows one to correct for the inadequacies of RPA, avoiding any confusion
coming from possible double counting due to the use of a correlation term in the
energy functional, we have decided to use the bare Coulomb interaction among
electrons in the calculations we are going to discuss.

We examine first the occupation numbers and compare the RPA values,
Egs. (2.14),(2.15) with the ERPA ones, Egs. (2.12),(2.13). In all cases we have
considered states of multipolarities ranging from L = 0 to L = 6 in the summa-
tions appearing in those equations. When only the S = 0 degrees of freedom
are included, the two sets of values are close to each other and to the HF limits,
0 and 1. This is shown in Fig. 1, where for the occupied states the quantities
(np, — 1) rather ny, are reported in order to show in a clearer way the deviations.
The situation is quite different when the S = 1 modes are also included. In the
lower panel of Fig.2 we see that now the RPA values deviate strongly from the
HF limits, the maximum deviation being 0.32 for the last occupied single-particle
state. The total number of electrons in the single-particle states below the Fermi
level is 46.42. These findings clearly point to the fact that the quasi-boson ap-
proximation is not valid, and therefore standard RPA is not adequate, when both
S =0 and S =1 channels are considered.

This conclusion was already reported in Ref. 15. The corresponding values
obtained within ERPA are shown in the upper panel of the same Fig.2. When
ground state correlations are taken into account in a more consistent way, the
occupation numbers turn out to be much closer to 0 and 1, with a maximum
deviation equal to 0.15, and the total number of electrons below the Fermi level
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is increased to 51.64. Therefore, we can say that RPA overestimates the cor-
relations in the ground state and important modifications are introduced by the
use of ERPA.

0.10 T T T T T T

0.06 - S—0 .

| I A

o[ TTT] j

ERPA
-0.06 4

-0.10 : : ;

0.06 J

ol |

o[ TTT] j

RPA
-0.06 J

70.10 n 1 n 1 n 1 n
-0.4 -0.2 0.0 0.2 0.4

Energy, eV

Fig. 1. Occupation numbers n, for particle states and the opposite of depletion numbers
nn — 1 for hole states. In the lower and in the upper panel the RPA and ERPA results,
respectively, are reported. Only spin S = O states are included in the calculations. In
abscissa the single-particle energies in eV are indicated

The different sets of occupation numbers lead to the 3 electron densities p(r)
shown in Fig.3, namely those calculated in HF, RPA and ERPA. The wiggles
shown by the HF density in the interior part are smoothed when RPA correlations
are included. In addition to that, the tail of the RPA density is much longer than
the HF one. The ERPA density has a behaviour intermediate between the two
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nh—l,np

0.20 1

HHH M0 & s =

ol

0.20f ERPA ]

0.40 f : | :

0.00: HH HHH fl Bon

[ RPA 1
-0.20 7

-0.40 I n 1 n 1 n n
-0.4 -0.2 0.0 0.2 0.4

Energy, eV
Fig. 2. As in Fig. 1, but including both S = 0 and S = 1 states

others. This difference is reflected in the electronic spillout

(o)
AZ = 4rx / r2p(r)dr (2.38)

R
which is 6.03, 8.94, and 7.85 respectively in the three approaches.

The more general method described in the previous section has been applied
recently [16] to study the electronic properties of alkali metal clusters within the
jellium approximation. For the interaction of the delocalized electrons with the
ionic background and among themselves we use the bare Coulomb interaction
rather than one derived from density functional including correlation terms. This
choice is suggested by the fact that RPA and its generalizations explicitly include
some correlations which, in principle, are also present in the density functional.
Therefore, in order to avoid possible double countings, we prefer to use the bare



916 VORONOV V.V. ET AL.

interaction. Its exchange parts are calculated exactly, without making local-density
approximation.
First of all we solve the
p, A3 HF equations in order to fix the
occupied and unoccupied sin-
102 ' ' ' ' ' gle particle states, whose wave
functions will be used as a ze-
roth order basis. Next we cal-
culate the occupation numbers
with an initial guess for the 1
and ¢ amplitudes. The best
would be to make use of the
coefficients, which result from
the RPA equations. However,
in some cases these equations
are found to have imaginary
10-5 X X . . MY solutions. This happens, for
00 20 40 6.0 80 10.0 120 example, for some states with
r, A spin S = 1 and it is due to

the fact that the bare Coloumb
Fig. 3. Electron density p as obtained in HF (dot- jpteraction is too much attrac-

dashed line), RPA (dotted line) and ERPA (full line). tive in the S — 1 channel. The
The arrow indicates the radius of the jellium sphere states having imaginary RPA

energy are not included in this
preliminary step. Then, we solve iteratively Eq. (2.8) with these values of the
occupation numbers. Due to the fact that the interaction entering Eqs. (2.29) and
(2.30) is quenched when the occupation numbers are different from 0 and 1, we
find that the next solutions are real. With the new v and ¢ coefficients we can
start the complete calculation which is again based on an iterative procedure. We
compute the one-body density matrix, diagonalize it and recalculate the A and B
matrices in the new basis. At this stage, the terms in curly brakets in Eq. (2.29)
are also calculated correctly. Then we solve iteratively Eq. (2.8) in the new basis
and with the new occupation numbers. The new set of ¢ and ¢ is used to recal-
culate the one-body density matrix, which is again diagonalized and so on. The
procedure is continued until the maximum difference in the occupation numbers
between two successive iterations is less than a chosen limit. In the calculations
we are going to present, this limit has been put equal to 1076,

In Fig.4 we illustrate the S = 0 dipole strength distributions for the al-
kali clusters Nay with N = 8,20,40, and 58. Solid lines refer to calculations
performed within the present approach whereas dashed lines refer to standard
RPA calculations. In all cases one observes an overall shift of the distributions
to lower energies, as compared to the RPA results, while the basic structure of the

103

104
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Strength, arb. units

T T T T T T

200 | a1 b

150 T 7

100 T

50

200 ¢ 1

150

100 [

50

i n 1 n
2.0 2.4 2.8 3.2 20 24 238 3.2
E, eV E, eV

Fig. 4. S = 0 dipole strength distributions for the alkali clusters Nay with N = 8 (a),
20 (b), 40 (c), and 58 (d). Solid lines refer to calculations performed within the present
approach, whereas dashed lines refer to standard RPA calculations

distributions remains essentially unchanged. A comparison with the experimental
photoabsorption cross sections turns out particulary useful. In the case of Nag,
the experimental distribution [34] exhibits a broad peak centered at about 2.5 eV,
which is in good agreement with the plot of Fig.4. A similar good agreement
is observed in the case of Nayy where the experimental distribution [35] shows
two broad peaks centered at about 2.4 and 2.8 eV, the first peak with a strength
more than double the second one. Both in the case of Nag and Nasg, the shift
produced by the present calculations with respect to the RPA ones improves the
fit with experimental data.



918 VORONOV V.V. ET AL.

The situation is less transparent in the case of Nayg. Here, in fact, the
experimental distribution [35] exhibits two broad peaks at about 2.4 and 2.65 eV
and the first one is higher than the second one. These data have to be compared
with theoretical predictions which, in the present approach, shows two peaks at
energy rather close to the experimental values (about 2.35 and 2.7 eV) but with
the second one about twice the first one. The same situation occurs in the RPA
case where, in addition, the energy of the second peak is found rather larger
(about 2.9 eV). Therefore, the present calculations improve the RPA results for
what concerns the energy of the peaks, but leave unsolved the problem of the
relative height of the peaks.

3. GROUND STATE CORRELATIONS
AND QUASIPARTICLE PHONON MODEL

The pairing is very important to describe properties of nuclei with open shells.
To treat nuclear spectra one can replace the p-h pair operators A;h and Ay, by
the two-quasiparticle ones and in many cases the quasiparticle RPA is the basic
method to treat the nuclear vibrational motion [26,29,36]. It is well known that
due to the anharmonicity of vibrations there is a coupling between one-phonon
and more complex states [26,36]. Taking into account such a coupling it is
possible to describe particularities of the low-lying states and damping of the
giant resonances [23-26]. Usually such coupling was considered for the RPA
phonons only [26].

In the present paper we use phonons of the extended RPA [12] as a basis on
which the quasiparticle phonon model (QPM) [26] equations are generalized so as
to account for the GSC in the description of nuclear vibrational states constructed
by one- and two-phonon configurations. Besides the GSC, we take into account
the Pauli principle corrections arising in the two-phonon terms due to the fermion
structure of the phonon operators [37]. As an example we study the effect of
the GSC on the energies, transition probabilities and transition densities of the
low-lying vibrational states in Zn isotopes and compare present results with the
results within other approaches.

3.1. ERPA and the QPM Basic Formulae. We employ the QPM Hamiltonian
including an average nuclear field described as the Woods—Saxon potential, pair-
ing interactions, the isoscalar and isovector particle-hole (p—h) and (p—p) residual
forces in separable form with the Bohr—Mottelson radial dependence [36]:

T 1
H o= 37| 30 (B = A)alajm — 3G Bl (1)Py (7) « -

T jm
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—Z S S (s s ) A ()M (om):) |G

a o==%1 A\p

We sum over the proton(p) and neutron(n) indexes and the notation {7 =
= (n,p)} is used and a change 7 < —7 means a change p < n; a is the
channel index a = {ph,pp}. The single-particle states are specified by the
quantum numbers (jm); E; are the single-particle energies; A, is the chemical
potential; G&‘” and kM) are the strengths in the p—p and in the p~h channel,
respectively. The monopole pair creation and the multipole operators entering the
normal products in (3.1) are defined as follows:

P =) (-1 "af,af (3.2)
jm
h
M () = = Z S Gmg | A £ aage
(3.3)
M (7) = E/zA— Z (Gmj'm’ | M) fL) afnal (3.4)
+1 43 mm’

where f (j’\,) are the single particle radial matrix elements of residual forces.
In what follows we work in quasiparticle (qp) representation, defined by the
canonical Bogoliubov transformation:

al, = wial, + (=170 . (3.5)

The Hamiltonian can be represented in terms of bifermion quasiparticle operators
(and their conjugate ones):

B(jj' s ) = > (=17 T (img'm | Amhad e, (3.6)
A+(jj/;)\u) = Z(jmj/m/ | )\u)a;rma;r,m,. (3.7)

The phonon creation operators are defined in the 2-qp space in a standard
fashion:

Qi = —Z{W AT ) — (DM AT A - )} (3.8)
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where the index A = 0,1, 2, 3, ... denotes multipolarity and p is its z projection in
the laboratory system. The present definition of the phonon operators differs by
a factor of 1/2 from (2.1) to keep the link with notations used in previous QPM
papers. The following relation can be proved using the exact commutators of the
fermion operators:

<0 | [Q)\H 7/7Q)\’“’ 1’] | 0> 6)\)\ 6;141, Z (1 - ij’)[w/\z W\z - ]] 50;;’]5
ii’
3.9)
where | 0) is the phonon vacuum, q;; = qj + gy and g; is the quasiparticle

distribution in the ground state: ¢; = (2j 4+ 1)2(0 | B(jj;00) | 0). This
relation corresponds to (2.4) if there is no pairing.

The pairing and phonon characteristics are determined by the following non-
linear system of equations [22]:

T J+1/2 1—2%) _
Z AT =7 =1, (3.10)

N = ZT (G +1/2) <1 (B; — A )(1 - 2%)) (3.11)

2 .o
j VAT F (B = AP
x(Xsph) x(XPP) (X>PP)
M o h(f) -1 M& ) (7) Mzu )(T) Dy (1)
Ty M ()T METT (1) D, (1) | =0,
(/\ ph) (7_ Mé{(z\,pp) (7_) Mé{(kmﬂ (7_) . I D_ (7-)
(3.12)
S =g (@N)? = ()?) =2 =0, (3.13)
ii’
1 2\ + 1 i o
4 =52 51 (4 @) (3.14)
Xi,j
where

z—<é(1)>

The formulae for the quasiparticle energies €; = \/ A% + (E; — A\;)? and
for the coefficients u;, v; remain the same as in the usual BCS theory; the new
values for

A= 2G(O Z(l —2¢;)(2j 4+ 1)u;jv; and A, come from Eqgs. (3.10) and (3.11);
j
€50 = €j + €.
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We introduced the functions

= ( ) ).

where n = {Oa +a _},
. —_— . 4
DY) = 30 = a0l (3 + ).
i3’

Z 10 =4 (0 F o).

&) = o .,(i>_. ,
V= Uiy + vy Uy = Uy + vjuyr.

The functions M~ (7) have the following form

a0 XN ) = )X ()
- Aa )\a Aa Aa )
R e R

where
1= {0,1,2,3,4,5), Xi(r)=Y, TX“( (,j’) £51n

N B N (+) ( ) \i o T A (+) (7)
X (r) = X T Al oo X3 () = 3 T AN e
. i 2
X3 (1) = 3,5 XAﬁv(,JC)v(. Dwni, X (1) = i Xy ( J(j_)) “ii"

X0 = S " (o)) i

A
i (FO? (1 = a5)
@ +1) (2, - w3)

One can get the following expressions for the phonon amplitudes:

4 1 2, L
PN (r) = s ( )00 () 0 )2 (r)), (3.15)

VIE (=7 — )

A 1 A
903.\;./ (1) = & (u(Jr,) v(f)zf( )+ 0022 (r )) , (3.16)

/23;7)\1‘ (5]‘]" i wm‘) Jj Jj Ji
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where
2
yM' . 2 (2)\ + 1) (3.17)
T 29 .
(D())\z (7_) (H(())\,I)h) + K(lk,ph)) + D())\z (_7_) (/i(()/\’ph) . ng\,ph,)))
. DX (1) (mé’\’p”) + ng\mp)) + DY (—7) (ﬁ(()/\tpp) _ ng\,pp))
Z’/y (T) - ; (A\,ph) (A\,ph) ; (A\,ph) M\ph)\’ (3.18)
Dyt () (“0 R ) + D3t (—7) (’fo P — kP )
and n = {+, —}.

The pairing vibrations (A = 0) have been considered in [38]. The system
of nonlinear ERPA equations (3.10)—(3.14) includes effects of the isoscalar and
isovector forces in the p-h and p-p channels and it is a generalization of equations
derived in [3,11,12]. This system treats the GSC self-consistently and describes
the coupling between different vibrations, different phonon roots of a certain
multipolarity and the pairing. Eq. (3.14) corresponds to Eq. (2.13) from the
previous section. The factors (1 — qjjf), distinguishing the new equations from
the conventional BCS and RPA ones, take into account the blocking effect due
to the Pauli principle. If we put g;;» = 0 in the r.h.s. of Eq. (3.14), we get
the expression for the quasiparticle distribution in the ground state in the RPA
case [9,30] (see (2.15)). In the case of ¢;=0 equations (3.10)—(3.14) reduce to
the usual BCS and RPA equations with the p-h and p-p channels [23,26].

The GSC affect not only the RPA, but they also should change the quasipartic-
le-phonon coupling. To take into account such effects we follow the basic ideas
of the QPM. Hereafter we derive the generalized QPM equations which take into
account the GSC beyond the RPA. As it was shown in our previous paper [38]
the pairing vibrations give a negligible contribution to g;. On the other hand,
the two-phonon configurations including the pairing vibration phonons have an
energy essentially higher than the configurations constructed from usual vibration
phonons. That is why we do not take into account the coupling with the pairing
vibrations in what follows. Using the completeness and orthogonality conditions
for the phonon operators one can express bifermion operators A* and A by
phonons:

AT ) + (DM TPAGT A - p) =
(1= g;;) Y (@Y + 63 (Q%, + (N Qapi)- (3.19)

%

The initial Hamiltonian (3.1) can be rewritten in terms of quasiparticle and
phonon operators in the following form:
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H = ho + h§" + hgg + hgs, (3.20)
ho + by = Z g oh, Qjm, (3.21)
)\n ——\i'i
+ X
hQQ - Z ( ) - S ( )Q;\ruiQkuil’ (3.22)
/\umﬂ— \/y-,%‘zyﬁ‘l
f(/\)
_ >\ w M(‘F)
hon = \/_ Z Z \/W< Q)‘l” 33’ (m)+

Apit g
Qi3 (1)) BT 5A = 1) + hec,

where

X (7) = y; (Dgl( )+ DY (1) 237 (1) + DX (1) 227 (r)) ,

Ni(4) ( ) i (=) _ . (+)
LN (1) = o)+ (2 (1) £ 2 (7)) (ujj, ujj/).

One can prove that the solutions of the system of equations (3.10)—(3.14)
obey the following equality:

(Quui | H | QF0) = wai- (3.23)

The term hgp is responsible for the mixing of the configurations and, there-
fore, for the description of many characteristics of the excited states of even—even
nuclei. In the simplest case the wave functions of those states could be written
down as:

{ZR W@+ Y PR [@F,,,Q Azm] }10)

)\111)\212
(3.24)
with the normalization condition:
(M) | VTA) = ST R +
2 Y (P (Iv)2(1+ K7 (Min, Aeiz)) = 1, (3.25)

A1i1A212
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where
K‘](}\lil, )\Qig) = K‘](}\lil, )\Qig | )\2i2,>\1i1)
and
!’ ].
K7 (Mg, Ni | Miy Agin) = CA+1)(2Xg + 1) ——— X
(Agda, Ai | 212) = ( )(2A2 +1)7 b
1 o J1oJ2 A
Z (1 2qj1j2jsj4)(_1)]2+j4+J Ja gz A X
J1j2737a A J

A2z A2tz , A2i2 )\1,

NN i
( j11j4 j31j4wj32]?22 w]l]Z = Pisja Pirjz Pisa 901114) (3.26)
Qj1j2gsja = Qi1 + Qjo T Qs + Q-

The mean value of H is

(U, (JM) | H | @,( ZR Jv)wri+2 Y (PR(Jv))
/\111)\212

X (Wayiy + Wagiy + Aw’ (A1, Aain)) (1 + K7 (Ayit, Aaiz))+
> R(Iv)PRI U (Iv) (1 + K7 (Ain, deia)),  (3.27)

A141,iA2172

where the matrix element coupling of one- and two-phonon configurations is:

(Quvlhosl [QF,:, Q0] ) = Ut (Jv)(1+ K7 (Avin, Aai)), (3.28)

UAln()\Z) ( 1)>\1+>\2+>\U>\212 (M)

A2ig A1d1

Ui = ZU;\;S (N, 7),

T

Ui (i, 7) = (— 1))\1+>\2+A% \/(2)\1 + 122+ 1) Z ’ (1 — gjajs) X

kzzz
J1j273

A
i1 e Al A2 A ;
J1j 1 2 A A A i A A
: ( v { J2 J1 J3 } (Ejlzj2 (T th;;%;ﬁ + ‘C];Jl (r )wj31;11¢J22;:>

fJ/\11]2 A1 A2 A £A111 A2z E)\lll i A2tz
+ j3  jd2 J1 ( J2J1 ( )¢j3]1 (bjzjs J1J2 ( ) j2j3wj3j1 ) +
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;2 Ao A : ;
_Jjij2 1 2 Aoig 171 A2i2 At A1t
+ \/W j1 j3 Jo (L:JIJZ ( ) ¢]2]3 d)jsjl + ’6]2]1 ( ) FEV wjzj:s)
Ja

LY (1) = %(L’VH)—FL i(— ))

J1J2 JiJz2 J2J1

and
AwJ(Alil, )\Qig) =

)\zlz —=A\iiq
X
=—— E ( (r )/\+ — (r )KJ(/\2i27)\1i | A1i1, Agio)+
1/ lzlyTl’L
S Ai2i 5 \iig
X X
D aullED ety

VAZSERAS

Calculating the mean value of H we used the so-called quasidiagonal ap-
proximation for the quantities K7 (i1, Aaia | A3i3, \ais) because the diagonal
terms dominate over nondiagonal ones (see [26,37]).

Using the variational principle in the form:

5 (W, [H | 9,000) — B, (W,0m) | 9,(0)) — 1)) =0 (3.29)

one obtains the following system of equations:

K7 (M\gi, Ay | Alz’l,)\gig)) :

(wri = B)Ri(Jv) + Y PRI (Iv)URLE(Jv)(1+ K7 (i, Aaiz)) = 0,
Alil)\QlQ

(3.30)

(Wi + Wagiy + Aw”’ (A1, Aain) — E,) PR (Jv) +ZR (Jv)Usii(Ji) = 0.

)\212
(3.31)
The energies of the states (3.24) are solutions of
F(EV) = det (w,\i — Eu)ém'/—
_ 1 3 Ugsin QUL () (14 K7 (Aia, Maiz)) | 0 (3.32)
2 A1i1, 212 WAty + Whaia + AwJ()‘lih )‘2i2) - El/ . )

The rank of the determinant (3.32) is determined by the number of the one-
phonon configurations included in the first term of the wave function (3.24).

These equations are more general in comparison with the ones derived for
the pure p-h channel [13]. The equations derived above have the same form as
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the basic QPM-equations [26,37] and we call them the extended QPM with the
Pauli principle corrections (EQPMPP) in what follows. The GSC affect phonon
energies w);, normalization constants yji and renormalize the matrix elements
of the quasiparticle-phonon interaction. If we put K7 (i1, A2ia) = 0 we get
the equations already derived in [39] where all the fourth-order terms in phonon
amplitudes w;\;, and ¢?]?, were neglected (we call this approach the extended QPM
(EQPM)). In the limit ¢;;» — 0 one reproduces precisely all the expressions of the
QPM with taking into account the Pauli principle corrections [26,37](QPMPP).
In the case when 4 = 0 and KJ()\lz'l, A212) = 0 we have equations describing
coupling of one- and two-RPA phonons without taking into account the Pauli
principle (QPM approach in the following discussions).

3.2. GSC and Properties of Vibrational States. The charge transition den-
sity, being the spatial overlap between the ground state wave function and the
excited state wave function, provides a good test for nuclear models. The sur-
face nature of the low-lying collective states predicted by calculations performed
within the Hartree—Fock (HF) approach with effective forces [40] and the finite
Fermi systems theory [41] has been demonstrated in the experiments on inelastic
electron scattering from magic nuclei [42]. The changes of the nuclear densities
due to the zero point fluctuations associated with surface modes in the Ca isotopes
were calculated within the nuclear field theory in Ref. 43, where the quasiparticle
distribution in the ground state was calculated within the RPA. Recent experi-
mental and theoretical (based on the random phase approximation (RPA)) studies
of the charge transition densities [44,45] of the low-lying states in some spherical
nuclei are in reasonable agreement, but the theory gives too large fluctuations of
the transition densities in the interior region. All theoretical calculations in RPA,
as in HF, demonstrate the same behaviour in the nuclear interior, which indicates
a systematic problem of a more fundamental nature (a detailed discussion can be
found in Refs. 46,47.

We study this long standing problem within our approach. Knowing the
wave functions it is not difficult to calculate any matrix elements and physical
quantities. For example, the charge transition density is calculated by the formula:

J ) Ji
( ) thh q3132 J1J2 ZR JV Jl]2 j1j2) -
J1J2
o 2 VMR + 1>P§1:1<Jv>2< Qjass) X
/\111)\212 j3
Al AQ J A1d1 A A A
{ J1J2 J3 } (wjzjzs (bjsz;f + wjfj? le;;)} (3.33)

The expression for the two-quasiparticle transition density p}’l j,(r) can be found
n [44]. Our charge-transition densities are folded with the formfactor of the
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proton charge distribution [48]. Using quantities (3.33) one calculates the reduced
transition probabilities from the ground to the excited state (Jv) [49]

B(EJ; 0" — (Jv)) = (2J 4+ 1) |/7~J+2 O (rydr |2 (3.34)
0

As an example we have performed numerical calculations for the Zn isotopes.
The Woods—Saxon potential parameters in use are from [38], slightly modified to
better describe the ground state density. In so far as our single-particle spectrum
includes the bound and quasibound states we do not use any effective charge
to calculate the electromagnetic transition probabilities. The pairing constants
G(TO) are fixed so as to reproduce the odd-even mass difference of neighbouring
nuclei. As was shown in Ref. 22, the ERPA calculations with the p-p channel give
results that are very close to the p-h ERPA ones and that is why we neglect the
p-p channel in what follows. We give one example to demonstrate the influence
of the p-p channel on the transition charge density later. The strength parameters
x(M) for the cases based on the RPA and ERPA schemes are adjusted so that the
B(E\) values calculated with the wave function (3.24) within both approaches
are reasonably close to the experimental ones. This means that <) for the
ERPA calculations are larger than for the RPA ones [12]. No changes of k)
have been done for calculations without the two-phonon terms. We use the ratio
/@g)‘)/ Ii(())\) = —1.2 that enables one to reproduce the excitation energies of the
isovector giant resonances in spherical nuclei. It is worth to mention that in our
previous papers [11,12,38] we took into account only the isoscalar interaction for
the p-h channel, but the inclusion of the isovector interaction does not affect the
structure of low-lying states practically. It should be noted also that according
to our present calculations the selfconsistent inclusion of the GSC in the pairing
problem (see Eqgs. (3.10)—(3.11)) guarantees the number conservation with a high
accuracy, otherwise the deviation of the average particle number from the exact
one reaches up to 3%.

The system of Egs. (3.10)—(3.14) describes (via Eq. (3.14)) the coupling be-
tween different vibrations and between all the phonon roots of a certain multipo-
larity. Our studies [11] show that the interplay of different roots of the system
of Egs.(3.10)—(3.14) is not essential: the contribution from the second root for
example affects the g; by no more than 2 %. Thus, one can restrict the sum in
Eq.(3.14) to only the first (collective) root without substantial loss of accuracy.
According to our calculations for 54 Zn [11] the most essential role for the GSC
is played by the quadrupole and octupole vibrations. The values of g; calculated
for the pure quadrupole vibrations (i.e. A = 2, only) are as a rule a few times
higher than those for the pure octupole vibrations (A = 3, only). However, in the
case of coupled (A = 2, 3) vibrations the resulting ¢; are larger than the sum of
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g; (A = 2) and ¢; (A = 3) contrary to the RPA case because of the nonlinear
character of the A\ mixing. The admixture of the hexadecapole vibrations changes
g; by no more than 5 %. In addition we checked the effect of the inclusion of
A = 5,6 terms for all the Zn isotopes. These terms do not affect the results,
hence, one can take into account the mixing of the quadrupole and octupole
modes only.

Solving the nonlinear equations (3.10)—(3.14) one can find the phonon am-
plitudes, energies and the quasiparticle distributions within ERPA. Making use of
them as input values it is possible to define from equations (3.25), (3.30)—(3.32)
the energies and the structure of the states described by the wave function (3.24).

Table 1. Quasiparticle distribution in the ground state of °3Zn

Adnlj
neutrons protons

nlj RPA ERPA RPA ERPA

25172 0.0047 0.0134 0.0122 0.0189
1f7/2  0.0163 0.0222 0.0320 0.0451
2p3/2 0.0540 0.0651 0.0862 0.1053
1fs/2  0.0482 0.0609 0.0324 0.0445
2p1/2  0.0899  0.0994 0.0359 0.0461
1gg2  0.0230 0.0295 0.0144 0.0161
2ds,2  0.0072  0.0087 0.0042  0.0047

The results of our calculations for the quasiparticle distribution in the ground
state of %8Zn are shown in Table 1. It contains the values of g; obtained in
the RPA and ERPA schemes. As one can see from the table the g; have large
values for the subshells near the Fermi surface only and the ERPA gives stronger
correlations in comparison with the RPA. A similar behaviour of g;’s has been
found for other Zn isotopes [12]. This is valid for our choice of the multipole
constants. As was mentioned above, the multipole constants kAPR) have been
chosen to describe with a reasonable accuracy experimental B(E\)-values. The

value of HéQ’p ") = 0.0259 MeV/fm for the nonlinear problem is quite larger than

the critical RPA constant H(()Q’p ") = 0.0242 MeV/fm where the RPA solution

becomes complex. (In the RPA case HéQ’p " = 0.0227 MeV/fm). The octupole

constants in use are equal to Ii(()&ph) = 0.0235 MeV/fm for the RPA and m(()S’ph) =

= 0.0250 MeV/fm for the ERPA calculations, respectively. The last value is
smaller than the critical RPA constant for the octupole vibrations in contrast to

the quadrupole ones. The dependence of the 2{ energies on /@(()2”’ ") at the fixed
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value of /@(()B’ph) in %4Zn for the RPA and ERPA is presented in Fig.5. It is
seen from this figure that the ERPA has no critical point in contrast to the RPA
case. Due to the coupling of the octupole vibrations with the quadrupole ones
(via g;) the first 3~ state loses its collectivity and the 3] energy goes up. Such
a behaviour is a consequence of the Pauli principle.

Taking into account the p-p chan-
nel results in some reduction of values ©;;
of g;, but not more than 8% and such -
a reduction does not change the transi- 57 e
tion charge densities (see Fig.6). All the  , |7—" 7~
calculations based on the RPA phonons
(RPA, QPM, QPMPP) have been per- 3
formed with the RPA constants as well
all the calculations based on the ERPA 2 4
phonons (ERPA, EQPM, EQPMPP) have O
been done with the ERPA set of con- 1 ™
stants. It is worth mentioning that as in \
the case of metallic clusters ( [15]) our 0 T T
ERPA calculation gives also weaker cor- 0.019 0.024 0.029
relations compared to the RPA ones, if the Kg’p h
same set of multipole constants is used in
both approximations, but in this case nei- Fig. 5. The dependence of the wxi on
ther energies nor transition probabilities x>*") in 4Zn. The dashed line corre-
can be reproduced within the ERPA or sponds to the RPA result for A = 2; the
its modifications. dotted line — to ERPA for A = 2; the

Let us discuss in more detail the be- dot-dashed line — to ERPA A = 3

haviour of the transition charge densities.
Figure 7 shows the experimental [50] and calculated transition charge densities
from the ground to the first 2% states in the 4Zn. Our calculations for the p(r)
give results which are similar to the ones of [51], obtained in the RPA with the
Skyrme forces, but in contrast with [51] we did not assign occupation probability
to each single-particle orbital empirically. As was pointed in [51], the authors
were enforced to destroy the self-consistency shifting the single-particle spectrum
for the unoccupied orbitals with respect to the occupied ones to reproduce the
experimental value for the first 27 state.

As one can see from Fig.7 the RPA reproduces the behaviour of the tran-
sition charge densities qualitatively but it overestimates the interior part of the
pl(r). The inclusion of the GSC beyond the RPA gives a 37% depletion of
the maximum of the pJ(r) in the interior region of the nucleus. The calculated
p)(r) for ®*Zn becomes closer to the experimental data. Such a depletion is re-
lated with the Pauli blocking effect for the proton two-quasiparticle configuration
{2ps/2,2p3/2}, which is mainly responsible for the interior bump in the charge
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Fig. 6. The transition charge density from the ground to the first 27 state in %4Zn. The
dashed line corresponds to the ERPA result taking into account the p-h channel only; the
dotted line — to the ERPA taking into account the p-h and p-p channels. Experimental
data are presented by a shadowed area

transition densities in the Zn isotopes. According to our RPA calculations the
proton two-quasiparticle configuration {2ps /25 2P3 /2} gives a contribution about
24% into the norm of the first quadrupole phonon in *Zn. The inclusion of the
GSC redistributes the strength of this configuration over many phonon roots and
as a result the contribution into the first root becomes 18.1%. As follows from
Eq. (3.33) the GSC suppresses the contribution of the partial two-quasiparticle
transition densities having big g;;-. It is seen from Table 1 that the gop,,, is
the biggest for protons and as it was mentioned above plays an essential role
in the structure of the interior part of the transition density for the 2] states.
The configuration {1f5/2,1f5/2} gives some contribution in the interior part, too,
and the same mechanism of a suppression takes place for it. Besides the block-

ing effect there are changes in the coefficients U;j_j)z because of the influence of the
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Fig. 7. The transition charge density from the ground to the first 2* state in *Zn. The
dashed line corresponds to the RPA result; the dotted line — to ERPA. Experimental data
are presented by a shadowed area

GSC on pairing and in the phonon amplitudes. All these effects suppress the
interior bump. It should be noted that the amplitudes of the oscillations for the
configurations with low orbital momenta are bigger than for the ones with high
orbital momenta. That is, because the single particle wave functions with low
orbital momenta are mainly localized in the interior part of nuclei in contrast to
those with high orbital momenta.

The behaviour of the neutron transition densities differs from the proton
ones (see Fig.8). In the case of 64 7n, for example, the influence of the GSC
on the interior part of the transition density is very weak because the neutron
configuration {2p3/2,2p3/2} contributes not more than 5% in the norm of the 21”
state, and the contribution of the configuration {1f5/2,1f5/2} remains practically
the same in all cases.
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Fig. 8. The neutron transition density from the ground to the first 27 state in ®*Zn. The
dashed line corresponds to the RPA result; the dotted line — to ERPA

We calculated the charge transition density for the one-phonon 4T state and
did not find any essential oscillations in the interior region. That is due to the
lack of the configuration {2ps/2,2p3/2} in such states because of the angular
momentum coupling rule.

Figure 9 presents the charge transition density for the 3] state in 54Zn.
This density has a clear surface nature and there are no strong oscillations in
the interior region of the nucleus because of a destructive interference of the
two-quasiparticle partial transition densities constructed from the single-particle
wave functions with different parity. The same picture takes place in the other
Zn isotopes and it is typical for the transition densities of the octupole vibration
states (see Refs.44-47).

It is interesting to note that the GSC increase slightly the ground state r.m.s.
charge radii in comparison with its RPA values.

To study the influence of the GSC on the quasiparticle-phonon coupling we
calculated the structure of the low-lying states in %3Zn with the wave function
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Fig. 9. The transition charge density from the ground to the first 3~ state in 5*Zn. The
dashed line corresponds to the RPA result; the dotted line — to ERPA

(3.24). Experimental data [50,52] and results of our calculations for the 2{2 and

3, states within different approaches are shown in Table 2.
One can see from Table 2 that the RPA and ERPA overestimate the ener-

gies and fail to reproduce the transition probabilities for the 25 and 3] states.
Taking into account coupling of the one- and two-phonon components improves
essentially the description of all states under consideration. Besides the transi-
tions to the ground state, one can reproduce the B(E2) value for the E2-transition
between the first and the second 27 states. The inclusion of the Pauli principle
corrections in two-phonon terms changes to worse the description of the second
2% state mainly. The EQPMPP describes energies and transition probabilities
better than the QPMPP. It is worth to point out that the B(E2) values for the E2
transition between the first and the second 2% states depend essentially on the
two-phonon components of the wave function of the 25 state and the latter can
be affected by the three-phonon terms, which are out of the present consideration.
One can conclude that the most consistent approach from theoretical point of



934 VORONOV V.V. ET AL.

Table 2. Energies and B(E)\)-values for up-transitions to some first vibrational states of

68211
State 2f 27 37
Energy B(E2) Energy B(E2) Energy B(E3)
ot —2f ot — 2f 0t — 37
ZT — 2;
MeV)  (e*fm*) (MeV)  (e*fm*) (MeV)  (e?fmF)
EXP. 1.077 1266 1.883 46 2.751 38400
287
RPA 1.360 1290 2.390 75 3.830 48240
QPM 1.090 1200 2.060 48 2.760 38550
231
QPMPP 1.140 1220 2.180 27 2.840 39200
351
ERPA 1.330 1250 2.320 106 3.980 43070
EQPM 1.080 1170 1.810 47 2.760 34700
212.
EQPMPP  1.080 1270 1.960 38 2.750 35660
436

view (EQPMPP), where the Pauli principle is taken into account in both one- and
two-phonon terms, gives a rather good description of experimental data in general.

The transition probabilities are the integral characteristics of the vibrational
states and they are less sensitive to the details of the nuclear wave functions
than the differential ones. As was discussed above, the GSC affect essentially
the charge transition densities. To test the developed approach we calculated the
charge transition densities using Eq. (3.33) in %8Zn within different approaches.
Figures 10 and 11 show the transition charge densities (p,(j]) (r)) from the ground to
the first 27 state in °*Zn. The experimental data [50] are presented as a shadowed
area. Figure 10 shows results of calculations based on the RPA phonons while
calculations based on the ERPA phonons are presented in Fig. 11.

The RPA reproduces the behaviour of the charge transition densities qualita-
tively, but it overestimates the interior part of the pgz)(r). As one can see from
Fig. 10, the inclusion of the two-phonon terms (see the QPM case) reduces the

bump in the interior part of p§2) (r) by 17%. This is due to the reduction of the
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Fig. 10. The transition charge density from the ground to the first 2" state in 58Zn. The
dashed line corresponds to the RPA result; the dot-dashed line — to QPM; the full line —
to QPMPP. Experimental data are presented by a shadowed area

contribution of the first term in Eq. (3.33) (R; < 1). In spite of the dominance of
the first term, the second one gives an additional reduction of p, too. The Pauli
principle correction for the two-phonon terms (QPMPP case) changes results not
more than by 3%.

Taking into account GSC beyond the RPA results in a suppression of interior
oscillations by 9% in comparison with the RPA case (see Fig.11). Such a
depletion is related with the same Pauli blocking effects as it was discussed for
647n. Taking into account the phonon coupling we get an additional lowering of
the interior bump in the charge transition density and a reason of such lowering
is the same as it was discussed above for the coupling of the RPA phonons.
Finally the EQPM approach gives 30% reduction of the p§2)(7") in the interior
nucleus region. It is worth to note that the Pauli principle corrections in two-
phonon terms change the results slightly, but such corrections must be taken
into account because they are often responsible for the weak electromagnetic
transitions between excited states. One can see from Eq.(3.34) that the outer
part of the charge transition density is responsible mainly for the value of the
reduced transition probability. Since all above discussed approaches have very
close values for this part of the charge transition density, the calculated B(E2)
are close, too.
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Fig. 11. The transition charge density from the ground to the first 2" state in ®Zn. The
dotted line corresponds to the RPA result; the dashed line — to ERPA; the dot-dashed
line — to EQPM; the full line — to EQPMPP. Experimental data are presented by a
shadowed area

We would like to emphasize that the depletion effect discussed above cannot
be reproduced by any renormalization of the force strength x(>?") in the RPA if
one wants to describe energies and reduced transition probabilities. As concerning
the charge transition density for the second 27 state, it is impossible to treat it
without taking into account the three-phonon terms, which are out of the present
consideration due to its numerical complexity.

The charge transition densities for the 3; states in all Zn isotopes have a
clear surface nature and there are no strong oscillations in the interior region
of the nucleus because of a destructive interference of the 2-qp partial transition
densities constructed from the single-particle wave functions with different parity.

4. CONCLUSION

We have proposed a method to determine selfconsistently the one-body
density matrix and the particle-hole excitations of a finite Fermi system with-
out pairing. This method enables one to go beyond RPA avoiding the use
of the quasiboson approximation, which can be questionable when the single
particle occupation numbers deviate appreciably from their HF limiting values,
namely O and 1.
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Considering collective operators @, expressed as superpositions of p-h cre-
ation and annihilation operators and by using the equation-of-motion method, a
set of RPA-like equations for the 1 and ¢ amplitudes defining the Q%’s and
for the one-phonon energies has been obtained. The linearization is performed
with respect to the correlated ground state. These equations, depending on the
one-body density matrix, which in turn can be expressed in terms of the ¢ and
¢’s, have been solved iteratively.

We have calculated spectra and strength distributions of some metallic clusters
within the jellium approximation and with a pure Coulomb jellium-electron and
electron-electron interaction. These calculations show that the new proposed
method gives a better agreement with experiments than RPA. In particular there
is a shift of the position towards lower energies with respect to RPA. This is
partially due to the fact that in the new equations the one-body energy terms are
no more the single particle HF energies.

A consistent treatment of the ground state correlations beyond the RPA in-
cluding their influence on the pairing and phonon-phonon coupling in nuclei is
presented. A new general system of nonlinear equations for the quasiparticle
phonon model is derived. It is shown that this system contains as a particular
case all equations derived for the QPM early. The system is solved numerically
for the first time in a realistic case for Zn isotopes to study the effect of the GSC
on the excitation energies, transition probabilities and charge transition densities
of the vibrational states. Taking into account the GSC results in better agreement
with experimental data for the characteristics of the low-lying states.

The GSC effect in the finite fermionic systems should be taken into account
to treat correctly any physical value that includes matrix elements containing wave
functions of levels near the Fermi surface.
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