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Background: Models based on using perturbative polarization corrections and mean-field blocking approxima-
tion give conflicting results for masses of odd nuclei.

Purpose: We systematically investigate the polarization and mean-field models, implemented within self-
consistent approaches that use identical interactions and model spaces, to find reasons for the conflicts between
them.

Methods: For density-dependent interactions and with pairing correlations included, we derive and study links
between the mean-field and polarization results obtained for energies of odd nuclei. We also identify and discuss
differences between the polarization-correction and full particle-vibration-coupling (PVC) models. Numerical
calculations are performed for the mean-field ground-state properties of deformed odd nuclei and then compared
to the polarization corrections determined using the approach that conserves spherical symmetry.

Results: We have identified and numerically evaluated self-interaction (SI) energies that are at the origin of
different results obtained within the mean-field and polarization-correction approaches.

Conclusions: Mean-field energies of odd nuclei are polluted by the SI energies, and this makes them different
from those obtained using polarization-correction methods. A comparison of both approaches allows for the
identification and determination of the SI terms, which then can be calculated and removed from the mean-field
results, giving the self-interaction-free energies. The simplest deformed mean-field approach that does not break
parity symmetry is unable to reproduce full PVC effects.

DOI: 10.1103/PhysRevC.89.014307

I. INTRODUCTION

The perturbative particle-vibration-coupling (PVC) model
for odd-particle-number nuclei emerges naturally from the
self-consistent Green’s function theory [1]. It describes the
polarization of the nucleus when one particle is added or
removed [2], and its results can, in principle, be directly
compared against experimental data. As used in nuclear
physics, the perturbative PVC method employs one-particle or
one-hole states (or one-quasiparticle states) coupled with the
random-phase approximation (RPA) or quasiparticle random-
phase approximation (QRPA) excitations of an even-even
reference nucleus and the residual nucleon-nucleon interaction
that mixes these states at second-order perturbation theory.
Numerous PVC calculations of increasing level of sophistica-
tion have already been performed; see, e.g., Refs. [3—19] and
excellent recent reviews thereof available in Refs. [14,18,20].

An alternative to describing odd nuclei within the per-
turbative PVC calculations are the energy-density-functional
(EDF) methods; see, e.g., Refs. [21-27], which use blocking
of single-particle (s.p.) or quasiparticle orbitals. To distinguish
these methods from the full PVC approach, in the present
study we call them mean-field polarizations or polarization
corrections. The advantage of blocked mean-field calculations
is that they are nonperturbative and variational.

As it turns out, the effects obtained within the blocked
mean-field methods are substantially different and, in general,
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weaker than those obtained from the perturbative PVC [20].
This discrepancy between models, even when using exactly
the same interactions and model spaces, needs to be solved,
and this is the main purpose of the present work.

The link between the mean-field and perturbative methods
was proposed a long time ago [28-31]. Here we identify
several approximations that are required to firmly establish
such a link, and we also extend the derivations to EDFs based
on density-dependent interactions and to those that include
pairing correlations. Because the determination of mean-field
polarizations requires breaking symmetries, no numerical
comparison of the two approaches, such as given here, is
available up to now. As required by a thorough comparison,
both in the mean-field and (Q)RPA calculations we use full
self-consistency and exactly the same particle-hole EDFs,
pairing interactions, and model spaces.

The paper is built around two main chapters presenting
theoretical derivations in Sec. II and the Appendix and
numerical results in Sec. III. For theory, we present results
pertaining to the Hartree-Fock (HF) approximation (Sec. IT A),
density functionals (Sec. IIB), and pairing correlations
treated within the Hartree-Fock-Bogoliubov (HFB) framework
(Sec. IIC). Then results of calculations are discussed for
the density-independent (Sec. III A) and density-dependent
(Sec. III B) particle-hole interactions and for paired systems
(Sec. III C). Conclusions are given in Sec. IV.

©2014 American Physical Society
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II. THEORY

A. Polarization corrections in the HF approximation

In this section we revisit the classic problem [28-31]
of the polarization effect exerted by an odd particle on a
mean-field state. To put further discussion in perspective, we
study the problem in the HF approximation, and we assume
that the mean field is obtained by the HF averaging [32] of
a given known two-body density-independent interaction that
has antisymmetrized matrix elements v; ;.

Let p# and h” denote, respectively, the self-consistent
density matrix and HF Hamiltonian for a system of A
fermions: Trp? = A,[h%4,p4] = 0. Similarly, let pA%! denote
the self-consistent density matrices corresponding to the HF
solution for the (A & 1)-particle system: TrpA*! = A £ 1,
[RAF!, pA*1] = 0. We use notation in which the upper and
lower signs correspond to adding or subtracting a particle.
Without pairing correlations, even and odd systems are
described in exactly the same way, so without any loss of
generality, we assume that A is even.

Self-consistent HF total energies of the A- and (A % 1)-
particle systems are given by [32]

E* = Tr(1p™) + 3Tri Try(p" 5p™), (1a)
EAil — TI'(Z‘,OAi]) 4 %TrlTrz(pAilﬁ,OAil). (1b)

Here ¢ represents the matrix of one-body kinetic energy. In
what follows we always neglect the so-called center-of-mass
correction to the kinetic energy [32,33]. These corrections are
explicitly A-dependent and thus give trivial so-called mass
polarization corrections [25] to energy differences EA*! —
EA. Although they can always be added, they would obscure
the analysis of standard polarization corrections, which are
attributable to two-body interactions and which are the main
focus of the present study.

Suppose now that p* (Trp* = 1) is the density matrix of a
s.p. state 1. We may now ask what the relations are between the
density matrices p#, p4*!, and p*. Of course, we can always
define a corrective density matrix §p (Trép = 0) such that, by
definition,

pE = pt £ p* + 8p. 2)

However, a perturbative treatment can only be obtained in the
case when §p is small, that is, small in the sense that when the
energy of the odd systems E4*! [Eq. (1b)] is calculated for
the density matrix in Eq. (2), only terms up to second order in
8p are important.

Note that, by definition, the three density matrices are
Hermitian and projective,

(p*? = p* = (M, (3a)
(IoAil)Z — pAil — (IOAil)+7 (3b)
(P")? = p* = (M. (3c)

Also note that §p does depend on the polarizing state A;
nevertheless, we do not mark it with superscript A. This is to
avoid a confusion of understanding §p as a correction to the
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orbital itself; indeed, this correction certainly corresponds to a
modification of a// orbitals of the system.

1. Properties of 6p

The corrective density matrix §p can be small only when
the orbital A and the states in even and odd nuclei are chosen
in a specific way. We may then have four interesting cases to
consider. In the first case, let us assume that we initially solve
the self-consistent equations of the even A-particle system
and |A) is one of the unoccupied HF eigenstates therein (a
particle state); that is, h4|A) = e;|A), p?p* = 0. We may
now put a particle in this orbital and solve the self-consistent
equations of the (A + 1)-particle system. In this sense, the
(A + 1)-particle system becomes polarized by an addition of
a particle to the A-particle system. Note that by this procedure
all HF s.p. states of the A-particle system become modified,
including the added state A.

The second case is obtained by a similar procedure, where
instead we arrive at a polarized (A — 1)-particle system. For
that, we pick A as one of the occupied HF eigenstates of the A-
particle system (a hole state); that is, 24|1) = ey |A), p?p* =
p*. By removing a particle from this state and solving the
self-consistent equations of the (A — 1)-particle system, we
now obtain the polarization correction corresponding to a hole.
Note that for the two choices discussed up to now, the density
matrices p4 4 p* and p? — p*, are projective; that is,

(p* £ ) = p* £ p". )

The two remaining interesting cases correspond to in-
verse polarizations, namely, we may initially solve the self-
consistent equations of the (A =& 1)-particle systems, and
then pick A either as an unoccupied orbital in the (A — 1)-
particle system, h4~1|A) = ¢, |A), pA~!p* = 0 or as an occu-
pied orbital in the (A + 1)-particle system, h4+1|1) = e, |A),
pAt1p* = p*. Of course, in both cases, the self-consistent
equations solved for the A-particle system give the same
solutions as before. However, now state A corresponds to the
(A = 1)-particle systems, and thus density matrices p4~! + p*

and pA*! — p?, are projective; that is,
(p"F' £ p*) = p*F £ o, ©)

We see that equations we are going to derive for the
corrective density §p do depend on the choices made for
the state A. For the direct polarizations, that is, when A is a
self-consistent state in the even system, we square both sides
of Eq. (2), and from Eq. (4) we obtain

8p = (p™ £ pM8p + 8p(p™ £ p*) + (8p)*. ©6)

For the inverse polarizations, that is, when X is a self-consistent
orbital in the odd systems, we rewrite Eq. (2) in the form

p N F ot = p +5p 7
and then square both sides, which from Eq. (5) gives
30 = p*dp + Spp™ + (8p). 8)

Equations (6) and (8) allow us to derive specific properties
of 5p that, however, are different for direct and inverse
polarizations. Assuming that we can split §p into terms of
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first, second, and higher (neglected) orders, that is,
8o = 80" + 8@ + -, ©

we now separately discuss direct and inverse polarizations.
In what follows, we refer to the expansion in Eq. (9) as
small-amplitude expansion, and we strive to discuss what an
acceptable magnitude of p* is, for which such an expansion
is meaningful. As is well known, and as we explicitly show
below, by keeping the lowest-order terms of the small-
amplitude expansion one obtains the standard RPA equations.
Beginning with the inverse polarizations, Eq. (8) gives

(10a)
(10b)

5p0) = pAspM 4 5pM A,
5p® = ptsp® +8p@p” + (8p')%.

We can now discuss properties of the standard particle-hole
(ph), particle-particle (pp), and hole-hole (hh) matrix elements
of §p, where the particle and hole states correspond to the
unoccupied and occupied states, respectively, in the even A-
particle system; that is,

Py = 8- =0, pip=0. ppy=0. (1)

We note here that the notion of particle and hole states always
pertains to a specific projective density matrix. By definition,
the particle and hole states are the eigenstates of the density
matrix with eigenvalues 0 and 1, respectively. In the even and
time-even system, both particle and hole states are doubly
Kramers degenerate and for each such a pair, both degenerate
partner states are simultaneously either occupied or empty.
This creates the standard image of the Fermi “sphere,” whereby
the pairs of states below or above the Fermi level are occupied
or empty, respectively. This image is particularly conspicuous
in semimagic spherical systems, wherein the entire (2j + 1)-
degenerate orbitals are either occupied or empty. We described
here this standard image in such detail because below we
contrast it with a nonstandard representation of particle-hole
states pertaining to the odd system.

Equation (10a) does not put any constraint on the ph
matrix elements of 8o, and it requires that its pp and hh
matrix elements vanish identically. Therefore, the leading-
order (second-order) pp and hh matrix elements of §p are
determined by Eq. (10b), and they solely depend on the
leading-order (first-order) ph matrix elements thereof; that is,

Spp = 8pSidpyy). (12a)
h
Spp = — 2 Sph 8pSy)- (12b)
p

We see that the standard ph structure of §p, pertaining to
the A-particle system, appears for the inverse polarizations.
However, as we derived above, in this case the polarizing state
A must be calculated in the odd system.

Letus next discuss the direct polarizations, for which Eq. (6)
holds. The small-amplitude expansion (9) then gives

8oV = (p* £ p")8p" + 8pV (0" £ oM, (13a)
50? = (p" £ p")8p? + 8p@ (0" £ p*) + (8p™)*. (13b)

PHYSICAL REVIEW C 89, 014307 (2014)

Equations (13) are similar to those in Eq. (10), with
the notable difference of the odd-system density matrix
p? £ p* replacing the even-system density matrix p*. This
is important, because the analysis of the ph structure of §p"
must now pertain to the eigenvalues of p# + p* and not to
those of p*.

We see that the hole and particle states, which now are
denoted by symbols H and P, respectively, are identical to
the previous hole and particle states, h and p; however, the
polarizing state X is an exception. If we consider the (A + 1)-
particle system, the state A, which previously was a particle
state p = A, is now an eigenstate of density matrix p* 4 p*
with eigenvalue 1; that is, it is a hole state H = A. Similarly,
for an (A — 1)-particle system, the previous hole state h = X is
now an eigenstate of density matrix p4 — p* with eigenvalue
0; that is, it is a particle state P = A. We should also remember,
that the Kramers-degenerate partner A of the polarizing state
A now stays on the opposite side of the Fermi surface; namely,
when A is a hole state, A is a particle state and vice versa. As
we see, a nonstandard form of the Fermi “sphere” must now
be considered.

Altogether, the hole (H) and particle (P) states are defined
by

(0" £ PP = Suw,  (p* £ pMpu = 0, 1)
(0" £pMmp =0, (p* £ p)pp = 0.

Then matrix elements 8,01(,1& are unconstrained, whereas the PP
and HH matrix elements of the second-order correction are
given by

3ppp = D 3PpdPim (15a)
H

Spime = — D 8pi1pd0piy- (15b)
P

It is evident that the nonstandard structure of the first-order
density matrix 8§p'" implies solving the RPA equations directly
in the odd system and thus precludes using the spherical and
time-reversal symmetries.

In summary, for direct polarizations, for which the polar-
izing state A is calculated in the even system, we obtain the
nonstandard PH structure (15) of 8p. However, for inverse
polarizations, for which the polarizing state A is calculated
in the odd system, we obtain the standard ph structure (12)
of p. From these considerations, it appears that a rigorous
analysis of the HF polarization effects, which would be based
on elements solely determined in the even system, does not
exist, and one must make further simplifying assumptions.
The easiest way out is to neglect the differences between the
polarizing states calculated in the even and odd systems and
to use equations pertaining to inverse polarizations along with
the polarizing state A determined in the even system. In what
follows, we use this strategy.

2. Corrections to energies

Equations for the polarization corrections to the s.p.
energies can be derived by comparing the self-consistent
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energies in even and odd systems. Inserting the odd-system
density matrices (2) into the odd-system energy (1b), we obtain

1
A+l A =
E*' = EN 1, 4+ ) t:8p, + 5T
i’

1 _ 1 -
+ 3 Z 80,1 Vi OPpi T D) Z P Uiz,
ii'kk i

1 _ A 1 _
+ B Z Uik Pike £ B Z 8piri Uiy,
Kk’ i’

1 _ 1 A -
+5 Y Dbk + 3 Y PO
T kK

1 _
+ 3 ,%,; 801 Vi Pl - (16)

We now use the following facts and definitions:

hiy =ty + D) Vi P (17a)
Kk’
e, = h;‘)‘, (17b)
0=1,,, (17¢)
h?’i = Vinins (17d)
Shy = Z ik OPpp - (17e)
kk'

Equation (17a) is the standard definition of the HF mean
field in the A-particle system and e, (17b) s its diagonal matrix
element in the self-consistent basis. Equation (17¢) is a simple
consequence of the antisymmetry of the two-body matrix
elements and represents the fact that in the HF approximation
there is no self-interaction (SI). Equations (17d) and (17e)
define the mean-field potentials generated by the polarizing
state A and correction §p, respectively. In terms of these
definitions, the odd-system energy can be written as

E**' = E*+ e, + ) hilopy

i’

+ Zhﬁi&ow + % Z Shiidpii . (18)

Up to now, expression (18) is exact. To simplify it, we
can use the small-amplitude expansion (9) and thus conditions
(12), and neglect terms beyond second order. In the basis of
particle and hole states, the mean-field Hamiltonian A7, is by
definition diagonal; therefore, owing to Eqs. (12), the third
term on the right-hand side is of the second order in §p".
Similarly, the fifth term is obviously of the second order too.
However, unless we assume that #” is small (of the first order),
the fourth term may contain subleading second-order terms,
including the pp and hh matrix elements of §p®, which do
not appear in the standard RPA method. Therefore, to have a
consistent RPA-type second-order expression for the energy
of the A =1 system, we must make the assumption of h*
being small as compared to 4. This assumption can also be
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understood as p* being small as compared to pA, that is, the
system being appropriately heavy.

In fact, such an assumption can partially be tested by
keeping the leading-order (second-order) pp’ and hh’ matrix
elements of the fourth term, which depend on the leading-
order (first-order) matrix elements of §p. Then we obtain the
following approximate expression:

E** = Ef d e + ) () — en)Spyndpyy
ph

1 1
+3 %: ShpnSpry + %: ShnpSppn

£ )kl Sopndony F Y AindonpSppn

pp'h hh'p
£ Y hSowp £ > hiSppn. (19)
ph ph

This can be summarized in the form of polarization corrections
to energies of odd states § E,

EA* = EA ¢, + 8E, (20)
or polarization corrections to s.p. energies de;,,
EA* = E4 £ (e, + 8ey), 1)
for
SE = k3¢, = 500", dp) (2 f) (fj)
n
+ (8p*, 8p) (h)‘*) , (22)

where 8p and h* represent vectors of ph matrix elements, 5ppn
and hgh, respectively; that is,

hon = Do (23a)
hiw = By = Uy (23b)
and matrices A’ and B,
Al oh = Apiph £ 1o Swn T gy Spps (24a)
Apw ph = (€p — €n)8pp Sty + Tpyppy» (24b)
Byi ph = Dy (24c)

build the RPA matrix (4. 2.

We see that the second-order terms depending on 2*, which
we have kept in Eq. (19), lead to modified matrix elements
A;'thh’ as compared to the standard RPA matrix Ay pn. In this
formulation, the RPA equations do depend on the polarizing
state A. In Sec. III, we perform numerical calculations with
and without these terms, and we check that they play a minor
role and can be safely omitted, thus supporting the validity of
the assumption about the smallness of h*.

3. Equation for dp

Equation for the correction §p can be derived from the fact
that the density matrix of Eq. (2) is a self-consistent solution
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of the HF equations in the (A &£ 1)-particle system,
0 = [r** p"* ! = [n* £ h* 4 8h,p" £ p* + 5p].  (25)

As discussed above, we neglect differences between states
A calculated in even and odd systems; that is, we have
[hA*! p*] = 0. Moreover, because p# is the self-consistent
solution of the A-particle system, we have [14, pA] = 0, which
gives

0 = [h*,8p] & [A*,p] £ [h*,8p] + [8h,p™] + [8h,8p].
(26)

In the leading (first) order, the last term, quadratic in the
density §p, can be dropped, and we also drop the second-order
matrix elements §p,y and dppy. Then, the ph and hp matrix
elements of the above equation read

0 = (ep — en)dppn il £ > 1 8oy F Y 8opm i, + Sy
v h'
= (A/ap)ph + (BSP*)ph + h;h,

0= (en—ep)pnp F hiy £ > by Spp F Y _ Spnyy iy — Sl
h/ p/

(27a)

= —(A"80")on — (B*8p)pn F Iy (27b)

and in the matrix notation they can be written as

A B\ (dp\ __(h"
<B* A/*) <(3,0*) =+ <hk*) . (28)

Here again we see that the matrix elements of 4* must be at
least of the same order (the first order) as are those of §p.
Condition (28) is exactly equal to the condition that the
total energy of the odd system (20) is stationary with respect
to correction §p. In other words, vanishing variation of S E,
Eq. (22), with respect to §p gives Eq. (28). Then, at the
stationary point, the correction to the total energy reads

I P A" B 30\ .

that is, for a positive-definite RPA matrix, the correction to
the total energy is always negative, irrespective of adding or
subtracting a particle. For the corrections to s.p. energies we

have
I A" B\ (dp,
Ser = F5(60", Sp)(B* A/*) (3p*>’ (30)

that is, particle states move down and hole states move up. In
view of Eq. (28), corrections (30) can also be written in two
other equivalent forms:

I A B\ (w
de, = :Fz(h)\ s hk) <B* A/*) (hk*> ) (31

1. h*
b, = —0p" 0) ) - (32)

In Eq. (31), the inverse of the RPA matrix can be calculated
either through its eigenvectors or through the RPA amplitudes.
In the second case, we use the RPA equations and completeness
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relations [32],
A" B X Y\ _ (X Y* hw 0
B* A*)J\Y —-X*) " \-Y -—-X* 0 hw)’

(33)
X —Y*\/xt
Yy —-x*)\yT

_Vv+
T e

where hw is a diagonal matrix of positive RPA eigenvalues.
This gives

A B\ _ (X Y'\(ho O)\[(X' -Yi
B* A*) 7 \-y -Xx*)J\0 ho)\¥" —xT)
(35)

The inverse of the RPA matrix exists if all eigenvalues are
nonzero and has the form

A B\
B* A/*

X =Y*\ (ho! 0 Xt YT
Z(Y —X*)(a()) hw‘l)(—YT —XT)'(36)

Finally, in terms of the RPA amplitudes and energies, correc-
tions (31) then become equal to [29]

2
h;;;X;)h + hgh Y
ho

88)‘ =:FZ |th

w>0

(37)

B. Polarization corrections for density functionals

Let us now rederive the polarization corrections of Sec. Il A
for the case of the total energy given by a minimization
of an EDF and not of the HF average of a Hamiltonian.
Differences between these two cases can be of dual origin.
First, a quasilocal EDF built as the most general quadratic
function of densities deviates from a HF average of a zero-
range momentum-dependent interaction unless its coupling
constants obey a specific set of linear conditions; see, e.g.,
Refs. [34,35]. For the Skyrme EDF, these conditions can be
formulated as a linear dependence of the time-odd coupling
constants on the time-even ones, and a linear dependence
between the isovector and isoscalar spin-orbit coupling con-
stants [36]. In this work we only consider EDFs of this type.
The second reason for differences arises because of so-called
density-dependent interactions, which also lead to EDFs that
are not equal to HF averages of Hamiltonians.

Focusing on this second case, we now consider EDFs
determined by the HF averaging of antisymmetrized density-
dependent matrix elements 0;;x[0]. Then, the total energies
read

E* = Tr(tp™) + 3Tt Tra(p" 50" 10™), (38a)

EAil — Tr(tpAil) + %TrlTrz(pAill_)[,OAil]pAil). (38b)

We see that both energies, apart from the standard quadratic
dependencies on densities [cf. Egs. (1)], do depend on densities
through the density dependence of interactions. These latter
dependencies preclude comparing energies of even and odd
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systems, unless we make the simplifying assumption that
ﬁ[pAil] and 9[p“] can be connected by a second-order
expansion in pA*! — p4. From Eq. (2) we see again that this
requires p* to be of the same (first) order as 8p. Under this
assumption, we have

D[ o1
_ A 317i'k'ik )
~ Dol p 1 £ Y (0% = 80mn)

00mn
1
+3 2

m'n'mn

mn
FViwik 5 X
ot (Phn £ 00m) (Pl % 80w
(39)

where all partial derivatives must be evaluated at p = p*.
We can now insert Egs. (2) and (39) into the odd-system
energy (38b) and obtain up to the second order in &p* + 8p,

= EA + Trh*(£p" + 8p)
+ 3T Tro(£p™ 4 8p)0(Ep" + 8p),  (40)

EA:tl

where the mean-field Hamiltonian 74,

ll = 11+Zv’klkpkk’ (41)
kk’'

and effective two-body matrix elements, ¥yxix and Dy,
contain rearrangement terms,

o j
Z J'k jk A
vl Kik = Vipik + = H/v

(42a)
J'Jj ap "’
jwjk  Vjivji') 4
v 1o = Vs ik + _— .
i'k'ik = Vi'k'ik Z( 30ir Don Pj;
9 0"V jrm jm P o
— Z 0 (42b)
Jj mm’
]m im apu’apkk’

The redefined two-body matrix elements allow us to write
the odd-system energy in the form analogous to Eq. (18),

~ 1z
E**' = E*x e+ hiiop, + Ehﬁ,\

+ Z Z?L/,'(Spii’ + % Z 551‘/1‘501‘1", (43)

but with the following redefinitions,

e, = hi (44a)
Wy = B (44b)
I = Bisin (44c)

Shii = Z Virkik S0y (44d)
Kk

We see that the first-order rearrangement terms (42a)
become fully absorbed in the s.p. energies, which are now, as
usual, the eigenvalues of mean fields hA. Moreover, both the

polarizing fields h* and RPA matrices A and B [see Egs. (23)
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and (24)] must now be determined using the second-order
rearrangement terms (42b). Therefore, owing to the fact
that the effective two-body matrix elements (42a) are not
antisymmetric, the SI term (44b),

h, (45)

is nonzero, and explicitly appears in Eq. (43). This leads to
corrections to s.p. energies now having the form,

8¢, = £8E = £ (SElye + EY), (46)

where, based on the analogy with Eq. (37), the first term can
be called self-interaction-free (SIF) polarization correction,

h)»*xa) +h Ye 2
SEkp=— | Eon 5 o il . A7

>0

The second-order mean fields Z;\ ; (44c) and sh i (44d) are
simply related to the linearized first-order mean fields; that is,

= ah,;
hl; = o Ovs (48a)
or OPkk et
x dh,;
Shy; = — 8Pk - (48b)
Z pwk vk
Kk pph

These expressions can be explicitly verified directly from
definitions (42). They are extremely useful in practical
applications because (i) the second-order mean fields (48a)
that define the polarization vertex (47) can be determined
without explicitly calculating the second derivatives of matrix
elements, (ii) the amplitude mean fields (48b) are the only
objects that one has to calculate when using the iterative
methods to solve the RPA equations [37], and (iii) exactly
the same piece of code can be used to calculate both mean
fields (48a) and (48b).

1. The self-interaction

The SI term (45), where a particle interacts with the mean
field generated by itself, is unphysical, because, in reality,
each nucleon should interact with the other nucleons only. As
discussed in Sec. II A 2, for an EDF generated by Hamiltonian,
no SI appears. However, EDFs generated by density-dependent
interactions do produce the SI.

An EDF has a one-body SI if it gives nonzero energy for a
single nucleon state. This was discussed in Ref. [35], where it
has been shown how the one-body SI of a Skyrme EDF can be
removed by introducing extra constraints between the Skyrme
coupling constants. We note here that in our approach there
is no SI of this type, because we use the so-called “native”
time-odd terms [27], that is, those originating from the mean-
field averaging of the Skyrme force. In general, the SI results
from the violation of the antisymmetry of effective matrix
elements (42b); that is, the SI studied here originates from the
density dependence of the Skyrme force. Another source of the
SI is the mismatch between the ph and the pp matrix elements
of the interaction; see Eq. (68) below.
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For density functionals used in electronic structure calcu-
lations, an SI correction was originally introduced by Perdew
and Zunger [38], and numerous variations and improvements
of the method were later constructed. A short review of the
various Sl-correction methods used in electronic structure
calculations can be found in Ref. [39]. In a nuclear-physics
context, the SI problem in connection with density-dependent
Skyrme interactions was early on discussed in Ref. [40] and
more recently in Ref. [41]. In Refs. [42,43], the SI problem
and ways to correct it were discussed in detail, together with
the related concept of self pairing; see also Sec. I C.

Within the Skyrme EDF approach without pairing, the SI
results from the zero-range density-dependent interaction and
from the Coulomb exchange, which is treated in the Slater
approximation. Because in the polarization correction (46) the
SI term appears explicitly, one can simply remove it from
this expression and thus obtain SIF result (47). However, we
stress here that the self-consistent calculations performed in
odd nuclei do contain the SI term and lead to the polarization
correction (46) with the SI term included.

C. Polarization corrections with pairing

For an even-paired system corresponding to the average
number of particles A, one diagonalizes the quasiparticle
Hamiltonian H4, which in the standard double-dimension
representation [32] reads

hA — A A4

HA=T+gA_)"N=<_AA* —hA*+)\.>7 (49)

where

r4 A4
gA = <—AA* _FA*>’
N = ((1) _01), (50)

and where F;‘,‘i and Ai/}k, are the ph and pp mean potentials,
respectively. The even-system Fermi energy A is adjusted
so as the average particle number equals to Trp4 = A. In
what follows, for clarity we write only one Fermi energy A,
generalizations to separate neutron and proton Fermi energies
being obvious.

The eigenequation for * defines one-quasiparticle states
U, and one-quasiparticle energies Ep,

HAU, = EL UL, (51)

where positive (negative) indices L > 0 (L < 0) correspond
to positive (negative) quasiparticle energies E; > O(E; < 0)
of quasiparticle (quasihole) states. Then the basic dynamical
quantity describing the system is the generalized density
matrix, (R4)? = R4,

A A
R =Y wuf = (_‘;A* . pA*>, (52)
L<0

which projects states on the space of occupied quasihole states,

0 for L >0,

U, for L <O, (3)

RAU, = {
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and depends on the density matrix p* and pairing tensor k4.

When the quasiparticle and quasihole states are arranged as
columns of matrix ¢/ in doubled dimensions, they form the
matrix of the Bogoliubov transformation [32],

u v
U=<V U*>, (54)

in terms of which we have p4 = V*VT and «* = V*UT.

The generalized density matrix of an odd system RA*!
is obtained by the blocking procedure [32,44], whereupon
one occupied quasihole state for L = —A < 0 is replaced
by its empty quasiparticle partner for L = A > 0. Then
Eqgs. (49)—(52) are solved self-consistently again, with the
odd-system Fermi energy X4, adjusted so as the average
particle number now equals Trp?*! = A 4+ 1. The QRPA
polarization correction §R is defined in analogy with Eq. (2)
as

RAE = RA + R™ 4+ R, (55)

where the generalized density matrix R2 describes the blocked
orbital [see Eq. (52)],

RN = —U_\ Ut +UU. (56)

This gives the density matrix and pairing tensor of the odd
system in the form

A

p* = pt + p" + 8p, (57a)

A+l

KA = A 4 D+ Sk, (57b)

with explicit contributions coming from the blocked orbital

given by

pay = —Vir Ve + UaaUjy, (58a)

Kap = —VaaUpa + UaaViy. (58b)

Density matrices and pairing tensors, self-consistently cal-
culated in even and odd systems, determine the corresponding
total energies with pairing as

E* =Trip" + ITe(T" p* — A%™)
— ITrTO* + 164 0%,
EA:l:l _ TrtIOA:tl + lTr(FA:‘:IIOAﬂ:l _ AA:EIKAZEI*)
= 2

— %TI‘TQAil + iTrgAilQAil’ (Sgb)

(59a)

where Q4 = RA — (8 ?) and QA*! = RA*! — (8 (1)).

Let us now discuss the case of the ph and pp potentials
being determined by averaging the corresponding ph and pp
two-body antisymmetric interaction matrix elements, that is,

_ph
rj = Z D ik P (60a)
Kk
1
N 5 Z D ikkis (60b)

ik

014307-7



TARPANOV, TOIVANEN, DOBACZEWSKI, AND CARLSSON

with the analogous equations defining the potentials in the odd
system, I'4*! and A4*! In most nuclear-physics applications,
the ph and pp matrix elements are different, which means that
the total energies do not, strictly speaking, correspond to an
average value of a Hamiltonian.

To discuss the structure of the resulting expressions, we first
analyze the situation of these matrix elements being density-
independent, that is, with the rearrangement terms ignored.
Then, the potentials depend linearly on densities, and each
term in the generalized density matrix RA%! (55) gives the
corresponding term in the generalized potential GA*!,

G =g 4 gM +8G. (61)

By inserting Egs. (55) and (61) into the expression for the
total energy of the odd system (59b), we easily obtain the
analog of Eq. (18) with pairing, that is,

EA = EA L Te[3(HA + ANRY + (HA + AN)SR

+ THARY + 1HMSR + {SHSR], (62)
where, to keep notation consistent with the unpaired case of
Sec. IT A 2, we have denoted H* = G* and §H = §G.

At this point, taking the trace of Eq. (57a) we can calculate
the average number of particles in the blocked state, which
gives

A+1=A+Trp" +Trdp
= A+ ITrNRY + ITr N§R. (63)
Then we obtain that
E**' = E* £ A+ Tr[SHARY 4+ JHASR
+AHARN + AHASR + L5HSR]. (64

From this point on, derivations proceed exactly as in the
case of no pairing (Sec. Il A), so we only repeat principal def-
initions and results. We assume that the blocked quasiparticle
wave function U, which is determined in the odd system, is
identical to that determined in the even system. Only under

such an assumption we have 1 Tr HAR" = E, [see Egs. (51)
and (56)] and the analog of Eq. (10a) holds,

SR = RASR + SRR, (65)

In Eq. (64) we identify the SI term, analogous to that derived
without pairing (45), namely,

E§ = iTrHARY = 1Tr(M p" — A%™),  (66)

where ' and A# are the mean fields generated by the blocked
quasiparticle,

_ph
Iy = Z ik Pk (672)
k'k
1
A, = 3 > 0 k- (67b)
ik

Thus, the SI term corresponds to the blocked quasiparticle
A that interacts with the generalized mean-field potential it
has generated. By combining Eqgs. (58) and (67), we can easily
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derive that

A _ Z * —pp =ph *
ESI = Uk'A ‘/i’A (vi’k/ik — vi/k/ik)UkA ‘/iAs (68)
i'k'ik

where the antisymmetry of matrix elements 2%, and o5,
was used. We explicitly see that a nonzero value of E{j can
only appear when the pp and ph interactions, which define the
EDF with pairing, are not identical to one another.

Another assumption we have to make is that the mean field
H™, generated by the blocked quasiparticle A, is appropriately
small, of the first order in the small-amplitude expansion. Then,
the polarization corrections to paired energies of odd states § E
and those to quasiparticle energies § E  [cf. Egs. (20) and (21)],
which are defined by

EAE] :EA:l:)\_—"—EA—"_(SE=EA:EA‘+(EA+8EA)7 (69)

can be expressed in the form

1, A B\(z

* WA A
+(Z 2 ( yyar ) + B (70)

where Z and W represent vectors of quasiparticle-quasihole
matrix elements of 8R and H2, respectively; that is,

Ziy =UFSRU_, (71
Wh =UHMNU- (72)

for L > L' > 0, and A and B are the standard components of

the QRPA matrix [32].

An equation for Z can easily be derived by following
the steps presented in Sec. II A 3; it simply results from the
requirement that the correction to the energy (70) is stationary,

which gives
A B\(z wh

8E = SE& + EJ, (74)

and

for
1 A B\ ' [(wh
The QRPA SIF polarization correction to quasiparticle energy
explicitly reads
* w w 2
(WiE Xy + Wiy YLL/)|

Z>/
5E§\IF=_Z| L>L o ,

>0

where X7, , and Y, are the standard QRPA amplitudes.

(76)

D. A few remarks to Sec. I1

Before discussing numerical results in the next section, let
us briefly touch upon the problem of conserved symmetries.
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No specific conserved symmetry was, in fact, assumed in
the derivations presented so far. In the Appendix, we discuss
in detail implications of conserving the spherical symmetry.
For the conserved parity, the s.p. wave function v, (r) of a
polarizing state A has a definite parity m,, that is, ¥, (—r) =
;¥ (r). Therefore, the density matrix p*, which in the
space coordinates reads p*(r,r’) = v, (N (r')*, is always
parity even, irrespective of the parity of the polarizing state:
pM(—=r,—r') = w2y (r)¥s.(r')* = p*(r,r’). With pairing cor-
relations included, analogous arguments hold for quasiparticle
wave function U_, and generalized density matrix RA.
Because interactions are parity invariant, the positive parity
of p* or R” implies positive parity of mean fields h* or W4,
and thus only positive-parity phonons contribute to the energy
shifts in Egs. (47) or (76).

This means that, for conserved spherical and parity sym-
metries, all polarization corrections discussed in Sec. II relate
to the RPA and QRPA channels and phonons J” with positive
parity w = +1 only. Therefore, the discussed polarization
corrections cannot, and do not, involve any couplings to
negative-parity channels, including those to the very important
3~ channel. The latter can only be treated within the PVC
methods [14], which will be discussed in a forthcoming
study [45].

We also note that the polarization corrections studied in
this work are equivalent to the “diagonal” approximation to
the PVC; that is, they involve the PVC energy denominators
(ep —€p — hw)~! for p = p’; see Egs. (47) and (76). The
“diagonal” approximation has two important consequences.
First, the polarization vertex is limited to the same state
as the one for which the PVC is evaluated. This shows
again that the parity conservation in the vertex excludes
coupling to negative-parity phonons. Second, polarization
corrections do not include large PVC contributions from
states with (¢, > €, + hw), which correspond to small energy
denominators. Thus, the lack of couplings to negative-parity
channels constitutes the main drawback of the mean-field
methods in describing states in odd nuclei, and the “diagonal”
approximation may imply missing large corrections to their
binding energies.

There is a hypothetical possibility of including the coupling
to negative-parity phonons, namely, through a dynamical
parity breaking of the mean field. This would require perform-
ing generator-coordinate-like calculations based on mixing
octupole-deformed states for odd nuclei. It is, however, unclear
if such an approach can be equivalent to the PVC that includes
negative-parity phonons.

Another drawback of the mean-field approach, clearly
identified in Secs. II B and II C, is the presence of the SI terms
in the mean-field binding energies of odd nuclei. Based on
the analyses performed within the RPA and QRPA methods,
we could explicitly identify these terms, which allows for
calculating them after variation. The explicit identification
may also allow us to remove them before variation, which
will be the subject of subsequent studies. Of course, although
not explicitly “visible,” the SI terms are also present in the
mean-field binding energies of even nuclei, and in the future
new functionals with these terms removed should also be
studied.

PHYSICAL REVIEW C 89, 014307 (2014)

We note that expression (68) for the SI energy with pairing
is valid only for density-independent interactions. However,
expression (66) does take effects of density-dependent inter-
actions into account, provided it is evaluated for mean-field
potentials with rearrangement terms included, as derived in
Sec. II A; that is,

E§ = 1Tr (R p" — A™M™). (77)

Let us now summarize our results on the equivalence
between the HF(B) and (Q)RPA polarization corrections. As
we showed in Sec. II B for the HF case, this equivalence has
the form of equation [cf. Eq. (43)]:

EA*! — EA F e, — EY = SEY. (78)

On the left-hand side, there appear quantities calculated
within the HF method, that is, (i) the total self-consistent
ground-state energies of odd and even systems (38), EA*!
and E4, respectively; (ii) HF s.p. energy e;, (44a); and (iii) SI
energy E¢; (45). On the right-hand side, there appears the SIF
correction 8 gy (47), calculated within the RPA method.

Similarly, in Sec. I C we showed for the HFB case that [cf.
Eq. (69)]

EA* — EAF 0 — Ey — E§ = 8ES, (79)

where on the left-hand side there appear quantities calculated
within the HFB method, that is, (i) the total self-consistent
paired ground-state energies of odd and even systems (60),
EA%! and E#, respectively; (ii) HFB even-system Fermi
energy A; (iii) HFB one-quasiparticle energy E, (51); and
(iv) SI energy E& (77). On the right-hand side, there appears
the SIF correction 3E§\IF (76), calculated within the QRPA
method.

The above equivalence between the HF(B) and (Q)RPA
polarization corrections holds only up to the validity of the
small-amplitude expansion (9), which was used before in the
standard derivations presented in Refs. [28-31]. However, in
this work we have identified additional assumptions required
for Egs. (78) and (79) to hold, namely,

(i) differences between the s.p. (one-quasiparticle) states
calculated in even and odd systems must be neglected;

(ii) the density matrix p* (R*), corresponding to the
polarizing s.p. (one-quasiparticle) state, must be ap-
propriately small, that is, of the first order in the
small-amplitude expansion (9);

(iii) the mean field #* (H"), corresponding to the polariz-
ing s.p. (one-quasiparticle) state, must be appropriately
small, that is, of the first order in the small-amplitude
expansion;

(iv) differences between the density-dependent matrix
elements in odd and even systems can be accounted for
by the small-amplitude expansion up to second order.

These assumptions can only be tested by numerical calcu-
lations and in Sec. III are shown to be quite well justified.

An important observation relates to the size of the phase
space taken into account after solving the (Q)RPA equations.
In the full PVC calculations, one usually includes only those
phonons that are both significantly collective and have suitably
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low energies [14]. However, assuming the above assumptions
are fulfilled, the equivalence of the HF(B) and (Q)RPA
polarization corrections is obtained only when all phonons
are included, irrespective of their collectivity or energy. This
is because, when deriving the SIF corrections of Egs. (47)
or (76), the exact (Q)RPA completeness relations must be used.
In addition, the same equivalence guarantees the convergence
of sums in Egs. (47) or (76); indeed, with the increasing phase
space, owing to the variational principle, the HF(B) energies
must converge, and thus the (Q)RPA polarization corrections
must converge too.

III. RESULTS

All calculations presented in this section aim at comparing
self-consistent results obtained using the deformed solver
HFODD (v2.52k) [46], with RPA and QRPA solutions im-
plemented in the spherical solver HOSPHE [47]. We used the
configuration space that includes all harmonic-oscillator shells
up to No = 15.

A. RPA calculations in 1"Sn for the Skyrme EDF SV

We begin the presentation by showing examples of calcu-
lations performed for the case of an exact HF approximation,
as discussed in Sec. ITA. To this end, we employed the
density-independent Skyrme interaction SV [48] and we
analyzed results only for neutrons, so as to avoid effects
of density-dependent Slater approximation for the Coulomb
exchange term. On the one hand, to treat the EDF SV as fully
generated by an interaction, we included in the functional
all tensor terms, that is, those given by the square of the
spin-orbit density J?, which were originally neglected [48].
Also the so-called “native” time-odd terms [27], that is, those
originating from the mean-field averaging of the Skyrme force,
were all included. On the other hand, as mentioned in Sec. IT A,
we neglected the so-called center-of-mass correction to the
kinetic energy.

In Fig. 1 we test Eq. (21); that is, we compare polarization
corrections,

Se; = H(EAT — EY — ¢y, (80)

ST

—+—RPA ]

s

]
19,,2d,,2d, 3s, 1h,,,

2p3/22p1/2 1 g9/2

> I y" ]

Lo
o/ 1

©c Q0 o o o o
NV o dv oo

Polarization correction (MeV)

100
Sn

o
»
[

FIG. 1. (Color online) Comparison of polarization corrections of
selected orbitals in '°°Sn, determined using the HF and RPA methods
and Skyrme EDF SV [48]; see text. Lines connect the values obtained
for different projections of the angular momentum |m;, | = % A
(from left to right).
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FIG. 2. (Color online) Polarization corrections of |m;| = j, or-
bitals in '°°Sn, determined by not including (left bars) and including
(right bars) the orbital-dependent terms in the RPA matrices; see text.
The order of orbitals is the same as shown in Fig. 1. Contributions
coming from four RPA channels J* = 0", 17, 2%, and 3™ are shown
separately (note very different scales).

obtained from the HF energies of odd and even systems, E4+!

and E4, and HF s.p. energies, e,, with those determined form
the RPA solutions [Eq. (37)]. Apart from a few cases, the
obtained agreement is nearly perfect. This result is particu-
larly gratifying, because it confirms not only the analytical
derivations presented in Sec. IT A and the Appendix, but also
the validity of two completely independent numerical codes.

At this point, we must discuss one important aspect of the
HF calculations in odd nuclei. In principle, for any given value
of m,, there may exist two solutions: one with prolate and
another one with oblate shape. Usually only the lowest one
can be converged; the other one, being excited, either does not
converge or falls down to the lowest one. In our calculations,
in full agreement with the standard Nilsson diagram [32], we
obtain converged prolate (oblate) solutions for low-m; (high-
m;,) particle states, and vice versa for the hole states. We
note here that we did not constrain these solutions to axial
symmetry; nevertheless, stable triaxial solutions were never
obtained.

0.6 1

S

s

< 0.4

S

= 0.24 ]

tig 1 g7/22ds/2 2ds/2331/2‘l h1 12

g 0.0 -
g 0.2 2p3/22p1/21 Yorz . i u s
o -U.29 7 .
= -3$
N -0.44 - . 2
« 100 __EN
&£ -0.64 Sn 10

FIG. 3. (Color online) Contributions to polarization corrections
of |m;| = j, orbitals in '”Sn, coming from different J™ RPA
channels, determined for the Skyrme EDF SV [48]. The order of
orbitals is the same as shown in Fig. 1. Contributions are ordered
according to the value of J, with the 0T channels shown nearest the
abscissa.
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FIG. 4. (Color online) Same as in Fig. 3, but for the |m;| = %
orbitals.

Next we tested the assumption, discussed in Sec. 1T A,
related to the smallness of terms p* and h* with respect to the
small-amplitude expansion. In Fig. 2, we compare polarization
corrections determined using the standard RPA matrices (24b)
with those containing the orbital-dependent terms (24a).
Because both sets of results are almost identical, we conclude
that in medium-heavy nuclei like '°°Sn, the orbital-dependent
terms can be safely ignored. This significantly simplifies the
calculations because a single common solution of the RPA
equation can then be used to determine polarization corrections
for all orbitals.

In Fig. 3, we show polarization corrections of the |m;, | = j,
orbitals in %9Sn, split into contributions from different J™
RPA channels. First we note that the geometric constraints in
Eq. (A16) limit the polarizations of j, orbitals to channels with
J < 2j,. As expected, the largest contributions come from the
coupling to the quadrupole channel 2*; however, the monopole
0" and dipole 1% channels also significantly contribute. For
higher-j; orbitals, channels 3% and 4" show some effect,
whereas channels with J > 4 can be safely neglected. For the
|m;| = % orbitals shown in Fig. 4, the convergence is slightly
slower, but still all terms with J > 5 contribute very little.

B. RPA calculations in ?Sn for the Skyrme EDF SLy5

We now proceed to discuss the problem of SI energies
in the EDF calculations, presented in Sec. IIB. To this

0.4 :
* SLy5
0.2
2d5/21 g7/233 2d 11/2
0.01%% =" »"

- ‘\7 R
-0.2- /\.
2p3/22p1/21 9o . fX ./'

-0.6{—=—HF
—e— RPA
RPA+SI N

r.5
0.4 1

100 1
Sn

Polarization correction (MeV)

-0.8

FIG. 5. (Color online) Same as in Fig. 1, but for the Skyrme EDF
SLy5 [49]. The RPA results correspond to the SIF terms in Eq. (46),
whereas RPA + SI denotes both SIF and SI contributions combined.
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FIG. 6. (Color online) The SIF and SI contributions to the polar-
ization corrections of Eq. (46), calculated in '°Sn for the Skyrme
EDF SLys5.

end, we repeated the self-consistent calculations presented in
Sec. IIl A by employing the Skyrme EDF SLy5 [49]. This is a
standard Skyrme parametrization containing a strong density-
dependent term, for which we can study the SI energies, as
defined in Eq. (45). As before, the “native” time-odd terms of
SLy5 were included and the center-of-mass correction to the
kinetic energy was neglected.

In Fig. 5, we show the RPA (SIF) contributions to polar-
ization corrections (46), and we compare the total polarization
corrections calculated using Eq. (46) with the HF results (80).
The obtained agreement is very good, although not as perfect as
that obtained in Sec. III A for the Skyrme EDF SV. Moreover,
the RPA results obtained for the SV and SLyS5 functionals are
significantly different from one another, the latter ones being
close to about 0.4 MeV for holes and particles, respectively.
We also see that the SLy5 results are much less m; dependent.

The most striking observation seen in Fig. 5, also explicitly
illustrated in Fig. 6, is a strong cancellation between the SIF
and SI contributions to the polarization corrections (46). This
cancellation makes the HF polarization corrections quite small
and gives the explanation to the long-standing problem of
significant differences between the magnitudes of the HF and
RPA values [20]. Indeed, it is the unphysical SI contribution
that renders the HF polarization corrections so small; see
Ref. [25] for a set of comprehensive calculations across the
mass chart.

0.4

0 2* 5/2 11/2 1
0.0 i i 197/2 3
1t 2p,, 1g
0.2 312 912 ——
5/2 2p1/2 [

Polarization correction (MeV)

-0.41 |- 3

2
-0.6 -
-0.8- SLy5 1OOSn o

FIG. 7. (Color online) Same as in Fig. 3, but for the contributions
to the RPA SIF polarization corrections of |m,| = j, orbitals,
determined for the Skyrme EDF SLyS5.
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FIG. 8. (Color online) Same as in Fig. 7, but for the |m,| = %
orbitals.

We conclude this section by showing, in Figs. 7 and 8,
the RPA SIF polarization corrections of the |m;| = j, and
|m;| = % orbitals, respectively, split into contributions coming
from different J™ RPA channels and calculated in '°’Sn for the
Skyrme EDF SLy5. These can be compared with the analogous
ones shown in Figs. 3 and 4 for the Skyrme EDF SV. We first
see that for the |m,| = j, orbitals, the convergence patterns
obtained for both EDFs are fairly similar. However, for the
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|m;| = % orbitals, contributions coming from the J = 2
phonons turn out to be always quite large. For example, results
obtained for the &/, orbital certainly require taking into
account the J = 117 phonons.

C. QRPA calculations in 1**-1328n for the Skyrme EDF SLy5

To present numerical results pertaining to the description
of polarization effects with pairing correlations included
(Sec. IIC), we performed HFB and QRPA calculations for
the tin isotopes '°*-132Sn. As in Sec. III B, we used the Skyrme
EDF SLy5, whereas the pairing interaction was modeled by
a contact volume pairing force with the strength of V =
200 MeV fm~3 and active pairing space restricted to states
below 60 MeV.

In Fig. 9 we aim at testing Eq. (69), where EA*! and E4
are self-consistent HFB ground-state energies of odd and even
nuclei, respectively, A and E, are the HFB Fermi energy and
quasiparticle energy of the blocked state, respectively, and
S E is the QRPA (SIF + SI) polarization correction (74). For
this comparison, we must decide whether to use the HFB
results obtained for the lighter (A — 1) or heavier (A + 1) odd
system. Obviously, the former (latter) option must be used

17/
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FIG. 9. (Color online) Comparison of the QRPA SIF + SI (symbols) and HFB (lines) polarization corrections to quasiparticle energies in

tin isotopes.
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FIG. 10. (Color online) Same as in Fig. 6, but for ''°Sn.

for predominantly hole-type (particle-type) quasiparticles. For
quasiparticles near the Fermi level, however, there is a certain
degree of ambiguity, which we here arbitrarily resolve by
checking whether the s.p. energy e, corresponding to the
blocked quasiparticle state is below or above the Fermi level
A. In practice, we determine e, by diagonalizing in the even
nucleus the mean-field Hamiltonian A*, which is a part of the
HFB Hamiltonian (49). In addition, to link results presented in
this section to those presented before for magic nuclei without
pairing, in Figs. 9—16 we plot results for hole states with flipped
signs, that is,

—8E = +(E* —
+8E = —(E* —

EAYY— (A —Ex) for e <A, (81a)
EMY — (L +E,) for ey >A (81b)

[cf. Eq. (80)].

Within such a convention, in Fig. 9 we show the QRPA
SIF + SI (symbols) and HFB (lines) polarization corrections
given by the left-hand and right-hand sides of Egs. (81),
respectively. We note that not all blocked quasiparticle states
could be converged in all studied nuclei, and thus in the figure
there is quite a number of missing HFB points. Nevertheless,
we conclude that the agreement between the QRPA and the
HFB results is satisfactory. By this we establish the equivalence
of the two methods in determining the polarization corrections
with pairing.

In Figs. 10 and 11, we compare the QRPA SIF (76) and
SI (77) contributions to the polarization corrections. Similar

1f7/21 p3/2 1 g9/2 1 g7/2 2dS/Z 21:7/2

fep 2Py, 2d, 3s  1h

1172

0.5+

0.0

1 Sl contribution 120
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Polarization correction (MeV)

FIG. 11. (Color online) Same as in Fig. 6, but for '2°Sn.
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FIG. 12. (Color online) Same as in Fig. 7, but for ''°Sn.

to that seen in the case without pairing, shown in Fig. 6,
the SIF and SI terms always have opposite signs, and thus
the SI partially cancels the SIF contribution. However, here
the SI terms are relatively smaller, and thus they to a lesser
degree decrease the SIF contributions, as compared to the
results with no pairing. It is fairly difficult to pin down specific
reasons for the qualitative differences between the SI energies
obtained with and without pairing correlations. It could be that
the SI energies related to density dependence of the Skyrme
interaction (45) and those related to differences between the
pp and ph channels (68), partially cancel out.

Convergence of the QRPA polarization corrections as a
function of the angular momentum J of the QRPA phonons,
shown in Figs. 12 and 13, is much faster than that without
pairing; cf. Figs. 7 and 8. Here, the 2% channels clearly dom-
inate. This can be interpreted as the result of the quadrupole
collectivity being increased by the pairing correlations. In most
cases, channels with J > 4 can be safely neglected, with the
exception of the J = 2j, channels that slightly contribute to
the corrections of the m, = % quasiparticle states.

All results presented up to now pertain to single-reference
HF(B) and (Q)RPA calculations; that is, only one single
orbital, with a fixed projection m; or m,, was occupied and
was inducing polarization effects. As discussed previously,
this required symmetry breaking in the HF(B) solutions
and required coupling of (Q)RPA phonons to odd particles
in a symmetry-nonconserving way. However, a symmetry-
conserving (Q)RPA coupling [14] simply amounts to averag-
ing the results obtained for different values of m; or my; see
Egs. (A18). In Figs. 14-16, we present results for the averages
obtained in this way.
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FIG. 13. (Color online) Same as in Fig. 8, but for ''°Sn.
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corrections § Esir + Esi, Eqs. (A18), in tin isotopes.

Figures 14 and 15 summarize our results obtained for
the QRPA polarization effects in tin isotopes. We see that
the polarization corrections strongly depend on A. This is
mostly attributable to the fact that for the Skyrme EDF SLy5,
the quadrupole collectivity in tin isotopes varies with A and
peaks near A = 110, where the nuclei are softest against the
quadrupole deformation and the QRPA 2 phonons are lowest
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FIG. 15. (Color online) Same as in Fig. 14, but for the QRPA SIF
polarization corrections only.
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FIG. 16. (Color online) Average SI corrections Eg; (A18a) plot-
ted for quasiparticles closest to the Fermi level in open-shell tin
isotopes.

in energy and have the largest strength. At A = 110, values of
polarization corrections reach up to 0.6 MeV.

Note that when a given orbital crosses the Fermi level, its
plotted polarization correction jumps from negative to positive
values, which is the result of the plotting convention explained
in Egs. (81). In fact, the QRPA polarization corrections
to quasiparticle energies are always negative. For the SIF
contributions [cf. Egs. (76) and (A16)], this fact is obvious,
whereas for paired open-shell nuclei, smaller opposite-sign SI
contributions are unable to change this general rule.

In Fig. 16, for selected quasiparticles in open-shell tin iso-
topes, we show values of the average SI corrections Esy (A18a).
Solid lines connect values obtained for quasiparticles at the
Fermi level, and dashed and dotted lines pertain to those
just below and above the Fermi level, respectively. It is
interesting to see that for the quasiparticle at the Fermi level,
the SI corrections become fairly small, not exceeding 50 keV,
whereas away from the Fermi level they can be of the order
of 200 keV; see also Figs. 10 and 11. If this observation is
confirmed or derived in a systematic way, we can hope that
near ground states of odd open-shell nuclei, the effects of
SI energies might be small. This is important, because the
odd-even mass staggering, where masses of odd nuclei enter,
is routinely used to gauge the intensity of pairing correlations.

IV. CONCLUSIONS

In the present study, we investigated links between the
mean-field and polarization-correction approaches to masses
of odd nuclei. The former ones are rooted in the EDF methods
and strive to describe odd systems by blocking odd particle or
quasiparticle states. Energies of odd nuclei are then obtained by
minimization methods, in full analogy with those used in even
nuclei, and by employing the same EDFs. The latter ones are
based on the perturbative “diagonal” coupling between the odd
particle and vibrational phonons calculated in even systems.

Following the classic analyses presented in Refs. [28-31],
we derived links between these two classes of approaches
also in the case of density-dependent interactions and/or
paired systems. This allowed us to show limitations of
the polarization-correction methods as compared to the full
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“nondiagonal” PVC that is rooted in the many-body perturba-
tion theory.

We performed numerical analyses using the deformed
mean-field code HFODD (v2.52k) [46], which is able to
solve self-consistent equations in odd nuclei by breaking all
symmetries. The polarization corrections were independently
calculated using the spherical code HOSPHE [47], which has
the capability to solve efficiently the (Q)RPA equations. The
comparison of results allowed us to identify the reason of
discrepancies between the masses of odd nuclei calculated with
these two approaches, which turns out to be the self-interaction
energy, polluting the mean-field energies of odd nuclei. Our
derivations also allowed us to explicitly define and calculate
the self-interaction energies, which then can be subtracted from
the mean-field results leading to SIF masses.
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APPENDIX: SPHERICAL SYMMETRY

In this Appendix, we specify the final equations obtained
for the SI energy (66) and polarization correction (76) to the
case of spherical symmetry, for which the numerical analyses
of this work were performed. First we note that the use of
spherical symmetry does not mean that in the odd system the
spherical symmetry is conserved.

Indeed, in the even system, the quasiparticles move in the
spherical field and thus their wave functions are character-
ized by quantum numbers A = ny jam, that comprise the
principal quantum number n,, angular momentum j,, and
its projection m 5. Quasiparticles having different projections
m, are degenerate, and, therefore, any linear combination of
them can be used as the blocked orbital. In this work, we
make a simplifying assumption that the blocked quasiparticle
corresponds to a specific single value of the projection m ,.
The general case could have been treated equally easy, and at
the end of the Appendix we discuss the meaning of it.

An odd state, obtained by blocking a quasiparticle, becomes
necessarily deformed. In the calculations performed with the
deformed code HFODD, this is particularly well and explicitly
visible, as the self-consistent solutions obtained in odd systems
always acquire small but nonzero deformations. The aim of this
appendix is to show in which way the deformation, and the
dependence of final results on the values of m 5, appears in the
QRPA calculations that are performed in the spherical basis
and using the spherical code HOSPHE.
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We begin by specifying expressions for the density matrix
and pairing tensor of the blocked quasiparticle (58) to the case
of the spherical basis o = ng, jymy,

Ny JaMe, A jama * NBJBMBAAJAMA

pnnjnma,nﬂjﬂmﬁ -

*
+ U”ajama,ﬂ/\j/\m/\ Unﬁjﬂmﬂ npjama’ (Ala)
A _ * . .
Kng jama.ngjpmp = _Vnajama,nAjAmA Uny jsmp.nniama
*
+ Unajnma najama Vnﬂjﬂmﬁ nAjama’ (Alb)

where the spherically symmetric quasiparticle wave functions
read

— s, . JL
- 3/&]L8mamLU

ngnp’

(A2a)

UnajamuanijL

. . — (— 1)y . L
Vna}amquLJLmL - ( 1) “ na]a!LSmou_ml Vn nrp’

(A2b)
and U, and V,!,, are solutions of the HFB equation,
obtained for the quasiparticle state with quantum numbers
L = ny jpmy in the given j; block.

In a way similar to that for the angular-momentum-
projected deformed states [32], we can write the deformed

density matrix p® and pairing tensor x* as sums of those
projected on good angular momentum J and its projections on

the laboratory axis M and on the intrinsic axis K, p*/*¥ and
kMIME that is,
A _ AJKK
p”ntjamm”ﬁjﬂmﬂ - Z p”a.jamuv”ﬁjﬁWTﬁ’ (A3a)
py o AJKK (A3b)

Ny JaMa g JpMp Ny jaMe,ng jpmp’

JK

where only the M = K terms appear in the expansion [32].
Using the Wigner-Eckart theorem [50], one can always express

laboratory spherical-tensor matrices, p®/MX and /MK
corresponding to quantum numbers J M, as
A JMK _ 1 Cjamn (N el A,JKlln i)
pnaj,]m,, ngjgmpg /—Zjoz | JjpmpJ M aJallP BJBI>
(Ada)
A,t/MK ] — 1 ( 1)/3 Mﬂcjama
Na jalla Np jpmp V2. F1 Jps—mpI M
X ( Jullk ™% [Inp ). (Adb)

where the reduced matrix elements can be calculated as

(najothAJK | |n/3]ﬁ

2J +1 e
Z «/2]74‘ JﬂmﬁjK

X p"otjama ngjgmg’ (Asa)
. 2J +1 e
(na]a”K |I’l/3]5 n; m ]ﬁm,gJK
x (=1)Jstms (ASb)

N JaMa anﬂjﬁ»fmﬂ :
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Validity of expansions (A3) can now be explicitly verified
using summation properties of the Clebsh-Gordan coeffi-
cients [50].

At this point, we can use the fact that the spherical-basis
properties of mean fields are exactly the same as those of
densities; that is, Eqs. (A3)—(A5) hold equally well for p* and
k™ replaced by I'* and A™, respectively. Then, by summing
the Clebsh-Gordan coefficients again, traces in Eq. (66) can
be explicitly evaluated, which gives

1
Z 2J +1

N jantpjpd K

1
E =~

FA,JK A, J,—K

X ((na joll llnpjp) (e jullp llng.js)*
+ (e jal AN B lIng jg) (najallic™ X [Ing jg) ). (A6)
Similarly, we can evaluate the QRPA SIF polarization

correction of Eq. (76). Because the spherical QRPA amplitudes
X and Y can be labeled with the good quantum numbers J M,
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we have

* w, o, b
OESie = _411 Z Z | 2iv (W;‘\L'XLI;ZZJ‘F WZ\L/YLUJM)| ‘

JM w;>0

(A7)

From the Wigner-Eckart theorem, amplitudes X“/¥ and
Y /M read

w,JM _ 1 _ANjy—myp iLme
XnLijL,nL/erer - 2]L+l( 1) CjL/,—mL/JM

X (npjul| X |np ju), (A8)
w,JM _ 1 (_l)ijmLCjL.me
npjimp,ny jpmp T 2j. +1 Jumy M

x (npj 1Y |Ing ju). (A9)

Using the fact that the spherical-basis properties of quasi-
particle matrix W are the same as those of x* [see
Egs. (A3b), (A4b), and (A5b)], we can derive that

J

Yo el W™ Kl ) (e jul| X n o)

npjing jr

1 1 1

SEA . = ——y  — S

SIF 4%;(2J+1)2 ZO fiw,
wj>

2

— (=D j IWA K np jo ) (ap j 1Y Ing ju)) (A10)

Finally, we note that Eqs. (A3)—(A10) hold for an arbitrary blocked quasiparticle. However, when the reduced matrix elements
(AS5) are evaluated for a specific quasiparticle (A2) that has a fixed value of projection m », we obtain

20 +1 ioma

(najullp’®lIng jg) = Nl Toma 10870 in8p. inSx0[— (=1 VIS VIS U U], (Alla)
(Mg Ji ||KJK||n i) = ﬂ Jama sos s [(_1)ijA* Ua 4y VjA*] (A11b)
aJa BJBl = 2ja + 1 jamaJ0%ja,jn 9 jp,jn ©KO nana = ngna ngna Cngnal*

In this case, in Eqgs. (A6) and (A10) only the K = 0 terms contribute to the SI energy and SIF polarization correction,
respectively.

In any channel J, the results depend on m 4 only through the Clebsh-Gordan coefficient C
to define triple reduced matrix elements that do not depend on m 4,

Jama

imaJO" It is, therefore, advantageous

(el N1Bjg) = F(ma,)Skolejelllo™ 111BJs), (Al2a)
(el ™K N1Bjg) = F(ma, D)dkolecelll™111Bjs), (A12b)

for
F(mp.J) = N2T +1CP0" 0. (A13)

Then, using the triple reduced matrix elements, calculation of mean fields can be performed only once, and the results valid for
arbitrary values of m, can be reconstructed as

(e ITYK11Bjg) = Fma,J)Skoletju 1IN 111Bj5), (Al4a)
(e |AYTE|Bjg) = F(ma,J)Skolejull|A1118)5), (A14b)
(o WK1 Bjg) = F(ma,)Skoljul W 111Bjs). (Aldc)
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In terms of the triple reduced matrix elements, for fixed-m , quasiparticles, results (A6) and (A10) can be expressed through
contributions coming from different channels,

Eg ;= 3 Y (e daliT11ng ja) najalllo™ Wngja)* + (naia A [1ng ja) (najallle™ lIngja)*), - (A1S)

nghg

1 1
A . AT N O (s
SEgg ; = YT l)wz Ty E Unpjc WS ng jo) np jo | X ||ng jr)

_/>0 VLLjLnL/jL/

2

— (=D (e W™ g jo) (i j 1Y nw ju))| (A16)
whereupon they read
E§ =Y (Chme o) Ed (Al7a)
J
SEGp = Z (Cj::Z:JO)ZaEé\IF,J‘ (A17b)
J

We note that factors §, ;, 8, j, » which are present in Egs. (A11), allowed for reducing Eq. (A15) to terms with j, = jg = ja
only. However, fields (A14) are not restricted to j;, = j;- = ja and thus the QRPA SIF corrections (A16) must be summed up
over j; and jy .

From expressions (A17) we see that the polarization corrections calculated for orbitals with given values of m 5 are obtained by
folding the J-dependent (but m 5 -independent) contributions E é\l ;and §E é\IF, ; with simple Clebsh-Gordan coefficients. Values
of these coefficients thus dictate how strongly a given channel J contributes. Moreover, owing to the summation properties of
the Clebsh-Gordan coefficients, the average contributions read

1 1
Ez—§ EA=§—EA, Al8a
ST+ 1 - PV E (Al8a)
1 1
SEsp=———— Y 8ESp =) ———0Ed: . Al8b
SIF 2in 1 - SIF 27 4 10 0SIR ( )

J

As shown in this Appendix, by blocking quasiparticles that have fixed values of projections m 4, one obtains only the K = 0
terms in densities and fields; that is, deformations of odd systems are axial. It is also clear that by blocking quasiparticles with
mixed values of m 5, one would have obtained nonzero reduced matrix elements for nonzero values of K, and thus in odd systems,
nonaxial deformations would have appeared. Numerical results presented in this study indicate, however, that axial solutions

have systematically lower energies.
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