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Effect of pairing correlations on the isospin-mixing parameter in deformed N = Z even-even nuclei
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Within the particle-number conserving highly truncated diagonalization approach (amounting to a severely
truncated shell model built on self-consistent mean-field single-particle states), we investigate the isospin mixing
in the ground state of axially deformed even-even N = Z nuclei with A < 80. The Skyrme interaction in its
SIII parametrization is used to generate the self-consistent mean-field solution, whereas the effective residual
interaction is approximated by density-independent § interactions in the 7 = 0 and 7" = 1 isospin channels. In the
correlated ground state of the considered nuclei, the obtained values of the isospin-mixing parameter range from a
few tens of a percent to a couple of percents. The pairing correlations in both isospin channels are found to increase
a little the isospin-mixing parameter with respect to the Hartree-Fock value by two competing mechanisms. In
the 7" = O channel, isospin mixing is brought mostly by neutron-proton one-pair excitations, whereas in the
T = 1 channel it is essentially generated by the difference between neutron-neutron and proton-proton one-pair

excitations.
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I. INTRODUCTION

One of the most striking aspects of the structure of atomic
nuclei is the very small violation of the isospin invariance. This
is so even for heavy nuclei where the Coulomb interaction
is thought a priori to act in a nonperturbative manner. As
pointed out, for instance, in Ref. [1], this is attributable
to the weak variation of the symmetry-breaking Coulomb
field over the nuclear volume. It has also been suggested
from phenomenological and fundamental (at the level of
quarks having different masses) points of view that genuine
isospin nonconserving parts of the strong interaction should
be considered [2]. They should, however, be rather small as
compared to their conserving counterparts.

As a consequence, a nuclear ground state |¥) may be
thought as being composed of mostly a Ty = |T,| component,
where T, = (N — Z)/2, with a small Tp+ 1 admixture,
namely, omitting other degrees of freedom for simplicity,

W) ~colToTz) +ci|To+ 1 T2), ey

with |cg|?> + |c1|> = 1, all above kets being normalized. The
isospin-mixing parameter is then simply given by o = |c;|%.

Even though in most cases the isospin invariance may
be flatly assumed, there are phenomena where a specific
knowledge of the isospin mixing is needed. This is the case
whenever some observed transition or reaction would be
forbidden, should this invariance be exactly fulfilled.

It has also been noticed (see the seminal paper by
MacDonald [3], as well as Ref. [4] as an example of further
studies) that the amount of isospin mixing of the Tp and Ty + 1
isospin components in the ground state could be related with
RPA-like correlations associated with the isovector monopole
mode. Interesting cases where the isospin mixing has to be
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considered are also related with 8-decay properties (see, e.g.,
the review of Ref. [5]). Of particular importance in that
respect are the studies of superallowed 07 — 0T nuclear 8
decays in the context of the tests of the conserved-vector-
current hypothesis (see, e.g., Ref. [6]) through f¢-value
measurements. Hence, a specific determination of the effect
of the isospin mixing is required to correct the value yielded
by the crude isospin-multiplet approximation. This yields the
so-called §¢ correction term (see, e.g., Ref. [7]).

Before entering in a subsequent study into a detailed
assessment of the transition matrix element involved in such
particular decays, we consider it interesting to evaluate first
the actual importance of the isospin mixing, as measured, for
instance, by «. This is the subject of the present paper.

Presently available theoretical estimates of the isospin
mixing fall into three different categories.

(1) First, one has to quote the hydrodynamical approach
of Bohr, Damgard, and Mottelson [8], which consists
of quantifying the normal modes associated with the
polarization effect of the Coulomb field on a spheri-
cally symmetrical isovector density. In N = Z nuclei
this approach yields the probability o of the T =1
component, in sole addition to the dominating 7 =0
component, which is given by

o =3.5x10777224%3. )

It therefore amounts, for example, for the 40Ca nucleus
to about 0.16%. In nuclei having a neutron excess, o
(meaning now the probability of the |T,| + 1 compo-
nent over the dominating |7,| component) is estimated
to be equal to the value given by Eq. (2) divided by
|T,| + 1. This reduction, which is expressed in terms of
a factor being merely the square of a Clebsch-Gordan
coefficient, had been first advocated by Lane and
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Soper [9]. It yields, for example, for the “*Ca nucleus,
a value of « of about 0.04%.

The second class of approaches is based on shell-
model calculations. Their success is contingent, as
usual within such an approach, upon the relevance
of the matrix elements in use. For the description of
isospin mixing, an accurate determination of Coulomb
matrix elements is, of course, of paramount importance
(see, for instance, the discussion of Coulomb energy
differences in A = 47 and A = 49 mirror pairs [10]).
This constitutes an a priori necessary condition to
provide valuable answers to the question left open on
the real importance of isospin nonconserving forces as
studied, for example, to explain the isobaric multiplet
yrast energies in Ref. [11]. Other concerns are related
to a good description of radial single-particle wave
functions as in, for example, Ref. [12] to describe
asymmetry factors in parity-violating electron scatter-
ing. One definite difficulty of shell-model calculations
is attributable to the fact that they do not take into
account any core isospin mixing, except, of course, for
the no-core shell model calculations limited to very
light nuclei (see, for instance, Ref. [13]).

One might then be inclined to think that micro-
scopic calculations making use of phenomenological
nucleon-nucleon forces should be able to describe
the polarization effects of the Coulomb interaction,
at least at the mean-field level, in a satisfactory
way. Indeed, as opposed to shell-model calculations,
mean-field calculations are expected to provide rather
elaborate single-particle wave functions and they do not
rely on any inert-core approximation. However, apart
from possible consequences of well-known symmetry
violations inherent to the mean-field approximation
requiring isospin projection, as done by Caurier [14]
and Satula [15], they require as a next very important
step to account accurately for the correlations. This may
be done without serious problems for RPA-type corre-
lations, as performed, for instance, in Refs. [16,17]. In
Ref. [16], it is shown that the hydrodynamical ansatz of
Ref. [8] underestimates the isospin mixing by a factor
of 2 to 4 (see Fig. 3 of Ref. [16]).

(ii)

(iii)

Calculations within the RPA for the isovector monopole
mode of Ref. [4] provide upper limits for o, for example, about
1.45% in “°Ca as calculated with the Skyrme SIII effective
force [18]. It is important to note that the latter approaches do
not include pairing correlations. There are good practical rea-
sons for such an omission. The usual handling of pairing corre-
lations within a kind of Bogoliubov quasiparticle vacuum ap-
proximation as in the BCS or Hartree-Fock-Bogoliubov theory
is totally unfit for the isospin-mixing problem. Indeed, such an
ansatz yields spurious components in the particle numbers of
both charge states, giving rise, in turn, to a spurious mixing of
T, components. This invalidates a priori any attempt to extract
out of these solutions any meaningful 7 -mixing properties.

This is why we make use of the highly truncated diag-
onalization approach (HTDA), which can be interpreted as
a strongly truncated shell model built on a self-consistent

PHYSICAL REVIEW C 86, 034332 (2012)

Hartree-Fock-BCS solution [19-25]. Moreover, we focus on
the role of 7 =1 and T = 0 pairing correlations, leaving
for a future work the inclusion on an equal footing of
RPA correlations in the HTDA framework as in Ref. [24].
Because we are interested in the isospin-symmetry-breaking
mechanisms at the many-body level, we choose the SIII
parametrization of the Skyrme energy-density functional to
generate the self-consistent mean field as a representative
parametrization. To describe the pairing correlations we use
zero-range density-independent residual interactions in both
isospin channels. The use of more recent Skyrme parametriza-
tions or finite-range residual interactions would not alter the
generality of our conclusions.

In this paper we focus on even-even N = Z nuclei because
they exhibit stronger isospin mixing than other even-even
nuclei. Moreover, the Hartree-Fock approximation applied to
these nuclei does not spuriously break the isospin symmetry
in the absence of isospin nonconserving interactions (in our
work the Coulomb interaction only), as numerically checked
in Ref. [15]. For the mean-field approach to hold, we need
to restrict to rigid nuclei, that is, nuclei exhibiting a stiff
potential energy surface in the deformation space around
the ground-state minimum. To keep contact with available
experimental data, we limit ourselves to light- and medium-
mass nuclei (A < 80). Moreover, we consider only axially
symmetric ground-state shapes. According to the calculations
of Refs. [26,27], the nuclei to retain are thus 28Si, *3Cr,
%8Se (oblate and prolate solutions responsible for a shape
coexistence [28]), and 7°Sr.

In this work we study the mechanisms by which the 7 = 0
and T =1 pairing correlations bring isospin mixing into
the HTDA ground state of well-deformed N = Z even-even
nuclei. In addition, we test the quality of the usual approx-
imation (1) consisting of neglecting the 7 > 2 components
in the expansion of the nuclear ground state onto eigenstates
of the T2 operator and analyze the sensitivity of the isospin
admixture to the treatment of the Coulomb interaction.

The paper is organized as follows. In Sec. II we present the
HTDA formalism and the algebraic approach to isospin pro-
jection after variation to extract the isospin-mixing parameter.
We also discuss the properties of the approximate good-isospin
basis, made of the same eigenvectors of T2 as those obtained
in the limit where the Coulomb interaction is vanishing. Then
in Secs. III to V we present and discuss successively the
results about the isospin-mixing in the mean-field solutions
and the structure of the pair-correlated ground-state solutions
and their isospin mixing. Concluding remarks and perspectives
are given in Sec. VL.

II. THEORETICAL FRAMEWORK

A. The highly truncated diagonalization approach

In self-consistent mean-field-plus-pairing approaches mak-
ing use of a phenomenological density-dependent effective
interaction, such as the Skyrme-Hartree-Fock-BCS or the
Gogny-Hartree-Fock-Bogoliubov approximations, the ground
state is a quasiparticle vacuum taking the form of a linear
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combination of Slater determinants corresponding to different
particle numbers (for neutrons and protons). It is obtained by
a variational procedure leading to a self-consistent one-body
eigenvalue problem.

In contrast, the HTDA framework explicitly preserves
the particle-number symmetry through the expansion of the
ground state in a basis of Slater determinants corresponding
to the same number of neutrons and protons. The ground-state
solution is determined by diagonalizing the Hamiltonian in a
basis relevant to the type of correlations to be described (here
pairing correlations). In this way, the HTDA approach can
be viewed as a kind of intrinsic-state shell model. However,
instead of using an underlying harmonic-oscillator one-body
potential, we use the one-body potential issuing from a
Skyrme-Hartree-Fock-BCS calculation. We thus expect that,
owing to the self-consistency of the thus obtained mean-field
solution, the many-body basis can be chosen much smaller
than in the standard shell-model approach.

More precisely, the HTDA Hamiltonian is a phenomeno-
logical effective Hamiltonian based on the following steps.
We begin with a Hamiltonian written as the sum of the kinetic
energy K, the nuclear interaction VN » (assumed here to be a
two-body operator), and the Coulomb interaction Vc (between
pointlike protons):

H=K+ Vyy+ Vc. 3)

The total interaction between the nucleons, VNN + VC, is
denoted by V. Then we consider an attractive one-body
potential U, obtained in this work by a Skyrme-Hartree-Fock-
BCS calculation, and the associated one-body Hamiltonian I:IQ
defined by

Hy=K+U, 4)

whose single-particle eigenstates |k), corresponding to the
eigenvalues e, are assumed to form an orthonormal basis
of the one-body space (including position, spin, and isospin
degrees of freedom). The lowest eigenstate of H is a
quasiparticle vacuum of particle-hole type, in other words, a
Slater determinant, denoted by |®g). In the following this state
is called merely quasivacuum and serves as a reference state
in the definition of all normal products. We can express the
Hamiltonian A as the sum of a one-body Hamiltonian, which
we refer to as the independent quasiparticle Hamiltonian I:qup,
a residual-interaction operator Vs and a constant depending
on [®y),

H = Higy + Vies + (®o| H| D). 5)

The independent quasiparticle Hamiltonian I:qup is the normal-
product form of I:IO,

Higp = Ho : = Ho — (®o| Ho| ®o). 6)

In the single-particle basis associated with ﬁo, ﬁiqp takes, in
second quantization, the form

Hiqp = €r - apag ., (7)
k

where the operator a Z creates a nucleon in a state |k) whose

isospin is implicitly specified in the label k, whereas ay
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annihilates a nucleon in the state |k). The residual interaction
Vies 18 defined by

Vm=:\7:+:7—0:, (8)

where V denotes the one-body reduction of V for |®)
and V =:V :4: V:H(d|V|Do) accordlng to the Wick
theorem apphed to the two-body operator V, so that : V : =
V —V + (®p| V| D). Because the potential U comes from a
Hartree-Fock-BCS calculation, it is expected to slightly differ
from V when the solution to the BCS equations corresponds
to nonvanishing pairing gaps. In the HTDA framework we ne-
glect the contribution: V — U : to the residual interaction Ves.

A proper account of pairing correlations beyond |®g)
requires one to use in \Zes a nucleon-nucleon interaction
Vyn having satisfactory particle-particle matrix elements.
Very few Skyrme parametrizations provide a good description
of mean-field and pairing properties simultaneously. Those
that do (such as, e.g., the SkP parametrization [29]) are
unfortunately not fitted to reproduce pairing properties in
N = Z nuclei. Therefore, we resort to replacing the nuclear
two-body interaction VN N 1n Vres with a contact interaction in
the form of a density-independent § interaction V. The nuclear
part V N.res Of the residual interaction is thus written as

VNN,res =~ ‘78 . (9)

In this way, the expectation value of VN N.res in the quasivacuum
|®y) vanishes.

Then one has to ensure that the § interaction acts on states
of well-defined spin and isospin. One therefore writes V; in
the form

Vs = V=0 4y =D, (10)
with [22]
Vit = vy 8(ry — ) Mg M7, (11)

where I1g (IT7) is the spin (isospin) projection operator
in the two-body subspace of the Fock space. Because of
the space-symmetric character of the § interaction, specific
combinations of ITg and T operators are imposed when
acting on an antisymmetrized two-body state, namely (S = 0,
T =1)and (S =1, T = 0). The strength of Vsinthe T =0
channel is usually expressed as a fraction x of the strength in
the 7 = 1 channel,

Ve =0 = x =N, (12)
The calculation of the two-body matrix elements of Vj is
presented in Appendix A.

In practical HTDA applications, as in any shell-model
calculation, the many-body basis in which the Hamiltonian
is diagonalized has to be truncated. Here we consider a
model space including single-pair (SP), double-pair (DP), and
triple-pair (TP) excitations—with respect to the quasivacuum
|®o)—whose particle-hole excitation energy does not exceed
a given cutoff energy E.,. We choose E. as three times
the empirical intershell energy hw(A) = 41 A~'3 (in MeV).
Because the correlations considered in this work are of pairing
type in both T =1 and T = 0 channels, all combinations of
nn, np, and pp pairs in the excited configurations are taken
into account.
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B. Treatment of the Coulomb interaction

As mentioned at the beginning of the previous section, the
finite size of nucleons is not taken into account in the present
work. Therefore, the Coulomb interaction VC acts between
pointlike protons only. Moreover, given the partitioning (5)
of the Hamiltonian A , it contributes to the mean-field channel
through a term U¢ in the one-body potential U as well as to the
residual interaction Vres through a term Vc,res approximated by

13)

because we consistently neglect the term : Ve — Uc : in
Eq. (8). Therefore, the residual interaction used in this work
can be written as

Veres @ Ve o,

Vres ~: Vé + VC (14)

For an accurate description of isospin mixing, we evaluate
U¢ exactly instead of using the Slater approximation [30]. To
do so, we calculate the two-body matrix elements of VC in
the axially deformed harmonic-oscillator basis as discussed in
Refs. [31,32] and recalled in Appendix B to keep this paper
self-contained. These matrix elements are also used to evaluate
exactly : V¢ : in the many-body basis.

C. Approximate isospin distribution

From a general point of view, any many-body state |¥) of
a (N, Z) nucleus can be expanded on good-isospin states,

To+n
Z Za;@g TT,), (15)
T=Ty

where £ denotes all degrees of freedom other than isospin,
T.=(N —Z)/2,A = N + Z,and n is the number of T values
beyond T that are included. The maximal 7 value T = A/2
results from angular-momentum coupling rules. However, this
expansion is known to rapidly converge with T for the ground
state of an even-N—even-Z nucleus and can be truncated at
Ty +n < A/2. The resulting isospin probability distribution
of |W) is thus defined by

PO =Y [ (h<T<Ty+n)  (16)
3
and is the solution to the linear system of equations

To+n

(W|w) = > PyUT), (17)
T=Ty
To+n

(T2 w) = 3 7T+ 1) PYUD), (18)
T=Tp
To+n

(WITw) = > 7T+ 1)? PYUT), (19)
T=T,
To+n

(WIT>|w)y = Y 7T + 1" PYUT). (20)
T=T
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Setting 7; = (Ty + i)(Tp + i + 1) for i ranging from O to n,
one can bring this system to the matrix form:

11 1 -1 PY(To)
To 71 T2 - Ty Pézn)(TO + l)
ot ot e T Pé,">(To+2)
o ouono o 5 \PP(T 40
Y
(W W)
(VT2 | W)
(V[T W) 1)
(W12 W)

One can recognize a Vandermonde linear system of ordern + 1
with a nonvanishing determinant

det V=[] @—-m. (22)

0<i<j<n

The Vandermonde matrix V can be analytically inverted to
yield the following expression of the isospin distribution [33]:

PYUT) = 8rg, + Y T4 Toj(To),

(23)
j=1
with
1-,(n) — (_)i+j Op— j(TOa e T Tl v - - ’Tn) (24)
ij n )
Hk 0(751 %) Hk=i+1(fk - 1)
and
To(T) = (W|T*|W) =TT +1)*, keN. (25)

In the coefficients I‘l("), or( Xy, X2,...,Xy) is the ele-

mentary symmetric polynomial of degree k whose general

expression is
o(X1,.... Xn) =

2

1< <o SNV

Xn]an .. Xn

k

and satisfying the identity (for any parameter 1)

N N
[]o-=x0 =Y (=3 FoX1. ... . X

The isospin-mixing parameter for a nuclear state having a
dominant isospin contribution 7} is defined by
a=1-—PU(T). (26)

In the ground state of even-even N = Z nuclei (i.e., T, = Ty =
0) we thus have forn =1

@7
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that is the well-known expression o = % (W] T f+ |W), and for
n = 2 we obtain

a =2t w) — L (wtw). (28)

The calculation of the matrix elements of the T* operator is
presented in detail in Appendix C.

D. Approximate good-isospin basis

To analyze the isospin content of the pair-correlated ground
state of an even-even N = Z nucleus, the relevant many-body
basis is built from the above-described Slater-determinant
basis using a (real) unitary transformation which corresponds
to the diagonalization of T? in the space spanned by the
many-body basis in the limit where the Coulomb interaction
is switched off. In this limit the Slater-determinant many-body
basis can be partitioned in subsets of pair excitations of given
orders that are separately invariant under T2.

In each category mentioned above, an additional parti-
tioning of the many-body basis is possible to obtain small
groups (called cluster in the following) which are individually
invariant under T2. This partitioning comes from a general
mechanism. Let us illustrate it within the subset of SP
configurations.

A single-particle excitation involves one hole level and one
particle level (fourfold degenerate because of the time-reversal
and isospin symmetries). For a given hole level ¢ and a given
particle level A, four different SP excitations can occur, one
nn-pair, one pp-pair, and two np-pair excitations. Such a set
of levels thus defines a cluster of four many-body states. Let
us call £ (1) the time-reversal conjugate state of £ (1), ni ( pi)
the creation operator of a neutron (proton) in the state |1), and
ny (pe) the annihilation operator of a neutron (proton) in the
state |£). With this notation, the like-nucleon pair excitations
are defined, for a given cluster, by

|®20) = nlnln_n,|®p), (29)

|P02) = pipipp,|®o), (30)
whereas the two possible np pair excitations are

|®11) = n) plpon,|®p), (31)

|@1y) = n) pLpn|®y). (32)

The time-reversal symmetric expressions of the np pair
excitations are

~ 1 —
|Pn) = —=(1P1) + [Pn), (33)

-5

I®’11)=E(I©’”)+I@’n))- (34

Such a cluster is decoupled, according to Tz, from the other
clusters defined by different sets of hole and particle levels (let
us say m and p with m # £ or i # A or both). All clusters are
composed by the same type of SP excitations described above.

Thus, one can diagonalize the T2 operator applying the
same unitary transformation for each cluster whatever the size
of the many-body basis. In terms of the proton-proton pair
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TABLE I. Description of the possible classes of clusters within
the DP-type excitations.

No. of levels . Isospin

_ Size of

(Hole, Particle) clusters T value Degeneracy

(1, D 1 0 1

(1,2) 0 2

or 4 1 1

2,1 2 1
0 10
1 12

(2,2) 38 2 12
3 3
4 1

excitation |®g;), neutron-neutron pair excitation |®,g), and
time-reversed _symmetrized neutron-proton pair excitations
|®;;) and |®’y;) created on the quasivacuum |®Pg), the
eigenstates of T2 are given, for a given cluster, by

1 ~ ~

[Wor) = E(|q’11)+|¢/11>), (35)
1 1 ~ ~

[Woo) = ﬁ(@oz) + |®@20)) + %(@11) —|®'11),  (36)
1

W) = E(@oz) — | ®20)), 37
1 1 ~ ~

W) = —=(|Pn2) + [P20)) — —=(P11) — [P'11). (38)

V6 V3

The same idea exposed here for the SP excitation can
be applied for the DPs and TPs but with a new aspect that
generalizes what we have seen up to now.

Indeed, the number of levels (hole and particle) involved
in a DP or a TP excitation is not unique. One has various
classes of clusters according to the number of levels involved
in a given cluster of excitations. The case of DP excitations is
presented as an example in Table I. The possible classes of DP
excitations with the corresponding value of the isospin 7' are
listed in this table. A similar, but necessarily more complex
table can be drawn for TP excitations.

In the presence of the Coulomb interaction, of much
smaller strength (and longer range) than the nuclear force,
the states (35)—(38) are generally expected to remain to a
good approximation eigenstates of T2 and the diagonal matrix
elements of T? in these states to only slightly differ from the
integer values T'(T + 1). For this reason we call them guasi-
eigenstates of T2 associated with the nearest corresponding
integer value of T. The same holds in the subsets of states
beyond one-pair excitations but the expressions of the quasi-
eigenstates become less transparent and are not given here.
Altogether they form an approximate good-isospin basis.

The approximate eigenstate character for T2 of the states
of this basis constitutes what we call the decoupled-cluster
approximation (DCA), an approximation checked numerically
in Sec. V B below.

For practical calculations of the isospin admixtures in the
dominantly 7 = O correlated ground state of an even-even
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N = Z nucleus, the DCA has an important consequence,
which will become obvious when writing the pair-correlated
ground-state solution |\W) as

V) = a, Do) + [Wsp) + [Wpp) + [Wrp), (39)

where |Wsp), |Wpp), and |\Wrp) contain, respectively, all the SP,
DP, and TP pair excitations. For each category of multiple-pair
excitations generically noted MP, we can then decompose the
corresponding contribution |Wyp) to |¥) into the clusters k
of approximate good-isospin basis states |\IJI(VII<1)J r;) (where i
labels the different quasi-eigenstates associated with the same
isospin 7T') in the following way:

[Wmp) = Z al(\fli),T,iNllE/lkl)),T,i)’
k,T,i

(40)

where the normalized state |"IJ1(\51(%’,TJ> is an approximate
eigenstate of T2 such that

(0 (k) ~ 3 ® (k)
T2|‘"IJMP,T,1'> ~ )‘MP,T,i |‘I'MP,T,5)’ 41)
with A;’,‘&,,T’i ~ T(T + 1). It then follows that each subset MP
of pair excitations of a given order is approximately globally
invariant under the action of the T2 operator. Furthermore, the
expectation value of the T? operator in the state | Wyp) can be
approximated by a sum of diagonal matrix elements only,
5 k 2.k

(W12 Wpp) ~ Z |al(v1;’,T,i‘ )“;/I)P.T,i- 42)

k,T.i

The isospin-mixing parameter of |W) can be split into the
contribution ¢ of the quasivacuum |®() and a contribution
Ceorr from the pairing correlations

o =0yt Ccorr» (43)

As derived in Appendix D, the latter contribution takes the
following form in the DCA

Ceorr = )_ Cnp, (44)
MP

where the contribution Cyp from the MP excitations is
defined by

Cwmp = Z lawp, 7. 1* (P, (0) — Punp.7,i(0)).

T,i

(45)

Separating out the 7 = 0 terms and introducing the isospin-
mixing parameter ompo; = 1 — Pwp,,;(0) of the quasi-
eigenstate |Wyp 0,;), we can write the contribution to « from
the MP excitations as

Cwp = Z lamp 0. 1*(@mp,0.i — o)
+ Y lave.r.i*(Po,(0) — Pup7.i(0).  (46)
T>1,i

Whereas the second term of Cyp in Eq. (46) is always positive,
the first term can be negative if some states |Wyp o ;) contain
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a smaller isospin mixing than |®¢). Therefore, Cyp is not
necessarily positive.

Equation (46) reveals the two competing mechanisms by
which the pairing correlations bring isospin impurity in the
state V). A combination |Wyp 1 ;) of MP excitations alters
the isospin mixing with respect to that of |®g) when the
product of its weight |ayp,.7.;|> by the probability difference
APyp,71,i(0) = Po,(0) — Pwp,7,/(0) is large in absolute value.
This condition distinguishes two categories of states which can
contribute to the value of «: Those corresponding to 7 = 0 and
contributing to the first term of Cyp and those corresponding
to other values of 7" which contribute to the second term of
Cwmp. On the one hand, the contributing states |Wyp o ;), Which
are characterized by a small value of |onp,o; — @pl, are those
appearing with a large weight in the correlated state |¥). On
the other hand, the states |Wvp 7;) with T > 1, for which
A Pyp,7,;(0) is close to 1, can play a role in the isospin mixing
of |W) provided their weight |ayp,7;|? is at least of the order
of a typical value of |ompo; — apl, which is a rather small
quantity. We can thus expect that the major contribution to
«a will be brought by the SP quasi-eigenstates with 7 = 0
and T = 1.

III. ISOSPIN MIXING IN THE MEAN-FIELD SOLUTIONS

A. Conditions of the calculations

As mentioned above, our study is devoted to even-even
N = Z nuclei whose ground-state shapes calculated in the
HF + BCS approach are axially symmetric. Between A = 20
and A = 100 only five nuclei satisfy these conditions (re-
gardless of the Skyrme parametrization used): 28Si (oblate
ground state), *Cr (prolate ground state), ®3Se (oblate and
prolate minima), and 768 (prolate ground state). At this first
stage, the one-body effect of pairing correlations is taken
into account in the BCS approximation so as to generate a
single-particle spectrum as realistic as possible. As mentioned
in Sec. II B, the exchange Coulomb potential is treated exactly
in the HF + BCS calculations. In these calculations the SIII
parametrization [18] of the Skyrme force is used and the
single-particle wave functions are expanded in the axially
deformed harmonic oscillator basis including 11 oscillator
major shells (Ny = 10 in the notation of Ref. [34]). The
oscillator parameters w, and @, are optimized for each nucleus
using the Slater approximation to the exchange Coulomb
potential because this adjustment is not significantly sensitive
to the treatment of the exchange Coulomb potential. The
BCS equations are self-consistently solved in a single-particle
window going from the lowest-energy state up to 6 MeV
above the Fermi level. To do so we use the seniority force of
Ref. [23] whose strengths are defined by g, = G,/(11 4+ N,),
where N, ={N,Z} and G, = —17.7 MeV. This force is
supplemented by a smooth cutoff characterized by the width
parameter © = 0.2 MeV in the notation of Ref. [23].

B. Calculation of the isospin-mixing parameter

In Fig. 1 we display the variation of the isospin-mixing
parameter of the quasivacuum Slater determinant | ®()—called
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FIG. 1. Isospin-mixing parameter « in the particle-hole quasi-
vacuum |®y) for deformed even-even nuclei along the N = Z line as
a function of Z. The prediction of Bohr and Mottelson [1] is plotted
in a dotted line for comparison.

mean-field solution—as a function of Z for the above four
deformed even-even N = Z nuclei (including both local
minima in %8 Se). They follow the Bohr and Mottelson Z8/3
trend of Eq. (2) but with a coefficient 2.6 times larger
(see Introduction and Ref. [16]).

We have tested the role of the treatment of the exchange
Coulomb potential in the mean-field solution by performing
calculations of the isospin-mixing parameter in |®g) for the
five considered solutions. As can be deduced from Table II the
relative error is very small and does not exceed 3.5%.

It can be easily shown that the isospin mixing parameter in
the quasivacuum |®y) of a N = Z nucleus can be expressed
as

n
ap ==Y Ty (@o| T/ T/ |y). (47)
j=1

One finds that each of the expectation values in Eq. (47)
depends only on partial overlaps of spin-space wave functions
of the occupied neutron and proton states in |®(). Let us show

TABLE II. Isospin-mixing parameter ¢ (expressed in %) in the
particle-hole quasivacuum | ®,) with the exchange Coulomb potential
treated exactly and in the Slater approximation.

Nucleus o

Exact Slater
28Si (oblate) 0.235 0.239
“Cr (prolate) 0.784 0.785
%8Se (oblate) 1.880 1.815
%Se (prolate) 1.673 1.635
76Sr (prolate) 2.255 2.227

PHYSICAL REVIEW C 86, 034332 (2012)
this, as an example, for the lowest order (i.e., n = 1),

AP T_Ty|®y) 1
QR — A~

5 S(Z2- 2 wm |, @8

v,mE€|Pg)

where v and 7 denote the neutron and proton states occupied
in |®g) and ((v|mr)) their spin-space overlap.

The remarkably weak difference between the values of
o listed in Table II seems to indicate that the different
treatments of Coulomb terms (namely exact versus Slater
approximation) induce a very small difference in the overlap
of neutron and proton states. From this a very small difference
between neutron and proton spin-space wave functions in both
treatments can be inferred.

However, in a previous paper [32] (see also the references
quoted therein) we have shown that the treatment of the
Coulomb exchange potential at the mean-field level is of
noticeable consequence on the proton single-particle energies.
Even if this effect does not imply a difference in the isospin-
mixing parameter o for |®), it will be very important, as we
see in Sec. V C, when we treat pairing correlations within the
HTDA approach.

IV. STRUCTURE OF THE PAIR-CORRELATED
GROUND STATES

To interpret the results of isospin-mixing calculations
presented in the next section, in particular the role of
pairing correlations, we need first to study the structure of
the pair-correlated ground states calculated in the HTDA
framework.

As is well known, in HF 4+ BCS or HTDA pairing calcu-
lations in even-even nuclei away from the N = Z line, the
ground state is dominated by the HF solution and T, = +1
(nn and pp) pair excitations of a relatively low order. In
the studied N = Z nuclei we expect, in contrast, the np-
pair excitations to play an important role in the correlated
GS wave function. This is why our residual interaction
includes the neutron-proton contribution in the 7 = 0 channel
(characterized by the strength parameter VO(T:O) of V) in
addition to the full 7 = 1 channel (i.e., including the 7, = 0
component) with the strength parameter VO(T:]).

A. Convergence of the correlated wave functions

First, we investigate the convergence of the GS wave
function as a function of the maximum pair-excitation order in
three different truncation schemes: SP excited configurations
beyond the quasivacuum (noted |®y) 4+ SP), SP and DP
excitations (noted |®() + SP + DP), and all pair excitations
up to three pairs (noted |®g) + SP 4+ DP + TP). In Fig. 2, the
weights of the quasivacuum a%, SP excitations (Wsp|Wsp) and
DP excitations {(Wpp|Wpp), obtained in the three truncation
schemes, are displayed as functions of VO(T:D (left column)
and, for a fixed value of VO(T:” = —200MeV fm?, as functions
of x (right column) in the representative *3Cr nucleus. As can
be seen the contribution of the SP configurations to the GS
wave function is very well converged in the |®y) + SP + DP

034332-7



LE BLOAS, BONNEAU, QUENTIN, BARTEL, AND STROTTMAN

100
90
80
S
=)
©
60 SP+|®g) —
50 DP+SP+|®g) O
TP+DP+SP+|®g) e
40
50
SP+|dg) —
40 DP+SP+|®g) O
_ TP+DP+SP+[0g) o
)
o 30
(%]
k)
o 20
=
K=
)
= 10
0 0
1 50
DP+SP+dg) O
TP+DP+SP+[, V=" = -200 MeV fm®
8 0 ® 401 Vo
S
an 6 30
a
k]
o 4 20
=
K=y
2 2 10
0 0
100 200 300 400 500 0 0.5 1 1.5 2

V=) MeV fm®] x = V=0 /(="

FIG. 2. Convergence of the ground-state structure as a function
of the number of pair-excitations in the “Cr nucleus. The weights
of the components of the correlated wave function (up to the DP
excitations) are plotted as a function of VO(T=1) (left panels) and as a
function of x (right panels) for V' =" = —200 MeV fm’.

truncation scheme for all considered values of VO(T:D and
for all values of x in the (physically most relevant) range
0 < x < 1.25. In this truncation scheme, the weight of DP
excitations is converged to within about 1% for all considered
values of VO(T:U andintherange 0 < x < 1. However, the role
of TP excitations ceases to be negligible for x = 1.25. Because
these configurations can be included at a reasonable price
in computation time, we choose the |®y) + SP 4+ DP + TP
truncation scheme in all subsequent calculations.

B. Structure of the correlated wave functions
in the particle-hole excitation basis

In Fig. 3 we show for all the nuclei under study the variation
of the weights of SP, DP, and TP excitations in the correlated
ground state as functions of |VO(T:1)| (left column) and as
functions of x for VO(T:D = —300 MeV fm? (right column).
As an overall trend we observe that the SP, DP, and TP

o . . . (T=1)
contributions are increasing functions of |V | and x as
expected. For x = 0, the TP contribution is negligible over
the considered range of VO(T:” in all the studied nuclei, and
the weight of DP excitations is about one order of magnitude
smaller than the SP contribution. This hierarchy among the MP
configurations is preserved as a function of x up to x ~ 0.75.
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FIG. 3. Contributions of the quasivacuum (thick solid lines), SP
(thin solid lines with open circles), DP (thin solid lines with solid
triangles), and TP (thin solid lines with open squares) excitations to
the correlated ground state for the four selected N = Z deformed
even-even nuclei [22Si, “*Cr, %8Se (oblate and prolate solutions), and
76Sr from top to bottom], as functions of |V0(T:1)| (left panels) and as
functions of x for VO(Tzl) = —300 MeV fm? (right panels).

For larger values of x, the contribution of SP excitations tends
to saturate and decrease in conjunction with a sharp rise of
the DP contribution. The TP contribution are also negligible
over the considered range of x except for the “Cr where these
excitations start to play a sizable role for x > 1.
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C. Structure of the correlated wave functions
in the approximate good-isospin basis

Before turning to the isospin mixing in the correlated
ground state |\W), let us analyze the structure of |W) in the
approximate good-isospin basis, Br, spanned by the states
|Wmp,7.i), as a function of the strengths VO(T) . Because the
isospin symmetry is weakly broken in nuclear states, we
expect the ground state |\V) of an even-even N = Z nucleus
to have an isospin content easier to analyze in the Br basis
than in the basis spanned by |®y) and its MP excitations.
We postpone to the next section the test of the DCA which
will establish the approximate good-isospin character of the
Br basis.

As discussed above, the pairing correlations are driven
by the SP configurations as long as the 7 =0 channel
does not dominate over the 7 =1 channel, even though
the DP excitations are essential to obtain the correct weight
of SP excitations. We thus focus on the SP subset of the
Br basis. Figure 4 presents the total weights of the four
different types of SP states defined by Eqgs. (35) to (38)
for the representative “Cr nucleus. As clearly shown by the
logarithmic scale, the SP excitations are, in the absence of the
T = 0 residual interaction, largely dominated by the |\I!(()’;) )
states. Interestingly, one observes that the contribution from
T = 1 quasi-eigenstates of T2 is about one order of magnitude
larger than the contribution from |\Il(k)) states. Whenthe T = 0
channel is included, one progressively evolves from a regime
driven by the |\IJ(()]§)) states (x < 1 region) to a regime where
the |w{!
weight of the |\Ilfk)) states generally drops when x becomes
V(T D V(T=0)

0 £

) states dominate (x > 1 region). Moreover, the total

close to 1. Over the considered ranges of and

the |\If§k)) states contribute so little that their total weight is not
visible even on the logarithmic scale of Fig. 4.

The variations of these weights with the two channels of
the residual interaction can be qualitatively understood from
a perturbative argument. Let us expand the SP component
of the correlated ground-state solution |W) to first order of
many-body perturbation theory (MBPT) in Vi around the
quasivacuum |®g). The resulting correction |[6Wgp) can be
written as

PHYSICAL REVIEW C 86, 034332 (2012)

where the un-normalized contribution |8\Il ) from the cluster

k is given by

1 [[(14+er 14w
(k) (k)
i) =)+ = | (5 5 ) 0 o
I e+
\Ij(k) _ \IJ(k)
x [wg) ﬁl_gz“’ v
1 8(5"[‘)\,) (k)
+%|:(1——82 - ul)xl —2u0x0]|lD2 ) (50)

The dimensionless quantities €, A, (7, and xp (with 7 =0
or 1) appearing in Eq. (50) depend on the cluster label k.
However, to simplify the notation we do not carry this index
along. These quantities are defined by

Ae(k) — Ae®
(k) T Al Gh
_ <<I>;’8|Vms|d>o + (D] Vres| Do) 52

(k) + Ae(k)
A = < (k)|Vres|(DO < (k)|Vres|(bO 53
- xl(Ae(k) + Ae(k)) ' 3

(B | Vre| Do) + (B | Vres | B0

0= ‘ - , (54)
«/E(Ae;k) + Ae(k))
(k)
(B[ VE=1o) — (&) [ViL=01@0) 55
o= «/_xo(Ae(k) + Ae(k)) '
L T= D|d &P yr= D
wi :ﬁ( ll‘ res ) ( ll| res ) _1’ (56)

X1 (Ae(pk) + Ae(k))

where Ael®) (Aeg)k)) is the difference between the energies of
the particle and hole levels for neutrons (protons). These six
quantities vanish in the limit of exact isospin symmetry. The
T = 1 channel of V. is the only one contributing to x; and
A, whereas only the 7' = 0 channel contributes to xy. Because
both channels can contribute to the dlfference (CD 1l Vies |Dg) —
(CI> 1 1|Vm|CI>0) a superscript is added to Vi to specify the
isospin channel.

Because the isospin symmetry is weakly broken, all the
quantities A, &, and p7 are very small in each SP cluster.
Therefore, the hierarchy of the terms contributing to the
total weight of SP excitations, observed in Fig. 4, emerges

vi=" = -300 MeV fm®

FIG. 4. Weights of SP quasi-eigenstates of
T2 in the |Wsp) contribution to the HTDA
solution |W) as functions of |V0(T=l)| (left panel)
and as functions of x (right panel). Solid squares,
circles, triangles, and diamonds correspond to
the sums over clusters of the weights of |‘Jl((,‘1')>,
|\ll(k) ), |\IJ§k)), and |\IJ§k)) states, respectively. The
latter contribution is not visible with the chosen
scales.

k
8 Wsp) = > [5W¢ V), (49)
k
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from Eq. (50). By decreasing order of importance, the 7 = 1
channel, governed by the dimensionless strength x;, populates

essentially the |\IJ(()§)) quasi-eigenstates, then the |\I/§k)) terms
(proportional to ) and with a negligible contribution the |\Il§k))

terms (proportional to £2). The |\IJ(()II)) contribution does not
appear in the 7 = 1 channel at order 1 of the MBPT. On the
contrary, the T = 0 channel strongly favors the |\Il(()’j)) states
and to a much lesser extent the other quasi-eigenstates. The
|\Ilik) ) states do not, in particular, contribute to | W) at first order

of MBPT in the presence of the 7 = 0 channel alone.

V. ISOSPIN MIXING IN THE CORRELATED
GROUND STATES

We now calculate the isospin-mixing parameter « in the
correlated ground-state solutions of the previous section.

A. Role of the T = 2 component

First we investigate the influence of the truncation order
n introduced in Sec. IIC by comparing the isospin-mixing
parameters given by Eq. (27) when truncating at n = 1 and by
Eq. (28) when the truncation order is n = 2.

The relative deviation between the different evaluations
of the isospin-mixing parameter is driven by the relative

R it N it

15 2

x = V=0 v{I=1

contribution of the T = 2 component to a"=2):

PY(T =2)
Ol(” =2)

a(n:Z) _ a(n:l)

) (57)

The ratio P (T = 2)/a"=? is displayed for each nucleus
in Fig. 5. As expected, this quantity is very small, one or two
orders of magnitude smaller than the P\f)( 1) contribution. This
holds for all studied nuclei and regardless of the strength of
the residual interaction in each isospin channel. The relative
contribution of P\f)(Z) to the isospin admixture increases with
Z but never exceeds 1% in the considered nuclei. In the
following, we therefore neglect the 7 = 2 contribution to o
which is then calculated from the expectation value of T2 only
according to Eq. (27).

B. Contribution of pairing correlations to «

Let us now discuss the amount of isospin mixing brought
by the T =1 and T = 0 pairing correlations. In Fig. 6 the
relative contribution to « from correlations, namely Ceo/0r =
(¢ — )/, is plotted for the five studied HTDA solutions
as a function of |V0(T:])| (left column) for x =0 and as a

function of x for the typical strength VO(T:U = —300 MeV fm?
(right column). Manifestly, the response of the isospin-mixing
parameter to the residual interaction strongly depends on the
isospin channel. Whereas C.q /o increases significantly with
|V(§T:l)| for all HTDA ground-state solutions, it varies with a

28gj

| |

25+ 25¢ 4o o .. . .
6850 (p) 4 FIG. 6. Variation of the correlation contri-
< 20f 20[ Gasc; () bution to the isospin-mixing parameter (cal-
= a Sr ¢ culated without the 7" =2 component) with

5 V{=" = -300 MeV fm® (T=1) . .
S 15} 151 70 the strength V) of the residual inter-
’55 action in the 7 =1 channel (left panel)
5 10¢ 109 and with x (right panel) for the four se-
- s 5l ] lected N = Z deformed even-even nuclei [24Si,
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much smaller amplitude as a function of VO(T:O) and depends
significantly on the considered nucleus.

To explain in simple terms the behavior of o with the
strength of the residual interaction, we need to rely on the
DCA presented in Sec. IID. Let us first assess the quality of
this approximation.

Figure 7 presents the analysis of the isospin-mixing param-
eter in the framework of the DCA with SP and DP contributions
for two typical examples, the 28Si ground state and the prolate
solution of the ®®Se nucleus. The left column shows the
variations of the SP and DP contributions to C,,, as functions
of | V(;T:l) | and the right column corresponds to their variations
with x. The roles of TP configurations and cross terms beyond
the DCA appear, by definition, as the difference between the
value of C.o (represented by the open circles) and the DCA
value up to DP excitations Csp + Cpp (shown by the thick solid
line). The latter value is referred to as the DCA(SP + DP)
value in the following. Overall, in the considered ranges
of T =1 and T = O strengths, the SP contribution largely
dominates and the terms beyond DCA(SP + DP) are negligible
for all the HTDA solutions (with one exception in the prolate
solution of %Se for x > 1). More precisely, an excellent
agreement between the full o value and the DCA(SP + DP)
approximation is systematically obtained for all considered
nuclei in the absence of T = 0 pairing correlations. This shows
at the same time that the TP excitations and the cross terms
play a negligible role. As a result, matrix elements of the
forms (o[ T*Wsp), (Ysp|T*|Wpp), and (Wpp| T2 Wrp) can be
neglected. Because they depend only on the single-particle
states associated with the quasivacuum |®), the cross terms
are also negligible in the presence of 7' = 0 pairing. This
validates the DCA and the expression (44) of the correlation
contribution to «. Therefore, any visible deviation of the
DCA(SP + DP) results from the full calculation of o can be

x = V=0

15 )

il

attributed to the missing TP contribution in the DCA result.
It is then interesting to note that an overestimation by the
DCA(SP + DP) calculation occur in some cases. As discussed
at the end of Sec. II, this means that the TP excitations
responsible for this deviation have, overall, a purer isospin
content than the SP and DP configurations.

We can now investigate the mechanisms by which the
T =1 and T = 0 pairing correlations bring isospin mixing
into the correlated ground state.

In Fig. 8 the Csp and Cpp contributions to « in 7®Sr, chosen
here as a typical example, are plotted with open circles as
functions of |V0(T:1)| with x = 0 (left column) and as functions

of x with VO(T:D = —300 MeV fm? (right column). They are
decomposed into additive contributions from quasi-eigenstates
of T2 with different T values, as in Eq. (45). The SP and DP
excitations bring isospin mixing into the correlated ground-
state solution through the same mechanisms.

In the absence of a T = 0 residual interaction, the isospin
mixing is essentially brought by the 7 = 1 quasi-eigenstates
and to a much lesser extent by the 7 = 0 quasi-eigenstates.
According to Eq. (46), this means that the two mechanisms
predicted at the end of Sec. IID are simultaneously at work
but the one involving the T = 1 quasi-eigenstates dominates.
In particular for the SP contribution, the I‘-Iffk)) states, despite
their small weights, introduce 7 & 1 impurities in |Wgp) in a
more efficient way than do the T = 0 quasi-eigenstates.

When the 7 = 0 channel comes into play, a change of
regime operates around x = 1. While the contributions from
the T = 1 quasi-eigenstates to Csp and Cpp decrease with
increasing x and vanish between x = 1 and x = 2, the role
of the T = 0 quasi-eigenstates (actually |\IJ(()]§)) states for SP
contributions, corresponding to np pairs only) becomes more
and more important as x increases.
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As expected from the negligible contribution of P(2) to «,
the 7' > 2 quasi-eigenstates never contribute in a sizable way
over the whole considered range of strengths.

C. Influence of the treatment of the Coulomb interaction

Finally, we investigate the effects of the treatment of the
Coulomb interaction on the isospin admixture of the correlated
ground states.

On the one hand, we have calculated « in the HTDA
solutions with the Slater approximation to the exchange terms
of the mean-field potential. For the ’®Sr nucleus, Fig. 9
compares the resulting isospin admixtures (thin solid lines with
open circles) with those calculated with an exact treatment of
exchange Coulomb terms (thick solid lines), as functions of
| VO(T:D| with x = 0 in the left panel and as functions of x with
V"= = —300 MeV fm? in the right panel.

Overall, the Slater approximation leads to smaller isospin
impurities. Using the results of Ref. [32], this can be explained
by an underestimation of proton particle-hole excitation

) = V=0 =1

energies within the Slater approximation, the neutron particle-
hole excitation energies being virtually unaffected. This
translates into smaller values of the quantities € and, according
to Eq. (50), to smaller contributions of the |\Il§k)) quasi-
eigenstates to Csp. It is thus no surprise to observe that the
difference between the isospin admixtures obtained using the
Slater approximation and the exact Coulomb exchange terms
increases with | VO(T:U |. However, it decreases with the strength
inthe 7" = O channel. This can be understood from the fact that,
when the T = 0 channel dominates in the residual interaction,
the contributions to « from the |\Dik)) states practically vanish

in both calculations, whereas the contribution from the |\If(()l?)
states, insensitive to € according to Eq. (50), becomes dominant
in [Wsp).

However, we have studied the effect on « of the Coulomb
contribution to the residual interaction as defined in Eq. (14).
In addition to the § interaction, we use the bare Coulomb
interaction. In Fig. 9 we present also the variation of « with the
two channels of the § residual interaction calculated without
(thick solid lines) and with (thin solid lines with open squares)

exact MF +res O

24 M
235:__e__{k,ér’**’4%’4*/4%—4
2.3

FIG. 9. Isospin-mixing parameter « of the
HTDA ground state obtained in three differ-
ent calculations: with exact exchange terms in
the Coulomb mean field and without residual
Coulomb interaction (thick solid line, labeled
“exact MF”), with the Slater approximation to
the exchange Coulomb mean field and without
residual Coulomb interaction (thin solid line with
open circles, labeled “Slater MF”) and with an
exact treatment of the full Coulomb interaction

exac{ MF —
Slater MF o

26 26}

2.55 255}

25 25}
T 2.45 245} V=" =-300 MeV fm?
T 24

2.35

2.3

225¢ ° ‘ ‘ ‘ 1 225} ‘

100 200 300 400 500 0 05

V=] Mev fm?)

x = V=0 =D

(thin solid line with open squares, labeled “exact

MF + res”). (Left) Variation with V5T='); (right)
variation with x for V{"=" = —300 MeV fm’.

15 2
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the Coulomb contribution to V,es for the 7°Sr nucleus. In both
cases the exact Coulomb interaction is included in the mean
field. In general, the full treatment of the Coulomb interaction
produces additional isospin mixing, a trend that is found to
increase with the proton number.

The difference between the o values calculated with
and without the residual Coulomb interaction increases, as
expected, when the 7 =1 channel becomes stronger, but
decreases to zero when the 7 = 0 channel dominates over
the T = 1 channel. The DCA analysis of the SP contribution
to o offers a simple explanation. When the T = 0 pairing
correlations dominate, the weights of |\Il(()];)) and |\I/fk)) states
vanish (see Fig. 4). Therefore, the SP contribution is driven by
the |\Ifé/f)) states which appear in the perturbed expression (50)
with a coefficient independent of A and ¢. In this regime
dominated by the 7 =0 pairing, the Coulomb residual
interaction is thus unable to induce isospin mixing in the
pair-correlated wave function.

Before concluding, it is worth keeping in mind that the
above-discussed residual Coulomb interaction is not renor-
malized to the HTDA model space. In this context one can
expect that using the bare Coulomb interaction in the HTDA
calculations underestimates the effect of the residual contribu-
tion to the isospin-mixing parameter. However, assuming that
renormalizing the Coulomb interaction in the residual channel
amounts to a mere multiplying factor in the coupling strength,
which would not exceed an order of magnitude, one would
still obtain a weak impact of Vc,m on «.

VI. CONCLUSION AND PERSPECTIVES

In this work we have performed HTDA calculations of the
isospin-mixing parameter « in the ground states of 28Si, 43Cr,
and 7°Sr (all prolate deformed), as well as in the oblate and
prolate local minima of ®Se. We have used the Skyrme SIIT
effective interaction in the mean-field channel and a density-
independent § interaction in the pairing channel. At the mean-
field level, we have calculated exactly the exchange Coulomb
contribution to the Hartree-Fock Hamiltonian and in the HTDA
Hamiltonian we have included the Coulomb contribution to the
residual interaction.

First we have studied in details the influence of both isospin
channels of the pairing residual interaction Vres on the structure
of the HTDA ground state. As an overall trend the amount of
pairing correlations increases as a function of the strength
of the T =1 channel through an increasing weight of the
one-pair excitations, slightly renormalized by the presence of
higher-order pair excitations. This is also the case with the
T = 0 channel up to a threshold |V0(T:0)| ~ |VO(T:])| beyond
which the one-pair excitations saturate and hand over to the
DP excitations.

Then we have calculated explicitly the 7 = 2 contribution
to the isospin-mixing parameter «. It has been found rapidly
increasing as a function of Z but always negligible (less than
1% of «) as already known.

Moreover, we have shown that the unitary transformation
which diagonalizes the T2 operator in the absence of the
Coulomb interaction keeps this property to a good approx-
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imation even in the presence of the Coulomb interaction.
This transformation assumes a simple block-diagonal form
in clusters of the multipair excitations of given order, char-
acterized by a set of hole and particle levels, and makes it
possible to easily express the correlation contribution to the
isospin-mixing parameter as the sum of the difference between
the isospin admixtures of the quasivacuum and the approxi-
mate good-T states. In this approach, which call the DCA,
we have found that the pairing correlations bring isospin
mixing in the ground state through a competition of approx-
imate good-T states with T = 1 for the residual interaction
in the T = 1 channel and T = O for the T = 0 channel. More
precisely, the approximate good-T states contributing the most
to « involve neutron-proton one-pair excitations for 7 = 0
and the difference between neutron-neutron and proton-proton
one-pair excitations for 7 = 1.

Finally, we have shown that the Slater approximation signif-
icantly underestimates the o parameter and that the Coulomb
contribution to the residual interaction has a negligible impact
on « (of the same order of magnitude as the contribution of the
T = 2 component). In quantitative studies of isospin mixing,
the Coulomb interaction should thus be treated exactly at the
mean-field level but can be omitted in the residual interaction
within the HTDA framework.

In the light of the present work we expect that the ob-
servables sensitive to isospin-symmetry breaking—essentially
along the N = Z line—require a good treatment of 7 =1
as well as T =0 pairing correlations. This is substanti-
ated by our recent studies of superallowed 0T — 0" Fermi
transitions [35] and magnetic moments in odd-mass nuclei
near the N = Z line [36]. We shall investigate further the
impact of pairing correlations on these quantities in future
papers.

In addition to the pairing correlations, we expect the
vibrational correlations to play a role in the structure of the
correlated ground state, especially in spherical nuclei, and to
bring an additional contribution to the ground-state isospin
mixing. These correlations can be described on the same foot-
ing as the pairing correlations in the HTDA framework [24].
In the future it remains to design a realistic and tractable
residual interaction to describe simultaneously both kinds of
correlations in the HTDA framework. As a first step a finite-
range residual interaction of a Gaussian form (as the central
Gogny interaction) would be straightforward to implement
given that the matrix elements of the Coulomb interaction have
been calculated analytically through a Gaussian expansion of
the 1/r function. In a longer term a more consistent way
to treat those correlations in HTDA would be to perform a
self-consistent calculation allowing us to take into account the
effect of the correlations into the mean field as it has been
proposed in Ref. [21].
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APPENDIX A: MATRIX ELEMENTS OF THE §
RESIDUAL INTERACTION

If we denote the space-spin-isospin basis by {|ro7),r €
R3, 0,7 = :I:%} (t = % for a neutron state, T = —% for a
proton state), we can write the single-particle state |k), which
is an eigenstate of T, with the eigenvalue 1, as

k) = /d3rzgo,§")(r)|mrk).

With the assumption of axial symmetry, |k) is, in addition, an
eigenstate of the third component J, of the angular momentum
operator, with the eigenvalue 2,7, and can be expanded in the
cylindrical harmonic-oscillator basis {|{Nn,Aot)}, with the
notation of Ref. [34] to which we add the isospin quantum
number, as

_ (k)
k) = Z CNn;ALJ)ar;‘

N,n;,o

(AL)

INn. A o), (A2)

where A(”) Qr — o (0 = £1/2). The action of the time-
reversal operator 7 on |o’) implies that
Tlo) = (-1)*""| - o), (A3)

_ (T=0)
(i1V; = kD) =

SQ;JrQ,-,QkJrQZ (81’,'1'1{8'1:‘,'1'[ - sr,vuatjrk)

x / dz / dp p (S 7+ I O ST + 1 D + 20 £ 55+ F T S SO,

(T D

(i1V;" VD) =
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and the wave function of the time-reversed state |k) is therefore
given by

o) = (=D (g 7).
Because we are describing an even-even nucleus, we can
choose the single-particle states to be even or odd under
time-reversal symmetry and restrict to the former. Therefore,
the expansion coefficients CE\]/?[ Ao are real and the spin-o

(A4)

component of the single-particle wave function gp(a)(r) takes
the form

oin0
(o) — 0) A5
@ (r) (p,2)° Nk (AS)

Wiljl’e the fun(:tionl fk((’)((;_)(,7 )z) is real. From Eq. (A4) we obtain

7 (p, ) = (=177 f,7"(p, 2), that is,
o, 2) = —f(p,2),
f;_(pv Z) = f]j—(p, Z)-

The matrix elements of the § interaction in the 7 = 0 and
T =1 channels for any single-particle states |i), |j), |k), |€)
can thus be written in cylindrical coordinates (p, z) as

(A6)
(AT)

(A8)

89 +€2;, Q2+ (Sr,tk(st/n +8t‘n61'/rk / dZ/ d,0,0 (f+f_ - f f+)(fk f[ - fk fg )a (A9)

where we have omitted the p and z dependence in the notation of the integrated functions. The two-body matrix elements of V;
are therefore real, and so are the many-body matrix elements of V.

APPENDIX B: MATRIX ELEMENTS OF THE COULOMB INTERACTION IN THE CYLINDRICAL
HARMONIC-OSCILLATOR BASIS

Apart from the spin degree of freedom, the quantum numbers characterizing the cylindrical harmonic-oscillator basis states

considered in Appendix A are chosen here to be n,, « = (n, + A)/2, and g =

(ny — A)/2, where n; = N —n,. Using

the method described in detail in Ref. [31], we can write the matrix element of the Coulomb interaction in the cylindrical

harmonic-oscillator basis in the form
2

(nzciBi, nz,ajﬂj| |nzkak,3ka n.oupy)

= ,/—e CO E fn Ny N, nZA,nZ,)

N=Nmin
L 00 .
mkzo (a-};b/) p/2,la=b|.k,a+b' +1—-k>

n+n’

p=ln—n'|

with €2 = 1.439965 MeV fm, and

(B2)
(B3)

_nz1)7

amin = mMax(0, o; +a; — o — @),

Nmin = max (0, n;, +n;, —n,

aita; Bi+p;

Yo Con' AP DY gan(is By By i B s Br) Sabarty

a=dmin b=bpin

B1)

bmin = max(0, B; + B; — B — B), and (B4)
b _ _ b / b/ _ /7 _ b/

kmax=min<a+ 2'“ | &+ 2'“ '). (B5)
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The expression (B1) is obtained using a Moshinsky trans-
formation [37] from the coordinate system of two particles
|nz 0181, n,af2) to the one of center-of-mass (c.m.) and
relative coordinates |[nab, NAB).

The Moshinsky coefficients (nn,||nN) can be written in
terms of Wigner’s reduced rotation matrix as

+n2)/2 T
2 l0N) = 8 A (5 ) )

which takes the explicit form

d(n 1+n2)/2

T
(=N)/2,(m—n2)/2\ 5
min(ny,n)
ni'ny!n! N!
- 2n|+ng Z

£=max(0,n,—N)
(=1*
X .
(ny —OI(N —ny+ 0L (n — 0)!
The conservation of the phonon number imposed by the
Moshinsky coefficients and the fact that the Coulomb inter-
action does not act in the c.m. coordinate system implies the

following relation between the quantum numbers n’, a’, b’ and
n,a,b:

(B7)

/
n =n

— Nz — Ny + g +ng, (B3)

!’

d=a—a, —a, +o, +a, (B9)

b =b _ﬂz, _ﬂz,- +:sz +ﬂzr
The functions f, and g,, are products of Moshinsky
coefficients given by
fo = (nznz | InN) (g n, |In'N), (B11)
ap = (iatjl|aA)(B:B;|IbB) ke lla’ A){BiBillb' B).
B12)

In addition, the positive constant ¢ is such that cg = cch_,

where ¢, = /mw,;/h and ¢, = i/mw  /h are the oscillator
constants associated, respectively, with the oscillator fre-
quencies w, along the symmetry axis z and w, along the
perpendicular direction. In the definitions of ¢, and ¢, m is

(B10)

the average nucleon mass. The coefficients (;.) are the usual
binomial coefficients, and C(n, n’, k) and A(€) are defined by

vnln'lk!
Com D = Gy oy ey
A() = {% if £ is even, (B14)
0 otherwise.
Finally, the J;°;",, , integrals are defined by
3 = f G Doy
0

2%k+1

(1+cla?)y (1 + 0302)

and have to be used with the following restrictions: (i) k, £,

and m are non-negative integers and n > 0; (ii)) £ +m < n.
Reference [31] provides a complete analytical method

based on recursive expressions to evaluate the J;°,>  inte-

k,¢,m,n
grals, but this method is extremely sensitive to the computa-
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tional accuracy for the quantum numbers n,, «, and § involved
in this work (we include 11 major oscillator shells in our
basis). In practice, to evaluate these integrals with a sufficient
precision and in a tractable way, we express cﬁ_ 355 on the
[0; 1] range as o

2 ~Cr,CL
CL Jk,(f,m,n

_1/1< x >‘<x—1>'" dx
2 Jo \x+1 x+1) (x+ Dl + gx)ts

1 1 4 1— .X2 m x2(k+n—1) dx
+
[ () (55)

where ¢ = (c./c1)?. We then interpolate the functions to be
integrated using a cubic spline and integrate the resulting
functions.

(1 + x2)2(x2 + q)k+% ’
(B16)

APPENDIX C: MATRIX ELEMENTS OF THE T*
OPERATOR IN THE MANY-BODY BASIS

Let us start from the following form of the T2 operator:
T =171+ 1)+T1T,, (€1
where 7_ and T, are the usual isospin ladder operators defined
by T = T, & iT,. Because the product 7_7; commutes with

any function of the 7. operator, and using the commutation
relations

[T, T_]1=2T., (C2)
[T, Tu] =+ T, (C3)

we can express the T# operator as a function of powers of 7_
and 7,

T = (7, + DX(T? +27-T,) + 72T 2 (C4)

The product 72 ff is the sum of two-body, three-body, and
four-body operators:

1272 =2 (- 8)6) ® (-0

i#]

+ ) i) ®F-(j) ® P4 (k)
i#j#k

+ ) LML) LK) ®E ().  (C5)
i j kAL

Its nonvanishing matrix elements between Slater determinants
|®) and |®’) built from the same single-particle basis involve
five different cases.

(1) |®’) = |®) (diagonal matrix element):
(PIT2T7|®) = 2(Z — 1)(Z — (D|F|®))
+3 (®F|D)* — (B|F po F| D), (C6)

where the one-body operator F' is defined in terms of
the reduced one-body density p¢ associated with the
Slater determinant |®) and the single-particle isospin
ladder operators 7+ by

A ~ A~

F =1 poly + iy poi-. (C7)
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(i) |®) = ala

ala a;,&a|<b) (2p2h relative excitation):

(@IT2T2|9') = 4[(Z — 1 — L(®|F|D))(ab|G|aB)

+ (ab|F ® Flap) + (ab|F poGlap)],

(C8)
with the two-body operator G=7i ®f, +7, ®1_ and
lap) = Iaﬁ) |Bar).

(iii) |®') = &f&ﬁfﬂ &g&d&ﬁb&a@) (4p4h relative excita-
tion):

(DIT2TH ') = 4 {abcd|(G ® G) + (I @ 1) ® (fy ® 14)

L @) G @)aBys),  (C9)
with
By s) = |aB) ® |78) — |ay) ® |B8) + |ad) ® |By)

1BS) ® |&7) + 78) ® |ap).
(C10)

+18y) ® |ad) —

n
PYT) = 8rgy + Y T [(wT%w) —

j=1

—STTU+ZF¥”T0,

— STTO + Z F(n)

|: (P T Do) +

(@0l T @0) —

T (To + 1)]

Z ’aﬁé,rw < f\%?
MP kT i
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APPENDIX D: ISOSPIN PROBABILITIES
IN THE DCA FRAMEWORK

Let us start with the normalized state |\V)

W) =aol®o)+ 3 aupr [Vipr)  ©OD
MP.k,T,i
satisfying thus the condition
2
ag+ Y laypr. =1 (D2)

MP k,T,i

In the DCA framework one has
(WIT W) = a (@] T | Do)

+ Z |a$f>,rz| (W$;71|T2'i|w$1)>,r,i>'
MPKT.i

(D3)

Starting from Eq. (23), one can write the general probability
Pé,")(T) in the form

(D4)

T2 | 1) — T (To + 1)’] (D5)

T (To + 1)']

k 2 k 227 |, 20j
+ > awra [ YT (e [T [0 70 ) — (Dol T @) . (D6)
MP.k,T",i j=1
The result (D6) is obtained thanks to the normalization relation (D2).
Noting that
n n
k k
o (Wb [T [0 1) = ngéw ()=, — Y T4 T (Ty + 1)/
j=1 o j=1
and
n n
T (@l T | ®o) = PEI(T) — 87, — D Ty T (To + 1Y, (D7)
j=1 j=1
one can finally write the contribution P"")(T') coming from the correlations to the probability P\(I,") (T) as
k 2
Py = 3 o (P31 = PE)D)). (D8)
MP k,T",i MR
The isospin-mixing parameter « = 1 — Py (7}) finally becomes
o =0yt Ccorr» (D9)
with
oy =1— PY(Ty) (D10)
and
2
Con="2 lahr i (PETD = PR, (T). (D11
MPk,T",i NPT
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