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Abstract

One of the fundamental problems in nuclear physics is to understand the nuclear structure and re-
actions based on the nuclear interactions. Such attempt has been advanced owing to the develop-
ments in the computational techniques, understanding of nuclear interactions, and nuclear many-
body methods. In this thesis, our main focus is to solve the many-body Schrodinger equation with
the unitary-model-operator approach (UMOA) and to discuss the ground-state properties from the
nucleon-nucleon (NN) interactions.

By using the UMOA, we calculate ground-state energies and charge radii for the doubly magic
nuclei, “He, '°0, %°Ca, and >°Ni with the CD-Bonn potential. Then, there is the difficulty that our
final results depend on the Zw, which is the parameter used to span our model space. Since the initial
Hamiltonian does not include 7w, calculated observables should not depend on 7w. To investigate
and reduce the Ziw-dependence in the UMOA results, we introduce the one-body correlation operator
to the UMOA for the first time. Using the softened NN interactions, we examine the applicability of
the new UMOA framework through calculations for “He and oxygen isotopes and comparison with
the results in the other ab initio calculations.

We calculate ground-state energies and radii of the shell closed nuclei from “He to >'3Pb in the
new UMOA framework. As shown in the recent ab initio calculations, our ground-state energies
become larger and our radii become smaller than the experimental data as the mass number increases.
Looking closely at the calculation results, however, we find that the observables coming from the
proton-neutron asymmetry could be independent of resolution scale of NN interactions. At least, this
is confirmed in the asymmetry term of liquid drop model and neutron skin thickness. Interestingly,
our neutron skin thickness results are consistent with the experimental trend and recent CCM result.

As reported in the recent theoretical works, it is needed to introduce the three-nucleon interaction
to the UMOA. For this reason, finally, we demonstrate the extension of the UMOA framework and
calculate the ground-state energies of “He. The UMOA results show the good agreement with the

result in the other ab initio calculation.
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Chapter 1

Introduction

Nuclear physics is the field of physics to study properties of the quantum many-body system as-
sociated with constituent particles interacting through the strong force. Since the discovery of the
radioactivity in the end of 1800’s, studies in nuclear physics have been done mainly by the investiga-
tion of the stable nuclei whose life time is quite long. From such research, the cornerstones such as the
saturation property of nuclei and magic number have been established. Owing to the recent progress
in experimental techniques and facilities such as RIBF at RIKEN, a new era of nuclear physics has
begun. By the observations of rare isotopes which do not exist in nature, new phenomena have been
revealed, for instance, the halo structure in the loosely bound system [1] and shell evolution [2]. These
developments will be important in the study for astrophysical issues such as the nucleosynthesis, su-
pernova explosions, and neutron stars. In such a situation, the progress in the theoretical approaches
is required, which hold the predictive power. For this purpose, one can begin with the fundamental
theory of the strong interaction, which is known as the quantum chromodynamics (QCD) described
in terms of quarks and gluons. Due to the non-perturbative property of the QCD at the low-energy
regime, one has to employ the numerical methods such as the lattice QCD (LQCD) to investigate the
low-energy nuclear structure. However, it has not been possible to understand the low-energy nuclear
structure directly from the LQCD yet, because of computational limitations. In order to investigate
properties of finite nuclei, so far, we have to reduce the degree of freedom from quarks to protons and
neutrons, so called the nucleon.

There are two major obstacles when one investigates a nucleus starting from nucleons degrees of
freedom. First, the nuclear interactions acting among nucleons have to be determined. Second, we
have to solve the quantum many-body problem associated with the nuclear interactions.

1.1 Nuclear Interaction

The study for the nuclear interaction has a long history. The mechanism of the nuclear interaction was
firstly proposed by Yukawa [3]. He discussed the nucleon-nucleon (NN) interaction as the exchange
of the massive particle which was discovered in 1947 and is well known as the pion in the present

day. After the discovery of the pion, the long-range part (r > 2 fm; r is the distance between two
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2 Chapter 1. Introduction

nucleons) of the nuclear interaction became well established from the NN scattering of high angular-
momentum states [4,5] and from the deuteron properties [6]. As the next step, the two-pion exchange
was considered in 1950’s. However, none could not reproduce well the experimental data by the one-
and two-pion exchange interaction. With the discovery of the heavy mesons in 1960’s, the one-boson-
exchange model was developed [7] and the situation was changed better. In addition, a lot of efforts

have been made for the construction of the nuclear interactions.

Nowadays, the sophisticated NN interactions, such as Argonne v18 (AV18) [8] and charge-
dependent Bonn (CD-Bonn) [9] interactions, have been developed and can reproduce well the NN
scattering data and deuteron properties. Due to the contributions of the scalar, pseud-scalar, vector,
and axial-vector mesons, the NN interactions can have very complicated structure. Namely, realistic
NN interactions strongly depend on the quantum state of NN system such as the spin, the isospin,
the orbital angular momentum, and the total angular momentum. This complexity of the underlying
interaction is one of the features in nuclear physics. Besides modern phenomenological interactions,
nuclear interactions can be derived based on the chiral effective field theory (EFT) [10, 11]. In the
chiral EFT framework, nuclear interactions can be obtained by the perturbative expansion of the ef-
fective Lagrangian. Moreover, many-body interactions can be derived systematically and can hold
the hierarchy because of the power counting. This is one of the advantages in the interactions based
on the chiral EFT. As shown in the recent studies [12, 13], the importance of the three-nucleon (3N)
interaction has been recognized. For this reason, the nuclear interactions based on the chiral EFT
have been employed in the recent ab initio calculations. The current standard choice is to keep NN
interaction at next-to-next-to-next-to leading order (N°LO) and 3N interaction at N2LO.

As discussed in Sec. 2.1, it is known that the realistic NN interactions show the strong repulsion
at short distance. This means the strong coupling between low- and high-momentum regions. Due to
the strong repulsion, the difficulties arise, for example, breaking down of the perturbation expansion
and slow convergence in numerical calculations. To tame the strong short-range correlations, the G-
matrix theory was introduced by Briickner and his collaborators [14]. The G-matrix is the two-body
interaction constructed by summing up the ladder diagrams passing through the high-momentum
intermediate states. The overview of the G-matrix theory can be found, for example, in Ref. [15].
Strictly speaking, the G-matrix cannot be categorized as the effective interaction. As demonstrated
in Ref. [16], the G-matrix does not ensure the decoupling between the low- and high-momentum

regions.

Recently, the new prescription has been invented based on renormalization group techniques. In
these frameworks, it is ensured to suppress the coupling between low- and high-momentum regions.
As aresult, the acceleration of the convergence in numerical calculations is observed (see Sec. 2.2 for

details) and softened interactions are applicable to the heavy nuclei.
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1.2 Ab Initio Calculations

Our main problem is to solve the many-body Schrodinger equation:
H|Yy) = E¢¥y), (1.1)

with the Hamiltonian H, and the kth eigenstate |¥) and eigenvalue E;. Since the energy scale of a
nucleus is of the order of MeV and is much smaller than the nucleon mass ~ 1 GeV, the nuclear struc-

ture is usually discussed in the non-relativistic quantum mechanics. The non-relativistic Hamiltonian

H is |
(pi—p ]) NN NNN
H = E i E Vl.j E szk . (1.2)

i<j i<j i<j<k
with the mass number A, the momentum of the ith nucleon p;, the nucleon mass m, the NN interaction
VQ’N , the 3N interaction Vf;’,fv N and so on.

To solve Eq. (1.1) based on the underlying interactions, one can choose the calculation methods
according to mass region. For A = 3 or 4, one can apply the few-body methods such as the Faddeev
equation [17] and Faddeev-Yakubovsky equation [18]. For the system with the A < 20, one can
employ the no-core shell model (NCSM) [19], Green’s function Monte Carlo [20], and nuclear lattice
effective field theory [21]. As a very recent progress, the reaction processes which are important for
the nucleosynthesis have also been studied in the NCSM framework [22].

For the system with A > 20, one cannot exactly solve Eq. (1.1) due to current computational limi-
tations. To investigate the heavier system, some approximations are inevitable. From the experimental
evidence, the introduction of the mean field should be reasonable. Actually, the phenomenological
Woods-Saxon potential is successful for the stable nuclei. To find the mean field consistent with
the underlying interactions, one can employ the Hartree-Fock (HF) method. In Table 1.1, the HF
ground-state energies calculated with the chiral NN interaction at N*LO [10] are exhibited. Although
the HF method works well in the many-electron system, one can find that the HF method in the
many-nucleon system clearly fails to reproduce even the ground-state energies. To gain the ground-
state energy, one should take into account the many-body correlation which is not included in the HF
method. For this purpose, one can employ, for example, the coupled-cluster method (CCM) [24], self-

consistent Green’s function method [25], in-medium similarity renormalization group approach [26],

Table 1.1: Ground-state energies for *He, '°0 and “°Ca. The calculations are done with the chiral
N3LO NN interaction [10] and by the Hartree-Fock (HF) method. The displayed results are obtained
in the 13, 15, and 15 major-shell calculations for “*He, 60, and *°Ca, respectively. The experimental
data are taken from Ref. [23]. All the energies are in units of MeV.
“He 160 200y
HF calc. 0.18 24.06 82.81
Exp. -28.30 -127.62 —342.05
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and unitary-model-operator approach (UMOA) [27]. In these methods, the many-body correlations
can be included order by order and can be truncated where the inclusion of the correlations is suffi-
cient. From the comparison with the exact solutions, it is known that the inclusion of the two-body
correlations is practically sufficient in most of cases. By truncating the higher order correlations, the
mass region A =~ 100 is reachable [28]. In the recent ab initio calculations, ground-state energies for
oxygen isotopes are successful with the chiral NN + 3N interactions [29-32], while, starting from the
same interaction set, the systematic overbound is reported in calcium and nickel regions [28,33,34].

In this work, we employ the UMOA. The history of the UMOA is as follows. As shown in
Table 1.1, HF or Briickner-HF calculations did not well reproduce the data in 1950’s and 1960’s. To
consider the higher order correlations, the UMOA was invented based on the cluster expansion which
is a decomposition according to the number of interacting particles [35]. In the UMOA, the ground-
state properties of 1°0 and “°Ca were discussed with the phenomenological assumptions [36]. In 1986,
Suzuki and Okamoto merged the former UMOA framework and the Hermite effective-interaction
theory [37]. In such a framework, the UMOA was formulated to decouple the two-particle-two-hole
(2p2h) excitations with the certain reference state. In other words, the UMOA was established as the
in-medium Okubo-Lee-Suzuki method.

So far, the UMOA has been applied to investigate the medium-mass nuclei. Ground-state en-
ergies, charge radii and single-particle energies of 'O and “’Ca were calculated with realistic NN
interactions, and the saturation property, the relation between the binding energy and density, of each
nucleus was discussed [27,37,38]. Recently, the particle-basis (proton-neutron) formalism was intro-
duced [39] due to the development of high-precision charge-dependent NN interactions. The results
with this formalism are shown in Refs. [39, 40,42, 43]. In this UMOA framework, however, there
is difficulty that the calculated observables depend on 7iw which is a parameter characterising the
single-particle basis spanning our model space. Note that the final results should not depend on 7w,
because the initial Hamiltonian does not include zw. To investigate and reduce the Ziw-dependence of
results, we extend the UMOA framework. Namely, in addition to the 2p2h, the 1plh excitations are
decoupled with the reference state.

Our main focus is the ground-state energies and radii of finite nuclei. The ground-state energies
and radii are obvious and reflects the nuclear structure. In addition, both ground-state energies and
radii are indispensable to discuss the saturation property of finite nuclei, which is the fundamental
property of finite (stable) nuclei. Note that the saturation property is nucleus-independent behavior
of the binding energy per nucleon (~ 8 MeV) and central density of a nucleus (~ 0.17 fm=3). It is
important to understand the saturation property based on the underlying interactions. Since our survey
across the nuclear chart can be a clue to investigate the infinite nuclear matter system, this study can
be important not only in nuclear physics but also in astrophysics. Especially, the nuclear equation of
state (EOS) is an important issue in astrophysical objects such as neutron stars and supernovae. The
EOS has mainly been investigated with mean-field theory. However, the EOS strongly depends on the
choice of the effective-interaction models. It is worth starting from the ab inito calculations for finite

nuclei. In the recent CCM works, the parameters of the EOS are discussed by calculating the neutron
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skin thickness of “Ca nucleus [41]. Although the importance of the 3N interaction is reported in
many recent works, we keep up to the NN interactions in this work. Since there are no systematic
ab initio calculations for heavy nuclei, it is worth doing the UMOA calculation for nuclei across the
nuclear chart even if one starts from only the NN interactions. Moreover, it is interesting whether
the certain properties can be determined with only the NN interaction. In this work, we calculate the
ground-state energies and radii for 35 closed shell nuclei from “He to 2'8Pb.

The contents of this thesis are following. In chapter 2, the NN interactions employed in the actual
calculations are discussed. Since the bare interactions are too hard to apply the UMOA calculations,
the free-space Okubo-Lee-Suzuki method, V)4, k interaction, and SRG transformation are introduced.
In chapter 3, the theoretical framework of the UMOA is introduced. The construction of the general
A-body transformed Hamiltonian and its cluster expansion are shown. Then, the actual calculation
procedures method I and method Il are shown. In chapter 4, the numerical results with the NN
interactions are shown. We show the results of “*He, '°0, 4°Ca, and *°Ni with the method I, former
UMOA framework, based on Refs. [42,43]. These results strongly depend on 7Zw. To investigate
and reduce the Zw-dependence of results, we newly introduce the one-body correlation operator to
the UMOA. Through the calculations for “He and oxygen isotopes, one can confirm the applicability
of the UMOA. We apply the UMOA to the shell closed nuclei from “He to >'®Pb and discuss the
bulk properties of the many-nucleon system. Our ground-state energies and radii become overbound
and smaller than the experimental data as the mass number increases. We find that the observables
coming from the proton-neutron asymmetry can be insensitive to the choice of the resolution scale for
the NN interaction and can be determined uniquely. Finally, the extension of the UMOA towards the
inclusion of the 3N interaction is demonstrated. In chapter 5, the results in this work are summarized

and a future perspective is given.






Chapter 2

NN Interactions for Numerical Calculations

The determination of the nuclear Hamiltonian (interactions) is one of the longstanding problems in
the low-energy nuclear structure theory. Since a nucleon has internal degrees of freedom, the nuclear
Hamiltonian can include the many-body interactions beyond the nucleon-nucleon (NN) level. All the
interactions among nucleons can be, in principle, provided by solving the QCD which is well known
as the fundamental theory for the system consisting of quarks and gluons. Due to the non-perturbative
property of the QCD in the low-energy regime, however, it is difficult to derive the nuclear interactions
from the QCD. Recently, a lot of efforts are made for the direct derivation of the nuclear interactions
through the first principle calculations of QCD on the lattice [44]. So far, it is not possible to obtain
the high-precision NN interaction from the lattice QCD calculations at the physical point yet.

In the current situation,the NN and three-nucleon (3N) interactions are available. As for the NN
sector, we can use the various NN interactions which can reproduce the properties of NN system with
high precision. In the sense of fitting to reproduce the observables of NN system, construction of
the NN interaction can be established. The 3N interaction is one of the recent important issues in
this field. Basically, the effect of the 3N interaction should be smaller than that of NN interaction
and seems to be not significant. Owing to the recent developments of the experimental techniques,
the experiments have been enabled for the extreme cases, i.e., the neutron-rich nuclei. As shown in
Ref. [13], the effect of the 3N interaction becomes important for oxygen drip line. Although the effect
of the 3N interactions is an important topic, our calculations, discussed in this thesis, are done with
the NN interaction.

The NN interaction cannot be determined uniquely, because the interactions are not basically ob-
servables and can have non-local structure which provides the model dependence. The model depen-
dence of the interactions cannot be removed by fitting at NN level. The low-momentum- (V4 k) and
similarity-renormalization-group- (SRG) evolved interactions, introduced in Sec. 2.2, provide a kind
of answer for this model dependence. These NN interactions are derived based on the renormalization
group (RG) technique. By roughing the resolution scale in RG technique, such NN interactions show
the universality. Since the RG technique induces the many-body interactions, however, the choice
of the initial nuclear Hamiltonian still can be an important issue in the low-energy nuclear structure

theory.
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Since our calculations, in this thesis, are limited with nucleon-nucleon (NN) interactions, we show
the features of realistic NN interactions which reproduce precisely the NN scattering phase shifts, as
well as the deuteron properties. As discussed in Sec 2.1, such realistic NN interactions cannot be
applied directly to the many-body calculation in many cases. To obtain the tractable NN interactions,
the prescriptions are introduced based on the similarity transformation of the original NN interaction,
as shown in Sec. 2.2.

2.1 Realistic NN interactions

Here, we mention the properties of the realistic NN interactions, which can reproduce the proton-
proton and proton-neutron scattering phase shift data. There are a large numbers of the realistic
NN interactions. In this work, we will mainly employ the Argonne V18 (AV18) [8] interaction, the
charge-dependent Bonn (CD-Bonn) [9] interaction, and the chiral NN interaction up to next-to-next-
to-next-to leading order (N>LO) by Entem and Machleidt [10]. The constructions of such interactions
are following.

e The AV18 interaction is written as a sum of an electro-magnetic part, a one-pion-exchange
(OPE) part, and an intermediate- and short-range phenomenological part. The phenomeno-
logical part is regularized by the Woods-Saxon function. It does not have the momentum-
dependence except for the operators such as L2, L - S, and is given as a function of relative

coordinate of two nucleons after the partial wave decomposition.

e The CD-Bonn interaction is based on the boson-exchange Feynman amplitude. The mesons
with masses smaller than nucleon mass are considered, i.e. «, 1, p, w, and o. The form factor

is introduced to cut off the interaction at a short distance.

e The N’LO interaction is derived from the chiral effective field theory (EFT). In the chiral EFT,
the effective Lagrangian is written by the nucleon and pion. The N°LO interactions are obtained
by perturbative expansion up to next-to-next-to-next-to leading order. The short-range terms
beyond the energy scale of pion are written by contact terms fitted by the experimental phase
shift data in the NN scattering. There are several prescriptions to regularize the interaction at
large momenta, see e.g. Refs. [10, 11]. The cutoff momentum A = 500 MeV/c is commonly
used.

These interactions are constructed to reproduce the NN scattering phase shift data with high precision.
For example, the proton-neutron (pn) scattering phase shifts calculated with such interactions are
shown in Fig. 2.1 as the function of laboratory energy T1,,. The experimental data are reproduced
well especially for lower partial waves. Note that the phase shift data used fitting are up to the order
of 300 MeV, because the pion production threshold energy is roughly 300 MeV. The interaction-model
dependence of the calculated phase shift values can appear beyond this energy.
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Figure 2.1: The pn phase shifts as functions of Ty,,. The calculated phase shifts are from AV 18 [8]
(solid line), CD-Bonn [9] (dashed line), and N3LO [10] (dotted line) interactions. The phase-shift
analysis data are taken from Nijimengen phase shift analysis [45].

The calculated deuteron binding energies and D-state probabilities (Pp) are exhibited in Table 2.1.
As shown in Table 2.1, the deuteron biding energy can be reproduced well. The Pj, is defined by

B f drrzw%(r)
P [drd () + i)

with the §-wave and D-wave radial wave functions Y5 (r) and ¥ p(r), respectively. Thus, Pp indicates

2.1)

the amount of mixing of D-state in the deuteron wave function and relates the strength of the ten-
sor interaction which mixes the different orbital angular momentum states. Note that Pp is not an
observable and depends on interaction models, because the wave function is not observable.

In Fig. 2.2, NN interactions for the pn 'S, channel are shown as functions of a relative distance of
proton and neutron 7. The CD-Bonn and chiral N°LO interactions are defined as the non-local interac-

Table 2.1: The binding energies (B. E.) and D-state probability (Pp) of deuteron with the AV18 [8],
CD-Bonn [9], and chiral N°LO [10] interactions. Calculations are done with the relative momentum

space.

AV18 CD-Bonn  N°LO Exp.
(MeV) 2224575 2.224575 2.22458 2.224575
(%) 5.76 4.85 4.51

B.E.
Pp
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Figure 2.2: The local part of the NN interactions for pn S-wave channels of AV18 (solid curve) CD-

Bonn (dashed curve), and N*LO (dotted curve) interactions as functions of a relative coordinate of
proton and neutron.

tions which depend on relative coordinates of both of the initial and final states, i.e. VY = V¥V(r, ).
We employ the local projection introduced in Ref. [46] to plot Fig. 2.2. As discussed in Ref. [46], the
residual non-local part is perturbative and the dominant part of the NN interactions are illustrated in
Fig. 2.2. As for the N’LO interaction, we see the oscillation around r ~ 3 fm. The position of this
oscillation corresponds to the cutoff momentum A = 500 MeV/c¢ for the N°LO interaction. Since the
treatment of the one-pion exchange is common in the realistic NN interactions, all the interactions
shown in Fig. 2.2 are close to each other in the long-range region (r > 2). The NN interaction for the
S wave is attractive at middle range (0.5 < r < 2), and is repulsive at short range (r < 0.5) known as
the repulsive core. In these regions, especially for N°LO and other interactions, VY Jargely depends
on the interaction model. This difference means the uncertainties of our knowledge about the NN
interactions and is discussed in Sec. 2.2. The existence of the repulsive core can be the problem in ac-
tual calculations. For instance, the perturbative expansion obviously break down, because the matrix

element of VMV becomes large. Also, the existence of the repulsive core demands the computational
resource.

A further insight about the repulsive core can be obtained by looking the NN interactions rep-
resented in the momentum space. Fig. 2.3 shows the momentum space representation of AV1S8,
CD-Bonn, and N3LO interactions for pn 'S, channel. Since the short-range physics relates with
the high-momentum region, we discuss the high-momentum component to discuss the short-range re-
pulsion. Here, we divide the high- and low-momentum regions at k ~ 2.0 fm~! which corresponds to
energy 350 MeV in laboratory frame. Since the results of the phase-shift analysis are available below
350 MeV in the laboratory frame, various realistic NN interactions can reproduce the experimental
results for NN system up to this energy scale. Beyond this energy, complicated high-energy physics

becomes efficient. In this sense, the high- and low-momentum regimes are defined here. Then, the
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Figure 2.3: The NN interactions in the momentum representation of the pn 'S, channel for AV18,
CD-Bonn, and N°LO interactions.

strong repulsive coupling between the low- and high-momentum regions is observed for all the cases
plotted in Fig. 2.3. This coupling relates the repulsive core of the NN interactions. Moreover, the
NN interactions defined in the local form seem to have inevitably the repulsive core [16] In fact, in
addition to the AV18 interaction, the repulsive core is observed in the local NN interaction by the
Lattice QCD simulations [44] and by the chiral effective field theory [47]. By taking into account
the non locality, however, we can avoid the repulsive core. According to Fig. 2.2 and 2.3, in fact, the
N3LO interaction is relatively soft compared with the other two interactions. Details about this issue
is discussed in Sec. 2.2

Let us consider the convergence property of the calculations with the realistic NN interactions. As
the simplest example, we calculate the ground-state energy of deuteron which is composed by proton
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Figure 2.4: The deuteron ground-state energies as functions of N,,x with the fixed 7iw. We employ
hw =40 MeV.

and neutron. To do that, we solve the Schrodinger equation,

Hl) = Eply), (2.2)

with the deuteron ground-state energy Ep and wave function |¢/). Then, the Hamiltonian is

Prei vy
H=—+V". (2.3)
2u
Here, p is relative momentum of proton and neutron, u is reduced mass, and V" is NN interaction.
Since the usual numerical calculations are performed in the space spanned by the harmonic-oscillator
(HO) basis, we employ the HO basis representation here. Then, a parameter 7w has to be introduced,
which relates with the curvature of the HO potential. Note that calculated observables should not
depend on 7w, if the numerical calculations are performed in the sufficiently large model space. We
will revisit this point in the many-body (UMOA) calculations. Using the HO basis representation, the

kinetic term can be expressed as

o %(2n+l+%)hw for n=n,1=1
<n12%letln’ll>: 3 n(n+l+%)hw for n+l=n,1=10 . 2.4)

otherwise
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Figure 2.5: The triton (*H) ground-state energies as functions of Ny, with the fixed 7iw. We employ
hw =40 MeV.

Here, hw is the energy of HO basis employed in the calculations. The n and / denote the nodal and
azimuthal quantum numbers, respectively. The derivation of the NN interaction in the HO basis rep-
resentations is complicated a little and is shown in Appendix A. Applying Eq. (A.3) (Eq. (A.7)) for
local (non-local) interaction, Eq. (2.2) can be the eigenvalue problem. We diagonalize the Hamil-
tonian for deuteron channel J* = 17. In Fig. 2.4, the deuteron ground-state energies are shown as
functions of Ny, with the AV18, CD-Bonn, and N°LO interactions. Here N, is maximal principal
quantum number included in the diagonalization and we use 7w = 40 MeV. The ground-state energies
lower with increasing Npma. The convergence of N>LO interaction case is faster than that of AV18
and CD-Bonn interactions cases. This is consistent with the softness of the N°LO interaction shown
in Fig. 2.2 and 2.3. In the deuteron case, we can obtain the converged results in Ny,.x > 24 for all the

interaction cases.

As a next step, we consider the ground state of the three-nucleon system *H. Although, we can
diagonalize the Hamiltonian in the three-body Jacobi coordinate similar to the deuteron case, we
here employ the product of the HO single-particle (sp) basis states. The combinations of the Jacobi
coordinates rapidly increase, and we would not solve the six- or more than six-nucleons problems.

On the other hand, the increase of the number the product of sp bases is relatively gentle compared to
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that of Jacobi coordinate bases. Moreover, we know the basis transformation from relative and CM
coordinates to product of the sp coordinates for the HO representations. This is reason why we use
the product of the HO sp basis states. The Schrodinger equation is

Hl) = Edyi), (2.5)

with
3

el i pf)2 Py v 2.6)

1 i<j=1

o
Z:‘ 2 (v - BH), 2.7)

In our basis representation, the wave function |i) can be expanded into

Wi) = " Dianclabe). (2.8)

abc

UJI[\)

Here, Dy..pc 1s a diagonalization coeflicient and |abc) is antisymmetrized three-nucleon state. The
state |a) 1s short notation of |n,l, j,m.t,). The n,, l,, j,, m,, and ¢, are the HO nodal quantum number,
orbital angular momentum, total angular momentum, third component of total angular momentum,
and the label distinguishing the proton and neutron, respectively. Similar to Eq. (2.4), we have

) 1 (Zna +1, + 3) hwéi,1,6 . iy Omamy, Oty for n,=mn,
p
<a ﬁ b> =¢ 1 \/na (na +1,+ )hwdl 156 o jy Oy Oty for n,+1=mn, (2.9)
0 otherwise

for the kinetic energy term. For the two-body term, we can use Eq. (A.14).

Fig. 2.5 shows the calculated ground-state energy for *H with AV18, CD-Bonn, and N°LO inter-
actions as functions of Np,. In this calculation, we use fiw = 40 MeV and calculate up to Nyx =
18. Beyond this Np,y, the Talmi-Moshinsky transformation, Eq. (A.14), takes much time and we do
not calculate. As shown in Fig. 2.5, the ground-state energies with various interactions lower with
increasing Np.x. For N°LO interaction case, we can see the almost converged results and the energy
at Nnax = 18 is consistent with the exact solution -7.85 MeV, calculated by the no-core shell model
with the Jacobi coordinate [48]. In contrast, the model space is not sufficiently large yet for AV18 and
CD-Bonn interactions cases. The converged energies cannot be found for results with these interac-
tions. We encounter the convergence problem even *H which is the second simplest case. It can be
easily expected that obtaining the converged results is difficult in heavier nuclei calculations. To get
over this problem, we can carry out two procedures. One is to transform the underlying interactions to
tame the short-range repulsion, as discussed in Sec. 2.2. The other one is to use the other many-body
calculation methods. In this section, we employ the computationally expensive exact diagonaliza-
tion method. Taking the proper approximations, however, we can reduce the computational cost with
keeping the required precision. We employ the unitary-model-operator approach (UMOA) introduced
in Chap. 3.



2.2. Renormalization Technique 15

2.2 Renormalization Technique

As mentioned in Sec. 2.1, it is almost impossible to apply the realistic NN interactions to the usual
nuclear structure calculations because of the strong short-range correlations. To tame the strong short-
range repulsion, the G-matrix was introduced by Briickner and his collaborators [14]. The G-matrix
is constructed by summing up the particle-particle ladder diagrams and can be expected to capture
the short-range physics. The G-matrix is widely employed in low-energy nuclear physics field. As
shown in Ref. [16], however, the G-matrix is not defined to decouple the low- and high-momentum
scales and does not ensure to improve the convergence of the numerical calculations. By adopting the
concept of the effective interaction theories, we can construct the interactions designed for the model
space we are interested in. Such an interaction is known as the Okubo-Lee-Suzuki (OLS) transformed
interaction. Moreover, new prescriptions have been developed based on the renormalization group

technique. Here, we briefly see the features of such softened NN interactions.

2.2.1 Okubo-Lee-Suzuki transformation

Here, we derive the OLS transformed interaction for the many-body systems from the realistic NN
interactions. The OLS method is based on the energy-independent Hermitian effective-interaction the-
ories. The form of the unitary transformation is given in Ref. [49]. The derivation with the mapping
operator between the model space and its complement is established in Refs. [50,51]. The funda-
mental ingredients employed in the effective-interaction theories are summarized in Appendix B. The
concept of the OLS transformation is inherited to our many-body method, unitary-model-operator
approach (UMOA), and the UMOA can also be called as in-medium OLS method.

Let us consider the Hamiltonian represented in the HO basis space:

1 4 (pi_pj)2 4 NN
H=-) ———— Vi, 2.10
AZJ o +ZJ ; (2.10)

Note that we, here, consider only the NN interaction. To defined the projection operator, we separate

the Hamiltonian into

A A
H=) Hyjo+ Y Hyr, 2.11)

i<j i<j
with
1{(pi-p)* 1
H;jo = 1 [T] + EmQZ(I‘i -r)’|, (2.12)
1
Hy = VY = —mQ(r; - r))”. (2.13)

2A

Note that we add (subtract) the term Y, mQ*(r; — r;)*/2A to kinetic energy term (from interaction
term), so that H;;, is diagonal with respect to the relative HO basis states, i.e.,

Hiplnl) = (Zn + 1+ %) hQnl). (2.14)
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Figure 2.6: The triton ground-state energies calculated with the Okubo-Lee-Suzuki transformed inter-
actions derived from AV18 (solid line), CD-Bonn (dashed line), and N°LO (dotted line) interactions.
The exact solutions are taken from Refs. [48,52].

In this section, to avoid the confusion, we use Q as the frequency of the HO potential and w as the
mapping operator defined in Appendix B. Now we can divide the whole two-body Hilbert space into

the model space and its complement and introduce the projection operators,

2n+I<Npmax 2n+1>Nmax
P= Z nlynll, O = Z Inl)(nl. (2.15)
nl nl

Here, P and Q are projection operators projecting into the model space and outside of the model
space, respectively. The summation in Eq. (2.15) for P (Q) runs over n and [ satisfying 2n + [ < Npax
(2n + [ > Nyax). The boundary Ny,.x defines the model space.

To derive the effective NN interaction, as the next step, we solve the Schrodinger equation,

(Hiz0 + HioDlWi) = Exi), (2.16)

and obtain the mapping operator w by using Eq. (B.17). Once w is determined, we can derive the

unitary transformation operator ¢°'2 by Eq. (B.40). The transformed Hamiltonian Hp is

Hyp, = e SPHpeSe. (2.17)
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Then, the effective interaction can be given by
Vi = P(ﬁu - H12,0) P. (2.18)

Obviously, the transformation Eq. (2.17) induces the many-body interactions. The induced many-
body interactions are neglected here. However, it can be expected that effects of such induced NN

interaction are small when we take sufficiently large model space, because of

~ 1
Viget — Vll\éN - ﬂmgz(rl - 1’2)2, (Nmax — ), (2.19)
(induced many-body interaction) — 0, (Npax — ). (2.20)

The effect of the induced many-body interaction are investigated in the no-core shell model (NCSM) [53].

Using the derived effective NN interaction, the Hamiltonian designed for our model space is

1 ®-p)y 1 2 o TNN
HOLS = Z Z —2m + EmQ (l'l' — I'J) + Z Vij,e[f’ (221)
i<j i<j
1 A p2 1 A ~ pp mQZr..r.
(1o L) S (R L o) S (g PR MG 222

i<j

Finally, we demonstrate the calculation results with the OLS transformed Hamiltonian. The origi-
nal NN interactions are AV 18, CD-Bonn, and chiral N°LO interactions. Same as the calculation done
in Sec. 2.1, we employ the exact diagonalization method with the Slater determinant basis states.
Fig. 2.6 shows the ground-state energy of triton as functions of N, at fixed 7Q = 30 MeV. Compar-
ing with Fig. 2.5, the convergence properties are accelerated by OLS transformation. The calculated
results at Ny = 18 are reasonably close to exact solutions and will converge to those if we extend our
model space. Since we truncate the induced three-body interaction, however, the variational principle
is no longer preserved. For this reason, the ground-state energies do not behave monotonically and are
seen oscillating as functions of N,,. This feature can be problem, if we calculate heavier nuclei. As
the mass number increases, calculation demands the computational cost. Due to this non-monotonic
behavior, it is difficult to estimate the proper results from those with the small N,x. To avoid this
problem, one can use the softened interactions based on the renormalization group technique, which
are introduced in Sec. 2.2.2 and Sec. 2.2.3.

2.2.2 Low-Momentum NN Interaction (Vo k)

So far, we have serious issue about nuclear interactions for applications. As discussed in Sec. 2.1,
the bare NN interactions are generally too hard to treat in usual nuclear structure calculations. Let us
remind the origin of this hardness. The hardness comes from the coupling between the low- and high-
momentum region (see Fig. 2.3). Here, low and high momenta can typically be divided at 2 fm™'.
We simply consider the suppression of the coupling between low- and high-momentum regions. In

this context, the concept is completely same as the OLS transformation except for the momentum
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Figure 2.7: The V), « interactions for pn 'S, channel derived from AV18 (top), CD-Bonn (middle),
and N3LO (bottom) interactions as functions of relative momentum k and k’. Interactions shown here
are evolved from A = oo fm™! (left) to A = 1.5 fm~! (right).

representation. Obviously, we introduce the decoupling scale A. Such an interaction is known as the
low-momentum NN or V.,  interaction.

The derivation of the V), i interaction is not unique. The V), \ interaction was firstly formulated
by Bogner et. al [54]. They define the V), x interaction so that the 7" matrix is invariant with respect
to the change of the resolution scale A. Another derivation was given by Fujii et. al. [55]. In this
thesis, we use the Vi,  interaction introduced by Fujii.

Let us consider the momentum-space Hamiltonian for NN system, i.e.,

A

. K2 . . R
Hpk K = 7(S(k - k) + V"WV, K). (2.23)

Here, k and K’ are relative momentum operators of NN system for outgoing and incoming states,
respectively. Note that we employ the scattering unit, 7 = 1, ¢ = 1, and g = 1. We divide the NN
Hilbert space into low-momentum P, space and high-momentum Q, space. The projection operator

for each space can be defined as

Py = f KKK, (2.24)
kl<A

On = f k[k) (K], (2.25)
KI>A
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Figure 2.9: The V), « interactions after local projection [46] for pn 'S channel derived from AV18
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with momentum eigenstate |k). The Schrodinger equation for the Hamiltonian is
Hyy(k KNy = Enlya), (2.26)
with the nth eigen energy E, and eigenstate [i,,). Eq. (2.26) can be rewritten in an integral form as [55]

f d3k<k'|%f<26<f< —K) + VMK, K)K)KI,) = E (K ). (2.27)
|k|< o0

Eq. (2.27) 1s eigenvalue equation with the momentum representation. Solving Eq. (2.27), we obtain
w(q, p) with Eq. (B.17). Here, ¢ and p are momentum operators belong to Q and P spaces, respec-

tively. The unitary transformation operator e*2&K) can be calculated with Eq. (B.40). The two-body
transformed Hamiltonian H nk,K) is

Hix(k,, ko) = f ks dky e 2®R) k(K| H (K3, Ky ) kg (ky| e285), (2.28)
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Figure 2.10: The ground-state energies for triton (*H).

The definition of the V), « in this thesis is
A A - A A 1
View k(k, K') = Py | Hia(k, K) = SK*5(k — K')| Py, (2.29)

Also, similar formulation would be possible for the many-body system and one can obtain the many-
body induced interactions. Note that the Gauss-Legendre quadrature is employed, in the actual nu-
merical calculation.

Now, let us see the features of Vi, x interaction. Fig. 2.7 shows the evolutions of Vi,  inter-
actions represented in the momentum space for proton-neutron 'S, channel. As demonstrated in
Fig. 2.7, the interaction limited to small square whose size is A. Moreover, one can observe that the
interaction-model dependence looks to be collapsed as A decreases. To make sure numerically this,
we plot the diagonal components of Vy,,, i interaction for proton-neutron 'S in Fig. 2.8. We can see
that the quantitative collapse occurs around A = 2 fm~!. This suggests us the universality of Vo, i

interactions. Note that this universality is observed for all partial-wave channels.
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Figure 2.11: The SRG transformed NN interactions for pn 'S, channel derived from AV18 (top),
CD-Bonn (middle), and N3LO (bottom) interactions as functions of relative momentum k and k’.

Interactions shown here are evolved from Aggg = oo fm™! (left) to Aggg = 1.5 fm™" (right).

Next, we check the removal of the repulsive core. Fig. 2.9 shows the evolution of V), \ inter-
actions after the local projection [46] for proton-neutron 'S channel. As found in this figure, the
suppression of short-range singularity are observed with decreasing A. In the figures with A < 2.0
fm™!, the repulsive part of the interaction is completely removed. One may think the breaking of the
Pauli exclusion principle, due to the melt down of the core part of the NN interaction. However, let
us remind that the interaction in shorter than around 1/A is no longer valid. Same as the momentum

representation, the universality of V),  interactions is confirmed in the coordinate representation.

Finally, we see the speed up of the convergence with calculations of the ground-state energy for
the triton in Fig. 2.10. Especially, for A < 3 fm™! we can find the converged results. As expected
from the collapse of the interaction-model dependence, for A < 3 fm™!, the converged results are
practically independent of the initial interaction. While, the converged results depend on A due to
the effect of the truncated induced three-nucleon (3N) interaction. The derivation of Vi, \ interaction
is formulated in the NN system, and so far, the contributions of the induced 3N interactions are

investigated with the similarity renormalization group (SRG) [56,57].
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2.2.3 Similarity Renormalization Group

As the another way to decouple the low- and high-momentum regions, the SRG method is known [58].
In the Vj,y (K, K’) interaction, our goal is to construct the interaction renormalized into small square
satisfying [Kk|, |k’| < A. On the other hand, we here aim the transformed Hamiltonian having the band
diagonal form with the SRG transformation.

We firstly consider the unitary transformation of the initial Hamiltonian,
H(a) = U(@H(O)U(a), (2.30)

with the operator U(a). Here, « is called as the flow parameter which relates with the energy scale of
H(a). In the SRG approach, we obtain H(a) by continuous transformation defined at each value of a.
To do this, we take the derivative of Eq. (2.30),

H(@) dUY(e)
de  da

dU(a)
da

U(e)H(a) + H@)U (@)

(2.31)
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By using the identity,
d(U'(0)U(@) gut dU
0= ( ) =D Gy + U@ Y@, (2.32)
da da da
the operator n() is defined as
dU (@)
n(a) = U(a). (2.33)

Obviously, n(a) has to satisfy the anti-Hermitian condition n'(a) = —n(a). The standard choice of

n(a@) is the commutator of arbitrary operator G(a) with the Hamiltonian H(«),

n(@) = [G(a), H(@)]. (2.34)

Here, G(a) is called as the generator of the SRG transformation. The choice of G(a) widely used is

G(@) = T with the kinetic energy term,

1

T = 5kz. (2.35)
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Note that one can take the other choices as discussed in Ref [59]. Then, our flow equation Eq. (2.31)

becomes dH(@)
a
o [([T,H(a)], H(@)]. (2.36)
Writing down this equation explicitly, we have
dV(k,Kk; 1 1
% - _Z(kz -K?’V(kK; @) + 3 f dqV(k, q; 0)(k* - 2q> + KH)V(q.kK;0).  (2.37)
a

The definition of the interaction is V(K,k’; @) = H(k,K’; @) — T. In the actual calculations, we solve
Eq. (2.37) with the Gauss-Legendre quadrature. For the matrix element far from the diagonal which
means k> — k’?| >> V(a), the second term in the right hand side in Eq. (2.37) is much smaller than

the first term and, the matrix element is
VK @) = V(KK : a = 0)e™® K7/, (2.38)

As found in this equation, the off diagonal matrix element, far from the diagonal, is exponentially
suppressed with increasing . Since the exponent has to be dimensionless, a has unit of fm*. It is

~1/4 Note that Aggg has unit of fm~' which is

useful to define the alternative flow parameter Asgg = @
same as the momentum.

Now, let us see the features of SRG transformed interaction. Figs. 2.11 show evolutions of SRG
transformed interactions represented in the momentum space for proton-neutron 'S, channel. As
demonstrated in Fig. 2.11, the coupling is decoupled at the value of Asrg. Moreover, one can observe
that the interaction-model dependence looks to be collapsed as Asgg decreases. Same as in the case
of Vjow k interaction, we plot the diagonal components of the SRG transformed NN interaction for
proton-neutron 'S in Fig. 2.12 to check the collapse of the model-dependence at k < Agrg. Similarly

I and

to the Vi,  interaction, the collapse of the model-dependence occurs around Asgg = 2 fm~
universality of the SRG transformed NN interaction is appeared.

Similarly to the case of V),  interactions, we can confirm the suppression of the repulsive core
in the SRG transformed NN interactions. Fig. 2.9 shows the evolution of SRG transformed NN
interactions after the local projection [46] for proton-neutron 'S, channel. As found in this figure, the
suppression of short-range singularity are observed with decreasing A. In the figures with Asgg < 2.0
fm™!, the repulsive part of the interaction is completely vanished.

One can observe the acceleration of the convergence from the triton ground-state energies shown
in Fig. 2.14. Note that the SRG evolution at Asgg = 1.5 fm~! of CD-Bonn interaction is numerically
unstable and omitted in Fig. 2.14. Same as the V),  interactions cases, it is observed that the ground-
state energies do not depend on the choice of the initial-interactions and depend on Aggg. This Asrg-
dependence can be reduced by including the induced three-nucleon interaction [56, 57].

One of the advantages in use, instead of the V), « procedure, of the SRG transformation is simplic-
ity of the extension to the A-body system. Although, we use only the NN interactions in the present
study, the three-body SRG transformation is noted [16]. Let H(a) be the three-body Hamiltonian
evolved to a,

H(a) = T + Via(@) + Vz(@) + V3i(@) + Vigz(@) = Tie + V(). (2.39)
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Note that the three-body interaction V,3(«) appears even if the initial Hamiltonian is associated with

only the NN interaction. The relative kinetic energy term can be decomposed into
T =Tin+T3=Txn+T, =15 + 1), (2.40)

and so T; can commute with the two-body interaction V. Since Ty is independent of a, the three-

body SRG flow equation is
dH dv dv. dv. dv
(@) _ dVi(@) N 23(@) N 31(@) N 123(@) _ ([T V(@)]. H@). (2.41)
da da da da da
Using the two-body SRG flow equations,
dVij(a)
“da = [[Ti;, Vij()], (T} + Vij(a))], (2.42)
we can extract the flow equation for the three-body interaction,
dViss(@) <
— = D T Vi@ (Tt Vi + Vi Vil) + [T Visl H@)L- (2.43)

(k)

Here, 3705, acts as 32, f(ijk) = f(123) + £(231) + f(312).






Chapter 3

Unitary-Model-Operator Approach

As mentioned in Chap. 2, the applications of the exact diagonalization are almost impossible for
heavier system beyond the mass number (A) around 12. Then, it is unavoidable to use the some
approximations. To consider the acceptable approximations, we should recall the two fundamental
nuclear properties. First, the mean free path of nucleon in nucleus is comparable the size of nucleus.
Second, the energy scale of nucleons in nucleus is several MeV. These imply that the nucleon-nucleon
scattering rarely happens in the nucleus and the nucleons near the Fermi surface play the important
role. One might think of that the Hartree-Fock (HF) method can be good approximation to understand
such systems. However, the HF calculations with the realistic NN interactions fail to reproduce even
the ground-state properties of stable nuclei, see Table 1.1, because the realistic NN interactions induce
the many-body correlations which cannot be included in the HF method. We should take into account
the many-body correlations to understand the nuclear structure with the realistic NN interactions.
Therefore, we consider the particle-hole excitations on top of the reference state.

In this chapter, we discuss the theoretical structure of the UMOA. The UMOA is firstly introduced
based on the cluster expansion by Providéncia and Shakin to investigate the effects of the short-
range correlation to the nuclear wave function [35,36]. Then, the correlation operator and short-
range correlation were empirically determined and discussed. The self-consistent determination of
the correlation operator was established in Refs. [37,60]. In the UMOA, we perform the Okubo-
Lee-Suzuki transformation for many-body Hamiltonian to decouple the nprh excitations. In Sec. 3.1,
the general transformed Hamiltonian in the UMOA is discussed to clarify frameworks employed in
earlier and this works. In Sec. 3.2, we discuss the decoupling equation determining the transformation
employed in the UMOA. In Sec. 3.3, how to calculate the observables in the UMOA are mentioned.
The calculation method for excited states and neighbors of shell closures are discussed in Sec. 3.4.
Finally, the actual calculation procedure is given in Sec. 3.5

3.1 Similarity Transformation

Let us start from the many-body Schrodinger equation,

H|Y) = E|Y), (3.1)

27
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with the energy E and wave function [\V'). At this stage, we consider only the ground state. The excited
state can be described by the particle-hole excitations from the ground-state and how to calculate is
discussed in Sec. 3.4. The H is a general intrinsic Hamiltonian,

H = Zz__ Cm+ZVU+ZVlﬂ<+ 3.2)

i<j i<j<k

with the mass number A, the momentum of the ith nucleon p;, the nucleon mass m, the NN interaction

Vij, the three-nucleon interaction V;j, and so on. Here, Ty denotes the center-of-mass (CM) kinetic

energy and can be decomposed into

D
Tew = A Z2Am - Am' (3-3)

Then, H can be rewritten as

H= Zz + Zvu Z Vi + - (3.4)

i<j i<j<k

with £; = &1 20y = Vi, — pi - pj/Am, vije = Vi, etc.
To decouple the OpOh state with npnh states, the similarity transformation of the original Hamil-
tonian is considered,

H=U'"(H+W)U-UWU, (3.5)

with the unitary operator U. Here, W is introduced as the auxiliary potential to consider the medium

effect and is

A
W= Z wo, (3.6)

The superscript (i) means the number of interacting particles. The one-, two- and n-body auxiliary
potentials are, for example,

A

wo = Z Wi, (3.7)
i=1
A

W — Z Wi (3.8)
i<j

A

WO = 3 Wi, (3.9)

i1 <ip<++<ip

Here, w;,..;, 1s the n-body auxiliary potential acting on the particles labeled i; to i,. At this stage, aux-
iliary potentials are completely arbitrary. In the actual calculations, we determine W self-consistently

with the transformed interactions appeared in Egs. (3.26) and (3.27). Details are discussed in the end
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of this section. With this transformation (3.5), the original Schrodinger equation, Eq. (3.1), is also
transformed to
H|®) = E|D), (3.10)

where,
|©) = UT|P). (3.11)

Here, |®@) is introduced as the reference state. Since |®) is, in principle, arbitrary, we can take the
simplest form as |®). In this thesis, we take |®@) as a single Slater determinant such as the particle-
hole vacuum and Hartree-Fock (HF) states. The definition of the operator U is not unique, and leads
the different calculation method such as the coupled-cluster method. Here, we define that U is the
products of the exponential operators [61],

U=e"e"... 5", (3.12)
The exponents SV, §@_ ..., §® are the one-, two-, ..., and n-body correlation operators, and are
defined as
A
s — Z 5, (3.13)
A
SP =" s, (3.14)
i<j
A
SW= " S (3.15)
i1 <<ip
respectively. Here, s,,..;, 1 correlation operator acting on n particles labeled by iy, - - - , i,. The corre-

lation operators are anti-Hermitian and have to satisfy
SOt = —g® (3.16)

because U is unitary.
We note the property of the correlation operators. The condition Eq. (3.16) corresponds to that
the correlation operators can be decomposed into

§ = _ i, (3.17)

Here, T™ is n-particle-n-hole excitation operator constructed by n-particle and n-hole creation oper-
ators. Also, T™7 is n-particle-n-hole de-excitation operator and includes only annihilation operators.
The T™7 relate with the cluster operator appeared in the CCM. The formulation of the coupled-
cluster theory is briefly given in Appendix C. Since 7™ is only composed by creation operators and

is Fermion operator, every T™ is commutable each other,

[T<'">, T<">] = 0. (3.18)
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A A t t

(a) (b)

- W23 =0

Figure 3.1: Cancellations of bubble-diagram contributions for one-body (a) and two-body (b) parts.

Obviously, we have
|7, 7] = 0. (3.19)

In contrast, §™ is generally not commutable because both of creation and annihilation operators are

included in S ™. The commutation relations for S are

|s™. 5] =0 form=n=1,
(3.20)
[S m_ g (")] #0  otherwise.

Generally, the transformed Hamiltonian H can be expanded by the Baker-Campbell-Hausdorft
(BCH) formula as found in the CCM [24]. The BCH expansion terminates with the finite order in
the CCM becaus of Eq. (3.19). This is one of the advantages of using the CCM. In contrast, the
BCH expansion does not terminate with the finite order in the UMOA, due to Eq. (3.20). Instead of
using the BCH formula, the UMOA employs the cluster expansion introduced by Providéncia and
Shakin [35]. We decompose H into

H=HY +H® + H® 1 ..., (3.21)

according to the number of interacting particles. Note that the three- and higher-body terms can be
induced by the transformation, even if the initial Hamiltonian includes up to the two-body interaction.

Here, we show the explicit expressions of the one-, two-, and n-body cluster terms as examples:

A
O = Z},’i, (3.22)
_ A A
H® = Z;;ij _ Z Wi, (3.23)
i<j i
_ A A
H® = Vi i — Wijii» for 3 <n<A, (3.24)
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with
Ahi] =ehie’ = el () + wye, (3.25)
Vo = €727y 4y + vig + win)et e — (hy + ), (3.26)
"‘}'12”% - e—SI...n (2!</Sl/) (Zz S:) [Z h + Z Z vl] iy + Z Z W” 11‘] 2, S1621<1S’/ .. S S
k=2 i1<- <Ig k=2 ij<-<iy
(Zh +Z Z V.. ) for 3<n<A. (327)
k=2 i1<-<ig

Also, the transformed auxiliary potentials w; and wy, in Egs. (3.22) and (3.23) are
w; =e 'wie', (3.28)
Wiz = e 2 Dy 4w, + win)et et — (W) + o). (3.29)

More generally, we have the n-body transformed auxiliary potential,

n—1 n
Wiy = €120 ... e~ Zi<j 5ij) (i 51) [Z Z Wiy lk) LiSipi<jSij . .. gS12en _ [Z Z {,‘V'l_lizmik] .

k=1 i1<ip<--<iy k=1 i1 <ip<--<iy
(3.30)

To determine the transformed auxiliary potentials, we recall the one-body potential employed in the
HF method. The one-body potential cancels with the bubble-diagram contributions of the two-body
interaction in the HF calculations. This condition can be applied to the present case. Since the
transformed Hamiltonian contains many-body transformed interactions and auxiliary potentials, the
bubble-diagram contributions come from vy,, viz3, - -+ and wy, wy,, ---. The conditions of the can-
cellations for one- and two-body are shown in Fig. 3.1. The analytical expressions corresponding to

Fig. 3.1 are

Z«mnzm 53 D @QUTlBA) + - = (@B = ) (@il —--- =0, (3.31)

A<pF /l#<PF A<pr

for the one-body term and

1 — —
D (aBAT o) + 57 > (BT raslydAu) + - = afinalyd) = Y (apAwinlysd) =+ =0,
A<pF " Au<pr A<pF

(3.32)
for the two-body term. Here, pr denotes the Fermi level and |a; - - - @,) is antisymmetrized and nor-
malized n-body state. The conditions of the cancellations for three- and higher-body terms are given

in the same way. Thus, the matrix element of the transformed auxiliary potential is [61,62]

(afmB)y = ) <aﬂl|~um>— 55 DL (@l bnsBlL) + - (3.33)

M <pF /11/12<,01-

for the one-body field,

— 1
(@plwnlyd) = 3 (@BLFmoN) = 55 3 (Blibloulydid) +--- . (3.34)

/l]SpF ' /l]izﬁpl:
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for the two-body field. In the same way, we can derive the matrix element of the general n-body

transformed auxiliary potential,

( 1 )m+1

@ @lealBi By = ) e D (e e A FieenlB By A (3.39)
m>1 . A1 An<pFr

Note that we have the transformed auxiliary potentials up to A — 1-body terms and A-body term is not

appeared. By solving Egs. (3.28) and (3.29) inversely, the auxiliary potentials w; and wy, are given in

terms of the transformed auxiliary potentials w; and wy, [61,62],

wy = e'wie™, (3.36)

Wi = 6S1+S2€S12(W1 + Wz + le)e_“‘ze_(s‘*”) — (W1 + Wz). (337)

Also, we have

n—1 n
Wigy = oZiSigiciSij . . . gS12on ( E Z thlz lk] =Stz L (R Sij o= (i s)) _ ( E Z Wi1i2~~-ik] ,

k=1 i1<ip<--<iy k=1 i1<ip<--<iy
(3.38)

for the general n-body auxiliary potential.

Before considering the physical meaning of this choice of the auxiliary potentials, we rewrite the
operators in the second-quantization form. Let ¢ and ¢, be the creation and annihilation operators of
the HO quantum state a. Here, a is the set of n,, l,, j,, m,, and t,. The n,, l,, j,, m,, and ¢, are the
HO nodal quantum number, orbital angular momentum, total angular momentum, third component of
total angular momentum, and the label distinguishing the proton and neutron, respectively. In terms
of creation and annihilation operators, the one-, two- and n-body operators can be rewritten as

o = Z 0i = Y (arlolay)c], ca,, (3.39)
ajay
2
o0? = Zoij ( ) Z (a1a2|0|a3a4>cal azca4ca3, (3.40)
i<j ajazasaa
1\2
o" = Z 0jy..i, = (E) Z (ay -+~ aplolay - - - aZn>CZ] T céncaZn “ Capiyo (3.41)
i1 <+<iy Toay..an,

respectively. By using Egs. (3.39), (3.40), and (3.41), the transformed Hamiltonian can be rewritten
as

H = Z(allhllaﬁc;caz +( ) Z (aravinlasasyc) cl caca,

aja ajaxazas

2
1 i
3 Z (a1axa3Vinslasasag)c) ¢l ¢l cogCasCay + -+

ajaxazasasag

_Z<al|wl|a2>cj,lca2 ( ) Z (mrarlwinlasasyc) ¢l capcay =+ . (3.42)

ajay ajaxazay
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As discussed in the first paragraph of this chapter, we should consider the particle-hole excita-
tions on top of the reference state. Since the transformed Hamiltonian Eq. (3.42) is written with
respect to the nucleon vacuum state |0), we take the normal ordering of Eq. (3.42) with respect to the

uncorrelated reference state |@). Then, the transformed Hamiltonian is

2
— _ 1
H = Ey+ ) (ailhilay): cfco,: + (5) D aaWnlasas): ¢ el caca:

ajay ajaxazag

2
1 2
+ (5) Z <611612613|—\7123|a4a5a6>1 Cl:lCZZCC'BC‘%CQSCa4 SR (3_43)

ajaxazasasag

or compactly,

H = Ey+ Z(allﬁllaz): chcazz

ayaz

A 2
1
+ Z (;) Z <al tee anﬁ;l---nlanﬂ e a2n>: CZI t Cjz,,cllzn o Capyy v (344)

n>2 oaray,

Here, : cll X czn Cay, " " Ca,,, - Means that the n-creation and n-annihilation operators are normal or-

dered with respect to |®) and satisfies

b Ch Capy e Capy  1DY = 0 (3.45)

Ly

The E is energy of reference state because of ((Dlﬁ |DY = E,, and is

~ A -1 n+1
Eo= Y @llay+ Y 0 3 g g - an, (3.46)

n
a1<pr n>2 apap<pr

For example, we show the energy up to the three-body cluster term:

1

~ 1
Ey ~ Z (ailhila,) — 2 Z (amiaxvizlayaz) + 3 Z (aaxa3[vinzlaiazas). (3.47)

ar<pr ajax<pr a1a2a3<pr

As clarified in Eq. (3.44), the transformed auxiliary potentials formally vanishes and the n-body part
is described by only the n-body transformed interaction. The choice of the transformed auxiliary
potentials in Egs. (3.33), (3.34), and (3.35) leads the simple transformed Hamiltonian. According
to Egs (3.27), (3.35), and (3.38), wi, wia, -+ Wia..a_1 and Vi, Via, -+ - V2.4 depend on each other.

Therefore, we solve those iteratively in the actual calculations.

3.2 Decoupling Equation

The essential point in the UMOA is to determine the correlation operators. The correlation operators

are determined so that the transformed Hamiltonian does not induce the particle-hole excitations. This
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concept 1s very similar to the Okubo-Lee-Suzuki (OLS) transformation introduced in Sec. 2.2.1. The
equations shown here overlap with those shown in Appendix B.

Since we have one-, two-, and many-body correlation operators in the UMOA, at first, we should
mention how the correlation operators can be determined. Owing to the definition of the unitary
operator U in Eq. (3.12), exp S ™ appears only in the n- and higher-body cluster terms and does not
affect the cluster terms lower than the n-body. For example, more than two-body correlation operators
do not show up in Eq. (3.22) and (3.25). In other words, the determination of the n-body correlation
operator does not depend on the determinations of the correlation operators lower than n-body and
we solve correlation operators in the order from one-body to A-body.

Now, we focus on the determination of the n-body correlation operator ™. The correlation
operator S is determined so that H™, appeared in Eq. (3.24), has no matrix elements between the
OpOh and npnh states. For this purpose, we define the projection operators P™ and Q™ projecting
onto the space of n particles occupying the orbits below and above the Fermi level, respectively. Then,

the decoupling condition can be written as
Q(ﬂ) H™pmw — P(ﬂ)ﬁ(ﬂ)Q(n) =0, (3.48)

with P® and Q™. Since P"™ and Q"™ have no common states, we have

A
Q(”)[ Z v*v,-l...,-,,_l]P“):o, (3.49)

Q" [Z hi + Z Z Vi ] P =0, (3.50)
k=2 i1<-<iy
in Egs. (3.24) and (3.27). The decoupling condition, Eq. (3.48), can be rewritten as
Q(n) -sm H'(ﬂ) s pm = pm =S ™ H'(n) s Q(ﬂ) (3.51)
with
ﬁ'(") — e_(2i1<”'<"n—l Sil“"'n—l) . (Zz si) [Z h + Z Z v11 i + Z Z Wll lk) i Si v eZil<<--<i)171 Siq i .
k=2 i1<---<iy k=2 ij<---<iy
(3.52)
As discussed in Appendix B, one of the solutions of Eq. (3.51) is given by
§™ = arctanh(w™ — ™), (3.53)
with
d
™ = Z Q(”)|t//(n)>(¢(n)|P("). (3.54)

k=1

Here, d is the dimension of the P™ space. The state (¢(")| is bi-orthogonal state and is defined to
satisfy

@1 = 6, 1"y = POy, (3.55)
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0pOh 1plh 2p2h ApAh 0pOh 1plh 2p2h ApAh

2p2h 1plh OpOh
2p2h  1plh OpOh

ApAh
ApAh

(a) b)

Figure 3.2: Schematic representations of original and transformed Hamiltonians. The left (right)
panel shows the original (transformed) Hamiltonian. The shaded regions mean that the matrices have
finite values.

Here, [} is an eigenvector of the n-body Schrodinger equation in the P™ + Q™ space,
(P + QY ™(P™ + QW)y™y = EJu'™), (3.56)
where E; is a kth eigenvalue. Moreover, exp S ™ can be expressed in terms of w™ [27],
S = (1 + 0™ — ™1 + 0™ 0™ + 0™ 12, (3.57)

The explicit expression of e’ " is given by Egs. (B.52)- (B.55). Note that the solution of w™ depends
on the choice of a set of d eigenstates. In the present work, we choose d eigenstates with the largest
overlap with the reference state. This choice is reasonable as long as we consider only the ground
state.

3.3 Ground-State Energy and Observables

Here, we discuss the way to calculate the ground-state energy and expectation values of operators. Let
us suppose that the correlation operators are determined. After solving the decoupling equations, we
can construct H. , as discussed in Sec. 3.1. Figs. 3.2(a) and 3.2(b) show the schematic representations
of original and transformed Hamiltonians. In Fig. 3.2(a), we assume that the original Hamiltonian
constructed up to the two-body interaction. Note that the transformed Hamiltonian generally have
the induced many-body interactions which are illustrated by the coupling, for example, between 1plh
and ApAh parts. As shown in Fig. 3.2(b), H must not induce Iplh, 2p2h, ---, ApAh excitations.
Therefore, the ground-state energy is equal to the energy by the reference state:

Eys. = (PIHI¥) = (YIU)U'HU(U'|¥)) = (D|H|D) = Ey. (3.58)
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Here, E| is already given in Eq. (3.46).

Next, we mention how to obtain the expectation values in the UMOA. One of the advantages in the
UMOA is that we can use the transformed operators to obtain the observables. In principle, one can
use the transformed operator to obtain the observables in the CCM. Due to the non-Hermiticity in the
CCM, however, one has to solve the coupled-cluster equation for the both of left and right eigenvector
to obtain the transformation operator. In another way, one can apply the Hellmann-Feynman theorem
to obtain the other observables, as found in the most of the recent works in the CCM (see e.g. [24]).
In the UMOA, the calculation of observables is same as the energy case and is rather simple. Let O

be an arbitrary operator which we want to calculate the expectation value.

0= i 0" = i D iy (3.59)

Here, 0;,..;, is n-body operator acting on particles labeled from i; to i,. What we want to calculate
here is
(FIOY) = (D2|0|D), (3.60)

with
o0=U'ou. (3.61)

In the same way as the Hamiltonian, we apply the cluster expansion to 0,

A A
O0=)0"=>% i (3.62)

Here, we show the explicit expression of one-, two-, and n-body transformed operators:

0, =eoe", (3.63)
012 = €™ (01 + 05 + 012) — (01 + 02), (3.64)
n n—1 n
Oy = €51 oo @7 Zim1 Si Z Z 0jy..i, | €=~ - - e’ — Z Z Oiyiy | - (3.65)
k=1 i1<-<iy k=1 ij<-<iy

By using the second quantization and taking the normal ordering with respect to |®), the expectation

value is

A
—~ 1 .
(@IOI®) = ) D —lar - @ulOralar - a). (3.66)

n=1 aj--a,<pr

The explicit expressions for various bare operators are given in Appendix E.1.

3.4 Equation of Motion Technique

So far, we discuss the ground-state of closed shell system with the mass number A. To extend the ap-

plicable region of the UMOA, we consult the equation of motion technique adopted in the CCM [24].
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First, let us consider the excited states of A-body closed shell nuclei. As found in Sec. 3.3, the
ground state for H is uncorrelated reference state |®*) of A-body system. Here, we add the super-
script A meaning the mass number. Since, the excited states of H are orthogonal to the ground-state,
in principle, those can be exhausted by the linear combinations of 1plh, 2p2h, ---, ApAh excitations.
Therefore, the excited state of A-body system labeled by k can be written as

CI)A> = [Z Z r{ cl ci+ ( ) Z Z fj’ciclc ci+ e || DAY, (3.67)

a>pr i<pr ab>prF ij<pF

or

|<D£>—Z( ) DD, rmel o, @Y, (3.68)

ap-ap>pr i~ Iy <pF
with the coeficients 7" satisfying
A
a1 a,
S % X e s
n= ayap>pF i1 in<pF

Note that we omit the k-dependence of r; A l“” for the simplicity. Since |®*) is factorized in Eq. (3.67),
we can write Eq. (3.67) as
|07y = R} D), (3.70)

with the generator of excited state Ry :

R?—Z() Z Z sl ol e (3.71)

ayap>pF iy <pf

The Schrodinger equation for the excited state is

HR DY) = ERI|D). (3.72)

ai--an

Here, E; is the energy of the kth excited state. By solving Eq. (3.72), the coefficient r;' ;" is deter-
mined. Eq. (3.72) is eigenvalue problem of matrix H in the Iplh, 2p2h, ---, ApAh spaces (larger
shaded square in Fig. 3.2(b)). In the actual calculations, we have to truncate more than 2p2h excita-
tions due to the dimension of the matrix. The explicit expressions for the matrix elements are given
in Appendix D.2.

Similarly to the excited state, we can apply this approach to the system with the mass number
A £ 1. The generator for the A + 1 (A — 1) system is constructed to take into account the all possible
excitations adding (removing) one-particle to (from) the reference state. Then, the generators of such

states are

Rﬁ“ - Z rac + Z nY(l’l - 1! Z Z lall l:nl -al Carncln 1 G (3.73)

ayap>pp iy-ip-1<pF

R :Z“C““va(n— TP IR IR 2 RS (3.74)

ayAp-1>pF 11y <pF
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Also, the Schrodinger equations are

H(A + DRMDA) = ERI 0, (3.75)
H(A - DRI0Y) = E.RIT04). (3.76)

Note that we should remind the A-dependence of H coming from the CM Kkinetic energy term, see
Eq. (3.2). Unfortunately, the energy of the CM motions is comparable to that of the intrinsic motions
in nuclear system. Since ﬁ(A + 1) is different from ﬁ(A), we have to recalculate H (A = 1) for the
(A + 1)-body system. Due to the dimension of the Hamiltonian matrix, we diagonalize H in the 1pOh
and 2plh (Oplh and 1p2h) spaces for the A + 1 (A — 1) -body system. The matrix elements in such
spaces are given in Appendix D.3 and D 4.

3.5 Actual Calculation Procedure

Here, we discuss the actual calculation procedures. Basically we truncates our formula at two-body
level. The initial Hamiltonian is

A
H= > 6+ vij (3.77)

and the transformed Hamiltonian is
A A
H= Y T+ ) ¥ (3.78)
i=1 i<j
The auxiliary potential is W ~ Y* | w; and the transformed auxiliary potential is W =~ >4 W In this
section, we introduce the two calculation methods. One is employed in former UMOA calculations
which do not include the one-body correlation operator, named as method 1. In method I, we employ

. . )
the unitary transformation as U =~ €%

. The other is employed in the recent UMOA calculations,
named as method II. In method II, in addition to S ®, we introduce S " and the unitary transformation

. (1) 2)
isdefinedas U ~ &5 &5 .

3.5.1 Method I

Method I is employed in earlier UMOA works [39]. To obtain the converged results in the small
model space, we adopt the two-step decoupling method in method I. The two-step decoupling method
is commonly used, for example, in the G-matrix theory [63]. Fig. 3.3 shows how to decouple the
model space. In the first-step decoupling, the original Hamiltonian is transformed so that our model
space and its complement are decoupled, as shown by the dashed arrow in Fig. 3.3(a). Since the
first-step decoupling is done in the huge space to take into account the short-range correlation of
NN interaction, the decoupling equation is solved with the relative and CM coordinates. Thus, the
first-step decoupling is very similar to the OLS transformations. Using the effective interaction, we
decouple the 2p2h excitations with the reference state, as illustrated in Fig. 3.3(b).
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2ny, + 1 2np + 1y

First-step decoupling
/’> let

/

Second-step
decoupling

PF 2ng + 1o PF P1 2n4 + g
(a) (b)

Figure 3.3: Illustrations of the model space employed in method 1. The first-step decoupling (a)
denotes the decoupling between the outside and inside of our model space. Our model space is defined
by the two-body boundary number p; = 2n, + [, + 2n, + [,. The px is introduced so as to consider the
Pauli exclusion principle. In this work, we use the fixed number py = 20. The second-step decoupling
(b) is the decoupling of 2p2h excitations with OpOh state.

First-Step Decoupling

Let |ab: Z) be antisymmetrized and normalized two-nucleon state. Here, Z means either proton-
proton, proton-neutron, or neutron-neutron channel. As shown in the Fig. 3.3(a), we define our model
space using the two-body boundary number p; = 2n, + [, + 2n;, + [, and consider the projection

operators Py, Xi4, and Q. The definitions of projection operators are

1
Pi=3 > lab: Z)ab: ZI, for 2n, + 1, + 2ny + I, < pi, (3.79)
ab

1
X = 3 Z lab: Z){ab: Z|, for py < 2n, + 1, + 2n, + 1, < px,
ab

min(2n, + l,,2n, + 1) < pr,and max(2n, + 1,,2n, + 1) > pF, (3.80)

1
Qi =5 > lab: Z)ab: ZI, otherwise. (3.81)
ab

Note that X, is needed to take into account the Pauli exclusion principle and is defined with the
fixed number py = 20. The condition min(2n, + [,,2n;, + 1,) < pr and max(2n, + 1,,2n, + 1,) > pr
mean that either a or b is the occupied state and the other one is unoccupied state. To consider the
high-momentum component of the NN interaction, we have to span the huge HO space. In such
a huge space, we cannot treat problems with |ab: Z) representation because the Talmi-Moshinsky

transformation, introduced in Appendix A, demands the computational cost. Instead of |ab: Z), we



40 Chapter 3. Unitary-Model-Operator Approach

use |nlS J.qNL: Z). Here, n, [, S, and J,.; are the nodal quantum number, orbital angular momentum,
total spin, and total angular momentum (J,; = [ + §) of the relative motion of the NN system,
respectively. The N and L are the nodal and azimuthal quantum number of CM motion, respectively.
Owing to |nlS J.qNL: Z) representation, we can solve the decoupling equation in the large space,
typically 2n + [ + 2N + L = 150. Same as in the free-space OLS transformation, we solve the
Schrodinger equation for the NN system:

2
prel

(Plst + @m) % +w+ VNN] (Plst + élst) Wi: Z) = Exlyy: Z). (3.82)

Here, O, is the projection operator onto the outside of Py, and w is one-body auxiliary potential
transformed from single-particle to relative and CM coordinates. Because of w, we obtain the two-

body effective interaction taking into account the in-medium effect.

Before writing down Q,,, and w, we mention about the two approximations taken in this first-step
procedure. First, we assume that Eq. (3.82) be diagonal with respect to the CM motion. Due to
the single-particle potential w, the translational symmetry is supposed to be violated and Eq. (3.82)
depends on N and L. We neglect this effect in this work. Secondary, we take the angle average
approximations which is applied to Q,, and w. Because of the Pauli exclusion principle, the relative
angular momentum J,¢ cannot be a good quantum number. In the angle average approximation, Q,
and w is averaged with respect to the CM angular momentum L. As a result, J, can be a good

quantum number. The matrix element of w under the angle-average approximation is [37,39, 64]

L, 172 j, L, 172 j,
(IS Juet, NL: JZ[WI'IS Juat, NL: JZ)y = > > > (=" by 172y 43 1y 172

AJ nan;nbn;’ Lajalb jb 1 S J X S J
« (ARSI | LT A L 1
[L] S J Jw S J Ju
X <nlNL/l|nal“nblb/l><n,ZNL/Y|n:llan;71b/ll> (<nalajalwlst,1 |n;laja> + <nblbjblwls[,1 |n;;lb.]b>) .
(3.83)

Here, [x] = 2x + 1 and J is the total angular momentum of NN system. The coefficients three by
three {---}, two by three {---}, and (nINLA|n,l,n,l,A) are the 9-j symbol, 6-; symbol, and the HO
transformation brackets [65], respectively. The wjy  is the single-particle potential represented in
the laboratory frame and is determined self-consistently with the two-body effective interaction. The
projection operator Q,, is

Q= Y > 601N, LS, Jue)lniS JaNLY(nIS JriNL), (3.84)

nlNLElet S Jrel
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OpOh 1plh 2p2h

2p2h 1plh OpOh

Figure 3.4: The schematic representation of the transformed Hamiltonian by method 1.

with

L 12 o | [ 12 Ja
O LN, LS J) = 1= > > D" fr3 by 172 Gy ¢4 b 1/2

abeXig AV J 1 S J X S J
y (AU IS | LT A L I X
[L] S J Ju S J Je
X (nIN LAn l,nply, Y0 INLA |0 1,n, 1, A7) (3.85)

Here, f7 is defined by

(3.86)

1 — (=) for Z = proton-proton or neutron-neutron,
fz =
1 for Z = proton-neutron.

Same as the free-space OLS transformation, we obtain the two-body effective interaction,
<nlS Jrellvé\f]f]j]lst’lz(N’ L)|I’l,l,S Jrel>

, by using Eq. (B.51). Note that the two-body effective interaction obtained here depends on CM
quantum numbers N and L in contrast to the free-space OLS transformed effective interaction. More-
over, applying Eq. (A.14), the effective interaction can be transformed from relative and CM frame to
laboratory frame. As mentioned above, the single-particle potential is determined with the effective
interaction:

(awigalb) = > amVIY,, slbm). (3.87)

m=pF

Since Eq. (3.82) includes w4 1, we calculate the effective interaction ngl\’m |, iteratively untile wig

converges.
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Second-Step Decoupling

VAN
eff,1st,12°
tions with the reference state. In the second step, we use up to two-body level:

Using the effective interaction in the second-step calculation, we decouple the 2p2h excita-

A ) A A A
(pi —p)) ~ _
Hyna ~ Z Tj + Z VQY{VISW + Hewm = Z fi + Z Vistijs (3.88)
i<j i<j i=1 i<j
_ A _ A
Hyyg = Z h; + ZVan,ij, (3.89)
i=1 i<j
U=~e?, (3.90)
A
Wa W=D wa, (3.91)
i=1
W W (3.92)

Here, H,,q and ﬁhd denote the initial and transformed Hamiltonian in the second-step calculations.
Note that we add the CM Hamiltonian Hcy,,

2

1 4 ’ 1 1< 3
—_— —,——— . —_— 2 — . — —
Hey = 2 ( g pl] + 2Ama) [ E r,] 2ha), (3.93)

i i=1

i=

in Eq. (3.88) to remove the spurious excitations from the CM motions [66]. The one-body part of the
transformed Hamiltonian is E = t; + w; = t; + w;. We truncate the many-body interactions induced in
the first-step calculations. The effect of such truncated interactions should be small when we increase
the model-space size p;, same as the free-space OLS transformation. The interaction coupling with
the out side of our model space is already decoupled after the first-step decoupling. We consider only
the inside of our model space defined by p; = max(2n, + [, + 2n,, + [,) and treat the problem with the
products of the single-particle basis states. In this step, we define the projection operator as

1
Pog = > Z lab: Z){ab: Z|, both a and b are occupied state, (3.94)
ab
1
Xond = > Z lab: Z){ab: Z|, neither a or b is occupied state, (3.95)
ab
1
Ooma = 5 Z lab: Z){ab: Z|, both a and b are unoccupied state. (3.96)
ab

The P,,q space is illustrated by the blue area in Fig. 3.3(b).
To decouple the 2p2h excitations, we have to determine the two-body correlation operator S ®

appeared in Eq. (3.14). As discussed in Sec. 3.2, we solve the two-body Schrodinger equation,

(Pang + Q2na) @1 + +715t,12) (Pana + and)W;{z)) = Ek|l//,(<2)>, (3.97)
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and obtain the two-body correlation operator S®. Here, |¢,({2)) is the two-body wave function. The

matrix element of w,,q calculated in the second step is

(alWana 1 1b) = ) (amfFana,1olbm), (3.98)

m<pfr

with the transformed two-body interaction vy,4.12. Same as the first-step decoupling, wang,1 and voua12
are determined self-consistently, and the calculations are done iteratively until wy,q; converges.

After second-step decoupling, we construct the transformed Hamiltonian which is illustrated in
Fig. 3.4. Then, the energy of the one- and two-body cluster term for the reference state is

~ —~ 1
Eo = (@HI®) = (ailhila) = 57 ) (@@ olaran). (3.99)
ai<pr a1a<pr
As shown in Fig. 3.4, we have the non-zero coupling between the OpOh and 1p1h states. To take into
account such coupling, similar to the equation of motion approach, we diagonalize the transformed
Hamiltonian in the OpOh and 1plh spaces. Let E'P!" be energy correction by the diagonalization.

Then, the energy of the one- and two-body cluster term E!+2B€

can be approximated by
E'8C ~ Ey + E'™, (3.100)

Note that the wave function is modified as

e
¥y = &5 (ro + Z Z ricte

a>pr i<pfr

|D). (3.101)

To investigate the convergence of the cluster expansion, in addition to Eq. (3.99), we consider the

energy of the three-body cluster term E3B¢;

1
EPC = 3 Z (araxa3[vinslaiazas). (3.102)

a1aa3<pr

Since it is difficult to calculate the three-body term directly, we expand

Vigy = € CPHBISD (4 by 4 by + Vg0 + Vigs + Vigar)et 2B

- (Ahil +Fﬁz +7{3 +72nd,12 +72nd,23 +72nd,31), (3.103)

in terms of v,,4.12 and 51, and keep up to order of s%z. After the expansion, finally, we have [37]

1
3BC o ~2nd ~nd
BT = 4 Z Z VijkiSabijSabki + Z Z Viake Sab jkSbeij- (3.104)

ab>pr ijki<pr abc>pr ijk<pr

Here, we use the shorted notations:

7§2§‘d = <abﬁ72nd,12|0d>, Sabed = {ablsizlcd). (3.105)
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2ny + 1

€max 2ng + g

Figure 3.5: Illustrations of the model space employed in method I1.

In method I, the ground-state energy by our calculation is
E,, ~ E"C 4+ (8¢, (3.106)

The observables are calculated with the wave function (3.101). The expectation value is calculated
up to order S ?? [42],

Y.y r;’*cjca) {0 +10,5P] + %[[O,SLS 1}(% IPIT

a>pr i<pr b>pr j<pr

(FIOY) =~ (D] |D).

(3.107)
Finally, we summarize our calculation procedure of method I in Fig. 3.7.

3.5.2 Method Il

As discussed in Sec. 4.1, the results with method I depends on Aw, even if our calculations are done
in the large model space. Since the initial Hamiltonian does not include 7w, calculated observables
should not depend on that. To reduce the hw-dependence, we refer to the CCM calculations by
Kohno and Okamoto [67] and change the UMOA calculation procedure. According to Ref. [67], the
hw-dependence was reduced by taking into account one-body correlation. Following this, in addition
to S @, we consider SV in method II.

Basically, we should compare results by the UMOA and by the other ab initio calculation meth-
ods to make sure the reliability of the UMOA. For this purpose, we do not employ the two-step
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decoupling in method II. The first-step calculation can lead uncontrollable uncertainties, due to the
approximations. The validity of angle-average approximation is not clear for finite nuclei. In nuclear
matter calculations [68—70], at least, the angle-average approximation causes the non-negligible 0.4
- 0.5 MeV/A deviation at the saturation density. When we skip the first-step procedure, however, we
encounter the problem about the convergence. As discussed in Sec. 2.1, it is practically impossible
to treat bare NN interactions in the UMOA. Instead of using the two-step decoupling, we employ the
NN interactions softened by Vi, x method or SRG in method II.

In method 11, we decouple the 1p1h and 2p2h excitations with the reference state with the softened
NN interaction. Then, the choice of the model space is no longer restricted to the triangle. In method
II, we employ the simplest choice, where the model space is truncated by the square defined by
emax = Max(2n,+1,), as shown in Fig. 3.5. The decoupling of 1plh and 2p2h excitations are indicated
by the solid arrow in Fig. 3.5. The square shape model space is more convenient and simpler than the
triangle choice, and we can compare with HF results at the same ey,,x as discussed in Sec. 4.2.

Let us summarize the approximations used in method II are

A A
HQH(I)-FH(Z) :Zt,~+Zv,-j, (3108)
i=1 i<j
_ _ _ A _ A
H~HO+H? = hi+ > 7, (3.109)
i=1 i<j
U=~eses?, (3.110)
A
W~ W = Z wi, (3.111)
i=1
_ _ A
WaWh = Z Wi, (3.112)
i=1

Above approximations mean the UMOA at two-body level. The flow chart of the actual calculations
are shown in Fig. 3.8. We employ the softened NN interactions as the input of the UMOA calculation.
As mentioned in Sec. 3.2, we firstly solve the one-body Schrodinger equation and obtain the one-body
correlation operator. In this process the projection operators are defined as

PO = Z la)al, for 2n, + 1, < pr, (3.113)
o = Z la)al, for 2n, + 1, > pr. (3.114)
Also, the Schrodinger equation which we should solve in this process is

(t +w) ™y = EDVDy. (3.115)

Through Eq. (3.53), s; and e*' can be calculated. The transformed one-body auxiliary potential
wy = e *lwie’! can be obtained. As the next step we solve the two-body Schrédinger equation and
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OpOh 1plh 2p2h

2p2h 1plh OpOh

Figure 3.6: The schematic representation of the transformed Hamiltonian by method I1.

determine the two-body correlation operator. The projection operators for the two-body system are

1
PP = 3 Z lab: Z){ab: Z|, both a and b are occupied state, (3.116)
ab
1
X? = 3 Z lab: Z){ab: Z|, neither a or b is occupied state, (3.117)
ab
1
Qp) = 3 Z lab: Z){ab: Z|, both a and b are unoccupied state. (3.118)
ab

The two-body Schrodinger equation which should be solved is
(P(Z) + Q(Z)) [e—(S|+S2) (hl + h2 + VIZ) eS1+sz] (P(Z) + Q(Z)) |lr//](<2)> — Ekl‘/’](f)> (3119)

After solving Eq. (3.119), sy, and ¢*? can be determined with Eqs. (3.53) and (3.57), respectively.

Taking the normal ordering of the transformed two-body interaction,
712 = 6_3126_(s]+s2) (hl + hz + VIZ) e’ et — (-h.I +E2) ,
we obtain the matrix element of the transformed auxiliary potential:
(alw|b) = Z (am[vio|bm). (3.120)
m<pr
Applying the inversed transformation, non-transformed auxiliary potential can be obtained, w; =
e*'wie *. This wy is used in Eq. (3.115) and the calculations are iterated until the difference between
new and previous w; become sufficiently small.
After the transformation, the transformed Hamiltonian does not induce the 1p1h and 2p2h excita-
tions, as illustrated in Fig. 3.6. In contrast to the transformed Hamiltonian employed in method I (see
Fig. 3.4), the coupling between 1plh and OpOh is suppressed. Owing to this decoupling, one- and

two-body cluster term is

— 1
ENPC= ) allla) ~ 5 Y (aaolaa), (3.121)
a1<pr ajaxs<pr
_ 1
= D falilad+3 Y (aafolaa), (3.122)

a1<pr ajax<pr
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and we do not need the extra diagonalization process. Moreover, we estimate the contribution of
the three-body cluster term E*BC to investigate the convergence with respect to the cluster expansion.
Because two one-body correlation operator can commute, as in Eq. (3.20), we can hold Eq. (3.104)
here. Totally, the ground-state energy in method 11 is

Eg = E'"PC 4+ E7PC, (3.123)

The observables can be calculated with Eq. (3.66). In the actual calculations, we take up to two-

body contribution:

— 1 —
(@IOI®) > ) (adilar) + 57 ) (aasfonlaa). (3.124)

a1<pr alay<pr



48

Chapter 3. Unitary-Model-Operator Approach

calculate VNV

input V¥V solve Eq. (3.82) .
by using (B.51)

no

(aw'"Iby =

Y mepp (am| VN bm)

yes w converge

=2
input VNN solve Eq. (3.97) Calcul'ate Vi,
by using e’?

(aw'?by =

w® converge 2
ngpp <am V12 |bm>

Diagonalize H in the OpOh and 1plh spaces
calculate E*B€ (3.104) and obtain Ey (3.106)
calculate observables by Eq. (3.107)

Figure 3.7: The flow chart of method I.
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input VMV
(alw,|b) :b T calculate s,
ZmSPF<amE12| "y sotve £q. (. with Eq. (3.53)
wp = e'lwie™

calculate v,
with Eq. (3.26)

w; = e Stwye’

yes
calculate E3B€ and obtain E,

calculate observables by Eq. (3.124)

calculate s,

. solve Eq. (3.119)
with Eq. (3.53)

Figure 3.8: The flow chart of method II.






Chapter 4

Calculation Results in UMOA

In this Chapter, we show the calculation results by the UMOA. In Sec. 4.1, we employ method I,
introduced in Sec. 3.5. The results shown in Sec. 4.1 are based on Ref. [42,43]. In Sec. 4.2 - 4.4,
we employ method I1. Finally, we demonstrate the calculation results holding the three-body level in
Sec. 4.5.

4.1 Ground-State Energies and Radii of Doubly Magic Nuclei

Here, we show the ground-state energies and charge radii for doubly magic nuclei, “He, '°0, “°Ca,
and *°Ni and attempt to understand the bulk property of finite nuclei based on Refs. [42,43]. All the
calculated results, exhibited in Sec. 4.1, are obtained with the CD-Bonn potential [9] and with method
I introduced in the subsection 3.5.1. The UMOA calculations are performed with various model space
defined by p; and the harmonic-oscillator energy 7w, and investigate the p;- and 7iw-dependence of
the ground-state energies and charge radii.

Fig. 4.1 shows the ground-state energies of “He, '°O, “°Ca, and °Ni as functions of 7w. The
ground-state energies lower with increasing p; except for “He. These nucleus-dependent behaviors
are not surprising. Since the many-body cluster terms are truncated, our calculations do not have to
be variational. Actually, our ground-state energy of “He, at p; = 12 and 7iw = 18 MeV, is overbound
a little compared with the Faddeev-Yakubovsky result (—26.26 MeV) [52] which is the exact solution
with the CD-Bonn potential. The situation is similar to the calculation results with the free-space OLS
transformed NN interactions (see e.g. Fig. 2.6). According to Fig. 4.1, our ground-state energies
depend on 7w even if the p;-dependence practically vanishes. The %w-dependence of the results
should vanish in sufficiently large p;, because our initial Hamiltonian does not include 7iw. The
reduction of 7iw-dependence is important issue to obtain more reliable results. This topic will be
discussed in Sec. 4.2, and in this section, we take the value at 7wy, minimizing the ground-state
energy. The validity of this choice is discussed in the coupled-cluster method (CCM) [67]. Note
that, in Fig. 4.1, we omit the results at 7iw where the iteration in the first-step decoupling does not
converge. The final results of our ground-state energies are exhibited in Table 4.1. The E'*?BC is the

energy obtained from the one- and two-body cluster terms shown in Eq. (3.100). The contribution of

51
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Figure 4.1: Ground-state energies of *He, '°0, “°Ca, and ®Ni as functions of 7iw. All the energies are
calculated with the CD-Bonn potential and with the method I.

E3BC El+2BC

the three-body cluster term, , 1s much smaller than and attractive for all nuclei examined
here. Since the contributions from the higher-body cluster terms would be less than those of the three-
body cluster term, our ground-state energies, E,, = E'*?BC + E*BC are expected to almost converge
with respect to the cluster expansion.

In addition to the ground-state energy, we calculate the charge radii r.,. We use the definition [71],
N
o =) P+ R+ ZRZ 4.1)

Here, (r)'/? is the point-proton radius, and R, and R, are the charge radii evaluated from the charge
distributions of the proton and neutron, respectively. In this work, we employ Rf, = 0.832 fm? [72]
and R? = —0.115 fm? [73]. The higher order corrections coming from the relativistic effect can be
expected to be small and do not included in this work. In Fig. 4.2, the charge radii of “He, '°0, “°Ca,
and °Ni are shown as functions of 7w. The radii are not sensitive to p; and almost converge with
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respect to p;. On the other hand, for all cases, the charge radii decrease monotonically with increasing
hw and strongly depend on Zw. This dependence is not likely vanished, if we enlarge the model-space
size. To evaluate the charge radius in the UMOA, Aiw was formerly taken to fiwn, [27,38]. Moreover,
it was demonstrated that the radius at %iwn,;, coincides the Zw-independent result in the recent CCM
calculations [67]. Therefore, we can expect that the radius at 7wy, 1s close to fiw-independent results.
In Table 4.2, the charge radius of each nucleus at fiw, is tabulated. The contributions of the two-
body correlation operator S» and the diagonalization coefficients r# are also shown as the effects of
2p2h and 1p1h correlations, respectively. Since the effects of S@ are much smaller than those of 4,
Iplh excitations to the charge radius are more important than 2p2h excitations. In other words, for
the radius, it can be expected that the consideration of the one-body correlation operator SV is more
important than that of §®. This is confirmed in Sec. 4.2. All the charge radii investigated here shrink
compared with the experimental values as increasing the mass number. Note that the charge radius
of *Ni has not been measured yet. Similar to the charge radius, we calculate the point-neutron and
point-nucleon radii. The differences between the point-proton and point-neutron radii for the nuclei
examined here are smaller than 0.02 fm. Therefore, we only discuss the point-proton (charge) radius
here.

In Fig. 4.3, the saturation property of “He, !0, °Ca, and *°Ni is illustrated. Note that our calcu-
lation results of 'O and “°Ca are consistent with the results by the earlier UMOA calculations, which
were obtained with the realistic NN interactions at fiwp;, [27,38]. To understand relation between
calculation results and data, we employ the empirical formulae for binding energies and radii. As for
the binding energies, we use well known mass formula by Bethe and Weizsicker [74],

(N-2)

E/A = —ay + aSA_1/3 + ClCZQ/A4/3 + ap A2 - ClpA_7/4- (42)

Here, parameters avy, as, ac, ax and ap are coefficients for the volume, surface, coulomb, asymmetry,
and pairing terms, respectively. We use as = 18.56 MeV, ac = 0.717 MeV, a, = 28.1 MeV, and
ap = 34.0 MeV as found in Ref. [74], and adjust ay = 16.10 MeV to reproduce the experimental

Table 4.1: Ground-state energies for “He, '°0, “°Ca, and *°Ni with the CD-Bonn potential. We take
p1 = 12 and fiwy,, = 18 MeV for “He, p; = 14 and hiwmi, = 15 MeV for '°0, p; = 18 and fiwy, = 14
MeV for “*Ca, and p; = 20 and fiwy, = 14 MeV for °Ni. The definitions of E'*25€, E38C and E
are given in Eqgs. (3.100), (3.104), and (3.106). The experimental values are taken from Ref. [23]. All
the energies are in units of MeV.

4I_Ie 160 40Ca 56Ni
E'+28¢ -26.13 —115.58 —334.36 —454.84
E3B¢ -1.60 -3.82 -5.92 —-18.20
Ey -27.73 -119.39 —340.28 —473.04

Exp. -28.30 -127.62 —342.05 -483.99
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Figure 4.2: Charge radii of “He, '°O, “°Ca, and *°Ni as functions of 7iw. All radii are calculated
with the CD-Bonn potential and with the method I. Note that the charge radius of *Ni has not been
measured yet.

binding energies of “He, '°0, “°Ca, and °Ni. Note that the usual parameter sets of Eq. (4.2) is fitted
to reproduce the data from medium- to heavy-mass nuclei. As for the charge radius, we employ [74],

Fen = roA'". (4.3)

The ry is parameter and is fitted to ry = 1.05 fm. One may care that 1.05 fm is smaller than empirical
value 1.2 fm. Since we discuss the root-mean-square radius, we should consider the factor, for ex-
ample, V/3/5. The factor v/3/5 can be obtained by assuming the uniform charge density. Combining
Egs. (4.2) and (4.3), we obtain the dashed curve plotted in Fig. 4.3,

ENIS]

2
EJA = —ay + as— + < (ﬁ) - ap(ﬁ) . (4.4)
Tch 4 \ro Tch
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Note that we omit the asymmetry term, because we discuss the only N = Z nuclei here. This curve
gives the systematic behavior for light- and medium-mass N = Z nuclei.

Our results show similar pattern to this empirical curve and reproduce the trend of the experi-
mental data. However, taking a closer look at our results with the NN interaction only, all the binding
energies are underbound and also all the charge radii are smaller than the experimental data. When we
use the other realistic NN potentials, it can be expected that the binding energies increase (decrease)
with decreasing (increasing) charge radii. In other words, the calculation results will distribute over
the Coester line [74]. Actually, the former UMOA results [27, 38] show such a correlation between
the binding energy and charge radius. Therefore, it is likely that the results do not approach the
experimental data even if we employ the other modern high-precision NN interactions such as the
AV18 [8] and chiral N°LO interactions [10]. The gap between calculated and experimental results
might be filled by the effect of the genuine three-nucleon force (3NF), because it gives the attraction
in light nuclei as shown in the Green’s function Monte Carlo method [12]. Also, the 3NF through
the relativistic framework stretches the nuclei as found in the comparison between the Briickner-
Hartree-Fock and Dirac-Briickner-Hartree-Fock results [76]. Combining these facts, the 3NF seems
to be necessary to reproduce simultaneously the binding energies and charge radiii. The discrepancy
between the experimental data and the recent ab initio results still remains and needs to be further
investigations [28, 33].

Our charge radii for '°0, 4°Ca, and *°Ni, have sizable 7iw-dependence. Thus, we cannot discuss
these results accurately. It is necessary to obtain the practically 7Zw-independent results. To achieve

this, the consideration of the one-body correlation operator is desirable.

4.2 Introduction of One-Body Correlation Operator

As discussed in the previous section, when the decoupling of the 2p2h excitations is only consid-

ered, ie. U = &7 in Eq. (3.12), results, especially radii, strongly depend on %w. Due to the

Table 4.2: Charge radius r., for each nucleus. The entries of “r., w/o 1plh and 2p2h correlations”,
“ren W/o 1plh correlations”, and “r., w/o 2p2h correlations” are the results from Eq. (3.107) with both
of S® =0and r, r* = 0, and S® = 0, respectively. The model-space size and fiwp;, are same as in

Table 4.1. The experimental values are taken from Ref. [73]. All the radii are in units of fm.

4He 160 40Ca 56Ni
ren W/o 1plh and 2p2h correlations 1.81 2.59 3.08 3.28
ren W/o 1plh correlations 1.82 2.60 3.09 3.29
ren W/0 2p2h correlations 1.67 2.44 2.97 3.20
Teh 1.67 2.44 2.97 3.19

Exp. 1.68 2.69 3.48
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Figure 4.3: The saturation property of *He, 160, “°Ca, and *Ni. The open and solid symbols are
UMOA results with the CD-Bonn interaction and experimental values, respectively. The dashed

curve is given by the combination of the empirical formulae.

hw-dependence, it is difficult to obtain the reliable results. The main purposes in this section are to
investigate the iw-dependence in the UMOA and to examine the validity of the UMOA. To investigate
the w-dependence, in this section, we introduce S to the UMOA and demonstrate the role of S,
To examine the validity of the UMOA, we compare the results in the UMOA and in the other ab initio
calculation methods. Note that we do not employ method I due to the uncontrollable approximations,
and so we, hereafter, employ method II introduced in Sec. 3.5.2. Since this is the first application of
the UMOA including SV, we compute the ground-state properties of the simplest closed shell “He

nucleus.

4.2.1 Role of One-Body Correlation Operator

As the first attempt in the UMOA with S, the ground-state energies for “He are calculated with the
bare AV18 and CD-Bonn interactions and are shown in Fig. 4.4. As shown in this figure, even though
our energies almost converge with respect to the model-space size e,,x, they are not likely to converge
to the Faddeev-Yakubovsky (FY) energies [52] for both AV18 and CD-Bonn potentials cases. To
assess the reason of this discrepancy, let us focus on the contributions coming from each cluster
terms. By using Eq. (3.123), our energy E,, = —14.88 MeV can be decomposed into E'5¢ = -10.27
MeV and E*¢ = —4.61 MeV, in the AV18 potential case at iw = 60 MeV and ep,, = 20. The
percentage of the energy of the three-body cluster term is ~ 30% and the difference between UMOA
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Figure 4.4: Ground-state energies of “He with the bare AV18 (left) and CD-Bonn (right) potentials as
functions of iw. The UMOA calculations are done with the method II. The results by the Faddeev-
Yakubovsky (FY) method are taken from Ref. [52].

and FY energies, —9.37 MeV, is greater than E*B¢ = —4.61 MeV. From those, the cluster expansion
clearly breaks down. This is not surprising, because the strong short-range correlation of the bare NN
interaction can be expected to induce the strong many-body correlations. Moreover, the convergence
with respect to e,y 1s very slow. The calculations in the e;,,x = 20 model space would not be realistic
for heavier nuclei such as '°O or “°Ca. It can be expected that we cannot reach the convergence for
heavier or more loosely bound systems. Therefore, the current framework in the UMOA would not
be applicable, when one employs "hard" NN interactions.

As another option, one can use the softened interactions introduced in Sec. 2.2.2 and 2.2.3. Here,
we use the V.,  interaction derived from AV 18 interaction [8] with A = 1.9 fm~'. The discussion
given below would be valid for the other V), x interactions and for the SRG transformed interactions.
Fig. 4.5 shows the convergence of the ground-state energies for “He with the Vi,  interaction as
functions of Ziw. In contrast to the case of bare interaction, left panel in Fig. 4.4, energies from Vg, «
rapidly converge and are reasonably close to the coupled-cluster single and double (CCSD) [77] and
exact Faddeev-Yakubovsky (FY) [78] results. Since, the results with the V), x interaction almost
converges at ey.x = 12, we discuss the role of one-body correlation operator with the e, = 12
results.

Fig. 4.6 shows the ground-state energies and point-nucleon radii of “He as functions of 7iw. In this
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Figure 4.5: Ground-state energies and of “*He as functions of 7iw, using the Vi, | interaction derived
at A = 1.9 fm~!. The UMOA calculations are perfomed with the method II. The CCSD and FY results
are taken from Refs. [77] and [77,78].

figure, the calculation results are obtained with the HO OpOh state (dashed curve), UMOA without
S M (squares), diagonalization of the Hamiltonian (triangles), and UMOA with SV (circles). The
diagonalization is done for the transformed Hamiltonian without S in the OpOh and 1plh space.
The UMOA without S results (triangles) are almost parallel with the HO results (dashed line)
for both of the ground-state energy and point-nucleon radius. The §® does not change the trend
of the Aiw-dependence coming from the original HO OpOh state. After the diagonalization in the
OpOh and 1p1h space (squares), the w-dependence of the results is reduced compared to the UMOA
without S results (triangles) [42,43]. The fiw-dependence of the results with the diagonalization
is not negligible yet. However, if the transformation operator is constructed by the one- and two-
body correlation operators, the situation is drastically changed. The results from the UMOA with
S (circles) are practically 7iw-independent. This is the main result in this section. In the present
framework, in contrast to the results in Sec. 4.1, we do not have to care about the choice of 7w, if the
calculations are done in the sufficiently large model space.

Next, we discuss why the Zw-dependence of the results is reduced by introducing the one-body
correlation operator. To assess the role of the one-body correlation operator, it is convenient to decom-
pose the expectation value into the contributions coming from each cluster term. For the ground-state
energy, it can be decomposed into energies of one-body kinetic term 7;, two-body cluster term V;,,
and three-body cluster term vi,3. Fig. 4.7 shows the energies of the transformed one-, two-, and three-
body cluster terms. In these figures, the dashed curve, dotted curve, triangles, and circles are obtained
from the HO OpOh state, HF state, UMOA without SV, and UMOA with SV, respectively. Let us
focus on the kinetic energy part, the left panel in Fig. 4.7. When we ignore SV from the beginning of
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Figure 4.6: Ground state energies (left panel) and point-nucleon radii (right panel) of *He as functions
of fiw, using the Vo, « interaction derived from the AV18 interaction at A = 1.9 fm~!. Circle and
triangle symbols are the results calculated in the UMOA with and without SV, respectively. Squares
are obtained after the diagonalization of the Hamiltonian derived without SV in the OpOh and 1plh
space. The dashed curves are obtained with OpOh reference state.
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Figure 4.7: The energies of the one- (left), two- (middle), and three-body (right) cluster terms for “*He
as functions of %w. Circles (triangles) are calculated with (without) S . The employed interaction is
Viow k interaction derived from the AV 18 interaction at A = 1.9 fm~'. The dashed and doted lines are

calculated from the reference and HF states, respectively.
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calculations, (t;) is contributed solely by diagonal component of matrix {alt;|b). In this section, (X)
means the expectation value of an operator X with respect to the HO reference state [HO). One can
easily find that (t,) is proportional to fAiw,

] 3\ i
<r1>:(1—Z)Z(2na+za+§)7‘”

aspr

= 977‘”, ((0s1/2)* for “He), (4.5)

which can be found by UMOA without SV results (triangles) in the left panel in Fig. 4.7. On the
other hand, when SV is introduced, (f;) = (¢™*'t,¢*') can be affected by the off-diagonal component
of the original matrix (alt;|b). As a result, () is practically Ziw-independent as shown by circles in
the left panel of Fig. 4.7. Also the results with SV (circles) are quite close to the dotted curve which
is calculated by the HF method. Almost the same discussion can be done for the expectation value of

the two-body cluster term. The HO OpOh results (dashed line) in the middle panel in Fig. 4.7 show,

1
() =5 ) (ablvizlab), (4.6)

ab<pr
the sum of the diagonal components of the original two-body matrix elements and strongly depends on
hw. While, the HF results (dotted curve) show the weak Ziw-dependence. Similar correspondence can
be seen in the results with and without SV (circles and triangles, respectively). The hw-dependence
is reduced by the effect of SV, as shown by circles in the middle panel in Fig. 4.7. Similar to the
one- and two-body cluster terms, the iw-dependence of energy for the three-body cluster term is
reduced (right panel). The inclusion of SV works well for reducing the %iw-dependence of ground-
state energy. Moreover, the relation between the calculations with and without SV is similar to that
between the results with the HF and reference states. Therefore, the introduction of SV relates with
the HF basis states. In fact, if we ignore S ® from the beginning of calculations, obtained ground-state
energies coincides with the HF ground-state energies within a few keV level.

More directly, we investigate the role of S V) by using the overlap of the wave functions. In Fig. 4.8,
we show the three squared overlaps obtained between [HO) and HF) (dashed line), [UMOA(S "V = 0))
and [UMOA(S " # 0)) (triangles), and [UMOA(S " # 0)) and [HF) (circles), calculated at ep,, = 12.
The |(HO[HF)|? (dashed line) indicates the effect of the optimization of the single-particle basis states.
In Fig. 4.8, the [(HO|HF)|* (dashed line) and [(UMOA(S V' # 0)]JUMOA(S Y = 0))|? (triangles) almost
coincide. Therefore, the role of SV is to optimize the single-particle basis states, as expected in the
previous discussion. Note that the 7iw maximizing the overlap gives the minimum of the ground-
state energy (see Fig. 4.6). Since the HF results and UMOA with S results do not depend on hw
in Fig. 4.6, it can be expected that |(UMOA(S" # 0)|HF)| is fiw-independent. As the check, we
confirm that the circles, [(UMOA(S (" # 0)|HF)|?, do not depend on 7iw.

Further insight can be obtained for (¢;) by looking the one-body density matrix . The definition

of the element of the one-body density matrix yp, is

Yoa = (Flccp|P), 4.7)
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Figure 4.8: The squared overlaps between the ground and reference states as functions of 7w. The
employed NN interaction is the V), i interaction derived from the AV18 interaction at A = 1.9 fm™!,
Circles (triangles) are obtained with the UMOA with S and HF (UMOA without S V). The dashed

line is given with the HF and HO reference states.

as found in the usual textbooks (see for example Ref. [74]). The y,, is calculated by using the cluster
expansion, and we keep up to two-body cluster term (see Eq. (3.124)). Note that the expectation value
of the one-body operator, O = Y., (alo|b)c,c}, can be obtained by

(IO) = > (alolb)(Plcicsl¥) = > ousyas = Tr(oy). (4.8)
ab ab
Since the kinetic energy term, the effect of S is very small, (see the difference between (HF|¢|HF)
(dotted line) and one-body kinetic energy in the UMOA (circles) in the left panel in Fig. 4.7), the
kinetic energy in the UMOA can be approximated by Tr(y?,). Fig. 4.9 shows the density matrices for
the s1/2 orbitals with varying 7w from 20 to 36 MeV. When S = 0, only yq,1/2,051/2 is dominant.
This is consistent with the triangles in the left in Fig. 4.7. In contrast, the off-diagonal elements,
especially yo,1/2.151/2, can have the large values, when S # 0. At liw = 20 MeV, yo51/2.151/2 18
positive and increases (¢;). Note that the off-diagonal component of {alt;|b) is always positive. On
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Figure 4.9: The one-body density matrix of s1/2 orbitals for *He calculated without (top) and with
(bottom) the one-body correlation operator. The left, middle, and right panels are calculated at e;,,x =
12 and fiw =20, 28, and 36 MeV, respectively.

the other hand, ;12,1512 1s negative and decreases (t;) at hw = 36 MeV. The contribution to {f;)
balances at iw = 28 MeV, because yo;1/2.151/2 1s almost zero. This discussion is consistent with the
results shown in the left panel in Fig. 4.7. Since the radius is dominated by the one-body term, the
reduction of the Ziw-dependence for the radius is more understandable than energy. The point-nucleon

radii of “He with respect to the reference state,
1 1\ (hc)? 3
2\1/2 = —[1-— 2 l,+ =
) \/Za1 A ( A) mchw \ et

~ | /2 X 4147 (fm), ((0s1/2)* for “He), (4.9)
8 hw

are shown in the left panel in Fig. 4.6. Again, the off-diagonal components of the original matrix

(alrfn’ ,1b) affect to reduce the hw-dependence. For these reasons, the fiw-dependence of the ground-
state energies and matter radii are obviously reduced by introducing the one-body correlation operator,
as discussed in Ref. [67]. From the density matrix in Fig. 4.9 and the negative off-diagonal component
of (alrfn’] |b), we can expect that the radius decreases (increases) in small (large) Ziw region compared
to radius given in Eq. (4.9). This is consistent with the radii shown in the right panel in Fig. 4.6.

As the final check, we plot the Ziw-dependence of the translationally invariant radial point-nucleon
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Figure 4.10: The translationally invariant point-nucleon density p(r) (left panel) and r*p(r) (right
panel) for “He. The results are calculated with the Vi, | interactions derived from AV 18 interaction
with A = 1.9 fm™!. The shaded areas mean the 7iw-dependence and are determined by changing from
hw =20 MeV to 40 MeV.

density in left panel of Fig. 4.10. The definition of the translationally invariant is given in Ap-
pendix E.2. In this figure, the shaded areas denote the 7w-dependence of the density distribution
and are determined by the difference between the density calculated with 7iw = 20 MeV and 40 MeV.
By the comparison between the results in the UMOA with and without SV, one can confirm the sig-
nificant reduction of the Zw-dependence. Similarly to the one-body density matrix, the expectation

value of an arbitrary one-body operator O = O(r) can be obtained with the density distribution:
(POIY) ~ f d’rO(r)p(r) = f drr*p(r)O(r). (4.10)
0

According to the right panel of Fig. 4.10, r2o(r) is also Zw-independent in UMOA with SV, As a
result, the calculated observables are also Ziw-independent.

4.2.2 Comparison with the Other Ab Initio Methods

Here, we compare our and the other ab initio calculations’ results and examine the applicability of
the UMOA. To compare with the published result in the other ab initio calculations, we employ
the Viow k interaction derived from AV18 interaction [8] at A = 1.9 fm™'.

SRG transformed chiral N°LO NN interaction [10] with the momentum cutoff Aggg = 2.0 fm™!,

In addition, we use the
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which is widely used in the recent ab initio calculations. The results of “He energies are exhibited in
Table 4.3 and are compared to the other ab inito calculation results. The convergence with respect
to the model-space size is confirmed and the difference between e;,x = 12 and 14 results is (less
than) the order of 10 keV for the Vi, x (SRG transformed) interaction. As shown in Table 4.3, the

contribution of the three-body cluster term, E3BC

, 1s much smaller than those of one- and two-body
cluster terms, E'B€ and E?BC. Therefore, our energy practically converges with respect to the cluster
expansion. Moreover, our total energy, E, , is reasonably close to the results by the other ab initio
calculation methods, and the differences between them are comparable to the size the of E*BC. Since

the contribution coming from the truncated terms is the order of E3BC

, the error coming from the
truncation of the cluster expansion is conservatively estimated by E*B€. The investigation of the

higher contributions is discussed in Sec. 4.5.

Our results of the point-nucleon radius for the “He nucleus are also summarized in Table 4.4. Ac-
cording to Table 4.4, the contribution from the one-body cluster term, erleC), 1s dominant. The effects
of the higher-body cluster terms can be expected to be smaller than that of one-body cluster term.
Similar to the Hamiltonian, the cluster expansion works well for the radius operator. The calculated
radius is much smaller than the experimental radius 1.49 fm, which is consistent with the obtained
large binding energy. Note that our charge radius for “He with the SRG transformed interaction, 1.65

fm is consistent with that from the in-medium similarity renormalization group approach [26]. The

Table 4.3: The calculated energies of the one-body cluster (kinetic) term, E'B¢, two-body cluster

(interaction) term, E2BC E3BC

, the three-body cluster term, , and the total energy, E, for “He, re-
spectively (see Eqs. (3.122) and (3.123). The results in the section named "V, " are calculated
with the Vi, i interaction derived from AV18 interaction with the sharp cutoff A = 1.9 fm~!. Also,
the results in section "Vggg" are obtained with the SRG transformed chiral N°LO NN interaction at
Asrg = 2.0 fm~!. All the results are calculated at ey, = 14 and fiw = 20 MeV. The results by the
CCSD, FY, importance-truncated no-core shell model (IT-NCSM), and experiment are taken from

Refs. [77], [77,78], [79], and [23], respectively. All the energies are in MeV.

“He UMOA CCSD FY Exp.
Viow k E'BC 62.60

E*BC —-89.84

E3BC -0.86

E, -28.10 -28.9 —29.19(5) -28.30
“He UMOA IT-NCSM Exp.
VsrG E'BC 53.50

E?BC -80.47

E3BC -0.76

E, . -27.73 —-28.25(1) -28.30
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UMOA works well and the results are consistent with the other ab initio calculation methods, at least,

when one employs the soft NN interaction.

4.3 Results for Oxygen Isotopes

In the previous section, for light “He nucleus, we verified that the UMOA results are reasonably close
to the results in the other ab initio calculation methods. As the next step, we can apply the UMOA
to heavier mass region where the usual ab initio calculation methods, such as the NCSM and Green’s
function Monte Carlo, are not applicable. Since the '°O is the second lightest doubly magic nucleus
and is the spherical shape, the application to '°0 can be a good candidate for this purpose. Actually, in
the other ab initio calculation methods such as coupled-cluster method (CCM) [77,81], self-consistent
Green’s function (SCGF) method [30], and in-medium similarity renormalization group (IM-SRG)
approach [82, 83], the ground-state energy of 'O were calculated as the benchmark. Also, in the
earlier UMOA works [37,60], 'O calculations were done.

Another interest in the oxygen region is the limitation of neutron-rich oxygen isotope, i.e., the
neutron drip line of the oxygen isotope. The heaviest oxygen having bound states is 2*O. 2>0O and 2°0
do not have bound states [84, 85]. On the other hand, *'F is known as the most neutron-rich fluorine
isotope with a bound state [86]. Adding one proton to oxygen, the drip line extend six neutrons. The
mechanism of this anomaly was discussed with the shell-model calculations, and was explained by
the effect of the three-nucleon (3N) interaction [13]. Moreover, in Ref. [13], it was discussed that the
3N interaction affects to the vanishment of the conventional neutron magic number N = 20 (filled up

Table 4.4: The calculated squared point-nucleon radii with the "one-body cluster term" FaUBO ntwo-
body cluster term" 7a"", the "one- and two-body cluster term" 72, and the root-mean-squared point-

nucleon radii (72)"/? for *He. Note 72, = 7o °* + 7>, The calculation set up is same as in Table 4.3.

The experimental value is take from Ref. [80].

“He UMOA Exp.
View k FAUIBC) (fm?) 1.70

F22BC) (fm?) 0.04

72 (fm?) 1.74

)12 (fm) 1.32 1.49(3)
‘He UMOA EXp.
Vsra T lBO (fm?) 1.97

F22BC) (fm?) 0.02

2 (fm?) 1.99

G212 (fm) 1.41 1.49(3)
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Figure 4.11: The ground-state energies for oxygen isotopes as functions of 7w, using the chiral N°LO
(500 MeV) NN interaction [10] softened by the SRG transformation with Aggg = 2.0 fm™!. The left,
middle, and right columns show the energies for nuclei, removing one neutron form the sub-shell

closures, the sub-shell closures, and adding one neutron to sub-shell closures, respectively.

to Od3/, orbital) and appearing of the new magic number N = 14 (filled up to Os,,, orbital) and 16
(filled up to Ods,, orbital). Recently, the drip line of the oxygen isotope was reproduced in the ab inito
calculations by introducing the 3N interactions [29-31].

The main purpose in this section is to investigate the applicability of the UMOA for the oxygen
region. Here, we employ the chiral N°LO NN interactions [10] evolved by the SRG transformation
with Asgg = 1.88 fm™!, 2 fm~!, 2.24 fm~'. Note that the Asgg-dependence of the observables indicates
the effect of the truncated many-body interactions, because the observables should not depend on
resolution scale Agrg.

Let us begin with discussing the convergence of the calculations. Fig. 4.11 shows the ground-
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Figure 4.12: The ground-state energies for oxygen isotopes from the chiral N°LO (500 MeV) NN
interaction [10] softened by the SRG transformation with Aggg = 1.88 fm~!, 2 fm~!, 2.24 fm™!.

! interaction, as functions of

state energies of the oxygen isotopes, calculated with the Asgg = 2 fm~
hw with varying the model-space size ey.x. The left, middle, and right columns show the ground-
state energies for nuclei, removing one neutron from shell closures, shell closures, and attaching one
neutron to shell closures, respectively. Note that the energy of odd-mass nuclei are calculated with
the EOM approach. Since our energies with e,,,x = 12 practically converge, the results at e;,,x = 12
and 7iw = 20 MeV are used in the following discussions.

In Fig. 4.12, the ground-state energies of the oxygen isotopes are shown with varying Aggg. As
for O and 20, the ground-state energies can be calculated by both of particle attachment (PA)
and particle removing (PR) for sub-shell closures. The differences between them, AE,, = E}_;_’: -
ERR, are AE,(P0) = —3.29 MeV and AEy(¥0) = —1.82 MeV. The AE, should reflect the
truncation error in the UMOA and they are a few percent level in the total ground-state energy. This
agreement between PR and PA approaches means that our approximations, such as the truncation
of the many-body cluster term and the restriction of the space of diagonalization, are reasonable.
Our energies show a good agreement with the SCGF energies [87]. Particularly, our '°O energy
with Aggg = 2 fm~! shows a good agreement with the importance-truncated no-core shell model (IT-
NCSM) results (cross) [79]. Our results show sizable Asgrg-dependence. Since the observables should

not depend on the resolution scale, this A-dependence suggests the contributions of the truncated
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Figure 4.13: The neutron single-particle energies for '*O, 0, 220, and 2*O from the chiral N°LO
(500 MeV) NN interaction [10] softened by SRG transformation with Aggg = 1.88 fm~!, 2 fm~!, 2.24

fm~!.

many-body interactions. Our ground-state energies become overbound compared to the experimental
data with increasing the mass number and do not reproduce the neutron drip line. As found in the
recent works [13,29-31], the ground-state energies of the oxygen isotopes can be reproduced well by
introducing the 3N interaction.

To pay attention to the single-particle energy is useful for understanding the structure. The defi-
nition of the single-particle energy cannot be determined uniquely as discussed in Ref. [87]. In this
thesis, the single-particle energy ¢, for A-body sub-shell closure is defined by ¢, = w_L(Egs' - E.
Fig. 4.13 shows the neutron single-particle energies for '*O, '°0, 220 and >*O with Aggg = 1.88 fm™',
2 fm~!, 2.24 fm~'. The calculated levels are consistent with those in the SCGF method [87]. There-
fore, the UMOA works well including the excitation energies of neighbors of sub-shell closure. For
140 and !0, one can find the many experimental data [88, 89]. Comparing to the experimental data,
our spectra are much stretched than the experimental spectra and the shell gaps are overestimated. The
change of Asgrg seems to give the overall shift and is not significant to the shell structure. Therefore,
we need to include the 3N interaction to reproduce the experimental data.

4.4 Towards Heavier Nuclei

The UMOA works well similarly to the other ab initio methods, as demonstrated in Sec. 4.2 and 4.3.
Following these, we can apply the UMOA to heavier system. Then, one will encounter the problem
that the three- and many-body interactions can be critical to reproduce the data for heavier system,
as pointed out in Sec. 4.3. Even if we employ only the NN interactions, however, it is significant to

complete the whole mass region with the systematic ab initio calculations. It is interesting, especially,
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Figure 4.14: The 0* ground-state energies per nucleon for *°Ca, °Ni, °Zr, '32Sn, and 2°®Pb as func-
tions of 7iw. The chiral N°LO (500 MeV) NN interaction [10] softened by SRG transformation with
Asrg = 2.0 fm~! is employed. The IM-SRG results are taken from Ref. [26].

whether certain nuclear properties can be determined by the NN interactions. In this section, we
investigate the ground-state properties of closed shell nuclei across the nuclear chart and discuss the

bulk properties of many-nucleon system.

4.4.1 Convergence

Since it can be easily expected that the convergence becomes worse in the heavier or loosely bound
systems, before discussing the results, let us see the convergence of the UMOA calculations for the
heavier systems. In Fig. 4.14, the ground-state energies per nucleon for “°Ca, °Ni, *°Zr, '¥2Sn, and
208Ph are shown as the functions of 7w and e,,. Since the difference of energies at e,y = 12 and
emax = 14, at iw = 20 MeV, are less than 10 keV/A , 20 keV/A, and 30 keV/A for *°Zr, 32Sn, and
208pb, respectively, our energies almost converge at e;,x = 12. The ratio to the three-body cluster
term correction to the total energy, |[E*B€/E, ]|, is less than 0.05 and our results practically converge
with respect to the cluster expansion. Moreover, our energies for °Ca and '*2Sn are consistent with
the IM-SRG energies [26].

Similarly to the energy, the point-nucleon radii for *°Ca, °Ni, *°Zr, 132Sn, and 2*®Pb are shown
in Fig. 4.15 as functions of 7w and e,,x. The radii are also practically converged at e;,,x = 12 with
fixed hiw = 20 MeV. Therefore, our discussions given in Sec. 4.4.2 are based on at ep,x = 12 and
fiw = 20 MeV. Note that our charge radii for '°0O and *°Ca are consistent with the IM-SRG results

found in Ref. [26]. In addition to Aggg = 2 fm~! interaction, we employ Aspg = 1.88 fm™!, 2.24 fm™!
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to the UMOA (experimental) results.

. The experimental data (solid symbols) are

interactions. The final results are exhibited in Table F.1, F.2, and F.3 in Appendix F.
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4.4.2 Bulk Properties of Many-Nucleon System

Fig. 4.16 shows the binding energies per nucleon calculated with the chiral NN N°LO interaction

evolved to Aggg = 2 fm™!

as functions of mass number. The experimental data shown in Fig. 4.16
are taken from Ref. [23]. Comparing to the experimental energies, our energies become much larger
than the experimental data as the mass number increases. Since the initial interactions employed in
our calculations are short-range interactions, it is worth fitting to the semi-empirical mass formula,

z? (N - Z)*
Caas ~ AT

Here, B/A is the binding energy per nucleon. Coefficients ay, as, ac, and aa are for the volume,

BJA =ay —asA™'? —a

4.11)

surface, coulomb, and asymmetry terms, respectively. The resulting parameters are exhibited in Ta-
ble 4.5. Since it is well known that the liquid drop model works for heavier system, fitting is done
by using data heavier than oxygen region. Our ay and as are much larger than those obtained with
the experimental energies and strongly depend on Asgg and are far from the results with the experi-
mental data. Our ac results are smaller than ac from experimental data. This is consistent with our
A-dependence of radii (see next discussion). Interestingly, our a, are less sensitive to the change of
Asrg- This suggests that the observables originated by proton-neutron asymmetry can be independent
of Asrg. Moreover, ax from the UMOA results are close to the result with the experimental data.

In addition to the binding energy, the size of nucleus is the fundamental observable and important
to discuss the saturation property of finite nuclei. Fig. 4.17 shows the calculated and experimental
charge radii. Note that the definition of charge radii are given in Eq. (4.1). The experimental data
are taken from Ref. [73]. We also show the solid (dashed) line given by fitting the experimental
(calculated) radii heavier than oxygen region with r, = rpA*. Here, ry and x are fitting parameters.
After fitting, rpexp = 1.12(4) fm, xexp = 0.299(7) and roca = 1.28(5) fm, xoq = 0.177(9) are obtained
from the experimental and calculated radii, respectively. As well known, the experimental data are
proportional to A3, i.e. xey, ~ 1/3 for experimental radii. In contrast, our radii are not proportional
to A'/3 and become much smaller than the experimental radii as A increases. The density p, of nucleus
can be easily obtained as a function of A by assuming the uniform density,

3

~ 3
47rr0

00 A3 (4.12)

Table 4.5: Coefficients in Eq. (4.11) fitted to the UMOA and experimental results. The number in
parenthesis means the error and given from the standard deviation of fitting. All the units are in MeV.

Asrg = 1.88 fm™! Asrg =2 fm™! Asrg = 2.24 fm™! EXp
avy 44.1(1.5) 41.6(1.3) 36.6(1.1) 14.9(2)
as 97.9(3.9) 91.0(3.5) 76.8(2.9) 15.14)
ac 0.32(0.14) 0.38(0.13) 0.48(0.10) 0.65(2)

aa 26.4(4.3) 26.6(3.9) 26.5(3.2) 21.1(6)
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Figure 4.17: The charge radii for closed sub-shell nuclei. The experimental data are taken from
Ref. [73]. The solid (dashed) line is given by fitting the experimental (calculated) radii heavier than
oxygen region with r., = rgA*. The resulting parameters with the experimental and calculated radii
are roexp = 1.12(4) fm, xexp = 0.299(7) and roca = 1.28(5) fm, xc = 0.177(9), respectively.

Obviously, one can obtain nucleus-independent p, for x = 1/3 and can define the density for infinite
nuclear matter. According to the fitting results with the calculation values, however, we have A-
dependent density and obtain infinite density as A goes infinity. This result is consistent with the
recent nuclear matter calculation results with the softened NN interactions [90]. To confirm the
nucleus-dependence of density, we calculate the nucleon translationally invariant density pp,(r). In
Fig. 4.18, p(r) is plotted for some selected shell closed nuclei from “He to 2°®Pb with the Agpg = 2
fm~! interaction. One can clearly see the increases of the density as A increases. For both binding
energy and density, we cannot reproduce the saturation property with only the NN interaction.

The simplest observable coming from proton-neutron asymmetry is the difference between point-

neutron and point-proton radii, (r2)!/? and (r2)!/?

P respectively, i.e.,

Aryy = (i)' ? = (i) 2. (4.13)

The calculated numbers of Ar,, are also displayed in Table F.1, F.2, and F.3. Fig. 4.19 shows Ar,, as
functions of mass number. The error bars come from the SRG scale variation Asgg = 1.88 fm™!, 2
fm~! and 2.24 fm~!. This small Asrg-dependence means that Ar,, results are not affected by induced
many-body interactions. Combining with the universality of the SRG transformed interactions, our
results do not depend on choice of initial interactions. Moreover, our results show good agreement
with the empirical formula (blue bands) [91,92], Ar,,, = (0.90 £ 0.15)(N — Z)/A + (=0.03 £ 0.02) fm,
which shows trend of the experimental Ar,,, for the 26 stable nuclei from *°Ca and >**U deduced from
the antiprotonic atom data. Our results are consistent with the recent CCM results (hatched area),
including the 3N force effect, for “Ca.

The determination of Ar,, is an important issue because the correlation between Ar,, and sym-
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Figure 4.18: The calculated nucleon translationally invariant density p,,(r) for selected nuclei from
“He to 2%8Pb as functions of r. The employed interaction is chiral N’)LO NN interaction softened by

SRG transformation with Asgg = 2 fm~!.

metry energy of infinite nuclear matter is well known in the mean-field calculations [93-95]. In order

to discuss such a topic in the UMOA, further developments and investigations are needed.

4.5 UMOA at Three-Body Level

So far, our calculations are done with the only NN interactions. To reproduce the data quantitatively,
at least, the inclusion of the 3N interactions are needed. The simplest way is to extend the UMOA
framework and to complete the three-body cluster term. In this section, we show the first results for
“He with the UMOA at three-body level. To compare to the UMOA at two-body level, at first, we
begin with the numerical calculation with the NN interaction. The employed NN interaction in this
section is chiral N°LO interaction SRG evolved to Aggg = 2 fm™!.

As discussed in Sec. 3.1, the extension of the framework is rather straightforward. Since the cur-
rent UMOA code is written in the J-coupled basis, however, the antisymmetrization and derivations
of the matrix elements in the three-body state are much more complicated than those in the two-body
state. The details for such issues are discussed in Appendix G.

To investigate the effect of the truncation in the UMOA, we attempt several options. In this section,
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Figure 4.19: The Ar,, = (r;)"/* — (r})!/* for closed sub-shell nuclei. The error bars come from the
SRG cut off variation Asgg = 1.88 fm™!, 2 fm~!, and 2.24 fm~!. The blue bands are given by the
empirical formula based on the experimental data [91,92]. The CCM result for **Ca are taken from
Ref. [41].

we classify the calculation rank by UMOA(m, n) which means the calculation with
U=¢"...e", H~ Z HO. (4.14)
i=1

Moreover, the perturbative correction of the n-body cluster term is denoted by {n}. The results pre-
sented so far, therefore, are based on UMOA(2, {3}).

Fig. 4.20 shows the ground-state energies for “He as functions of 7iw with varying e,,,. For all the
UMOA calculations, energies become more 7w-independent values with increasing e,x. The almost
converged results can be found at e;,,x = 6 and fiw = 25 MeV and are summarized in Table 4.6. The
displayed energies, E'B¢, E?BC, and E3BC are contributions of one-, two-, and three-body cluster terms,
respectively. For UMOA(2, {3}), UMOA(2, 3), and UMOA(3, 3) cases, the E*5C are much smaller
than E'B€ and E?BC, which means the good convergence of the cluster expansion. The UMOA(2, 3)
energy shows excellent agreement with the IT-NCSM result [79], while the UMOA(3, 3) energy is
overbound to it by a hundred keV. Note that the IT-NCSM energy can be thought of as the exact
solution of NN interaction employed here. Then, the size of the four-body cluster term correction
E*BC can be estimated as a few or less than hundred keV level. This is very reasonable with respect to
the size of E*B€ because of E*BC/EBC ~ 10%. Our promising results, exhibited here, are consistent
with the IT-NCSM result. Owing to this extension of the UMOA framework, a 3N interaction can be
directly introduced to the initial Hamiltonian and can be treated consistently. The calculations with
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Figure 4.20: The 0* ground-state energies for *He as functions of 7iw. The chiral N*LO (500 MeV)
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2), UMOA(2, {3}), UMOA(2, 3), and UMOA(3, 3) results are displayed.

NN and 3N interactions are future work.
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Table 4.6: Ground-state energies for *“He with the UMOA(2,2), UMOA(2, {3}), UMOA(2, 3), and
UMOA(3,3). The employed interaction is N°LO NN interaction with the SRG transformation
evolved to Aggg = 2 fm~!. All the results are given at ey, = 6 and 7iw = 25 MeV. The IT-NCSM and
experimental results are taken from Ref. [79] and [23], respectively. All the energies are in units of
MeV.

UMOA(2,2) UMOA(2,{3}) UMOA(2,3) UMOA(,3) IT-NCSM Exp.

E'BC -107.41 -107.41 -102.85 -102.07
E?BC 80.45 80.45 72.97 72.39
EBBC -0.76 1.63 1.34

E,. -26.96 -27.72 -28.25 —-28.35 -28.25(1) -28.30




Chapter 5

Summary and Outlook

In order to investigate the nuclear structure, one encounters two major obstacles. One is the nuclear
interactions which are inputs of the nuclear structure calculations. The other is the many-body cal-
culation method. As for the interactions, in this work, we mainly use the nucleon-nucleon (NN)
interactions softened with the SRG transformation or V)., x approach, because the bare interactions,
such as AV18 and CD-Bonn interactions, often cause the slow convergence of the numerical calcu-
lations. The acceleration of the convergence for the numerical calculations is confirmed in the triton
ground-state energies. Our main focus is to solve the many-body Schrodinger equation based on such
underlying nuclear interactions and to obtain the ground-state energies and radii for finite nuclei. To
investigate the medium-mass nuclei in the ab initio calculations, one can employ several methods.
In the present work, we use the unitary-model-operator approach (UMOA), which is based on the
Hermitian effective-interaction theory. The essential point in the UMOA is to construct the effec-
tive Hamiltonian which does not induce the particle-hole excitations. In this thesis, we introduce
the method I and method II to fulfill the actual calculations. In the method I, we decouple the 2p2h
excitations with the reference state. Then, the calculated results depend on #iw which is a param-
eter characterising the harmonic-oscillator single-particle basis. Since the initial Hamiltonian does
not include 7w, this hiw-dependence of the results should be vanished if the numerical calculations
are done in the sufficiently large model space. To investigate and reduce the hw-dependence of the
results, we decouple 1plh, in addition to 2p2h, excitations with the reference state in the method 11
which is developed in this work for the first time. Using the UMOA, we calculate the ground-state
energies and radii for 35 closed shell nuclei including the lead region. Although the importance of the
three-nucleon (3N) interaction is reported in many recent works, we employ only the NN interactions
in this work. Since the studies for heavy nuclei have been mainly done with the mean-field calcula-
tions and there are no systematic ab initio calculations for lead region, it is worth doing the UMOA
calculations across the nuclear chart even if one employs only the NN interactions.

We show the numerical results of the ground-state energies and charge radii for “He, '°0, 4°Ca,
and °Ni from the CD-Bonn interaction in the method I. Then, the size of the three-body cluster term
correction is estimated perturbatively. From the calculated ground-state energies, the one- and two-
body cluster terms are dominant and the cluster expansion almost converges. In the method I, the

7
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hw-dependence of the results is not negligible even if the calculations are done in our largest model
space. Following the recent CCM calculations, we determine the results by taking 7w minimizing
the ground-state energy. By comparing with the empirical formulae, we find that our results can
reproduce the trend of the experimental data. To reproduce the data quantitatively, however, our
calculations need the introduction of the genuine 3N interaction.

To investigate and reduce the Ziw-dependence of the results, we introduce the one-body correlation
operator to the UMOA and perform the numerical calculations with the method II. The reduction of
the hiw-dependence of the results can be observed through the *He ground-state calculations with the
View k interaction derived from the AV18 interaction at A = 1.9 fm~'. We conclude that the role of
the one-body correlation operator is the optimization of the single-particle basis state similarly to the
HF method. The convergence of the cluster expansion is also observed in the method II as long as we
use the softened NN interactions. Our “He results are reasonably close to the results from the other
ab initio calculations.

Moreover, we calculate the energies for the oxygen isotopes with the SRG transformed chiral
N3LO NN interactions with the resolution scales Asgg = 1.88 fm™!, 2 fm™', 2.24 fm™' to examine
the applicability of the UMOA in the method II. We confirm a good agreement between the results
in the UMOA and in the other ab initio calculations. Our ground-state energies depend on Asgrg and
are much larger than the data. These mean that we need to include the 3N interaction induced by the
SRG transformation.

We apply the method II to the 35 closed shell nuclei from “He to 2'®Pb with the SRG transformed
chiral N°LO NN interactions with the resolution scales Asgg = 1.88 fm™!, 2 fm~!, 2.24 fm~!. The
converged results can be obtained when we take 13 major shells as the model space. Our ground-state
energies and radii become overbound and smaller than the experimental data, respectively, as the mass
number increases. The saturation property cannot be reproduced with our binding energies and radii.
From these facts, at least, the inclusion of the 3N interaction is needed to reproduce the data. In our
calculation results, it is be found that the observables originated by proton-neutron asymmetry can
be independent of Asgg and can be determined almost uniquely. This is confirmed in the asymmetry
term of the ground-state energy and in the difference between point-proton and point-neutron radii,
Ar,,. Interestingly, our Ar,, results are consistent with the experimental trend and the recent CCM
result with the NN + 3N interactions.

As shown in this and recent works, the inclusion of the 3N interaction is needed for understanding
of the nuclear structure. To introduce the 3N interaction to the UMOA, we have to extend the current
framework. In this work, we explicitly treat the three-body cluster term and investigate the effect of
the many-body cluster terms through the calculations for the *He ground-state energies with the NN
interaction. The cluster expansion works well and our “He energies show a good agreement with the
energy from the no-core shell model. Owing to the iterative treatment of the three-body cluster term,
we will deal directly with the 3N interaction in the new UMOA framework. Through the systematic
calculations of the energies and radii with the NN + 3N interactions, it can be expected to lead the

quantitative and systematic understanding of the nuclear structure.
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Appendix A

Two Body Matrix Element

In general, the nucleon-nucleon (NN) interactions are given as a function of the relative coordinate
or momenta. Since our calculations are done in the product of the single-particle HO basis states,
we need transformations from given expressions to required two-body matrix elements (TBMEs). To
obtain the TBME, we apply two-step transformation. First, we transform the NN interaction from
relative and CM coordinate space (or momentum space) expression |r, Rcy) (or |q, Qenm)) to HO
relative and CM basis expression |nlS JqNL: JMT). Here, r and Rcy (q and Qcy) are coordinate
(momentum) vectors of relative and CM motions, respectively, for the two nucleons. As for the HO
relative state, n, [, S, and J,, are the nodal quantum number, orbital angular momentum, total spin,
and total angular momentum (J; = [ + §) for the relative motion, respectively. The N and L are the
nodal quantum number, orbital angular momentum for the CM motion, respectively. The J and M are
the total angular momentum of NN system and its third component, respectively. The T distinguishes
the proton-proton, proton-neutron, or neutron-neutron channels. Second, such a NN interaction is
transformed to product of the single-particle basis state |ab: JMT). The second transformation is
known as the Talmi-Moshinsky transformation. In Appendix A, the HO basis state is denoted by
alphabetical letters, for example a = {n,, l,, Sq, jo, M4, t.}. Here, ng, 1y, sS4, ja, Mg, and t, are the nodal
quantum number, orbital angular momentum, spin, total angular momentum, third component of total

angular momentum, and label distinguishing the proton and neutron, respectively.

A.1 Matrix Element in HO Relative and CM Basis State

Here, we show the transformation of the NN interactions from given original expression to the HO
relative and CM basis state. There are local and non-local NN interactions, for example, the AV18 [8]
and CD-Bonn [9] interactions, respectively. Due to the locality, the transformation is slightly differ-
ent. The transformations are shown for local and non-local interaction in Sec. A.1.1 and Sec. A.1.2,

respectively.
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82 Appendix A. Two Body Matrix Element

A.1.1 Local NN Interaction

To do the transformation, we will need the overlap between the |r, Rey) and |nlS J. g NL: JMT),

(r, RemlnlS JNL: JMT) = Z CIS T C’f@‘Lj,LM wt(F/D)Y 1, (B)X 5

mimsmy = my,

mymg mymy,

X Ryr(Rent/D)Y 1, Ren) (A.1)

with the Clebsch-Gordan coeficient C,l;{%mj, the spinor ys,,, spherical harmonics Y}, (t), and radial
function R,,;(r/b). Here, R,;(x) is

_ 2l'(n, + 1) _2
R, — p3r =12 [ la+112( )2y A2

with the Gamma function I'(x) and associated Laguerre polynomial L;(x). The oscillator length b is
defined as b = /hi/uw. For the local NN interaction, the matrix element with such basis state is

(IS JqNL: IMT|\Vyyl'U'S'J/ N'L': 'M'T")y = f &Erd’r' PRy d®Riy(nlS JqNL: JIMT|r, Rey)
X (| VynIt)Yo(r — ¥)6(Rey — Rey XX, Ry 0 IS T N'L - I M'T”)
= fd”VZRZI(’”/b) Virs Jrel(r)Rn’l’(r/b)ésS'5J,31Jr’el5NN’6LL’6H’6MM’6TT" (A.3)

where, Vs, (r) 1s NN interaction after the partial wave decomposition and is
_ 1S Jye lSJre + o
Vll’S Jrel(r) Z Cm[mslmj o n m;mj a fdrYlm,(r)XSmS <r|VNN|r>XSm’S Yl’m;, (I’) (A4)
m[mgm m

Note that 655-9;,, lr’eléNN’éLL'(S 7770y 18 required by symmetries of NN system, i.e. the rotational and

translational symmetries. Since we ignore the week interaction, 677+ also holds. Therefore,

(IS JuNL: IMT|Vynl'U'S' T .N'L': ' M'T’)

rel

can be rewritten as

IS JlaNL: IMT|\VynIW'U'S' T N'L: I'M'T"y = (nlS Jea T|VanIn'lI'S Jra T'). (A.5)

rel

A.1.2 Non-Local NN Interaction

Same as in Sec. A.1.2, we begin with the overlap between |q, Qcy) and [nlS JfNL: JMT), which is
given by the Fourier transformation of Eq. (A.1),

(q, QemlnlS JigNL: JMT) = fd3l’d3RCM<q, Qcmlr, Rem)(r, Rem|nlS JieNL: JMT)

_ 2n+2N+I+L 1S Jrel JraLJ A~
=i DL o, Gt Ru(b@)Yim @ s

myms mp,my,

X Ry (bQcm)Y 1, (Gewm)- (A.6)
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Similar to the local NN interaction case, the matrix element for the non-local NN interaction is
(IS JeaNL: IMT|VyNIW IS T N'L' . I'M'T’)
= (=1 f dqdq' ¢ 4" Ry (bq)Virs 1,4(q 4 YR (bq')555:6 1y OnnrO1L1 815 Spamar 1. (AT)

Here, Viys,,

rel

Virss (g, q) =i Z Ciel i Cf;f:;f;m " f dqdq'y,;, (F)x ;ms QlVanld D sm Yem, (@).  (A8)

(g, q’) 1s the non-local interaction after the partial wave decomposition and is

4
’

myms myg my,

Note that the relation in Eq. (A.5) is also satisfied.

A.2 Talmi-Moshinsky Transformation

Next task is to transform from |nlS J,e NL: JMT) to |ab: JMT) which is known as the Talmi-Moshinsky
transformation. First, we recouple the angular momenta from j, + j, = Jto 4+ S = J, i.e. separating
the orbital and spin parts. Here, A is total orbital angular momentum. Such a recoupling can be done

by using the 9 symbol [65],
la(nalaja)b(nply jp): TMT) = Z |(nalanplp)A(sasp)S : JMT)

S
X A(alanplp)A(sa5p)S © IMTa(nala jo)b(nply jip): JTMT)
I, I, A
= Z [AULS1allipl§ sa s S ¢ 1(alantplp)A(sasp)S = IMT)  (A9)
o Ja b J
Next, we expand |(n,l,nply)A(S,5,)S : JMT) in the basis |(nINL)AS : JMT). Then, we have
|(nalanply)A(sy85)S : JMT) = Z(nlNL; Anglanply; DI(nINL)AS : JMT), (A.10)
nINL

where, (nINL; A|n,l,npl,; A) is the HO transformation bracket [65,96]. In the next step, we decouple
the CM part with |(nINL)AS : JMT) by using the 6 symbol [65],

|(RINL)AS : JMT) = Z IS JyNL: IMTXnlS JqNL: IMT|(nINL)AS : JMT)
Jrel

:Z(—I)L”*S”\/[/l][Jrel]{ LA }InlSJrelNL: JMT) (A.11)

Jrel S J -]rel
Combining Egs. (A.9)-(A.11), we obtain the transformation from |ab: JMT) basis to |nlS J.qNL: JMT)

basis,

lab: JMT) = N, Z Z Z(—l)“’*s”ﬁ[ﬂ] VIS 1LjalLjp][rel]
AS nINL Jie \/E

L, I, A
L I 2a
XAnINL; Anyd.nply; A s, sp S { S 7 J }InlSJrelNL: JMT), (A.12)
. . rel
Ja Jb J
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with the normalization factor N, = 1/ \/5nanb51,,lb5 GuinOtaty- Also, fr 1s defined as

1 —(=1)*S for T = proton-proton or neutron-neutron,

Jr= { (A.13)

1 for T = proton-neutron.

Finally we have the TBME,

(ab: IMT|Vyled: JMT) = NpNea D, 3 ), <D frl A 1l TNl L]

AXS nin'l’ LI
X (nINL; An L nply; AXn' U NL; V'|nd.ngly; A7)

L, I, A L. Iy
L [ A LI X
X9 8, S S S Sqg S
. . . . S J Jrel S J Jrel
Ja Jb J Je Jd

X (nlS Jeet T\VanIn'lU'S T, (A.14)

which can be applied directly our calculations.



Appendix B

Effective-Interaction Theories

The basic idea in the effective-interaction theory is to renormalize the high-energy physics into the
low-energy regime which we are interest in. Mathematically, we employ the similarity transformation
of the Hamiltonian matrix so that the coupling between the P and Q spaces are suppressed. Here, P
and Q spaces are physically interesting model space and its complement, respectively. Since the P
space is decoupled with the Q, small P-space Hamiltonian matrix reproduce parts of eigenvalues of
the original Hamiltonian. Generally, the effective interactions cannot be determined uniquely, be-
cause they depend on the choice of the similarity transformation. One can categorize the effective
interactions according to energy-dependence and Hermiticity. In this appendix, we discuss, espe-
cially energy-independent, effective-interaction theories and relation between Hermitian and non-
Hermitian effective-interaction theories. First, we begin with the non-Hermitian effective-interaction
theory which is simpler than Hermitian theory. Since the non-Hermitian effective interaction does
not preserve the variational principle and can provide the practical problem, we, next, introduce the

Hermitian effective-interaction theory.

B.1 Non-Hermitian Effective-Interaction Theory

At first, we define two projection operators onto the P and Q space. The projection operators satisfy
P+Q=1,PQ=0QP=0,P*=Pand Q* = Q. The original Hamiltonian in the matrix form is

. :[ PHP PHQ ]E( PH,P + PVP PVQ (B.1)

QHP QHQ QVP QHyQ +QVQ |’

where H, and V are the unperturbative Hamiltonian and the bare interaction, respectively. Note that
the mathematical definition of projection operators are

P= > l)el, Q= ) laXal (B.2)

a<Acut a>Acut

with a certain boundary A, and
Hyla) = E,|a). (B.3)
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86 Appendix B. Effective-Interaction Theories

In the non-Hermitian effective-interaction theory, the original Hamiltonian is transformed by e“:

H=e¢“He". (B.4)

Since Eq. (B.4) is similarity transformation, eigenvalues of H coincide with those of the original

Hamiltonian. Here, the operator w acts as the mapping between the P and Q spaces. The operator w

satisfies
w = QwP, (B.5)
Pw=wQ =0, (B.6)
w” = 0. (B.7)
The w in the matrix form is
0 0 (B.8)
w = . .
w 0
From Eq. (B.7), ¢ can be expanded into
e’ =1+ w, (B.9)
or
1 0
e’ = ( ) (B.10)
w 1
The w is determined so that the coupling between Q and P spaces vanishes, i.e.,
Qe “He“P = 0. (B.11)
By using Eq. (B.9), we have
O(1 —w)H(1 + w)P = 0. (B.12)

Note that the adjoint condition Pe™“He®”Q = 0 is not satisfied in the non-Hermitian effective-interaction

theory. If w is determined, the P-space Schrodinger equation is written as
PHyP\|¢) + PRPI¢) = Elg)), (B.13)

with the P-space wave function |¢;). The operator R is the non-Hermitian effective interaction given
by
R =PVP+ PVQuw. (B.14)
Note that the problem is reduced to the diagonalization in the model space.
Since Eq. (B.12) is non-linear equation, to obtain w is generally difficult. However, the decoupling

condition, Eq. (B.12), is satisfied when w is determined as follows. Let ) be the eigenstate of the
original Hamiltonian. This eigenstate satisfies the following Schrédinger equation,

H) = Exly). (B.15)
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We decompose |f) into the P-space component Ply) (= |¢x)) and Q-space component Q). Sup-
pose that Q-space component of the eigenstate can be generated by acting w to |¢), i.e.,

Vi) = |éx) + wldy). (B.16)

A solution of w is

d
w= )" OGP, (B.17)
k=1
where @kl is the bi-orthogonal state of |¢;), and (?Jkl is determined by the orthogonal relation,
(Bil;) = 6i;. (B.18)

By acting |;) from the right of Eq. (B.12) and substituting Eq. (B.17) to Eq. (B.12), one can examine
that Eq. (B.17) satisfies the decoupling condition Eq. (B.12).

B.2 Hermitian Effective-Interaction Theory

We, here, discuss the Hermitian effective-interaction theories. To obtain the unique solution, we
choose the correlation operator S satisfying the condition, PSP = QS Q = 0. Since S is antihermitian,
S can be decomposed into

S =iy +x") =i(QxyP + Px'Q), (B.19)

with the operator y [98]. For simplicity, we also define the P-space Hermitian operator,

T? = x"y. (B.20)
By using y, ¢* can be expanded into
oS = U0 = Z L (B.21)
ey n!

By the definition of y, one can obtain the relation, yy = x'x" = 0. Therefore, we find that, for even n

(n=2,4,6,---), the nonvanishing terms are
Y x'y = PP, (B.22)

and
xx' o = o TH" Py Q. (B.23)
Foroddn (n =1,3,5,---), the nonvanishing terms are

' x 'y = oy P(TH VPP, (B.24)

and
Xy xx’ = PTH" 2Py 0. (B.25)
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‘We then have

&S = P{l i Z %(Tz)”/Z}P+P{Z ;(Tz)(n—n/z)(—;}Q

n:even n:odd

+0 {X 3 §<T2><"‘”/2} P+0Q {1 - X%(Tzr"‘”/%f} 0. (B.26)

nodd n:even

Eq. (B.26) can be simplified by using the trigonometric function as
e =PcosTP +iQyT 'sinTP +iPT 'sinTxy'Q + Q(1 + xT ' (cosT — P)T"\y"HQ, (B.27)

or

o 1 ] (B.28)
ixT'sinT 1+ T '(cosT — DT !yf

in the matrix form. The P-space effective Hamiltonian can be written as

S ( cosT iT~'(sin T)y" ]
e’ = ,

PHP = cos TPHPcosT + icos TPHOY{T 'sinT} — {{T ' sin T}y QHPcos T
+{T 'sinT)W'QHOY{T 'sinT}, (B.29)

and the component between the P and Q space is written as
QHP = QHP cosT + y{T '(cosT — P)T '}y’ QOHPcos T

— iY{T 'sinT}PHPcos T + iQHQx{T 'sin T}
+iy{T ' (cosT — P)T "\ QHOx{T "' sin T} + y{T ' sin TYPHQx{T ' sin T}. (B.30)

The decoupling condition is QﬁP = 0. When QﬁP vanishes, y' QﬁP also vanishes. Therefore, we

have
Y OHP = cos Ty"QHP cos T — iT{T ' sin TYPHP cos T + icos Ty ' QHQyT 'sinT
+ THT ' 'sin TYPHQOY{T 'sinT} = 0. (B.31)

We can solve for y'QHP cos T by operating sec T from the left. By substituting y'QHP cos T to Eq.
(B.30), we obtain

O[1 —iysec T{T 'sin T}]H[1 + iy sec T{T ' sin T}]P = 0. (B.32)
Reminding Eq. (B.12), y can be related with w.
w = iy[sec T{T 'sinT}] = iy[T ' tan T]. (B.33)

This equation also relate Hermitian and non-Hermitian effective-interaction theories. Then, some

useful equations can be derived
w'w = tan’ T, (B.34)
(P +w'w)'? = secT, (B.35)
(P +w'w)™? =cosT. (B.36)
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Through Egs. (B.33) - (B.36), we obtain

arctan Yw'w arctan Vo'lw +

S=ily+xH=w - w'. (B.37)
wfw wfw
By using the following expansion formula,
S D"
tanhx = —— X", B.38
arctanhx 2, 2n+1x ( )
Eq. (B.37) can be simplified as [97-99]
S = i 1y {w(w'w) - (W w) v’} = arctanh(w - o). (B.39)
oy 2n+1

Eq. (B.39) gives the relation between the non-Hermitian and Hermitian effective-interaction theories.
The unitary transformation operator in Eq. (B.28) can be also written in terms of the operator w and

its adjoint

s [ G+o'0)'? -0l + ww’) 12
e = ) (B.40)
w(l+o'w)™? 1+ w2
or
S =l+w-0)1+ow+ww) (B.41)
Moreover, the Hermitian effective interaction defined by PVP = P(ﬁ — Hy)P is
V=(P+ww " (PHP + PVQOw + 0’ QVP + ' QHQw)(P + w'w) "> — PH,P. (B.42)
By using the decoupling condition, Eq. (B.12), we obtain
V =P+ 0w (PHP + PVQw)(P + w' w)™""* — PH,P. (B.43)

The Hermiticy of Eq. (B.43) is not clear. Let us consider clearer expression. The operator w' satisfies
the adjoint decoupling condition,

P(1 + wHH(1 - 0O = 0. (B.44)
By using Eqgs. (B.12) and (B.44), we can eliminate the term, w' QHQw. We then have
(PHP + w' QVP)(P + w'w) = (P + w' w)(PHP + PV Qu). (B.45)
From Eqgs. (B.43) and (B.45), we obtain
V=P+ow)y"PHP + v QVP)(P + v w)'? - PH,P. (B.46)
From Egs. (B.43) and (B.46), we have the explicitly Hermitian effective interaction,

V={(P+w'w)*(PHP + PYQu)(P + w'w)* + h.c.} - PHyP. (B.47)

| =
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In order to obtain the matrix element of V and the ¢%, we solve the eigenvalue equation for w’w in the
P space as
w'ola) = pila), (B.48)

and define the Q-space vector |v;) as
1
vi) = —wla;). (B.49)

]

By using Eqgs. (B.48) and (B.49), the matrix elements of Egs. (B.43) and (B.46) are

— 1+ p? 1+
(ai|Vl]a ;) = S(@ilRle;) — ailHola;) + 4 | ——{@ilHole ;)
1+ 5 1+ 5

1+ ,u? ; 1+ ,u?
= S{@ilR ;) — (ailHola ;) + > {@ilHole). (B.50)
1+ 1+

From Eq. (B.50), we obtain the matrix element of the effective interaction [27,37, 60, 100, 101]

1 +.U,~2<6Yi|R|a’j> + 4/1 +,U?<6Yi|RT|CYj>

1+ + ,/1+,u§

where |p) and |p’) are basis states in the P space. We can obtain the matrix elements of the unitary

(P'IVIpy = D (pllaiy (@jlp), (B.51)
ij

transformation operator in the same way,

d
. 1
Pl Ipy = (P11 + ') Ppy = Y ——=(ple)eilp), (B.52)
i=1 1+ 2
d
(@le’ Ip) = (gl(1 + w'w)Plpy = S —E—(glv)ailp). (B.53)
=1 1+ 2
d
(plela) = pho' (1 + w0y Plg = = 37 —Epla) i), (B.54)
=1 1+
d
1
(@1e’1g) = q(1 + ww')y gy = ~ 1 [(gWvila) + 64 (B.55)

i=1 | 4/1 +,uf

where |g) and |¢’) are basis states in the Q space.



Appendix C

Similarity Transformation in
Coupled-Cluster Method

Similar to the UMOA, the coupled-cluster theory is based on the similarity transformation,
H=e¢THe, (C.1)

with the Hamiltonian H. Here, H is normal ordered with respect to a single Slater-determinant refer-

ence state |®). The operator T is sum of the particle-hole cluster operator,
T=TD4+T7D 4 ... 4 T(A)’ (C.2)

defined with respect to the reference state. The n-particle-n-hole (npnh) cluster operator is defined as

() — [ra T T
T (n|)2 Z Z ll l/\k ai : aik o .aila (C.3)

1 nSPF a1 ak>PF

in the second quantization form. Note 77 # —T because the cluster operator T includes only the
excitation operators. As a result transformation (C.1) is not unitary transformation. The important
properties of 7™ is

[T™, T™] =0, for 1 <m,n < A. (C.4)

Eq. (C.4) can be directly proved:

(n) (m) Aa1+An 4An+1An+m
[T™, 1 g
m'n' il lpal = lnem

11 InSPF A1An>PF Tnt 1" intem<PF An+1* Amin>PF
" ova Ya -ca at - e g
x |(al, -+ a] )(a,l a,)al  -dl Nai., - a,,)

—~(a] )ai,., - ai,,,)ab, - al Nai, -+ a;,)|

an+ 1 an+m

_ _(_ an ay-dp LAp+1°Ap+m
[ (—m.n,) DWW V= e

i ln<PF aj--ap>pFr Int1 ln+m<pF Apt1 " Amn>PF
" evd Ya --a Wat - - e
X (aal aa,,)(all aln)(aa,Hl an+m)(aln+l a1n+m)

=0. (C.5)

91



92 Appendix C. Similarity Transformation in Coupled-Cluster Method

Eq. (C.4) is very useful to expand H. Assuming H includes up to the two-body interaction, the
transformed Hamiltonian H can be written with Baker-Campbell-Hausdorff expansion as

H=H+[HT]+ %[[H, T, T]+ %[[[H, T,T],T]+ %[[[[H, T\,T),T]T] (C.6)

Since T not contracted with H is vanish, the expansion terminates with the four-fold commutator.
The most commonly used approximation is coupled-cluster with single-and-double (CCSD) where
T ~ T + T®. The cluster operators TV and T® are determined by coupled-cluster equations,
(1p1h|H|0pOh) = 0, (C.7)
(2p2h|H|0pOh) = 0, (C.8)

with the OpOh state |OpOh), 1plh state |1plh), and 2p2h state |2p2h). Once the cluster operator is
determined, the ground state energy E, . is given as

E, = (OpOh[H|0pOh). (C.9)



Appendix D

Matrix Elements for Equation of Motion
Approach

As mentioned in Sec. 3.4, we diagonalize the transformed Hamiltonian to obtain the energies of
excited states. Moreover, we diagonalize the transformed Hamiltonian in the 1pOh and 2p1h (Oplh
and 1pZh) space to obtain the energies of A + 1 (A — 1) -body system. Here, the explicit expressions
for the matrix elements are shown.

D.1 Normal Ordering with respect to the Reference State

First, let us remind the normal ordered transformed Hamiltonian with respect to the reference state.

_ — 1
H = Eq+ ) (alilb) : cley : +3 > (abisled) : cicjeace : - (D.1)
ab abced

Here, Eq. (D.1) is given in terms of creation ¢, and annihilation c, operators of nucleon. To con-
sider the matrix elements with the states around the reference state, let us define the creation and

annihilation operators of particle and hole states as

ch = (1 = poa) + pa(=1)*"b,, (D.2)
co = (1 = pag + pa(=1)«+map! . (D.3)

Here, a,, and a, are the creation and annihilation operators of the particle state a, respectively. Also,
b! and b, are the creation and annihilation operators of the hole state a, respectively. The p, is equal
to 1 (0) for the occupied (unoccupied) state, i.e., the occupation number of the reference state. By

definition, the one-body operator can be written as

(alo\|b): clcy: =(alo|bya ay + (@loi|byb.ay(—1)

+ (alo|byalb} (=1 — (Gloy|byb}b,(~ 1)+ (= 1)Tr*m (D.4)
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Here, a means {n,, l,, j., —mg4, 2,}. Moreover, the two-body operator is

(abloslcdy: cicicac.: = (ablosled)alalaqa, + 2{abloslcdalal bla (1)
+ (ablosled)ala; bl bl (—1)7*" (= 1)1+ + 2(ablos|cd)a byaga (—1)"
+ (@bloslcd)b byaga (—1)Y«" (= 1)+ — d{ablo|cdyabbya(—1)7+" (= 1)/a+m
+ 2(@blosled)b’ b by (— 1) (= 1)/r+ms (— ] yitma
+ 2abloslcd)a bl blby(— 1) (= 1)ietme (— [ )Jatmd
+ (@bloafed)b bl baby(=1)7 " (= 1) (= 1y (= 1y, (D.5)

D.2 Matrix Elements for the A-Body Closed Shell System

Here, we show the matrix elements for the excitation states of the A-body closed shell system. What

we want to derive here is the explicit expression of

(O*|H|D"), (D.6)
(®*|Hlaya;": J), (D.7)
(aiay': JIHal b} lasa;': ), (D.8)
(QHl(@1a2: Jo,0)(@5' 3" Tuna) D), (D.9)
(ara;": JIH|(a3as: Joa)(a3'ag": Jusa)J), (D.10)
(@12 Juy)(@5' a5 Jusa) JIHN @506t Juga) (@7 5"t Tarag)T)- (D.11)
We use notations:
aay' s Hy= > C ah b o, (D.12)
(as: T 505" Lowd D = 5 D% Gl Cliti el

asd.
3% may maymazma,

xa' a’ bl bl D). (D.13)

atYarY a3 ay

The J,,4, and J denote the intermediate and total angular momentum. The coefficient C,]n‘l% w18

Clebsh-Gordan coefficient. Note that |®*) has total angular momentum 0. The A, means \/ (X + Cnnylaly jujvzazs)-
The Hamiltonian in Eq. (3.70) is

Eq. (D.6) Eq.(D.7) Eq.(D.9)
Eq. (D.7) Egq.(D.8) Egq.(D.10)

HA=| g .9) Eq. (D.10) Eq. (D.11)

(D.14)

Due to the normal ordering, the matrix element for the reference state can be derived as

(D |H|DY = E,. (D.15)
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Eq. (D.7) 1s
(@YHlayay" s Ty = \lja] haas10, (D.16)

with A = (alhy|b). Since the reference state has 0* state, J takes only O for the coupling between OpOh
and 1plh. Note that the vanishment of this coupling introduced in method II as shown in Sec. 3.5.
Eq. (D.8) is

- 7 — 7 7 ja ja K —~
(ara;': JHlasa;" J>:ha1a36a2a4—haza45ma3—Z[K]{ o }vK (D.17)
K as ay

The notation Vibcd = (ab: Jlcd: J) is used. Eq. (D.9) is
(DMH(a1a2: Jayar)(@3'a3" s Jusa))J) = 0. (D.18)
Because the 2p2h excitations are already decoupled by the unitary-transformation. Eq. (D.10) is

(ara;": JH\(a3as: Jue) a3 ag" s Jua)J)

(_1)ja1+ja3 +Ja3a4 61111145&241() Ja a ja ja
= AlasaA VVasadUasaglhasas § 04 770
(azas)A(asas) Ao B [V asa [V asag VMasas joo o

jl Ja3a4 j5
Ja5a6 jZ J

1 ..
- A(a5a6)A—Va13154a3a46a2a6 [ja3a4][Ja5a6] {
asde

(1 s, Juas 2
~ Alasag)—— Vs Oua Va5 724 (D.19)
asay

J1 Ja3a4
Here, A(ab) acts as A(ab)f(ab) = f(ab) — (—1)/«*/»+/a f(ba) for an arbitrary function f(ab). Finally,
Eq. (D.11) is
(@121 Ty )(@5' a5 Jaa) JHI @506 Jusag) (@7 a5 : Tarag) )
hula56a3a76U4a86a2066J0102Ja5a6 5Ja3a4~,a7a8

Az, A2

asde —azag

= A(a1az)A(aszas)A(asag)

h
— A(a1a2)A(azas)A(asag)

aszay 6{11&5 5“2’16 6‘14“8 51111112 Ja5a6 6Ja3a4 Ja7a8

A2 Aa3 as Aawg

ayaz

6“3“7 6614618 61{1](12 Jas ag 6Ja3a4 Ja7ag ~Jg

192
+ A(a3a4) ) ajaasag
aszay
5”1“5 5(12616 51511512 Ja5a6 5Ju3u4 Ja7a8 ~Ia3a4
+ A(al a2) A2 azagazag
ayay

= IK]

N Z Ala1ax)A(azaq)Alasag)A(arag)(—1)7a Hiatay s (— 1 ylasag Hagag tHKHH 5 g
Aal a Aa3a4 Aa5 ag Aamg

X ja1 Ja1a2 jaz ja3 Ja3a4 ja4 Ja1a2 ‘]115116 I
stas jaS I Ja7a8 jtl7 I Ja7a8 J03a4 J

o
x| o Ja o (D.20)
]a3 ]as I 1d7ds5d3

IK
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D.3 Matrix Elements for the Closed Shell Plus-One-Body System

Similarly to Sec. D.2, we show explicit expressions of following matrix element:

(ar: J|Hlay: J), (D.21)
(ay: JIH|(aza3: Jopa)a;": J), (D.22)
a1y Joya)a5" : JIH|(agas: Joe)ag : J). (D.23)
Here, we use
lay: J) = af, 6, 1O, (D.24)
1 L. . R R
(@ar: Juedas' s Iy = o= 7 Crwie Cunle al al bl 0Y). (D.25)

araz o, | May Mgy

The Hamiltonian in Eq. (3.75) is
Eq. (D.21) Egq. (D.22)

HA+1)=| Eq. (D22) Eq.(D23) --- |. (D.26)
Eq. (D.21) is
(ar: JHlaz: Iy = \a] hayas- (D.27)
Eq. (D.22) is
ot _ N [Ja a; ]~Ia a
(ay: JH|(axas: Joya)ay' s Ty = —(=1)7mes e ]ﬁvalza:azay (D.28)
Eq. (D.23) is
(@102 Jaya)as" s JIH|@aas: Jagas)g' = )
6Jaajaa5aa5a3a~ ]aa-]aa5aa(saa~ ~Jaja
= A@a2)Alasats)— a0, = A@102) =5 Rusay + 81,0,y O Var s
ajaz—asas ayaz
(_ 1 )ja3 +j”6 +Ja] ay +«]a4a5 602&5 jal jaz Jala2
— A(ayan)A(asa =[1[K] V[Vaya, ]V asa
(1) (45>; ™ KUl T3 775 7Y
.a .a ‘]ll a 'a ‘a I —~]
x§ Jas Jas e UL Ja Jag T s (D.29)
J Je K Jay Jay K
D.4 Matrix Elements for the Closed Shell Minus-One-Body Sys-
tem
Similarly to previous sections, we show explicit expressions of following matrix element:
(a7': N\Hla3': ), (D.30)
(a7': NHlay(a5'a;" s Juwa): ), (D.31)

(a1(a5'a3" s Joay): JHlas(as ag" s Josay): J). (D.32)
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Here, we use
lay': J) = b} 65, J1DY), (D.33)
a1y 5" s Juna): I) = S ey AN NN 3 (D.34)
araz malmazma} 1 243 2 3 243
The Hamiltonian in Eq. (3.76) is
Eq. (D.30) Eg.(D.31)
ﬁ(A —-1)=| Eq.(D.31) Eq.(D.32) (D.35)
Eq. (D.30) is
(ar': iHlay": Iy = = Ao ] hayas- (D.36)
Eq. (D.31)is
-1. 7 -1_-1. . ja +ja +ja +ja [Ja3a4]~l‘73”4
(a; : JIH|ay(a5 ay i Jgya,): J) = (=1)a7/e™s 4T dsdsad - (D.37)
Eq. (D.32) is
<a1(agla§1: Jaras): J|ﬁ|a4(a;1ag1: Jasag): I
5-’1111-’(1(1 aaéaSa“' 6Jaafaa5aa5aa~ —-Jaa
= A(a26l3) = SAGZ = 6ha1a4 - A(a2a3)A(a5a6) 23A - GAI - aas + 61,,203Jasa66a1a4va23133a5a6
arasz azaz—dasde
(_1)ja1+ja2+ja4+ja5 603(16 jtl ja Ja P
+ Aaaz)A AV RY AT S
(aras)Alasa) ) L A2 UPAL B
1K 35asag I
'a 'a Jasa .a 'a I —~
x| Jes T Sesa R Ja e (D.38)
J Ju K Jas Jao K ’






Appendix E

Details for the Other Observables

In this thesis, we calculate, in addition to the energy, the observables such as the expectation values

of radii operators. In Appendix E, the equations used in the actual calculations are summarized.

E.1 Cluster Expansion of Original Operators

Here, the cluster expansion of the initial operator used in the numerical calculations is shown. First,

we consider the point-nucleon radius. The definition of the squared point-nucleon radius operator is

A
1
e = 1 Z(l'i — Rem)™
P

Here, r; and Ry are the coordinate vectors of ith nucleon and CM of nucleus. By using

Eq. (E.1) can be decomposed into

with the one- and two-body parts,

A A

1 1 2
P = —(1 -~ —)rf, rhi = ——=T;i T

Second, the definition of the squared point-proton radius operator is

(E.1)

(E.2)

(E.3)

(E.4)

(E.5)

(E.6)
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Here, 73; is the third component of the isospin for the ith nucleon. Similarly to 72 case,

decomposed into

A A
2 _ 2 2
rp_zrp,i"'zrp,ij’

i=1 i<j

1 2 1+ 73 1
2|2 2) (), L e
b V4 A 2 A?

5 4 (1+713;\(1+73; 2 (1+713,;\[1—13; N 2
=== -— —|r-r,.
il =T az\ " 2 2 Az\" 2 2 A J

Almost same decomposition can be done for the squared point-neutron radius operator r

A A
2 _ 2 2
T, = E Tt § Tnijo

i=1 i<j

1 2 1—T3' 1
2 —|l=(1-= L —|r?
b |53
: ; ¥

with

with

The Hcy can be decomposed into

A A
Hey = Z hewm,i + Z hewijs
i=1

i<j

with

1(p; 1 1(pi-p,
hewmi = — (p—l + _mwzriz) s hewmij = (p B
m

2\ 3 1 + mwzr,- . I'J') .

E.2 Translationally Invariant Density

In this work, we assume that the nucleus is spherical and calculate the angle-averaged density

p(r) = ﬁ f dip(r)

I O~
=1 Z NapR, 1 (PR, (101,10, Omumy -
ab

2.
P

can be

(E.7)

(E.8)

(E.9)

(E.10)

(E.11)

(E.12)

(E.13)

(E.14)

(E.15)

(E.16)
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Here, n, is density matrix calculated in the UMOA. Since our ground-state |¥') includes the CM
motion, density p(r) also includes the contributions from the CM motion. As found in Ref [102], if
|®) can be factorized into the translationally invariant state |¥;) and CM state [WYcum),

) =) ® Yo, (E.17)

the angle-averaged translationally invariant density, p;(r), can be introduced as

pi(r) = % f ) dppzMF@). (E.18)
JT 0 pr

Here, F(p) are the angle-averaged Fourier transformed translationally invariant density (form factor)
defined by

fooo drrsin(pr)p(r)
fooo drrsin(prypeu(r)
As discussed in the CCM, the CM motion can be factorized by the Gaussian with the proper frequency
w for the ground state [103]. We confirmed that such a factorization is also valid in the UMOA.

F(p) = (E.19)






Appendix F

Table of Numerical Results

Here, we tabulate the calculated ground-state energies and radii for the shell closed nuclei from “He to
218pPb. The calculation results are obtained with the chiral N°LO NN interaction [10] softened by SRG

transformation with Agrg = 1.88 fm™', 2 fm~', 2.24 fm™". In addition to the point-proton radii (r;)'/?,

2

point-neutron radii (r>)!/2, and point-nucleon radii (r2)!/2, we exhibit the charge radii calculated by

N
Fen = \/<r;,> +R + —R2, (F.1)

and
Aryy = ()2 = (r)V2. (F.2)

As for the finite size correction in the charge radius, we employ R, = 0.832 fm* [72] and R; = —0.115
fm? [73].

Table F.I: Ground-state energies per nucleon E, /A, point-proton radii (rf,)l/ 2, point-neutron radii
(ray!2, point-nucleon radii (r;,)'/?, charge radii re, and Ar,, = (r;)'/* = (r3)"/* for sub-shell closures
at emax = 12 and iw = 20 MeV. The interaction is chiral N°LO NN interaction softened by SRG

-1

transformation evolved to Asgg = 1.88 fm™'. The number in parenthesis means the error and is

estimated by the difference between e,,x = 10 and ey, = 12 results.

nucleus E, /A (rf,)”2 (rﬁ)”z (rfm}”2 Teh Ary,

(MeV) (fm) (fm) (fm) (fm) (fm)
“He -6.98 1.414 1.408 1.411 1.648 -0.006
40 -8.41 2.059 1.935 2.007 2.233 -0.124
160 -10.49 2.029 2.012 2.020 2.198 -0.017
20 -10.13 2.010 2.294 2.195 2.161 0.285
20 -10.16 2.011 2.381(1) 2.264 2.156 0.369(1)
3#Ca -12.08 2.423 2.233 2.347 2.573 -0.190
%Ca -13.56 2.397 2.272 2.342 2.546 -0.124
40Ca -15.39 2.395 2.366 2.380 2.540 -0.029
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Table F.1 continued:

nucleus E.s /A (ryl? (rH? (r2 )12 Teh Aryp

(MeV) (fm) (fm) (fm) (fm) (fm)
BCa -16.10 2.363 2.506 2.448 2.501 0.143
2Ca -16.33 2.363 2.590 2.505 2.496 0.227
*Ca -16.28(1) 2.370 2.641 2.544 2.501 0.271(1)
0Ca -15.51(1) 2.422 2.766(1) 2.656(1) 2.544 0.344(2)
BNj -14.21 2.563 2.353 2.477 2.705 -0.210
Nj -16.66(1) 2.511 2.477(1) 2.494 2.650 -0.034
%ONj -17.53(1) 2.503(1) 2.541(1) 2.523(1) 2.639(1) 0.039
%2Nj -17.80(1) 2.507(1) 2.578 2.546(1) 2.641(1) 0.071
%8Nj -18.27(1) 2.541(1) 2.680 2.624 2.670(1) 0.139
8Nj -17.70(1) 2.543(1) 2.791(1) 2.704(1) 2.663(1) 0.248
807r -19.43(1) 2.740(1) 2.695(1) 2.718(1) 2.868 -0.045
N7y -20.59(1) 2.710(1) 2.7781(1) 2.749(1) 2.834(1) 0.071
%7r -20.99(2) 2.709(1) 2.849(2) 2.791(2) 2.830(1) 0.140
BZr -21.08(2) 2.709(2) 2.874(1) 2.808(2) 2.830(1) 0.164
1027y -20.99(2) 2.723(2) 2.933(1) 2.852(1) 2.840(1) 0.210
107, 220.442) 27711 3.035(1)  2.942(1)  2.882(1) 0.264
1227y -19.78(2) 2.7742) 3.107(2) 3.002(2) 2.880(2) 0.332
100§ -20.58(2) 2.812(2) 2.765(2) 2.788(2) 2.936(2) -0.047
106G -21.43(2) 2.807(2) 2.824(2) 2.816(2) 2.929(2) 0.017
108G -21.64(2) 2.807(2) 2.845(2) 2.828(2) 2.929(2) 0.038
1128 -21.88(2) 2.818(2) 2.893(2) 2.860(2) 2.938(2) 0.075
120Sn -22.16(2) 2.857(12) 2.982(2) 2.931(2) 2.972(12) 0.126
1328n -22.09(3) 2.854(2) 3.055(3) 2.980(3) 2.965(2) 0.201
184pp -24.77(5) 3.143(4) 3.205(5) 3.177(5) 3.251(4) 0.062(1)
194pp -25.00(5) 3.182(3) 3.283(5) 3.241(4) 3.286(3) 0.102(1)
208pp -25.28(6) 3.177(4) 3.336(6) 3.274(5) 3.278(4) 0.160(1)

218pp -25.24(7) 3.179(5) 3.390(7) 3.312(6) 3.279(4) 0.210(2)
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Table F.2: Same as the Table F.1 except for the interaction. The interaction is chiral N°LO NN

interaction softened by SRG transformation evolved to Aggg = 2 fm™'.

nucleus E, /A (rﬁ)l/2 (r,%)l/2 (r2)i2 Teh Ary

(MeV) (fm) (fm) (fm) (fm) (fm)
“‘He -6.93 1.411 1.406 1.408 1.646 -0.006
40 -8.15 2.063 1.938 2.010 2.236 -0.125
160 -10.17 2.034 2.017 2.026 2.203 -0.017
20 -9.76 2.015 2.299 2.200 2.166 0.283
20 -9.77 2.019 2.388 2.272 2.163 0.370(1)
#Ca -11.52 2.434(1) 2.242(1) 2.357(1) 2.583 -0.191
%Ca -12.95 2.408(1) 2.283(1) 2.353(1) 2.557 -0.125
40Ca -14.71 2.407(1) 2.378(1) 2.393(1) 2.552(1) -0.030
BCa -15.37(1) 2.375(1) 2.517(1) 2.459(1) 2.513(1) 0.142
2Ca -15.55(1) 2.377(1) 2.604 2.519 2.510(1) 0.227
Ca -15.48(1) 2.385(1) 2.656 2.559 2.515(1) 0.271(1)
0Ca -14.71(1) 2.439(1) 2.784(1) 2.674 2.560(1) 0.344(2)
“Nj -13.49(1) 2.575 2.365(1) 2.490 2.717 -0.210(1)
SNj -15.83(2) 2.523(1) 2.489(1) 2.506(1) 2.662(1) -0.035
ONj -16.64(2) 2.517(2) 2.555(1) 2.537(2) 2.652(1) 0.038
%2Nj -16.90(2) 2.522(2) 2.593(1) 2.561(2) 2.655(2) 0.071
8Nj -17.34(2) 2.558(2) 2.697(1) 2.640(1) 2.685(2) 0.139
8Ni -16.74(3) 2.560(2) 2.808(2) 2.721(2) 2.679(2) 0.248
807r -18.37(2) 2.760(1) 2.715(2) 2.738(2) 2.887(1) -0.046
N7r -19.47(3) 2.730(2) 2.800(3) 2.769(2) 2.853(2) 0.070
%7r -19.83(4) 2.730(3) 2.870(3) 2.813(3) 2.851(2) 0.140
BZr -19.90(4) 2.732(3) 2.896(3) 2.830(3) 2.851(3) 0.164
1027y -19.81(4) 2.746(3) 2.957(2) 2.876(3) 2.863(3) 0.211
107y -19.26(4) 2.796(3) 3.060(2) 2.967(2) 2.906(2) 0.264
1227y -18.59(5) 2.800(3) 3.132(3) 3.027(3) 2.904(3) 0.333
1005 -19.39(4) 2.832(3) 2.785(3) 2.809(3) 2.956(3) -0.048
106Sn -20.18(5) 2.829(3) 2.845(4) 2.837(4) 2.950(3) 0.016
108Gn -20.37(5) 2.830(3) 2.868(4) 2.850(4) 2.951(3) 0.038
1128n -20.59(5) 2.842(4) 2.917(4) 2.884(4) 2.961(3) 0.076
120Sn -20.86(5) 2.882(3) 3.008(4) 2.956(4) 2.996(3) 0.126
1328n -20.76(6) 2.880(4) 3.080(5) 3.006(5) 2.989(4) 0.201
184pp -23.12(9) 3.178(5) 3.241(7) 3.213(6) 3.285(5) 0.062(1)
194pp -23.35(10) 3.218(5) 3.320(7) 3.277(6) 3.321(5) 0.102(1)

208pp -23.59(11) 3.214(5) 3.374(8) 3.312(7) 3.314(5) 0.160(2)
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Table F.2 continued:

nucleus E.s /A (rf))l/2 (rH? (r2)1? Teh Aryp
(MeV) (fm) (fm) (fm) (fm) (fm)
218pp -23.52(12) 3.218(6) 3.430(9) 3.352(8) 3.316(6) 0.212(3)

Table F.3: Same as the Table F.1 except for the interaction. The interaction is chiral N°LO NN

interaction softened by SRG transformation evolved to Aggg = 2.24 fm™'.

nucleus E.s /A (r;)”2 (r}H1/? (r2)i2 Teh Aty

(MeV) (fm) (fm) (fm) (fm) (fm)
“He -6.81 1.413 1.407 1.410 1.647 -0.006
40 -7.65(1) 2.080(1) 1.954(2) 2.027(1) 2.252(1) -0.126
160 -9.55(1) 2.054(2) 2.037(2) 2.046(2) 2.222(1) -0.017
20 -9.05(2) 2.038(2) 2.322(1) 2.223(2) 2.187(2) 0.284
%0 -9.00(2) 2.045(2) 2.417 2.300(1) 2.187(2) 0.373(1)
3Ca -10.45(3) 2.467(3) 2.273(3) 2.389(3) 2.615(3) -0.194
%Ca -11.76(3) 2.443(3) 2.316(3) 2.387(3) 2.590(3) -0.127
40Ca -13.40(4) 2.445(3) 2.414(3) 2.429(3) 2.587(3) -0.031
BCa -13.92(5) 2.414(4) 2.556(3) 2.498(4) 2.549(3) 0.142
2Ca -14.03(6) 2.419(4) 2.648(2) 2.562(3) 2.550(3) 0.229(1)
Ca -13.94(6) 2.429(4) 2.703(1) 2.605(2) 2.556(3) 0.274(2)
0Ca -13.20(6) 2.486(3) 2.833 2.722(1) 2.604(3) 0.347(3)
BNj -12.09(5) 2.616(2) 2.403(3) 2.529(3) 2.755(2) -0.213(1)
SNj -14.18(7) 2.566(4) 2.530(4) 2.548(4) 2.702(4) -0.036
%ONj -14.89(7) 2.563(4) 2.601(4) 2.583(4) 2.696(4) 0.038
%2Nj -15.10(7) 2.569(5) 2.641(4) 2.609(4) 2.700(4) 0.073
%8Nj -15.52(8) 2.607(4) 2.746(4) 2.690(4) 2.732(4) 0.140
8Nj -14.85(10) 2.611(5) 2.861(5) 2.774(5) 2.728(5) 0.250
80Zr -16.33(9) 2.816(4) 2.769(5) 2.793(5) 2.941(4) -0.047
N7r -17.27(11) 2.787(5) 2.857(6) 2.826(6) 2.908(5) 0.070
%7r -17.55(12) 2.791(6) 2.932(6) 2.874(6) 2.909(6) 0.141
BZr -17.59(12) 2.794(6) 2.960(6) 2.894(6) 2.911(6) 0.166
1027y -17.49(12) 2.810(6) 3.024(6) 2.942(6) 2.924(6) 0.214
107y -16.97(13) 2.862(6) 3.129(6) 3.034(6) 2.970(5) 0.267
1227y -16.26(15) 2.868(6) 3.204(7) 3.098(7) 2.970(6) 0.336(1)
1008 -17.03(13) 2.893(6) 2.844(7) 2.868(7) 3.014(6) -0.049
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Table FE.3 continued:

nucleus Eg /A (r)'? (rHl? (r2)i2 Feh Aty

(MeV) (fm) (fm) (fm) (fm) (fm)
1068 -17.70(14) 2.893(7) 2.909(7) 2.901(7) 3.012(7) 0.016
108G -17.87(14) 2.896(7) 2.934(7) 2.916(7) 3.014(7) 0.038
1128n -18.06(14) 2.910(7) 2.986(7) 2.952(7) 3.026(7) 0.077
1208 -18.32(15) 2.950(7) 3.077(8) 3.025(7) 3.062(7) 0.127
1328n -18.13(17) 2.951(7) 3.154(9) 3.078(9) 3.058(7) 0.203(1)
184pp -19.88(24) 3.271(8) 3.335(10) 3.306(9) 3.375(8) 0.064(1)
194Pp -20.13(25) 3.311(7) 3.414(10) 3.371(9) 3.411(7) 0.104(2)
208pp -20.26(28) 3.309(8) 3.472(12) 3.409(10) 3.407(8) 0.163(3)
218pp -20.14(29) 3.318(8) 3.534(13) 3.454(11) 3.413(8) 0.217(4)







Appendix G

Matrix Elements for Three-body Basis States

Here, we show the antisymmetrization of the three-body state and derivations of the matrix ele-
ment with the three-body state. We begin with the definition of the three-body state. Let the states
la), |b), - - - be the harmonic oscillator (h.o.) wave functions. The non-antisymmetrized three-body

state is defined as
labc) = la) ® |b) ® |c), (G.1)

in the M-scheme. In this appendix, we denote the non-antisymmetrized and antisymmetrized states
as |---)and |---), respectively. By summing up the third component of the angular momentum, the
non-antisymmetrized three-body state is

labe: JJ) = Z Cladlar — Cdavie] by (G.2)

ma’nbMab MabmcM
mgmpmy
where C,Ql'%% is the Clebsch-Cordan coefficient. In Eq. (G.2), the total angular momentum J is
constructed via J.

Before discussing to the antisymmetrization of the three-body state, we note the useful recoupling

formulae:
Jaish piciady _ 1\ at2p 42t 1 =32 —mg s Ja Jb i Jaded2 Jviaha
CmamﬁMl Cmymo‘Ml - Z( D [/1] ; T Cma—myMz C—mﬁ’"o‘Mz’ (G.3)
Ja Jd Je 2
JajnJ Jejadi  _ I\ at2jp— et jat2J1=3J2—mg+my Ja Jb Ji JaJaJda Jbicl2
Cmamng Cmym(;M] - Z( l) [Jl] . . J Cma—mgMZC—mﬁmyMz’ (G'4)
A Je Ja J2

Jicle  Iveiad  _ ¢ {Nib+ie+dbe Ja Jo Jap Jajvlas  avic]
CmﬁmyMbcCMbcman - ( l) [Jab][ch] . J J szrmﬁMameameM, (GS)
Jab Je bc

jcjaJca ijb-’ — _ _ jct+jb+]ab ]a -]b Jab jajlajab Jabj(‘J
Comatte Cotomm = (1) VIap[oe] 7 1 { Conamattis Gyt (G.6)
Jab ]C ca
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G.1 Antisymmetrization of Three-Body State

Suppose the antisymmetrization of state (G.1) (or (G.2)) is done by acting the three-body antisym-

metrizer A. The A can be written down as
A= é(l ~Ti+T31T12— T3+ T23T12— T31), (G.7)
with the two-body exchange operator 77, satisfying
T12lab) = T1lab) = |ba). (G.8)
By employing A, in M-scheme, the antisymmetrized three-body state is
labc) = Alabc) = é (labc) + |bca) + |cab) — |bac) — |lach) — |cba)) . (G.9)

To obtain the antisymmetrized three-body system in the J-scheme, it is easy to consider Alabc: J,J).

After the simple algebra, we have
labe: JupJ) = |labe: JuJ) = (=1~ bac: J,,.J)

—zkﬂmﬁmﬁmmm%@ ”J@%anm

Jbe JC J JbC
ja jb Jab
+ [Jab][-]bc] . |Cb6l: chJ)
jzbl; { Je J ch }
S i I I
=y T T beab: T
Jea J .]C Jca

.a ] Ja
— Z( 1)]b+/c+]<¢b+/la [ ab][-] ] { J ].b b }Icab: ij)] . (G.IO)
Jea J Je Jca

Since the state (G.10) is not normalized and orthogonal, the state (G.10) is not useful in the UMOA
calculation. When one calculates the three-body correlation operator S based on the discussion
given in Appendix B, the use of the non-orthogonal basis set cannot be directly applied on the
effective-interaction theory. Instead of the state (G.10), we can use the normalized and antisym-
metirzed three-body states determined by diagonalization of (A [104]. The matrix element of A is

_ /alja2 ajay Ja|a2]a3j Ja4]a5~]a405 Ja4a5Ja6
(a1a2a3: Jo 0, J\Alasasas: JayasJ') = § CmalmazMamzCMalazmagMCma4ma;Mtt4aSCMa4agma wlaiaras|Alasasae)
{m

1
- g [6‘11“46a26156‘13“66101“2]a4a5
_(_1)ja1 +j“2_J"I“Z6a1a56a2a46a3a66ngg21a4a5
o Ja Jar Jana
_(_1)Ja2+1m a4a5 V[Jalaz][Jaws]{ .1 JZ JI ’ }5a1a65a2a45a3a5
](13 asas
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) Ja Jao Jaa
+ [Jalaz][Ja4a5]{ .1 ’ e }6a1a66a2a56a3a4

Joo I Jayas
i i .u .u Ja a
_(_I)Jal +_/a2+-]a1u2 [Jalaz] [Ja4a5] / ] ] : 1 5a1a55a2a65a3a4
J Jas Ja4a5
i i .a .a Ja a
_(_ 1)](12 +Jas +Ja]a2 +Jg4a5 [-]a|a2] [Ja4a5] J 1 -] 2 a2 6a]a4602066a3a5] 5]]/ ) (Gl 1)
J Jaz Ju4a5

Since A can be regarded as the projection operator onto the antisymmetrized three-body Fock space,
Alabc) = Alabc), eigenvalues of A are 0 or 1. The eigenvectors with eigenvalues equal 0 belong
to non-three-fermion Fock space and the eigenvectors with eigenvalues equal 1 are what we are in-
terested in. Let |abc: iJ) be the eigenvector of A. Here, i is alternative quantum number to the

intermediate angular momentum. Using 1 = )’ |abc: J,,J)(abc: J,J|, we have

labe: iy = > |ab'c: Jup NS s Jyydlabe: iJy = ) P(abo)cly,,, labe : Ju ), (G.12)

abc
a’b'C’]a/br Jab

with the diagonalization coefficient cilbc Ty’ The P(abc) is defined by P(abc) f(abc) = f(abc)+ f(bca)+
f(cab) + f(bac) + f(acb) + f(cba). Moreover, using A = ), |abc: iJ){abc: iJ|, the three-body state

represented with the intermediate angular momentum is

labe: J 0y = 3\ Alabe: J,0) = V3! Z b’ iI{a' b idlabe: JuJ)

a'b'c’i

= V3! )y, labe: i), (G.13)

Inversely, the three-body state represented by the label i is

labc: iJ)y = Alabc: iJ) = Z P(abc)cgbcjubﬂmbc: Jaud)

Jap

1 .
= — P(abc)c,,,, labc: JaJ). (G.14)
@ ;‘b bedap

G.2 Matrix Element in Three-Body State

In UMOA calculations, we need the matrix elements of one- and two-body operators in the three-body

state. Here, the how to calculate the matrix elements,

(ayazas: iJ|0W)agasag: i'J), (G.15)
(611612613 . iJ|0(2)|a4a5a6 . i’J), (G 16)
(a1a2a3: J 4,0, J10PNasasas: Jo,asd)s (G.17)

(a1a2a5: J 4,0, JOPasasas: Ju,asd), (G.18)
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are shown. Note that OV and O® are the one- and two-body operator, respectively. The matrix

elements with i-representation basis are summarized:

(a1a2a3: iJIO(1)|a4a5a6: l,J>

_ § i 4
- 3 P(ala2a3)P(a4a5a6)cala2a3]a Ca4a5a6]u 0a1a46a2a55a3a6’ (G'19)

192 445
Jalaz Ja4a5

and

(a1a0a3: i1J|0P|asasag: i'J)
23 P P i / s O s Ay Dy 0L G.20
= ) (al 02613) (a4a5a6)ca]a2a3jala2 Ca4g5aﬁja4a5 JajayJagas Y azas Daiay Basas Oaazasas- ( . )

J(ll (l2 Jll4115
Here, the following notations

Oaar = (@1011a2), 0} 4anay = (araa: Jlovalasas: J),  Aga, = V1 + 6405 (G.21)

are used. Although, the actual calculations are done with i-representation basis set, we note the matrix
elements Eq. (G.17) and (G.18). Eq. (G.17) is

. 1 .
(aazaz: J12J10Plasasag: JusJ)
= 04100 masOazas0 12 1us

jal jaz J12

— (=1)2r3t itss I oo
=1 [Jaya: [V ayas] J e s

} Oqgay 5a2a6 5a3a5

L. 'a 'a J
—CJWW”%ﬂhmm@a{f‘Jz ”}%%@W@%

Jaoo J Jss
ja ja JZ
+«mmmw{fl;AJ%m%%M
az
] ] ja ja J
— (_1)]a1+]az+J12 1,[Ja102][‘]a4a5]{ Jl J 2 J‘z }0a1a560206533“4
az

Jaytiay—J12
_(_1) i 5]]2]450a1a56a2a46a3a6

j j ju ja J
- (_1)Ja1+ja2+112 \Y, [Jalaz][Ja4as] { 1 . ’ . }0a3a45a1a55a206

J Jay a5

‘a ‘a ‘]
-+ﬂhmm@@{fljz ”}%m%%@m

Jos J Jss

+ 0a3065a|a45a2056112J45
Jay tiay=J12
- (_1) e 0a3a66a|a55a2a46112145

i+ ] ju ja J
- (_1)J2+J3+J45 \Y [Jalaz][Ja4a5] { . ] : . }0a3a55a1a65a2a4

Jos J Jss
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J Ju Jss

i+ ] ‘a .a J
- (_1)J2+J3+J12+J45 V[Jalaz][Ja4a5]{ / : ] ? 2 }0a3a56a1a45a2a6

jal jaz J12
Jaz I Jss

Jay tiay—J12
- (_1) e 5J121450a2a45a1a55a3a6
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jal jaz J12
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? ’ J ]a3 J45

} Oujyag 6a1 as 6(13(14

it ‘a ‘a J
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*+ Ousas 5011644 6613616 5112J45

jal jaz J12

+ Jaa Jaa
VeIl 45]{ja3 J s
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Eq. (G.18) is

(a1a2a3: J12J|0Pasasas: JysJ)

_ Jiz
- Aalaz Aaws 5112145 50306 O amagas

H i ja ja J45
- (_1)]a5 H%HuAa]azAasae V [Jauaz][Ja4a5] { ] ’ ’ }OZ:Zzasaeda.wu
ag

J Ji

— Jas  Jas J12
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# ) (=Dt B KA LA AT U s UK
K

.a .a J 'd 'a K
X{ ] 1 ]Jz 11{2 }{ .]‘6 ]J4 J }0520306046a1a5, (G23)
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