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Introduction

The present work is conducted in the field of few-body methods and it con-
cerns the extension of the Non-Symmetrized Hyperspherical Harmonics
method in order to treat quantum systems with different species of par-
ticles and additional degrees of freedom, like particle mixing. The aim is to
introduce it as a new tool in the ab-initio study of light hypernuclei, namely
nuclei with at least one hyperon, and, more in general, of few-body quan-
tum systems composed by a variety of different objects.

In the last decades the physics of hypernuclei has seen increasing interest,
testified by the intense experimental activity on strange systems. However,
due to the instability of hyperons in the vacuum and to the consequent
difficulty to produce stable beams, a very limited hyperon-nucleon (YN)
database is available. The standard one comprises only 35 selected Ap low-
energy scattering data [1] and some AN and XN data at higher energies for
a total of 52 YN scattering data. Almost no information is available in the
YY sector. In comparison, the Nijmegen NN scattering database includes
over 4300 NN data in the range 0 + 350 MeV [2].

Quite a variety of potential models involving hyperons exist. They include
purely phenomenological models (e.g. [3, 4]), meson-theoretical models [5],
and descriptions in chiral effective field theory (xyEFT) [6,7]. However, the
evidently limited information available for strange nuclear systems high-
lights the necessity of instruments to test the quality of the interaction mod-
els, and ab-initio methods are the natural ones. In fact, the accuracy of
the results can be systematically controlled and this makes the comparison
theory-experiment conclusive with respect to the input dynamics. More-
over, ab-initio methods allow to partially compensate the lack of scattering
data by exploiting the experimental information on hypernuclear bound
states in order to provide new constraints on the YN potential. Therefore,
in the strange sector, ab-initio calculations for bound states play an even
more important role compared to the nuclear case.

However, at present, a limited number of ab-initio calculations is available
for hypernuclei, mainly focused on 3- and 4-body systems (see, for example,
refs. [8-14]). An improvement in the maximal number of particles treatable



would allow to better exploit the experimental information available on hy-
pernuclei with A > 4 in order to test and upgrade the available interaction
models. In chapter 1 a brief review on hypernuclear bound states calcula-
tions is provided.

The main purpose of the present work is to generalize the Non-Symmetrized
Hyperspherical Harmonics Method (NSHH) [15| [16] to make it a new ab-
initio method for bound state calculations in the hypernuclear sector.

The NSHH approach is a recent development of the more classical Hyper-
spherical Harmonics (HH) expansion method. One of the main difficulties
of the latter approach is the organization of the HH basis into irreducible
representations of the symmetry group. The NSHH has been designed to
simplify this task from a numerical point of view. The general method was
developed by Gattobigio et al. [15] and later extended by Barnea et al. [16]
to handle the modern realistic NN interactions like the Argonne Vn' po-
tentials. It has been employed in order to perform bound state benchmark
calculations of light nuclei up to A = 6. The method is based on the use
of the HH basis without previous symmetrization. The identification of
the eigenstates with good symmetries of the Hamiltonian of a system of A
identical particles is done by means of the Casimir operator of the group of
permutations of A objects. Such an approach is easily adaptable to a variety
of physical systems with arbitrary permutational symmetry.

The original part of the present work is the extension of the NSHH method
in order to treat systems of non-identical particles and on the incorporation
of specific kinds of interaction models that require additional degrees of
freedom, like the mixing of different species of particles (for example most
of the modern hyperon-nucleon potentials take explicitly into account the
conversion of a A hyperon into a ¥ hyperon and vice versa). To do this
we show a way to treat systems where the mass of one or more particles
is “state-dependent” and we include the mixing degrees of freedom in the
NSHH framework. We have also implemented the three body ANN forces
by exploiting the pre-existing implementation of the NNN potential.
Although such extensions are general, we apply them on hypernuclei by
providing benchmark results for binding energies and A-separation ener-
gies (the difference between the binding energy of the system without and
with the A particle) for systems with A = 3 < 5. We have also set up AA-
hypernuclei calculations.

In order to treat systems with A > 5 the implementation of an efficient par-
allelization procedure is needed and part of the work has also been devoted

to this, even if with partial results which demand for additional study.



The thesis is organized as follows:

In Chapter 1 we provide a brief review on the experimental investigation
on hypernuclei and on the available interaction models. We also show the
general features of the few-body hypernuclear problem and motivate the
extensions applied to the NSHH method and described in the following
chapters.

In Chapter 2 we show the adopted system of coordinates and their proper-
ties and we introduce the A-body Hyperspherical Harmonics basis that we
adopt to approach the few-body bound state problem.

In Chapter 3 the NSHH method is presented in its generalized form in or-
der to treat systems with different species of particles and interactions.

In Chapter 4 we show the further extensions done to the NSHH method in
order to treat the interaction models with particle mixing or 3-body terms.
In addition we show the adopted parallelization scheme avoiding technical
details.

In Chapter 5 we provide a number of selected benchmark results for bind-
ing and separation energies of light hypernuclei up to A = 5.

Conclusions and future perspectives are drawn at the end.






Chapter 1

Hypernuclear Systems

Although the present work is mainly devoted to the few-body method more
than to the physics of hypernuclei, in this chapter we provide some histor-
ical hints on the hypernuclear investigation and we briefly introduce the
general features of an hypernuclear few-body problem. The aim is to ac-
count for the NSHH extensions described in the next chapters and to show
where the method is mainly intended to be employed in future investiga-
tions.

As mentioned in the introduction, hypernuclei are nuclei with at least one
hyperon, namely a baryon with non-zero strangeness. In table [1.1| the hy-
perons and their main properties are listed. They are weakly decaying par-
ticles with a lifetime of the order of 107!° s and their mass is heavier than
the nucleon one by about 80 = 680 MeV. The standard notation adopted for

TABLE 1.1: Table of hyperons and their properties. In order:

quark components, total isospin, total spin and parity, rest
mass, mean lifetime and main decay modes [17}18].

Hyperon qqq@ 7 S™ mMeV) 7(107'%)  Decay

A uds 0 1/2% 1115.683(6) 2.63(2) pr~ i’

»t uus 1 1/2% 1189.37(7)  0.802(3) prlnat

»0 uds 1 1/2% 1192.64(2) 7.4(7)-10710 A~

¥ dds 1 1/2+ 1197.45(3)  1.48(1) nmw

50 uss 1/2 1/2F 1314.9(2)  2.90(9) Ar®

= dss 1/2 1/2% 1321.71(7) 1.64(2) Am~

O~ sss 0 3/2%  1672.5(3) 0.82(1) AK—, 20—, B~

™

0

hypernuclei is:

éX — A —1 nucleons (N), 1 hyperon (Y);

#yX — A —2 nucleons, 2 hyperons,
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where X is the nuclear element and “~! X is the core nucleus. The separa-
tion energy of the hyperon in an hypernucleus is defined as:

By (yX) = B(""'X) - E(}X) . (1.1)

For an hypernucleus with two hyperons the double separation energy is
defined:
Byy($yX) = B("72X) - BE(3y X) , (12)

and the incremental YY energy is given by:
AByy ($yX) = Byy($yX) — 2By (471X . (1.3)

The evaluation of the hyperon separation energies is thus based on the cal-
culation of the binding energies of the hypernuclei and of the correspond-
ing core nuclei.

1.1 Brief Review on Experimental Discoveries of Hy-

pernuclei

Among the known hypernuclei, the A-hypernuclei constitute by far the
largest set. At present fourty-one of them have been discovered, four AA-
hypernuclei and only one bound ¥-hypernucleus. Almost no information
is available on hypernuclei with other hyperons [17].

The discovery of hypernuclei goes back to 1953 when Danysz and Pniewski
observed the first decay of the hypertritium [19]:

SH — SHe+ 7,

in an emulsion stack, as product of a fragmentation induced by cosmic rays.
Emulsion experiments became then the main line of experimental investi-
gation on light and medium-light A-hypernuclei (from A = 5 to A = 15) un-
til the 70’s, when kaon beams were first produced at CERN, providing hy-
pernuclear spectroscopic data ranging from the light to the medium region
(A = 18+40) through the reaction (K, 7). By means of the same reaction
the heaviest hypernucleus was also found, the 3%Bi. It followed an intense
experimental investigation through the 80’s in particular by means of the
reaction (77, KT) at the Alternating Gradient Syncrotron of Brookhaven
National Laboratory and then at the proton syncrotron of the High Energy
Accelerator Organization in Japan [17], with a number of new discoveries
in the heavy region, from 3'V to iong (see fig. . A jump of quality in
the resolution of the hypernuclear vy-ray spectroscopy took place thanks to
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a new germanium detector (the Hyperball) and the high quality and inten-
sity electron beams produced at the Thomas Jefferson National Accelerator
Facility (JLab), allowing the reaction (e, ¢’ K*) [17, 20].

Thanks to new facilities like J-PARC new reaction channels became avail-
able for the production of neutron rich A-hypernuclei, like (K —, ), (7=, K°)
and double charge exchange reactions (7, K) and (K, 7") [21]. In fig.
the association between the different reaction channels and the hypernuclei
produced is shown.

At present, several research facilities are actively involved in hypernuclear
production and spectroscopy investigations. Some of the main ones are J-
PARC, ALICE (at LHC), JLab, MAMI (Mainz) and DA®NE (Frascati, Italy).
Part of the reports and future prospects can be found in refs. [22-25].

Very recent examples of high precision 7-ray spectroscopy measurements,
especially in the light sector, can be found in refs. [26-28].

The lightest hypernucleus known at present is the hypertritium 3H. No
Ap nor 3He were found. In 2014 some hints on a possible Ann bound state
were found [29], although, at present, theoretical investigations do not con-
ciliate such observation with the available informations on the nuclear and
hypernuclear interactions [14, 30, 31].

In general, by looking at the separation energies of A hypernuclei, there is
an increase of By with A by about 1 MeV/nucleon, and stable hypernu-
clei with unstable core nuclei appear, like ?\He, iHe, RBe, %Be. This is the
confirmation that the A hyperon has a “glue” like effect, by increasing the
binding energy and stability of the whole system [17]. In tab.|1.2| the sep-
aration energies B, of a selected number of hypernuclei in the light sector
(A = 3 + 15) are shown.

Only four AA-hypernuclei were found up to now: ?\ AHe, }B\Be, }S\Be
and 13 B [35, 36]. Although almost no AA scattering data are available,
some hints on a weakly attractive character of the AA interaction have been
found.

1.2 Review on Hypernuclear Interactions

As anticipated in the introduction, the YN scattering database is limited
and bound state energies are employed to fill only partially the lack of in-
formation on the hypernuclear interaction. By consequence, the quality of
hypernuclear potentials is not comparable to the nuclear counterpart.

The Nijmegen YN meson-theoretical interaction model has probably been
the most used in theoretical calculations over the last twenty years. Soft-
core Nijmegen potentials for the YY sector have also been developed [38],
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TABLE 1.2: Quantum numbers and experimental separa-
tion energies By of a partial set of A-hypernuclei in the light
sector A = 3 + 15 [32-34].

X T T J™ By (MeV) | 4X T T J™  Bj (MeV)

SH 0 0 1/2F 0.13(5) L 1 1 - 8.53(15)
1H 1/2 1/2 0% 2.04(4) Be 0 0 1/2  6.71(4)
iHe 1/2 -1/2 0%  239(3) 1B - - - 8.29(18)
3He 0 0 1/2 3.12(2) Be 1/2 1/2 - 9.11(22)
CHe 0 0 (1)  4.18(10) OB 1/2 -1/2 - 8.89(12)
THe 1 1 - 5.68(3) 1B 0 0 5/2F 10.24(5)
TLi 0 0 (1/2) 5.58(3) 2B 1/2 1/2 17 11.37(6)
TBe 1 -1 1/2  5.16(8) 2c - - 1 10.76(19)
&He - - - 7.16(70) Bc o0 0 1/2  11.69(12)
8Li  1/2 1/2 1= 6.80(3) HCco1/2 172 - 12.17(33)
&8Be 1/2 -1/2 - 6.84(5) BN - - - 13.59(15)

leading to the extended soft-core 08 (ESC08) interaction model which repre-
sented the only interaction model unifying the NN, NY and YY sector [39],
until the very recent development of the YEFT YY model [40, 41]. Hypernu-
clear calculations have been performed with this kind of potentials, in par-
ticular G-matrix based density functional calculations for medium-heavy
hypernuclei (from }>C to 2°Pb) and hypermatter [39, 42, 43]. However dis-
crepancies with experiments are still evident. For example, six different
parametrizations of the Nijmegen YN potential fit equally well the scatter-
ing data but produce different scattering lenghts [17, 44]. Moreover the
Nijmegen models do not predict precisely all the hypernuclear binding en-
ergies in the light region, for example the correct separation energies of the
mirror hypernuclei 4H and 4 He.

A xEFT approach has been developed starting in 2006 when a Leading Or-
der (LO) expansion for the YN interaction was provided [6] and then in
2013, when the Next to Leading Order (NLO) has been developed [7]. In ad-
dition a NLO potential has been developed also for the S=-2 sector [40 [41]].
Calculations empolying such interactions are mainly limited to A = 3 + 4
systems, and are based on the Faddeev Yakubovski (FY) [7] equations and
on the No-Core Shell Model (NCSM) [9, 10], showing results of quality com-
parable to ESC08 ones.

Phenomenological models fitted on the Nijmegen set of data have been
widely used by the Riken groups in order to investigate the structure of
light hypernuclei up to A = 5 and heavier systems by means of cluster
models and the Gaussian Expansion Method (GEM) [45]. For example the
¢ \He has been studied in terms of o + A + A and the % Beas a +a+ A+ A
by employing phenomenological «A interaction models.

All the mentioned YN interaction models are based on the explicit A — X
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FIGURE 1.1: Hypernuclear chart of A hypernuclei. Figure
taken from ref. [37]]

coupling. In fact the A7rA coupling is prohibited due to the isospin conser-
vation. This means that the long range part of the ANV interaction is caused
by the A — X conversion potential, where one pion exchange is possible.

A class of purely phenomenological Argonne-like interactions have been
developed by Bodmer, Usmani and Carlson [3} 46] in the same way as the
Argonne nuclear potential. They have been built by taking into account dif-
ferent diagrammatic contributions mainly related to pion exchange. Instead
of the explicit A — ¥ coupling, they contain two body AN and three-body
ANN terms, which are at the same two-pion exchange level. This last in-
teraction model has been used only for Monte Carlo calculations, both for

finite systems and nuclear matter, with consistent results [3, 12, 47].

1.3 The Hypernuclear Hamiltonian

Hypernuclei are systems composed by at least two different species of par-
ticles, namely nucleons and hyperons, which are both fermions. The per-
mutational symmetry of such systems is obviously limited to the nucleons
and hyperons subsets composing the A-body system. In the most common
case of hypernuclei with a single hyperon, the permutational symmetry is
limited to the core nuclei. The total hypernuclear Hamiltonian:

H=Hy+ Hy +Vyn . (1.4)

(e,e'K*)
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A N N A N A N

K,K*

(a) (b) (c)

FIGURE 1.2: Examples of meson exchange processes be-

tween nucleons and hyperons at the 2- and 3-body level. In

(a) and (c) two pion exchange processes are shown, while

in (¢) a K,K* exchange process is represented. Figure ex-
tracted from ref. [12].

where Hy is the Hamiltonian of the core nucleus, Hy of the hyperonic part
and Vy y is the potential between the particles belonging to the two differ-
ent species.

We denote the internal set of coordinates of the system as 1. The wave
function of the hypernucleus satisfies the fermionic permutational symme-

try both for nucleons and hyperons:

Py,n; ®(n) = — ¥(n) ;

. (1.5)
Pyy, ¥(n) =—-¥(n),

where the P operators represent two-particle permutations. Therefore a
proper symmetrization procedure must be applied separately on the core
nucleus and on the hyperonic set.

Since the A hyperon has isospin ¢t = 0, the strong AwA vertex is forbid-
den due to isospin conservation. Thus the A particle can exchange one pion
only via the AwX vertex. This means that a YN force at the one pion ex-
change (OPE) level must explicitly take into account the A — X coupling.
One-meson exchange processes involving a nucleon N and a A without X
conversion can only occour through the exchange of a K,K* pair, which
contributes in exchanging strangeness between the A and the N baryons.
However the K,K* exchange potential is short range and it is expected to
be quite weak due to the opposite sign of the K and K* tensor contribu-
tions [12].

In fig.[T.2)the main meson exchange processes involving a A hyperon among
nucleons are shown. In particular we see that a A-hypernuclear interaction
model defined at the two-pion exchange (TPE) level must involve 2- and
3-body forces, namely AN and ANN terms.
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Such coupling scheme is adopted by the phenomenological Bodmer-Usmani
interaction model [3]], which avoids the explicit inclusion of the ¥ hyperon
degree of freedom by introducing 3-body terms related to the two pion ex-
change diagrams of fig.[I.2(and other TPE diagrams):

HYY o =T+ Vyn + Van + Vann - (1.6)

However, except for the Bodmer-Usmani model, all the available hypernu-
clear interactions are based on the explicit A — X coupling. This means that
additional degrees of freedom due to the mixing between the A and the ¥
particle have to be included.

For a A-hypernucleus the Hamiltonian has the following block structure:

(% ()
Tons, AM
(1.7)
n < VNN-NN > n ( VNa-nA  VNs—na ) ’
VNN-NN VNa-ns Vs-ny

where the upper diagonal blocks are related to the system with the A hy-
peron and the lower diagonal ones to the same system with the ¥ hyperon.
We see that the YN potential operator couples the A part of the basis with
the X one through the mixing terms Vya—ny and Vys—nya. The AM ma-
trix is related to the mass difference in energy units between the A and the
¥ particles and the 7},,, and 7},,, matrices are the kinetic energy operators
related to the system with the A and the ¥ hyperon respectively.
If more hyperons are present, the block structure of the Hamiltonian be-

comes more complex. Moreover in the double strangeness S = —2 sector
new coupling channels open up, involving = hyperons too.

The aim of the present work is to extend the Hypersperical Harmonics
method in order to approach such systems. In particular we generalize the
method in order to treat systems with different species of particles and we
implement some extensions that allow the incorporation of particle-mixing
interaction models as the YN ones. We also implement the ANN 3-body
force.
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Chapter 2

The A-Body Hyperspherical

Harmonics Basis

In this chapter we present the basis we adopt for the bound state calcula-
tions this work is based on.

In configuration space, our system is described by the spatial coordinates
besides the spin and the isospin quantum numbers. By consequence our
basis is composed by a spatial part and a spin/isospin part. The coordinate
system is the hyperspherical one and it is built over the mass-weighted Ja-
cobi coordinates: it includes a single radial coordinate, i.e. the hyperradius
p, a set of N — 1 hyperangles {¢; ; i = 2,..., N} and a set of 2N angles
{Oi,0i); i=1,...,N}

The spatial part of each of our basis functions is a product of an hyperra-
dial polynomial (we use a set of Laguerre polynomials) and a hyperangu-
lar and angular function belonging to the Hyperspherical Harmonics (HH)
set. However, when we generically refer to “HH basis”, we often intend the
complete basis, including the hyperradial part.

The aim is to extend the NSHH formalism to the general case of systems
composed by different species of particles, so we do not assume any spe-
cific feature on our A-body system.

In section we introduce the hyperspherical system of coordinates by
starting from the Jacobi basis for R*4. We define first the properties of
the mass-weighted Jacobi set and we generalize some of them by introduc-
ing the transformations which change the mass parameters. They will turn
useful in the extensions of the HH method presented in chapter 3 that are
necessary to treat most of the modern hypernuclear interactions. Then we
illustrate the transformation to the hyperspherical coordinates and the con-
sequent derivation of the so called grand angular momentum operator, the
angular part of the kinetic energy operator in hyperspherical coordinates:
the hyperspherical harmonics are its eigenfunctions.

In section [2.3) we show the complete NSHH basis in details including the
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construction of the spin and isospin part. The main properties of the adopted
basis and their applications will be shown in the next chapters. Finally,
some remarks on the symmetrized HH basis are provided.

2.1 The Jacobi System of Coordinates

Two different systems of coordinates are combined in the definition of our
HH basis: the mass-weighted Jacobi set and the hyperspherical set. The for-
mer allows to separate the center of mass (CM) term from the internal ones
in the kinetic operator and it is particularly convenient when only the inter-
nal degrees of freedom of the physical system are of interest. The latter is
composed by a single radial coordinate and 34 — 4 angles (if we exclude the
CM) and it provides the natural set where the A-body HH basis is defined.
In fact the angular dependence of the kinetic operator in hyperspherical co-
ordinates is contained only in the grand angular momentum operator and
the HH functions are its eigenfunctions. The adopted coordinate system is
then the Jacobi internal set parametrized in hyperspherical coordinates.

The Jacobi set is order-dependent so different choices in the particles order-
ing and coupling correspond to different sets. We show the transformations
which allow to pass from one set to another and we extend them in order
to introduce the possiblity to change the mass parameters from one set to
another. On this basis in chapter 3 we will define spatial permutations oper-
ators and we will introduce a way to treat systems with particle resonance

degrees of freedom.

2.1.1 The Standard Set of Mass-Weighted Coordinates

In a system of A particles, where r; and m; are the cartesian position and
the mass of the i-th particle respectively, we introduce the mass-weighted

Jacobi coordinates by adopting the reversed order convention [48]:

mH_lMi 1 : .
P _— ; —_ E s N = 1 ee N 2.1
MA—i \/ mM,;i1 (rHl M; = mjr]) ! U -

where N = A — 1, the constant m is a reference mass (for convenience the

nucleon mass in our case) and:
i
Jj=1

Each n4_, vector represents the (i + 1)-th particle position with respect to
the center of mass of the first ¢ particles. In case of identical masses, with
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m; =mfori=1,..., A, eq. (2.1) becomes:

. i 1< ,
"712—1‘ =\Vir1 <ri+1 -2 Zq) ;o i=1,..,N. (2.3)
Jj=1

Of course the complete set of mass-weighted Jacobi coordinates includes
the rescaled CM coordinate:

M4 1

The basis {n,} is orthonormal in case of equal masses. The matrix S defines

the passage from cartesian to Jacobi basis:

—\ i\ mais 0 0
_ m3 _ m3 Mo 0
Mo M3 Mo M3 m3Ms
1 1 1 1
VM4 VM4 VM4 VM4
where:
Mij = \/1; 5@' . (26)
It can be verified that the orthogonality conditions are always satisfied for
any set of masses {mj,...,ma}:
ST.8=1 ; det(S)=1. (2.7)

If v, and v, are the same vector defined, respectively, on the cartesian and

on the Jacobi basis, the change of coordinates is defined by:

v, = \/%M ST vy, (2.8)

and the volume elements are related by:

N A prey A proy
an:Hdni:H,/Edri: 11 v (2.9)
=1 i=1

=0
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Eq. (2.8) allows to convert the kinetic energy operator from cartesian to Ja-
cobi coordinates. The following relations hold:

- Am )

where VI = (VI vT

15 Vg - - ) and an analogue definition for V%. We note that

the above operator is proportional to the 3A-dimensional laplacian only in
case of identical masses. In case of different masses, the Gram matrix g
associated to the Jacobi set is not the identity matrix anymore, due to the

non-orthogonality of the basis:

N

YA, £ Vg Vy=A. (2.11)
=0 971

2.1.2 The Kinematic Rotations

Several different schemes of mass-weighted Jacobi coordinates are possible
besides the standard one shown in eq. (2.1). In general, they differ by the
sequence of coupling among each of the A particles composing the system
and by the orientation of each 7, vector.

All the applications which allow to pass from one scheme to another belong
to the group O(N), since they do not involve the CM coordinate nor the rel-
ative orientation of the x, y and z components of each 7, vector. They are
compositions of three basic types of transformations, called kinematic rota-
tions [49]: exchange between adjacent particles, change in sign of a vector
and recoupling of two particles. In fig. 2.1| two examples of, respectively,
exchange and recoupling of two particles are shown.

The standard set of eq. is based on a sequence of couplings which goes
neatly from particle 1 to particle A. However, all the A! possible disposi-
tions are allowed and the transformations from one sequence to another are
compositions of exchanges between adjacent particles which, in the generic
case of particles i and i + 1, involve the 4 _; and 14 ;; coordinates only:

MNa—; Na—i
=y | (212)
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a) o b)

FIGURE 2.1: Two alternatives to the standard scheme a) of

a 5-body Jacobi set of coordinates. In b) a recoupling of par-

ticles 4 and 5 is shown: the vector describing their relative

positions is connected to the CM of the remaining three par-

ticles. In c) the order of coupling of particle 4 and 5 is ex-
changed with respect to a).

where:
In—

—cosf; sing;
Pgit1) = . ) (2.13)

sinB;  cosf;

Ii—2

with 3; called the kinematic angle and defined as:

cos? f3; = MifThi+1 (2.14)

M;(M;—1 +miy1)

In case of identical particles: cos® 3; = i~'. In fig.[2.1|c) the p(, 5) transfor-
mation in a 5-body set is graphically shown.

Although the standard set of Jacobi coordinates is based on a sequential
coupling, other coupling schemes are possible. The simplest is the one
where the i-th and (i + 1)-th particles are coupled to each other and their
CM is coupled to the CM of the previous (i — 1) particles:

m;m;
" RAZED )

Mai =/ (Tit1 —13)

m(m; + miy1)
1—2
" [ (my—1 +my)M;_o 1 Zm P ML+ Mg Ti
A—it+l — gty
mMZ- Mz'fl = m; + mi4+1

(2.15)
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The matrix of change of basis has a structure similar to the one in eq. (2.12):

In—
cosvy;  sinvy;
Cii+1) = . ) (2.16)
Sim-y;  — COS7;
Lo
and the kinematic angle ~; is given by [49]:
M;_1my;
cos? Vi = 17 (2.17)

M;(mi +miq1)

In fig. b) the c(4 5) transformation is shown.
For both p and ¢ kinematic rotations the moduli of the transformed basis

vectors satisfy the relation:
Was +Map = WA 03 = 0 + i (2.18)

2.1.3 Coupling Permutations and Spatial Permutations

We note that, in case of identical particles, the transformation p; ;11 is a
true spatial transposition between particles 7 and ¢ + 1 and any compo-
sition of p transformations corresponds to a spatial permutation. How-
ever, this is not a general statement, in fact the kinematic rotations always
maintain the association between r; and m; and this prevents the identi-
fication with spatial permutations in case of different masses. If we call
n[(mi,r1), (ma,ra),...] the complete set of Jacobi vectors as function of the
mass-position pairs (m;, r;), a spatial transposition P; ;) between parti-
cles ¢ and 7 + 1 exchanges, by definition, the r; and r;; vectors only:

Py -ml(ma, 1), (mi, 1), (Mg, riga), -] = (2.19)

n[(mlv rl)a ey (mi7 ri-i—l)? (mi+17r’i)7 .. ] .

The effect is a change in all the n; definitions from j = 0toj = A —4. In
the next subsection we extend the set of transformations by including the
possibility to change the m; parameters and we show how the P; ; permu-
tations are defined.

On the contrary, it can be easily checked that the action of a p(; ;1) kine-
matic rotation on the n set keeps the (m;,r;) and (m;41,r;4+1) pairs un-
changed:

i : mi,r1),...,(Mi,X5), (Mij41,7; yooo] =
Pii+1) - Ml(ma,r1), . ( ), (Mig1,riq1),. ] (2.20)

n[(mlv rl)a ey (mi+17 ri+1)7 (m’ia ri)a .. ] )

in factonly then ,_, and 4, basis vectors change, as shown in eq. (2.12).
In most of the cases this distinction is meaningless, since permutations are
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usually employed in symmetrization procedures which are limited to iden-
tical particles. However, as we will see in chapter 4, there are interaction
models that include potential terms proportional to space exchange opera-
tors, like, for example, the Bodmer-Usmani hyperon-nucleon (YN) poten-
tial [46]:

— A 1
Van = [(Ve(ran) = V)(1 — e + ePyn) + ZVUUA con] T2(ran), (2.21)

where the operator P,y is a spatial permutation between the A hyperon
and the nucleon N (which have different masses), and it should not be con-
fused with pan. For this reason, from now on, we refer to the p;; transfor-
mations as coupling permutations and to the P;; as spatial permutations (or
transpositions).

2.1.4 Transformations between Different Sets of Mass Parameters

Regardless of the arrangement or of the chosen mass parameters, the Jacobi
set of coordinates constitutes a basis for R34, In the previous section we
saw that the transformations from one scheme to another are compositions
of elementary transformations called kinematic rotations which belong to
the group O(N).

Here we introduce a new type of transformations that allow to pass from
one Jacobi basis defined on a given set of masses, ¢, to another basis defined
on a different set ¢/, with:

C={mi>0; i=1,..., A}. (2.22)

It is easy to prove that the subspace defined by the last ny_;,...,ny coor-
dinates is invariant under any change in the set of mass parameters:

Ny_i = NNy + enaamiy_y + - eneimiy (2.23)

where the ¢’s are real positive coefficients. A useful consequence is the in-
variance of the subspace given by the internal coordinates (n,...,ny),
which allows to describe the internal motion of a system by employing a
set of mass parameters different from the physical one and by keeping the
separation of the CM coordinate 7.

The matrix of the transformation from the ¢ set to ¢’ is given by:
Were = Se Mgt M 8L (2.24)

We look for a more useful form of the matrix elements of W.
Such transformations are compositions of kinematic rotations and scaling

transformations. This can be seen by noting that the first vector of a given
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Jacobi set, m;, is proportional to the first vector of another set, i}, where all
the mass parameters are equal but the last one, denoted as m’y. Moreover
the first Jacobi vector is the only one that depends on the mass-position pair
(ma,ra), except the CM 1, which can be neglected as explained above. We

have:
¢
a 1=1
ni =4 (2.25)
ns i=2,...,N
with:
ma M,,4 / /
=4/ — : M)y = My — . 2.26
aa i, M ; A A —ma+my (2.26)

We see that in this case the transformation W = W, is a pure scaling

aA
W) = ( o ) . (2.27)

However, if the mass to change is located in the generic i-th position, one

transformation:

can always apply a sequence of kinematic rotations in order to move the
(mg, r;) couple in the last coupling position, and then come back after the
application of the scaling transformation W

i N
Wy = [H pi,a+1] Wia) [H Piaﬂ] , (2.28)
a=N a=i

where we made a distinction between p¢ and p¢ since, after the scaling
transformation W;), the mass parameter m; changes into m;}, so the kine-
matic angle changes too.

Of course any transformation W¢ ¢ which changes a part of the mass pa-

rameters or all of them is a composition of the above transformations:

A

Were =W - (2.29)
i=1

By means of the " matrices and the kinematic rotations we can now define
the permutation matrices P;;. We have:

Pij n = Wij -pi’j -n [(ml,rl), ey (mi,ri), ey (mj,rj), .. ]
= Wi nl(ma,r1),.... (mjr5),. .., (mi, ), .. ] (2.30)

=N [(ml,rl), ey (mi,rj), N (mj,ri), .. ] .
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2.2 The Hyperspherical System of Coordinates

The aim is now to show the structure of a generic hyperspherical set of coor-
dinates and express the kinetic energy operator in terms of the hyperradius
and of the hyperangles.

Different choices of hyperangular coordinate schemes are possible and the
transformations to pass from one scheme to another are compositions of
elementary transformations that involve only two adjacent hyperangles.
Accordingly, the kinetic energy operator can be parametrized in different
ways, however the angular and hyperangular dependence is always con-

tained in a single operator called the grand angular momentum operator.

2.2.1 The Hyperangular Scheme

We start from the N vectors of the Jacobi set defined in eq. (2.1) leaving
out the CM coordinate and express them in terms of N spherical sets of

coordinates:

"71(7711»77?,775) :>77i(77ia9i790i), i:17...,N. (231)

The N radial parameters 7; are then expressed in terms of an hyperspherical
set composed by a radial coordinate p, the so called hyperradius, and N — 1
hyperangles. The former is given by:

N A

1

,02 - E 771.2 = SmMa E mimjr?j , (2.32)
i=1 ij=1

while the hyperangular set is defined as:

sing; = ———1 . ;=9 . N. (2.33)
N
The resulting parametrization of the N-dimensional radial set {n, 72, ...,nn}

is:
NN = psingy ,
NN—1 = pPCOSPNSINPN_1 ,

7; = pCOS PN ... COS ¢;11 SiN ¢@; , (2.34)

N2 = PCOS PN ... COS ¢3 sin ¢o |

71 = PCOSPN... COS ¢3 COS P2 .
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The angular plus hyperangular set is usually denoted in a compact form as:

QN:(017(1013---70N7§0N;¢27"'>¢N)- (235)

The chosen hyperspherical parametrization of the NV Jacobi vectors has then
the following domain:

n(p, )+ Ry x S¥1x (82N — RV (2.36)

where S ! corresponds to the hyperangular part of the domain and it
is the positive sector of the SV~! hypersphere in R (each #; is positive-
definite). (S*)N = S2 x §2 x ... x S2_is the angular part, given by the
cartesian product of the unit spheres defining the orientation of each 7, in
R3. Of course R, is the hyperradial domain. The range of each ¢; angle is:

0<¢p<—= :i=2,...,N, (2.37)

2o

while the spherical angles span the ordinary S? range:

0<6; <m;
(2.38)
0<g;<2r ; i=2,... N
The total hyperspherical (and hyperradial) volume element is [15]:
dVpn = dV, dVa,,
N .
= p*N="1dp sin 0,1d6dpr H sin 0;d0;d; (sin ¢;) (cos ¢;) 3~ 4de; .
i=2
(2.39)

As in the case of Jacobi coordinates, different sets of hyperspherical coordi-
nates exist and they are usually represented by the so called tree diagrams,
first introduced by N. Ya. Vilenkin et al. in ref. [50]. In fig. [2.2| the standard
set of eq. is schematized.

Each hyperangle ¢; is related to the i-th node: if the segment joining this
node with the upper one extends to the right, a factor equal to sin ¢; is as-
sociated, otherwise cos ¢;. Each 7; is obtained by the product of p with each
sine or cosine factor associated to each node starting from the lowest vertex
and following the track to the 7; termination.

In fig. 2.3|an alternative scheme of hyperspherical coordinates is shown.
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m 2 n3 ce TIN—2 NN-1 nnN

b2
¢3

ON-_2

ON-1

ON

FIGURE 2.2: Tree diagram representing the standard
scheme of hyperangular coordinates. The explicit relations

are shown in eq. (2.34).

The corresponding alternative parametrization:

NN = psingysingy N1,
NN-1= pSingy cosdN,N-1,

(2.40)

N2 = PCOS PN COS PN —2...COS ¢38in ¢g ,

n = pcoséN COS ON_2... COS (3 COS P2 .

2.2.2 The Kinetic Energy and the Grand Angular Momentum Op-
erator

By excluding the CM term, the kinetic energy operator of eq. (2.10) ex-
pressed in terms of the N-spherical set of coordinates of eq. (2.31) is:

R (2 20 P
Tin:—*i - L - - 2.41
t 2m P (8772.2 + n; ON; n?) ( )

where [; is the angular momentum operator associated to the n; coordinate.
By parametrizing the 7); coordinates into the hyperspherical set of eq. (2.34)
we obtain:

(8 3N-10 KZ(Qn)
.- "2 — NN 2.42
int om < 8/)2 + P 8p + p2 ( )
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The operator Ky is the total grand angular momentum. For a generic n,
with 2 < n < N, the operator K 2 is iteratively defined as [16]]:

- 0%  3n—6—(3n—2)cos(2¢,) O 1 -
K2 =— K2
"Tog " sin(26,) 00, " co?(6n) " o 4
TR |
sin?(¢,) "

For n = 1 we have: K7 = 2.

In analogy to the two particles case, where the relative square angular mo-
mentum [? is the projection of the laplacian on the angular domain S?, the
square grand angular momentum K3 can be interpreted as the kinetic op-
erator (up to constants) defined on the N-body hyperangular and angular
domain S~ x (S2)N. By lowering the n index starting from N, the same
analogy holds for K 2 defined on the restricted S_’fl x (5%)™ domain. More-
over the dependence of K2 on the (52)" domain is restricted to the [2 oper-
ators, in fact in the n = 1 case we recover the two particle domain, and we
have the coincidence between K2 and I2.

We note that, with the chosen parametrization, there is no difference in the
form of the kinetic energy operator in the different particles case with re-
spect to the identical particles case.

The total angular momentum of the first n particle subsystem is defined as:

Lp=1Lp1+1,. (2.44)

All the operators K?, l?-, L?and L? ,withi,j,k,t = 1,..., N, commute with
each other and, as we see in the next section, form a complete set of opera-
tors defining the angular and hyperangular part of the states of an A-body
system. The hyperspherical harmonics ), (€2n) are the eigenfuntions of
K?3,.. We close this section by showing the grand angular momentum op-
erator in the alternative hyperspherical scheme of eq. (2.40), where 7y and
nn—1 are coupled by the relative ¢ y_1 hyperangle:

iR af 3N —9— (3N —5) cos(20) 9
8(;5?\/ Sin(2¢N) 8¢N (245)
_|_

. 1 .
2 2
Ky_o+ Sn2(o) Ky_1n

cos2(¢n) in“(¢n)

with the partial K% _, 5 defined as:

o 02 0
Ky an=—55— —4cot2én1N) 57—
8€Z7N_17N aﬁbel,N (2 46)
1 1 ’
N+ ———Ix -

cos?(pn_1,n) sin®(on—1,n)
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m 2 n3 ce TIN—2 NN-1 nnN

s ON,N-1

¢s3

ON-_2

oN
FIGURE 2.3: Tree diagram representing an alternative to the

standard scheme of hyperangular coordinates. The explicit
relations are shown in eq. (2.40).

In the section 2.3l we show how the HH functions change accordingly to the
chosen hyperspherical scheme.

2.3 The Hyperspherical Harmonics Basis

The hyperspherical system of coordinates is directly related to the HH set
of basis functions. Each tree diagram of the kind of fig. and fig.
uniquely identifies the hyperspherical system and, consequently, the hyper-
angular coupling scheme of a given HH basis (the sequence of partial grand
angular momentum quantum numbers K; with ¢ = 1,..., N). This, com-
bined with a given angular coupling scheme (the sequence of partial orbital
angular momenta L;), defines a complete basis of non-symmetrized hyper-
spherical harmonics defined on the angular and hyperangular domain.

We first derive the HH functions in the standard coupling scheme by fol-
lowing the iterative procedure shown in ref. [51] and first introduced in
ref. [50] (we avoid technical details) and then we show their connection
with the tree diagram of fig. We also show an alternative HH set related
to the tree of fig. On this basis in chapter 2 we will show the transforma-
tions that allow to pass from one NSHH set to another and which constitute
the core of the NSHH method.

We also define the hyperradial part of the A-body basis and the spin and
isospin part, without assuming any particular feature on the particles com-
posing the system.

2.3.1 The Hyperspherical Harmonics Functions

The (n + 1)-body hyperspherical harmonics functions are generated by the
harmonic polynomials of the kind hx, (pn, Q) = pin YVik,)- The following
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relation holds [52]:

K,
By considering that:
ApnhKn (pm Qn) = Kn(Kn + 3n — Q)hKn (pm Qn) ) (2'48)

from eq. (2.47) we can easily cancel the p,, dependence to obtain the eigen-
value equation for the (n + 1)-body HH functions:

[KZ(QH) — Ky (K, +3n — 2)] Vi, () = 0. (2.49)

By exploiting the recursive structure of K2(€,,) in the index n, we introduce
the explicit form of the standard A-body HH functions by adding one parti-
cle at a time, from the 3-body subset (n = 2) to the total A-body set (n = N).
It is well known that the spherical harmonics functions, Y}, constitute a
good basis for the angular part of the relative motion of a two particle sys-
tem, since they are the eigenfunctions of the angular momentum operator
[;. The internal motion of a system of three particles is defined by six spa-
tial coordinates, the 3-dimensional vectors 7, and 7, in the Jacobi set, or the
four angular coordinates, 7); = (61, 1) and 75 = (62, p2), the hyperangle
¢2 and the 3-body hyperradius ps. The kinetic operator in a partial 3-body
hyperspherical set of coordinates looks:

A~

K,
Ay + =2
P2 p%

T + Ay A+ (2.50)

We now focus on the first term of the sum and look for the angular and
hyperangular part of the 3-body eigenfunctions. The angular part is an
eigenfunction of I;, the 2-body angular momentum, of I, the relative an-
gular momentum between the third particle and the CM of the preceding
two and of f)g and i}gz, the total angular momentum and its projection. We
have:

(I)%f]\@ (M5 M12) = [Yi, (M1) © Yo (M2)] 1,01, (2.51)

where the [... ® .. .| bracket is the usual two angular momenta coupling
by means of the Clebsch-Gordan coefficients and M is the _i/QZ quantum
number. By solving eq. in ¢o for n = 2 we obtain (2)732!1(@), the
hyperangular part of the wave function which, combined with the angular

part, gives the 3-body hyperspherical harmonic function:

Viey)(Q2) = PP () - DU (7, 70,) (2.52)



2.3. The HH basis 31

where we have introduced the 3-body hyperspherical polynomial [53]:
1,42
(2)77%[1 (p2) = NQIQ+ 2hts (sin ¢2)l2 (cos ¢ )llPl2+ 2lits 2 (cos2¢2) . (2.53)

The N factor is a normalization constant (we define it below for the general
case) and P5" denotes a Jacobi polynomial. The index ns is a positive inte-
ger which satisfies: 0 < ny = % The possible eigenvalues of K3 are
Ks(Ko + 4) with:

0<Ly<hh+la<Ky<0. (2.54)

In the tree formalism, the function (Q)Pégll (¢2) is associated to the ¢ node
of the diagram in fig.

With the addition of the 4-th particle, we transform the 3-body hyperspher-
ical set combined with the spherical (73, 63, ¢3) set into the 4-body hyper-
spherical set. The Hamiltonian now looks:

Ky
Apy + —2
P3 p%

K, 12
A A + 3
rs p?,’ ( ¢+ cos? 3 sin? ¢3>

where Ay, is the sum of the first two terms of K2 [eq. ]. We first
look for the 4-body angular part which, besides the 3-body set of angular

T + Ay + Ay + .

(2.55)

+ Apy

operators l?, lg, ﬁ%, has to be eigenfunction of i%, ]33 and I:%Z. To this end we
couple the angular eigenfuntion of i with the 3-body HH function:

‘P[Lf?\]}j(m, T2, T3, P2) = [y[Kz](,f’h T2, $2) @ Y, (ﬁg)}LgMg

(2.56)
=[5, (1) ® Vi, (71) |22 ® Yiy (1)) 1,00, PP (02) -

. . . . . I3, K.
By solving eq. l) in ¢3 we find the hyperspherical polynomial (3)77[?3 2
associated to the ¢3 node in fig. The 4-body HH function is then:

Vika) (Q3) = OPE (43) - 025 (), 71y, g, 02) 2.57)

K3

with ng = £3=£2=1s The eigenvalues are:

0<Ko+Il3<K3< . (258)

To define the general recursive procedure we now calculate the A-body HH
functions by assuming a well defined N-body HH set. The A-body hy-
perspherical parametrization leads to the kinetic operator in the form of
eq. . By following the above procedure, we introduce the coupling
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between the [y eigenfuntion and the HH function of the preceding N par-
ticles:

SN Q1 i) = Dy (@) @Y (An)], - (259)

Eq. (2.49) for n = N provides us the general form of the hyperspherical
polynomial [15]:

Py = N (sin )" (cos 1)t - B (cos 26n) L (2.60)
where we have introduced the « indices related to the structure of the hy-
perspherical tree diagram. In particular [50]:

1
ay=b+Tp+ W, (2.61)

where 7T, is the number of nodes and W, the number of terminations of the
partial tree diagram generated by the b-th node of the hyperspherical tree
diagram. In the standard HH set they become: ax, = K; + 3;/2 — 1 and
o =1+ 1/2.

The A-body HH function in the standard hyperspherical set is then:

y[KN](QN) = D/h ('fll) ® }/ZQ (ﬁZ)’LQ ®...0 YVlel("A’Nfl) ’LN—l

N (2.62)
® Yin ()L ary [H (Z)Pk’iK’l(@)] .
=2

The general definition of the normalization constant is:

|
Ngb:\/2(2n—|—a+b+1)n.f‘(n+a+b+1) .69

'n+a+1I'(n+b+1)

The standard procedure just shown implies a sequential coupling of the an-
gular momenta In analogue to the hyperangular one. However we stress
that the angular coupling scheme does not necessarily have to reflect the
hyperspherical scheme and it can be modifed at convenience.

As anticipated in the previous section, other hyperspherical tree diagrams
exist besides the standard one. In fig.[2.3/one of the simplest alternative sets
is shown and eq. (2.45), together with eq. (2.46), shows the corresponding
form of the grand angular momentum. The HH construction procedure
differs from the standard one by the last two iterations. One first solves
eq. 1} with K y_1 instead of Ky_; and then proceeds by coupling the

(N)-th hyperspherical polynomial, solution of eq. lb with K7 [eq. l)
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FIGURE 2.4: Tree diagram representing the standard
scheme of non-symmetrized hyperspherical harmonic func-
tions.

instead of K%. By choosing an analogue scheme of angular momenta cou-
pling, the HH functions look:

y[ng](QN) = [}ﬁl(ﬁl) ® lflz(ﬁZ”LQ ... ‘LN—Q ® [YlN—l (le—l)

N-2
® leN('f’N)]LN’N_I]LNMN [H (i)Pzi,Kil((ﬁi)] . (2.64)

=2

- UPL s (B —1) NPy (By) -

In the next chapter we show the transformation that allow to pass from the
HH set of the above equation to the set of eq. (2.62) as a starting point to
define the transformations between any pair of HH sets of functions.

2.3.2 The complete A-body basis

The complete basis, besides the HH part, consists of the hyperradial part

and of the spin and isospin bases:

Di) = |Re, Vikewls) @ |X(saL X[TaLi) (2.65)

where R, are the hyperradial functions, x(g5,), and x[r,), are the spin and
isospin states.
The hyperradial part is based on a set of generalized Laguerre polynomials

Ly (p/B):

v—3A+4

L)) <g) L (2:66)

where [ is a variational parameter with dimension of an inverse of a length

Ln(p) =

and it has been studied in order to analyze the convergence of bound state
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calculations in the maximum number of Laguerre polynomials (72max). For
most of our calculations we found that nmax ~ 20 with 8 ~ 0.3 is sufficient
to entirely shift the dependence of the various convergence patterns into
the HH part of the basis.

By using the properites of the Laguerre polynomials [54] we can calculate
the analytical form of the matrix elements of the hyperradial part of the
kinetic energy in eq. (2.42). The overlap of any power of p is obtained by:

R = (Lalp) 0" | L (p)

nln’! o —p VTV v a
= \/(n+u)!(n’+ V)!/O e Pp" Ly (p) Ly (p)p*dp (2.67)
n+l/ u+p+m)( pP— M)y
(n' 4+ v)! Z —m)!(v+m)m!

The radial part of the kinetic energy [51]:

1 BN 120 iy,
(Ln(p)| Ap L (p)) = 6pw — —————Ry ) + (BN —v —2)-
’ 4 2 (2.68)

[n/RZ 2 _\/n "(n' +v Rnn_} )

The natural choice for the v index is v = 3N — 1, since we recover the vol-
ume element dV, defined in eq. (2.39), however, by choosing v = 3N — 2,
the above matrix elements reduce to a simpler form.

The spin and the isospin basis are both defined on a reversed sequential
coupling. By denoting as s; and t;, respectively, the spin and the isospin
quantum numbers of the i-th particle, each spin and isospin state is identi-
tied by the following set:

(Sa] ={54,54-1,---,51;5,...,54-1,54: }

(2.69)
[TA] = {tA,tAfl, ceoyt1; T, ~-~7TA—17TA;TAZ} )

where the S; number is the total spin quantum number of the system com-
posed by particles from A to A — i + 1. The same notation holds for the
isospin part. T4, is the projection on the z axis of the total isospin 74. In
fig.[2.5 the isospin coupling scheme is represented in the tree diagram form.
Depending on the centrality of the interaction between particles, the orbital
angular momentum Ly and the total spin Sy can or cannot be good quan-
tum numbers for the eigenstates of H. In the central case, Ly and Sy are
conserved:

[Kn; Snle = [Kn] ® [Sa] (2.70)

while in the non-central case, Ly and Sy are no longer good quantum num-

bers and only the total angular momentum J, toghether with T4 and 7',
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FIGURE 2.5: Tree diagram representing the sequential
reversed-order A-body isospin coupling.

Ly In—1 In Sa-3 53 82 51

FIGURE 2.6: Tree diagram representing the coupling
scheme between the orbital angular momentum Ly and the
total spin S4 in a A-body non-central basis.

define the angular plus spin/isopin part of the wave function:

[Kn; SNne = [Kn]; [Sa—al; [[Ln—1,IN]Ly: [Sa-1,54]54]] (2.71)

and this obviously leads to a larger basis. In fig. 2.6/ the angular and spin
coupling scheme in case of a non-central basis is shown in the tree notation.

Although the choice in the sequence of the spin and isospin coupling is
arbitrary, some combinations might be more advantageus, depending on
the physical system considered. For example, a 2-body interaction depends
on the total spin of the couple of interacting particles and its extrapolation
from the general A-body coupling scheme might result simpler depending
on the chosen order of the single particle spins. The same consideration
holds for the isospin part. In the next chapter we will show some simple
tricks in order to reduce the computational weight in the calculation of the

potential matrix elements.
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2.3.3 The Symmetrized and the Non-Symmetrized HH Basis

The HH functions do not possess any particular symmetry under particle
permutations. If for the 3- and 4-body case a direct symmetrization is still
feasible, for systems with A > 5 it is not practicable and a more sophisti-
cated procedure becomes necessary. One approach to the HH symmetriza-
tion consists in a recursive construction of HH functions by realizing irre-
ducible representations not only of the orthogonal group O(3N) but also of
the group O(N), accordingly to the chain O(3N) D O(3) ® O(N):

OBN-3) D 0B) ® ON-1) D ON-=2) ... D 0(2)
U @] U
SN D) Sn_1 ... D S3 DO Sy
(2.72)

Such approach has been developed through an efficient technique by N.
Barnea about 20 years ago [51] and it led to the first 5-body calculation by
means of the HH method. 6-body calculations have also been performed,
but limited to central potentials [55].

An alternative HH approach to the few-body problem has been developed a
few years ago by M. Gattobigio et al. in ref. [15] and it is based on the use of
the Hyperspherical Harmonics basis without previous symmetrization. As
it will be shown in the next chapter, the eigenvectors of the A-body Hamil-
tonian possess well defined symmetry under particle permutations, and
this symmetry can be identified by means of the application of the Casimir
operator of the group of permutations of A objects, C(A). When the spa-
tial part of the eigenstates is found and its symmetry determined, the spin
and isospin parts are combined in order to obtain the desired total permu-
tational symmetry.

A variation on the non-symmetrized HH (NSHH) approach has been later
introduced by N. Barnea et al. [16] and it is based on the definition of a
pseudo-Hamiltonian as a suitable combination of the A-body Hamiltonian
and the C'(A) operator. The lowest eigenvectors of such operator possess
the desired permutational symmetry and they can be calculated by means
of fast diagonalization procedures (e.g. the Lanczos method). This last ap-
proach is the one adopted by the present work and it will be shown in
detail in the next chapter. Here we just stress that the avoidance of the sym-
metrization procedure, however, is partly counterweighted by the larger
dimension of the basis, which is not anymore constrained by the permuta-
tional symmetry.

In table the dimension of the HH basis combined with the spin and
isospin part is shown for A = 4, 6 systems and for different cuts in the total
K quantum number (the hyperradial basis has not been considered).
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TABLE 2.1: The number of HH plus spin and isospin states

for systems with A = 4, 6.

Kmax *He 6Li

C. n.c. C. n.c.
2 24 54 675 2750
4 84 264 5400 40025
6 224 852 30600 315675
8 504 2172 137025 1728950
10 1008 4746 514215 7392960
12 1848 9269 1678950 26377350
14 3168 16776 - -
16 5148 28404 - -
18 8008 45694 - -
20 12012 79488 - -
22 17472 104988 - -
24 24752 151788 - -
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Chapter 3

The Non-Symmetrized
Hyperspherical Harmonics
Method

In this chapter we expose the NSHH formalism generalized in order to
treat systems composed by different species of particles. We start from the
method developed by M. Gattobigio et al. in ref. [15] and later extended
by N. Barnea et al. in ref. [16] and we add the basic extensions due to the
presence of different particles and interactions.

The method is based on the employment of the NSHH basis introduced
in the previous chapter, so it avoids the explicit symmetrization procedure
and it provides an alternative way to select the physical states with the de-
sired permutational symmetry. This is done by using one specific property
of the transposition class sum operator C'(n) of the permutation group S,
of n objects. In fact, in a quantum system that contains a subset of n; iden-
tical particles, if the operator C(n;) commutes with the Hamiltonian H,
its largest and smallest eigenvalues correspond to the eigenfunctions of H
symmetric and antisymmetric with respect to that subset. We show that
by considering a pseudo-Hamiltonian defined as: H = H + Y.~ v C(ny),
where Nj is the number of species of particles in our A-body system, and
by setting properly the v; parameters, we obtain that the ground state (g.s.)
of H coincides with the g.s. of H. The real energy E is obtained by sim-
ply subtracting the sum of the eigenvalues of each Casimir operator C(ny)
multiplied by ; from the g.s. energy E, of H. In this way we do not need
the exact diagonalization of H, but we can use much faster procedures to
solve the eigenvalue problem only for the lowest values (e.g. the Lanczos
algorithm).

An effective 2-body interaction procedure based on Lee-Suzuki theory [56]
is also added and applied to multiple interactions in order to consider a
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wide range of potentials which cannot be treated properly with a bare in-
teraction approach.

The considerably larger size of the NSHH basis with respect to the sym-
metrized HH basis is compensated by the avoidance of the symmetrization
procedure which is the main surce of computational effort in the standard
HH method. By implementing a suitable parallelization procedure and by
exploiting the power of the present super-computers, the NSHH method
might result advantageus with respect to the symmetrized version [16].
Moreover its extra flexibility allows to pass from one physical model to
another without spending anaytical and computational effort by applying
every time a different symmetrization procedure.

In section |3.1| we define the permutation operators and in section (3.2 we
show how to calculate the 2-body potential matrix elements. In section
we implement the Casimir operator in the pseudo-Hamiltonian H in order
to calculate the ground state of our A-body system. Finally, in section
we describe the incorporation of the Lee-Suzuki (L-S) effective interaction
procedure, also in presence of different particles.

As interaction models we assume generic 2-body forces, which can be cen-
tral or non-central, but we do not assume any other specific feature. In the
next chapter we will introduce some specific extensions of the method in

order to treat more sophisticated interactions.

3.1 Permutations in the NSHH Basis

In a system of A particles interacting through a 2-body force the Hamilto-
nian is given by the sum of the kinetic energy operator 7" with all the V;;
potential terms, where the (i, j) pair of indices runs over all the possible
couples of particles composing the system:

Vii(riz, Sij, Tij)
2

H=T+

' (3.1)
Vij(ris ligy Sijy Tij)
2

T+

= {1

1<j

where 7;; is the relative distance between particles 7 and j, [;; is the relative
angular momentum operator of the (4, j) couple and S;; and T;; are the total
2-body spin and isospin operators.

The only term of the potential involving a 2-dimensional integration in the

calculation of its matrix elements is Vjs. In fact the Jacobi vector iy, in the
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standard set of eq. (2.1), is the only one proportional to the relative coordi-
nate connecting two particles of the system, namely particle 1 and 2:

m(myi +m
rig=r2 —r; = (mlm22)771v . (3.2)
1

In the standard hyperspherical set of eq. (2.34), the distance r;2 is defined
by only one hyperangle, ¢, besides the hyperradius p:

rig = W;}sin ON . (3.3)
All the other V;; terms, in general, imply multidimensional integrations in
order to be evaluated since for any couple (i, j) different from (1, 2) the rel-
ative vector r;; is a combination of different Jacobi vectors and r;; depends
on more hyperangles. As a consequence, brute force calculations of the
potential matrix elements become almost prohibitive already in the A = 4
case.
Moreover the 2-body spin and isospin quantum numbers related to the (i, j)
couple, S;; and Tj;, are not good quantum numbers in the standard cou-
pling scheme of eq. (2.69), with the only exception of S4 41 = So.
To overcome these obstacles we define the operators Q%,, representing the
composition of kinematic rotations, spin and isospin recouplings necessary
in order to transform the starting scheme of Jacobi coordinates combined
with the spin and isospin coupling schemes into another set where the co-
ordinate 17, and the angular momentum number [y, initially related to the
couple of particles (1,2), refer to the (i, j) couple, and where S;; and T;;
are good quantum numbers. If we denote as ViE-SN ) [r;j(n?)] the 2-body
potential operator between particles ¢ and j and defined in a NSHH basis
where the adopted Jacobi set of coordinates is n®, we have:
Vi N s ') = v )

= VIl ) (34)

= Qi - Vi i) 93
where n'? represents the Jacobi set in the standard order of coupling, as in
eq. , while % is the Jacobi set where the mass-position pairs (mi,r)



42 Chapter 3. The NSHH method

and (mg, r2) are replaced by (m;, r;) and (m;, r;) respectively:

mim;

n =) (=) ;
m(m; + m;)
g mg(m; + my;) miri + m;r; (3.5)
NMy-1~= rg—————"— | -
m(m, +m; + m3) m; +m;

The coordinate transformation p}jz is the composition of kinematic rotations
of the kind of eq. in order to pass from the n'? set to n%. [Sy]¥ and
[Tn]* denote a spin and an isospin basis where S;; and T;; are good quan-
tum numbers.
The Q;Jb operators represent the combination of the coordinate transforma-
tions and spin and isospin recouplings needed in order to move particles
i ans j in the a-th and b-th position of the spatial coupling scheme and to
recouple the single particle spins and isospins in order to obtain the total
2-body spin and isospin S;; and T;;. They are given by the Kronecker prod-
ucts of the spatial, the spin and the isospin part:

QY =Pl S, LY. (3.6)
In the following two subsections we define the P, S and Z operators. On
this basis, besides the 2-body potential terms, in section (3.3), we are also
able to define the explicit form of the Casimir operator C(n) of the permu-

tation group S,.

3.1.1 The HH Coupling Permutations

The operators P;jb of eq. , in general, do not have a definite block-
diagonal structure and their numerical evaluation could be demanding.
However, due to the properties of the HH functions, the transformations
related to any coupling permutation between two adjacent particles, j and
j+1, couple only the [K]) subset of quantum numbers in the NSHH basis,
with:

(K19 = {K;,1i,lio1, Li} i=A-j. (3.7)

Then the representation matrices PV) of the kinematic rotations p; ;1 in
the NSHH basis do have a block structure and they can be calculated with
resonable computational effort.

Eq. proves the invariance of the hyperradius p with respect to kine-
matic rotations. However, the angular and hyperangular set {2, in general,

is not invariant and we have:

pige1 n(p, ) =09 (p, Q) | (3.8)
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where Q%) is the angular plus hyperangular set defined over the trans-
formed Jacobi basis: /) = {77,@ =pjj+1-M; i=1,...,N}

Since the HH functions constitute a complete set for the angular and hy-
perangular part of the Hilbert space we can expand the HH functions that

belong to one set into HH functions of another set:

The aim is to calculate the matrix elements:
Plicalisci) = / Vi) () Vi, () dy (3.10)

The operator PV is unitary and represents the kinematic rotation between
the two mass-position pairs (m;, r;) and (m;41,r;41) in the HH basis. Since
it is a coupling permutation, it satisfies the permutational properties:

<p<j>)2 _1; Hp (s) 1;[279 <b, (311

where P is the coupling permutation between the a-th and the b-th mass-
position pairs. We denote the double permutation P;]b as:

P = plapit (3.12)

a

Any set of HH basis functions defined on a given coupling sequence in the
Jacobi set can be expressed in terms of another set of HH functions defined
on an arbitrarily permuted scheme. We have:

Vi) = Z Phicwiiiew) Viicw (OR) (3.13)

where the label p denotes a generic coupling permutation in the standard
scheme of Jacobi coordinates. The total grand angular momentum Ky, the
total angular momentum L and its projection M are always conserved by

such transformations.

The elementary PU) transformations are compositions of three different
kinds of transformation related, respectively, to:

1. angular recoupling;
2. hyperangular recoupling;

3. coupling permutation between (m;,r;) and (mj41,r;41).
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Li_g lz‘_l li Lz‘—Q li—l li

Li 2l 1l;
Li—1Lii—1L;

FIGURE 3.1: Recoupling scheme of the three angular mo-
menta L;_s, l;_; and /; by means of the T-coefficients de-

fined in eq. (3.15).

Angular recoupling. As anticipated in chapter 1, the choice of the angu-
lar coupling in the HH construction procedure is essentially arbitrary, al-
though it is usually chosen to reflect the structure of the hyperspherical
tree diagram, as in our case. By adopting the notation of ref. [15], we in-
troduce the T-coefficients that relate two different coupling schemes of the
{Li—2,1i—1,l;} triplet of angular momentum quantum numbers, as shown

in fig.

[[YLz Q(ﬁl 2) ®}/lz 1(’fh 1)] ® Y (771)]
i—oli—1l; ~
Z T Ve (i) ® (Vi (i) © Y (8]0, 1

7,11

(3.14)

where i = A — j (we follow the reversed order convention). Explicitly:
Ty ()R et e L AL T
Lico lia 1 (3.15)
2Lz-,z-_1+1{ 2ol } .

l; L; L;;1

The above transformation allows to extract the relative coupling between
the /;_1 and /; quantum numbers, L; ;_1, from the standard sequential cou-
pling of eq. (2.62). In case of i = N eq. (3.14) reflects the angular coupling

scheme of eq. (2.64).

Hyperangular recoupling. In chapter 1 two different tree diagrams are
shown, namely fig. and fig. representing two hyperspherical cou-
pling schemes. They both define two alternative sets of HH functions built
over the hyperspherical scheme of eq. and respectively. We
now consider these two schemes, but in the generic case where n; and 1, ;
are recoupled together (and so /; and /;;1) instead of n;_; and 1, and the
relative hyperangle is ¢; ;_1, as shown in fig. The transformation con-
necting one set (Vg ) to the other (y[tKN]) is defined by the so called Tree
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FIGURE 3.2: Hyperangular recoupling scheme of K, o, [;_1
and /; by means of the 7-coefficients defined in eq. (3.16).

coefficients:

Kio®;_1 %
<y[KN]‘ nyM> TK 1KH VKON KA N\K i (3.16)

where the « indices are defined in eq. (2.61) and )} K] = = Vi, (Qy), with:

/ o (3.17)
Q]\] = {¢27 s 7¢i—27 qbi,i—la (bia B 7¢N;771>7727 ce } .

The T coefficients are the analogue of the 7" coefficients defined in eq. (3.15),
but for the grand angular momentum quantum numbers. In ref. [57] their
explicit form is provided.

Kinematic Rotations. The matrix elements related to the kinematic ro-
tations between two adjacent particles (p;;+1) in a 3-body HH basis are
the Raynal-Revai (RR) coefficients. They are closely related to the Talmi-
Moshinski transformations for two particles in an oscillator well and their
analytical derivation follows this analogy, as shown in ref. [58].

However, they can also be used to define a kinematic rotation in a generic
A-body HH basis with a partial 3-body coupling scheme for both angular

momentum and grand angular momentum quantum numbers denoted as:

[KN](i) = {ll, coy Ny La, .. ~7Li—27L7j,i—17Li7 cooy LN

(3.18)
K27 .. '7Ki—27Ki,i—17Ki7 cee aKN} 5

which can be always obtained by means of the 7" and the 7T coefficients
described above, as shown in fig. 3.1 and fig. As diagrammatically
shown in fig.[3.3] we have:

i K; i i 1
Vil () = Y R e (B) - Virer o () - (3.19)
ll l

111
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U I
li—2 ?7'-}—1 . '_H
- 53 Uy
-2 M1 i

KiL; ‘
R (Bi)

FIGURE 3.3: Transformation of the 3-body HH subset by
means of a kinematic rotation between particles j and j + 1.
The RR coefficents define such transformation.

The set [Ky](;) differs from [Ky](;) by the I;_; and /; quantum numbers,
since a kinematic rotation acts on the n;_; and 7, Jacobi vectors, and 3; is
the kinematic angle defined in eq. which contains the dependence on
the first j + 1 masses of the system. The RR coefficients are defined as:

i—1"

Rl[jj’lil_i,lf’Li’;'._l(ﬁj) = /(COS Biyio1 S dii—1)2ddii—1 P (1) /dﬁi—1df7i
R s s
Yl (7im) @ Yo, () iar P (@51 (Bii1, B)]-

Y () @ Yu (@) s -
(3.20)

Their analytical form is provided in ref. [58].

By combining the above three kinds of transformations we can calculate
explicitly the matrix elements of eq. that belong to P¥) in the standard
HH basis.

Of course if the coordinates 1;_; and 7, are already coupled in both grand
angular and angular space, as in the case of j = N, the transformation P/)
reduces to the RR coefficients:

N
N Ko, L
P[(K})[K,] =0ryKy [H (5lil§5Li_1L;_15Ki_1KZ{_1] Rl;hl;l,l (Bn) (3.21)
i=3

otherwise we have the block diagonal transformation:

(i)BLi—2Ki—2,LiKi

lioall LilLi Ky a L K!_,

(3.22)

i—2 i—2
)
Pqu K1) = [H Sttty 1] Ors 1,00 1,
a=1 k=2

N N
S B | R
o

=i+1 k=i+1
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The B matrices represent the blocks of the P matrix and are combinations
recouplings by means of the Tree, the 7" and the RR coefficients [57]:

li—ll;_llil;Li—lKi—lL K! z 1Lz7, 1L Lz 1L'Lz lL

1/

. !
(’L)BLi—2K1',—27LiK1', § : T i—2li—1l; T Liali 4l
1
7,1 1

ax, o ol g (3.23)
= i—1 ' iyi— 1,L4, 1 1
Z 7’Kz 1K1 i 1K TKZLlKi,i,lKi ' Rzz Wl (B)) -
7, 1,3
We conclude by noting that the simplest case of such transformations corre-
sponds to j = 1, where the permutation matrix elements reduce to a phase

factor:
(1) _ l
Pdren = (D™ ki) » (3.24)

in fact the action of p; 2 on the Jacobi basis vectors is simply given by n}; =

—nNnN-

3.1.2 The Spin and the Isospin Matrix Elements

A 2-body potential term V;;, in general, depends on the total spin S;; and
on the total isospin Tj; of the (i, ;) couple of particles that, except for the
(A, A — 1) case, is not one of the quantum numbers defining the basis in
eq. (2.69). Moreover it may depend on the single particle spin or isospin
projection numbers. For these reasons it is necessary to introduce recou-
pling transformations that allow to change the coupling scheme of the basis
in order to obtain the desired quantum numbers.

By means of recoupling transformations we can also define spin and isospin
permutation operators between particles having the same total spin or isospin
quantum number.

The spin permutation between two particles, ¢ and j, with identical spin s
is defined as:

Pijli:s,my)|j:s,my) =1i:s,mj)|j:s,my) . (3.25)
In case of spin s = 1/2 fermions we recover the spin exchange operator:

Py 11/2,mi) [1/2,mj) = ;< o5+ 2 m) /2 m)

= Cs Sij — 1) |8i; Mij) (320)
Sij

Where the CgZT]C[]” are the usual Clebsch-Gordan coefficients. If the spins
are not identical, permutations are not defined, however one can always
exchange the order of coupling of the single spins by exploiting the general
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phase relation [59]:
(Giggmimy| Jij M) = (=177 (5 50mmy| Jij M) (3.27)

In a certain analogy to the masses in the spatial kinematic rotations, in case
of identical spins the above operation coincides with a true spin permuta-
tion, in fact 25;; — 1 = (—1)%+% —Sij for s; = sj = 1/2, otherwise it repre-
sents a change in the coupling order.

In an A-body spin state, the usual three momenta recoupling is made by
means of 65 coefficients, as shown in fig.

Si—2S;
SSiSiQ,ifl = <[[Si727 81’71]5’1'_1 ) Si]Si

. , _ S
=/(25i_1 + 1)(2S;.i_1 + 1)(=1) HSi—2H5% Si—1  Si g .
V@St + 1)@Si +1)(-1) e

(3.28)

[Si72a [Sifla Si]Siﬂ'_l]Si>

A coupling permutation between two adjacent spins in the A-body basis of
eq. (2.69) is defined as:

1 S i— 2 7,7, S
Siit Z Se %, (1S g (3.29)
27, 1

z 1511 1

Any given order of single particle spins can be obtained by compositions
of the above transformations. In particular, in case of a potential term that
depends on the spin projection of a couple of particles ¢ and j (or of a single
particle), the most convenient coupling scheme is the one where the s; and
s;j spins are in the last positions, which can be obtained by means of the
transformation Sié, given, in analogy to eq. together with eq. ,
by the product of coupling transpositions between adjacent spins defined
in eq. . The two coupling schemes connected by S7:

‘52 A [Sifl,si]si R [ijl,Sj]S]. .. > —

S [[S% s, 51’}5':4_178J']5A> :

(3.30)
and by means of the S recoupling of eq. (3.28) and Clebsch-Gordan coeffi-
cients one can easily extract the whole information on the (s;, s;) couple of

spins:
|[Si—2 [s1, 555, ZOSZ “any [[Sima, Mo} S5, Myg) . (3.31)
Do to the independence of the spin and isospin basis from the spatial part,

one is free to choose a suitable starting sequence in the spin and isospin
coupling in order to reduce the number of recoupling operations needed to
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Si_o SA—j SA—i+1 Si_o SA—i SA—i+1

—_—

SSi—QSAfiSAfiJrl
Si—15i,i-15i

FIGURE 3.4: Recoupling scheme of the three spins S;_», s;_1
and s; by means of the S-coefficients defined in eq. (3.28).

S3

FIGURE 3.5: Tree diagram representing a sequence of spin
coupling where the spins of the particles of species x; are at
the bottom so that S, is already the total spin of the couple.

calculate a given matrix element. For example, in a system with two parti-
cle of one species, 1, and A — 2 particles of another species, z2, and with
a 2-body potential V,, for the first species that depends on the total spin
of the couple, one can put the two spins of the particles belonging to z; at
the bottom of the coupling sequence so that each basis state is already an
eigenstate of the total spin of that couple and the use of recoupling trans-
formations can be limited the subset of particles of the species x5, as shown
in fig.

If the two particles of species z1 occupy the i-th and the j-th position re-
spectively in the spatial part, the operator of eq. employed to calculate
the 2-body potential V,,, as in eq. becomes:

Qi =P @I, @I . (3.32)

Of course the above machinery is applicable exactly in the same way to the
isospin part of the basis.

We conclude by showing the recoupling coefficients to extract the total an-
gular momentum Jy4 41 of the couple of particles A and A — 1 from the
standard coupling scheme of a non central basis, where the total orbital an-

gular momentum Ly and the total spin S4 are coupled to the total A-body
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angular momentum J:

LnSaJ
Ty Asaay = (LN-1, LN]Ly, [Sa-2,54,4-1]54]]

([Ln-1,Sa-2]7a s [INs Saa-1] 74 1))

_ \/(QLN +1)(284 + 1)(2Ja-2 +1)(2Jaa-1+1) (333

Ly—1 Sa—2 Ja-2
I Saa-1 Jaa
Ly Sa J

3.2 Calculation of the potential matrix elements

We consider the general case of an A-body system with a number n, of
different species of particles, each one including IV, particles. We have:

> N,=A. (3.34)
s=1

The number of 2-body interactions in such system is n, + C),, 2, where C,,, 2
is the number of pairs in a set of n, elements. Eq. (3.1) expressed in terms
of the n, subsets of particles becomes:

H =T+ Vg + Vais

ne Ns ne Ng N (3.35)
=T+ Y Valrip S Ty) + D > Vers(rig, Sig, Tig) 4
s=1i<j=1 s'<s=21i=1 j=1

where V4 is the sum of the 2-body potetial terms between identical particles
and Vy;¢ between different ones.

By recalling eq. (3.4), we have:

V[SN][TN](I.U) _ Qzle . V”[SNW (Tn] ("73{[) . 91132 : (3.36)

ss’ ss’

where, in case of s = s’ the spatial part of the Q}? operator, P?, is a true
spatial permutation that exchanges particles i and j with 1 and 2. In this
case, the couple of particles is subjected to the exchange symmetry:
VIBRR T ) = 5 [y sty L] s NP iy 3.37)
with I, = —1 if the species s is fermionic and I, = 1 if bosonic. In the
case s # s’ the Q}j? operator is a coupling permutation that moves the two
interacting particles in the last Jacobi coordinate and changes the spin and
isospin bases so that S;; and T;; are good quantum numbers. We note that
the dependence on the masses is contained in the scaling parameter shown
in eq. and in the kinematic angles 3 in the RR coefficients defining the
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coupling permutations, as shown in eq. (3.23).
The matrix elements of the 2-body potential between the i and j particles in
the HH basis after the application of Q, are given by:

MSN19[TN]"
Vo el T =8kn ity 18lsw agilsty_JisS(my ]y, Ji
i—25; T —oT;
Z S Si— 125“ 1 TTiflzTi,i—l' (3.38)
zz 1
Kn_1j (P) TTv',—QTv', Ssq 25;

KNZNSth,KEVl/NS/t’Tz Tj,_lTi,i—l S; 151,1'_1

where s = §;; and t = T};. Differently from the permutation operators, the

2-body potential matrix n’;ﬁ%ﬁéﬁlf

but it is diagonal in the quantum numbers related to the residual (A — 3)-

(n?{,) couples different values of Ky,

body system. The 2-body matrix element in term of the radial part W (p)
and of the operator part O is dfined as:

Kn-1j P)EN-1 (p) (p)g (3.39)

KNlNSttz,Kfvl}\,slt’t KNIN,K, l/ lNSttz,l%]S’t’tz .

The radial function is the result of the hyperangular integration:

(P)EN- _ * mM2 .
WI(leI\]]\iK?VZEV(p) = /dQNy[KN]V(p) (mpsm ng) y[KM ,  (3.40)

and the operator part of the 2-body matrix element:

O, = (Ui 8)jtt=] O (s )it 't ) - (341)

3.3 Calculations of Bound State Energies and Wave Func-

tions

The NSHH basis has no definite behaviour under particle permutations and
the physical states with good permutational symmetry constitute a sub-
set of the entire Hilbert space. Only in case of an A-body system where
each particle is different from the others the physical states cover the whole
space.

In a system of A identical particles the selection of the physical states is
done by using one specific property of the Casimir operator C'(A) which
corresponds to the transposition class sum operator [(2)]4 of the group of
permutations of A objects S4. We refer to ref. [60] for mathematical details,
here we are just interested in the property that, as shown in table 3.1|for the
cases A = 3 + 5, the symmetric representation (labeled by the Young di-
agram [A]) and the antisymmetric one (labeled by [1, 1, ..., 1]) correspond

to the highest and lowest eigenvalues of [(2)]4 respectively. The Casimir
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TABLE 3.1: Eigenvalues of the class sums in the permuta-
tion groups Ss, S4 and Ss. The highest and lowest eigen-
values belong to the symmetric and antisymmetric irreps

respectively [60].
S3 [(2)]s Sa [(2)]s S5 [(2)]5
3] 3 [4] 6 [5] 10
(2,1] 0 [3,1] 2 [4,1] 5
1,1,1] -3 [2,2] 0 [3,2] 2
(2,1,1] -2 (3,1,1] 0
1,1,1,1] -6 [2,2,1] 2
2,1,1,1] -5
[1,1,1,1,1]  -10
operator in the NSHH basis is defined as:
A~ A A
CA)= > Py, (3.42)

where P;; is the transposition operator for two identical particles, i and 7,
and it can be defined by means of the Q recoupling operators:

Py = Qjf - (1)t g (3.43)

As shown in the previous section, permutations among identical particles
do not affect the total grand angular momentum quantum number Ky nor
the hyperradial part of the wave function, so they commute with the kinetic
energy operator 7', defined in eq. (2.42). It can be easily verified that the to-
tal 2-body potential operator of a system of A identical particles commutes
with C(A), so:

[H, O(A)] —0. (3.44)

By denoting with ¥, ¥, ¥, three generic eigenfunctions symmetric, with
mixed symmetry and antisymmetric respectively, we have [60]:

CA((A)\I/s = AS\Ils = A(Az_l)lps 5
C(AT,, = A\, ; (3.45)
O(A)\Ija = )‘a\l’a = _A(AQ_ 1)\Ija s

with A\, < A, < As. We then consider the pseudo-Hamiltonian H [16]:

H=H-+~C(A), (3.46)
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whose eigenvalues are:

E2 = E% 4+ )\, , (3.47)
where v is a real parameter and = = s, m, a is the symmetry label. E is the
n-th eigenvalue of H with symmetry x. A proper choice of the parameter
7 can make E or Ej the lowest eigenvalue of H so that Ef or E§, namely
the ground state energy of a fermionic or bosonic system, is easily obtained
by subtracting the quantity v\,. In this way there is no need to perform
the exact diagonalization of H because the new eigenvalue problem can be
solved only for the lowest values using much faster procedures, e.g. the
Lanczos algorithm.

The choice of +y in the antisymmetric case is done by imposing the relation:
ES:E8+’Y/\G<E£§+7)\Q;,n:O,l,... , T =8,m, (3.48)

which gives:

E¢ — E-
—-_—= 49
7T N A G4)
By assuming that Ej < 0 and by noting that A\, — A\, > A we obtain:
’Emin|
1> (3.50)

where Enn is the lowest eigenvalue of the Hamiltonian. If the lowest sym-
metric eigenstate is desired instead of the antisymmetric one, itis easy to see
that we reach the same conclusion by introducing a —1 factor in eq. (3.48):

ES:E8—7A5<E;§+7)\I,n:O,l,... ,x=a,m. (3.51)
In this case our pseudo-Hamiltonian:
H=H-~C(A). (3.52)

We note that such approach is somehow analogous to the Lawson method
for the removal of the spurious center of mass motion in Shell Model calcu-
lations.

With systems made by n different species of particles, the symmetrization
operator, which for identical particle systems is the Casimir operator of the
permutation group for A elements, splits into a sum of n operators, each
one being the Casimir operator for a set of N, elements, namely the num-
ber of identical particles in the subset of species s. The operator has now

the more general form:

n Ns
C(N1,.. ., No) =Y ba,Cu(Ns) 5 Co(No) = Y Py, (3.53)
s=1 7>i=1
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where:
n
by, =4 As=AM YN, =A. (3.54)
-1 Ay=S =1

Of course if Ny = 1 then C(N,) = 0. The by, coefficients are related to the
different symmetries of each species. The C'(Ny, ..., N,,) operator still com-
mutes with the Hamiltonian, in fact, each single permutation commutes
with the kinetic energy operator and each C;(N;) commutes with the total
potential of the IV; subsystem and, of course, with all the remaining terms
since they refer to different particles.
By diagonalizing the matrix H, the eigenvalues for a given symmetry con-
figuration A are:

Bra=Epa+7) _ bada, 5 E=0,1,2,..., Nmax(A) . (3.55)
s=1

If I' is the symmetry configuration of our physical system, we choose v > 0
large enough so that Eyr is by far the lowest eigenvalue of H. Thus one

imposes the relations:
Eor=Eor+7Y)_brAr, < Bea+7) bada, 3 VEA#T.  (356)
s=1 s=1

By following the above scheme we impose the relation:

Eor — Epa

> : 3.57
fy ZSZI (bAS )\As - bFs AFS) ( )
and we obtain a condition analogue to eq. (3.50):
E .
Einin| (3.58)

v > .
ZZ:l,(NS;él) NS

3.4 Incorporation of the Lee-Suzuki Effective Interac-

tion Procedure

Since the A-body potential operator acts on the whole Hilbert space, in gen-
eral, the convergence of ab-initio calculations, which are necessarily done
in a finite subspace, is not guaranteed. With the employment of a soft po-
tential, like the Minnesota NN interaction or the Vi, convergent results
can be obtained with simple variational calculations, where the truncation
parameters act as variational ones.

However, when realistic standard NN (and/or YN) potentials that gener-
ate strong short-range correlations are used, as it is the case for the AV18,
the CD-Bonn 2000 or most of the modern YN interactions, the reaching of
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FIGURE 3.6: Schematic illustration of the action of the Lee-
Suzuki similarity transformation which produces an effec-
tive Hamiltonian Hp defined in the model space P decou-
pled from the complementary Q. Figure taken from ref. [63].

convergence is not ensured.

To overcome this problem we incorporate in the NSHH method a renormal-
ization procedure, the Lee-Suzuki (L-S) one [61} |62], that softens the inter-
actions and generates effective operators for all observables, while preserv-
ing all the experimental quantities in the low-energy domain. The resulting
effective interaction still acts among all A nucleons and preserves all the
symmetries of the bare interactions [63].

We define the projectors P and Q respectively on the model space P and on
its complementary Q, with the total Hilbert space H = P & Q, and we look
for an effective potential in the model space. The effective Hamiltonian is

defined as:
A

> T

i=1

A~

A
Hp =P P+P|> V| P. (3.59)

<y eff

The effective interaction, as shown in the above equation, is an A-body in-
teraction that allows to obtain a subset of exact eigenvalues of the original
Hamiltonian H by limiting their calculation to the model space. The lat-
ter results decoupled from the complementary Q, as shown in fig. Of
course, in practical applications, the transformation from the bare interac-
tion model to the effective one must act on a finite space, so the complement
space Q is chosen finite, but big enough to significantly improve conver-
gence of the lowest eigenvalues.

However, the determination of an A-body effective interaction does not
provide any computational advantage with respect to the calculation of the
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eigenvalues of the bare Hamiltonian, therefore we look for a simpler effec-
tive interaction model with the following features [56]:

Vet — V
P—I

E(P) ~ Ei| < |EF(P) - Eil, oo
P—I
where E¢f(P) and EP2™¢(P) are the i-th eigenvalues of respectively Heg and
Hyare both limited to the IP space, while E; is the exact i-th eigenvalue of
Hygre defined in the full H space.
A natural choice is the approximation of V¢ with a sum of 2-body effective
interaction terms, one for each couple of particles of the system:

velf =S vt =S o2 vef o, (3.61)

i<j i<j

where s; is the species of the i-th particle and s; the species of the j-th
one. Due to their block diagonal structure in the grand angular momentum
quantum number Ky, the Q operators do not affect the structure of the
effective interaction terms, where the PP space is decoupled from Q. The
determination of an effective interaction is then turned into a quasi 2-body
problem that is computationally manageable. For each kind of interaction
we define a “pseudo” 2-body Hamiltonian:

Hgg(p, &N, N, Sij, Tij) = Ty + Vo (aijpsinén, Ny, Sij, Tij) ,  (3.62)

where T, is the hyperspherical term of the A-body kinetic energy operator
and a;; is the mass scale constant:
1 K% m(m; + m;)

SN gy = /M) (3.63)

T =
K 2m p m;m;

N
Due to its dependence on the collective coordinate p and due to the fact
that T, is an A-body term of the total kinetic energy, Hy is an A-body
Hamiltonian. Since the hyperradial part of the basis is a complete set, it is
not necesssary to include the hyperradial term of the kinetic energy in the
effective interaction procedure.

The matrix elements of H,, are:

1 KN(KN—I-3N—2)+

2m p? (3.64)
KnLnl ,K/ LU
Otrn ik Vicw in s VN (p) -

([KN]| Hss (p) |[KN]) =0xpixcy ]

We note the dependence on Ky _; and, for non-central forces, on Ly_;. By
consequence the effective interaction includes a dependence on the state of
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the residual A — 2 particle subset of the system which can be interpreted
as sort of a “medium correction” [64]. We solve the effective interaction
problem on a hyperradial grid, diagonalizing Hs» on each grid point p;
and for all the possible values Ky _; in the model space.

As shown in section [2.3) the Hilbert space of the spatial part of our A-body
porblem is a product of the hyperradial subspace with the HH-generated
space. The hyperradial set is complete, so the EI transformation is applied
only to the HH part and we identify Pcys with Kmax and Qeue with K frffix

If we call |p) and |¢) the elements of the HH basis belonging, respectively, to
P and to Q we define the Lee-Suzuki (L-S) effective two body Hamiltonian:

B HLS B =B Hyy P+ B Hyy Qub (3.65)

where w = QP is the transformation operator defined by:

(lei) =Y {alw]p) (ples) - (3.66)

p

Kn-1En-1(5) If we consider the set of

The |¢;) are the eigenstates of H_,
n, = dim(P) eigenvectors with the lowest eigenvalues ¢;, we can invert the
matrix (p|e;) to solve eq. (3.66) and find the matrix w. The effective 2-body

Hamiltonian results [64]:

" (3.67)
Z (ples) i {eilp’) + > (plei) € (eila) (gl wlp) |
i q
and for each of the chosen eigenvectors |¢;) we have:

HP Ple) = eilei) - (3.68)

The HLS operator is, in general, non-hermitian, but it can be hermitized

using the following transformation [56]:

1
Helf = [B(1+ wlw)B|* BEP [P+ wlw)p] (3.69)

ol

The effective interaction then is given by:
vl — gt Ty, (3.70)

As pointed out in ref. [64] we stress the following facts:

1. the hyperradius p acts as a parameter rather than a coordinate, and
Vsesf,f is calculated for various values of p on the hyperradial grid. So

Veffis a 2-body interaction, but it contains a dependence on the whole
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A-body system via this collective coordinate;

. an additional dependence of VEf on the residual (N — 1)-body sys-

tem is highlighted by the presence of the Ky_; quantum number in

eq. (3.69);

. for P — I we have V:Sf,f — Vss. By consequence the energies converge

to the exact ones;

. the effective interaction V;;f,f contains information on the Q space, be-

sides the model space, so the convergence to the exact energy spec-
trum is accelerated with respect to the use of the bare interaction;

. in presence of multiple interactions, the L-S procedure has to be ap-

plied separately for each potential. By considering the starting as-
sumptions, nothing prevents the use of different K& for each poten-
tial, depending on the specific features of each V4 interaction model.

3.5 Implementation of the NSHH Method

The large dimension of the NSHH basis is partly balanced by the possibility

to use fast diagonalization procedures to calculate the lowest eigenvalues

of the pseudo-Hamiltonian. One of the most used is based on the Lanczos

algorithm, which is an adaptation of the power method, thought to find the

lowest eigenvalues of a matrix by successive matrix-vector multiplications,

starting from a random vector.

We briefly describe our implementation of the NSHH method and we pro-

vide a number of benchmark results of binding and separation energies for

systems with simple interactions.

3.5.1 The Algorithm

The total pseudo-Hamiltonian operator H is:

ij

h . R g
_ﬁQm (Tpl ® ]I + T/? ® K]2V> + Z Q}f : |:‘/:9i8j + 75sisj P12:| . Q11]2 3
ij

(3.71)

where T, is the hyperradial term of the kinetic energy whose matrix el-
ements in the Laguerre basis are shown in eq. , and Tp2 is the 1/p?
term, whose analytical form is obtained by means of eq. (2.67). Of course
K% = Kn(Kn + 3N — 2)85 )57, in the HH basis.
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We adopt the stabilized Lanczos algorithm [65] in order to calculate the low-
est eigenvalues and eigenvectors of the pseudo-Hamiltonian matrix. The
algorithm is based on an iterative scheme where at each step the vector
(Lanczos vector) resulting from the previous step is multiplied by the ma-
trix to diagonalize. Iterations are computed until convergence in the lowest
eigenvalue and eigenvector is reached, starting from a random vector.

The largest part of the computational weight is due to the matrix-vector
multiplication and the larger is the matrix, the longer is the computation
time at each step. However, the sparse structure of the permutation matri-
ces and the block diagonal structure of the potential in the permuted basis
constitute a big advantage in the application of this method since they dras-
tically reduce the number of numerical computations.

The main loop is the one related to the total potential matrix vector multi-
plication, and it runs over all the possible couples of particles, from (1,2)
to (A — 1, A). For each 2-body term involving an (7, j) couple, the Lanczos
vector is transformed by means of the Q operator before and after the mul-
tiplication of the potential matrix in the reference Jacobi set, whose matrix
elements are stored on file. So for each (3, j) term the two particles involved
in the interaction are temporarily moved in the first two positions of the Ja-
cobi set. This means that at each step the total potential matrix is built “on
flight” starting from the 2-body potential matrix elements and the Q ones.
The application of the potential matrix is done by means of the Lagrange
Mesh Method (LMM) [66]]. The Lanczos vector is first converted into the
hyperradial grid basis and, for each value of p on the grid, the potential
matrix is computed by running all over the HH basis. Then the conversion
to the hyperradial Laguerre basis is applied.

3.5.2 Numerical tests: Nuclei

In general, the convergence in the Kmax number in the NSHH method is
the same with respect to the symmetrized version, since the subspace com-
posed by the physical states with the correct symmetry does not change.
In fig. [3.7| the convergence patterns of two 4-body NSHH calculations are
shown with the employment of the semi-realistic soft-core NN Minnesota
potential [67] and of the realistic hard-core Argonne V8 NN potential [68].
In the first case a treatment with bare interaction is possible and conver-
gence to the third digit is obtained with a reasonable K. number, namely
Kmax = 20 (12012 states for a central HH basis). With the use of the Lee-
Suzuki transformation, however, we observe a consistent improvement and
the third digit convergence is reached already with Knya.x = 14 (3168 basis
states) and with a relatively low value of K& , namely K& = 60.

In the second case the hard-core features of the AV8’ potential and its non
central character makes hard to reach convergence with a bare interaction
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FIGURE 3.7: Convergence patterns of He binding energies

calculated with the NSHH method. In the first graph the

central soft-core Minnesota potential has been used both

with bare and Lee-Suzuki effective interaction. In the sec-

ond graph the AV8’ potential has been employed with the
Lee-Suzuki Effective Interaction.

approach and the inclusion of the L-S effective interaction becomes impor-
tant. We observe convergence at the second digit at Kmax = 18 (45694 states
for a non-central HH basis) with an effective interaction cut of K& = 120.
Without Lee-Suzuki the binding energy at the same Kpnax is far away from
the expected value, being still less than 10 MeV.

In ref. [69] the same 4-body calculation with AV8” potential has been per-
formed and benchmarked among seven different ab-initio methods, namely
Faddeev Yakubovski equations (FY), coupled-rearrangement-channel Gaussian-
basis variational method (CRCGYV), stochastic variational method (SVM),
HH variational method (HH), Green’s function Monte Carlo Method (GFMC),
no-core shell model method (NCSM) and the effective interaction HH method
(EIHH). In table(3.2|results for the binding energy and for the potential and
kinetic energy expectation values are shown [69].

As expected EIHH and NS-EIHH are almost coincident. The binding en-
ergy Ej is convergent to a high precision while the expectation values (T')
and (V') are still not in full convergence, with variations of the order of 1%
on the last three values of Knax. To obtain faster convergence also for the
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TABLE 3.2: Expectation values of kinetic and potential en-

ergies and binding energies in MeV for “He with AV8’ NN

interaction calculated with seven different ab-initio meth-

ods and compared with the EI-NSHH ones. The results of
the first seven methods are taken from ref. [69].

Method (T) (V) Ey

FY 102.39(5) -128.33(10) -25.94(5)
CRCGV 102.30 -128.20 -25.90
SVM 102.35 -128.27 -25.92

HH 102.44 -128.34 -25.90(1)
GFMC  102.3(1.0) -12825(1.0) -25.93(2)
NCSM 103.35 -129.45 -25.80(20)
EIHH 100.8(9)  -126.7(9)  -25.944(10)
EI-NSHH  100(1) -126(1) -25.94(1)

expectation values one should employ effective operators, which becomes
necessary when observables that contain short-range information have to
be calculated. However, in the present framework, we focus on the calcu-
lation of binding and separation energies of hypernuclei and we postpone
the treatment of such operators to future developments.

3.5.3 Numerical tests: Hypernuclei

Several numerical tests by means of unrealistic interactions have been per-
formed in order to set the whole program. In particular binding energies
of 3- and 4-body systems mainly with gaussian potentials were provided
from of AFDMC [70] and NCSM calculations [71]. In table [3.3|a restricted
selection of such benchmark results is shown for A = 3 =+ 5.

In table (3.3 the label "MN" denotes the gaussian Minnesota potential:

TABLE 3.3: Binding and separation energies in MeV for dif-

ferent systems with A = 3 + 5. The NN potential is the

Minnesota one (no Coulomb force) and the YN potential is
the Minnesota 7' = 0 channel multiplied by a factor 0.9.

Interaction System NSHH AFDMC NCSM
MN+0.9MN(T=0) 3H -227(1)  -2.38(12) -2.29(2)
By 0.05(1) 0.21(13)  0.07(1)

MN+09MN(T=0) 4H  -17.694(3) -18.12(15) -17.9(3)
Ba 9.304(3)  10.07(17) 9.51(30)

MN+09MN(T=0) 5He  -70.54(1) -70.41(25) -
By 39.92(1)  39.67(25) -

VSZQ('I“> = Vlei'ulr2 -+ V267u2r2 ;

(3.72)
Vs—1(r) = Vie M7 4 Ve Har
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where: V; = 200 MeV, V5 = —91 MeV, V3 = —178 MeV and iy = 1.487 fm ™2,
p2 = 0.465 fm ™2 and p; = 0.639 fm~2. As YN interaction the isospin 7' = 0
channel (Vs=1) of the total Minnesota potential multiplied by a factor 0.9
has been used. The NSHH results are compatible with NCSM ones. In the
4- body case a shift in the AFDMC energy is present, but this is not unex-
pected, due to the technical limits of the method when open shell systems
are considered. In fact, the binding and separation energies for the closed
shell system 3 He are fully compatible with our NSHH results. The NCSM
results are compatible with the NSHH ones, although the matching is not
optimal. However such calculations were performed in a preliminary test-
ing phase and more precise benchmark results will be provided in chapter
5.

In appendix [C] more results are provided. In line with all the preceding
EIHH calculations performed in the nuclear sector [16} 56|, we adopted the
Lee-Suzuki approach with K& = 60 for soft-core potentials, like the Min-
nesota one, and K&, = 120 for hard-core interactions, like the Argonne vn
potentials and the YN interactions that will be employed in chapter 5.

As part of a Master Thesis of the student C.A. Manzata the NSHH method
has been applied to a-cluster models for !?C and “Be with simple local
aa and an potentials, obtaining agreement of the same order of the above
results with the expected energies [72].
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Chapter 4

Extensions of the NSHH
Method

We introduce a number of extensions of the NSHH method that allow to in-
clude most of the hypernuclear interaction models defined in configuration
space. However we define them in a general way so that they can be ap-
plied to any few-body system whose interactions can be treated by means
of such extensions.

In section 4.1| we apply 3-body forces both for the NNN and NNA sector.
We just adopt the approach of ref. [73] (and relative code) for the incorpo-
ration of the NNN force and we include minor extensions in order to take
into account the presence of a A particle and of two different types of 3-
body potentials.

In section 4.2l we introduce a new extension of the method in order to treat
interaction models based on particle mixing. In particular we start by show-
ing how to treat systems where the masses of the particles differ from the
mass parameters of the adopted Jacobi set of coordinates. Such extension is
not trivial since the use of the hyperspherical system of coordinates creates
a strong correlation between the HH basis and the mass parameters, and a
change in one or more of them causes a change in the whole structure of
the HH basis. We overcome this problem by acting on the kinetic energy
operator. We then apply such extension in order to include interactions
that couple different species for one or more particles by introducing new
single-particle degrees of freedom. By exploiting the same formalism we
also show how to define spatial permutations between different particles.
Finally in section[4.3)we briefly describe the work done and the adopted ap-
proach for the parallelization of the NSHH calculations, but we avoid any

technical detail.
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4.1 Implementation of 3-Body Forces

With the inclusion of the 3-body forces, the total Hamiltonian of a A-hypernucleus
is given by:

H=T-+ VNN + Vaa + Vann + VNNA

=T+ Z VZJ~I—ZVJA+ Z Vijk + Z Vija,

1<j=2 1<j<k=3 1<j=2

@.1)

where we assumed the A particle being in the last position of the Jacobi set.
Of course if A = 3 the Viyyn term is not present.

Analogously to eq. for the 2-body case, each 3-body term of the poten-
tial is calculated by means of the Q transformations:

Sn][T Sn][T
V;E‘kNH N][ri%k(anB)] _ Vz'/j[kN][ N][n123]
_ ‘/;/J[SN][TN][pl1]23 nz‘jk] 4.2)
S zng ijk i i ii
= QZIJQE zljll[f NI [ z%kam%k ] - Qlleg,

where 1"7% denotes the Jacobi set of coordinates where, besides particles i
and j moved in the first two positions of the coupling scheme, a third par-
ticle, k, is moved to the third position. The transformation Q%@ is analogue
to Q' but for the triplet of particles ijk instead of the couple ij.

The inclusion of 3-body terms implies additional coordinates involved in
the calculation of the potential matrix elements with respect to the 2-body
case. In order to separate the interacting 3-body part from the rest of the
system, we perform a change of coordinates by passing from the standard
set of angles and hyperangles (2 defined in eq. to the new one of
fig.

Q3.4-3 = (6n, Uz)s Qa—3) | (4.3)

where ()3 represents the angles and hyperangles of the 3-body interacting
subsystem:

Q3 = (ONN-1,T4-2,M4-1) 5 (4.4)

and {24_3 represents those of the residual system:

QA—3 = (¢27 e ¢A—37 'f'la sy ’flAf3) . (45)

The hyperangle ¢y y_1 is related to the 3-body subsystem and ¢y is as-
sociated to the lower vertex in the hyperspherical tree diagram shown in

fig.

The following relations hold:
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FIGURE 4.1: Tree diagram representing the non-
symmetrized hyperspherical harmonic functions in
the 3- plus (A — 3)-body scheme.

p3) = \/MA_1 + 14y = psindy
(4.6)

PA-3 = \/77%—1—...—1—77/2_1_3 = pcoson .

The coordinates p(3) and )3y form a complete set for the 3-body subsystem
and allow to calculate the matrix elements of the 3-body potential without
involving spurious degrees of freedom related to the residual system.

The radial dependence of each 3-body term of the potential is related to
the relative vectors connecting each couple of the particles composing the
triplet. For the NNA triplet we have:

2m + mp

1
r3y/32 = o + ﬁﬂz : (4.7)

2m

The spatial integration of the matrix elements is performed by employing
the technique described in ref. [74]. By considering the last two Jacobi vec-

tors:

Na—1 = PE)SILONN-1Ta_1 s Ma—2 = P(3)SINON N-1T4_2 , (4.8)

we can choose a reference frame where 7 ,_; lies on the z axis and 74_,
on the (z — z) plane. Then the five coordinates ¢ n_1, 74— and 7j4_, are
replaced with:

T =cos(2oNN-1), Y=TNa_1 Na_2, (4.9)

plus the three Euler angles w. The three body volume element turns into:

1
dna1dn sy = gloe) dpe V1 - atdedyde (4.10)
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The three body HH function becomes [73]:

Voot (22) = AP (@) [YViyimy (14-1) @ Yigmy (1 a—2) 1
= P ()3 DY) (@) Y (1a-1) © Yigma (Aaa)
M/
= Z DJ(\?M(WJ)[KQ]M/(UC, y) -
M/

(4.11)

The above expression allows to reduce the integration of the potential ma-
trix elements from 5- to 3-dimensional, in fact, with simple manipulation
one finds the reduced matrix elements for a coordinate space operator V),
of rank \ and projection p [73]]:

L X L
(KLl ||[Va(ps), Q)| K'L'ls) = > (=1)FM ( M pu M )
MM'u B K

: 7T2 / dzv1— J;Zdyy[Kg]M(xv y)vku(p(?))a €z, y)y[Ké}M’(ajv y) :
(4.12)

The Viyyn matrix elements can be fully symmetrized. However, in the hy-
pernuclear terms, only two particles obey symmetry constrictions and the
above matrix element combined with the spin and isospin part can be set
as null if the exchange condition (—1)1+SVN+TvN = 1 is not satisfied.

4.2 Inclusion of Particle Mixing Extensions and Space-

Exchange Operators

As anticipated in chapter 2, in case of different particle systems, spatial per-
mutations cannot be described as compositions of kinematic rotations, since
the association between mass and cartesian positon (m;, r;) inside the coor-
dinate system is no longer conserved (see section[2.1.2). It is thus necessary
to define the P;; operators of eq. in the HH basis in order to treat po-
tentials with space-exchange terms as the one shown in eq. (2.21).

Moreover some interaction models are based on the explicit treatment of
particle resonances or excitations degrees of freedom. In these cases the
mass of a particle could depend on some of the quantum numbers defin-
ing a given state (for example the isospin of the particle itself). Examples
of such models are the Argonne v28 NN potential [75], which takes the
A(1232) degree of freedom explicitly into account, and most of the modern
hypernuclear YN interactions, based on the inclusion of the explicit A — X

coupling (see section [1.2).
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We start from the simplest case of a single particle resonance inside an A-
body system and we show how to extend it to the case of an arbitrary num-
ber of resonance degrees of freedom for one or more particles in the A-body
system.

The aim is then to incorporate in the Hyperspherical Harmonics formalism
the interaction models that explicitly include these kind of degrees of free-
dom.

We start by showing how to treat an A-body system in a HH basis where
the mass parameters of the Jacobi set of coordinates are chosen different
from the physical ones and then we show how to implement the above
mentioned interaction models in the NSHH framework.

As simple application of the transformatios between different sets of mass
parameters we also show how to include space-exchange operators be-
tween different particles.

4.2.1 HH Basis with Mass Parameters Different from the Physical
Ones

By adopting the standard Jacobi set, where the mass parameters defining
the coordinates coincide with the physical masses, the total Hamiltonian is
given by:

Hiot = Hom(no) + Hint (1, - -+, M) (4.13)

where 1) is the rescaled CM coordinate defined in eq. (2.4). The separation
of the CM part is trivial in this case since the CM part of the Hamiltonian
and the internal one depend on the CM coordinate and on the internal Ja-
cobi vectors respectively.

If the internal coordinates 7, ..., ny are not defined on the physical set of

mass parameters, we have:

Hiot = Hewm [n0(M0, M-+ 0n)] + Hint [ma (0, -, my), - ()]

!/

= Hin (0, -+ omiy) + Hie (01, -, mly)
(4.14)

where 7y, ..., 7y are defined on a non physical set of masses. In this case
Hcym and Hine depend both on the internal Jacobi coordinates. However,
due to the invariance of the internal subspace (1, ...,ny) with respect to
any change of mass parameters, one can always substitute the n, coordinate
with 7 to obtain:

Hiot = Hem(ng) + Hige(0h, -+ -, 1y) (4.15)

where Hcy is separable as in eq. (4.13). By considering the two different
internal Jacobi sets i and 7/, two different HH bases are defined, but the
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transformation from one to another is not trivial since it involves both the
hyperradial and the hyperangular coordinates, as shown in section
The problems due to the use of a Jacobi system of coordinates based on a
set of mass parameters different from the physical ones are related to the
calculation of the kinetic energy operator 77 ;:

Tine(m) = Tint [’ ()] = Tie (Weer - m) (4.16)

where W is the coordinate transformation defined in eq. and ¢ and
(¢’ are the mass parameter sets related to the Jacobi sets n and 7’ respectively.
In fact the kinetic energy operator in the hyperspherical set of coordinates
has no longer the form of eq. and the hyperradial term is not separa-
ble from the hyperangular term.

If one builds the T},
7 set instead of the natural one 7/, two alternatives are allowed: the explicit

operator by adopting the NSHH basis defined on the

calculation of T}, in the chosen HH basis or the calculation of T}, in the
natural HH basis followed by the application of a suitable transformation

to pass to the HH basis defined over the 1 Jacobi set:

1L (0, )) Vg () = D WEN L0 () [V () (417)
[Kn]mn

where we have stressed the fact that the dependence on p and Qy is no
longer separate in the HH basis built over 7. If we denote with hh the HH
basis defined on the Jacobi set n and with hh' the HH basis built over 7/,
we have:

i = W T W, (4.18)

where the W operator represents the transformation of eq. in the HH
basis. A new formalism to treat such transformations in the HH framework
and beyond is under development and it will be introduced in the near fu-
ture. However, in order to perform hypernuclear bound state calculations,
we look for an alternative approach. The adopted one is the direct calcula-
tion of the kinetic energy operator in the HH basis defined over the 7 Jacobi
set. So we consider the operator T}, ,;, in the 1 set and calculate the matrix

m

elements directly in the starting HH basis.

The simplest case is when only the last mass parameter m 4 in the Jacobi
set of coordinates is different from the corresponding physical mass. In
this case the coordinate transformation of the Jacobi set is given by W4,
defined in eq. (2.27). By denoting T’ = T},

it the Kinetic energy operator
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becomes:
2

T’:;—m(AniJrA%Jr...JrAmv)

(1
- — <a,24Am F A+ AnN> (4.19)

:T+AT)

where the constant a4 is the proportionality constant between 1, and 7!:

ma MA
=,/ — ) 4.20
=\ o, (4.20)

The operator Ay is then given by:

Ar

R [a% —1 B2 My_1(m!y —ma
= <AAm)— 11 )Am. (4.21)

- 2m a2A - 2m Mym/y

By calculating explicitly the A, operator one can solve the A-body prob-
lem in the HH basis with m4 # m/,. In appendix|A|the explicit form of the
generic A, operator in the A-body NSHH basis is provided.

In fig.[4.2l we observe a comparison between the convergence patterns of the
binding energies for a 3-body A-hypernucleus interacting via the Argonne
V4’ [68] NN and the 2-body Bodmer-Usmani [46] (no space exchange term)
AN potentials first in the case where the mass parameters of the Jacobi set
of coordinates coincide with the physical masses and, in the second case,
where the mass parameter related to the A particle is set equal to the nu-
cleon mass and the operator AT of eq. is added to the Hamiltonian
(we remind the ratio of the two masses: my =~ 0.84 my).

We observe a convergence a bit slower in the case with unphysical mass pa-
rameters, due to the fact that the quality of the adopted basis is lower with
respect to the former case. In fact, the HH functions are not anymore the
eigenfunctions of the total hyperangular kinetic energy operator, but they
are eigenfunctions of the analogue operator in a system with the A particle
having the mass equal to the nucleon one. Moreover, due to the fact that
the AT operator in eq. cannot be splitted into an hyperradial and an
hyperangular term as the 7" operator, when the Lee-Suzuki effective inter-
action is applied, it does not involve such operator. This means that the
"medium correction” effect mentioned in sectionis reduced. Finally, the
hyperradius is defined over an unphysical set of mass parameters, so the
confinement due to this collective coordinate is not optimal anymore.
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The binding energy in the two cases calculated for Kmnax = 30:

E, = —2.524(2) MeV

. (4.22)
E® = —2.530(3) MeV .

We see that the compatibility is not optimal, due to fact that E%%. is still not
in full convergence. In the 4-body case, the convergence patterns are closer
with respect to the 3-body case, due to the fact that the total mass ratio:

(A—1)mpy +mp

= 4.2
M lmN ( 3)
is smaller. We hav e:
E4b = —12.015(2) MeV
AT ( ) (1.24)

E* = —12.025(3) MeV .

In both 3- and 4-body cases the system with all nucleon masses and without
the addition of AT does not bind.

It is clear that, the bigger is r,/, the less advantageus is such approach.
However, as it will be shown in section [4.2.3} the aim is to introduce particle
mixing extensions, in particular the A — ¥ hyperons mixing in hypernuclei
with A > 3. In this case the mass ratio between the system with the A and
the system with the X is sufficiently close to one.

If the mass parameters different from the physical masses are more than
one, mixed derivative terms appear in the kinetic energy operator. How-

ever, they can be calculated by means of kinematic rotations. By recalling

eq. (2.10) we have:

h2
T/:_%vz;‘s/‘M/‘(Mfl)Z'MI'S/T.vn_TCM
2 [ (4.25)
= —% ZciAﬁ§ + Zdijvm{ ~V773_ ,
i=1 1<j

where M’ is the matrix of eq. with the mass parameters of the adopted
Jacobi set instead of the physical masses, contained in M. S’ is the matrix
related to the change of coordinates from the Jacobi set 1’ to the cartesian
set. The ¢; and the d;; coefficients are determined from the application of
the M and the S” matrices.

From eq. and followings one can arrange the mixed derivative term

of two consecutive Jacobi vectors as:

1
Vi Vi = o (—Anf + a2, + b?AmH) , (4.26)
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FIGURE 4.2: Convergence patterns of the binding energy

for the 3H hypernucleus with the AV4’” NN interaction

combined with the Bodmer-Usmani AN potential for two

different HH bases built on two different Jacobi sets. The

convergence is slower when the mass parameter of the A

particle is set equal to the nucleon mass (upper line). Lee-
Suzuki El is applied.

where:

a; = cos fa—; ; b; =sin fa—it1, (4.27)

and A, » is the laplacian term related to the transformed 7, coordinates after
the application of the p; ;11 kinematic rotation:

77? =PA-i,A—it1 " T (4.28)

If two Jacobi vectors are not consecutive and the difference between their
indices is n, the corresponding mixed derivative term can be expressed in
terms of mixed derivative terms between Jacobi vectors with indices dif-
ferent by a number smaller that n. By applying a sequence of n kinematic
rotations, with some manipulation the following iterative rule holds:

n+1

1
_Ang,n + Z aj(bl- ... bi+n)A77i+j—1+
j=1

vni . Vq?i+n = m |:

+ Z(bl e bz+a)(bz N bi+ﬁ)ai+aai+ﬁvm+a . Vﬁi+5
a<f
(4.29)
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where An’-’n is the laplacian term related to the n; vector transformed by p7,
where:

Pi = D(iig1)  Plit1it2) - Plin—Litn) - (4.30)

In this way one can calculate the kinetic energy operator in a set of Jacobi
coordinates with mass parameters different from the physical masses. We
have:

-y

%
=T+)
A

where the ¢; and d; coefficients have to be determined by means of the

N—i
CiAm =+ Z dzAnPn]
n=1 i

(4.31)

N—i
(ci = DA + > d,;Ampn]
n=1

above iterative scheme. The above equation allows to calculate the kinetic
energy operator in the HH basis with different mass parameters by avoid-
ing multidimensional integrations, since the matrix elements of each A,,
operator can be calculated by means of one dimensional integrals, as shown
in appendix

The general form of the A7 operator in the HH basis:

N ¢ i+n—1
AT =3 [(ei— DAy + Y digen | [[ PO ) 20| [T PV )| .
¢ n=1 Jj=t4+n—1 j=i
(4.32)
where the PU) operators are defined in section

We show the explicit form of the AT operator in case of two particles with
masses different from the corresponding Jacobi mass parameters (for sim-
plicity we assume the two mass parameters in the last positions of the Jacobi
scheme):

ATy ms = (c1 = DAy, + (c2 — DA, + dioPIA, PO (4.33)

with N = A —1. In fig. 4.3|the convergence pattern of the binding energy of
an unrealistic 3-body system with two particles with mass m, interacting
through AV4’ potential and one particle with mass my interacting through
the Bodmer-Usmani interaction is shown. The aim is to test the implemen-
tation of the operator of eq. and compare the obtained result with the
energy calculated in the usual way, where the mass parameters coincide
with the physical masses. As expected, the bigger mass ratio:
_my + 2my

ry = ———— (4.34)
3mpy
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FIGURE 4.3: Convergence patterns of the binding energy of

an unrealistic 3-body system with two particles with mass

m, interacting through AV4’ potential and one particle with

mass my interacting through the Bodmer-Usmani interac-

tion. Again the convergence is slower when the mass pa-

rameter of the A particle is set equal to the nucleon mass
(upper line). Lee-Suzuki El is applied.

leads to a slower convergence pattern in the first case. The energies in the
two cases:

EX; = —4.810(10) MeV

. (4.35)
E® = —4.911(1) MeV .

4.2.2 Spatial Permutation Operators

A first direct application of the above extension is the treatment of spatial
permutations for different particles. As explained in section when
different particles are involved, the kinematic rotations no longer coincide
with spatial permutations. A spatial permutation, in general, is a compo-
sition of kinematic rotations and transformations of the mass parameters.
The action of a generic spatial transposition between particles 7 and j on the

Jacobi set is given by [we recall eq. (2.30)]:

]Di' :Wl 5.7 " mi,r1),..., (M4, r5)y...,(M4,rs5),...
g N jpij - ml(mi,r1) ( ) (mj,r;) ] (4.36)

=n[(mi,r1),...,(mj,r5),...,(m4,r;),...] .

However, if the mass parameters related to the particles to permute, m; and
mj, are both equal to m, then the permutation coincides with the sequence



74 Chapter 4. Extensions of the NSHH Method

of kinematic rotations needed to exchange (m,r;) and (m, r;):
Pij=pij. (4.37)

The price to pay is that the kinetic energy is not diagonal anymore in the
hyperangular part of the basis and the operator AT defined in the previous
section has to be explicitly evaluated.

As example we consider a A-hypernucleus and the 2-body Bodmer Usmani
potential of eq. as AN interaction. By choosing a HH basis where the
mass parameter related to the A hyperon, m,, is equal to the nucleon mass,

my, the Hamiltonian looks:

A-1 A-1
H=T+ATx+ > Vi+> Via, (4.38)
i<j=1 i=1

where we assumed the A particle in the last position of the Jacobi set. The
spatial exchange operator Py, of eq. included in each V;4 term is
given by:

Prn,a = P4, (4.39)

However, in the specific case of spatial permutations, one can also explicitly
calculate the space exchange operator Py, 4 defined in the natural HH basis
where the mass parameters coincide with the physical masses. If we denote
as Tj, the kinetic energy operator in the HH basis defined on the natural Ja-
cobi set and as T, the kinetic energy operator in the basis where particles N;
and A are spatially permuted (which can be calculated by means of kine-
matic rotations and the iterative scheme described in the previous section),
one can solve the following equation:

Pra Ty Pya =T, (4.40)

which is a second order algebraic Riccati equation with analytical solu-
tion [76]:
Prnoa =T, (T, Tu)'"? . (4.41)

However this last approach has not been implemented and the computa-
tional weight due to the calculation of the above operator could become
significant by increasing the dimension of the basis.

4.2.3 Particle Mixing

When an interaction model that couples different particles is adopted, in
general, the mass of the involved particles is related to a given quantum
number defining the basis states (for example the isospin in the case of A—3
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coupling). We call it t. The complete A-body Hamiltonian is then:
H =Toum(t) + Hine(t) - (4.42)

Since we are looking for a translationally invariant state that minimizes

(Hint), we consider a generic total wave function:

U = Wcem(ng) - Yine(p, N, 1) , (4.43)

and we look for ¥;,; such that:

<\I/int| Hint ‘\Pint>
<\Ijint‘ \Ijint>

d =0 (4.44)
by solving the eigenvalue problem related to Hin (from now on we denote
Hine with H).

We first consider the simplest case of an A-body system with A — 1 par-
ticles of a given species, ¢, and one particle, p4, of a different species, p, and
we include a potential V,, that couples p to a third species, p*.

As already mentioned, we define a label, t = 0,1, related to the p* degree
of freedom induced by the interaction V;,,. If t = 0 then p4 belongs to the
species p, otherwise to p*.

The Hamiltonian is:

A-1 A-1
H=T+AM+ Y Vog,+ > Vapa - (4.45)
i<j=1 i=1

In the following we consider the block structure of each term of the Hamil-
tonian in the quantum number ¢:

HOO HOI
H= ( 10 g ) . (4.46)

where H® = (t = a|H|t = b). The AM term is the matrix related to the
mass difference between p and p* in energy units:

AM = ( 0 (4.47)

AM,, ) '
In this case the block AM, - is diagonal and proportional to the identity
matrix through (my+ — m,,) in energy units. In the next chapter, however,
we will see the slightly more complex case of the A — ¥ coupling (with
g = N,p= Aandp* = X), where m;, = my and m,~ depends on the isospin
projection t, of the X particle, being my- if t, = —1, myo if t; = 0 and my+
if £, = 1. In this case AM),, - is not diagonal in the total A-body isospin
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basis of eq. (2.69).

Due to the difference between the masses of p and p*, we apply the pro-
cedure described in section to calculate the kinetic energy difference
related to the difference between the p* mass and the p mass. We choose the
mass parameter of the particle py4 in the Jacobi set of the adopted HH basis
equal to m,. The T operator is then:

T
T = , (4.48)
T + AT,

where AT, , is derived by means of eq. (4.21):

AT, = h% Nmg(mp —my)

— Ay, 4.49
2m (Nmg + mp)mps " (4.49)

In this way each term of the total potential in eq. (4.45) can be calculated by
means of the usual procedure through the application of the Q transforma-
tions as shown in eq. (3.4). The block structure in ¢ of the V,,, potential is:

Ven— Vi —
qu: ( qu qp qu qp ) : (4.50)
qp—qp* qp*—qp*

where:
qu—qp* = <t = 0|qu|t = 1) (4.51)

and V,«_gp are the coupling blocks providing the mixing between the p and
the p* species. Of course, since V,, does not depend on ¢, we have:

Vg
Vo= | 9 : (4.52)
VZIQ*(](I

By implementing the above extensions, the NSHH method can be applied
without particular complications to systems with mixing interactions. The
Casimir operator simply splits in ¢:

. C(A-1
C= ( ) . (4.53)
C(A-1)
However one particular possibility is p* = ¢. In this specific case the Casimir
operator becomes:
. C(A-1
C= ( ) . (4.54)
c4)

since the ¢ = 1 part of the basis must be symmetric with respect to A parti-
cles of species ¢ instead of A — 1.
The above scheme can be easily generalized (net of computational weight)
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to an arbitrary number of mixing degrees of freedom for a single particle
and to an arbitrary number of particles subjected to an interaction that cou-
ples different species.

For simplicity we only show the case of two particles of species p (p; and p2)
in an A-body system of particles of species ¢ and we consider the previous
potentials V,, and V.

In this case the block structure of the Hamiltonian is:

HOO—OO VOO—IO VOO—Ol V00—11
7o VlO—OO HlO—lO VlO—Dl Vl()—ll 455
- V01700 V01710 0101 VOlfll ’ ( ’ )

VllfOO V11710 Vllf()l Hllfll

with H%=¢d = (t, = a,t,, = b|H|ty, = c,t,, = d). The non diagonal blocks
are the mixing parts of the potential V,;,. The kinetic energy, in this case,
needs an additional AT term due to the change of the two mass parameters

related to the two particles of species p:

T
T + AT,
T T odlg : (4.56)
T + AT,

T + ATP2 q2

where AT, is obtained by means of eq. (4.33). The Casimir operator in
this case must take into account the symmetry in the ¢,, = 1 and ¢,, = 1
part of the basis:

C(A-2,2)
C(A-2)

o
Il

CA—2) (4.57)

C(A—-2,2)

The natural application of such scheme are of course AA-hypernuclei. How-
ever, the lightest known hypernuclear system is the § ,He and more work
is needed in the parallelization of the NSHH code in order to be able to treat
such system. In the next chapter we show how such calculation has been
set, but without providing results.

4.3 Parallelization of the NSHH Method

The serial approach to the NSHH calculations is rather efficient when deal-
ing with systems up to A = 4, depending on the complexity of the inter-
action models. However, already in the 5-body case like, for example, the
hyperhelium 3 He with a combination of central potentials like the Argonne
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V4" NN and the Usmani AN ones, the serial computation time grows con-
siderably approaching to the order of months for an average laptop pro-
cessor. Moreover, the use of more realistic non central interaction models,
3-body forces or particle mixing interactions, make the serial approach to
4-body calculations highly time consuming too.

For these reasons the implementation of a parallelization procedure be-
comes necessary when the physical investigation is intended to go beyond
the 4-body and, in some cases, the 3-body sector.

In the following subsection we first present a variation on the NSHH method
(whose idea was proposed to the author by Nir Barnea [77]), that has been
used as a testing tool. In section we briefly show the adopted parellel
scheme by avoiding technical details. We stress that, although some results
have been obtained, this part of the work is still partial, and further analysis

is necessary.

4.3.1 A Variation on the NSHH Method

In a system of A identical particles, by adopting a symmetrized HH basis,
the Hamiltonian looks:

A(A-1)

H? =T
T

V(ri2) . (4.58)
If we keep the same definition, but in the NSHH basis, the above operator
is no longer a good Hamiltonian for the system, however, if ¥ is the lowest
antisymmetric eigenstate of H with the relative eigenvalue Ej, and U] the
lowest eigenstate of H'2, the following relation holds:
lim H'"|¥)) = lim [HZ +~5(C(A) = AD)]|¥]) = Eo [¥o) . (4.59)
y—00 =00
In fact, although H'? does not commute with C(A) and it has not a block
diagonal structure in a basis with definite symmetry, in the limit v — oo
the second term in eq. forces the lowest eigenstates of H'? to be anti-
symmetric, therefore the dominant part of H 12 becomes the block made of
antisymmetric states.
Of course the same reasoning can be applied to any other kind of systems
with a given permutational symmetry. In case of an hypernuclear system
with ny nucleons and ny hyperons, assuming that the first two hyperons
are in the i-th and (i + 1)-th position of the Jacobi set, eq. becomes:

ny(ny + 1)

1
lim |T + 771]\/(711\7—1— ) 5

y—00 2

Vnn(riz) + Wy (Tiiv1)
(4.60)

+ Vinix + ’Y(C(nNa nY) - /\H) |\IJE)Y> = Eo |\110> )
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where Viyix is the part of the potential involving pairs of different particles,
as shown in eq. (3.35).

The advantage of such procedure is the reduction of the number of matrix-
vector multiplications in a single Lanczos iteration. In fact, as explained
in subsection the large dimension of the H matrix impedes the direct
calculation and memorization of the whole matrix, therefore each single
term is rebuilt “on flight” each time it has to be employed. By reducing
the number of such operations, the computation time of a single iteration is
reduced too. In particular, for an A identical particle system, the potential
matrix in the standard Hamiltonian H is computed a number of times ny:

Al

ny(H) = A2

(4.61)
which is the number of combinations of two in a set of A elements. By using
the modified NSHH approach clearly the potential matrix is computed one
single time. The total number of computations of the matrices of transpo-
sitions between adjacent particles in the standard NSHH aproach is given
by:
A
np(H)=2 Y (i+j-3), (4.62)
i<j=2

while, in the second case, the requested number is only due to the Casimir
operator C'(A):

Al

A
2A—2) ° D G—i-1). (4.63)

1<j=2

nP(HIQ) _

In table the numbers ny and np are shown in a number of cases from
A=3to A=5.

In systems made of identical particles the number of computations of the V'

TABLE 4.1: Number of matrix-vector multiplications with

the potantial operator V' (ny) and with transpositions op-

erators P; ;11 (np) for a single Lanczos computation in the
NSHH case (H) and in the modified NSHH case (H!?).

System | ny(H) ny(H'?)

|
3H |3 1 |6 5
2H |3 3 |6 6
H \ 6 1 \ 24 14
1H 6 4 |24 23
iHe | 10 5 | 60 50

and of the P matrices is significatively reduced when A grows starting from
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A = 4. However, in presence of different particles the situation is different,
due to the Vpix potential of eq. which is not subjected to permuta-
tional symmetry constraints and which has to be explicitly computed in the
entire form, as shown in eq. [#.60). It is clear that the more different species
are involved, the less advantages this modified NSHH method provides,
especially considering that the target for few-body calculations up to now
in most of the cases is A < 7. Already in presence of a single different par-
ticle, as shown in table we see that ny (H'?) and np(H'?) approaches to
ny (H) and np(H) respectively.

However, also in the identical particles case the gain in the computation of
each Lanczos step is partially lost by a significative increase (about one or-
der of magnitude in most of the cases) in the total number of Lanczos steps

necessary in order to reach convergence.

4.3.2 The Parallel Scheme

We do not treat technical details, rather we briefly show the adopted paral-
lelization scheme and some simple additional modifications to the method
which, in some cases, result advantageus.

We decided to employ an hybrid MPI+OpenMP approach in order to better
exploit the architecture of most of the modern supercomputers where each
of the A nodes is composed by a number C of CPUs with shared memory.
In the previous chapter we saw the implementation of the method, where
the lowest bound state energies and the relative eigenvectors are calculated
through the Lanczos algorithm. The latter is a fundamentally sequential
algorithm where each iteration involves the multiplication of the whole H
matrix with a normalized vector and the resulting vector is employed in
the next iteration. This means that the parallelization is applicable only
into each single iteration, while the general sequential structure of the algo-
rithm remains unchanged.

However, due to the non-symmetric character of the basis, the Hamilto-
nian is a sum of more terms, one for each couple of particles composing the
system as shown in eq. (3.35), or, in presence of a 3-body force, one more
for each triplet involved, as in eq. [#.I). Moreover each term is a product
of more operators, namely the operator Q% [defined in eq. and fol-
lowings], the 2-body potential and the reversed order operator Q%JZ. The Q
operator, in turn, is a product of all the needed exchange operators between
adjacent particles in order to move particle 7 and j in the first coupling po-
sition and vice versa. This means that there is a non-parallelizable structure
also inside each iteration of the Lanczos algorithm, namely the sequence
of matrix-vector multiplication due the different operators composing each
term of the total potential operator.

By denoting as ¥ the Lanczos vector, each matrix-vector multiplication is
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parallelized with the following scheme:

e =N Hwy ;i =1,2,...,dim[H(p)] (4.64)
J

where the index n(i) and ¢(7) denote the node label and the CPU label as-
sociated to the i-th HH basis state respectively:

n(i) = mod <z/:/1) - c(i) = é (X/ + 1) . (4.65)

We performed tests mainly on a 5-body system with Knax = 16 + 20. By

means of such approach we obtained an almost linear time scaling until a
number of 40 nodes, where a scale factor of 30 is obtained in the MPI part.
After this threshold the gain start to slow down. A deeper technical analysis
is needed in order to fully exploit the parallel structure of the algorithm.
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Chapter 5

Application of NSHH to
Hypernuclei

In this last part of the work we apply the formalism developed in the previ-
ous chapters to provide a number of selected benchmark results for binding
an separation energies of systems up to A = 5 (part of the results is present
in ref. [78]). We also set up new calculations to be performed in the near
future as natural continuations of the present work.

As anticipated in chapter 1, quite a variety of potential models involving
hyperons exist and ab initio calculations allow to test the quality of these
interactions by providing a comparison of experimental and theoretical re-
sults for given observables, mostly binding and separation energies of hy-
pernuclei. In fact the result of an ab initio calculation only depends on the
chosen interaction model, thus one is led to a clearcut conclusion about its
validity when comparing to experimental data. On the other hand, since
any calculation is made with a finite accuracy, one may ask for the preci-
sion of the obtained ab initio results. Of course one can try to make error
estimates, but it is more instructive to benchmark various ab initio meth-
ods for a few selected observables. An extensive benchmark test has been
made, for example, in the non-strange sector of nuclear physics for the
“He case [69] about fifteen years ago, involving seven different ab-initio
methods. It is not the present aim to replicate such analysis with hyper-
nuclei, rather we calculate a selected number of binding and separation
energies for systems with A = 3 + 5 and compare them with results from
three other ab-initio methods. The aim is then to test and introduce the
Non-Symmetrized Hyperspherical Harmonics method as new ab-initio ap-
proach to study light hypernuclei. The three other considered methods are
the Auxiliary Field Diffusion Monte Carlo (AFDMC) method, the Faddeev-
Yakubovski (FY) approach and the Gaussian Expansion Method (GEM). In
particular we note that, due to the limited diffusion of the Bodmer-Usmani
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interaction model, no benchmark tests have been made with AFDMC cal-
culations in the hypernuclear sector. In fact an almost independent line of
research based on the application of the AFDMC method on hypernuclear
systems with the phenomenological Bodmer-Usmani interaction model has
been developed in the last few years, with significative results both for hy-
pernuclei and hypermatter [12} 47]. Because of this, we retain useful to ex-
ploit the NSHH method as a benchmark instrument to compare the range
of accuracy of the AFDMC results and, in a future study, to work on a possi-
ble reduction of the uncertainties on the fitted parameters of the interaction.
In order to test the mixing extensions introduced in the previous chapter,
we also perform 3- and 4-body calculations by considering a second YN in-
teraction, namely the NSC97f simulated gaussian YN potential [14], which
simulates the scattering phase shifts given by NSC97f [79].

As landmarks we will refer to results from the well tested Faddeev-Yakubovski
(FY) method in the 3-body sector and from the Gaussian Expansion Method
(GEM) in the 3- and 4-body sector. As nuclear NN interactions we employ
the phenomenological 2-body Argonne V4" and V8’ potentials [68].

Finally we show how we set up a 6-body calculation for the binding en-
ergy of the lightest §,He hypernucleus by implementing the extensions
described in the previous chapter. However, more work on the paralleliza-
tion is needed in order to obtain results.

5.1 The Hamiltonians

As shown in chapter 1 the hypernuclear Hamiltonian is composed by a
nuclear part, an hyperonic part and the mix potential. In the following
calculations we consider A-hypernuclei and the last section we set up a
calculation for the lightest AA-hypernucleus, namely the §,He, but we do
not provide results since more work on the parallelization procedure is still
required. So in the next benchmark calculations the Hamiltonian does not
contain the YY potential term.

5.1.1 Nuclear Potentials

As nuclear interactions we employ the 2-body potentials Argonne V4’ and
V8’ [68], obtained with a reprojection of the Argonne V18 potential that
preserves the phase shifts of the lower partial waves. The general definition
of the Argonne Vn potential:

n

Vig = vplrif) 0% , (5.1)

p=1
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FIGURE 5.1: Meson exchange processes between nucleons
and hyperons at the AN and ANN level. Figure taken from
ref. [12].

where n is the number of operators and v, (r;;) are radial functions of Yukawa
and Woods-Saxon type. The first eight operators mainly come from the one-
pion exchange (OPE) between nucleons and read:

O = {ILo; - 0,85, Lij - Sij} @ L7 - 75}, (5.2)

where S;; is the usual tensor operator. The AV4’ is purely central since
it contains only the first four operators in the above set. Details on AVn’
potentials can be found in ref. [68].

Of course the AVn’ potentials do not provide the accuracy of the original
AV18, moreover in the following calculations we do not consider the 3-
body NNN forces. However, the aim is to provide benchmark results and
we postpone realistic calculations to near future developments.

5.1.2 Hypernuclear Potentials

The first hypernuclear interaction model we consider is the phenomenolog-
ical Bodmer-Usmani [46] model, which consists in an Argonne-like poten-
tial and has been employed exclusively in quantum Monte Carlo calcula-
tions for hypernuclei and hypermatter [3} |12, 47], due to its specific features
that make it manageable by such approaches. The complete model includes
2- and 3-body terms associated to the AN and ANN couplings at the two
pion exchange level, as shown in fig.

The AN interaction has been modeled with an Urbana type potential with
spin-spin and a two-pion exchange tail consistent with the available Ap
scattering data, with explicit space exchange term:

Vo

1 Tf(r)crA “ON, (5.3)

AN (1) = vo(r)(1 — € + ePAn) +

N
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where the short-range contributions are included, as in the Argonne inter-
actions, by means of a Wood-Saxon repulsive potential:

— - —TTE(r) (54)

r—

_l—i—ea

where T () is the usual regularized OPE tensor operator:

3 3 e H=T 2

Tn(r) = HWJFW W(1—e erty? (5.5)
where 41 is the pion reduced mass. Further details can be found in ref. [12].
Constants are shown in appendix
The 3-body terms of the Bodmer-Usmani potential are related to the c) d)
and e) diagrams of fig. The first two correspond to P-wave and S-wave
27 exchange. The last one represents a dispersive contribution associated
with the medium modifications of the intermediate-state potentials for ¥,
N and A due to the presence of a second nucleon. In ref. [12] the explicit
expressions and parameters are provided.

The second adopted YN interaction is a 2-body potential based on the ex-
plicit A — ¥ coupling therefore including the additional ¥ degree of free-
dom. We consider the phenomenological interaction of ref. [14], which is
an hard-core type gaussian potential that simulates the NSC97f scattering
phase shifts. It is defined as:

2
_ )2
22 YNy nyi(r) =) (QS’QTVJ%ANY/6 R
=1

— )2 _ )2
G2 YT (/8 282Ty LS (r/ﬁ») :

(5.6)

where C, T, LS denote central, tensor and spin-orbit terms. Details can be
found in ref. [14]. Parameters are listed in appendix

5.2 The NSHH Approach for A-Hypernuclei

In the following section we briefly show how to set the extended NSHH
method for the application to A-hypernuclei. Such systems contain two dif-
ferent species of particles with different masses. We define the parameter:
p=""~084. (5.7)

ma
When a 2-body potential term V;; has to be calculated, the sequence of kine-
matic rotations needed to move particles 7 and j in the first two positions of
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the Jacobi coupling scheme involve four different types of kinematic angles,
depending on the masses of the two particles involved and on the mass of
the particle placed in the first position of the Jacobi scheme. Assuming that
the hyperons are initially placed in the last positions of the Jacobi coupling

sequence, we have

1/i; NN - N
vos 5y = | VAT Al =T NA-N 8
Z 1/[p(A = na) +i— (A —np)l; AN =N .

/A +pi—-1))2/p+i—2); NA-A

where NN-N denotes a kinematic rotation between two nucleons with a
nucleon in the first position of the Jacobi sequence, NA-N a kinematic ro-
tation between a nucleon and a A with a nucleon in the first position and
so on. Obviously if only one hyperon is present in the A-body system, only
the first two definitions of 3; are necessary.

The relation between the relative coordinate of two interacting particles,
i and j, in an hypernucleus after the application of the Q% permutation:

1
IN;N; = ﬁ U
1
nA; = /7[1, 1 ny; (59)
1

If np is the number of hyperons and ny = A — n, the number of nucle-
ons, we define the operator C(ny,ny) as the sum of the Casimir operators
C(ny) and C(ny) associated, respectively, to the permutation groups S,
and Sp,:

ny A
Clny,na) =Clny)+Cna) = > Q94+ > Q7 (5.10)
j>i=1 j>i=nn+1

where Q;; is the usual permutation operator for particles i and ;.

By recalling eq. , the Hamiltonian for a A-hypernucleus witha A — X
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mixing interaction model is defined as:

T 0
H= +
< T+ATmE> < AM)

n Vn n VNa-NA  VNs—NA
VNN VNa-ns VNs—nw
(5.11)

In this case the AM matrix is not diagonal in the isospin basis because of
the different mass of the three different isospin states of the % particle: X°
fort, =0, fort, = —1 and X7 for ¢, = 1. Each matrix element has to
be explicitly evaluated by means of Clebsch-Gordan recouplings. The same
consideration holds for the calculation of the AT, matrix.

5.3 Benchmark Results of Binding and Separation En-
ergies

As mentioned in the introduction, we considered two different cases, adopt-
ing two versions of the Argonne NN potential in combination with the two
aforementioned interaction models for the YN sector. We computed the to-
tal binding energies of A-hypernuclei and corresponding core nuclei and
the A separation energies B,.

In the first case the adopted NN potential is the Argonne V4’ (AV4’). We
omit the electromagnetic part. The YN interaction is the Bodmer-Usmani
2-body AN potential with exchange parameter € set to zero due to techni-
cal complications in its treatment with AFDMC method. We denote it with
B.U.% to distinguish from the complete AN force (B.U.2b) employed in the
3-body calculation in the next section. As explained in ref. [47], the omis-
sion of the 3-body hyperon-nucleon force in this framework produces over-
estimated hyperon separation energies, as can be seen in table[5.1 However
our aim is to compare the accuracy of NSHH for hypernuclear systems with
other ab-initio methods for a given interaction model, rather than reproduc-
ing the experimental results. In Tab.[5.Tjwe report the complete comparison
between NSHH and AFDMC for 3- to 5-body systems, and an additional
comparison with FY results in the 3-body case [80].

The uncertainties of NSHH results are calculated as the standard deviation
on the last three to four data in the convergence pattern. Due to the larger
computational effort in reaching full convergence in the 4- and 5-body case,
the error bar is about one order of magnitude larger than in the 3-body case.
In particular we have an error estimate of few KeV for both NSHH and FY
calculations for 3H and of 10 keV for 1H and 3 He. We believe that more
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TABLE 5.1: Binding and separation energies in MeV for dif-
ferent systems with A = 3 —5. The NN potential is the AV4’
(no Coulomb force) and the YN potential is the 2-body AN

Bodmer-Usmani with exchange parameter ¢ = 0 (B.U.2"").

Interaction  System J7 NSHH AFDMC FY exp
AVY ’H 1t -2.245(15) -2.245(1) -2.225
AV4'+B.U.2Y SH  1/2F -25392) -242(6) -2.537(1)

Ba 0.294(2)  0.18(6)  0.292(1) 0.13(5)
AV4 SH  1/2t -898(1)  -8.92(4) -8.482
AV4+BUY  4H 0t -12.02(1)  -11.94(6)

Ba 3.04(1) 3.02(7) 2.04(4)
AVY 4He 0t -32.89(1) -32.84(4) -28.30
AVA+BUZ  3He 1/2t -3954(1) -39.51(5)

Ba 6.65(1) 6.67(6) 3.12(2)

precise calculations with error bars reduced by about a factor ten will be
calculated in the near future with the help of an improved parallelization.
AFDMC uncertainties are typically larger due to the statistical nature of the
method.

The 5-body results, both binding and separation energies, are in very good
agreement between NSHH and AFDMC. For lighter systems good agree-
ment is found for By, while AFDMC binding energies are 50 + 100 keV
higher than the corresponding NSHH. This is due to technical complica-
tions in the AFDMC implementation of the many-body wavefunction for
open-shell systems. A new way to treat 2- and 3-body correlations in AFDMC
is under study.

Due to the central character of the potentials, the NSHH basis is constrained
by the total orbital angular momentum L and the spin S of the system, be-
sides the isospin numbers 7" and 7,. The resulting order of magnitude of
the basis employed to reach the accuracy of the values shown in Tab.
is 10? for the three-body, 10* for the four-body and 10° for the five-body
case. These dimensions would not be sufficient to reach convergence within
a simple variational approach,due to the strong short-range repulsion of
the potential. The Lee-Suzuki procedure generates softer effective interac-
tions, allowing for the efficient computation of the NSHH results shown in

Tab.

In the second case the NN potential is the Argonne V8 (AV8’) [68] with
no Coulomb force combined with the simulated NSC97f YN interaction of
ref. [4, [14] which contains a central, a tensor and a spin-orbit term. As
shown in the previous section it includes the A — ¥ coupling by taking
into account the ¥ degree of freedom. The AFDMC method has not been
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extended yet to deal with explicit ¥. The comparison is then carried out
among three methods, namely NSHH, FY [80] and GEM. Results are shown
in tab. for 3- and 4-body systems. The GEM values are taken from
ref. [[14].
The agreement is optimal both in the 3- and 4-body case. We expect to
TABLE 5.2: Binding and separation energies in MeV for dif-

ferent systems with A = 3 — 4. The NN potential is the
Argonne V8’ (no Coulomb force). The YN potential is the

NSC97f.

Interaction System J7 NSHH FY GEM exp
AVS’ ’H 1t -2.226(1) -2.225
AV8+NSC97f 2H 1/2  -2.413(3) -2.415(1) -2.42(1)

By 0.187(3) 0.189(1)  0.19(1)  0.13(5)
AVSE’ SH 1/2t  -7.76(0) -7.76(0) -7.77(1) -8.43(1)
AVE'+NSCI7f 1H 0t -10.05(7) -10.10(1)

By 2.29(7) 2.33(1)  2.04(4)

reduce the error bar in the 4-body case soon by applying the parallellized
version of the code. Since both the NN and YN potentials are not central
and the X is treated as explicit degree of freedom, the NSHH Hilbert space
is much bigger compared to the previous test based on the Bodmer-Usmani
interaction. The basis dimension is one order of magnitude larger and
therefore the convergence in this case requires additional computational

effort.

We conclude that the accuracy of the NSHH approach for 3-body hyper-
nuclear systems is good in comparison to other ab-initio methods such as
AFDMC, FY and GEM and it has not been compromised by the addition
of the considered extensions. Its applicability goes beyond A = 3 systems
and it has been tested for A = 4 and A = 5. The potentiality of the method,
however, is expected to be completely exploited by combining an efficient
parallelization procedure in order to deal with larger basis dimensions. As
pointed out in the previous chapter, this has partially been achieved and we
hope that, with some more optimization work, the aim of studying systems
with 5 < A < 7, including cases with strangeness S = —2, belongs to the
near future. This benchmark calculation is then intended to be the start-
ing point for the application of the NSHH method to the physical study of
hypernuclear systems.
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5.4 Application of the ANN Potential and Perspectives

on the §,He Calculation

As described in section the ANN force has been implemented in the
NSHH framework. However, for technical reasons, the addition of this
term makes the computation time grow considerably. Moreover the sym-
metrization of the matrix elements is limited to the NN particles only, so the
number of elements to store and read is much bigger than in the NNN sym-
metrized case. An optimization of this part of the code is in progress. For
these reasons we provide only the 3-body result for the hypertritium 3H
with the AV4” NN potential combined with the AN+ANN Bodmer-Usmani
interaction.

In this way we provide a result that AFDMC calculations could not provide
in ref. [12] due to technical limits (the separation energy results negative as
shown in ref. [12]). However updated versions of AFDMC are now avail-
able and more precise results in the 3- and 4-body sector will be provided
soon. In addition, we consider the same 3-body system with the inclusion of
the space-exchange term (denoted with the label 2'). As shown in table[5.3]

TABLE 5.3: Binding and separation energy in MeV for 3H
with Argonne V4" NN potential (no Coulomb force) and
Bodmer-Usmani(B.U.) AN+ANN force. In the second case
the AV18 potential is employed with the complete B.U. po-
tential including space-exchange term (label 2b).

Interaction System J* NSHH
AVA+BU2YH 3 1/2F -2.44(2)
By 0.19(2)
AV4'+B.U 2b+3b SH  1/2F 24502
By 0.20(2)

the separation energy is in line with the result from the calculation with the
simulated NSC97f potential. The contribution of the space-exchange term,
as expected, is very small [46| 81]. A more detailed analysis on the effect of
such term on the } He separation energy is presented in ref. [81]. It would
be interesting by means of the NSHH method to extend this analysis by
studying such an effect on other systems, especially light open-shell hyper-
nuclei, which Monte Carlo approach could not treat with high precision up
to now. We postpone such analysis to a possible future study.

Up to now no 6-body ab-initio calculations have been performed in the hy-
pernuclear sector, with the only exception of Monte Carlo ones. The main
reason is of course the large dimension of the basis needed to obtain con-
vergent results. In fact, besides the already large dimensions of an ordinary
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6-body basis, the presence of hyperons and relative mixing degrees of free-
dom enlarge the basis of one-to-two orders of magnitude. Moreover the
most recent YY interaction models for the S = —2 sector, besides A — X cou-
pling, include additional coupling channels involving = — /N mixing too.

Our attempt has been to consider the above mentioned NSC97f simulated
YN potential combined with the phenomenological AA interaction from
ref. [82]. No XX channel has been included. However, additional work on
the parallelization procedure is needed and no results have been obtained

up to now.
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Conclusions

We conclude with a general recap of the present work and we highlight the
objectives achieved and the ones that still need work to be reached. Finally
we focus on the perspectives and future applications.

Extended NSHH Method: Recap

The main objective was the extension of the Non-Symmetrized Hyperspher-
ical Harmonics method in order to treat few-body hypernuclear systems.
The contribution of this work has then been focused on the method more
than on the physics of hypernuclei.

We first focused on the basic extensions of the HH formalism in order to
treat systems with different species of particles.

Due to the absence of permutational symmetry in the NSHH basis, permu-
tation operators have to be defined explicitly. When identical particles are
involved, they coincide with the HH coupling permutation operators de-
fined in ref. [15] and described in chapter 3. In case of different particles
a distinction between permutations and coupling permutations is needed,
as stressed in section Coupling permutations are formally analogue
to permutation operators for identical particles, and when 2- or 3-body
potential operators involving different particles have to be evaluated, the
procedure remains basically the same as the identical particles case, de-
scribed in ref. [15], however, attention has to be paid to the presence of
different masses and different single particle quantum numbers (like spins
or isospins). True spatial permutations between different particles are em-
ployed in particular cases and have a more complex action involving both
the hyperradial and the hyperangular part of the HH basis, as shown in
chapter 4. They are needed only in specific cases, mainly when potentials
with space-exchange terms are involved.

When no particular interaction models containing permutation operators
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are involved, the formalism of the coupling transformations among differ-
ent particles has no substancial differences with respect to the case of iden-
tical particles, as shown in chapter 3. By consequence the main difference
in the calculation of the potential operator is the presence of multiple inter-
actions, which have to be implemented separately and, when an effective
interaction procedure is applied, it has to be applied to each kind of inter-
action separately, as shown in section

Of course, when different species of particles are present, the permutational
symmetry is limited to each subset of identical particles so the Casimir op-
erator, which selects the physical eigenstates of the Hamiltonian, splits into
as many terms as the present species, as shown in section

In chapter 4 we introduced a number of extensions in order to treat interac-
tion models with specific features that are present in most of the hypernu-
clear interactions, as 3-body or particle mixing terms.

In the first case we have adapted the implementation of the 3-body NNN
force described in ref. [73] to the specific case of the ANN force. This al-
lowded us to use the phenomenological Bodmer-Usmani AN+ANN inter-
action model.

In the second case we have extended the NSHH formalism in order to take
into account additional degrees of freedom due to the presence of particle
mixing. Attention has been paid to the management of the masses, which
are not fixed anymore, but could depend on some of the quantum numbers
defining a given state, like the isospin in the A — ¥ coupling case. In fact,
due to the fact that the HH basis is built over a mass dependent set of co-
ordinates, the calculation of the mixing potential matrix elements leads to
technical complications. They are due to the need of a transformation that
allows to pass from one HH basis set built over a given set of masses to an-
other HH set based on a different set of masses. We have circumvented such
a problem by keeping fixed only one set of mass parameters for the whole
HH basis functions and calculating explicitly the kinetic energy difference
related to the blocks of states where the mass parameters of the Jacobi set
are different from the physical ones.

By adopting the same principle, in section[4.2.2]we have also shown how to
implement permutation operators between different particles.

Part of the work has also been devoted to the parallelization of the NSHH
method with the aim of reaching the possibility to treat systems with A > 5.
An hybrid MPI+OpenMP scheme has been implemented, but still with par-
tial results. On this basis a deeper and more systematic study still has to be
done, especially by means of some of the modern profiling softwares in
order to better define the dependence of the time scaling on the input pa-
rameters.
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Results

Since the general aim was to introduce a new tool for the study of few-
body hypernuclei, our applications have been focused on such systems.
We have performed benchmark calculations of binding and separation en-
ergies of systems with A = 3 =+ 5 involving different ab-initio methods,
namely the Auxiliary Field Diffusion Monte Carlo (AFDMC) method, the
Faddeev Yakubovski equations (FY) and, by reference, the Gaussian Expan-
sion Method (GEM).

In particular, we have provided results for A-hypernuclei by adopting the
2-body AN Bodmer-Usmani interaction and compared them to the AFDMC
results, showing an acceptable agreement, especially considering the preci-
sion limits of the Monte Carlo calculations for open shell systems, like the
2H and the {H. In fact the agreement for the 3He, which is a closed shell
system, is optimal. In the 3-body case we have also provided an additional
comparison with FY results, showing a difference in the calculated binding
energy of the order of 0.1%.

The mixing extensions introduced in chapter 4 have been used in the bench-
mark calculations of the 3H and the {H systems with the employment of
the simulated NSC97f interaction and the results have been compared with
the GEM results from ref. [14] and, in the 3-body sector, with FY results,
showing a general agreement of the same order of the previous calculations.
We conclude that the introduced NSHH extensions, in general, preserve the
accuracy of the HH-based approaches.

Finally we have performed a 3-body calculation by adding the 3-body ANN
Bodmer-Usmani potential to the already used 2-body AN part with no space
exchange, and compared the result with the value obatained with the ad-
dition of the space-exchange term. We observed a small difference of the
order of 10 keV, in line with the analysis in ref. [81]. However, we post-
pone a deeper study on a possible future development. Calculations with
4- and 5-body systems and with the 3-body NNN and NNA forces are still
in progress, due to technical difficulties in the management of the 3-body
operators in our NSHH code.

A 6-body calculation of the AA-hypernucleus §,He has been set up, how-
ever it is still in the preliminary phase of testing and no significative results
have been obtained. More work on the parallelization procedure is needed,
due to the very large dimension of the basis which, besides the number of
particles, is determined by the multiple mixing degrees of freedom in the
S = —2 sector.

In conclusion, the NSHH method (combined with the Lee-Suzuki effective

interaction) shows quite a promising versatility, allowing the treatment of
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a variety of systems and interaction models. Such a versatility, however,
is expected to be completely developed when the included parallelization
procedure will be fully optimized.

Perspectives

The NSHH method has been adapted for the treatment of few-body hy-
pernuclear systems and tested for systems up to 5-body. The idea is that,
by implementing a suitable parallelization procedure, one could go beyond
the 5-body sector. In fact, up to now, almost no ab-initio methods have
been able to treat 6- or more body hypernuclear systems like, for example,
the §,He without cluster approximations (except Monte Carlo ones and
NCSM for single A-hypernuclei [9]). However, as explained, some work
still has to be done in this sense, in particular the optimization of the shared
memory openMP part in the parallelized scheme of the NSHH code.

In chapter 4 we solved the particle mixing problem by calculating explic-
itly the operator of the difference in kinetic energy due to the difference of
the masses in the coupled particles. However we have recently defined the
representation in the HH basis of the set of transformations W that allow
to pass from one Jacobi set defined on a given set of masses ( to another
set defined on a different one, (. The aim is to introduce a new set of co-
efficients that define the passage from an HH basis defined over a ( set to
another HH basis defined over a different ¢’ set. First numerical tests have
been performed for 3-body systems and we expect to fully develop the for-
malism in the near future.

One limit of the present method is the fact that it is defined in coordinate
space, precluding the employment of the most recent YN interactions com-
ing from xEFT theory. A conversion of the method in momentum space is
in progress, and once it will be completed, the implementation of the ex-
tensions introduced in this work should be almost straightforward. The
possibility to adopt interactions coming from xEFT or meson-theoretical
models is not a secondary aspect because, due to the lack of experimen-
tal data in the hypernuclear sector, interaction models whith a non purely-
phenomenological basis constitute the fundamental line of investigation,
opening the possiblity of improvements that are not fully dependent on the
lacking experimental database.
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Appendix A

Matrix Elements of A, in the
NSHH Basis

We derive the explicit form of the A, operator in the NSHH basis. We

have: ) .
0 2 0 I

Ap = o5+ ——— + . Al

" ong omom - p? (a1)

By expliciting the derivation in the complete HH set, we decompose the

operator in its hyperradial and hyperangular parts:

0? 2 0 1
B &+ m—pAg + ?Ag . (A.2)

The matrix elements of the Af, operator:
N
AL =L+ ] PPe
a=2

N N i—1
—2 ) ( 11 f“/cz> <H 5§K> [(l+/~c)5{<K—KPf/C2 —41332}

i=1+1 \a=i+1 a=2
1—1 1—1 N
= (H %) < 11 5§K> [(z+k)Pg’2 —K(ka—élPs%cg] (A3)
=2 \a=2 a=1+1
N i—1 N " '
o3 (T0re) (I ) 0 s s e
=2 \a=2 a=1+1

+K(K = 1)P] )2 — (2K + 12K +1))5f " +
(8K +1) = 9P — (8(k +1) +12) P, + 1675 |
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Q;(ﬁ )(H 6§K>(H 1/c2)[l+K>P KOS AP

i>j \a=2 a=j—1 a=i+1

(1= K)o+ 6551+ K — 1) - 4P|

+Z(ﬁ “) (ﬁ 5§K> ( I1 1/02) (K +1)KK

1<j \a=2 a=i+1 a=j+1

+(1+ K +1)P — 4P,

1+ K)o — K P, — 4Pl
(A4)
The A, operator:
Ab, = 25K E
N i—1 N
-2y <H %) ( I1 5§K> [+ B)OKK — K P — 4P
=2 \a=2 a=i+1 (A5)
N i—1 N ‘
o3 (T re ) ( I st - e
=2 \a=2 a=i+1
The A, part:
N
=11~
o (A.6)
We adopted the following notation:
P}é = [0 OPic_ (60560 VP, (60
510 = [ a6, 0Pk () P (61)
} (A7)
PP = [ dox OPi (0016 5 OPar_ (6
A . 92 .
P = [ a0 0P, (0010055 VP ()
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where the )Py, | (¢;) are the hyperspherical polynomials of eq. 1b
If the nubers [ and K are called inside a sum over an index i, they are in-
tended to be /; and K;_;. Finally, the labels of the angular functions:

C — COS;

s — sin ;

(A.8)
& — cos?;

1/¢? = 1/ cos? .

Of course each hyperangular matrix element has to be multiplied by the ap-
propriate hyperradial element, following the association shown in eq. (A.2).
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Appendix B

Lists of Parameters for 2-body
YN Potentials

In table we report the parameters of the 2-body Bodmer-Usmani YN
potential employed in the benchmark calculations of chapter 4.

TABLE B.1: List of constants defining the 2-body part of the
Bodmer-Usmani interaction [46].

Constant Value Unit

We 2137 MeV
T 0.5 fm
a 0.2 fm
T 6.15 MeV
Vg 0.24 MeV
c 2.0 fm—2
1/ pr 1429504 fm

In table[B.2]the parameters of the NSC97f simulated YN interaction of ref. [14]
are shown. The labels C, T"and LS are related to the operators associated
to the corresponding radial function, in particular central, tensor and spin-
orbit.
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TABLE B.2: List of constants defining the NSC97f simulated
YN interaction [[14].

) 1 2 unit
Bi 0.5 1.2

0lyC wa  732.08 -99.494 MeV
01yC s 61223 -15.997
0lyEs ne  1708.0  80.763
03V Ny 695.39  -109.37
2y wa 10688 -45.490
2IvE e 77021 68.274
2lyC ne  863.76  28.284
23VES vy -181.08  23.282
2yl wa 24331 -10.413
2yl s 28754 62438
23V, e 333.05 22234
2lyLy o 10238 -17.195
zvivjigf Nx  -19.930  22.299
SVES 4y 46231 0.0023
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Appendix C

Benchmark Results for Systems
with A=3+5

In table C.1 some benchmark results for binding and separation energies
with unrealistic YN gaussian potentials are shown. The parameters for the
potentials and the notation are shown in section NSHH results are
compared with AFDMC [70] and NCSM ones [71].

TABLE C.1: Benchmark calculation for light A hypernuclei.
Minnesota VN potential, no Coulomb. Energies in MeV.

NN + AN potential System AFDMC NCSM NSHH
3H -2.38(12) -2.29(2) -2.27(1)
By 0.21(13) 0.07(2) 0.05(1)
Minnesota + 1H -18.12(15) -17.9(3) -17.694(3)
MNT =0 x 0.9 Ba 10.07(17) 9.51(30) 9.304(3)
2He -70.41(25) — -70.70(1)
By 39.67(25) — 39.92(1)
Minnesota, centr only+ j{H -28.87(15) — -29.02(20)
MNT =0 x 0.9 By 20.82(17) — 20.64(20)
Minnesota+ 1H -9.01(13) -10.06(1) -10.06(1)
MNT =1 x 0.9 By 0.96(15) 1.67(1) 1.68(1)
3H -2.35(12) — -2.30(5)
By 0.17(13) — 0.08(5)
AV + 1H -19.11(16) — -18.831(5)
MNT =0 x 0.9 By 10.39(18) — 9.62(10)
2He -72.34(35) — -72.8(6)
By 39.58(36) — 40.1(6)
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