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Ab initio many-body calculations of nucleon-nucleus scattering
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We develop a new ab initio many-body approach capable of describing simultaneously both bound and
scattering states in light nuclei, by combining the resonating-group method with the use of realistic interactions,
and a microscopic and consistent description of the nucleon clusters. This approach preserves translational
symmetry and the Pauli principle. We outline technical details and present phase-shift results for neutron scattering
on 3H, “He, and 'Be and proton scattering on **He, using realistic nucleon-nucleon (N N) potentials. Our A = 4
scattering results are compared to earlier ab initio calculations. We find that the CD-Bonn NN potential in
particular provides an excellent description of nucleon-*He S-wave phase shifts. In contrast, the experimental
nucleon-*He P-wave phase shifts are not well reproduced by any NN potential we use. We demonstrate that a
proper treatment of the coupling to the n-'Be continuum is successful in explaining the parity-inverted ground

state in 'Be.
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I. INTRODUCTION

Nuclei are open quantum systems with bound states,
unbound resonances, and scattering states. A realistic ab
initio description of light nuclei with predictive power must
have the capability to describe all these classes of states
within a unified framework. Over the past decade, significant
progress has been made in our understanding of the properties
of the bound states of light nuclei starting from realistic
nucleon-nucleon (N N) interactions (see, e.g., Ref. [1] and
references therein) and more recently also from NN plus
three-nucleon (N N N) interactions [2—4]. The solution of the
nuclear many-body problem is even more complex when
scattering or nuclear reactions are considered. For A = 3 and
4 nucleon systems, the Faddeev [5] and Faddeev-Yakubovsky
[6] as well as the hyperspherical harmonics (HH) [7] or
the Alt, Grassberger, and Sandhas (AGS) [8] methods are
applicable and successful. However, ab initio calculations
for scattering processes involving more than four nucleons
overall are challenging and still a rare exception [9]. The
development of an ab initio theory of low-energy nuclear
reactions on light nuclei is key to further refining our under-
standing of the fundamental nuclear interactions among the
constituent nucleons and providing, at the same time, accurate
predictions of crucial reaction rates for nuclear astrophysics.

Recently, we combined the resonating-group method
(RGM) [10-15] and the ab initio no-core shell model
(NCSM) [16] into a new many-body approach [17] (ab initio
NCSM/RGM) capable of treating bound and scattering states
of light nuclei in a unified formalism, starting from the funda-
mental internucleon interactions. The RGM is a microscopic
cluster technique based on the use of A-nucleon Hamiltonians,
with fully antisymmetric many-body wave functions built by
assuming that the nucleons are grouped into clusters. Although
most of its applications are based on the use of binary-cluster
wave functions, the RGM can be formulated for three (and,
in principle, even more) clusters in relative motion [11]. The
NCSM is an ab initio approach to the microscopic calculation
of ground and low-lying excited states of light nuclei with
realistic two- and, in general, three-nucleon forces. The use
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of the harmonic oscillator (HO) basis in the NCSM results in
an incorrect description of the wave-function asymptotic and
a lack of coupling to the continuum. The first applications of
the NCSM to the calculation of nuclear reactions required a
phenomenological correction of the asymptotic behavior of
the overlap functions [18]. In contrast, the present approach
is fully ab initio. We complement the ability of the RGM to
deal with scattering and reactions with the use of realistic
interactions and a consistent ab initio description of the
nucleon clusters, achieved via the NCSM. Presently, the
NCSM/RGM approach has been formulated for processes
involving binary-cluster systems only, and thus it is appropriate
for the description of low-energy reactions below three-body
breakup threshold. However, extensions of the approach to
include three-body cluster channels are feasible, also in view
of recent developments on the treatment of both three-body
bound and continuum states (see, e.g., Refs. [19-23]). Within
the ab initio NCSM/RGM approach we studied the n-*H,
n-*He, n-1°Be, and p-3’4He scattering processes and addressed
the parity inversion of the ''Be ground state (g.s.), using
realistic N N potentials [17]. In this paper, we give the technical
details of these calculations, discuss results published in
Ref. [17] more extensively, and present additional results.

In Sec. II, we present technical details of our approach.
We give two independent derivations of the NCSM/RGM
kernels, discuss orthogonalization of the RGM equations,
and give illustrative examples of the kernels. Results of ab
initio NCSM/RGM applicationsto A =4, A = 5,and A = 11
systems are given in Sec. III. Conclusions are drawn in Sec. IV
and some of the most complex derivations are summarized in
Appendix A.

II. FORMALISM

The wave function for a scattering process involving pairs
of nuclei can be cast in the form

r

J*T
w7y = Z/drrz—g“ ©) 4, |®]7T), (1)
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through an expansion over binary-cluster channel states of total
angular momentum J, parity 7, and isospin 7,

|®£:T> = [(|A_a 0[1117.[l T1>|aazlzﬂzTZ))(ST)YZ(fA—a,a)](JnT)

rrAfa,a

2

The internal wave functions of the colliding nuclei (which we
will often refer to as clusters), contain A — a and a nucleons
(a < A), respectively, are antisymmetric under exchange of
internal nucleons, and depend on translationally invariant
internal coordinates. They are eigenstates of Hs—, and
Hy), the (A —a)- and a-nucleon intrinsic Hamiltonians,
respectively, with angular momentum quantum numbers I,
and I, coupled together to form channel spin s. For their parity,
isospin, and additional quantum numbers we use, respectively,
the notations 7;, T;, and «;, with i = 1, 2. The channel states
[Eq. (2)] have relative angular momentum £. If we denote the
A single-particle coordinates with {F;,i = 1,2, ..., A}, the
clusters’ centers of mass are separated by the relative vector

- 1 . 1 -
A—a,a = TA—a,a¥A—a,a = A—a ri — — E rj. (3)

The symbols Y, and & denote a spherical harmonic and a
Dirac delta, respectively. The intercluster antisymmetrizer
for the (A — a, a) partition in Eq. (1) can be schematically
written as .A [(A—a)lal/AN? Z (=)? P, where P are
permutations among nucleons pertaining to different clusters,
and p is the number of interchanges characterizing them. The
coefficients of the expansion with respect to the channel index
v={A—a al["Ti;a axl," T»;st} are the relative-motion
wave functions g’" 7 (r), which represent the unknowns of the
problem. They can be determined by solving the many-body
Schrodinger equation in the Hilbert space spanned by the basis
states A, |07 T):

J*T
Z/d” (17 ¢y — ENGT 0 ] 20— o,
r

4

where
HITG ) = (@ | A HA, |@]7), 5)
NLTG = (@) T AVA, |0l T) (6)

are called the Hamiltonian and norm kernels, respectively.
Here E is the total energy in the center-of-mass (c.m.) frame,
and H is the intrinsic A-nucleon microscopic Hamiltonian, for
which it is useful to use the decomposition

H = Te(r) + Veer + Ve (r) + Hia—a) + Ha)- @)

Further, T (r) is the relative kinetic energy and V. is the sum
of all interactions between nucleons belonging to different
clusters after subtraction of the average Coulomb interaction
between them, explicitly singled out in the term Ve (r) =
Zlezuez/r, where Z;, and Z,, are the charge numbers of
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the clusters in channel v:

rel—z Z Vij + Vit-aa)

i=1 j=A—a+1

A—a A
= E E VN(rz rjsozaajvttafj)
i=1 j=A—a+1

— Ve(r)

N 1 _
! J
mEA - 7
LT (A—aa C('")}
VA ) (8)

In this expression we explicitly distinguished among
nucleon-nucleon, nuclear (Vy) plus Coulomb (point and
average), and three-nucleon V3 C A a a)) components of the
intercluster interaction. The contribution from the nuclear
interaction vanishes exponentially for increasing distances
between particles. Because of the subtraction of V¢ (r), the
overall Coulomb contribution presents a » 2 behavior, as the
distance r between the two clusters increases. Therefore, Ve
is localized also in the presence of the Coulomb force. In
the present paper we will consider only the NN part of the
intercluster interaction and disregard, for the time being, the
term V( A—a.q)- The inclusion of the three-nucleon force into
the formalism, although more involved, is straightforward and
will be the matter of future investigations. Finally, although in
Eq. (8) the strong part of the NN force (Vy) is represented
as a local potential, this separation of the Hamiltonian as well
as the rest of the formalism presented throughout this paper is
valid also in the presence of a nonlocal potential.

A. Cluster eigenstate calculation

We obtain the cluster eigenstates entering Eq. (2) by
diagonalizing H4_, and H( in the model space spanned
by the NCSM basis. This is a complete HO basis, the size of
which is defined by the maximum number, Ny,ax, of HO quanta
above the lowest configuration shared by the nucleons. (The
definition of the model-space size coincides for eigenstates
of the same parity but differs by one unit for eigenstates of
opposite parity; the same HO frequency 2 is used for both
clusters.) Ifthe NN (or N N N) potential used in the calculation
generates strong short-range correlations, which is typical
for standard accurate NN potentials, the H4—, and H,
Hamiltonians are treated as NCSM effective Hamiltonians,
tailored to the Ny, truncation, obtained by employing the
usual NCSM effective interaction techniques [4,16]. The
effective interactions are derived from the underlying N N and,
in general, three-nucleon potential models (not included in the
present investigations) through a unitary transformation in a
way that guarantees convergence to the exact solution as the
model-space size increases. However, if low-momentum N N
potentials, which have high-momentum components already
transformed away by unitary transformations, are employed in
the calculations, the H4—,) and H(,) Hamiltonians are taken
un-renormalized or “bare.”
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The unique properties of the HO basis allow us to make use
of Jacobi-coordinate wave functions [24,25] for both nuclei,
or only for the lightest of the pair (typically a < 4) referenced
further on as projectile, and still preserve the translational
invariance of the problem. In the second case we expand
the eigenstates of the heavier cluster (target) on a Slater-
determinant (SD) basis and remove completely the spurious
c.m. components in a similar fashion as in Refs. [18,26,27].
We exploited this dual approach to verify our results. The use
of the SD basis is computationally advantageous and allows
us to explore reactions involving p-shell nuclei.

B. Interaction between nucleons belonging to different clusters

In calculating Egs. (5) and (6), all “direct” terms arising
from the identical permutations in both flu and flv/ are treated
exactly (with respect to the separation r) with the exception of
(@77 T Vet| @77 7). The latter and all remaining terms are local-
ized and can be obtained by expanding the Dirac § of Eq. (2) on
a set of HO radial wave functions with identical frequency €2,
and model-space size Np,x consistent with those used for the
two clusters. The rate of convergence of these terms is closely
related to the nuclear force model adopted in the Hamiltonian
[Eq. (7)]. For most nuclear interaction models that generate
strong short-range nucleon-nucleon correlations the large but
finite model spaces computationally achievable are insufficient
to reach the full convergence through a “bare” calculation. In
these cases it is crucial to utilize effective interactions tailored
to the truncated model spaces. In our approach the effective
interactions are derived from the underlying NN potential
through a unitary transformation, as already pointed out in
the previous section. The cluster eigenstates are obtained by
employing the usual NCSM effective interaction [16], whereas
in place of the bare NN nuclear potential Vy entering Vi
[Eq. (8)] we adopt a modified two-body effective interaction,
V,ei¢» that avoids renormalizations related to the kinetic energy.
The kinetic-energy renormalizations are appropriate within
the standard NCSM, but they would compromise scattering
results obtained within the NCSM/RGM approach, in which
the relative kinetic energy and the average Coulomb interaction
between the clusters are treated exactly. More specifically, in
addition to the relevant two-nucleon Hamiltonian (see also
Refs. [16,25])

p 1 . . Q2
HY* = Hp+ Vi = L + -mQ2X 2+ Vy(V2F) — m_xz’
2m 2 A
9

where X = \/g(fl —7#)and p = \/g(ﬁl — p2), we introduce
here a second, modified two-nucleon Hamiltonian, deprived
of the nuclear interaction:

) 2
p 1 ope2 mS
H® =Hp+V),="—+-mQ?**>— —Xx2. (10
2 02 + 12 m + ) A ( )
The modified two-body effective interaction is then determined
from _the two-nucleon Hermitian effective Hamiltonians Ho.g
and Hz/eff’ obtained via the Lee-Suzuki similarity transforma-

PHYSICAL REVIEW C 79, 044606 (2009)

tion method [28] starting from Egs. (9) and (10), respectively:
Vierr = Haetr = Herr- (an

We note that (i) V,.; — Vy in the limit Ny, — oo and (ii)
for each model space, the renormalizations related to the
kinetic energy and the HO potential introduced in Ho.g are
compensated by the subtraction of Hj.;.

C. Coordinates and basis states

We neglect the difference between proton and neutron
masses and denote the average nucleon mass with m. The
formalism presented in this paper is based both on the single-
particle Cartesian coordinates, {;,i =1,2,..., A}, and on
the following set of Jacobi coordinates:

. &
so=\/;§ri, (12)

the vector proportional to the center of mass (c.m.) coordinate
of the A-nucleon system (R. . = \/LZEO);

. _\/Tﬁ .
& = E(rl_rZ)y

. (13)

> k 1 5 o

the translationally invariant internal coordinates for the first
A — a nucleons;

A—a A
. (A—a)a 1 o1 .
Na—a =\ — A—aZri_; Y| (9

i=1 j=A—a+1

the vector proportional to the relative position between the
c.m. of the two clusters (F4_q.q = /ﬁﬁ/&ﬂ); and, finally,

k

- |k 1 . .

Vg = m[%;rAiJrl_rAk}» a—12k>2,
B (15)

Bact = | 2ot —Fa)

A-1 = 27’A—1 ra),

the translationally invariant internal coordinates for the last a
nucleons.

1. Jacobi basis

Nuclei are translationally invariant systems. Therefore, the
use of Jacobi coordinates and translationally invariant basis
states represents a “natural” choice for the solution of the
many-nucleon problem.

In working with the Jacobi relative coordinates of Eqgs. (13),
(14), and (16), it is convenient to introduce the (translationally
invariant) Jacobi channel states

|<Dl{;T) = [(|A—a oel]lm T1>|a 052127[2T2>)(ST)Y¢(ﬁA_a)](ﬂT)
W O = a0 6
NN A—-a
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which are clearly proportional to the binary-cluster basis
presented in Eq. (2):

—a)ya ]’ g
T} |@7,")- (17)

The clusters’ intrinsic wave functions depend on their respec-
tive set of Jacobi, spin (o), and isospin (t) coordinates,

(gl ""gA—a—lO'l

(Baan

“Taca|A—a oy I7'T), (18)
‘tala P Ts), (19)

OA—aTl -

DA-10A—a+1 "~ OaTA—a+t1 "
and are obtained by diagonalizing the H(4—,) and H,) intrinsic
Hamiltonians in the model spaces spanned by the NCSM
Jacobi-coordinate basis [25]. The same HO frequency 2 is
used for both clusters. The model-space size coincides for
eigenstates of the same parity and differs by one unit for
eigenstates of opposite parity.

In calculating the integral kernels of Eqgs. (5) and (6),
(@77 T Vet | @777 and all “exchange” terms, arising from the
permutations in 4, or A, different from the identity, are
obtained by expanding the Dirac § of Eq. (2) on a set of
HO radial wave functions with identical frequency €2 and
model-space size N, consistent with those used for the two
clusters:

] A—aal? .
®T) = [%} ZRng(n,bO)’q>1{n,€o> (20)

=Y Ru(r.b)|®),7). (1)

where the HO Jacobi channel states are given by

(@08 = [(|A~a a1 T} [a ool 1) Y, (g ]
S Rn((rA—a,a, b) (22)
(A ) 3/2
—a)a N
Z[ Ti| |7 5 ) (23)

Note that the HO basis states depending on the Jacobi
coordinates introduced in Sec. IIC are all characterized by
the same oscillator-length parameter by = +/h/m<2. However,
the oscillator-length parameter associated with the separation r
between the centers of mass of target and projectile is defined in
terms of the reduced mass i = [(A — a)a m]/A of the channel
under consideration: b = /i/uQ2 = /A/[(A — a)alby. In
the following we will drop the explicit reference to the HO
length parameter in the arguments of the HO radial wave
functions and in the HO Jacobi channel states |7 7).

2. Single-particle Slater-determinant basis

The unique properties of the HO basis allow us to make
use of Jacobi-coordinate wave functions [24,25] for both
nuclei or only for the lighter of the pair (typically a <4)
and still preserve the translational invariance of the problem
(see also the discussions in Refs. [26,27]). In the second case

PHYSICAL REVIEW C 79, 044606 (2009)

we introduce the SD channel states

|<DJ"T> J T)

= [(14-a e i) aco i Ts)) " ¥ (RE), )]
X R (RSGIL)’ (24)

in which the eigenstates of the (A — a)-nucleon fragment are
obtained in the SD basis,

(Fi - Faca0r - 0acaTi -+ Taca|A—a et I Th)g, (25)

that is, by using a shell-model code (such as, e.g., ANTOINE [29]
or MFD [30]), and contain therefore the spurious motion of the
(A — a)-nucleon cluster c.m. The SD and Jacobi-coordinate
eigenstates are related by the expression

|A—a a1 i Tt)sp = |A—a a1 i T) goo(R% ). (26)
The c.m. coordinates introduced in Egs. (24) and (26),

R4 = _aZr,, R@. [ Z @D

i=A—a+1

are an orthogonal transformation of the c.m. and relative
coordinates of the A-nucleon system, 50 (12) and 14—, (14),
respectively:

MA—a —f R4~ ,/ (28)
/ R(A a)+[R(a) (29)

Therefore, in the SD basis of Eq. (24), the HO wave functions
depending on these coordinates transform according to

(600 (R ) e (RE,)) "

= Y (00nte|n £, NLE) o
nt,,NL

o (@n,e, (Ta- a)wNL@o))

(30)

where the coefficients of the expansion are generalized HO
brackets for two particles with mass ratio d = 4

calculated as described, for example, in Ref. [31]. As a result
the SD and Jacobi channel states are related by

|®err> o= Z £ J. (—1)sHE+LHT)
n,4,,NL.J,
s £ J
X (n,£,NLL|0OntL) «
LJ ¢ Asa
J°T
x [|@oun ) v @] " 31)
where v, = {A—a o111 T;a o, 1, T5; ¢, }. It is therefore possi-

ble to extract the translationally invariant matrix elements from
those calculated in the SD basis, which contain the spurious
c.m. motion, by inverting the following expression:

sp(®7,7 10| @7, " )sp

= > (@0 ]|0u]e)

n . nly,Jy
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JUNN P IR s' e,
x Y 00 A=)t "
Z =D LJel|lLuve

NL
X (1,6, NLEI0OnEE) o (n €. NLEIOON'€'C') o, (32)

where @t_i_ is any scalar and parity-conserving translational-
invariant operator ((’A)t_i, = f(, AH ft, etc.).

We exploited this dual approach to verify our results. The
use of the SD basis is computationally advantageous and
allows us to explore reactions involving p-shell nuclei.

D. Translational invariant kernels in the
single-nucleon-projectile basis

All calculations in the present paper were carried out
in the single-nucleon projectile (SNP) basis, that is, using
binary-cluster channels [Eq. (2)] witha = 1. In this case, the &
coordinates are not defined, the channel index reduces to v =
{A—1 o1 1” 'Ty; 1 ; 3 ; s£}, and the intercluster antisymmetrizer
is simply given by

A =A=— [ ZPL{| (33)

In calculating Egs. (5) and (6), it is convenient to isolate the
“direct” terms arising from the identical permutation in A.
Considering that the full A-nucleon Hamiltonian commutes
with the intercluster antisymmetrizer ([ft, H] = 0), and that

Aol = [1 — ZP,A] |77 7). (34)

we can write the following expression for the norm kernel in
the SNP basis:

JTT
Nv’v (}’/, }’) = (Sv’v

‘S(r,—:r) FNEG . (35)

Here, we have singled out the nonlocal exchange part of the
matrix elements in the term

A—1
(003 B ol
i=1

= —(A — I)Z Rn’z/(r/)RnZ(r)

n'n

<<I>J T|PA 1A|<D ) 37)

N r) = ) (36)

(and have dropped for simplicity the J*T superscript). In
the schematic representation of the norm kernel of Fig. 1,
diagram (a) and (b) correspond to the first and second terms,
respectively, of the right hand side of Eq. (35).

In deriving Eq. (37) we used the expansion given by
Eq. (21) and took advantage of the internal symmetry
properties of the (A — 1)-cluster wave function. A similar
decomposition can be performed also for the Hamiltonian
kernel,

A—
HITG )y = (0T | H [ Z }qa” (38)
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424 4-1
FIG. 1. (Color online) Diagrammatic representation of the
“direct” (a) and “exchange” (b) components of the norm kernel. The
first group of circled black lines represents the first cluster, the bound
state of A — 1 nucleons. The separate red line represents the second

cluster, in the specific case of a single nucleon. The lower and upper
parts of the diagram represent initial and final states, respectively.

1 274-24-1 A

(a) (b)

. _ /n; , N
= [TaG) + Ve + Ejy " INLTGr)
+V2 )+ VG, 1), (39)

where we divided (@777 |V A?|®77T) into “direct” and
“exchange” potential kernels according to
VDL 1) = (A =1 Ruw(r')Rue(r)
(@7, | Varal = Paia) [@5,7),
(40)

VL 1) = —(A—1)(A=2) ) Rye(r)Ru(r)

n'n

x (@ vn|PAIAVA 2Al‘(b ) (41)
Diagrams (c) and (d) of Fig. 2 give a schematic view of
Eq. (40), whereas Eq. (41) corresponds to diagram (e). As
pointed out in Sec. II, the channel states [Eq. (2)] are not
antisymmetric with respect to the exchange of nucleons
pertaining to different clusters (fully antisymmetric states
are recovered through the action of the operator A,). As a
consequence, the Hamiltonian kernel as defined in Eq. (38)
is explicitly non-Hermitian. Using AH A = %(AZH + HAY),
we introduce the Hermitized Hamiltonian kernel 77,7 in the
form

A-1
(07| H — ! Z(HP,A + PaH) |07,

i=1

HT (' r) =

(42)

Finally, we note that, according to Eqs. (7) and (8) and Egs. (35)
and (37), the contribution of the average Coulomb potential to

the Hermitian Hamiltonian kernel [Eq. (42)] amounts overall
to

1
S8alVe(r) + Ve(r)] [(’— - Z Rue(r )anm]

(43)
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(© (d)
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(e)

FIG. 2. (Color online) Diagrammatic representation of “direct” (c and d) and “exchange” (e) components of the potential kernel (see also

the caption of Fig. 1).

1. Jacobi-coordinate derivation

The main technical as well as computational challenge of
the NCSM/RGM approach lies in the evaluation of norm and
Hamiltonian kernels. The analytical expressions for the inte-
gral kernels of Eqs. (37), (40), and (41) assume a particularly
involved aspect in the model space spanned by the HO Jacobi
channel states of Eq. (22). Here we discuss the exchange
part of the norm kernel for the A = 3 system (a = 1), which
is representative of the Jacobi-coordinate formalism without
requiring overly tedious manipulations. Interested readers can
find a compilation of all Jacobi-coordinate formulas, along
with an outline of their derivation, in Appendix A.

The HO Jacobi channel state of Eq. (22) for the (2, 1)
partition can be written as

l) =

v,n

Z (n131s111T1|2 Ollllm Tl)

niysy

11
|:(n1Z1s111T1;§§> sT;nE] J”T>, (44)

where we have expanded the two-nucleon target wave function
onto HO basis states depending on the Jacobi coordinate &;
defined in Eq. (13),

X

(Eo100n1 T 651 LT, (45)

and (n1£1s1 L T, |20¢1117r 'Ty) are the coefficients of the expan-
sion. Here n; and ¢, are the HO quantum numbers correspond-
ing to the harmonic oscillator associated with &, and sy, I,
and 7 are the spin, total angular momentum, and isospin of the
two-nucleon channel formed by nucleons 1 and 2, respectively.
Note that the basis [Eq. (45)] is antisymmetric with respect to
the exchange of the two nucleons: (=) +$+7 = —1,

According to Eq. (37), to obtain the exchange part of
the norm kernel we need to evaluate matrix elements of the
permutation corresponding to the exchange of the last two
particles, in this case P»3. This task can be accomplished by,
for example., switching to a more convenient coupling of the
three-nucleon quantum numbers,

11
‘[(mﬁlslllﬂ;zi) ST;I/ZE] JT[T>

A A 1 Ly sp 1
— § : s+ JE1 51 4
z #he 2 {' § Z}

2

A s ZUl s
x ZAS(_)Z+€+ +A {E ]1 A}
A

1 1
X |:(n1€1, nf)A; <s1§) Z] J’T> ‘(T1§> T>, (46)

and observmg that, as a result of the action of P23, the HO
state (émgl(nlﬁl,né)M is changed into (Sl Sl nO)A).
The new set of Jacobi coordinates .f; [ and 7} (obtained from § 1
and 7j,, respectively, by exchanging the single-nucleon indexes
2 and 3) can be expressed as an orthogonal transformation of
the unprimed ones. Consequently, the HO states depending on
them are related by the orthogonal transformation

<§{ﬁg|(me1, ne)A)

Z ( )L+l:|

NL N Ly
x (Eil(M L1, NL)A), (47)

NL ./\/'1[:1, A|n1E1,n£ A)

where the elements of the transformation are the general HO
brackets for two particles with mass ratio d = 3.

After taking care of the action of P»3 also on the spin and
isospin states, one can complete the derivation and write the
following expression for the A = 3 exchange part of the norm
kernel in the SNP basis:

NS 1) = =2 Ruv(r)Ru(r)
n'n
x Y (s LT 20y T T)
nitysg
X Z (milisi LTy 12001 T)
nlflsl

X f‘ﬁ"l(—)T‘urT' {
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Here we recall that the index v stands for the collection of
quantum numbers {A—1 05117rl Ti; 12 35 s£}, whereas V' is an
analogous index containing the primed quantum numbers.

The derivation of “direct” and ‘“exchange” potential
kernels, although complicated by the need for additional
orthogonal transformations and the presence of the two-
body matrix elements of the interaction, proceeds along the
same lines presented here (see Appendix Al). As a final
remark, we note that the exchange part of the norm kernel
[Eq. (48)] and the direct potential kernel [Eq. (A4)] are
symmetric under exchange of prime and unprimed indexes,
and primed and unprimed coordinates, whereas the same is not
true of the exchange part of the potential kernel [Eq. (AS)].
Indeed, as anticipated in Sec. IID, the Hamiltonian kernel
defined in Eq. (38) is explicitly non-Hermitian.

2. Single-particle Slater-determinant derivation

The matrix elements of the operators ISA_L A Va_1.a(1 —
15A,1, 4), and ISA—I, A Va—2 a1 can be more intuitively derived
by working within the SD basis of Eq. (24). Using the
second-quantization formalism, they can be related to linear

PHYSICAL REVIEW C 79, 044606 (2009)

operators between (A — 1)-nucleon SD states. These quantities
can be easily calculated by shell-model codes. Here we outline
the main stages of the derivation.

The SD basis [Eq. (24)] simplifies in the case of a single-
nucleon projectile to

|20 s

= |:<|A—1 arl1Ti)gp |1

N ~
— (- 1)11+J+] §i
Z £ J] /

X [|[A=1 i T1)sp w,w,-%(?AoArA)J”””, (49)

Rn@ (rA)

with v = {A—l Otllm Tl,
particle ~ wave  function

;s€} and the HO single-
Putjmim Fa0aTa) = Rue(ra)
(Y((VA)X (O’A)) lef(rA) To obtain the exchange
part of the norm kernel [Eq. (37)] we first calculate
the permutation operator matrix elements within the
basis of Eq. (49). By expressing the position state of
the nucleon (A—1) as |;"A,1O'A71TA71>:Znijm%mt

22’

combinations of matrix elements of creation and annihilation 90:@]',,,%,” (Fa-104-1Ta-1) @ n@ jmim, |0) we arrive at
|
- . o ks (s (hKkLE) [T T
wlo 7| Praa 00 = g 3 a7 Recprcnbr e T
Kt L Jj 0 Jj JjJj > T 5
x sp(A— 1allT|||(an€]1a,l,,1)(K’)|||A Loy I1Th)g. (50)

Here, sp(A—1c] IIITIIH|(a;gj%dn/€’j’%)(1ﬁ)|||A—1 oy 1T )sp

are one-body density matrix elements (OBDME) of the target
R B

= (=) —mtzm Ay - - NEXt

we extract the corresponding translationally invariant ma-

. A=1,)J7 T | # A=1,)JFr T
trix elements, (CI>( ) |PA,A_1|<I>E,, n, ’

nucleus and d,,

jm'ym;
), by inverting

sp(®@) | Va—1.4(1 = Paa—D| @7, )
=TT 2 2 2 ) SSiRER

JJ 'Kt nalaja nplp jp JoTo
T
X
To

XSD<A 1061T|||( a

nalaja} Dnyly jo L 3

[SIE TR
[SIE TR

'1 //'/1
V1 F 8ttt jirwe i)y 1+ Sy o). nt) mhhg nﬂjz JoTo|V

)" 7lllA-1 aanTi)g,

Eq. (32) fora =1 and O, = I5A,1,A. The final step follows
easily from Eq. (37).

The same procedure is applied also for calculating “direct”
and “exchange” potential kernels. In this case the transition
matrix elements on the SD basis are, respectively,

/ / . . !/
( 1)1+j+1( 1)T|—§+T 11 3 I —S I]Kll .]bJaK T TTI
csifle iyl liris) T

1 1
Lj— Iy o= JoTt
(” J2> (nb be2> 0 0>

(G
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and
so( @), v Jso
- S 2)2 SYYY Y ik,
JJ'KT nalajo nply ju nele je nala ja KataKeaTea
Lis|[his)[hKL)[KiKa K] [T
X
cajfleditflirilli 7 g}
X /E"/l l'lK % l'1 l'1
n A Nagla Ja= cd Te n A Nele Je =
J 3 J B dTed d d]d2 J B
t
XSD(A 1o\ [T |||(( ”Zj»,a”alaja2
I
The “direct” matrix element [Eq. (51)] depends on the

OBDME, whereas the “exchange” matrix element [Eq. (52)]
depends on two-body density matrix elements (TBDME) of
the target nucleus. This is easily understandable as the former
involves only a single nucleon of the target, whereas the
latter involves two nucleons of the target (see also Fig. 2).
We note that the two-body matrix elements of the interaction
V are evaluated by using just the first two terms of Eq. (8);

2 z z
that is, V;; = Vy(ij) + MJ;’—_)(;]/TT’) as the average Coulomb
interaction is taken care of with the help of Eq. (43). We also
note that, as a consistency check, it is possible to recover the
Eq. (50) from either Eq. (51) or Eq. (52) by setting the NN
interaction operator V to the identity opertor.

3. Illustrative examples

The n-a system provides a convenient ground to explore
the characteristic features of the integral kernels obtained
by applying the NCSM/RGM approach within the SNP
formalism. Because of the tightly bound structure of “He, an
expansion in n-o channel states allows us to describe fairly
well the low-energy properties of the >He system. The latter
(likewise SLi) is an unbound system, its ground state being a

narrow P-wave resonance in the %7 % channel.
Figures 3-7 and Table I present results of single-channel
calculations carried out using n-« cluster channels with the o

particle in its g.s. (Note that throughout this section the index

v={4gs. 070;1 ;+ ;, 14} can and will be simply replaced by
the quantum number £.) The interaction models adopted are the
next-to-next-to-next-to-leading order (N°LO) NN potential
[32] derived within chiral effective-field theory (x EFT) at the
N3LO and the Viowx NN potential [33] derived from AV18
with cutoff A = 2.1 fm~!. Although xEFT forces are known
to present a relatively soft core, the large but finite model spaces
computationally achievable are still insufficient to reach a full
convergence through a “bare” calculation. Therefore, for this

potential we utilize two-body effective interactions tailored to

) @ 18n,50) ) AT e T
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A Sy S s 1
Kdrcd(_l)lﬁ’j+J+K+j+ja+ja+jd(_1)T1+2+‘L'+T

rT{}ir Ty Ted
1 1
T3)l33 3

} V1 81t ju. 0 o8 1+ Sndejo) (nalajo)

) chfcd>

(52)

the truncated model spaces as outlined in Sec. II B. Results for
the Viow 1 potential are obtained using the “bare” interaction.
The overall convergence behavior of the integral kernels
is influenced by both the convergence of the eigenstates
entering the binary-cluster basis, in the specific case the
“He g.s., and the convergence of the radial expansion of
Eq. (21). As an example, Fig. 3 presents the behavior of

the exchange part of the norm kernel with respect to the
1t+1
2 2

%7% five-nucleon channels, using the N3LO potential.

increase of the model-space size obtained for the J*T =

and

TABLE 1. The three largest negative eigenvalues of the
“exchange” part of the norm kernel [Eq. (37)] for the n-*He(g.s.)
JIT = %+% channel. Convergence is with respect to the model-
space size Npa.x of the NCSM/RGM results obtained using the
Views [33] and N3LO NN potentials at 7 = 18 and 19 MeV,
respectively. The calculated values for the AV14 NN potential of
Ref. [35] are multiplied by —1 to adhere to the definition of the

norm kernel adopted in the present paper.

Nmax Vi V2 V3
‘llnwk
9 —0.9547 —0.06609 —0.00310
11 —0.9539 —0.06600 —0.00288
13 —0.9530 —0.06616 —0.00290
15 —0.9526 —0.06617 —0.00292
17 —0.9524 —0.06616 —0.00293
N3LO
9 —0.954 —0.0633 —0.00346
11 —0.945 —0.0641 —0.00452
13 —0.938 —0.0643 —0.00524
15 —0.933 —0.0646 —0.00599
17 —0.929 —0.0645 —0.00636
19 —0.927 —0.0644 —0.00661
21 —0.926 —0.0645 —0.00684
AV14
FY [35] —0.937 —0.0663 —0.00753
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FIG. 3. (Color online) Dependence on Ny, of the “exchange”
part of the diagonal norm kernel for the n-*He(g.s.) % % S, 2), and
%7% CP; ,2) channels as a function of the relative coordinate r at
r" =1 fm, using the N°LO N N potential [32] athQ2 = 19 MeV. The
inset shows the convergence pattern of the energy of the “He g.s.,
used to build the binary-cluster basis. The green dashed line indicates
the previous NCSM evaluation of E,; = —25.39(1) MeV [34].

The corresponding convergence pattern for the -particle g.s.
energy is shown in the inset. To allow for the calculation
of both positive- and negative-parity five-nucleon channels,
for a given truncation Ny, in the 11’r 'Ty = 070 model space
used to expand the g.s., a complete calculation of Eq. (37)
requires an expansion over n-aJ” T states up to Npax + 1.
This is the origin of the odd Ny.x values in the legend of
Fig. 3 (and following). As we can see from the figure, the
HO frequency 72 = 19 MeV enables a quite satisfactory
convergence of both “He g.s. and n-a radial expansion and
hence of the integral kernel. As an example, for the 2S5, 2
channel the Np,x = 17 result is already within 3% or less off
the converged (Npax = 21) curve in the whole r range up to
4.5 fm. An analogous analysis of the 2Ps, kernels yields a
somewhat larger relative difference (less than 10%) between
Nmax = 17 and 21 in the range between 1 and 4 fm, whereas
the discrepancy increases toward the origin. In this regard,

we note that the éf 1 kernel overall is an order of magnitude

smaller than the 1 5 E one.

The convergence rate for Vjoy x (see upper panel of Fig. 4)
is clearly much faster. Here the % P; /2 results for the two largest
model spaces (Nmax = 15 and 17) are within 0.5% or less in
the whole region up to 5 fm.

Despite the mild differences in magnitude and strength
distribution for small r, ' values, the 2S) , and 2 P5; results of
Figs. 3 and 4 present essentially the same shape and the same
range of about 5 fm. This can be observed also in Fig. 5, which
shows once again the %S|, partial wave, in terms of contour
plots. (Note that the 25| /2 curves of Figs. 3 and 4 correspond
to slices of the current plot along the ' =1 fm line.) In

PHYSICAL REVIEW C 79, 044606 (2009)
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FIG. 4. (Color online) “Exchange part of the diagonal norm
kernel for the n-*He(g.s. ) =TS and 5 channels as a function of the
relative coordinate r atr’ = 1 fm usmg the View &« N N potential [33] at
72 = 18 MeV. The upper panel shows the model-space dependence
of the 2 P5;, component.

particular, it is clear that the s, /2 kernels for the two different
NN potentials assume almost-identical values starting from
r, ¥’ = 2 fm, the N°LO results being much shallower near the
origin and overall less symmetric than those obtained with
Viow k- The latter features reveal differences in the structure
of the « particle obtained within the N3LO and Vigwx NN
interactions. We note that the g.s. energy and point-proton
root-mean-square radius of the « particle are —25.39(1) MeV
and 1.515(2) fm and —27.77(1) MeV and 1.4239(2) fm with
the N®LO and Vj,,, ; potentials, respectively. In Fig. 4 (bottom
panel), we compare the components of the “exchange” norm
kernel up to £ = 2. Contributions of higher relative angular
momenta are of the same order or smaller than the 2D3/2
partial wave. It is apparent that the %S/, channel dominates
over the others and is negative. This is an effect of the Pauli
exclusion principle, which forbids more than four nucleons in
the s shell of a nuclear system. The four nucleons forming
the *He g.s. sit mostly in the O7Q shell. Accordingly, in
the 25, 2 channel the “exchange” part of the norm kernel
suppresses the (dominant) 072 contribution to the § function
of Eq. (35) (and, consequently, to the S-wave relative-motion
wave function g2 ;) coming from the fifth nucleon in the
s-shell configuration. More precisely, the diagonalization of
the “exchange” part of the norm kernel reveals the presence

of an eigenvector 90 rz with eigenvalue yr ~ —1 (i.e., a
Pauli-forbidden state):
/drN ', r)gg 2(r) =yr g5 (). (53)

Table I presents the three largest-negative eigenvalues for the
adopted N N potentials along with their dependence upon the
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NZ(ry7’) [fm™3]
o ——
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n + a(g.s.) %Jr

3 (2S12)

model-space size. For both interactions the first eigenvalue
clearly corresponds to a Pauli-forbidden state. Once again, the
rate of convergence for Vo« is visibly faster than for N L0,
and, despite the differences noted in the integral kernels, the
overall results for the eigenvalues are very close. The present
results are also in good agreement (especially for N*LO)
with the eigenvalues obtained in Ref. [35] from a Faddeev-
Yakubovsky calculation of the five-nucleon “exchange’” norm,
using the AV14 N N potential.

The presence of a forbidden state affects also the potential
kernels. The surface plots of Figs. 6 and 7 present “direct”

1+1 1

“« 2 . 3
and “exchange” potentials for the 5 5 and 5 5 channels,

respectively. In the 2S5/, partial wave the Pauli-exclusion
principle manifests itself again in the short-range repul-
sive action of the “exchange” potential, which effectively
suppresses the interaction between one of the nucleons
inside the o particle and the fifth nucleon, both in the
s-shell configuration. The situation is different in the 2P; 2
channel, where the “exchange” kernel represents a ~15%
correction to the “direct” potential and generates additional
attraction.

Vi (r,1') [MeV fm™]

v,lowk

- 3.5 FIG. 5. (Color online) “Exchange”

- 3 part of the diagonal norm kernel for the

L 25 — n-*He(g.s.) {r% channel as a function of

[ 5 ,E the relative coordinates r and r’, using the
— N3LO [32] (left) and View« [33] (right)

15 NN potentials at i = 19 and 18 MeV,

- 1 respectively.

- 05

- 0

0051152 253 35 4
r [fm]

In the five-nucleon system the %+% is the only forbidden

state (which is also the reason why the five-nucleon g.s. occurs
in the P wave). For all other partial waves, the “exchange” part
of the integral kernels introduces only a small deviation from
orthogonality in the case of the norm, or small corrections to
the “effective” n-« interaction, in the case of the potential.
These many-body corrections induced by the nonidentical
permutations in the intercluster antisymmetrizers become less
and less important with increasing relative angular momentum
£ and have a limited range of about 5 fm.

E. Orthogonalization

The appearance of the norm kernel ./\/VJ,:T(r’, r) in Eq. (4)
reflects the fact that the many-body wave function W’ 7 is
expanded in terms of a nonorthogonal basis. Therefore, Eq. (4)
does not represent a system of multichannel Schrédinger
equations, and g/"T(r) do not represent Schrodinger wave
functions. However, as we have seen in Sec. IID3, the
nonorthogonality is short-ranged, as it originates from the
nonidentical permutations in the intercluster antisymmetrizers.

Vi (rr') [MeV fm ]

FIG. 6. (Color online) Diagonal n-*He(g.s.) %+% S, 2) potential kernels as a function of the relative coordinates » and 7/, using the
View x [33] N N interaction. The model space and HO frequency are Ny« = 17 and 72 = 18 MeV, respectively.
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Vi (r, ') [MeV fm 3]

FIG. 7. (Color online) Diagonal n-*He(g.s.) %_]

Thus, asymptotically one has

!
NITG ) — au (54)
r'r
As a consequence the relative wave functions g/ 7 (r) obey
the same asymptotic boundary conditions as the relative wave
functions in a conventional multichannel collision theory, and
it is possible to define physically important quantities, such as,
for example, the scattering matrix or the energy eigenvalues.
The internal part of the relative wave functions, however, is
still affected by the short-range nonorthogonality. Therefore,
attention has to be paid when the latter wave functions are
used to calculate further observables, such as, for example,
radiative capture cross sections or, more in general, transition
matrix elements.
Alternatively, one can introduce an orthogonalized version
of Eq. (4), such as

’r_ J*T
3 [ar [ n - XD K0

r

(55)

where H’"T(r', r) is the Hermitian energy-independent non-
local Hamﬂtoman defined by

HITG ) = Z/dy/y”Z/dyy

X N2 Y RLT )N (7, (56)

and the Schrodinger wave functions x. 7 (r) are the new
unknowns of the problem, related to g/” 7 (r) through

T T()
(r) Z/dyy e

y

(57)

1 1

Here, NV, (x, x) and N, (x", x) represent the square root
and the inverse-square root of the norm kernel, respectively.
To perform these two operations, we add and subtract from the

PHYSICAL REVIEW C 79, 044606 (2009)

VX(r, r') [MeV fm 3]

3 G P3),) potential kernels as a function of the relative coordinates » and r’, using the
View k [33] NN interaction. The model space and HO frequency are Ny, = 17 and hQ2 =

18 MeV, respectively.

norm kernel the identity in the HO model space,

NI r) = 8, |:8(rT - Z Rye(r )an(”):|

+ Y Rue )AL Ruc(r). (58)

The matrix A’"7 is the norm kernel within the truncated model

space spanned by the HO Jacobi-channel states of Eq. (22). We

give here the expression in the SNP basis [see also Eq. (37)]:
AJ” - 8v’v8n’n - (A - 1)(

vn vn

') (59)

The generalization to the case of binary clusters with a > 1 is
straightforward.

The square root and the inverse-square root of NV, UJ,: (', r)
are then obtained by (i) finding eigenvalues A and eigenvec-
tors | T) of the matrix A’"7; (ii) calculating

Z /T i
vn vn = v'n’ (

T’ o ) ;o (60)

and, finally, (111) replacing the model-space norm A’ T in

Eq. (58) with A and A,

Un vn v'n’ ,vn?

respectively, that is,

N:/:V%(V/, V) = sv’v |:8(r— - Z Rné(r )Rnl(r):|

+ Y Ry AZL L Ru(r), (61)

n'n

For the inverse operation to be permissible in Eq. (60) one has
to exclude the subspace of (fully) Pauli-forbidden states for
which Ar = 0. (We note here that in the example of Sec. II D3,
the eigenvalues of the norm kernel in the 25, /2 are related via
Ar=14yr.)
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Both systems of coupled differential equations [Eqs. (4)
and (55)] can be cast in the form

ul’T(r")
r/

+Z/drr WTe D o )
oy

[+ Velr') — (E — E IT‘)]

where u!"7(r) stands for either g/"7(r) (in the nonorthog-
onalized case) or x,/ "T(r) (in the orthogonalized case), and
W2 T(+',r) is the potential collecting all nonlocal terms
present in the original equation. Obviously, in the (nonorthog-
onalized) case of Eq. (4) this nonlocal potential depends upon
the energy.

To provide some illustrative examples of nonlocal potentials
corresponding to the orthogonalized case of Eq. (55), we turn
again to the n-« system, for which, as in Sec. II D3, we will
present here results of single-channel calculations with the
o particle in its g.s. Figure 8 shows the three partial waves
2812, 2 P12, and 2 P55 obtained using the N*LO N N potential
[32]. The nonlocal potentials for the three different spin-parity
channels all rapidly vanish to zero beyond about 5 fm (as
already observed in the nonorthogonalized integral kernels),
while presenting substantially diverse structures at short range.
We note in particular the strong repulsion between nucleon and

« particle induced by the Pauli-exclusion principle in the 1™ 1

2 2
channel and the potential well leading to the He resonance in
the 2 5 channel.

F. Solution of the radial equation

In solving Eq. (62) we assume that V() is the only inter-
action experienced by the clusters beyond a finite separation
ro, thus dividing the configuration space into an internal region
and an external region. The radial wave function in the external
region is approximated by its asymptotic form for large r,
S1;JiﬂTHz+(77v, er)]7

Ed i — p—
u{ T(r) = EUU 1/2[6vin (M, K1) —

(63)

for scattering states, or
wy T (r) = CT Wen, kor), (64)
for bound states. Here H, (n,,«,r) = Ge(ny, kyr) F

iF¢(n,, kyr) are incoming and outgoing Coulomb functions,
whereas W;(n,, k,r) are Whittaker functions. They depend
on the channel state relative angular momentum ¢, wave
number «,,, and Sommerfeld parameter 7,. The corresponding
velocity is denoted as v,. The scattering matrix SUJ:T
(i being the initial channel) in Eq. (63), or binding energy
and asymptotic normalization constant C/"7 in Eq. (64),
together with the radial wave function in the internal
region are obtained by applying to Eq. (4) or to Eq. (55)
the coupled-channel R-matrix method on a Lagrange
mesh [36]. For the bound-state calculation «, depends on the
studied binding energy. Therefore, the determination of the
bound-state energy is achieved iteratively starting from an
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FIG. 8. (Color online) Orthogonalized nonlocal potentials for the
n-a(g.s.) J°T = ;Jr;, ;7;, and %7% channels as functions of
the relative coordinates r and r using the N°LO N N potential [32].
The index v = {4g.5.0"0; 11 1¢} is replaced by the quantum

number £ for simplicity.

2’2

initial guess for the value of the logarithmic derivative of the
wave function at the matching radius ry.

Finally, the accuracy of the R-matrix method on a Lagrange
mesh is such that for a matching radius of ro = 15 fm, N = 25
mesh points are usually enough to determine a phase shift
within the sixth significant digit. The typical matching radius
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TABLEII. Calculated *H g.s. energy (in MeV) and n-*H phase shifts (in degrees) and total cross section (in barns) for increasing Ny, at
hQ = 18 MeV, obtained using the Vjo, x NN potential [33]. The scattering results were obtained in a coupled-channel calculation including

only the g.s. of the *H nucleus (i.e., the channels v = {3 g.s. 3 35

1t1, 11+
2

st}).

Nmﬂx 3H }’l—3H (Ekin =040 MCV)
Egys. 07 (" So) 0-CPy) 1¢$) 1=("Py) 1-CP) 17(e) 27°CPy) of
9 —7.80 —20.2 0.93 —18.9 0.85 1.96 —18.0 3.01 0.99
11 —7.96 —-22.9 0.97 —-20.4 1.04 2.36 —13.0 2.58 1.15
13 —8.02 —-23.7 0.87 —-21.0 1.24 2.47 -9.0 2.30 1.22
15 —8.11 —24.4 1.00 —-21.8 1.40 2.44 -9.1 241 1.31
17 —8.12 —25.1 1.06 —22.6 1.52 2.52 —10.4 2.45 1.39
19 —8.16 —25.6 1.01 —-229 1.64 2.60 —-9.7 2.37 1.43
n-H (E, = 0.75 MeV)
0" (" So) 0-CPy) 17¢$) 1=('P) 17CP) 17(e) 27°CPy) o
9 —27.8 2.30 —26.2 2.19 4.96 —17.5 7.51 1.06
11 —-31.3 2.39 —28.1 2.63 5.93 —12.7 6.42 1.20
13 —-32.4 2.15 —28.8 3.10 6.17 -9.1 5.75 1.25
15 —-33.2 2.45 —-29.9 3.46 6.12 —-9.5 6.08 1.33
17 —34.2 2.60 -30.9 3.74 6.30 —10.7 6.19 1.41
19 —34.8 2.49 -31.3 4.00 6.49 —10.1 6.02 1.44

and number of mesh points adopted for the present calculations
are ro = 18 fm and N = 40.

III. RESULTS
A. A=4

The four-nucleon scattering problem, with its complicated
interplay of low-energy thresholds and resonances, represents
a serious theoretical challenge, only recently addressed by
means of accurate ab initio calculations. Important develop-
ments in the numerical solution of the four-nucleon scattering
equations in momentum space [8] and in the treatment of the
long-range Coulomb interaction [37] have led to very accurate
ab initio calculations of scattering observables in the energy
region below the three-body breakup threshold.

In this section we use the four-nucleon system as a test-
ground to study the performances of our newly developed
NCSM/RGM approach within the SNP basis. In particular,
we present here results of coupled-channel calculations re-
stricted to basis channel states with the three-nucleon target
in its g.s. (corresponding to channel indexes of the type

v ={3gs. %Jr%; 1{%; s £}). Indeed, we are interested to the
energy region below the breakup threshold of the A = 3 target.

We start by studying the convergence of our calculations
with respect to the HO model-space size (Vpax ) for the simplest
of the A =4 scattering channels (i.e., the n-*H). This is a
purely T = 1 system, with no Coulomb interaction between
target and projectile. As the overall convergence behavior
strongly depends on the model of NN interaction adopted, we
first consider results obtained using the “bare” Vi, x potential
[33]. These are summarized in Table II. Both *H g.s. energy
and n->H scattering data present a rather weak dependence

on Np.x. However, a sudden worsening in convergence rate

is noticeable in the higher model spaces, especially for the
phase shifts of small magnitude. This is in part a reflection
of the sharp cutoff function used to derive the V), x potential
(where here we use the version derived from AV 18 with cutoff
A=21fm™").

Next we present n->H phase shifts obtained using the N°LO
NN interaction [32]. The convergence behavior shown in
Fig. 9 was achieved using two-body effective interactions
tailored to the model-space truncation, as outlined in Sec. II B.
For the 'Sy, 'P;, and 35, partial waves, the increase in
model-space size produces gradually smaller deviations with
a clear convergence toward the Np.x = 19 results. The rest of
the phase shifts, particularly the 3 Pj, show a more irregular
pattern. Nevertheless, in the whole energy-range we find less
than a 2° absolute difference between the phases obtained in the
largest and next-to-largest model spaces. The agreement within
1.5° of the Nyax = 19 results obtained with two different HO
frequencies, 72 = 19 and 72 = 22 MeV (see Fig. 10), is a
further indication of the fairly good degree of convergence of
our calculation.

To verify our approach, in Fig. 10 we compare our n->H
results to earlier ab initio calculations performed in the
framework of the AGS equations [8,38], using the same
N3LO NN potential. We note that in general the agreement
between the two calculations worsens as the relative kinetic
energy in the c.m. frame, E\;,, increases. For the P waves in
particular we can reasonably reproduce the AGS calculation
for energies within 1 MeV whereas we can find differences as
large as 17°C P,) at Ey, = 2.6 MeV. In Fig. 11 an analogous
comparison performed for a second realistic NN interaction,
the CD-Bonn potential [39], leads to a similar picture. (Note
that, as for N°LO, the NCSM/RGM results for CD-Bonn were
also obtained by using two-body effective interactions.) These
discrepancies are due to the influence, increasing with energy,
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FIG. 9. (Color online) Calculated n->H phase shifts as a function of the relative kinetic energy in the c.m. frame, E\;,, using the N°LO NN
potential [32] in the model spaces N,y = 11-19, at Q2 = 22 MeV. All results were obtained in a coupled-channel calculation including only
the g.s. of the *H nucleus (i.e., the channels v = {3 g.s. y%; I{r%; se)).

played by closed channels not included in our calculations,

such as those with the A — 1 = 3 eigenstates above the I]' =
%+ g.s. and (A — a = 2, a = 2) configurations, present in the
AGS results. As an indication, in Ref. [8] it was shown that
the omission of three-nucleon partial waves with % <Ii < %
leads to effects of comparable magnitude on the AGS results,
especially for the 3S;, * Py, and 3 P;.

All A — 1 = 3 states but the /" = %+ g.s. are in the contin-
uum and correspond to a breakup of the three-nucleon target.
Therefore, the corresponding (A — a = 3, a = 1) channels do
not represent “open” rearrangement channels in the energy
range considered here. However, it is clear from the previous

analysis that the virtual excitation of the A — 1 =3 target

has an important influence on the n->H elastic phase shifts
and should be included in the NCSM/RGM approach to
reach full convergence, and hence agreement with the AGS
calculation. Obviously, considering the localized nature of
the NCSM wave functions, for each 11” ' £ %Jr one obtains a
large series of positive-energy eigenstates corresponding to a
denser and denser discretization of the A — 1 = 3 continuum,
as the HO model space increases. Consequently, it would not
be conceptually sound to try and include these states in the
NCSM/RGM SNP basis, nor would it be computationally
feasible. However, the A =4 low-lying spectrum contains
a finite number of fairly narrow resonances, which can
be reasonably reproduced by diagonalizing the four-body
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T ©0)m 4 10f 2227 (1) Py i FIG. 10. (Color online) Calculated n-H
WA ¢ L LB . phase shifts using the N’LO NN potential
05" '15521'56 05 |1£ g 4'1';'6 [32] for Npa = 19 and 2Q = 19 and 22 MeV,
Eyin [MeV] Eyin [MeV] compared to AGS results of Refs. [8,38].
All NCSM/RGM results were obtained in a
0 L o O ' T coupled-channel calculation including only the
—— Q=19 MeV g.s. of the *H nucleus (i.e., the channels v =
30 — hQ=22MeV | 30 {Sg.s.;'%; 1%+%;s6}).
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TABLEIII. Calculated *He g.s. energy (in MeV) and p-3He phase shifts (in degrees) for increasing Ny, atiQ2 = 18 MeV, obtained using
the Viow x NN potential [33]. The scattering results were obtained in a coupled-channel calculation including only the g.s. of the 3He nucleus

(i.e., the channels v = {3 g.s. {}; l%+%; se)).

Niax ’He p->He (Ein = 0.40 MeV)
E,g.. 07 (" So) 0~CPy) 1T(S)) 1=('Py) 17CP) 17(e) 27CP)
9 —7.05 —5.88 0.304 —5.88 0.264 0.59 —17.7 0.884
11 —7.22 —7.71 0.350 —6.48 0.350 0.74 —12.8 0.808
13 —-7.29 —7.72 0.364 —6.61 0.460 0.83 —8.7 0.778
15 —7.37 —8.15 0.449 —6.87 0.561 0.87 —-8.2 0.851
17 —7.39 —8.24 0.525 —=7.11 0.662 0.96 —-9.8 0.926
19 —7.42 —8.48 0.554 —7.08 0.758 1.04 —8.9 0.950
p-3He (Exiy = 0.75 MeV)
0% (" So) 0=CPy) TGS 1='p 1=¢GP) 17(e) 27CPy)
9 —12.6 1.14 —12.5 1.04 2.29 —17.2 3.38
11 —15.9 1.30 —13.6 1.35 2.83 —12.5 3.05
13 —-16.0 1.34 —13.9 1.73 3.15 —8.6 2.93
15 —16.8 1.63 —14.4 2.07 3.28 —8.4 3.20
17 —17.0 1.87 —14.9 2.41 3.56 —10.0 3.46
19 —-17.4 1.95 —14.9 2.71 3.83 -9.16 3.51

Hamiltonian in the NCSM model space. Therefore, it is clear
that the most efficient way of tackling the A = 4 scattering
problem would be for us to use an over-complete model
space formed by both traditional NCSM four-body states and
NCSM/RGM cluster states. Although it is in our intention to
pursue this approach, we leave it for future investigation.

In the remaining part of this section we will discuss the
scattering of protons on *He targets. This is once again a purely
T =1 system, but it differs from the n->H case because of
the presence of the Coulomb interaction between the clusters,
both of which are charged. The treatment of the Coulomb
interaction between target and projectile, as explained in
Sec. I1, does not represent a major obstacle in the NCSM/RGM

approach. In particular, in the following we will show that the
p->He phase shifts present a similar convergence trend as the
one observed in their neutral counterparts.

To perform a direct comparison with the n-*H data, in
Table III we present *He g.s. energy and p->He scattering
phase shifts for the same (“bare”) Viow i NN potential [33]
and relative kinetic-energy values as in Table II. As expected,
the growth of the nuclear phase shifts from zero energy is
slower in the presence of the Coulomb repulsion between the
clusters. This is especially visible at the very low energies
considered here (Eyj, = 0.4 and 0.75 MeV). As the scattering
data, particularly in the P waves, are very small in magnitude,
the somewhat slower convergence rate in the biggest model

50 T T T T T T 50 T T T T T
40F@27)°P, F -
Eﬁ 30 I -
Z 20 .'* F
10_‘ +'.,'""'. (07) *Py ] FIG. 11. (Color online) Calculated n->H
oL 1 1 1 1 phase shifts using the CD-Bonn NN potential
0 1 2 3 4 5 6 [39] for Nyax = 19and 2 = 19 MeV, compared
Eiin [MeV] to AGS results of Refs. [8,38]. All NCSM/RGM
0 —_——— results were obtained in a coupled-channel cal-
culation including only the g.s. of the *H nucleus
(i.e., the channels v = {3 g.s. %Jr%; I{r%; s}).
— -30 -
= B N (0 + ) ]SO
60}
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spaces already noticed in the n-3H case is emphasized even
more here. This feature, partly related to the sharp cutoff of
the Viow ¢ potential, results in differences of a few tenths of a
degree between the Np.x = 17 and Nyax = 19 phase shifts.

Figure 12 shows the results of this work (solid and dashed
lines) along with those of AGS calculations [38] (4 symbols)
for the p-He phase shifts obtained using the N’LO NN
potential. The use of two-body effective interactions tailored to
the size of the adopted model spaces guarantees also in this case
afairly good agreement (of the same order as in Fig. 9) between
the Npax = 17 and Ny = 19 calculations. The comparison
to the AGS results shows that the NCSM/RGM SNP basis
with the *He nucleus in its g.s. provides the bulk of the p->He
elastic phase shifts, confirming the observations made for the
n-3H scattering.

B. A=5

Driven by wider efforts to develop a predictive ab initio
theory of low-energy reactions on light nuclei, ab initio
calculations for scattering processes involving five nucleons
are beginning to be realized in the past couple of years,
but they are still a rare exception. First, the n-o low-lying
J™ =3/27 and 1/2~ P-wave resonances as well as the 1/2%
S-wave nonresonant scattering below 5 MeV c.m. energy were
obtained using the AV18 NN potential with and without the
three-nucleon force, chosen to be either the Urbana IX or
the Illinois-2 model [9]. The results of these Green’s function
Monte Carlo (GFMC) calculations revealed sensitivity to the
internucleon interaction, and in particular to the strength of the
spin-orbit force. Soon after, the development of the ab initio
NCSM/RGM approach allowed us to calculate both n-o and
(for the first time) p-« scattering phase shifts for energies up
to the inelastic threshold, using realistic NN potentials [17].
Indeed, nucleon-a scattering provides one of the best-case
scenario for the application of the NCSM/RGM approach
within the SNP basis. This process is characterized by a single
open channel up to the “He breakup threshold, which is fairly

high in energy. In addition, the low-lying resonances of the
“He nucleus are narrow enough to be reasonably reproduced
by diagonalizing the four-body Hamiltonian in the NCSM
model space. Therefore, they can be consistently included as
closed channels in the NCSM/RGM SNP model space. In
the following we give a detailed description of previously
published [17] and new results for nucleon-« scattering.

First we present single-channel calculations carried out
using n-o channel states with the « particle in its g.s., that is,

characterized by the channel index v = {4 g.s.0%0; 1 %+%; %Z}
(or simply by the angular quantum number £). In particular,

Table IV shows the good degree of convergence with respect

TABLEIV. Calculated “He g.s. energy (in MeV) and n-*He phase
shifts (in degrees) and total cross sections (in barns) for increasing
Nmax at 12 = 18 MeV, obtained using the Vo, v NN potential [33].
The scattering results were obtained in a single-channel calculation
including only the g.s. of the “*He nucleus (i.e., the channel v =

{425.070; 1171 Loy,
Ninax “He n-*He (Eyin = 2.5 MeV)
Egs. {r(le/z) %7(2131/2) %7(2P3/2) oy
9 —27.00 —40.0 15.6 59.9 2.59
11 —27.41 —41.2 16.5 54.8 2.41
13 —27.57 —41.8 16.4 54.5 2.41
15 —-27.75 —42.2 16.6 55.3 2.46
17 —27.71 —42.5 16.6 55.2 2.46
n-*He (Exin = 5.0 MeV)
eSS Py 2GRy o
9 —-57.9 33.5 81.8 1.95
11 —58.6 33.7 86.1 1.98
13 —58.7 34.0 85.7 1.98
15 —58.7 339 84.6 1.97
17 —58.6 33.9 84.8 1.97
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TABLE V. Calculated p-*He phase shifts (in degrees) for increas-
ing N ath 2 = 18 MeV, using the Vo, « NN potential [33]. Results
were obtained in a single-channel calculation including only the g.s.
of the “He nucleus (i.e., the channel v = {4 g.s. 07 0; 1? Lo Loy,

2° 2
N p-He (Exy = 2.5 MeV)
%+(251/2) 1 CPip) 27(Psp)
9 —26.4 12.7 44.9
11 —27.2 14.2 38.9
13 —27.3 15.0 39.1
15 —27.2 15.7 39.9
17 —27.3 16.1 40.0
p—4He (Ekin =5.0 MCV)
%+(251/2) 1 CPip) 17CPsp)
9 458 313 76.5
11 —46.4 31.9 80.2
13 —46.6 32.0 80.0
15 —46.6 32.1 79.9
17 —46.5 32.0 79.9

t0 Nnax obtained for the *He g.s., and for the n-a (*Sy 2, > Py 2,
and 2 P; /,2) phase shifts and total cross section at Eyj, = 2.5
and 5 MeV, using the (bare) Vjoy ¢ NN interaction.

The corresponding p-o scattering phase shifts can be found
in Table V.

The HO model-space dependence of the Vo x n-o¢ phase
shifts is presented also in the left panel of Fig. 13, where it
is explored for a wider range of energies, and compared to an
analogous plot for the N’°LO NN interaction (central panel).
Despite the use of two-body effective interaction as outlined
in Sec. IIB, the convergence rate is visibly much slower
for N®LO. This gives a measure of the stronger short-range
correlations generated by this potential. The % P; /2 phase shifts
present the largest (up to 5° in the energy range between
1 and 4 MeV) differences between the Ny, = 15 and 17
calculations, which are otherwise no more than 2° apart. The
third (right) panel of Fig. 13 compares the Ny,x = 17 results

PHYSICAL REVIEW C 79, 044606 (2009)

for the previously discussed Viow x and N3LO NN interactions
and those obtained with the CD-Bonn NN potential [39].
The NCSM/RGM calculations for the latter potential were
carried out using two-body effective interactions and present a
convergence pattern similar to the one observed for N°LO.
Clearly, the 2P;), and 2Ps/, phase shifts are sensitive to
the interaction models and, in particular, to the strength of
the spin-orbit force. This observation is in agreement with
what was found in the earlier study of Ref. [9]. Following a
behavior already observed in the structure of p-shell nuclei,
CD-Bonn and N3LO interactions yield about the same spin-
orbit splitting. In contrast, the larger separation between the
Viow k 3/27 and 1/27 resonant phase shifts is direct evidence
for a stronger spin-orbit interaction.

Because the 1/2* channel is dominated by the repulsion
between the neutron and the « particle induced by the Pauli
exclusion principle (see also Sec. II D3), the short-range details
of the nuclear interaction play a minor role on the S /2 phase
shifts. As a consequence, we find very similar results for all
of the three adopted N N potential models. Noteworthy is the
different behavior of the CD-Bonn results close to zero energy,
which appears also in the P waves.

Next we explore the effect of the inclusion of excited states
of the *He on the n-a scattering phase shifts obtained with
the N°LO N N interaction. In contrast to the A = 4 scattering,
discussed in the previous section, binary channels of the type
(A —2,2) have here a much suppressed effect owing to the
large binding energy of the “He nucleus. However, to reach full
convergence it is still necessary to take into account the virtual
excitations of the A — 1 = 4 target. To this aim we extend the
NCSM/RGM SNP model space to include closed channels of

the type v = {4 1Istex. 1" Ty; 1 %+%; s €} with I Ty = 070,
070,171,270, and 271, and “Istex.” specifies that, for each
of these spin-parity and isospin combinations, we consider
only the first (low-lying) excited state.

In addition to these single-channel results (dotted line),
Figure 14 shows coupled-channel calculations for five different
combinations of “He states: (i) g.s., 0T0 (dash-

dotted line), (ii) g.s., 070,070 (dash-dot-dotted line),

0 [deg]

n+ a(g.s.)

0 [deg]

2 4 6
Exin [MeV]

Eyin [MeV]

Eyin [MeV]

FIG. 13. (Color online) Dependence on Ny, of the n-a(g.s.) phase shifts with the Vioy ; [33] (left panel) and N3LO [32] (central panel)
N N potentials at 12 = 18 and 19 MeV, respectively, along with the results obtained in the largest model space (N, = 17) (right panel). The
calculation for the CD-Bonn [39] N N interaction was performed at 22 = 19 MeV.
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FIG. 14. (Color online) Influence of the lowest six excited states (I, 73 = 070,070, 170, 171,270, 27 1) of the « particle on the n-c 251/2
(left panel), 2 P, ,2 (central panel), and 2p; /2 (right panel) phase-shift results for the N3LO NN potential [32] at 22 = 19 MeV. Dotted (g.s.) and
dash-dotted (g.s., 070) lines correspond to single- and coupled-channel calculations in an Ny,,x = 17 model space, respectively. The effects on
the 2P, /2 and 2p; /2 phase shifts of the further inclusion of, respectively, the 070, 170, 171, and 270, 271 states are investigated in an Ny, =

15 model space.

(iii) g.s., 070, 070, 170, 171 (dash-dash-dotted line), (iv) g.s.,
070,270 (dashed line), and (v) g.s., 070,270,271 (solid
line). The 070 excited state has a minimal influence on all
three phase shifts. In addition, for %S, (left panel) no further
corrections are found in the four larger Hilbert spaces obtained
by including the low-lying negative-parity states of “He (but
for clarity of the figure we omitted these latter >S) /; results).
In contrast, we find larger deviations on the 2p, /2 (central
panel) and % P; /2 (right panel) phase shifts, after inclusion of
the 070, 170, and 1~ 1 states for the firstand of the 27 0and 271
states for the second. These negative-parity states influence the
P phase shifts, because they introduce couplings to the s wave
of relative motion. Though also ;" = 1~ couples to £ =0
in the 3/27 channel, the coupling of the I =2~ states is
dominant for the 2 P; /2 phase shifts.

Figure 15 provides further evidence that the NCSM/RGM
SNP model space formed by nucleon-« binary channels with
the o particle in its ground and first 010 excited states is
sufficient to reach full convergence of the %S, phase shifts,
also in presence of the Coulomb repulsion between proton
and o particle. In the left panel, both n- and p-o N3LO results
show negligible dependence on the HO frequency, when varied
from 712 = 19 to 22 MeV. In the right panel, the latter phase
shifts and the corresponding Viow x and CD-Bonn 25, /2 Tesults
are compared to an accurate multichannel R-matrix analysis

of nucleon-o scattering. The overall best agreement with
experiment (which is quite remarkable for p-«) is obtained
for the CD-Bonn N N interaction, where the different behavior
of this potential near zero energy is favored by the data. The
N3LO phase shifts are not very dissimilar and reproduce the
R-matrix analysis starting from an energy of roughly 2 MeV.
The Viow interaction generates the largest deviation from
experiment. Although these are “residual” reflections of the
interaction details, otherwise masked by the Pauli exclusion
principle, it becomes evident that scattering calculations can
provide important additional constraints on the nuclear force.

A comparison to the R-matrix analysis of Ref. [40],
including > Py 2, 2 P32, and 2 D, partial waves, is presented in
Fig. 16. Here, the n-a (left panel) and p-o (right panel) phase
shifts were obtained with the N°LO NN potential, including
the first six “He excited states, as shown in Fig. 14. The
magnitude of the 2 D5, phase shifts, calculated (as the 2Sj/2)
in a NCSM/RGM SNP model space with ground and first 070
excited states of the « particle, is qualitatively reproduced. In
contrast, the P phase shifts present both insufficient magnitude
and splitting with respect to the predictions of the R-matrix
analysis. Although the inclusion of two more “He negative
excited states (first 071 and second 171) beyond the five
considered here could introduce small corrections, it is not
likely that they would explain the present discrepancy with

0 LN DL I R DL DL L R O T T T T T T LI T
28, | = 7Q=19Mev ' ) R
—— A0 =22 MeV FIG. 15. (Color online) N-o ~S,
phase shifts as a function of the relative
30 N3LO 7] kinetic energy in the c.m. frame, Ey,.
_ _ The NCSM/RGM coupled-channel cal-
2 2 culations include both ground and 070
by 60k p+ a(g.s., 070) - first excited states of the « particle, in a
Nmax = 17 model space. Left and right
panels show the frequency dependence,
n+ ag.s, 0°0) and a comparison to an R-matrix analysis
90 of data (+4) [40], respectively.
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respect to experiment of the 2p 2 and 2py /2 results. However,
by considering the sensitivity of these phase shifts to the
strength of the spin-orbit force, the inclusion of the NNN
terms of the chiral interaction would probably lead to an
enhanced spin-orbit splitting and recover the predictions of
the R-matrix analysis.

C.A=11

With the advent of experimental programs on exotic nuclei,
the description of weakly bound nuclei has become one
of the priorities of modern nuclear theory. As techniques
traditionally successful for well-bound nuclei struggle to
reproduce new phenomena observed in the radioactive-beam
facilities, the interplay of structure and reaction mechanisms
is now unanimously recognized as a prime element for a
successful description of weakly bound nuclei. Such interplay
is an intrinsic characteristic in the ab initio NCSM/RGM,
where bound and scattering states are treated in a unified
formalism. In this section we test the performance of our
formalism in the SNP basis for the description of one-nucleon
halo systems, and at the same time we show the versatility and
promise of the NCSM/RGM for the description of the structure
and reactions of p-shell nuclei.

Among light drip-line nuclei, !'Be provides a convenient
test of several important properties of neutron-rich nuclei. In
particular, the parity-inverted ground state of this nucleus, first
observed by Talmi and Unna in the early 1960s [41], represents
one of the best examples of disappearance of the N = 8 magic
number with increasing N /Z ratio.

The only previous ab initio investigations of the ''Be
low-lying states, consisting of large-scale NCSM calculations
with realistic NN potentials, were unable to reproduce this
phenomenon [42]. This result was partly attributed to the size
of the HO basis, which was not large enough to reproduce the
correct asymptotic of the n-'"Be component of the 11-body
wave function. At the same time the calculations performed
with the INOY (inside nonlocal outside Yukawa) N N potential
of Doleschall and co-workers [43] suggested that the use of a
realistic NN N force in a large NCSM basis might correct this
discrepancy with experiment.

The correct asymptotic behavior of the n-'Be wave
functions can be reproduced when working within microscopic
cluster techniques. Starting from a microscopic Hamiltonian
containing the Volkov N N potential [44], the Coulomb inter-
action, and a zero-range spin-orbit force [45], Descouvemont
was able to reproduce the inversion of the 1/2* and 1/2~ ''Be
bound states within the generator coordinate method (GCM)
[46]. However, the use of two different parametrizations of
the Volkov potential for positive- and negative-parity states
(chosen to reproduce, respectively, the experimental binding
energies of the 1/2% g.s. and 1/2 first excited state) was key
to this result. With a single parametrization for both parities,
the lowest energy is obtained once again for the 1/27 state, in
contradiction with experiment. The introduction of the tensor
force (missing in Ref. [46]) and the use of a richer structure
for the ''Be wave function could probably cure this problem.

A more complete bibliography on the "Be g.s. parity
inversion and the theoretical attempts to reproduce it can be
found in Refs. [42,46] and references therein.

Here, low-energy phase shifts for neutron scattering on
"Be and low-lying levels of ''Be are studied by means
of NCSM/RGM coupled-channel calculations with n-'"Be
channel states including the '°Be ground and 2, 27,
and IT excited states (corresponding to channel indexes

of the type v={11ay I]'T;; 11715 50} with o) 17Ty =
g.s.0%1, 1stex.2¥1, 2ndex.2*1, and Istex.171). The
NCSM !Be eigenstates, calculated for the first time in
Ref. [47], are obtained here in a Npy.x = 6 model space.
Correspondingly, the 11-body NCSM/RGM model space
iS Nmax = 6 and 7 for negative- and positive-parity wave
functions, respectively. To perform a direct comparison to
the NCSM results for ''Be [42] obtained using the CD-Bonn
NN interaction [39], we adopt the same nuclear potential and
optimal HO frequency, 72 = 13 MeV.

In Table VI, we present energies of the lowest 1/27F
and 1/2~ states of ''Be obtained in the NCSM and in the
NCSM/RGM calculations. Clearly, there is little difference
between the Np.x = 6/7 and Nyax = 8/9 NCSM results. The
1/2~ state is the ground state and the excitation energy of
the 1/27 state is about 3 MeV (or about 2.8 MeV above the
n-19Be threshold). The NCSM/RGM calculations that include
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TABLE VI. Calculated energies (in MeV) of the '’Be g.s. and of the lowest negative- and
positive-parity states in !'Be, obtained using the CD-Bonn N N potential [39] atiQ2 = 13 MeV. The
NCSM/RGM results were obtained using n + °Be configurations with Ny, = 6 g.5., 27, 25, and

17 states of 1Be.

Ninax ""Be "Be(} ") "Be(} ")
Eg4sA E Eth E Elh
NCSM [42,47] 8/9 —57.06 —56.95 0.11 —54.26 2.80
NCSM [42,47]* 6/7 —57.17 —57.51 —0.34 —54.39 2.78
NCSM/RGM* -57.59 —-0.42 —57.85 —0.68
Expt. —64.98 —65.16 —0.18 —65.48 —0.50

2Present calculation.

10Be g.s. and the three lowest calculated excited states @, 2; s
and 1) show little change for the energy of the 1/2~ state.
However, we observe a dramatic decrease (~3.5 MeV) of the
energy of the 1/2% state. In the NCSM/RGM calculations,
both the 1/2~ and 1/2% states are bound and the 1/2% state
becomes the ground state of ''Be. To understand the binding
mechanism of the 1/2% state, we evaluated mean values of
the relative kinetic and potential energies as well as the mean
value of the 'Be energy. The results are given in Table VII
together with the corresponding values obtained by restricting
all the kernels to the model space [i.e., by replacing the delta
function of Eq. (35) with its representation in the HO model
space]. The model-space-restricted calculation is then similar,
although not identical, to the standard NCSM calculation. In
particular, as in the NCSM one loses the correct asymptotic
behavior of the wave functions, which is otherwise guaranteed
in the NCSM/RGM. Because of the rescaling of the relative
wave function in the internal region when the Whittaker tail
is recovered, in the full NCSM/RGM calculation we observe
that both relative kinetic and potential energies are smaller in
absolute value. The drop is significantly more substantial for
the relative kinetic energy than for the potential energy. This
is the main cause of the dramatic decrease of the energy of
the 1/27" state, which makes it bound and even leads to a g.s.
parity inversion. Although we cannot exclude that the NN N
force plays a role in the inversion mechanism, it is clear that
a proper treatment of the coupling to the n-'"Be continuum is
essential in explaining the g.s. parity inversion.

Our calculated %S, n-'"Be phase shifts are displayed in
Fig. 17. We show results obtained with different number of
0Be states. The phase shift does not change significantly,
once the lowest 27 state is taken into account. A bound state
was found, however, already by using just the '°Be ground
state. We also calculated the S-wave scattering length. With

TABLE VII. Mean values of the relative kinetic and potential
energy and of the internal '°Be energy in the !'Be 1/2F ground state.
All energies in MeV. The NCSM/RGM calculation is as in Table VL.
See the text for further details.

NCSM/RGM (Teer) (W)  E["Be(gs.,ex.)] Eq
Model space 16.65 —15.02 —56.66 —55.03
Full 6.56  —7.39 —-57.02 —57.85

all four '°Be states (g.s., 2, 2;, and IT) included we found
a 28y, scattering length of +10.7 fm. This can be compared
to the value of 4-13.6 fm obtained in the GCM calculations of
Ref. [46]. In those calculations, the ! Be experimental binding
energy of 0.5 MeV was fitted. Our calculated binding energy
is slightly higher: 0.68 MeV. Correspondingly, our calculated
scattering length is smaller.

In Fig. 18, we show our calculated 2Ds;, n-'Be phase
shifts obtained using different number of '°Be states. In this
channel, we find a resonance below 3 MeV. To observe this
resonance, it is crucial to include at least the first 27 excited
state of '°Be in the NCSM/RGM calculations. The restriction
to just the '°Be ground state results in a smooth slowly rising
phase shift with no resonance at low energy. We note that
a resonance has been experimentally observed at ~1.8 MeV
with a tentative spin assignment (5/2, 3/2)* [48].

The results presented in this section demonstrate the
promise of the NCSM/RGM approach for applications to the
p-shell nuclei. A significant improvement in the description
of halo nuclei is achieved in particular when comparing
to the standard NCSM calculations. The 'Be and n-'°Be
calculations discussed here were obtained in a limited model
space. We will improve on this in the future by expanding
the model-space sizes similarly as we did for the A =4

O
230 n +'%Be 10Be states ]
A — gs.,27,25,17
i —— gs.2(,2;
-60 - — gs,2% =
— I g.s.
&0
S 90
<
-120
-150F
_180-....I....I....I....I....I....
0 0.5 1 1.5 2 2.5 3

Exin [MeV]

FIG. 17. (Color online) Calculated %S, n-'"Be phase shifts as a
function of E\,, using the CD-Bonn N N potential. The NCSM/RGM
calculation is as in Table VI. The obtained scattering length is
+10.7 fm.
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FIG. 18. (Color online) Calculated 2 Ds,; n-'Be phase shifts as a
function of Ey,, using the CD-Bonn N N potential. The NCSM/RGM
calculation is as in Table VI.

and A =5 systems. This will also allow us to calculate
reliably, for example, the P-wave scattering length predicted
to have a very large value [49]. For light p-shell nuclei, it is
presently feasible to perform calculations with Ny, ~ 12—16.
For heavy and mid- p-shell nuclei, it becomes possible to
employ the importance-truncated NCSM [50] to expand target
wave functions in large Np,x model spaces.

IV. CONCLUSIONS

We have presented in detail the NCSM/RGM formalism.
This is a new ab initio many-body approach capable of
describing simultaneously both bound and scattering states in
light nuclei, by combining the RGM with the use of realistic
interactions and a microscopic and consistent description of
the nucleon clusters, achieved via the ab initio NCSM. In
particular, we have derived the algebraic expressions for the
integral kernels for the case of a single-nucleon projectile,
working with both the Jacobi-coordinate and SD single-
particle coordinate bases. As the spurious c.m. components
present in the SD basis were removed exactly, in both
frameworks the calculated integral kernels are translationally
invariant and lead to identical results. Several analytical
as well as numerical tests were performed to verify the
approach, particularly by benchmarking independent Jacobi-
coordinate and SD calculations for systems with up to five
nucleons.

Among the applications, we presented results for neutron
scattering on *H, *He, and '°Be and proton scattering on >*He,
using realistic NN potentials. Our A = 4 scattering results
were compared to earlier ab initio calculations. We found that
the CD-Bonn N N potential in particular provides an excellent
description of nucleon-*He S-wave phase shifts. In contrast,
the P-wave phase shifts that we obtained with any of the
realistic NN potentials present both insufficient magnitude
and splitting with respect to the R-matrix analysis of the data. It
is anticipated that the inclusion of the N N N terms of the chiral
interaction would lead to an enhanced spin-orbit splitting, and
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recover the predictions of the R-matrix analysis. An important
topic of this work has been the investigation of the parity
inversion of the !'Be nucleus. Although we cannot exclude
that, for example, the N N N force plays a role in the inversion
mechanism, we have demonstrated that a proper treatment
of the coupling to the n-'"Be continuum leads to a dramatic

decrease of the energy of the %+ state, which makes it bound
and even leads to a g.s. parity inversion.

It is straightforward to extend the NCSM/RGM formal-
ism to include two-nucleon (deuteron), three-nucleon (triton
and *He), and four-nucleon (*He) projectiles. Further, it is
possible and desirable to extend the binary-cluster (A — a, a)
NCSM/RGM basis by the standard A-nucleon NCSM basis
to unify the original ab initio NCSM and NCSM/RGM
approaches. This will lead to a much faster convergence of the
many-body calculations compared to the original approaches
and, most importantly, to an optimal and balanced unified
description of both bound and unbound states. Extensions
of the approach to include three-body cluster channels are
also among our future plans, and the feasibility of such a
project is supported by recent developments on the treatment
of both three-body bound and continuum states (see, e.g., Refs.
[19-23]). In the NCSM/RGM a large HO basis expansion is
needed not just for the convergence of the target and projectile
eigenstates but also for the convergence of the localized
parts of the integration kernels. The recently developed
importance-truncated NCSM [50] makes it possible to use
large Np,x model spaces even for heavy p-shell nuclei and
beyond. Using importance-truncated target wave functions
within the NCSM/RGM formalism will allow us to reach for
scattering calculations on heavier nuclei the same level of
convergence obtained here for the A =4 and A = 5 systems.
The development of the two-to-four-nucleon projectile for-
malism, the unification of the NCSM/RGM with the standard
NCSM, which we name ab initio NCSM with continuum
(NCSMC), and applications of importance-truncated wave
functions within the NCSM/RGM are underway.
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APPENDIX A: JACOBI-COORDINATE DERIVATION
1.A=3

Continuing from Sec. II D1, where we have discussed the
exchange part of the norm kernel, here we complete the
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Jacobi-coordinate derivation of the integral kernels for the
A =3 (a = 1) system. For the notation we refer the interested
reader to Egs. (44)—(46).

As shown in Eq. (40), in the case of the “direct” potential
kernel one needs to evaluate matrix elements of the interaction
between the last two nucleons, (V(r,» — 13, 02037273)(1 —
1323)). It is therefore convenient to introduce two new Jacobi

coordinates,
- 211, . S
{1 = \/g[z(rz +173) — 71:| ;

&= %(72 —F3),

(AD)

(A2)

and switch to the HO basis states in which nucleons 2 and
3 are coupled together to form two-particle states of the
form (§20203r2r3|N2L252J2T2>, where N, and L, are the HO
quantum numbers corresponding to the harmonic oscillator
associated with ¢, and S,, J», and T are the two-nucleon
spin, total angular momentum, and isospin quantum numbers
of the (2,3)-nucleons couple, respectively. This task can be
achieved, for example, by continuing from the expansion of

n E ll@ VA B\ el Z T T1T2T3 1 - ]
[( o ) ’ < 12) ]J >< : < 12) >

Tl 3 A
} D (=85,
N

1
z
TT

<$1 12010203

= Z(—)%+TT1 T {

T

YN

1 1
Ll
<112 Y (NaLo, NL, Alné,mity, As
lzs
2 2 Nsz,NE
L 3J
X Z Z:ijg L2 Sz J2
T2 AZJ

X (£182010003 T G |[IN LT NaLa Sy s TolJ7T). (A3)

Here N, L, and J are the HO quantum llumbers corre-
sponding to the HO state associated with ¢; and the total
angular momentum of the first nucleon with respect to
the center of mass of the last two, respectively. Further,
(NaLy, NLC, An€,n1€y, A); are the general HO brackets
for two particles with mass ratio 3, which are the elements
of the orthogonal transformation between the HO states
(g1l (n1 €y, n€)A) and ($15|(NL, NaLo)A).

By combining the expansions of Egs. (46) and (A3) it
is possible to write the following expression for the A =3
“direct” potential kernel in the SNP basis:

VP (', r)
=23 Rue( DR, ) Y (6451 [ T{ 20y 1T
mes,
X Z <n1£15111T1|2(x111”‘T1)
I‘l[flj‘l

' / PUIPNRNIN
x (_)s +s+1,+11+1sislll/11 T{Tls’s
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(A4)

Finally, for the A =3 system, the “exchange” part of the
potential kernel resembles closely the exchange part of the
norm kernel and can be derived in a very similar way as
the latter. Indeed, besides different multiplicative factors,
Egs. (37) and (41) differ only in the presence of the interaction
between the second-to-last and next-to-last nucleons (the target
nucleons in this case), the matrix elements of which can
be easily calculated using the basis (44). Therefore, A =3
“exchange” potential in the SNP basis is given by

V', r)
= _22 Rn’l’(r/)RnZ(r) Z <nllgllsill/]—‘l/|2Ol/l11/7rl Tl/)
n'n ni0ys;
X Z (H1E1S111T1|2(1111711T1>

}11[151

xﬂﬁeywﬂ{

[SIE STE

11 ’ ’
R 5 5 81 U, Zs
XZAZZZ(—)A{fz }{ 7 }
AZ zZSl JEA
0 Z s L Z s L1 Z s
X{l //}Z{J EA}{]
3 hisi) az, 3 hisi

x (n'l', n\ ), AIN1Ly, nt, A);

x (M Lisi [T T |V (V281010011 0) |1 s L Th). (A5)

Note that this expression can be easily reduced to the exchange
part of the norm kernel by replacing V(¥/2&,010,7,72) with 1.

2.A>4

The expressions derived in this Appendix are valid for
systems with A >4 (a = 1).
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We start by deriving the simplest of the integral kernels
[i.e., the exchange part of the norm kernel (37)]. To this aim,
it is convenient to expand the (A — 1)-nucleon eigenstates
|A—1o 1" Ty) onto a HO basis containing antisymmetric
subclusters of A — 2 nucleons, that is,

|(Na—zia—nJaoTa—osna—1€a—1ja—1) i Th). (A6)

Here, the antisymmetric states |Ng_zig—2Ja—2T4—2) de-
pend on the first A —3 Jacobi coordinates of Eq. (13)
(&1,&,...,E4-3) and the first A —2 spin and isospin co-
ordinates; they are characterized by the total number of

|@;,") = Z <(NA2iA2]A2TA2; na-1la-1ja-hT

where (N4 _2ig—2Ja—2Ta—2sna_1€a—1ja—) 1 T1|A-1ay

11” 'Ty) are the coefficients of the expansion [25] of
the (A — l)-cluster eigenstates on the basis (A6),
and the sum runs over the quantum numbers

Nao,ia2,Ja—2, Ta—a,na—1,€a—1,and js_i.

. . 11
|: ((NAzlAzfAzTAz;nA15A1]A1) LTy 55) ST;M] J”T>,
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HO excitations, spin, isospin, and additional quantum num-
bers Np_2, Ja—2, Ta—2, and is_p, respectively. The basis
states (A6) are not antisymmetrized with respect to the
next-to-last nucleon, which is represented by the HO state
(a—204-1Ta-1|na—1€a—1ja—1), where na_1, €41 are the HO
quantum numbers corresponding to the harmonic oscillator
associated with £4_,, and j4_; is the angular momentum of
the (A — 1)th nucleon relative to the c.m. of the first A — 2.
In terms of the basis states (A6), the HO Jacobi channel
state of Eq. (22) for the (A — 1, 1) system can be written
as

A — 10[1[1711T1>

(AT)

According to Eq. (37), to obtain the exchange part of
the norm kernel we need to evaluate matrix elements of
the permutation corresponding to the exchange of the last
two particles, P4_; 4. The task can be accomplished by, for
example, switching to a more convenient coupling of the
nucleon quantum numbers:

. . 11
’ |:<(NA2lA2]A2TA2;nA1£A1]A1)11 Ty, 55) ST;n@i| J”T>

! S K Jio

= (—)fitiHtil lthK( MY TAS, L

X |[Na—zia—aJa—2;((na—1€a—1, n€)A SHKTJ™)

and observing that, as a result of the action of I3A_1,A,
tlle HO state (gA_zﬁA_ﬂ(nA_]EA_],nE)A) is changed into
(EAomih_tl(na—1€a_1,nl)A). (For a definition of the 12-j
symbol see Appendlx B.) The new set of Jacobi coordinates
E A2 and 7/, 4_ (obtained from SA » and 7j4_1, respectively,
by exchanging the single-nucleon indexes A — 1 and A) can
be expressed as an orthogonal transformation of the unprimed
ones. Consequently, the HO states depending on them are
related by the orthogonal transformation

(€1 T |(na1€a_1, nOA)

N2, r)

A,

Jja—1 La—r ¢ s

() m3))

(A8)

- ¥

NLNj1Laoy

(NL Ny La—t, Ana—ila—y, nl, A)aca—)

X (=) A=A E L i |(Nas1La1, NL)A),

where the elements of the transformation are the general HO
brackets for two particles with mass ratiod = A(A — 2). After
taking care of the action of P4_, 4 also on the spin and isospin
coordinates, one can complete the derivation and write the

following expression for the A > 4 exchange part of the norm
kernel in the SNP basis:

(A9)

= (A= D Rue Rt Y ((Nacain-adaaTazinls_€y_ja_DIT{|A=1a; 1 TY)

n'n
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X <(NA—2iA—2JA—2TA—2; na—tla—1ja—)L T, ‘A—l a Iy Tl)

1 -/ /
oon , sTax |, . — P Ja_1 Ja2 1
x Ty (=TT L 2 Jaoifact Byttt e 3 A2 22 AT 1
% T T/ ja-1 Z 1
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Oy % Ja Cast 5 Ja-i
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I
where the second sum runs over the quantum num- > I . -
: ; 1= —=Faq — Al2
bers Nao,ia2,Ja2, Ta—o, 0y €4 1u ja_i- a1, €a i, fa-i ﬁ(rA 1= Ta), (A12)

and j4—;. This expression was obtained by expanding the
12-j symbol of Eq. (A8) according to Eq. (B1) or (B1), and
summing over the quantum numbers S> and K,. Note that
the norm kernel is symmetric under exchange of primed and
unprimed indexes and coordinates.

‘We turn now to the derivation of the “direct” potential kernel
of Eq. (40). As shown in Eq. (40), in this case one needs to
evaluate matrix elements of the interaction between the last
two nucleons, (V(?A,1 — ?A, OA_104TA—1T4)(1 — ﬁA,LA)). It
is therefore useful to introduce two new Jacobi coordinates,

> 2(A -2
CA—2=\/¥|:

| A2
(Faz1 + A)_ﬁ ':|, (A11)

-

= (=) Taat T+S:K A Z i, ! Taa s }
; T
1,2 2 2

-
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X (&1 La—28A—101 - 04_104T1 - -

At this point, the expression for the “direct” potential kernel
can be easily derived by combining Eqs. (A6) and (A13), and

(E - Eaafia_101 04 104l[Na—sia—ada—2; (na_1€a_1, n€)A S))K]JT) <T|

Ly+L Ly A N
E =) K J (NoLy, NLC, Antl,na_1£a_1, A) 4
>

NoLy NLC

Ta-1Tal[Na—zia—2Ja—2Ta—2; (NL; N2 Ly Sy b T) K TR1J7T).

VD, L)

and switch to the HO basis states in which nucleons A —
1 and A are coupled together to form two-particle states of
the form (CA,laA,laA‘EA,l‘L’A|N2L252]2T2), where N2 and L2
are the HO quantum numbers corresponding to the harmonic
oscillator associated with £4_1, and S;, J>, and T are the two-
nucleon spin, total angular momentum, and isospin quantum
numbers of the (A — 1, A)-nucleons couple, respectively. This
task can be achieved, for example, by continuing from the
expansion of Eq. (AS8):

rTA-1TA

(7e3)m3))

A2

(A13)

observing that V4_; 4(1 — ISA,L 4) is diagonal in the quantum
numbers NA,QZ.A,Z JA72 TA,Q, NL‘, and S2 Jz Tzl
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3 S, K Jaio

’ : A LD D Y (NsLy NL A iy € . A) 4 (N2Ly, NL, Aln€,na—1la—r, A) 2
jac1 a1 X NLNjLyN>L
L L/z A’ L L, A )

X [1-— (—)L2+S2+Tz]<N2/L/25212T2|V(“/EQ'A_]GA_]UATA_ITA)|N2L252J2T2>’ (Al4)
S K L||S K &

where the summation runs over the quantum numbers
Na_o,ia—2,Ja—2,Ta—a,na_1,€s_1,and js_, as well as over
the corresponding primed indexes.

Finally, we discuss the derivation of the “exchange”
potential kernel [Eq. (41)]. The latter is a function of the
matrix elements on the Jacobi channel states [Eq. (A7)]
of the product of the PA,L 4 exchange operator and the
interaction between the (A — 2)th and (A — 1)th nucleons:
(@) T1Ps_1.a Vaaa1|®]T). Therefore one may proceed,
for example, by first evaluating the action of PA,L 4 on the bra

V', r)

(®77T|, and then the matrix elements of V4_5 41 between
the modified bra and the ket |®! 7). For the first step one
can utilize (as done before for the “exchange” norm kernel),
Eq. (A8). However, here, after the calculation of the action of
the exchange operator, it is convenient to perform the inverse of
the transformation of Eq. (A8) to return to the original coupling
scheme of Eq. (A7). Indeed, the interaction V4_5 4_; acts
on the (A — 1)-cluster states and is diagonal in the quantum
numbers 7, £, and s. The intermediate results resemble closely
the expression of the exchange norm kernel and read

= —(4 = DA =2 Y Ree )R ) Y (N aiha T aThainh oy DT A= 1 17T)

n'n

}((Nacaia—aJa—aTa—ina_ila—y ja—) I T1|A=Loy IV Ty) T Ty (=)' T {

x )

Jar Z 1

A s . PN Jact Jao I N Lat x Tai
jA_IJA_II{Ilﬁ/f(—)””“‘“ZAzzz(—)A{ e P ’

I zZ s

Nac1La1Ta- AZ
AU U
x 3 Lacy Z 5"y nl, NaciLazy, An'y €4, 08, A)aa-2)
£ s J

X ((N;\_zig_z-/;;_zT/;_z; NaiLas1Ta—)LTh | Va—2,4-1 |(NA—2iA—2JA—2TA—2; na—1fa—1ja-h Tl),

where the summation runs over both the primed and un-
primed sets of quantum numbers N ,, i) ,. Jy_ 5, T4_,,
Wy, Cy_qs jay and Na_p,iao, Ja—o, Ta—p, na—1, La—1,
Jja—1. Note that, by replacing V4_» 4—1 with 1, one correctly
recovers the exchange part of the norm kernel [Eq. (A10)]. For
the second step, that is, the evaluation of the matrix elements of
the interaction between the second- and next-to-last nucleons,
V(Fa_p — FA—1, OA—20A_1TA—2T4—1), We introduce two new
Jacobi coordinates, namely

A3
R 2(A =3) 1 .. 1 . R
Pa-3 =,/ A1 |:A——3 ;ri - E(VAfz +VA1):|

(Al6)

(A15)

and

N 1 . .
Pa—2 = E(VAfz —ra-1), (A17)

and switch to the HO basis states in which nucleons A — 2 and
A — 1 are coupled together to form two-particle states of the
form (IBA_ZO—A_ZUA_]TA_ZTA_] |n2£2S2j2l2>, where n, and £,
are the HO quantum numbers corresponding to the harmonic
oscillator associated with p4_,, and s», ja, and #, are the two-
nucleon spin, total angular momentum, and isospin quantum
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numbers, respectively:

-

(€ - Ea_3Es 201 -

OA-304-2T] "
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Ta—3Ta—2|(NaaiaaJa2Tassna1la_1ja—) i Th)

= Z(NA—3iA—3JA—3TA—3;nA-2£A—2jA-2||NA—ziA—zJA—zTA—z)(—)TH”' Ta_p(—)a2tiatlasth Jo oGy 5

o | Ja 3]A2-IAZ ot TA*
X ) Sainer |
:

$2)212

X (naly, nily, Ana—1€a—1,na—2ls—, A)a-1

3

>

X (€1 -+ PA—30A—201 - OA_204_1T] -

In deriving this expression, we have expanded the
(A — 2)-nucleon antisymmetric states |Na_zia—2Ja—2T4—2)
onto a basis containing an antisymmetric subcluster of
A — 3 nucleons, using the coefficient of fractional parentage
(Na—3ia—3Ja-3Ta-3; na—2€a—2ja-2lINa—2ia-2Ja-2Ts-2).
The summation is intended over the quantum numbers
Ny_3,ig—3,Ja—3,Ta—3,n4_2,£p2,and js_.

In this basis,which is not antisymmetric for exchanges of the
(A — 2)th nucleon, the antisymmetric |Ng_3ig—3J4—3T4_3)
states depend on the first A — 4 Jacobi coordinates of Eq. (13)
(&1,&2, - -+, €E4—4) and the first A — 3 spin and isospin coordi-
nates. Here N4_3, Ja—3, Ta—3, and i4_3 are the total number
of HO excitations, spin, isospin, and additional quantum
number characterizing the (A — 3)-nucleon antisymmetric
basis states, respectively. The second-to-last nucleon is
represented by the HO state (éA 304 2Ta 2l 2€a_2ja_2),

“TA—2TA—1|(Na—3ia—3Ja3Ta—3; (n1€1;n2las otr) Y1) 1 T1).

[STER ST

Ja-
1
5 £yl A
2 22
> A la §ia > ,
T tz } nlll,nzb 52 Y ]2
sy Y -

(A18)

where ns_, and £4_, are the HO quantum numbers
corresponding to the harmonic oscillator associated with
&a—3, and js_, is the angular momentum of the (A — 2)th
nucleon relative to the c.m. of the first A — 3 nucleons.
The summation in Eq. (Al8) runs over the quantum
numbers NA_3, JA_3, TA_3, iA_3, nap—2, ZA_Q, and jA—2-
Further,  (nalz, n1€y, Alna_ola_z, na—1€a_1, A)a—1)/(A-3)
are the general HO brackets for two particles with
mass  ratio =(A—1)/(A—-3), which are the
elements of the _orthogonal transformation between
the HO states (54 354—2|(ma—2€a—2,na-1€4-1)A) and
(Pa—3Pa—2l(n1€1, nal)A).

Itis now trivial to complete the derivation of the “exchange”
potential kernel by complementing Eq. (A15) with the follow-
ing expression:

(N _pih 2Ty 5Th s Naci Lac1 Ta— DD T1 | Vazo,a—1|(Na—ain—2Ja2Ta—asna—1€a—1ja—) 1 Th)

= Z(NA—3iA—3 Ja3Ta—330 0 5 ju ol INy_5ih 2T a2 Ta o) (Na—zia—3Ja—3Ta—35na-2€a—2ja—2|INa—2ia-2Ja—2Ta—2)

ATy Y A w s o a N
X (=)aariaatdaniat j o jaoda—1ja—1dy_pJa2Ty_,Ta E 85751 { .

JA-1

. aron | Ja=3 Jas Jh Ja—3 ja-2 Ja—2
Y Jar I Y LY

ZZZ nyly nily, MINa1 Lot )y o€ 5, M) szt
nity

nhth nats

Lo ) e o i _
X ) ] <n2£252]2t2|V(‘/EIOA—ZUA—ZUA—ITA—2TA—1)|n2£252]212>,
s2 Y jo 5o Y jo

Tas 3 Thoo Taz 3 Taza
52 jaty > T n }{% T, t }
,A—z % J'A_z Lo % JA-
} EA—I%..7A1 EAI%j
Moos Y PN 4

=1 {naby, nily, Alna—1€ay, na2€a2, A) sz

-3

(A19)
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where the summation runs over he quantum num-
bers Na—3,ia-3, Ja—3, Ta—3,na—2, a2, ja—2, W)y_5, Uy 5,
and j,_,.

For A=4 (a=1) the (A —2)nucleon states

INA—2ia—2Ja—2T4—7) are simply antisymmetric two-nucleon

PHYSICAL REVIEW C 79, 044606 (2009)

states of the kind [N2L2S2 o Th) characterized by a single
Jacobi coordinate (£;). Therefore, the transformation (A18)
is somewhat different for the four-nucleon system, leading to
an independent expression for the matrix elements of the V, 3
interaction term between the target basis states:

(NSLY S, 3Ty NS L3 T3 Ty | Vo3I N2 Ly Sa Ja Tos ns s j3) 1 T )

1 1 / 1 1
1 | I APV mo |23 T 33 D
— _[1 _ (_1)L2+52+T2]_ [1 _ (_1)L2+52+T2] (_1)52+S2J2/J2j3j3T2/T2 Z §§]22t22 ? 2 2 T 2
2 2 $2Jat 2 I 2 I
. . n 3 Js LY 5 i LY
X Z 72 Z 222 Ly 1 3 s G L 3 s
Y WA XLy, S % A L, S 1

X Y NS mbty niy N IN3Ls, N5LY, X)3(nala, niby, Alnsts, NaL, A)3

ni€y nhth natls

« 0y €y A
52 Y j2

Note that to recover the full expression for the A =4 (a = 1)
“exchange” potential kernel, it is sufficient to replace A with 4
in Eq. (A15) and combine the latter equation with Eq. (A20).

APPENDIX B: 12-j SYMBOL DEFINITION
The 12-j symbol of the first kind [51] is defined by
e h b c

} (nylh52 o1 | V(N2 02 03 T T3) 2 lasa o).

IS
s2Y

(A20)

— Z(_1)a+b+c+d+e+f+g+h+p+q+r+s—XXvZ {a b X }
cdp

X
cdX|])efX\|]|ghX
X e fq ghr bas

;’:’; {bfY}{aeY}
seyllarcllard

B

— Z(_ 1)2Y+a+b+e+f 72
Y

(B2)
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