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We introduce a new framework for studying clustering and for calculating « partial widths using ab initio
wave functions. We demonstrate the formalism for 2°Ne, by calculating the overlap between the '°O + « cluster
configuration and states in 2’Ne computed in the ab initio symmetry-adapted no-core shell model. We present
spectroscopic amplitudes and spectroscopic factors, and compare those to no-core symplectic shell-model results
in larger model spaces, to gain insight into the underlying physics that drives « clustering. Specifically, we
report on the o partial width of the lowest 1~ resonance in ?°Ne, which is found to be in good agreement with
experiment. We also present first no-core shell-model estimates for asymptotic normalization coefficients for the
ground state, as well as for the first excited 4+ state in 2°Ne that lies in a close proximity to the o + '°O threshold.
This outcome highlights the importance of correlations for developing cluster structures and for describing o
widths. The widths can then be used to calculate o-capture reaction rates for narrow resonances of interest to
astrophysics. We explore the reaction rate for the a-capture reaction '°O(a, ¥ )*’Ne at astrophysically relevant
temperatures and determine its impact on simulated x-ray burst abundances.
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I. INTRODUCTION

Modeling nuclear systems with cluster substructure rep-
resents a major challenge for many-particle approaches that
build on realistic interactions, such as those derived in the
chiral effective field theory (xEFT) framework [1,2]. The
earliest techniques for describing clustering use an underlying
assumption of clusters in a few-body framework with micro-
scopic interactions. For example, microscopic cluster models
(MCMs), such as the resonating group method (RGM) [3,4]
and the related generator coordinate method (GCM) [5], treat
all particles within localized clusters. These MCM approaches
have been used to study various reactions of astrophysical
importance, including the first studies of «-« scattering within
the RGM framework [6]. Studies of the Hoyle state in le
and « conjugate nuclei (that is, nuclei with multiples of two
protons and two neutrons) have been of a special interest. For
example, the antisymmetrized molecular dynamics (AMD)
[7] and fermionic molecular dynamics (FMD) [8] methods
have been used to study the '>C Hoyle state and its rotational
band, and both saw evidence of these states as an extended 3-«
cluster system. The THSR model [9] describes o conjugate
nuclei as condensates of o particles, and was used to describe
states in '2C, 1°0, and *°Ne (for a review of cluster models,
see Ref. [10]).

The microscopic cluster basis used in the RGM has a com-
plementary nature [11,12] to the Sp(3, R) symplectic basis,
with Sp(3, R) the underpinning symmetry of the microscopic
symplectic model [13,14], the no-core symplectic shell model
(NCSpM) [15-17], and the symmetry-adapted no-core shell
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model (SA-NCSM) [18,19]. A number of studies have taken
advantage of that relationship using a single SU(3) irreducible
representation (irrep) for the clusters'. In particular, this ap-
proach was used to describe the sub-Coulomb '>C + '2C
resonances of 2*Mg [21] of particular interest in astrophysics
[22], and overlaps between symplectic and cluster states for
a conjugate nuclei [23,24] which have been used to compute
spectroscopic amplitudes [25-27]. These studies have shown
that some of the most important shell-model configurations
can be expressed by exciting the relative-motion degree of
freedom of the clusters. Further, they have indicated that
an approach that utilizes both the cluster and symplectic
bases proves to be advantageous [28], especially because the
model based on the cluster basis only, for clusters without
excitations, tends to overestimate cluster decay widths and
underestimates E2 transition rates [29].

In this paper, we outline a new many-body technique
for determining challenging o widths and asymptotic nor-
malization coefficients (ANCs), with applications to 20N,
by using ab initio SA-NCSM wave functions. The formal-
ism builds on the complementary nature of the symplectic
basis and the cluster basis. The SA-NCSM is ideal for ad-
dressing cluster substructures, as it enables the reach of
intermediate-mass nuclei and large model spaces by ex-
ploiting the symmetry-adapted basis [19]. We compare the

'The deformation-related SU(3) group is a subgroup of the sym-
plectic Sp(3, R) group, which preserves an equilibrium shape and its
rotations and vibrations [19,20].
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outcome to results from the NCSpM with an effective many-
nucleon interaction, which can reach ultralarge model spaces,
and has achieved successful no-core shell-model descriptions
of low-lying states in deformed A = 8 — 24 nuclei [16,30],
and in particular, the Hoyle state in 12 and its first 27
and 4" excitations [15,17,18]. There was recent progress in
ab initio descriptions of a-cluster systems, e.g., Green’s func-
tion Monte Carlo (GFMC) method with applications to the
a-cluster structure of ®Be and !>C, along with electromag-
netic (EM) transitions [31,32]; the nuclear lattice effective
field theory (NLEFT) with applications to the Hoyle state
energy and the astrophysically relevant o-o scattering prob-
lem [33-35]; and the hyperspherical harmonics (HH) method,
with applications to giant resonance modes in *He [36]. Of
particular note are recent developments that combine RGM
with configuration-interaction methods [37,38], as well as
with ab initio no-core shell model and SA-NCSM [39-42].

Specifically, we provide first results of the « partial width
of the first excited 1~ state in the well-studied, highly clus-
tered 2°Ne system, starting from ab initio calculations of
the A-body system. While the present framework is gen-
eral, as a first step, we assume here that each of the two
clusters, « and '°O, has a single equilibrium shape with
suppressed vibrations. We focus on the 5.79-MeV 1~ ex-
cited state in 2°Ne, which dominates the a-capture reaction
rate for the '°O(a, y)*Ne reaction at astrophysical tem-
peratures. The natural width of the 1~ resonance is known
[43], and because the state decays entirely through o emis-
sion, the natural width is the o partial width. We note that
partial widths are not directly measurable, and extraction
is (to larger or smaller extent) model dependent. The «-
cluster structure (through the a + '°O partitioning) of 2°Ne is
very well studied. From a theoretical perspective, particular
attention was paid to whether the low-lying positive- and
negative-parity rotational bands in 2°Ne are a pair of inversion
doublet rotational bands of o + 'O [44,45]. Early experi-
ments have determined spectroscopic factors through fitting
data from transfer reactions, specifically, '°O(°Li, d)?*°Ne and
its inverse reaction 2’Ne(d, °Li)!°0, to distorted wave Born
approximation (DWBA) calculations [46—49]. A more recent
study re-analyzed this data within a coupled-channel Born
approximation framework to reduce ambiguity in the fitting
procedure because of uncertainty in the °Li optical model
potential [50]. Experimental methods are moving away from
the use of spectroscopic factors to extract information about
clustering and the « partial widths; some instead use a method
that extracts o partial widths through the ANCs, a technique
that was first formulated for and applied to single-particle pro-
jectiles [51,52]. It has since been applied to both the a + '2C
cluster structure of 190 [53,54] as well as to the « + '°O clus-
ter structure of 2°Ne [55], to achieve exceptional agreement
with the accepted value of the width.

The present outcomes indicate pronounced clustering as-
sociated with an excited 1~ state in 2°Ne, as well as less
pronounced clusters in the ground state, in agreement with
previous results [56,57]. The calculated 1~ « partial width,
with its uncertainties, is found to be in good agreement with
the experiment [58], given that no parameters have been
adjusted in this study. The resulting deviation between the

»
»

FIG. 1. Ilustration of the coordinates used in the formalism: 7;
are the particle coordinates in the laboratory frame; R’ and R” are
the center-of-mass coordinates of the individual clusters, R is the
center-of-mass coordinate of the A-body system; Z,« are the relative
coordinates with respect to R. The relative separation of the clusters
is 7(,4_,,),,1.

theoretical and experimental values is examined in x-ray burst
(XRB) simulations. For this, we use the width to estimate
the largest direct contribution to the '°O(a, y)*°Ne reaction
rate at the astrophysically relevant energy regime. Indeed,
we find almost no difference in the XRB abundance pattern
when one uses the experimental width or the calculated width.
Hence, this method is important to estimate reaction rates
for reactions of astrophysical significance that are difficult
or impossible to measure. For example, a work in progress
focuses on the *O(w, y)'°Ne reaction, which was suggested
to have the highest impact on XRB nucleosynthesis [59].

II. MANY-BODY THEORETICAL FRAMEWORK

For a system of A particles, the set of laboratory coor-
dinates is denoted as 7, ..., 74. A two-cluster system, with
an (A — a)-particle cluster and an a-particle cluster separated
by Fa_a.q, can be divided into two distinct sets of laboratory
coordinates, 7, ..., Fa_q and F4_q11, ..., 4 (see Fig. 1). The
centers of mass of the two clusters (ﬁ/ and R”) and the com-
posite system R, along with the distance between the clusters
TA—q,q are given as

1 A—a 1 A

R = YRR == > F (1

A—a i=1 @ Aa+

A - N

R 1 (A —a)R + aR"
R=Y =" 2)

A P A

FAaa =R'—FR. (3)

The derivations in this work are based on relative coordinates
with respect to the center-of-mass (c.m.) of the A-particle
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system,
G=7—R )

The two_clusters can be written in terms of relative coor-
dinates ; = {1,.. {A _q and I; = {A u+1’ .. {A, respec-
tively. Note, from Egs. (2) and (4), that Zi:l Ei =0, so that
there are only A — 1 independent relative coordinates. The
translationally invariant two-cluster system is fully described
by the relative coordinates,

i=1{a,..., La1). )

CA—a> CA—atls - o s

The cluster system is defined for a channel v, which is
given by the spin and parity of each of the clusters v =
{a,d, I, a’, I'"""} (the labels a, o', and a” denote all other
quantum numbers needed to fully characterize their respective
states), and a partial wave [, or the orbital momentum of the
relative motion of the clusters, and has a good total angular
momentum and parity J*, given by the coupling of the total
angular momentum / of the clusters to /.

A. Resonances

The partial width of a resonance state corresponding to
the emission of an a-particle cluster with relative angular
momentum [ is given by [60,61]

2
x 2
Ta(r.) = 2P(re) o [rulj)”(r)]r:rc, (6)
where
mag—qaMmg
—a,a = ., 7
HA—aq, I @)

is the reduced mass of the system with m, being the mass
of the a-particle cluster, and my_, being the mass of the
(A — a)-particle cluster. P;(r) is the Coulomb penetrability,
ruf;l(r) is the spectroscopic amplitude (sometimes called the
“formation amplitude” [60]), and the separation distance r,
between the two clusters is the channel radius. Equation (6) is
based on a well-established R-matrix theory [62], where the
channel radius r, is the separation distance, at which the inte-
rior nuclear wave function and exterior, Coulomb-dominated,
wave function are matched. The new feature in this study is
a novel approach to calculating the spectroscopic amplitude
ru’},(r) within a many-body no-core shell-model framework
(Sec. I1C).

The partial width can also be written through the reduced
width,

2

h T
T L) . ®)

2
Yo(re) =
Ve ZMA—a,a c

as [',(r.) = 2P;(rc)yf,(rc), where the penetrability is driven
by the Coulomb force at large distances, while the reduced
width yvzl (r.) contains information about the wave function
at small distances. Experimental studies often report a unit-
less reduced width, relative to the Wigner limit yv%,(rc) =
3K%/2ur? [63]:

0%(re) = v (ro) /v (ro). 9)

The norm of the spectroscopic amplitude,

o0
SF = / |l ()| ar, (10)
0

is called the spectroscopic factor.

The Coulomb penetrability P;(r) is determined by
H;"(ng, kr), the outgoing spherical Hankel function solution
to the Coulomb equation defined by the Sommerfeld parame-

ter ng = ZAZ,# for two clusters of charge Z4 _, and Z,,,
P(r) & (11)
1(r) = —F—7——,
\H (g, kr)[?
where the momentum k corresponds to the positive energy in
2
the center-of-mass frame £ = ZZA—’iZ

B. Bound states

For bound states, the exterior wave function is given by an
asymptotically decaying Whittaker function:

Wfr] J+3

Here, kg = \/—2u1a—a4E/h, for a negative energy E, and

Zp—aZalth—-aa®”
ng = % is the associated Sommerfeld parameter.

The observable ANC (C;) determines the amplitude of the
exterior wave function at large distances r, so that the exterior
bound state wave function is written as [64]

¢1{‘17[Y ext( ) - CUI[ —NB, l+%(2KBr)- (13)

1 2kgr)r — o0 (2xpr) e ", (12)

The ANC can be determined through matching the exterior
wave function with the interior bound state wave function,

¢l " (r) = Craly (r), (14)

where Ci; is the norm of the interior wave function, and in
R-matrix theory, for" |ru5,(r)|2dr': 1. Because the complete
(interior + exterior) wave function must be normalized to
unity, the norm of the interior contribution is given as

Ci =1 (CV,,)/ |w_ BHl(zKBr)\ dr.  (15)

c

Matching the interior and exterior solutions at the channel
radius r, yields the following expression for the ANC:

< ) _ w_,, l+1(2/<3r)|
" ralp ol
/ w_,, ,+1(2K3r)| dr. (16)

We emphasize that determining accurate ANCs with this
equation often requires a large r. to ensure the accurate treat-
ment of the interior wave function, which may be impractical
for ab initio or microscopic models. Alternative ways to calcu-
late ANCs based on a method with a faster ANC convergence
are discussed in Refs. [65,66].
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C. Spectroscopic amplitudes

As discussed above, determining either the resonance par-
tial width (6) or the ANC of a bound state (16) requires a
calculation of the spectroscopic amplitude. The spectroscopic
amplitude is given through the overlap of the composite A-
particle state W4y and the cluster state. For the partition into
a- and (A — a)-particle clusters, with intrinsic wave functions
V(a and Ya_,), the spectroscopic amplitude ru’;,(r) is given
by (see, e.g., [60,65])

uyry =3 cl / a7
Mim

CJ M

a,1m @re Clebsch-Gordan coefficients and

where
WM (7) = / P @)

x A[{wil @) < v @)

VY S = Faaa)]-

(18)

In the cluster wave function, the operator A ensures that par-
ticles are properly antisymmetrized among the two clusters.

The § function depends on the relative distance between
the clusters and can be expanded in HO wave functions (with
HO frequency /i€2) for the relative motion of an effective
single particle with a reduced mass (7), which implies the
use of a HO constant by) = \/i/1ta—q 4S2. The expansion is
given in the HO radial functions R,;,,(r) (with n/m denoting
the HO shell number, orbital momentum, and its projection,
respectively):

8(F = Fa—aa) = D Ry (")Yim PRy (ra—a.a)Yirm (Pa—a.a).

nl'm’

19)

Using this and inserting f ¢§00(ﬁ)¢000(ﬁ)d3R =1 for the
center-of-mass wave function ¢, —o/.,, —0m.., —o(R) that is in
the lowest-energy HO configuration, Eq. (17) becomes

Wy = 3 Ry(r) / PEPRWEM E oo (B)]]
n

x AL sl @) x il @)Y
X an(7A—a,a)¢ooo(ﬁ)]JnM

=Y Ry(r)((A)al"M|@1™, "I ), nl; J* M),
n
(20)

where  Xnim(Fa—a,a) = Ryi(ra—a,a)Yim(Fa—a,a) is the relative
motion of the two many-body clusters at a separation dis-
tance defined by the particle coordinates ¢ (3). The wave
functions of the composite A-particle system and the cluster
system are given with an explicitly separable center-of-mass
contribution ¢ (ﬁ). This is important because the wave func-
tion of the A-particle system is solved here in the no-core
shell model, where spurious center-of-mass excitations are
removed through a Lawson procedure. The resulting final

eigenfunctions are each exactly factorized to a c.m. contribu-
tion, which is in the lowest HO energy, and an intrinsic wave
function.

Equation (20) provides a transition from the many-body
framework to a few-body description, that is, ru’;,(r) now
describes the relative motion wave function for a two-body
system. It is determined through a many-body overlap that
contains all the information about the nucleon-nucleon in-
teraction and the dynamics of the A-particle system. The
procedure to calculate this overlap within a symmetry-adapted
framework is discussed next.

D. Spectroscopic amplitudes with a
symmetry-adapted (SA) basis

We use a composite A-body state, calculated in the
symmetry-adapted (SA) basis based on the SU(3) symmetry
[67,68] and Sp(3, R) symmetry [13,14] (we leave out specific
details to Ref. [18] and references therein; see also [69,70]).
The advantage is that using symmetries simplifies the calcula-
tion of the overlap without any loss of generality. In addition,
we show that, if each of the clusters is described by a single
equilibrium shape with suppressed vibrations, the calculations
greatly simplify to a simple recursive procedure.

We can further refine the channels, by specifying the addi-
tional quantum numbers for the clusters as a’ = '@/’ (L'S")
and a” = a"w"k"(L"S"), where o' = N/ (A, i, ) are the U(3)
quantum numbers with total HO excitations N/ and SU(3)
deformation-related (A/ u ) (for notations, see [18]). The
quantity &’ is a multiplicity in angular momentum L’ for
a given (A’ '), S’ denotes intrinsic spin, and o’ is the set
of the remaining additional quantum numbers (likewise for
a”). For a single channel, the A-body state is projected onto
two localized clusters given by a single SU(3) configuration
(equilibrium shape) and a relative motion that is allowed
any excitations; for systems that require clusters with mixed
shapes, multiple channels need to be considered. For com-
pleteness, we note that the relative motion wave function
respects the U(3) symmetry and is described by a single U(3)
irrep 77(77 0)9 that iS, Xnl = Xn(noyl-

The composite A-particle wave function in Eq. (20) is
expanded in the symplectic basis. For example, for a single
symplectic irrep, with a = o (LS) and coefficients ¢ calcu-
lated in the no-core shell model:

[(A)ao (LS)J™ M) = Z Copwxrldonpwk (LS)J*M), (21)

npwk

where 0 = N,;(Ass) denotes the bandhead (equilibrium
shape) for this irrep; @ = N, (Ay L) is given by the coupling
of the bandhead o to a number of symplectic raising operators
ACO), symmetrically coupled to n = N, (A, ). The p and k
are multiplicity labels [we have dropped the label “(A)” on
the right-hand side for brevity of notations]. This is general-
izable to a number of symplectic irreps, however, typically a
single symplectic irrep accounts for a significant portion of the
wave function, often as much as 70%—-80% [19,71]. The wave
function for the A-particle system can be computed using any
many-body formalism, as long as it is ultimately expanded in
symplectic basis states |conpwk (LS)J"M).
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Using Eq. (21) and through coupling of the clusters to good
quantum numbers wckc(L:Se)! (with o, = o’'o'S'a”0”S" p.),
followed by coupling to the relative motion quantum numbers,

the expression for the spectroscopic amplitude in Eq. (20) can
be rewritten:

J

L s r
o= Do) T syl 8 Plotianetioss, S uff 5]
n pewckcLe LC SC I pwkL
x (=) TS o Le; MO |k L), Y Cupunct. (@0 npwrk LML |(ctewe; n( 0)) peo LML), (22)

=Ny Ay tn)

where the channel v, for a single symplectic irrep is now identified by

V= {O[GS; Ol/a)/K/L/S/IUT/;Ol”a)//K”L//S//I//ﬂN}, (23)
Iy = +/2X + 1, and the double-bar coefficients are SU(3) reduced Clebsch-Gordan coefficients [72]. Note that the overlap
(axonpwk LM} |(xcwc; n(n0))pwk LMp) does not depend on My and that both cluster and symplectic states are normalized
(normalization coefficients are discussed below). Calculating this overlap within a microscopic framework is nontrivial. In this
study, we use a recursive procedure, as discussed next.

We assume that the SU(3) configuration of each of the two clusters is the bandhead of a symplectic irrep, that is, the B©?
symplectic lowering operator annihilates it, BC?|a’w'x’'(L'S')['"™ M) = 0 (and similarly for the second cluster). While this
condition can be relaxed if necessary (Appendix B), it implies that 2/<2 excitations within the o symplectic irrep (N,, — N, + 2)
are equivalent to exciting the cluster relative motion by 242 (n — n + 2), without having any effect on the clusters. Hence, if
the overlap in Eq. (22) is known, the overlap for the 1 + 2 relative motion can then be calculated, as prescribed in Ref. [23],
through the relation,

D (=) ULongw(02); wopol; n1p) (| BO? |no) AQk (no, wos n, )] {aranopowo Aol (ctewe; no(no 0))powo Ao)

no

= /dim(ng 0)U[w(no 0)w(02); wopol; (n0)1p] {@onpwA|(acwe; n(n0))pwA)
(with 1y = Ny, (Ano uno), Ny =N, +2, andno =n+ 2), 24)

for each pgwoAg (using A = kLMy). Note that all powoAg
configurations are known for a given N,, within the o sym-
plectic irrep. This recursion is defined for a base case n =
0(00) (implying N, =0, p = 1, and w = 0),

(aon =000 0)pa)A|(acwc; nmin(nmin 0)),00)A> =1, (25)

with fmin = Ny — (N, + N/ —3/2), where N/ and N/ are
the total HO quanta for the clusters, and N, is defined as
the total HO quanta minus 3/2 to remove the spurious c.m.
motion in the symplectic state [16]. In Eq. (24), the U[...]
symbol is an SU(3) Racah coefficient [73], analogous to the
6-j symbol for SU(2). The dimension of (A ) is denoted
with dim(x ) = (A 4+ (1 + D(A 4 p + 2). Although we
retain Ag and A in the overlaps, it should be noted that the
overlaps are independent of these labels.

Note that for given N, powolo, there could be
several configurations that differ by (A, u,,), that is,
lo Ny (WY W powno o), 0N (AL W) poworo), ..,
while in some cases there is a single (A, itn,) and Eq. (24)
becomes a simple recursive formula. These cases are of
special interest, and will be the ones considered in this study.

Both symplectic and cluster states in Eq. (24) are nor-
malized. The symplectic states are normalized through the
use of the K matrix [14,74,75]. Although the X matrix is
not diagonal in general, in the limit of large o, it reduces to
diagonal [74,76]. For the diagonal matrix element, we adopt

(

the notation,
AQk (no, wosn, w) = Qg (ng, wo) — Lk (n, w), (26)
with /C-matrix coefficients given by [14]

3

1 .
Q. ) = 7 ) [20] =5 + 8w — ) = 2j2w; —n))].
j=1

@27

where n; = N”+2’3\”+“", ny, = N”_’\;"L“”, and N”_)‘g_z‘“‘ (the w;
are similarly defined for N,, Ao, Me). The normalization for
the cluster states was previously derived. For cluster systems
comprising an o particle and a heavy fragment, with total
particle number 12 < A < 24, the normalization is available
in Ref. [77]. Other selected cases are available in [26].

The antisymmetrization of the cluster wave function can
be straightforwardly calculated in the overlap in Eq. (20)
because the A-particle wave function is already antisym-
metrized, yielding a factor that depends only on A — a and
a. Because this factor remains the same for each N,, it prop-
agates through the recursive procedure down to the base case
and is absorbed in the overlap (25).
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III. RESULTS

The formalism is demonstrated for 2°Ne, which is a well-
known cluster system. In particular, the excited 1~ state,
5.79 MeV above the ground state, is understood to be close to
a pure «-cluster state. This level is at energy £ = 1.06 MeV
above the a + '°0 threshold, which corresponds to the energy
in the c.m. frame of the cluster system, or 1.33-MeV labora-
tory kinetic energy of «, given by Ejyp = (”“fn“]—:m’)E :

In this study, the A-particle wave function is calculated
using two many-body frameworks: (1) the microscopic NC-
SpM that uses the symplectic Sp(3, R) basis [15], and (2)
the ab initio SA-NCSM [18]. The ab initio SA-NCSM is
a no-core shell model using realistic nucleon-nucleon (NN)
interactions within either the SU(3) symmetry-adapted basis
[78] or the Sp(3, R) symmetry-adapted basis [18,19].

The NCSpM and SA-NCSM models have yielded energy
spectra and observables (radii, quadrupole moments, and E?2
transitions) for light- and intermediate-mass nuclei in close
agreement with experiment [16—19]. Both models differ in
the interactions they use. The NCSpM uses a many-nucleon
schematic interaction, expressed in terms of the Q - Q inter-
action, that is long range in nature and preserves the Sp(3, R)
symmetry. When this interaction is used in the Sp(3, R)-based
SA-NCSM, it yields results identical to the ones of the NC-
SpM. However, the symmetry properties of the NCSpM allow
for calculations within a single Sp(3, R) irrep that can be
further expanded to very large Np,x. In this way, it can accom-
modate corresponding ultralarge model spaces beyond what
can be achieved by no-core shell-model calculations. For ex-
ample, for Nya = 8and J™ = 0%, 2%, and 4%, the 2°Ne model
space has 3.8 x 10'0 basis states and is currently inaccessi-
ble. The SA-NCSM with the SU(3) basis provides solutions
in a selected model space with dimensionality of 1.1 x 108,
while the SA-NCSM (or the NCSpM) for the leading (8 0)
symplectic irrep uses only 219 basis states. For the ground
state, the NCSpM utilizes 527 basis states in Nya.x = 22. The
NCSpM model spaces that extend to high Ny, ensure that
collective and spatially expanded clustering modes are fully
developed and associated observables converged, whereas in
SA-NCSM calculations, these modes are often well but not
fully developed and, importantly, related observables are on a
good converging trend that, in turn, allows for extrapolations
(as shown below). In addition, the SA-NCSM can utilize
any interaction, including those derived in the chiral effective
field theory. These interactions include both short-range and
long-range physics, and are often fitted only to the nucleon-
nucleon (NN) or three-nucleon systems. While they include
richer physics and allow for mixing of symplectic irreps, it is
remarkable that, in many nuclei, only a single symplectic irrep
was found to dominate [19].

For SA-NCSM calculations, we use the NNLOgy chiral
potential [79]. To distinguish between the two bases, the re-
sults presented here are denoted as “SA-NCSM/SU(3)” and
“SA-NCSM/Sp(3, R),” respectively. For the SU(3) basis, we
make the approximation that a given SU(3) basis state belongs
to only a single symplectic irrep, ignoring a small mixing
of additional symplectic irreps. For example, we have shown
that for the 2°Ne ground state, calculated in the ab initio

SA-NCSM with Ny.x =8 and AQ =15 MeV, 70% of
the wave function is described with just the leading o =
Ny (Ao o) = 48.5(8 0) symplectic irrep [19].

In addition, the wave functions show that there are a
few states within the irrep that typically contribute the
most (see also [16]), so that we can consider only the
stretched-coupled states, which are the most deformed states
and the next most deformed states in the irrep. Namely,
for a given N,, the most deformed states are (A,, w,) =
(N, 0) and (Mg, ) = (A + N, 1y ), and the next most
deformed states are (A, w,) = (N, — 4, 2) and (A, Ue) =
(Ao + N, — 4, s + 2). By keeping only the most deformed
and second most-deformed contributions to the wave function,
we retain 99% of that irrep (the wave functions can be easily
renormalized to ensure a norm of 1). In the present study,
this set of contributions is used for all 2°Ne wave functions,
properly normalized to 1, which, in turn, simplifies the overlap
calculations (24) to a recursive procedure.

From these many-body calculations, we determine the
coefficients ¢,pur in Eq. (22), whereas the overlap is calcu-
lated using Eq. (24). This yields the spectroscopic amplitudes
ul},(r), which determine ANCs and « widths. The norm of
the cluster state is taken from Ref. [77]. The channels v are
defined for o = 36(00) and I’ = 0% for °Q, and o’ =
6(00) and I"™" = 0F for *He, implying that w. = 40.5(00)
and Npin = 8 for the 0, 2, and 4] states in 2ONe (or min = 9
for the 17 state). The use of these cluster states recognizes that
the (00) state (closed-shell configuration) contributes about
90% to the “He wave function, and about 60% (SA-NCSM)
to 90% (NCSpM) for 160 (see also Ref. [80] using a different
interaction).

Although « partial widths for states close to the threshold
are not generally directly measurable in experiment because
of very low cross sections at astrophysically relevant energies,
the natural width of the 2°Ne 1~ state is known to be 28(3)
eV [43,58]. There is a nearby 3~ state at 5.62 MeV above
the ground state (0.89 MeV above the o + 150 threshold)
that should typically be treated in a coupled-channels frame-
work with the 17 state. However, both states are very narrow,
especially the 37 state, and, as their coupling is negligible,
they can be treated in separate single-channel calculations.
Calculations for the 3™ state are left for another study.

In all calculations shown here, we take the experimen-
tal energy for the threshold, resonance, and bound states. A
self-consistent calculation of the energy requires a number of
large-scale calculations of all three systems (the composite
system, the A — a cluster, and the a cluster) to determine
converged thresholds and energy differences for each of the
two clusters, which is outside the scope of this work.

A. Bound state wave functions and resonance
spectroscopic amplitudes

We study the cluster structure of the *’Ne ground state,
using the R-matrix theory, that is, Eqs. (13) and (14) and
matching near the effective range of the interaction (Fig. 2).
For these figures, r. is chosen so that the calculated ANC
is maximized, which coincides with convergent results for
the SA-NCSM, discussed in Sec. III B. As mentioned above,
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FIG. 2. Wave function of the / =0 o + 'O for the *’Ne
ground state (A2 = 15 MeV), calculated in the ab initio Ny, =
8 SA-NCSM using an Sp(3,R) basis [red, labeled as “SA-
NCSM/Sp(3,R)”] and an SU(3) basis [gray, labeled as “SA-
NCSM/SU(3)”], and in the Ny, =22 NCSpM (dotted black).
Results are reported for a single symplectic irrep, o = 48.5(8 0) (see
text for details). The interior and exterior contributions to the wave
function are indicated with solid and dashed lines, respectively. (In-
set) The same “SA-NCSM/Sp(3, R)” wave function but compared to
its spectroscopic amplitude ru’};, prior to matching to the Whittaker
function and normalizing to one (dotted red).

the ANCs (16) ensure that after matching, the entire wave
function is normalized to 1. In addition, they require that the
spectroscopic amplitude is normalized to 1 in [0, r.), which
we impose on the uﬁl(r) that is calculated using Eq. (22)
and is shown in Fig. 2 (inset, dotted curve). While match-
ing improves the wave-function tail, the overall changes are
not large. Further, the results obtained using the SU(3) basis
to compute the ’Ne ground state are nearly indistinguish-
able from the results using the Sp(3, R) basis with a single
symplectic irrep for the same Ny.x = 8 and A2 = 15 MeV.
This implies that the predominant contribution to each SU(3)
state is indeed coming from the leading symplectic irrep,
hence, this assumption used in the SU(3)-based calculations
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(a)

is reasonable. To guide the eye, we compare to the NCSpM
wave function in larger model spaces Ny.x = 22 and with
hQ2 = 15 MeV (Fig. 2). The result is very similar to the SA-
NCSM calculations, suggesting that the bound-state physics
is reasonably described already within Ny, = 8 model
spaces.

In a similar fashion, we study the 1~ resonance in 2°Ne
near the  + '°0 threshold [Fig. 3(a)]. Again, matching is
done for a value of r, that yields a maximum partial width
I'y, which coincides with convergent results for the SA-
NCSM, as discussed in Sec. III B. To illustrate the matching
formalism, we show results for the 2°Ne 1~ SA-NCSM
wave function calculated in a comparatively small Nyx =
5 model space, where the symplectic-based results use the
leading o0 = 49.5(90) irrep. The close agreement between
the “SA-NCSM/SU(3)” and “SA-NCSM/Sp(3, R)” spectro-
scopic amplitudes further confirms that the assumption used
in the SU(3)-based calculations is reasonable.

We note that, because the 1~ state in 2°Ne is a resonance,
the wave function is not expected to decay in the asymptotic
regime as it does in the ground state case; rather, the exterior
resonance wave function has oscillatory behavior, as shown
in the inset in Fig. 3(a). In this exterior regime, the form of
the spectroscopic amplitude is determined by the spherical
Coulomb-Hankel functions Hl+(77, kr). Without matching to
the Coulomb-Hankel functions, the spectroscopic amplitude
is significantly changed [see Fig. 3(a), red dotted curve].
Matching, therefore, is of integral importance to obtaining the
correct asymptotic behavior, whereas many-body descriptions
that properly account for spatially extended configurations
are key to obtaining the interior behavior, which, in turn,
determines widths.

Further, we study the dependence on the model parameters,
Nmax and A2 [Fig. 3(b)]. For example, for Q2 = 15 MeV,
the spectroscopic amplitudes for Np,x = 7 and Nyax = 9 are
nearly indistinguishable [see the solid gray and dashed green
curves in Fig. 3(b)]. In addition, while the results for the

NCSpM: hQ = 15 MeV
0.8 Q=17 MeV\,,".---/

1 S

[P0 =13 MeV

(b)

FIG. 3. Spectroscopic amplitudes for the [ = 1 o + '°O at energy E = 1.06 MeV, calculated from the lowest 1~ state in 2’Ne. Results
are reported for a single symplectic irrep, o = 49.5(9 0) (see text for details). (a) The 2’Ne wave functions are calculated using the ab initio
SA-NCSM [with SU(3) basis (gray) and Sp(3, R) basis (red)] with Ny, = 5 and 722 = 15 MeV. Interior and exterior (real part) components
are shown with solid and dashed lines, respectively. For the Sp(3, R) case, we show the spectroscopic amplitude without matching to the
Coulomb-Hankel functions (dotted red), and the asymptotic oscillatory behavior of the real part of the wave functions (inset). (b) The composite
20Ne wave functions are calculated using the SA-NCSM/SU(3) with Ny = 9 [AQ2 = 13 MeV (dash-dotted blue) and 15 MeV (solid gray)],
Niax = 7 [ = 15 MeV (small-dash green) and 17 MeV (large-dash red)], and NCSpM with N,,x = 23, 72 = 15 MeV (dotted black).

044608-7



A. C. DREYFUSS et al.

PHYSICAL REVIEW C 102, 044608 (2020)

largest model space under consideration exhibit some %2 de-
pendence, the spread is not significant. The main effect is that
the surface peaks are slightly shifted toward larger separation
distances for smaller /2 values. To guide the eye, we again
include the spectroscopic amplitude computed using the 2’Ne
NCSpM 1~ wave function in larger model spaces Np,x = 23
and with 7Q2 = 15 MeV [Fig. 3(b), black dotted curve]. The
NCSpM spectroscopic amplitude is matched at a larger radius
(meaning the associated I',, is maximized for a larger radius),
compared to the ab initio SA-NCSM/SU(3) iQ2 = 15 MeV
spectroscopic amplitudes. Nonetheless, it is interesting that
the NCSpM tail coincides with the one obtained from the
hQ2 =13 MeV SA-NCSM. All of the spectroscopic ampli-
tudes in Fig. 3(b) have small inner peaks, compared to a
relative large and broad surface peak (the largest peak on
the right), and these features are slightly more exaggerated
in the NCSpM spectroscopic amplitude. In comparison to the
20Ne ground state (Fig. 2) for the same /<2, the 1~ resonance
exhibits slightly smaller inner peaks and wider surface peak
associated with surface clustering, in agreement with cluster
model outcomes [27,57].

The shapes of the cluster wave functions for the ground
state and 1~ state [Figs. 2 and 3(b)], including the asymp-
totics, agree reasonably well with GCM cluster wave func-
tions [57], and even models that have been specifically
tailored to describe cluster states [56]. For example, in com-
parison to the results in Ref. [57], the 712 = 13 MeV results
exhibit only slight differences that consist of larger inner
probabilities and peaks shifted to larger separation distances,
as well as a longer tail of the 1~ resonance. This suggests
that the shell-model wave functions are able to describe the
spatially extended clusters, while providing a slightly larger
spatial overlap of the two clusters because of shell-model
configuration mixing.

Although a large spectroscopic factor cannot be used as
the sole indicator of clustering [27], for completeness we
report spectroscopic factors for the 1~ resonance of *°Ne,
using Eq. (10), for each of the spectroscopic amplitudes in
the largest SA-NCSM model spaces shown in Fig. 3(b). We
calculate spectroscopic factors of SF = 0.73, 0.76, and 0.80
for nQ2 = 13, 15, and 17, MeV, respectively; the SA-NCSM
estimate for A2 = 13 MeV also agrees with the NCSpM
spectroscopic factor. These values are larger than a spectro-
scopic factor of SF < 0.344, calculated using a simple cluster
wave function [81].

B. « partial widths and ANCs

The o partial widths ', are determined using Egs. (6) and
(22). In general, the partial widths depend on the model space
parameters (Nyax and /€2) through the use of the ab initio
SA-NCSM ?°Ne wave functions in Eq. (22), while the match-
ing to the exterior wave function introduces a dependence
on the channel radius r.. For the 1.06-MeV 1~ resonance,
we find that the partial width strongly depends on k2 and
the channel radius in small model spaces, whereas the de-
pendence tends to decrease for increasing Np.x (Fig. 4). In
particular, the 72 = 13 MeV results in Fig. 4(a) show a clear
pattern toward convergence, and for Np,x = 7 and Npax = 9,
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[} ,_;.4" "\..‘ .... =
L 4 = TS \ Nmax_9
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3.8 4.0 4.2 4.4 4.6 4.8 5.0
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(b) Q2 =15 MeV
12
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%\ 8
R R
[ 4 e
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(c) hQ = 17 MeV

FIG. 4. « partial width T, as a function of the channel radius r,
for the 1~ resonance at 1.06 MeV (relative to the '°0 + o threshold)
in 2’Ne. The ?’Ne wave functions are calculated using the ab initio
SA-NCSM [with SU(3) basis] (blue) and NCSpM (gray x) for in-
creasing Np,x model spaces and with (a) 22 = 13 MeV, (b) A2 = 15
MeV, and (¢) 72 = 17 MeV. The extrapolation (black) is determined
with Shanks transformation on the N« = 5, 7, and 9 data.

the partial width is nearly independent of both Np.x and
the channel radius for r, = 4.6-5 fm. Similarly, the /2 =
15 MeV results [Fig. 4(b)] are on a convergence trend but
indicate that larger model spaces are needed. In contrast, the
h2 = 17 MeV results in Fig. 4(c) are clearly not converged
yet. This suggests that the case of Q2 = 17 MeV requires
much larger model spaces to account for the physics that is
already present at 2 = 13 MeV and 15 MeV for the same
Nmax. For these reasons, the 72 = 17 MeV case is excluded
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from the Np,x = 9 analysis and from the extrapolation pro-
cedure described below. Note that for the same Ny,x, smaller
A2 values imply smaller ultraviolet (UV) cutoff (that resolves
the high-momentum components of the interaction) and larger
infrared (IR) cutoffs (the size of the coordinate space in which
the nucleus resides) [82]. Hence, the convergent results at
h2 = 13 MeV suggest that to account for the physics of the
resonance, spatially extended model spaces are imperative,
which tracks with the nature of a cluster system.

In addition, ultralarge model spaces are accessible in the
NCSpM. The NCSpM results for Ny, = 23 [Fig. 4(b)] may
serve as a guidance for the convergence of the ab initio SA-
NCSM results for 12 = 15 MeV. We note that the NCSpM is
an effective approach and the value of 72 is fixed based on
self-consistent arguments, which, in turn, was shown to yield
a close agreement to experimental observables, such as ener-
gies, quadrupole moments, E2 transitions, and radii in *°Ne
[16]. The present results reveal another remarkable outcome,
namely, the maximum of the NCSpM width coincides with the
extrapolated SA-NCSM width [Fig. 4(a)], as discussed next.

To report a parameter-independent width, we use the
Shanks transformation [83,84] on the Ny, =5,7, and 9
data for both the 72 = 13 MeV and A2 = 15 MeV results
that are on a converging trend. With increasing Npax, the
fastest convergence is observed for 222 = 13 MeV, for which
the width flattens around r. = 4.6-5 fm (the fastest conver-
gence indicates that there is an optimal /<2 value, where
the convergence of results—and the associated extrapolated
estimate—is achieved at comparatively lower Ny.x, whereas
lower or higher /2 values require larger model spaces to
yield the same estimate). Hence, this is the r, region where
we perform extrapolation for both values of /2. While the
extrapolation for 72 = 13 MeV is essentially independent of
the channel radius (see black data in Fig. 4), the one for
h2 = 15 MeV becomes unstable for larger r,, indicating that
larger model spaces are needed to attain the level of conver-
gence necessary for the extrapolation. In such cases, as a result
of the missing correlations in the model spaces considered,
the extrapolation may yield lower estimates, as in Fig. 4(b).
Using the r.-independent part of these extrapolations, we
report a value of I'y, = 10(3) eV for the « partial width of
the 1~ resonance, with uncertainty given by the variation
in Q2. Given that no parameters are fitted to nuclear data
in this study, this estimate agrees reasonably well with the
', = 28(3) eV width determined from experiment [43]. We
note the importance of collective correlations, as evident in
Fig. 4(a) for the r.-independent region, namely, there is a large
increase in the o width as one goes from the Ny,.x = 3 model
space with suppressed correlations to Np,x = 9.

The calculated « partial width is associated with a unitless
reduced width of 912 = 0.61(6). This compares reasonably
well with previous GCM estimates of 912 > 0.54 [81] and 0.54
at a channel radius of 5 fm [85], although a number of previ-
ous MCM results report a smaller reduced width 67 < 0.45
[86].

For the ground state of ’Ne, the ANC (16) characterizes
the overall scale of the long-range A-particle wave function
in the / = 0 '°0 4 o channel. The >°Ne ground state is cal-
culated in the ab initio SA-NCSM [with SU(3) basis] with
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FIG. 5. ANC (Cy) for the *’Ne ground statein the / = 0 '°0 + «
channel as a function of the channel radius r.. The *’Ne ground state
is calculated using the ab initio SA-NCSM [with SU(3) basis] (blue)
and NCSpM (gray x) for increasing N, model spaces and with
(a) 2 = 13 MeV, (b) A2 = 15 MeV, and (¢) 72 = 17 MeV. The
extrapolations (black) are determined with the Shanks transformation
on the N,.x = 6, 8, and 10 data.

different values of /2. The ANC shows similar dependence
on the parameter 72, as in the case of the o partial width,
although the ANC results for all three /€2 values are clearly
either converged or nearly converged with respect to Npax
(Fig. 5). As the Nyax = 8 and 10 data are nearly indistinguish-
able, we use the Shanks transformation on the Ny, = 4, 6,
and 8 data for Q2 = 13 MeV and /2 = 15 MeV and for
r. = 4.3-4.8 fm, to report a parameter-independent value for
the ANC, as well as to provide confirmation of convergence
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FIG. 6. '°O(a, )**Ne reaction rate (in cm*mol~'s~") through
the 1.06-MeV 1~ resonance in 2°Ne determined with Eq. (28) as a
function of the temperature (in GK). The reaction rate determined
with the extrapolated « partial width ', = 10(3) eV derived from
ab initio SA-NCSM wave functions [red, labeled as “SA-NCSM
/SU(3)”] is compared to the database reaction rate (blue). The error
in the database rate is given by the thickness in the curve.

with Np.x. The range of channel radii considered provides a
channel-independent region for the fastest convergence of the
ANC with Ny« [Fig. 5(a)]. This yields an extrapolated ANC
of Co = 3.4+ 1.2 x 10’ fm~!/2 for the 2°Ne ground state in
the / =0 'O 4 o channel, with uncertainty given by the
variation in A€2.

Similar to the 1~ width, it is interesting to note the agree-
ment between the NCSpM and SA-NCSM results for Cy. In
particular, the Ny, = 22 NCSpM results for Q2 = 15 MeV
yields an ANC of Cy = 3.3(1) x 10 fm~!/2, with uncertainty
given by the ~6% variation in r, [Fig. 5(b)]. In the Ny,x = 14
NCSpM, we also compute the ANC for the excited 4.25-MeV
47 state in 2°Ne to be C4 = 34(1) x 10° fm~!/2. We find C4 to
be much larger than Cp, but we note that the 4% state is only
0.48 MeV below the o + 'O threshold.

C. Reaction rate and XRB abundances

Using the narrow resonance approximation, reaction rates
are given by

Na(ov), — 1.539 x 10"
(Ha—aaTo)?
with the resonance strength defined as
2J, +1 |
Qe +1DH2J,+1) T

We compute the temperature-dependent (7 in GK) contribu-
tion to the '°O(a, y )*°Ne reaction rate through the 1.06-MeV
1~ resonance in ’Ne (Fig. 6). The reaction rate takes as input
the reduced mass ps—,4 (7), resonance strength (wy ), and
resonance energy E, in MeV. Note that the resonance strength
(wy), 1s dependent on the spins of the two clusters, J, = 0
and Jisg = 0 (or J4_), as well as the spin of the narrow
resonance, J, = 1. In addition, the resonance strength requires
the o partial width Ty, which we compute here, and the y
decay branching ratio I",, /T". This branching ratio is presently

e HLO0SE /Ty 100y (28)

(wy)r = (29)
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FIG. 7. The difference between the initial mass fractions of the
neutron star and the mass fractions 24 h after the burst begins, based
on the MESA XRB simulation that uses the database reaction rate
(blue circles) and the reaction rate derived from ab initio SA-NCSM
wave functions, shown in Fig. 6 (red x). All isotopes in the network
with mass differences greater than 107'° are shown, and we label
some isotopes of interest. The inset shows a detailed look at the
abundance pattern for isotopes of H, He, Mn, and Fe.

extracted from experiment [58], namely, we adopt I, /T" =
1.9 x 107*, but can be determined within this framework
through SA-NCSM (or NCSpM) electromagnetic strengths.
Because the branching ratio I'), /" and the resonance energy
E, are kept constant for the two calculations, the differences
in the reaction rates shown in Fig. 6 reflect the differences
between the experimental and calculated « partial widths.

Using this reaction rate as input to the Modules for Exper-
iments in Stellar Astrophysics (MESA) code suite [87-91],
we are able to determine the impact on the abundance pattern
produced during an x-ray burst (XRB) event using reaction
data determined from ab initio wave functions (Fig. 7). The
MESA release [89] includes a model for an XRB with a
constant accretion rate and consistent burning across the entire
surface of the neutron star, based on GS 1826-24 [92], also
known as the “clocked burster” [93]. This model is designed
for a nuclear network of 305 isotopes, including proton-rich
isotopes up to '9’Te, but is also stable for a nuclear network
of 153 isotopes. We use the 153-isotope nuclear network,
which includes isotopes up to **Fe. MESA includes all known
reactions involving these nuclei, with reaction data taken from
the Joint Institute for Nuclear Astrophysics (JINA) REACLIB
database [94].

We examine the mass fractional abundances (i.e., masses
given as a fraction of the total mass of the star) for a 24-h
period after the burst begins, for the theoretical rate (Fig. 6),
as compared to the database reaction rate. In this time frame,
the system undergoes a number of bursts, but is sampled in a
quiescent phase after a burst. The overall abundance pattern is
relatively unchanged, except for a slight decrease in burning
of the 'H and “He fuels, which translates directly to a decrease
in production of iron and manganese isotopes. This does not
appear to be related to an overall change in the production
of 1°0 or 2°Ne, but does appear to slightly change the abun-
dances of some other intermediate-mass nuclei, particularly
308i, 348, and *¥Ar, all of which have increased production
with the change in the 160 (, )*°Ne rate. Because of the
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slight reduction in the calculated reaction rate, o particles
are apparently not burning as efficiently. As a result, some
intermediate-mass nuclei are more abundant, while the pro-
duction of Fe and Mn is reduced, but the overall pattern is only
slightly affected. This means that theoretical predications that
use ab initio wave functions are now possible and could pro-
vide reasonable estimates for astrophysically relevant reaction
rates that cannot be measured.

IV. CONCLUSION

In summary, we have outlined a new formalism for es-
timating o partial widths and ANCs from ab initio wave
functions. We demonstrate the formalism in a study of the
160 + « cluster structure of 2°Ne, through inspection of the
relative motion wave functions of the clusters within the 2’Ne
ground state and the 1] resonance. For the first time within a
no-core shell model framework, we determine the « partial
width for the 1.06-MeV 1~ resonance of o + '°O from ab
initio SA-NCSM calculations of the 2°Ne states, and show it is
in good agreement with experiment. We predict the ANC for
the 2°Ne ground state as well as for the 4.25-MeV 4] state. We
highlight the importance of correlations in developing cluster
structures.

Although the results presented here focus only on the
1%0(ar, y)*°Ne a-capture reaction, the theory is not limited
to spherical clusters as 160 and to « clusters. Indeed, the theo-
retical framework is fully applicable to single-particle clusters
(e.g., for studies of radiative proton capture), deuterons, and
heavier clusters (the '>C + 'C cluster system). The formal-
ism is readily extensible to a number of generalizations, such
as (1) including vibrations in addition to the equilibrium shape
to describe each of the clusters, (2) introducing more than one
symplectic irrep, or several equilibrium shapes and their rota-
tions and vibrations, to describe the composite system, and (3)
including multiple channels with different orbital momenta
and spins of the clusters.

To illustrate the direct value of these calculations in as-
trophysics simulations, the calculated partial width is used
in an initial exploration of XRB nucleosynthesis. Because
the '°O(a, y)*°Ne reaction rate is dominated by the contri-
bution through the 1~ resonance at XRB temperatures, the
calculated width is used to characterize this contribution. In
a MESA simulation of XRB nucleosynthesis, we find almost
no difference on nuclear abundances as compared to the XRB
simulation results when the experimental rate is used. This
means that the present method, starting with ab initio wave
functions and without any parameter adjustments, enables rea-
sonable predictions for astrophysically relevant reaction rates
that cannot be measured. In some cases, these estimates may
represent a large improvement over existing database entries.
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APPENDIX A: SYMPLECTIC LOWERING OPERATOR

The symplectic lowering operator 8(02) can be written in
terms of the dimensionless HO raising and lowering operators,
bj(1 0 — }(rx j —ipx;)and b(o D , respectively (similarly for y
and z), for each particle j in anA particle system. The position
and momentum coordinates of the j particle in the laboratory
frame are 7; and j;, respectively (see Fig. 1).

The lowering operator is written for the relative coordinates
Z (see, e.g., Refs. [16,18])

1 A
{b; x
2; !

B(O 2)( )

It is obvious that the first sum can be divided into two sums,
based on the particles in each cluster, and hence, 85&2)(?) =

BLDF) + BY ().
We intend to show that BE{)BZ) can be written as

(02) 02)
BAB c + BAB rel’

BYY(@) = Bf,f)(?) + B + B (aaa),  (A2)

that is, a term that acts on the two clusters, and a second term
that acts only on the relative motion between the two.

The coordinates 7 = {F,...,74—q} and F =
{Pa—a+1, ..., 74} are the laboratory frame coordinates for
the particles in each of the two clusters. Applying Eq. (A1)
to each individual cluster, the A-particle lowering operator in
Eq. (A1) becomes

BY (@) = BYY (@) + B (@)
+ 85&2)(13/) + 85&2)(13//)

BL(@) = bily, = f Z{b x by,

s,t=1

BYP(R). (Al)

02) _
By, =

—BYY(R).  (A3)
With BX)BZ)(E/ )and Bﬁ?;)(g ") that act on the clusters, and using
B (Fp_aa) = BYP(R) + BOP (R — BEO(R),  (A4)

which utilizes Eq. (A1) for two effective particles with lab-
oratory frame coordinates R’ and R”, we obtain Eq. (A2) for
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the lowering operator in relative coordinates for the A-particle
system.

APPENDIX B: OVERLAP OF CLUSTER AND
SYMPLECTIC STATES

The spectroscopic amplitude in Eq. (22) is dependent on
the overlap,

(with A = «kLM}) between a symplectic wave function for
the A-particle system and a cluster wave function for the
two-cluster system comprising an a-particle cluster and an
(A — a)-particle cluster (we omitted the dependence on the
additional quantum numbers « and «., because the derivation
is independent of them). Our aim is to determine a recur-
sive expression for the overlap, so that, e.g., the term with
n HO total excitations in the relative motion is determined
directly from the overlap for n — 2 excitations, as prescribed

in Ref. [23]. To achieve this, we use the symplectic lowering
operator Bﬁ&z)(;), which lowers a symplectic state by two HO

O = (onpwA|(we;n(n0))pwA), BD excitations, acting on the cluster state:
|
B2 (@03 n0(10 0))powo o) = Y |(@c; y)pwA), (@ ) pw A By [(wco; 10(10 0))powo Ao), (B2)
wewy pwA

where we have introduced the completeness relation for the cluster basis on the right-hand side. Projecting this onto a symplectic
state and inserting the symplectic basis completeness on the left-hand side, we obtain the desired overlap relation between states
with N, and N, = N,,, — 2:

> tonpwA|BY? o nopoweAo) (070p0w0 Aol (@eo; 70(10 0))poo Ao)

no

= > {(@e; 0)p@AIBY (@03 n0(10 0)powo Ao} (o npw Al (we; wy)pwA), (B3)

wew,

where we have used that the overlap is nonzero only when the {pwA} labels on both sides of the overlap are equal. Hence,
we have an expression that relates the matrix element of the symplectic lowering operator in the symplectic basis to the matrix
element of the same operator in the cluster basis. To use the overlap relation, these matrix elements need to be derived, as
discussed next.

To determine the matrix element of the symplectic lowering operator in a cluster state, we need to consider the coordinates in
which the lowering operator is written. In the relative coordinates used by the NCSpM, the lowering operator can be separated
into two pieces: a lowering operator that acts only on the clusters BE\OEZ; and a lowering operator that acts only on the relative

motion coordinate Bf:iel (see Appendix A). Using this, we can rewrite the matrix element of the lowering operator in the cluster
basis into two terms,

((we; 0)po ABYL? (@03 n0(n0 0))powoAo) = Y (wehe; 0y AglwA) weo Aco; (0 0) Ay, lwo Ao)
AchyAyy Ay

02
X [(wcAc|35\B,)c|wc01\c0>5w,,.(no0)5/\”1\"0

+ @y Ay 1BYZ) 1 110(10 0)A 1) 8reins S e g ]+ (B4)

BT

For clusters with suppressed vibrations, described by the bandhead of a symplectic irrep, Bf;)cla)CAC) =0, and so only the
second term is nonzero. While this is the case we consider here, the present formalism can be generalized by using both terms in
Eq. (B4). The second term represents the action of the symplectic lowering operator on the relative motion. After reducing the
matrix element on the left-hand side using the SU(3) Wigner-Eckart theorem [72], and collecting reduced Wigner coefficients
into an SU(3) Racah coefficient U [72], Eq. (B4) is expressed simply as

((@e; @) p|| BO?|| (0,: 10 (10 0)) powo) = (@, 1BO1110(110 0)) Sy U e (100)(0 2); wopo 15wy 1 p]. (B5)
This is nonzero only when w, = 19 — 2(190 — 2 0) and p; = pp = 1 [see Eq. (12) in Ref. [74]), with [23,95]:
(no — 20 — 2 O)IBG 1m0 (10 0))1 = /dim (17 0). (B6)

Returning to Eq. (B3), the matrix element of the symplectic lowering operator between the symplectic states on the left-hand
side can be expressed as [96]

(onpoA|BY? (onopowo o) = (=)~ U [0nga(02); wopo1; nl pl{woAo: (02)AglwA)[AQk (noao, ne)]' (nl| BO?||no),
(B7)

where the non-normalized reduced matrix element (n| B2 ||ng) is computed using the expressions in Table I of Ref. [97], and
the normalization is introduced through the diagonal part of the & matrix [74,76], as outlined in Egs. (26) and (27). Substituting
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Egs. (B7) and (B5) back into Eq. (B3), we obtain the relation in Eq. (24) for determining the overlap between cluster and

symplectic states.
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