Supplemental Materials

Lattice interactions

For our LO lattice calculations we use a spatial lattice spacing a = (100 MeV)~! = 1.97 fm and time lattice step
a; = (150 MeV)~! = 1.32 fm. Our axial-vector coupling constant is g4 = 1.29 as derived from the Goldberger-
Treiman relation, the pion decay constant is f; = 92.2 MeV, and the pion mass is M, = Mo = 134.98 MeV. For the
nucleon mass we use m = 938.92 MeV, and the electromagnetic fine structure constant is agy = (137.04)~1. We don’t
consider any isospin-breaking terms other than the Coulomb interaction in these LO calculations. We use og with
S =1,2,3 for the Pauli matrices acting upon spin, and 7; with I = 1,2, 3 for the Pauli matrices acting upon isospin.
We will use lattice units where the quantities are multiplied by the appropriate power of the spatial lattice spacing
a to make the combination dimensionless. We write oy for the ratio a;/a. We use the notation Z y to denote
the summation over nearest-neighbor lattice sites of n. We write > (n’n); O indicate the sum over nearest neighbor
lattice sites of n along the i*} spatial axis. Similarly, we define > ((n’n)); 38 the sum over next-to-nearest-neighbor

lattice sites of n along the " axis and Z . as the sum over next-to-next-to-nearest-neighbor lattice sites of

(n’ n)))
n along the i*" axis. Our lattice geometry is chosen to be an L3 periodic lattice, and so the summations over n’ are
defined using periodic boundary conditions.

For each lattice site n on our lattice and real parameter syr,, we define nonlocal annihilation and creation operators

for each spin and isospin component of the nucleon,

ant.(n) = a(n) + s, Z (1)

(n’ n)

aly,(n) = af (n) + snr Z (2)

(n’ n)

For spin indices S = 1,2, 3, and isospin indices I = 1,2, 3, we define point-like densities,

p(n) = a' (n)a(n), 3)
ps(n) = a' (n)[os]a(n), (4)
pr(n) = a(n)[rr]a(n), (5)
ps.1(n) = al(n)[os ® rla(n). (6)

For spin indices S = 1,2, 3, and isospin indices I = 1,2, 3, we also define smeared nonlocal densities,

px(n) = aly (n)anw(n), (7)
psxL(n) = aly (n)[oslany (n), (8)
pr(m) = aly (n)[rrlane (n), (9)

ps.1NL(D) = IT\IL(H)[US ® 7rlant(n), (10)

and smeared local densities for real parameter sy,,

pr(n) = a’(n)a(n) + s, Z af(n')a(n’), (11)
ps(n) = a'(n)[osla(n) + st Z a(n’), (12)

(n’ n)
prL(n) = af(n)[r7]a(n) + s, Z af (n')[r7]a(n’), (13)
ps.rL(n) = a'(n)los @ 77lan) + s, > al(n')[og @ m/]a(n’). (14)

(n’ n)

The nonlocal short-range interactions are written as

VNL——Z pnL(n)pNL(n INLZ praL(n)prne(n) (15)



while the local short-range interactions are

c C
V=53 () + 5 psnmpsi(m)
n n,S

—i—CIT’LZ:PI,L( n)prL(n) : +CSQIL > tpsinm)psiL(n): (16)

n,l n,S,I

The :: symbol indicates normal ordering, where the annihilation operators are on the right-hand side and the creation
operators are on the left-hand side. As described in previous work [1], we take special combinations of the four local
short-range operator coefficients so that the interaction in odd partial waves vanish completely. For our work here,
we also make the strength of the local short-range interactions equal in the two S-wave channels. As a result, we have
only one independent coefficient, cs 1, = cr1, = cs,11 = —%CL. In future work it may be useful to consider relaxing
this condition.

The one-pion exchange interaction has the form

2
Vorg = —897’;‘2 > ipsa(@)fes(n’ —m)psi(n) :, (17)
™ n’,n,S’,S,1

where fg/g is defined as

eXp —1iq - n — Il) - waQ]QS’QS
fsrs(n'—n) = LSZ RV : (18)

and each lattice momentum component ¢g is an integer multiplied by 27 /L. The parameter b, is included to remove
short-distance lattice artifacts in the one-pion exchange interaction. It results in better preservation of rotational
symmetry and will be especially useful at smaller lattice spacings [2]. The Coulomb interaction can be written as

« 1 1
VCoulomb = . : Z[p(n/) + pl:S(n/)]d(

2 n’ —n)

[p(n) + pr=3(n)] ;, (19)

n’,n

where d(n’ — n) is the shortest length of n” — n as measured on the periodic lattice, and we define the value of d at
the origin to be % Our notation pj—s refers to the I = 3 isospin component of p;. We use a free lattice Hamiltonian
[1] of the form,

49
Hfree = % aT ( Z Z

nz(nn

Z Z 180mz Z ' (20)

n,i ((n'n)); n,i (((n'n)));

For interaction A at LO, the lattice Hamiltonian is
Hp = Hpree + VNL + VoPE, (21)

with sy, = 0.07700, ent, = —0.2268, cr N1, = 0.02184, and b, = 0.7000. These parameters are determined by fitting to
the low-energy nucleon-nucleon phase shifts and the observed deuteron energy. For the corresponding LO + Coulomb
interactions, we simply add Vioulomb t0 Ha-

For interaction B at LO, we have

Hp = Hpee + Vn1, + V& + Vorrg, (22)

with snr, = 0.07700, sy, = 0.8100, enr, = —0.1171, ¢; w1, = 0.02607, ¢, = —0.01013, and b, = 0.7000. For the
corresponding LO + Coulomb interactions, we simply add Viooulomb to Hp. These parameters are determined by
fitting to the low-energy nucleon-nucleon phase shifts, the observed deuteron energy, and the low-energy alpha-alpha
S-wave phase shifts.

We should clarify that the *He energy is not used to fit the parameters of interactions A and B. However we do
observe a strong correlation between the alpha-alpha S-wave phase shifts and the shape of the *He wave function
tail. This has the resulting effect of driving the *He energy close to the physical value when we tune the parameters
of interaction B to the alpha-alpha S-wave phase shifts. The parameters of interaction A are determined by starting
from the parameters of interaction B, setting the local short-range interactions to zero, and then tuning the coeflicients
of the nonlocal short-range interactions to the nucleon-nucleon phase shifts and deuteron energy.



Nucleon-nucleon scattering

We use the spherical wall method to calculate lattice phase shifts [3, 4]. We use the improvements recently introduced
in Ref. [5]. Let |n) ® |S,) be the two-nucleon scattering state with lattice separation vector n and z-component of
total intrinsic spin S,. We define radial coordinates on the lattice by grouping together lattice mesh points with
the same radial distance to define radial position states and project onto states with total angular momentum J, J,
in the continuum limit. Using spherical harmonics Y o, with orbital angular momentum ¢, ¢, and Clebsch-Gordan
coefficients CZ ’e‘i 5.5, We define

J,J . J,J N
M7= > Ol s Yo (8)d, nn) ® [S2), (23)
nt.,S.

where 0, || is a Kronecker delta function that selects lattice points where [n| = r. This angular momentum projection
allows us to calculate partial-wave phase shifts on the lattice as in Ref. [5].

As described in Ref. [5], we impose a hard spherical wall boundary at some large radius Ry, and a smooth auxiliary
Gaussian potential in front of the wall, which we call V,,x(r). For our calculations here we use Ry, = 15.02 lattice
units. The auxiliary potential has the form

Vaux (1) = Vp exp [—(7’ — RW)Z] , (24)

with adjustable coefficient V; that is used to probe different values of the scattering energy. The auxiliary potential
is non-negligible only when r is a few lattice units away the wall at Ry,. We determine the asymptotic phase shifts
from the radial wave function at points where r is large but V,.x(r) is negligible. For coupled partial waves such as
the 3s; — 3d; channel, we determine the two phase shifts and mixing angle using an additional auxiliary potential
Uaux () with the same functional form as V,ux(r), but with imaginary Hermitian off-diagonal couplings between the
two partial waves,

0 1Uaux (1)
V() 0 (25)
This complex-valued auxiliary potential breaks time-reversal invariance and allows us to extract information about
the two independent phase shifts and mixing angle from the real and imaginary parts of the complex-valued wave
functions.

In Fig. S1 we show LO lattice phase shifts for proton-neutron scattering versus the center-of-mass relative momentum
for interactions A (red triangles) and B (blue squares). For comparison we also plot the phase shifts extracted from
the Nijmegen partial wave analysis [6] (black lines) and a continuum version of interaction A (green dashed lines). In
the first row, the data in panels a, b, ¢, d correspond to 'Sy, 351, Py, 3Py respectively. In the second row, panels e,
f, g, h correspond to 3Py, 3 P,, ' Dy, 2D respectively. In the third row, panels i, j, k, 1 correspond to 3Dy,3 D3, g1, &9
respectively. The level of agreement with the experimental phase shifts for interactions A and B is typical for LO
chiral effective field theory at our cutoff momentum of 7/a ~ 314 MeV. The agreement would be somewhat better
if we were to use a smaller value of the smearing parameter b, in the one-pion exchange potential. However, we
prefer the higher value of b, to reduce sign oscillations in the Monte Carlo lattice simulations. The LO interactions
are more than sufficient to illustrate the ideas of this work but not sufficient for precision calculations. For precision
calculations, this would be just the first step in the chiral effective field theory expansion, and the phase shifts would
be systematically improved at each higher order, NLO, NNLO, and so on.

We note the good agreement between the continuum results in green dashed lines and lattice interaction A results.
This is a good indication that we have successfully reduced lattice artifacts from the calculations and was part of the
motivation for introducing the parameter b,. The nonlocal smeared interaction Vyi, makes a non-negligible contri-
bution to the S-wave interactions only. Furthermore, the local smeared interaction Vi, makes a nonzero contribution
to only the even partial waves (S, D, ---). Hence the interactions A and B are exactly the same in all odd partial
waves. We see that the S-wave interactions for interactions A and B are also quite similar, though the 'Sy partial
wave scattering is somewhat more attractive for interaction A. On the other hand, the D-wave partial waves are more
attractive for interaction B.



FIG. S1: Nucleon-nucleon scattering phase shifts. We plot LO lattice phase shifts for proton-neutron scattering versus the
center-of-mass relative momentum for interactions A (red triangles) and B (blue squares). For comparison we also plot the
phase shifts extracted from the Nijmegen partial wave analysis [6] (black lines) and a continuum version of interaction A (green
dashed lines). In the first row, the data in panels a, b, ¢, d correspond to 'Sy,3S;, P, 3Py respectively. In the second row,
panels e, f, g, h correspond to 2P1,3 Py, Dy, 3D respectively. In the third row, panels i, j, k, 1 correspond to 2D, 3 D3, ¢1, €2
respectively.
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Euclidean time projection and auxiliary-field Monte Carlo

In these lattice simulations we work with the Euclidean time transfer matrix M, which is defined as the normal-
ordered exponential of the lattice Hamiltonian H over one time lattice step,

M =:exp[—Hay] : . (26)

We consider some initial state |¥;) and final state |¥y) that have nonzero overlap with the ground state of interest.
By applying successive powers of M upon |¥;), the excited states decay away, and we can project out only the ground
state. We calculate projection amplitudes of the form

Agi(Le) = (U | M |0;). (27)

By calculating the ratio Ag;(L¢)/Af;(Ly — 1) for large L; we can determine the ground state energy. In order to
calculate first-order corrections to the ground state energy due to an additional term AH in the Hamiltonian, we also
calculate the projection amplitude

Li—1
2

Li—1
AR(Ly) = (g M ™5 MaM ™= |y), (28)
for odd L;, where

Ma =:exp[—(H + AH)ay] : . (29)



The corrections due to Hcoulomb are computed in this manner.

In most cases it is advantageous to first prepare the initial state using a simpler transfer matrix M, which is an
approximation to M. We choose M, to be invariant under Wigner’s SU(4) symmetry [7] where the four spin-isospin
combinations of the nucleon transform into one another. The SU(4) symmetry eliminates sign oscillations from
auxiliary-field Monte Carlo simulations of M, [8, 9]. M, has the same form as M, but the coefficients of operators
that violate SU(4) symmetry are turned off. We use M, as an approximate low-energy filter by multiplying the initial
and final states by M, for some fixed number of times, L},

Agi(Le) = (0| MMM ). (30)

We use auxiliary fields to generate the interactions contained in our lattice Hamiltonian. The auxiliary field method
can be understood as a Gaussian integral formula which relates the exponential of the two-particle density, p?, to the
integral of the exponential of the one-particle density, p,

1 [ 1
: exp (——cgt p2) i= 1/2—/ ds: exp <—252 + \/—catsp) :. (31)
T J_co

The normal ordering symbol :: ensures that the operator products of the creation and annihilation operators are
treated as though classical anticommuting Grassmann variables [10]. We use this integral identity to introduce
auxiliary fields defined over every lattice point in space and time [11-13]. As we will see shortly, the pion fields are
treated in a manner similar to the auxiliary fields. Each nucleon is independent of the other nucleons and interacts
only with the auxiliary and pion fields. If the initial and final states are an antisymmetric tensor product of A single
nucleon states, then the projection amplitude for any configuration of auxiliary and pion fields is proportional to the
determinant of an A x A matrix Z;j;. The matrix entries of Z;;, are single nucleon amplitudes for a nucleon starting
at state k and ending at state j.

We couple auxiliary fields s to pnr, and sy to prni, for the nonlocal interactions in Vir,. The terms linear in the
auxiliary fields are

Vi = V=ene ) pan(n)s(n) + /~ernn Y prac(n)si(n), (32)
n n,l
and the terms quadratic field in the auxiliary fields are
WL = Z S Z 3%(“) (33)
We also couple auxiliary fields u to pr,, ug to ps1, ur to pr 1, and ug,r to ps,r 1, for the local interactions in V7,
Vi =y Y pu(m)u(n) + /st Z ps.(n)us(n)
+v/=erL Y pri(nur(n) + \/m > psrLm)ug r(n), (34)
n,I

n,S, I

Vi = g D)+ 5 Y )+ )+ 5 3 ) )

n n,S n,J n,S,I

For the one-pion exchange interaction we couple the gradient of the pion field 7; to the point-like density pg s,

ﬂ_2f > ps (@) f5(0' —n)mi(n), (36)

T n,S,1

Zm )™ (0’ = m)ms(n) 1, (37)
where fZ and f7" are defined as

f3(n'—n) ngexp —iq - (n' = n)lgs, (38)
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[0’ —n) = 25 Jexpl—iq- (0’ - n) + bra®)(a” +m3). (39)

Then the transfer matrices for the LO interactions can be written in following manner. For interaction A we have
cexp (—Haay) := /DSDﬂ' s exp (—Hpeor — Vv — VL — Vi — V™ ay) ¢, (40)

where Ds is the path integral measure for s and sy, and D7 is the path integral measure for 7;. For interaction B we
find

cexp (—Hpay) :=

/DSD’LLDW cexp (—Hpeer — VRV — Vai, — ViVar = V¥4 = V7 — V™ ay) o, (41)

where Du is the path integral measure for u, ug, ur, and ug ;. See Ref. [10] for details on the Monte Carlo importance
sampling algorithms used to calculate the path integrals over the auxiliary and pion fields.

When computing the energy from ratios of amplitudes Af;(L;)/Asi(Ls — 1), previous studies have used importance
sampling according to the importance function |Ay;(Ls —1)| or [A¢;(L¢)|. In this work we sample according to a linear
combination z|As; (L, — 1)| 4+ (1 — )| Api(Ls)| where 0 < & < 1. This greatly reduces the stochastic noise because the
contributions to Ar;(L; — 1) and Ay;(L;) from any individual configuration are now bounded above in magnitude,

Agi(L— 1) -
DAL — 1)+ A —0)Apu(Ly] - (42)
|Ayi(Ly)] <(—2) (43)

w|Api(Le = D]+ (1= 2)[Agi (L)

Ground state energies of nuclei

We let a%p(n), alp(n), a%n(n), and aLn(n) be the creation operators for a spin-up proton, spin-down proton,
spin-up neutron, and spin-down neutron. We write d;’p(O), dlp(O), d%n (0), and dLn(O) for the corresponding zero-

momentum creation operators. We also write []a' as shorthand for the product

[1at =al al 0).a a0 (44)

For the ground state energy calculations of 3H and *He we use a lattice volume of (16 fm)3. The initial states we
choose are

oty = Y eralenlemalnmntlgmalnenlol (n)al | (n")al (0" |0), (45)
n7n/7n//7n///
|\P3He> _ Z e—a|n_n"e_a\n—n//‘e_a|n—nw|a%n(n/)a%p(n//)alp(n///) 10), (46)

n,n’,n’’ n'"’

with o = 2 in lattice units. In panel a of Fig. S2 we show the energy versus projection time ¢t = L,a; for 3He for the
LO interaction A (blue plus signs and dashed lines), LO interaction B (red squares and dashed lines), LO + Coulomb
interaction A (blue crosses and solid lines), and LO + Coulomb interaction B (red triangles and solid lines). As we
are not including isospin-breaking effects other than Coulomb interactions, the LO and LO + Coulomb results for
3H are exactly the same as the LO results for 2He. The error bars indicate one standard deviation errors due to the
stochastic noise of the Monte Carlo simulations. The lines are extrapolations to infinite projection time using the
ansatz,

E(t) = Ep + cexp[-AE], (47)

where Ej is the ground state energy that we wish to determine. The results for the ground state energies are shown
in Table 1.



FIG. S2: Energy versus projection time for *H,*He, and *He. In panels a and b we plot the energy versus projection time
t = Lia; for *He and *He respectively for the LO interaction A (blue plus signs and dashed lines), LO interaction B (red squares
and dashed lines), LO + Coulomb interaction A (blue crosses and solid lines), and LO + Coulomb interaction B (red triangles
and solid lines). The LO and LO + Coulomb results *H are the same as the LO results for *He. The error bars indicate one
standard deviation errors from the stochastic noise of the Monte Carlo simulations, and the lines show extrapolations to infinite
projection time.
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For the ground state energy calculations of *He we use a lattice volume of (12 fm)3. The initial state we choose is

jw; ey = [T at [0) - (48)

In panel b of Fig. S2 we show the energy versus projection time ¢ = L;a; for *He for the LO interaction A (blue
plus signs and dashed lines), LO interaction B (red squares and dashed lines), LO + Coulomb interaction A (blue
crosses and solid lines), and LO + Coulomb interaction B (red triangles and solid lines). The error bars indicate one
standard deviation errors of the Monte Carlo simulations, and the lines are extrapolations to infinite projection time
using the ansatz in Eq. (47). The results for the ground state energies are shown in Table 1.

We note that while that the 3H energies for interactions A and B are underbound, the energies for *He are near
the physical value. This may seem puzzling since in continuum-space calculations there is a well-known universal
correlation between the H and *He energies called the Tjon line [14-16]. Our lattice results show some deviation
from this universal behavior due to lattice artifacts associated with our lattice spacing of 1.97 fm. This is not a new
observation. The same behavior has been analyzed previously at the same lattice spacing but with a different lattice
interaction [1, 17]. In order to match the physical *H and *He energies at the same time, higher-order short-range
three-nucleon interactions at N*LO and possibly the leading-order short-range four-nucleon interaction at N°LO are
needed. However a much simpler solution is to use a smaller lattice spacing, as these lattice deviations from the
continuum-space Tjon line decrease very rapidly with the lattice spacing.

For the ground state energy calculations of ®Be, 2C, 160, and 2°Ne we use a lattice volume of (12 fm)3. The initial
states we use are

=[[a - M. ]]a o),

al - M. J[a"- M. a0y,

al - M, JJa"- . J]a" - M. JJa' o),

=[[a" - M. JJat M. []a - M Jat . ]]at (o).

The interspersing of the transfer matrix M, in between the products of creation operators allows us to create all
nucleons with zero momentum without violating the Pauli exclusion principle. In panels a, b, ¢, d of Fig. S3 we show
the energy versus projection time t = L;a; for 8Be, 12C, 160, and 2°Ne respectively for the LO interaction A (blue
plus signs and dashed lines), LO interaction B (red squares and dashed lines), LO + Coulomb interaction A (blue

49
50
51

(
(
(
(52

)
)
)
)



crosses and solid lines), and LO 4 Coulomb interaction B (red triangles and solid lines). The error bars indicate one
standard deviation errors from the stochastic noise of the Monte Carlo simulations, and the lines are extrapolations to
infinite projection time using the ansatz in Eq. (47). The results for the ground state energies are shown in Table 1.

FIG. S3: Energy versus projection time for 3Be,'2C,'60, and ?°Ne. In panels a, b, ¢, d we plot the energy versus projection time
t = Lya; for ®Be, 2C, '°0, and ?°Ne respectively for the LO interaction A (blue plus signs and dashed lines), LO interaction
B (red squares and dashed lines), LO + Coulomb interaction A (blue crosses and solid lines), and LO + Coulomb interaction
B (red triangles and solid lines). The error bars indicate one standard deviation errors from the stochastic noise of the Monte
Carlo simulations, and the lines show extrapolations to infinite projection time.
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For both interactions A and B, the auxiliary-field Monte Carlo simulations presented here have far milder Monte
Carlo sign cancellations than in previous lattice simulations of the same systems [18]. This very promising development
will allow for much larger and previously difficult simulations in the future. The savings come from two innovations.
The first is the introduction of the nonlocal interactions in Vyp,. Ironically, the implementation of general nonlocal
interactions in quantum Monte Carlo simulations have long been problematic due to sign oscillations. However,
the auxiliary-field implementation of the interactions in Vyr, are extremely favorable from the point of view of sign
oscillations. The reason for this is the very simple structure of the terms in Vyr,. This leads to fewer issues with
so-called interference sign problems as discussed in Ref. [19]. The other innovation reducing the sign problem is the
introduction of the parameter b, in the one-pion exchange interaction. This decreases the short-distance repulsion in
the S-wave channels responsible for some sign oscillations.



Adiabatic projection method

The adiabatic projection method is a general framework that produces a low-energy effective theory for clusters of
particles which becomes exact in the limit of large projection time. The details of the methods used here were discussed
in Ref. [20], and we review some of the main features here. On our L3 periodic spatial lattice we consider a set of
initial two-alpha states |R) labeled by the spatial separation vector R. For the alpha-alpha scattering calculations
presented here we use L = 16 fm. The initial alpha wave functions are Gaussian wave packets which, for large |R/|,
factorize as a product of two individual alpha clusters,

IR) =Y |r+R)1 ® [r).. (53)

The summation over r is required to produce states with total momentum equal to zero. As we have done in Eq. (23)
for nucleon-nucleon scattering, we project onto spherical harmonics Y; o, with angular momentum quantum numbers
L.,

IR = Yoi. (RO r|[R). (54)
Rl

We only consider values for |R| less than L/2.

The next step is to multiply by powers of the transfer matrix to form dressed cluster states that approximately
span the set of low-energy alpha-alpha scattering states in our periodic box. We start with the approximate transfer
matrix M, as in Eq. (30), and then follow with powers of the leading-order transfer matrix M. After n; time steps,
we have the dressed cluster states

00, _ Ly pyesL=
|R)y = = M"™ M, |R)>". (55)
The dressed cluster states are then used to compute matrix elements of the transfer matrix M,

(M )5 = 55 (R [MIR)L. (56)

ng

Since the states are not orthogonal, we compute a norm matrix
4,0, 2,0, 0,0,
[Nm]R’,R = n <R/|R>nt : (57)
The radial adiabatic transfer matrix is defined as the matrix product,

a 164z _% _% bt
(M) = [Nm M,, Ny, }R,,R. (58)
Just as we have done for nucleon-nucleon scattering, we impose a spherical hard wall boundary at some radius Ryy.
For large n; the standing waves of the radial adiabatic transfer matrix are used to determine the elastic phase shifts
for alpha-alpha scattering. As explained in Ref. [20], this scattering calculation is extended out to very large volumes
of L3 = (120 fm)? using single alpha-particle simulations and including long-range Coulomb interactions between the
otherwise non-interacting alpha particles at large distances.

In Fig. S4 we plot the LO 4+ Coulomb S-wave phase shifts for interaction A at several laboratory energies versus
the number of time steps L; = 2n;+ 1. The analogous LLO + Coulomb S-wave phase shifts for interaction B are shown
in Fig. S5. For both of these figures, the panels a, b, c, d, e, f, g correspond to laboratory energies Er,,, = 1.0, 2.0,
3.0, 4.5, 6.5, 8.5, 10.0 MeV respectively. The error bars indicate one standard deviation uncertainties due to Monte
Carlo errors, and the dot-dashed lines show the extrapolation curve for the L; — oo limit. We use the ansatz

do(Ly, E) = 60(E) 4 co(E) exp|—AE Liay], (59)

where 6o (F) is the extrapolated phase shift. The hatched regions in Fig. S4 and S5 show the one standard deviation
error estimate of the extrapolation.

Tight-binding approximation and potential

The tight-binding approximation is a simple qualitative picture where the alpha particle is treated as a compact
object with a small but nonzero radius, R,. As the name suggests, it is conceptually similar to the tight-binding
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FIG. S4: Alpha-alpha S-wave extrapolations for interaction A. LO + Coulomb results (circles) for the S-wave phase shift
for interaction A at several laboratory energies versus the number of time steps L: = 2n; + 1. The panels a, b, ¢, d, e, f,
g correspond to laboratory energies Er.p, = 1.0, 2.0, 3.0, 4.5, 6.5, 8.5, 10.0 MeV respectively. The error bars indicate one
standard deviation uncertainty due to Monte Carlo errors. The dot-dashed lines show the extrapolation to the L; — oo limit,
and the hatched regions show the one standard deviation error estimate for the extrapolation.
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FIG. S5: Alpha-alpha S-wave extrapolations for interaction B. LO + Coulomb results (circles) for the S-wave phase shift
for interaction B at several laboratory energies versus the number of time steps L; = 2n; + 1. The panels a, b, c, d, e, f,
g correspond to laboratory energies Er.p, = 1.0, 2.0, 3.0, 4.5, 6.5, 8.5, 10.0 MeV respectively. The error bars indicate one
standard deviation uncertainty due to Monte Carlo errors. The dot-dashed lines show the extrapolation to the Ly — oo limit,
and the hatched regions show the one standard deviation error estimate for the extrapolation.

a b c d
18 1T 71T 165 T T T T 145 T T T 120 T T T 7T
r \ 1 r \ 1 r \ 1 [ \
\ \ \ \
N ] I ] L ] L ]
WS ey o] 155 - ;ﬁ%@‘b\%\;\_ 135 | % _ 110 | % s
f0) \ L . T | ]
170 | 4 15 L 125 3 \\\\\\%ib\\f,} T ANNANANRER
Ep=10MeV ] [ Eap=20MeV ] [ Eap=30MeV ] [ Eap=45MeV ]
’ales 1 1 1 1 135 | I T R 115 | I T R 90 | I T R
o 3 6 9 12 3 6 9 12 3 6 9 12 3 6 9 12
§ e f g
: 95 LI L | 90 T T 7T 90 T T T T
K \ 1 r \ 1 [ \ 1
I 31 ] I \% ] [ \% ] Extrapolated
80 BT 70 | N IT 71 6 T 1T <7 ] LO + Coulomb +—e—
VR T
A S T AU AN
65 [ 4 50| "L a0 g
Eop=65MeV ] [ ELp=85MeV | [ E_ap= 10.0 MeV |
50 | I I T 30 | I I T 15 | I I T
3 6 9 12 3 6 9 12 3 6 9 12

L, (lattice units)



11

model of electronic structure commonly used in condensed matter physics. Here we provide some further details of
the direct and exchange terms in the calculation of the tight-binding potential between two alpha clusters. Let us
consider a nucleon-nucleon interaction in continuous space of the form

1
3 /d3Rd3 ‘AP VIR r)al (R —1/2)al,  (R+1/2)as,,(R+1/2)as, i, (R —1/2). (60)

84,14;83,13 53,13

The indices s1, 2, s3, 54 correspond to spin, while iy, 9, 3,44 correspond to isospin. For » > R, the tight-binding
potential Vpp(r) can be divided into two contributions,

Vg (r) = VAi5* (r) + Vi (r), (61)
where the direct term is
Vi = Y S [ v e, (62

'—r|<Ra
$24,124 $13,%13 I<

and the exchange term is

exchange § : 2 $23,1235514,%14 (1)
VTB / V514’i14;823,i23 (I' ,r). (63)

/
|[r’+r|<Rq
823,123 S14,%14 +r|<

Ground state energies as a function of A

We consider the one-parameter family of interactions, V\ = (1 —\)Va +AVp with the Coulomb interactions switched
off. At the phase transition point the alpha clusters become non-interacting in the dilute limit, and so we should find
the following simple relationship among the ground state energies provided that the finite volume is sufficiently large:

Eige = 1/2 Fepe = 1/3 Erag = 1/4 Fisg = 1/5 Eaoxe. (64)

In Fig. S6 we plot the LO ground state energies Fay,, 1/2 Espe, 1/3 Ei2q, 1/4 Fisg, 1/5 E2oyn, versus A. We see that
the phase transition occurs at Ao, = 0.0(1).

FIG. S6: Ground state energies versus A. We plot the LO ground state energies FEay,, 1/2 Esg,, 1/3 Ei2¢, 1/4 Ei6g, 1/5 E20ne
versus the parameter A which interpolates between V4 and Vg.
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A

To determine the critical point A9 when 2°Ne becomes bound, we compare Fsoy, with the threshold energy Fico
+ Fapge. For this analysis we also include the finite-volume energy one obtains at infinite S-wave scattering length
for the 160 + “He system. At infinite scattering length the energy of any two-body system with reduced mass p in a
periodic box of size L is [21, 22]

AFE — (65)



12

where

dy ~ —0.095901. (66)
We find that the critical point for the binding of 2°Ne is A9 = 0.2(1). A similar analysis for the binding of the other
alpha nuclei finds A\1g = 0.2(1) for 190, A2 = 0.3(1) for *2C, and A\g = 0.7(1) for ®Be.

Code Availability

All codes used in this work are freely available and can be obtained by contacting the authors.
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