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NEURAL-NETWORK QUANTUM STATES
Originally introduced by Carleo and Troyer for spin systems, NQS are now widely and successfully 
applied to study condensed-matter systems
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NUCLEAR PHYSICS APPLICATIONS

5

ber of nodes in the hidden layers in �F and ⇢F has been
increased from 16 to 24. After about 4800 optimization
steps, the parity-conserving ansatz yields energies that
are consistent with the HH method. Nevertheless, our
results indicate that enforcing time-reversal symmetry is
e↵ective in reducing the training time and augment the
expressivity of the hidden-nucleon ANN architecture.

Neural-network quantum states applications to nuclear
systems have so far been limited to light nuclei, with
up to A = 6 nucleons [26, 28, 29]. Here, we signifi-
cantly extend the reach of this methods by computing the
ground-state of 16O utilizing the hidden-nucleon ansatz.
In Ref. [31], the AFDMC method has been employed to
study this nucleus using as input the LO pionless-EFT
Hamiltonian of Eq. (1). The AFDMC trial wave function
takes the factorized form  T (R,S) ⌘ hRS|F|�i. The
Slater determinant of single-particle orbitals �(R,S) de-
termines the long-range behavior of the wave function.
The correlation operator is expressed as

F =
⇣ Y

i<j<k

F c

ijk

⌘⇣Y

i<j

F c

ij

⌘⇣
1 +

X

i<j

F op

ij

⌘
(8)

The spin-isospin independent three-body correlations
F c

ijk
act on all triplets of nucleons. Similarly, the cen-

tral two-body Jastrow F c

ij
is applied to all nucleon pairs,

while the spin-isospin dependent term, F op

ij
, appears in

a linearized form [47]. This approximation reduces the
computational cost of evaluating  T (R,S) from expo-
nential to polynomial in A but makes the trial wave func-
tion non extensive: if the system is split in two (or more)
subsets of particles that are separated from each other,
the F does not factorize into a product of two factors
in such a way that only particles belonging to the same
subset are correlated. As a consequence, the correlation
operator of Eq. (8) becomes less e↵ective for nuclei larger
than 16O, preventing the applicability of the AFDMC
method to medium-mass nuclei.

The AFDMC projects out the ground-state of the sys-
tem from the starting trial wave function performing an
evolution in imaginary time ⌧

| 0i / lim
⌧!1

| (⌧)i = e�H⌧ | T i . (9)

The fermion-sign problem is mitigated by means of the
constrained-path approximation, which essentially lim-
its the imaginary-time propagation to regions where the
propagated and trial wave functions have a positive over-
lap [16]. Contrary to the fixed-node approximation, the
constrained-path approximation does provide an upper
bound to the true ground-state energy of the system [48].
The accuracy of the trial wave function is critical to re-
duce this bias, as the constrained-path approximation
becomes exact when the trial wave function is coincides
with the ground-state one.

In Fig. 3, we display the ground-state energy of 16O as
a function of the number of hidden nucleons Ah for the
parity and time-reversal conserving ansatz of Eq. (6). For
comparison, the VMC energy of 16O obtained with the

FIG. 3. Ground-state energy of 16O as a function of the num-
ber of hidden nucleons Ah (solid blue points). The VMC
and AFDMC energies — the latter taken from Ref. [31] —
are shown by the green-dashed and orange solid lines. The
shaded areas represent the Monte Carlo statistical uncertain-
ties.

correlation operator of Eq. (8) is represented in Fig. 3
by the dashed green line, while the shaded area is the
Monte Carlo statistical uncertainty. The solid horizontal
line and the shaded area indicate the constrained-path
AFDMC energy and its statistical uncertainty as listed
in Ref. [31]. Already for Ah = 2, the hidden-nucleon wave
function matches the VMC value. By further increasing
Ah, the variational energy lowers until it becomes consis-
tent with the AFDMC value, within error bars, demon-
strating the accuracy of the hidden-nucleon ansatz even
in the p-shell region.

Unless a forward-walk propagation is used [49, 50],
within di↵usion Monte Carlo methods, expectation val-

FIG. 4. Point nucleon density of 16O as obtained with the
hidden nucleon ansatz (solid blue circles) compared with the
perturbatively-corrected AFDMC estimates of Eq. (10).

16O 16O

We applied NQS to solve the nuclear many-body problem and for nuclei and dilute neutron matter

AL, et al., Phys.Rev.Res. 4 (2022) 4, 043178
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NUCLEAR PHYSICS APPLICATIONS
We applied NQS to solve the nuclear many-body problem and for nuclei and dilute neutron matter

2

slightly larger than the experimental value of �18.9(4)
fm, see [41] and references therein, while the e↵ective
range is well reproduced. The Hamiltonian also contains
a repulsive three-body force that ensures the stability of
nuclei.

We approximate the ground-state solution of the nu-
clear many-body problem with an NQS ansatz that be-
longs to the hidden-fermion family [42], recently general-
ized to continuum Hilbert spaces and applied to atomic
nuclei in Ref. [29]. In addition to the visible spatial and
spin coordinates of the A neutrons, R = {r1 . . . rA} and
S = {sz1 . . . szA}, the Hilbert space contains fictitious Ah

hidden-nucleon degrees of freedom. In this work we use
Ah = A = 14 so that the system is as flexible as possi-
ble, but in practice we have also found using as few as
8 hidden nucleons gives very similar results. The wave
function can be conveniently expressed in a block matrix
form as

 HN (R,S) ⌘ det


�v(R,S) �v(Rh, Sh)
�h(R,S) �h(Rh, Sh)

�
. (1)

As in Ref. [29], �v(R,S) is the A ⇥ A matrix represent-
ing visible single-particle orbitals computed on the visible
coordinates while the Ah ⇥ Ah matrix �h(Rh, Sh) yields
the amplitudes of hidden orbitals evaluated on the co-
ordinates of the Ah hidden nucleons. Finally, �h(R,S)
and �v(Rh, Sh) are Ah ⇥ A and A ⇥ Ah matrices giving
the amplitudes of hidden orbitals on visible coordinates
and visible orbitals on hidden coordinates, respectively.
All the above matrices are expressed in terms of deep
neural networks with di↵erentiable activation functions
— see Ref. [29] for additional details. To respect the
Pauli principle, the coordinates of the hidden nucleons
must be permutation-invariant functions of the visible
ones. We enforce this symmetry by using a Deep-Sets
architecture [43, 44] with logsumexp pooling. Addition-
ally, the discrete parity and time reversal symmetries, are
enforced in the same manner as Ref. [29].

Inspired by the success of quantum-chemistry NQS [32,
33], we augment the flexibility of the ansatz by perform-
ing a generalized backflow transformation to the visi-
ble coordinates of the hidden-nucleon matrix: (R,S) !
(R̃, S̃). We use the Deep-Sets architecture again to en-
force fermion anti-symmetry

(r̃i, s̃
z

i
) = ⇢bf

⇣
ri, s

z

i
, log

⇣X

j

exp(�bf(rj , s
z

j
)
⌘⌘

. (2)

To further augment the expressivity, separate ⇢bf and
�bf neural networks are used for each of the A visible
coordinates.

We simulate infinite neutron matter using 14 particles
in a box with periodic boundary conditions. Following
Ref. [45], the latter are imposed by mapping the spatial
coordinates onto periodic functions by

ri !
✓
sin

✓
2⇡ri
L

◆
, cos

✓
2⇡ri
L

◆◆
(3)

which ensures the wave function is continuous and di↵er-
entiable at the box boundary. Here L is the size of the
simulation periodic box, and the sin and cos functions
are applied element-wise to ri. Finite-size e↵ects due
to the tail corrections of two- and three-body potentials
are accounted for by summing the contributions given by
neighboring cells to the simulation box [46].

Evaluating the expectation values of quantum mechan-
ical operators, including the Hamiltonian, requires car-
rying out multi-dimensional integration over the spatial
and spin coordinates of the neutrons. To this aim, we
exploit Monte Carlo quadrature and sample R and S
from | HN (R,S)|2 using the Metropolis-Hastings algo-
rithm [47] — additional details can be found in the sup-
plemental material of Ref. [27]. The best variational
parameters defining the NQS are found by minimiz-
ing the system’s energy, which we carry out using the
R(oot)M(ean)S(quared)Prop(agation)-enhanced version
of the stochastic-reconfiguration optimization method in-
troduced in Ref. [29].

Results and discussion. We first benchmark the ex-
pressivity of the hidden-nucleon NQS for periodic sys-
tems by comparing the energy per particle of infinite
neutron matter against “conventional” variational Monte
Carlo (VMC), and both constrained-path and AFDMC
results. The variational wave function used in state-of-
the-art neutron-matter studies, see for example [7, 21],
contains a spin-independent Jastrow factor that multi-
plies a Slater determinant augmented by spin-dependent
backflow correlations. The constrained-path approxi-
mation, commonly employed to alleviate the AFDMC
fermion-sign problem [19], brings about a bias in the
ground-state energy estimate [6, 21]. Exact results can be
obtained by performing unconstrained propagations, but
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FIG. 1. NQS training data in neutron matter at ⇢ = 0.04
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conventional VMC (dashed line), constrained-path ADMC
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PATH FORWARD
We are already solving nuclei with 
~40 nucleons using ~ 100 GPUs 
with almost ideal scaling

Heavy nuclei and infinite 
nuclear matter within reach with 
leadership-class machines   

No issues with open shell or 
exotic systems; just need to 
specify A, Z, and the 
Hamiltonian

Can tackle high-momentum 
nuclear forces (short-range 
correlations) 



REAL-TIME DYNAMICS
Real-time dynamics relies on the time-dependent variational principle

• Applications to fusion, fission: generalizes time-dependent Hartree-Fock including 
correlations 
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• Lepton-nucleus scattering: JLAB, Dune, and T2K

Requiring stationary of this distance 
yields the t-VMC equations
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REAL-TIME DYNAMICS
Neural quantum states have proven suitable ansatz to simulate the dynamics in 2d spin systems
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REAL-TIME DYNAMICS
Real-time dynamics relies on the time-dependent variational principle

Requiring stationary of this distance 
yields the t-VMC equations
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The TDVP equation defines a Hamiltonian dynamics on the variational manifold, which conserves 
energy.
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NEUTRINO-NUCLEUS SCATTERING
1) Learn the ground state of the system

2) Learn the state obtained applying the 
current to the ground state 

3) Evolve the neural quantum state in real 
time with t-VMC

4) Evaluate the overlap with the initial state

Goal: evaluate the real-time correlation function 

l-v
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