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Summary

Quantum systems are in general not efficiently simulatable by classical means. If one wishes
to determine (some of) the eigenvalues of a Hamiltonian H that is associated with a quantum
system, there are two favoured strategies: Quantum simulation and quantum Monte Carlo
schemes. The former strategy uses an experimentally well-controllable quantum system that
emulates the system of interest, in a digital (i.e. universal) or analog manner. The latter,
albeit with a limited range of applicability, uses classical stochastic processes to efficiently
obtain (often low-lying) eigenvalues of H. Quantum Monte Carlo methods may suffer from
a sign problem when simulating fermionic or frustrated bosonic systems. This yields, for a
given accuracy, a simulation time that scales exponentially in the system size and the inverse
temperature.

Here, we consider stoquastic (sign-problem-free) Hamiltonians, which are conjectured to be
efficiently simulatable by means of Monte Carlo methods. We prove that a Trotterized version
of the imaginary-time (or euclidian-time) evolution signal F(7) = (®| e~ |®) (where 7 > 0)
can be obtained up to an e-additive error by classical means in time poly(efl,n, L) (where
L is a property of the Trotterization scheme), provided that H is stoquastic and sufficiently
local. We additionally require the state |®) to obey two conditions on which we shall elaborate
later. We develop the Monte Carlo (MC) scheme that realizes the estimation of the signal F (1)
and which does not depend on the Metropolis algorithm and its associated walker dynamics.
We present several extensions of the Monte Carlo scheme for determining other quantities of
interest, one of which is the partition function Z(8) = T'r (eiﬁH). We furthermore discuss the
relation between the accuracy of these MC estimates and the extent to which the Hamiltonian
H is frustrated. We consider, in addition, a quantum-phase-estimation (QPE) based quantum
simulation scheme that determines the Trotterized version of the real-time evolution of state
|®), (®| e~ |®), up to an e-additive error. We inefficiently implement the quantum simulation
scheme on a classical computer. Using the spectral decomposition of H, one infers that the
decay rates of the imaginary-time evolution (MC) signal and the oscillation frequencies of the
real-time evolution (QPE) signal correspond to the eigenvalues of the stoquastic Hamiltonian
H. We employ the Matrix Pencil Method (particularly noise-resilient) to extract (some of) the
eigenvalues of H from the MC and QPE signals and investigate how its performance compares
for these two signals. We use the transverse-field Ising chain as an archetypal stoquastic system
to numerically study several aspects of the aforementioned MC and QPE methods. The Trotter
error that infects the MC and QPE signals is numerically shown to be approximately equal in
magnitude for both settings. We have established, analytically as well as numerically, that the
(sampling) noise that is imposed on the QPE signal is always at least that of the MC signal.
The (sampling) noise on the MC signal is shown, in addition, to vanish as 7 — 0. Although
the Matrix Pencil Method performs equally well in the noiseless-signal setting in extracting
eigenvalues from the MC or QPE signals, we show numerically that in order to distinguish
the ground-state and first-excited-state of the transverse-field Ising chain in the noisy-signal
setting, the noise magnitude on the MC signal needs to be smaller than that for the QPE signal.
Parts of the spectrum of the transverse-field Ising chain in its intermediately strong-coupled
regime are reconstructed using the MC and QPE schemes, and we comment on the ability of
these schemes in doing so.
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I Introduction

he state of a quantum system evolves in time according to the time-dependent Schrédinger equation:

ih% |®) = H|®) (where |®) represents the state of the system and H its Hamiltonian). If H were
to be time-independent, then the system state at time t, |®(t)), is given by e *#*/" |®(0)) - i.e. the initial
state |®(0)) is propagated by the propagation operator e~ /" Suppose one wishes to determine (some
of) the eigenvalues of H. Since direct diagonalization of H is in general computationally intractable by
classical means (as will be argued below), other methods for finding its eigenvalues must be found. H is
Hermitian, and therefore the associated propagation operator can be decomposed as follows in terms of
its orthonormal set of eigenvectors {|1;)} and real-valued eigenvalues {E;}: 3, e it/ ah;Yap;|. TIf one
is thus able to accurately and efficiently track |®(¢)) as a function of time, the eigenvalues of H can be
estimated from the frequencies with which the elements of |®(t)) oscillate in time ¢. Apart from intrinsic
interest in the eigenvalues of H, having access to the eigenvalues allows one to calculate e.g. the partition
function Z = Tr(e_B H ), from which (other) physically relevant quantities can be obtained.

We consider a Hamiltonian that consists of n variables (e.g. n sites), where the ’state’ of each variable
lies in a o-dimensional vector space. Then the state |®) of the whole system lives in a vector space of
dimensionality " and H is a ¢" X ™ matrix. Suppose one wants to simulate the abovementioned dynamics
of |®(t)) on a classical computer: The state |®) at each instance in time would take up an amount of storage
that is exponential in the number of variables n and the exponentiation of H to explicitly obtain e~ *#¢/"
(to determine the time dynamics of |®) exactly) requires exponentially large computational effort since H
consists of an exponential number of elements. In general, therefore, the simulation of quantum system
dynamics on a classical computer is inefficient ([1],[2]).

Exceptions to this rule are quantum Monte Carlo methods: With these techniques, one is able to esti-
mate e.g. the partition function or thermal averages of operators (and consequently low-lying eigenvalues)
of subclasses of Hamiltonians in poly(n) time by classical means. These methods often make use of the
correspondence between the time-dependent Schodinger equation (when transformed from real to imagi-
nary time: it — 7) and the diffusion equation: Expressing the Schrédinger equation in terms of spatial
coordinates and imaginary time (or euclidian time), one obtains a%@(a:,r) = (%VZ — V(:z:))tl)(:c,r),
which reduces to the diffusion equation when V(x) = 0 (a non-zero V is then compensated for at a later
stage) ([3]). The Monte Carlo methods that explicitly make use of this correspondence are called Diffusion
Monte Carlo methods (which is a particular group of projector Monte Carlo schemes) and are often used in
quantum chemistry settings. The propagation operator corresponding to the time-dependent Schrédinger
equation in imaginary time is e ="/ The dynamics of the state |®(7)) is now not associated with a su-
perposition of oscillating signals (the frequencies of which would be proportional to the eigenvalues of H),
but with a superposition of decaying signals (where the decay rates are proportional to the eigenvalues of
H). Since the signals corresponding to higher-lying eigenvalues are exponentially suppressed as a function
of 7 comparing to those associated with low-lying eigenvalues (which are the ones of primary interest in
many settings), the latter can often be estimated relatively efficiently by classical means.

The efficiency of these quantum Monte Carlo methods when used to simulate fermionic or frustrated
bosonic systems is generally limited by the sign problem: This causes the run-time of a Monte Carlo
algorithm for calculating the expectation value of an observable (to a given precision) to scale exponentially
in the system size n and inverse temperature § ([4]). This means that the quantum Monte Carlo method
does not succeed in determining properties of the system in poly(n) time by classical means.

To avoid the need for storage capacities and run-times that are exponentially large on classical com-
puters, one can thus choose either of two methods: Simulate the system classically if its Hamiltonian H
is fit to be efficiently simulated by a quantum Monte Carlo algorithm, or simulate the system by means
of quantum simulation. The latter method would use an experimentally well-controllable quantum system
of which the dynamics can be directly mapped to the dynamics of the state of the quantum system to be
simulated, in either a digital (universal) or analog manner. By thus tracking the state of the simulator as a
function of time, the time evolution of the state of the target system can be determined. The limitations of
quantum simulation are essentially threefold: The simulator needs to evolve according to the propagation
operator for a sufficiently large time interval to be able to determine e.g. the eigenvalues of the Hamilto-
nian, but the system will suffer from relaxation and decoherence due to interaction with its environment
(which is undesired if the system to be simulated is isolated). In addition, the Hamiltonian to be simulated
needs to be sufficiently local —i.e. H = Zf\;l H;, where N < poly(n) and each H; acts non-trivially on



at most k variables of the system, such that k¥ < n and k is possibly even independent of n. This avoids
the need for exponentiation of the ™ x ¢™ Hamiltonian and instead requires the exponentiation of many
o* x o* interaction terms. This technique is known as Trotterization (on which we shall elaborate in some
detail later on in this introductory chapter). We note that most Hamiltonians encountered in physics are
indeed local Hamiltonians. A third prominent limitation is the choice of the initial state |®): The only
eigenvalues of H that can be accurately estimated have an associated eigenstate with a sufficiently large
overlap with |®). |®) should thus be chosen with care, and this choice does require prior knowledge about
properties of Hamiltonian H. In addition, one should be able to prepare the n-qubit state |®) one a qubit
register by means of a circuit of poly(n)-depth.

A class of Hamiltonians that is generally fit for quantum Monte Carlo simulations is that of stoquastic
Hamiltonians: A (real-valued) Hamiltonian is stoquastic (in a particular basis B) if its off-diagonal elements
are non-positive: (z| H |y) <0, for z # y (Jz) and |y) being elements of B). As a consequence, its associated
Gibbs density matrix e” 7" is an element-wise non-negative matrix (for 7 € Ry) and this property makes
it particularly suitable for Monte Carlo sampling since the simulations of these Hamiltonians cannot suffer
from a sign problem ([5]). As is apparent from its definition, stoquasticity is a basis-dependent property
— i.e. if a Hamiltonian is not stoquastic in a certain basis, one can try to find a basis transformation
such that the Hamiltonian becomes (approximately) stoquastic in the new basis and run a Monte Carlo
algorithm in this new basis. In [6], a systematic method is presented for obtaining a basis (if it exists) in
which a Hamiltonian is (approximately) stoquastic and thereby for easing the sign problem.

In this report, we develop a quantum Monte Carlo method that approximately obtains (a subset of) the
eigenvalues of stoquastic Hamiltonians by tracking the system dynamics in imaginary time, i.e. evolution
according to the non-negative propagation operator e~ (where 7 > 0). Specifically, we prove that the
quantity F(7) = (®|e” " |®) (where |®) is a state of generally exp(n) complex-valued elements) can be
obtained, with a Trotter error that is generally efficiently suppressible and an additional e-additive error,
in time poly(e~*,n, L) when H = Zi\rzl H; (where each H; is stoquastic and acts non-trivially on at most
log(poly(n)), but typically O(1), variables of the system). We additionally require that |®) =" &(z) |z)
(where {|z)} is the basis in which the MC scheme is ran) is such that the quantity f(;y))* can be efficiently
|2

obtained (for two given basis states |z) and |y)) and a sample from |®(z)|° can be efficiently drawn. L
(generally proportional to N) is a quantity that depends on the Trotterization scheme and corresponds to
the number of local imaginary-time propagation operators in the Trotterized version of e~7#. Estimating
F(1) = (®| e " |®) can be efficiently done for ¢ > m and L < poly(n). By determining F (7 = Atk)
at k € {0,1,..., K < poly(n)}, we effectively obtain a noisy and Trotterized version of the signal g(k) =
> e A7Eik [ (®|yp;) |?. Obtaining (a subset of) the decay rates of this signal g as a function of k — which
equal the eigenvalues of H — is done by means of the Matrix Pencil Method (which is particularly noise-
resilient). The Monte Carlo samples that are required to determine F(7) are obtained stochastically using
a method that is not based on the Metropolis algorithm (and its associated walker dynamics) and therefore
circumvents potential difficulties regarding walker distribution convergence that might be encountered in
e.g. diffusion MC simulations. We present several extensions of our MC scheme beyond the estimation of
imaginary-time state evolution, such as the estimation of the partition function Z = Tr(eiBH).

We consider a quantum-phase-estimation (QPE) based quantum simulation scheme (which is ineffi-
ciently implemented on a classical computer) that produces the signal (| eTitH |®). We effectively obtain
a noisy and Trotterized version of the signal } e IAER(D]eh) 2 at k € {0,1, ..., K < poly(n)}. We then
make use of the Matrix Pencil Method to obtain oscillation frequencies of this signal (which equal the
eigenvalues of H). We study in particular whether this digital quantum simulation algorithm based on
QPE outperforms the aforementioned Monte Carlo algorithm for finding eigenvalues of stoquastic Hamil-
tonians — i.e. Hamiltonians that do not suffer from a sign problem. Since quantum Monte Carlo schemes
could in principle obtain useful properties in poly(n) time in this case, one might wonder whether a QPE-
based algorithm can provide additional benefits over the Monte Carlo scheme. In [7], the complexity of
classically applying the QPE scheme to a stoquastic Hamiltonian to obtain its ground state is investigated
by means of a projector MC scheme (that makes use of many MC walkers).

To investigate several aspects of the aforementioned quantum Monte Carlo method (and to make
comparisons to the QPE-based algorithm), we numerically study the one-dimensional Ising chain in a
transverse field in a proof-of-principle setting. This system is associated with the following Hamiltonian:

H=S" H = —J(Ziafafﬂ +gziaf), (1)



which is stoquastic in the standard basis for g > 0. The number of bond Hamiltonians (H;) is equal to
the number of variables of the system in this case (N = n) and they are all 2-local. This system, which
has been extensively studied (in e.g. [8]), is exactly solvable and exhibits a second-order phase transition
at T'= 0 as a function of the dimensionless field variable at g = g.. For g > g. (the paramagnetic phase),
the ground state is given by |[+)®" and as g crosses g. from above, the system moves to the ferromagnetic
phase and the Z> symmetry is broken. For g < g., the ground state is degenerate and given by |O)®” or
|1>®". We numerically study, amongst several other aspects, the magnitude of the noise that is imposed on
the MC and QPE signals, and the maximum allowed noise magnitude to recover — by means of the Matrix
Pencil Method — the ground-state en first-excited-state eigenvalues of the transverse-field Ising chain (in
the intermediately strong-coupled regime) from the MC and QPE signals.

In the remainder of this chapter, we will introduce concepts that are of central importance to the rest of
this report such as stoquastic Hamiltonians, frustration and Trotterization. In Chapter 11, we will elaborate
further on the concept of quantum simulation, and specifically the use of quantum phase estimation for
digital quantum simulation. Chapter III will be used to introduce the Matriz Pencil Method as a means to
obtain eigenvalues of a Hamiltonian given the real-time or imaginary-time evolution of a state that evolves
according to this Hamiltonian. In Chapter IV, an elaborate description is given of the Monte Carlo scheme
that is used to efficiently track the imaginary-time dynamics of a state evolving according to a stoquastic
Hamiltonian (and several of its extensions). In Chapter V, we discuss the transverse-field Ising chain and
in particular compare the use of quantum phase estimation and our Monte Carlo scheme for determining
its eigenvalues. Chapter VI is used to present the conclusions of this report and points of further study.

I.1 Local and Stoquastic Hamiltonians

A (real-valued) Hamiltonian H is stoquastic in a basis B if all its off-diagonal elements are non-positive:
(x| H |ly) <0, for z # y (and states |z), |y) being elements of basis B). Consequently, its associated Gibbs
density matrix e " is element-wise non-negative (for 7 € Ry). This can be shown as follows:

G=71max(z|H |z) [ —TH. (2)

G is by construction an element-wise non-negative matrix (due to stoquasticity of H and 7 > 0). Expo-
nentiating on both sides of the previous equation yields:

o Gj
€7TH _ eGeffmangz\H\z)I —e 7 maxg (z|H|z) Z =, (3)
=0 I

and since the product of element-wise non-negative matrices equals an element-wise non-negative matrix
itself, "™ is an element-wise non-negative matrix.

This non-negativity property results in the absence of the sign problem when using Monte Carlo
procedures to simulate the system ([5]), and therefore renders its classical simulation more likely to be
computationally tractable. In Appendix A, we illustrate the appearance of the sign problem for a non-
stoquastic Hamiltonian by means of an example. In this report, we are particularly interested in local and
stoquastic Hamiltonians:

Definition I.1. Local Hamiltonians. A Hamiltonian H associated with an n-variable system is local if
it admits a decomposition into a set of Hermitian operators {H;} — i.e. Zf\] H; — such that each H; acts
non-trivially on at most log(poly(n)) (but typically O(1)) variables of the system.

We denote the number of variables on which H; acts non-trivially (i.e. its locality) by k. We note that
although this locality k£ need not be the same for all i, we shall call a Hamiltonian H k-local if k is the
largest locality of all H;’s in the decomposition of H. The number of terms N in the decomposition of H
might, in principle, be superpolynomial in the system size n. In this work, however, we focus in particular
on Hamiltonians for which N < poly(n).

Definition 1.2. Global and Piece-wise Stoquasticity. A real-valued Hamiltonian H is globally sto-
quastic in a basis B if: (x| H |y) < 0 for x # y and where |z) and |y) are elements of B. If H is a k-local
Hamiltonian, then H is m-piece-wise stoquastic (where m > k) in basis B if it admits a decomposition into
a set of m-local real-valued and Hermitian operators {H;} such that (Vi): (x| H;|y) < 0 for x # y and
where |z) and |y) are elements of B.



We note that a Hamiltonian being globally stoquastic is equivalent to it being (m = n)-piece-wise stoquas-
tic. Furthermore, any piece-wise stoquastic Hamiltonian is globally stoquastic as well, and a Hamiltonian
being m-piece-wise stoquastic implies it being (m + 1)-piece-wise stoquastic as well. In [9], the distinc-
tion between global and piece-wise stoquasticity of a local Hamiltonian is discussed in more detail. In
particular, the complexity of deciding whether a given Hamiltonian belongs to a particular stoquasticity
class is investigated. In the remainder of this work, we shall call a k-local and m-piece-wise stoquastic
Hamiltonian simply a local and piece-wise stoquastic Hamiltonian if m < log(poly(n)). To demonstrate
the ubiquity of stoquastic Hamiltonians, we present some examples below.

Spin Hamiltonians: We consider a Heisenberg chain in a magnetic field, which is represented by the
following Hamiltonian:

H:ZHi :Z (Jx oioip1 +Jyolol +J. 0071 + Beof +Byol +B. af), (4)

where Jo, Ba € R (for a € {z,y,z}). In the standard (local 0*) basis, the bond Hamiltonian H; is given
by:

J. + B. 0 B, —iBy Ju—J,
- 0  —L4B. J+J, B.—iB,| )
By +iB, J.+J, —J.—B. 0
Jo—J, Ba.+iB, 0 J. - B.

The Hamiltonian H in eq. 4 is thus piece-wise stoquastic in the standard basis in the following parameter
regime:
Jz < |Jy|, V2, Be <0, By =0, VB,. (6)

For other parameter regimes, one might find a basis transformation that transforms the Hamiltonian to a
piece-wise stoquastic form when expressed in the new basis.

Real-Space Hamiltonians: We consider a system of n particles in d spatial dimensions, the state of
which is described by the vector R = (r1,72,...,7») (which lies in a (d")-dimensional vector space). The
particles live in a potential V (R), which itself depends on the state vector R. The Hamiltonian associated
with this system is the following:

1
H=-—-Vi+V(R), (7)
where V% = Vil —|—V,%2 +...+ Vin. We consider the case of a general number of spatial dimensions d, such
that the vector R = (71,72, ...,7n) (where r; = (z}, 22, ..., 2%)) describes the state of the system. Next, we

consider a discretized d-dimensional space in which the n particles can reside in small spatial patches of
volume a?. This allows for the expression of H in terms of the eigenbasis of the potential energy operator.
This eigenbasis is given by the set of states of all available spatial particle configurations {|R)}, where
R = (ri,72,..,7,) and each r; equals ¢\Va &' + ¢Pa & + ... + ¢Ya &% (where {¢!",¢'?, ..., ¢!V} are
integers and {a?:l, @2, .., :%d} represent the Cartesian unit vectors). Each individual kinetic energy operator

—ﬁVii can be rewritten as follows in terms of Cartesian coordinates:

_ L = ) _|ri)ri + ag| + |ri)ri — ag| — 2|ri)(ri| (8)
i 2m a? ’

ge{&,a2,. .. &}

where each fﬁvii operator acts on the " particle as a kinetic energy operator, and effectively as

identity on the other n — 1 particles. The complete Hamiltonian H can thus be rewritten in the {|R)}

basis as follows (where we identify diagonal elements and off-diagonal elements):

1 < X X 3w
TN {Z y (Irotes + adl + o = adl ) + 255 3o + VB, ©)
=1q &=, & =

off-diagonal terms diagonal terms

10



where we note that V(R) is obviously diagonal when expressed in its own eigenbasis. All off-diagonal
elements of H are non-positive in the {|R)} basis and we thus conclude that H is stoquastic in this basis.
This would suggest that simulation of H by means of a Monte Carlo scheme might be computationally
tractable. However, the simulation of a fermionic (e.g. electronic structure) systems — which is a particular
case of the scenario described thus far — is known to be generally a computationally intractable task by
classical means, in particular for d > 1.

The above paradox can be resolved as follows: The aforementioned Hamiltonian and its state space
do not necessarily correspond to that of a fermionic system. In the formulation above, the spatial particle
configurations are not restricted to lie in a particular subspace, while the spatial configurations associated to
fermionic systems have to obey the symmetry postulate. One has to restrict the state space such that only
those states are available to the fermionic system that are anti-symmetric with respect to pair permutations.
This can, for instance, be realized by moving from the first-quantization setting as shown above to a
second-quantization setting by introducing fermionic creation and annihilation operators {CL77 Ck,o } (Where
k,oe{11,1],21,...,V 1,V ]} labels the fermionic levels and we have restricted the discussion to spin—%
particles), such as in the Fermi-Hubbard model:

H=—t > (cf,co+c,c00) +UD npiney —pY  (ner+niy), (10)
(k1) k k

where the sum over (k,l) is a sum over nearest-neighbour sites, ny ., equals CL’UCk,J, t is the hopping
parameter, U the on-site interaction strength and u the chemical potential. The label k labels a lattice
site, just as {q(l),q(z)7 ..., ¢ labels the available discretized positions of the particles in the discussion
above. The anti-symmetry of the states of the system are now ensured by the anti-commutation relations
of the fermionic creation and annihilation operators. One can examine the stoquasticity of the Fermi-
Hubbard Hamiltonian by transforming the fermionic creation and annihilation operators to spin matrices
by means of the Jordan-Wigner transformation. The Fermi-Hubbard can then be shown to be generally
non-stoquastic (in the standard basis) for positive hopping parameters (¢ > 0).

One could propose to set up a Monte Carlo algorithm in the {|R)} basis for the stoquastic Hamiltonian
in eq. 9 and post-select on states that are anti-symmetric w.r.t pair permutations after a simulation run
to effectively simulate a fermionic system. However, the subspace of the complete Hilbert space associated
with eq. 9 that is anti-symmetric w.r.t pair permutations is arguably exponentially small. Therefore, post-
selection on anti-symmetric states will generally not be a computationally tractable manner of simulating
a fermionic system.

1.2  Frustration and its implications

As will become apparent in a later stage of this report, one of the factors that severely limits the ability to
estimate eigenvalues or the partition function of a stoquastic Hamiltonian (using the Monte Carlo method
developed in this report) in a computationally tractable way is frustration of Hamiltonian H. To gain
insight into when a Hamiltonian is frustrated and if so, to what extent it limits the functionality of the
Monte Carlo method, we introduce a number of useful concepts in this section.

We denote the set of n-variable local Hamiltonians H (defined in Definition 1.1) by LH. The subset
C C LH corresponds to all H for which {H;}X; is a commuting set. The subset S C LH is the set
associated with the Hamiltonians that are stoquastic (piece-wise and/or globally). D (C S C LH) is the
subset of classical (diagonal) Hamiltonians. The subset of frustrated Hamiltonians is denoted by F C LH,
and its complement is given by the subset of frustration-free Hamiltonians:

Definition 1.3. Frustration-Freeness. Suppose the local Hamiltonian H = va H,; represents an n-
variable system (i.e. H € LH). Furthermore, suppose H |1po) = Eo|vo) (where Eqy is the ground state
energy of the n-variable system) and H; |w6> = E} |w6> (where E} is the ground state energy of the
subsystem labeled by i). Then Hamiltonian H is frustration-free if (Vi): H;|ypo) = E§|to) — i.e. the
ground state of the n-variable system |¢o) simultaneously minimizes the energy of each individual H;.

We note that if Hamiltonian H = Y.V H; (€ LH) consists of a commuting set of terms {H,}, this
does not necessarily imply frustration-freeness: Although the ground state is necessarily an eigenstate of

11



each H;, it might not be the lowest energy eigenstate of each individual H;. Therefore, frustration might
still occur. Stoquastic, or even classical (diagonal), Hamiltonians in LH can be frustrated as well. This is
schematically depicted in Figure 1.

Figure 1: The set of frustrated local
Hamiltonians (F) is not restricted to

the class for which {H;} are non-

commuting. Frustration of H can

occur if {H;} is a commuting set as

well (C). Additionally, frustration

of Hamiltonian H can occur if it is

\ stoquastic (S), and even if it is clas-
sical (D).

)

It is clear from Definition 1.3 that if one were to systematically set the smallest eigenvalue of each H;
to zero, then the smallest eigenvalue of H = Ziv H; is larger then zero if H is frustrated: Frustration
generally causes the eigenspectrum of H to be shifted upwards by an amount that we shall denote by A.

We develop in this report a quantum Monte Carlo method that efficiently obtains the signal F(7) =
(®| e~ |®) (where 7 > 0) and the partition function Z(8) = Tr(efBH) (where f > 0) up to an e-
additive error (provided that H C LH and H C S). This Monte Carlo scheme requires setting the
smallest eigenvalues of each H; to zero (and thereby setting all eigenvalues to be non-negative). For
the scheme to indeed run efficiently, the desired accuracy e should be at least of magnitude 1/poly(n).
Therefore, since the error is additive, accurate estimates of the aforementioned quantities can only be
obtained if they too are at least of magnitude 1/poly(n). This directly relates to the degree to which H
is allowed to be frustrated. The lower bounds for F(7) and Z(8) in terms of the frustration A can be
obtained as follows (using the spectral decomposition of H in terms of its eigenvalues { F;} and eigenstates

{l3)}):
F(r)= (@l ™" |@) = Ze_”;jl<‘1>l%'>|2 > e [(@[yo) %, (11a)

Z(8) =Tr(e ™) =3 e " = e (11b)

We conclude that F(7) and Z(B) are of at least 1/poly(n) size if TA < log(poly(n)) and |(®|o)> >
1/poly(n), and BA < log(poly(n)), respectively. In other words, given a particular scaling of A as a
function of the system size n, an accurate estimate can be obtained of F(7) for a limited 7 interval and of
Z(B) only above certain system temperatures.

In a quantum simulation setting (specifically a quantum-phase-estimation setting), the signal of interest
takes the form F(it) = (®|e~ " |®). A non-zero A does not impose the difficulty of the signal strength
being smaller than 1/poly(n) in that case. It does, however, offset the frequencies (by an amount A) with
which the signal oscillates in time ¢. Since higher frequencies are generally more difficult to obtain by
means of sampling of the signal than lower frequencies, frustration might impose difficulties in obtaining
the eigenvalues of H from the signal F(it).

1.3 Preliminaries

In this section we introduce several definitions that have not been introduced up to this point in the report.
In addition, we state several lemma’s which will be useful throughout its remainder.

Definition 1.4. Induced Matrix Norm. Let A € R™*". An induced matriz norm is a matriz norm
I llap : R™*™ — R defined as:

[|Alla,p = max ||Ax||a, such that ||z||s < 1, (12)

where || - ||a s a vector norm on R™ and || - ||» is a vector norm on R™. When the same vector norm is
used on both R™ and R™, we write ||Al|c = maxg ||Az||c, such that ||z||. < 1.
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Properties of the Induced Matrixz Norm:
1. ||A]| > 0, where the inequality holds iff A is the zero matrix (non-negativity).
2. ||aA|| = |af ||A]], for a € R (homogeneity).
3. ||A+ B|| < ||A]| + ||B|| (triangle inequality).
1. ||Aa]] < |JAl| 2.

Proof. Suppose ||Az|| > ||A]| ||z||, then ||A72x]|| > ||A]| (we note that TTaT 18 @ vector of norm 1).

[l
This contradicts the definition of the induced matrix norm ||A|| and thus the supposition is incorrect.
Therefore, || Az|| < |[A]| ||z n

5. [|AB|| < ||A]l || Bl| (sub-multiplicativity).
Proof. ||AB|| = max||, <1 ||[ABz|| < max), <1 ||A|l || Bz|| = ||A]| max) <1 |[Bz|| = [[A]l||B]|. B

Throughout this report, whenever we speak of a matrix norm, we refer to the p = 2 - Induced Matriz Norm

defined as follows:
I[A]l = \/ Amaa (AT A), (13)

where A\mmqz denotes the largest eigenvalue.
Lemma I.1. Markov’s Inequality. Suppose X is a non-negative random variable and p = E(X) is its

expectation value, then for a > 0:

Pr(X >a) <t (14)

Proof. For all a > 0, the following holds: ¢ = E(X) = > aPr(X =a) > > .,aPr(X = a)
aY s, Pr(X = a) =a Pr(X > a). And therefore Pr(X > a) < & holds.

| N\Y

Lemma 1.2. Chebyshev’s Inequality. Suppose X is a random variable with expectation value p = E(X)
and non-zero variance o> = Var(X), then for a > 0:

1
7‘2.

Pr(|X—,u| Zaa) < o

(15)

Proof. Define the non-negative random variable Y = (X — pu)?. The expectation value of Y equals the
variance of X: E(Y) = Var(X). Applying Lemma L1 to random variable Y yields: Pr(Y > b%) = Pr(|X —

pl >b) < % = V%éx), for b > 0. Taking b = ac (and thus a > 0) then gives Pr(|X—u| > ac) < 5. W

Lemma 1.2 states that the probability that a realization of random variable X deviates from its mean by
more than a times its standard deviation is not larger than a% This inequality will prove to be very useful
for determining the accuracy of the estimates for our quantities of interest (which are obtained through a
quantum simulation procedure or a Monte Carlo procedure).

Definition 1.5. (Ir)reducible Matriz. Suppose A is an n X n matriz with entries a; ;. Matriz A is
reducible if a partition of its index set {1,2,...,n} into non-empty and disjoint sets S1 and Sz exists such
that a;; = 0 for i € S1 and j € Sa. If such a partition does not exist, matriz A is irreducible.

Definition 1.6. Variance of a Complex Random Variable. Suppose Z = X +1iY (where X, Y € R)
represents a complex random variable. The variance of Z is defined as follows:

Var(Z) =E(|Z]?) - |E(Z2)]> = Var(X) + Var(Y). (16)

Definition 1.7. Computational Tractability. If an algorithm takes computational resources that scale
polynomially in the system size, it is said to be computationally tractable (or efficient). If this scaling is
super-polynomial (typically exponential), it is considered computationally intractable (or inefficient).
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(Markov Chain) Monte Carlo: Suppose one wishes to calculate an expectation value of some observ-
able (O) (e.g. a thermal average of some observable). This expectation value is defined as:

(0) = ZIGQPT(O = O(:c)) O(z), (17)

where O(z) denotes the realization of @ at x and z lies in a sample space 2. Instead of explicitly
calculating (O), one can sample the expectation value (O) by generating a set of independent samples
which are distributed according to Pr(O(z)) and calculate the associated sample average of O. Using
Lemma I.2, one can show that the sample average ((7)) estimates the true expectation value (O) to within
an e-additive statistical error with probability 1— V%(O) (where Var(O) denotes the variance of observable
0)?!, provided that the size of the sample set over which the sample average is calculated is AN'e 2. This
will be used on numerous occasions throughout this work. This property is particularly useful in instances
where one wishes to calculate an expectation value of e.g. an operator associated to a physical system,
where the sample space (2 is exponentially large as a function of the system size. This would yield the
direct evaluation of (O) in eq. 17 computationally intractable and hence one wishes to indeed estimate
(O) with a sample average using a number of samples that is a polynomial as a function of the system
size. The question is now how one generates a polynomial number of samples (distributed according to the
probability distribution of interest) in an amount of time that is polynomial in the system size as well. A
strategy that is often employed is Markov Chain Monte Carlo (MCMC), a particular and favoured variant
of which is the Metropolis algorithm ([10]). In the remainder of this section, we introduce several concepts
related to Markov chains and the Metropolis algorithm (primarily based on [11] and [12]). We note that
the sampling process in the Monte Carlo scheme for piece-wise stoquastic Hamiltonians that we develop in
Chapter IV differs from that of the MCMC schemes presented in this section, and does not make explicit
use of the Metropolis algorithm.

Markov chains belong to a particular class of correlated chains, and to illustrate how they differ from
uncorrelated chains, we first define the latter and afterwards define a Markov chain.

Definition 1.8. Uncorrelated Chain. Suppose X1, X2, ..., Xp are P random variables. The realizations
of each X; lie in a sample space Q). The chain X1, X2, ..., Xp is uncorrelated if the probability of occurrence
of a particular sequence of realizations of each of the P random variables is statistically uncorrelated (Py(X)
denotes the independent probability of occurrence for a single X ):

P’I‘P(Xl,XQ, ...,Xp) = P?"1(Xl)PT’l(Xz)...P’I“l(XP). (18)

Definition 1.9. Markov Chain. Suppose Xi,Xa2,...,Xp are P random variables. The realizations of
each X; lie in a sample space 2. The chain X1, X2, ..., Xp is a Markov Chain if the probability of occurrence
of a particular sequence of realizations of each of the P random variables is as follows (defined in terms of
a transition probability T(X — X') for having a realization X' succeed a realization X ):

PT’P(XLXQ, ...,XP) = PT‘1(X1)T(X1 — XQ)T(XQ — Xd)T(Xp_l — Xp), (19)

where Y, T(X — X') = 1. The probability of a realization X' succeeding a realization X in a Markov
chain thus depends on X, but not on the realizations preceding X in the chain.

For Markov chains to be practically useful in the context of Markov Chain Monte Carlo, they need to
satisfy a number of conditions. We now define these conditions on Markov chains and afterwards discuss
the Metropolis algorithm as a particular case of Markov Chain Monte Carlo methods.

Definition I1.10. Time-Homogeneous Markov Chain. A Markov chain X1, Xa,...,Xp (where the
realizations of each X; lie in Q) is time-homogeneous if, for X, X' € Q and i € {1,2, ..., P}, we have:

Pr(Xii=X'|Xi=X)=T(X = X'), Vi (20)

Definition I.11. Irreducible Markov Chain. A Markov chain X1, X, ..., Xp (where the realizations of
each X; lie in Q) is irreducible if VX, X' € Q, 3t > 0 such that:

Pr(X:=X"|Xo=X)>0. (21)

LIf Var(O) is bounded, then the sample average (O) will equal the true expectation value (O) as the size of the sample
set goes to infinity.
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Definition 1.12. Aperiodic Markov Chain. An irreducible Markov chain X1, Xs,...,Xp (where the
realizations of each X; lie in Q) is aperiodic if VX € Q, we have:

ged{t: Pr(X;=X|Xo=X)>0}=1 (22)

In other words, the probability that realizations along a Markov chain will return to the realization at t = 0
in a periodic manner equals zero for an aperiodic Markov chain.

Definition 1.13. Stationary Distribution. A distribution m on Q with respect to the transition proba-
bility matriz T (defined by (X|T|X") =T(X — X'), VX, X' € Q) is a stationary distribution if:

T =, (23)

where 7 is defined to be a vector containing as elements w(X) (for all X € Q). In other words, the
distribution w gets propagated by the transition probability matriz T to itself.

Definition 1.14. Ergodic Markov Chain. A Markov chain X1, Xa,...,Xp (where the realizations of
each X; lie in Q) is ergodic if it is time-homogeneous, irreducible and aperiodic. If a Markov chain with
stationary distribution 7 is ergodic, then (VXinit, X € Q):

PT(Xt:X|X0:Xinn)—>ﬂ'(X), ast — 00. (24)

The Metropolis algorithm consists of generating an ergodic Markov chain with a desired stationary
distribution 7. To that end, one must find a transition probability distribution T(X — X') (VX, X' € Q)
which leads to the stationary distribution m. We define m(X,t) (where ¢ denotes the MC step), which
becomes independent of ¢ as ¢ — oo for an ergodic Markov chain. The change of 7(X,t) to (X, t+ 1) is
governed by the following master equation:

T(X,t4+ 1) —7m(X, 1) ==> T(X = X)m(X,t) + Y _T(X' — X)n(X',t). (25)

X’ X’

The stationary distribution satisfies 7(X,t) = n(X, ¢+ 1) and therefore we have:

S OX'T(X = X)m(X,t) =) T(X' — X) (X', t). (26)
X/

A particular solution (the detailed balance solution) to this equation is:
TX - XYm(X)=T(X' = X)n(X"), VX, X eqQ. (27)

To cast the detailed balance solution in a form that is used for the Metropolis algorithm, we rewrite
the transition probability as T(X — X') = rxx/pxx/ (where rxx/ = rx/x and rxx/ is non-negative
(VX, X" € Q), and >, rxx» = 1). We note that pxx/ € [0,1]. The detailed balance solution now gives
the following equation in terms of p:
/ X'

pxx: _ X (28)

Px'x m(X)
In the Metropolis algorithm, the quantities rxxs and px x/ respectively correspond to a trial step proba-
bility and a step acceptance probability.

Definition I.15. Metropolis Algorithm. Given a state X, one proposes a new state X' with a probability

rxx’-

e The proposed step X — X' is accepted with probability pxx: = 1 for n(X') > n(X) and with
probability px x+ = ©(X")/7(X) if 7(X") < (X)) (satisfying eq. 28).

o If the proposed step is not accepted, it is rejected and the system remains in X.

o If the proposed step is accepted, then X' replaces X.

This process is repeated for many Monte Carlo steps until arrival at the stationary distribution 7.
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One can now calculate the sample average of a quantity of interest over some sample set, whose samples
are distributed according to the distribution of interest m and are generated by means of the Metropolis
algorithm. One obtains such a sample set by, after arrival at the stationary distribution =, taking every
X that is separated from the other X’s in the set by a number of MC steps that is at least the correlation
time (such that the samples in the sample set are statistically independent). For the evaluation of the
transition probability, one does not require knowledge of the normalization factor of the distribution of
interest m. We note that the number of MC steps equals the total number of trials, not only the successful
trials.

Definition 1.14 ensures that after an (in principle) infinite number of Monte Carlo steps, one arrives at
the stationary distribution 7 provided that the Markov chain is ergodic. If one tries to calculate a sample
average of some quantity of interest associated with a physical system, the number of MC steps after which
convergence to the stationary distribution is ensured might in practice be superpolynomial as a function
of the system size (this number of steps depends on the spectral gap of the transition probability matrix
of the Markov chain), yielding the calculation computationally intractable. This is a prominent factor
limiting the computational tractability of Markov Chain Monte Carlo schemes.

I.4 Trotterization

To obtain an explicit expression for the propagation operator of a quantum system consisting of n variables
(which each can attain one of o discrete values), one needs to exponentiate a ¢™ X ¢™ matrix — which is
generally intractable in terms of computational effort. To avoid this intractable exponentiation, one de-
composes the propagation operator into a repeated (M times) string of local propagation operators, where
the computation of these local propagation operators is tractable since they correspond to interactions of
locality k = log(poly(n)). The convergence of this decomposition as a function of M is guaranteed by the
Lie-Trotter formula. We note furthermore that even if Hamiltonian H is sparse, its associated propagation
operator might not be sparse and therefore even the storage of the propagation operator itself is inefficient
in general. Since the concept of Trotterization is of such central importance for the remainder of this
report, we will discuss it in some detail.

Suppose matrices A and B are Hermitian (and therefore also square) and of finite dimension. We
consider the decomposition of the operator e**® into the product e?e?, where generally [A,B] #0. The
Lie-Trotter formula relates these operators as follows ([2],[13]):

e it(A+B) _ i (efitA/]\iefz‘tB/M>M’ (29)
M — o0

where t € R}y and we have introduced the Trotter variable M. This result is useful in the setting of
real-time evolution of a system — i.e. the decomposition of the propagation unitary of the Schrédinger
equation (eﬂH %). For imaginary-time evolution (which is encountered in quantum Monte Carlo settings),
the following holds:

677(A+B) — lim (efrA/]MefTB/M)M’ (30)
M — o0

where 7 € Ry.

—t(A+B) (eftA/AfeftB/M)M

In the remainder of this section, we consider the decomposition of e into ,
where ¢t € R4 and A and B are Hermitian in the imaginary-time setting, but are anti-Hermitian in the
real-time setting. Specifically, we investigate in this section the error associated with this decomposition
for finite choices of M in the imaginary- and real-time settings.

1.4.1 Trotterization for Arbitrary-Time Evolution

We define Sy, = e HA+B)/M o4 Ty = eftA/MeftB/M, and evaluate the expression Sy — T to find
an upper bound on the matrix norm ||Sy — Taz||. By definition, e *A+B)/M ang ¢=tA/M=tB/M cap be
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expanded as follows:

< (—t)/(A+ B) &N (—t)T AT (—t) 2 (1) & it
S =31 )j(!M;_L Y TM:ZZ(]!])W l'Ml ZE'M)J ()AB (31)

=0 §=0 1=0 j= 1=0

Sa —Tor = i (U\?] ((A +B) z]: (g) AlBj_l). (32)

J: =0
The terms for which j = 0,1 vanish in the expression for Sys — T (for any [A, B]). We therefore write:
Su—T fi(*t)j((A+B)j s () am Y. (33)
M M E .

¥ =0

j=2 [eY

B

where we have identified quantities o and 3. We note that « corresponds to the sum of all products (with
Jj terms) of A and/or B matrices. 8 is the sum of all products (with j terms) of A and/or B matrices, with
the constraint that all A’s precede the B’s. It will be convenient to rewrite the terms a and 3 as follows:

j T .
OND ) R SRR IR (31)
ce{0,1}ir=1 * ' T 2€{0,1}J

where z is a bit-string of j bits and |z| denotes the Hamming weight of string z. We now bound ||Sy — T ||
by using the triangle inequality for the matrix norm || - |[:

— d if z, =0 -
Su—Tul] <Y =2 su { noT }—A] =l gl 35
|| H J;j'M] E{Opl}J 1;[ , lf.’,l,'T:]. ( )
K(x)
The term in || - ||’s (denoted by K (z)) attains its supremum value as a function of z for:
{1}7/2{0}9/% for j even,
Tsup = {1}97D/2{0}0H+D/2 © for j odd and ||A|| > ||B]|, (36)
{1}0+D/200}1G=1/2  for j odd and ||B|| > ||A]|.
K (2sup) = sUP,e 0,115 K (x) can itself be upper bounded as follows:
21 LA B I~ |BIP/ for j even,
K(zsup) < § SFHA, B[ AY=D72|BI|Y =272, for j odd and ||A]| > ||BII, (37)

27 . s .
S A BIANE=2/2 (| BI[9=D72 - for j odd and ||B| > [|A]|.

, j—2
From this we conclude that for general j € N, K(xsup) < %H [A, B]|| (HAH + HB||)J . The inequality in

eq. 35 now reduces to:

2 j—2
H%IHM<Z,W LA BI(An+1B1) (38)
So that: B
(Al + 18I\~ 272 72
CAENS n|<2( DY A B (39)

This expression reduces to (if no further assumptions about the matrix norms ||A|| and ||B|| are imposed):

s Turll < || (4. B] | 62(\\A\|A+JHBHM 2 N t t (40)
M — LM|| > 5 5 - .
M2 2 (||A]| +|Bll) M 2 (1Al +[1BIl) M
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Clearly, if [A4, B] = 0, then Sy = Ths. If one assumes that 7 <1, then:
M2 oo '_
2 1S =Tl < 11l
) 2j—2j2
sz 1A B (1)
=0
3e?
=—||[A,B
< I[A.B]|

We thus find, provided that
o—tA/M ,—tB/M

—t(A+B)/M by

All+|B
W < 1, that the absolute error of approximating e

is as follows:

3e? t2
1S3 = Tarll < - 11 (4, Bl || .75 (42)

i . . All+|B
So in the parameter regime for which t(l‘lz‘viﬂ‘u)

instead of exponentially in & (which holds in a general parameter regime).

< 1 the bound on the absolute error ||Sa — Ta|| scales
t2
e M M
Next, we consider the error of approximating e —HA+E) — (SM) by ( —tA/M 7tB/M) = (TM)

We determine a bound on H(SM)M — (TM)MH in terms of the bound on HSM — TMH from eq. 42:

as

H(SM) (Tnr) MH —HZ SM SM )(TM) -

M

< [[(5a0) 7 (S = Taa) (7)™

1

<35 s - ™ w
<§;H(SM )|
a5~

where the last inequality holds provided that ||Sis|| < 1 and ||Ta|] < 1. We conclude that if ||Sa|| < 1,

| Tael] < 1 and Ay o,

(5300 = ()™ < 2 1Ay L (44)

1.4.2 Trotterization for Real-Time Evolution

We now consider the particular case of trotterization for real-time evolution — i.e. the case for which the
operators A and B are anti-Hermitian. The operators Sy = e~ {A+TB)/M and Ty = e A/ M= tB/M are
now unitaries (since exponentials of anti-Hermitian matrices are unitary) and therefore have unit norm:
[ISm]|| = ||Tm|| = 1. This property allows for a slightly different analysis ([14]) in comparison to that of
the previous section, and results in an upper bound on the absolute Trotter error that scales as tZ/M,
regardless of the parameter regime.

By definition, a unitary operator U has the property U' = U™!. In addition, multiplying an operator
by a unitary does not change its matrix norm. We define operator F M= T;{/IS m — I, whose norm equals
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the quantity of interest |[Sa — Tm||:
| Eaell = T3, Sar = 11| = [1Snr — Tal]. (45)

The derivative of operator F; with respect to ﬁ is given by:

azf;?\z) — tA/M (A etB/M _ etB/MA) o tA+B)/M (46)
[A, etB/JVI]
The commutator [A, ¢'®/M] can be conveniently expressed in terms of the commutator [A, B] as follows:
a(t?M) (e—tB/]M [A, etB/M}) — 7€_tB/]M [A,B] etB/M. (47)
Integrating this expression over a time interval ﬁ (a single time-slice) yields:
t/M
e tBIMIA,  B/M] = 7/ e *BlA, B] e*Bds. (48)
0
The explicit expression for [A, e!®/M] is now:
[A, tB/M _ tB/M/ 7sB[A’ B] ESBdS. (49)
Using this expression for [A, e'®/M], we find for a(t/M>
OFm QtA/M tB/M e°B[A, B] e*Bds e tA+B)/M 50
at/M) Jedse ' (50)

Integrating once again over a single time-slice yields:

t/M r
Fy = —/ (erAerB / e *BlA, Ble*Pds 67T<A+B>>dr + Fu(t/M = 0), (51)
0 0 N—_— ——

where 7 and s are real parameters. We now bound the matrix norm ||Sy — Ta||:

t/M T
[|Sa — Taal| = || Farl] :H/ (eTAeTB/ e *P[A, BleBds e_T(A"'B))dr
0 0
rAH ’ rB

t/M

S/ ‘e e

’ 1 1
t/M r

g/ / e=<2 |11, B 11 |[e°® || s ar
0 0 \W_/ \W_/

t/M
= [ A = A B g

e *PlA, Ble*Bds

e far
—_—

=1

(52)

where in the last line we have (explicitly) assumed operators A and B to be time-independent. As in the

previous section, we bound H(SM)M — (TM)MH using the bound on ||Sy — Twm||:

(300 = ()| < M 100 = Tarl] < 1 4. B] | 53)

We reiterate that this result holds provided that ||Sas|| < 1 and ||Ta|| < 1. Since Sy and Ty are unitary
operators in the current discussion, these conditions are always obeyed. We conclude that eq. 53 holds
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in any parameter regime if the time-independent operators A and B are anti-Hermitian (corresponding to
real-time propagation). In contrast, the error bound that was derived in the previous section for arbitrary-
time propagation (including imaginary-time propagation) scaling as t*/M holds only in the parameter

¢ (11A]1+11B11)
M

regime for which ||Sn]|| <1, ||Tm]| < 1 and <1.

1.4.3 Trotterizing Hamiltonian Dynamics (in Real- and Imaginary-Time)

We are mostly interested in exploiting the concept of Trotterization for efficiently simulating the dynamics
of a quantum system in either imaginary or real time (and thereby obtaining some of the eigenvalues of
its Hamiltonian). Suppose H = Zi\]: | H; represents a k-local Hamiltonian of a quantum system. {H;}Y,
is generally a set of non-commuting terms but can be divided into groups, such that within each group
all terms commute. For a given set {Hi}f-\’:l, we denote the minimum possible number of these groups by
I". This number of groups is at most N (in the minimally separable case) and equals 1 in the trivial case
where all H;’s commute with each other. The Hamiltonian H can thus be decomposed as H = 25:1 H,,

where all ED, do not commute with each other, but the terms of which each individual IT:IAY is composed do
commute.

Using the results obtain thus far in this section, we evaluate the error associated with the following
(first-order) Trotterizations for Hermitian matrices H and finite M:

r ) M
et (H 7”H”/M) , for real-time evolution, (54a)

’:1W

X M
( 7TH“’/M) , for imaginary-time evolution. (54b)

By successively applying eq. 53 to the operator e 1y ﬁ”, we find the following upper bound on the
absolute Trotter error for real-time Hamiltonian evolution:

e (He*”H”M) | <3 Sy (55)

V=1y>y

Similarly, we find the following upper bound on the absolute Trotter error for imaginary-time Hamiltonian
evolution for the operator e 2 (by successively applying eq. 44):

N (f[leTm/M) H < 3¢’ Z > Ay H 27]\24 (56)

v =1y>'

which holds provided that He_TH/MH <1, He_TH“f/M <1 (Vy) and w < 1. T has been defined
as being the smallest number of subsets into which the set {Hi}fvzl can be divided, such that within each
subset all H;’s commute. We note that this number of subsets can, of course, always be taken bigger
than I’ (N in the most trivial case). This leads to an upper bound that is generally less tight than in the
I'-subsets case, but which scales equally well in ¢ and M.

Making sure that the number of subsets into which {H;}~ is divided is minimal also brings about
another advantage: Suppose one wants to calculate the result of letting a Trotterized version of the
operators e~ or ¢7™H act on a state |®). If one takes the number of subsets equal to N (the trivial
setting), then the number of subsequent operations required for the simulation will scale as MN. In
contrast, if one is able to identify I', then one can let the commuting propagation operators within each
subset act on the state in parallel. By doing this, the number of subsequent operations required for the
simulation will scale as MT".

A specific example of this grouping of the set {Hi}é\]:l into subsets such that within each subset the H;’s
commute is the checkerboard decomposition. Suppose we are simulating the dynamics of a spin system,
whose lattice is bipartite and whose interactions are of locality k = 2. In that case, I' = 2. The simulation
in that case comprises of letting the two subsets of {H; }, ;1 act on the state of the system in an alternating
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fashion. For one-dimensional systems, this creates a checkerboard pattern as a function of time and the
single spatial component.

In the context of quantum simulation (by means of quantum phase estimation) or quantum Monte
Carlo methods, one is specifically interested in finding an upper bound on the absolute Trotter error on
the signals (®| e~ |®) and (®| e~ " |®), respectively (where |®) is some normalized state of the system
that is being considered). Suppose operator A denotes the difference between e itH (in the real-time
setting) and e~ " (in the imaginary-time setting) and their Trotterized versions. Then we would like to
find an upper bound on the quantity |<<I)| A |P) | The Cauchy-Schwarz inequality for inner products and
property 4 of the Induced Matriz Norm (introduced in the Preliminaries section) yield:

(@l An @) <[|(@I]] [[An |D)]]
=1

A (57)

<[lauml [llo)]] -
=1

The norm of the absolute error between the actual signal of interest and its Trotterized version is thus

upper bounded by the norm of the operator difference, for whom we have found upper bounds in this

section. We summarize the results of this section in Lemma 1.3 below.

Lemma 1.3. First-Order Trotter Decomposition. Given a k-local Hamiltonian H = Zf\] H;. Fur-
thermore, suppose the set { H;}XL, can be divided into a minimum of I subsets {Hw}gzl, such that within
each individual subset all H;’s commute. Then the quantities |(®| e D) — (@] (HW e_“H”/M)M |®)|

and [(®| e |@) — (D (H,Y e_THTV/M)M |®)| (where |®) is a normalized state and t,7 € Ry ) are bounded
as follows:

(@l e () — (@] ([T )" )] < 3 37 I it 5] o (55)

2M’
v y'=1y>y
r-1 2
—r —rA M A A T
(@l e 7 @) = (@| ([Te ™™™ @) <36 S 3 11, 1] ] 357 (58b)
v Y'=1y>y

where the second inequality holds provided that HeiTH/MH <1, HefTﬁ“//M H <1 (Vv)and w <1.

I.4.4 Higher-Order Trotter Decompositions

The upper bounds on the absolute Trotter error obtained thus far hold for first-order approximations —
Ty = e tA/M g —tB/M o the first-order approximant of operator Sy = e tATB)/M  Thig is manifested in
the fact that, as was shown above, the Taylor expansion around - = 0 of the function Sy — Tas does not

M
contain any terms that are constant or linear in . Taking Ty = e~ tA/2M g=tB/M o —tA/2M

A7 results in the

Taylor expansion of Sy — T around ﬁ = 0 not containing terms that are constant, linear or quadratic in

ﬁ. This T is therefore a second-order approximant of Spr. In general, if Ths is a pth-order approximant

of operator Sis, then the nth derivative of the Taylor expansion of Sy — T around ﬁ = 0 equals zero,
forn € {0,1,...,p}.

The reason for considering higher-order approximants is that the scaling of the associated error bounds

is better as a function of M. Suppose e /M and e are approximated by the pth-order approximants

Tr(p,t) and Ta(p, T), respectively. Then the upper bounds on ||€7itH — (Tu(p, t))MH and HeiTH -

(T (p, T))MH scale as t P /MP and 7P /MP | respectively (provided that in the case of imaginary-time
propagation, conditions similar to those mentioned in Lemma 1.3 are obeyed) ([15],[16]).

The question is now how one constructs pth-order approximants of the operators e /M and e
In [17], a widely used scheme is proposed for constructing pth order approximants: The first-order approx-

imants of e "*H/M and e~ ™/M are Ta(p = 1,t) = H5:1 e~y /M and Tulp=1,7) = ngl e~ THA /M

respectively. Their second-order approximants are Ty (p = 2,t) = H'ly:l" e~ itHy/(2M) ngl e—itH~/(2M)

—TH/M
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and Tm(p = 2,7) = H}v:F e THA/ (M) HS i e~ THy/(2M) Higher-order approximants are recursively de-

fined (starting from these second-order ap;;roximants) as follows:
2 2
T (p + 2, t) = (TM (p, vpt)) X T (p, (1- 4Up)t) X (TM (p, vpt)) , (59a)

Tu(p+2,7) = (TM (p, va))Q X Tar(p, (1 — 4v,)7) X (7'M (p, va))z, (59b)

where v, = 1/(4 — 41/<p+1)).

For the practical implementation of the Trotterized versions of both the real-time and imaginary-time
evolution, it is important to consider the total number of k-local propagation operators required to simulate
e " and e ™H (for a given order p and Trotter variable M). For the scheme in eq. 59, the number of
these k-local propagation operators required to be implemented for the simulation of e ™" and e for
p>1is 2MN 531 (and for p = 1 is M N). Using the intrinsic parallelizability due to the grouping of
the k-local bond Hamiltonians into I' groups, the number of required time slices needed to implement the
Hamiltonian evolution reduces to 2MT 52 ! (where within each time slice, k-local propagation operators
working on separate subsystems can be simultaneously implemented).

Now suppose the Trotter error of implementing e~ “# and e~ ™ by means of a pth-order approximant
and Trotter variable M is given by e. As mentioned above, € t;;} and € % in that case. For
a given €, the number of k-local propagation operators into which the evolutions are decomposed then

1+1/ 1+1/
scales as IV 5”/2% nd N5p/27

. Similarly, the number of time slices into which the simulation

can be decomposed (by making use of parallelization) scales as T’ 5P/2 tH/l/p nd T 5P/272 2% THl/p We thus
conclude that for large p (i.e. high-order decompositions) and a given e, the number of k- local propagatlon
operators in the Trotter decomposition scales approximately linearly in the evolution time of the system
under consideration (for real-time and imaginary-time evolution).

Figure 2 depicts the scaling of the number of local propagation operators as a function of the order
of the Trotterization scheme (according to the scheme from eq. 59). Clearly, for large p this number of
operators increases exponentially with p. Interestingly, in parameter regimes where ¢ < 7, ¢, the number
of operators first decreases as a function of p, before increasing exponentially for large p. We also indeed

see that for large p and a given ¢, the number of local operators scales approximately linearly in 7(= t).
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Figure 2: Scaling of the number of local propagation operators (propagating in real time or imaginary
time) as a function of the order of the Trotterization scheme p (for p = 1, and p > 1 and even according
to eq. 59). The left figure depicts the scaling as a function of p for a fixed 7 =t = 1 and several values of
€. The right figure depicts the scaling as a function of p for a fixed € = 0.1 and several values of 7 = {.

As will be discussed in the coming chapters of this report, imaginary-time k-local propagation operators
can be implemented in a computationally tractable manner by classical means if the Hamiltonian H is
piece-wise stoquastic and if the interaction locality k is at most log(poly(n)). In contrast, the efficient
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implementation of real-time k-local propagation operators generally requires quantum machinery. We note
that in the latter case, a decomposition needs to be found of the k-local gates in terms of an elementary
set of 1-qubit and 2-qubit gates (generally to be implemented on a universal quantum computer).
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II Quantum Simulation

As discussed in the introductory chapter of this report, simulating a quantum system by classical means is
in general a computationally intractable task. Suppose one is given the task of obtaining the eigenvalues of
a (time-independent) Hamiltonian H associated with a quantum system consisting of n degrees of freedom,
where the ’state’ of each degree of freedom lies in a o-dimensional vector space. The Hamiltonian itself is
then a o™ x ¢™ matrix, so direct diagonalization is generally inefficient. Given that the state of the system
evolves in time according to the Schrodinger propagation unitary e~**¥ | an alternative approach might be
to track the system state in time ¢ and determine (some of) the frequencies with which the state elements
oscillate. These frequencies then correspond to the eigenvalues of the Hamiltonian.

The dimensionality of the Hilbert space of the quantum system is ™ — i.e. exponentially large in the
system size. To classically store the state of the system therefore requires an amount of memory that
grows exponentially in the system size as well. In addition, exponentiating the ¢" x ¢" Hamiltonian to
obtain the propagation unitary (which is required to implement the time evolution) is a computationally
intractable task by classical means. If the Hamiltonian is sufficiently local, however, the latter task of
efficiently obtaining the propagation unitary can be solved by Trotterization of the unitary. The actual
implementation of the Trotterized propagation unitary, and the associated storing of the system state at
several instances in evolution time, can be done efficiently using a qubit register and a digital quantum
computer. Given for instance an n-qubit register, then the dimensionality of the Hilbert space of the qubit
register equals that of the system (for o = 2). Storing the state of the system on the qubit register therefore
only requires a number of qubits that scales polynomially in the system size. The actual implementation
of the time evolution by means of the Trotterized propagation unitary (working on the qubit register) is
then implemented by means of a digital quantum computer. By now efficiently implementing the time
evolution for many different time intervals, the state of the system can be efficiently tracked in time ¢ by
carefully measuring the state of the system for each of the different implemented time intervals.

When implementing a quantum simulation algorithm by means of e.g. quantum phase estimation,
only those eigenvalues that have associated eigenstates with sufficiently large overlap with the initial state
can be obtained through tracking the system state. It is therefore important to be able to systematically
prepare the quantum system in a preferred initial state. In the remainder of this section, we will discuss
digital quantum simulation in more detail (and the associated topics of state preparation, system evolution
and measurement). In addition, we will briefly discuss the concept of analog quantum simulation. Finally,
we will elaborately discuss a digital quantum simulation scheme based on quantum phase estimation.

II.1 Digital Quantum Simulation

Digital quantum simulation is a method that exploits a universal quantum computer to efficiently imple-
ment the time evolution (associated with some Hamiltonian H) of a quantum system that is initialized in
some state |©(0)). After the evolution has taken place, measurements are performed on the qubit registers
to extract useful information. For a digital quantum simulation algorithm to run efficiently, all three stages
of initial-state preparation, Hamiltonian evolution and measurement have to run using resources that scale
polynomially in the system size.

Since the Schrédinger propagation operator e is a unitary operation, it can be expressed in terms
of the elements of some universal set of quantum gates. However, not any operator e~ ¥ can be neces-
sarily decomposed into a set quantum gates that is of poly(n) size — i.e. not any mathematically allowed
Hamiltonian gives rise to a propagation operator that can be efficiently implemented on a digital quantum
computer.

A class of Hamiltonians that can be efficiently simulated is that of the finite-dimensional (i.e. finite
o) and sufficiently local Hamiltonians ([1],[18]). This class of Hamiltonians includes most Hamiltonians
that appear in physics. The previously discussed concept of Trotterization is essential for the efficient
implementation of the time dynamics associated with the Hamiltonians in this class: The Schrédinger
evolution unitary is decomposed into an ordered time series of local propagation operators by means of
Trotterization. Each of these local propagation operators is then decomposed into a some universal set of
quantum gates — itself consisting in general of 1-qubit and 2-qubit gates.

—itH
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I1.1.1 Initial-State Preparation & Hamiltonian Evolution

In order to demonstrate the fact that not any mathematically allowed Hamiltonian gives rise to a propaga-
tion operator that can be efficiently implemented on a universal quantum computer, we consider a counting
problem ([2]): Given a Hamiltonian H and its associated propagation unitary e~ ** (which works on an
n-qubit register), one can question whether it can be implemented by a circuit that is of size poly(n). This
question is closely related to the question of whether an arbitrary initial state |®(0)) can be prepared from
some n-qubit starting state using a circuit of poly(n) size.

Suppose we have g gates available to mimic the unitary evolution e~ ** where each of the g gates acts
on at most k qubits. For any particular gate, we have (:)g available options (taking into account both
the g different gates, and the fact that each gate can work on (Z) different sets of qubits). This number of
available gate choices can be upper bounded as follows:

iH

e = Zfio’“*f > B — k> (k/e) <Z> : (%)k - <Z> = (%)kg = 0. (60)

Suppose now that one has access to quantum circuits consisting of d gates, then the total number of
distinct choices for this quantum circuit is bounded as follows:

<Z> < ()" =ow (61)

This set of distinct quantum circuits can produce a set of states (starting from some initial state) of size
that is at most that of the set of distinct quantum circuits. The size of this set of producable states is thus
also upper bounded by (%)kyd = O(n*99).

Suppose that one wishes to obtain an e-estimate of a state |®) by application of the quantum circuit
(starting from initial state |®(0))). The n-qubit state |®) can be expressed in a basis {|z)} (of size 2") as

|@) =3, @®(z) |z). Due to normalization, |®) lies on the unit sphere (in 2"*" real dimensions) defined by
Sole@))? =3, (Re(<1>(ac))2 +Im(<I>(a:))2) = 1. The surface area of this unit (2”7 — 1)-sphere is given
by:
on?"
n =1)= —/—< 2

SQ +1—1(T ) l—\(zn)7 (6 )
where I'(n) = (n — 1)! (for n > 0). The surface area spanned by the points that are e-close to |®) is
approximately equal to the volume of a sphere in 2"+ — 1 real dimensions of radius e. The volume of this
(2"T! — 2)-sphere is given by:

n_ n+1_
o2 —1/2.2 1

Van =€) = . 63
2 +172(r 6) (2n+1 _ 1)1"(2n _ 1/2) ( )
The number of distinguishable e-estimates of n-qubit states |®) is thus given by:
Son =1 "
N(n,e) =21 — 2 =1 V(2 - 1)P(2 1/2) 1 (64)

T Vans1_o(r=¢) rer) ertt-1r

If the quantum circuit (consisting of d unitary operations) were to be used to obtain e-estimates of n-qubit
states, then the number of producable states (upper bounded by (%)kgd) has to be at least equal to

N(n,e):
ne

kgd
Nin,o) = (59)™ (65)
The number of required unitaries per quantum circuit (d) that satisfies this condition is:
_ it (D@ =1/2)\ | o (2" In(1/e)
d= ) (m (va(2 D= T )+ (2 Din(i/e)) =0 =) (66)

We thus conclude that — for a given accuracy € — there exist n-qubit states of which an e-estimate cannot
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be efficiently obtained by means of implementation of a set of local unitary operations. This means, for
instance, that not any desired initial state can be prepared on a qubit register with polynomial resources.
In [19], it is argued in a more general sense that although one describes the state of a many-body system
(of size n) as a vector in a Hilbert space, the vast majority of states in the Hilbert space is not reached
through Hamiltonian dynamics in poly(n) time. Therefore, one concludes that the vast majority of states
in the Hilbert space is not physical as they are only produced after exponentially long times.

As mentioned above, the time dynamics according to most Hamiltonians encountered in physical sys-
tems can be efficiently implemented using a universal quantum computer. Also, numerous useful initial
states can be efficiently prepared on a universal quantum computer. In [20], for example, the authors
efficiently prepare a Hartree-Fock state on a superconducting-qubit register. The efficient preparation
of Hartree-Fock states, due to their generally large overlap with low-lying eigenstates, is an important
algorithmic primitive for quantum simulation of quantum chemistry and condensed matter systems.

I1.1.2 Measurement

After the propagation unitary e~ **" has been (approximately) applied to the initial state |®(0)) to obtain
the final state |®(¢)) = =" |®(0)), one has to perform measurements on the qubit register to extract useful
information. One can try to characterize the final system state |®(¢)) through quantum state tomography
([21]). However, quantum state tomography in general requires resources that scale exponentially in the
system size. Instead of using quantum state tomography to explicitly obtain the final system state, one can
try to efficiently extract quantities of interest such as correlation functions and operator spectra directly.

I1.2 Analog Quantum Simulation

Another way in which a quantum system can be simulated by quantum means is through analog quantum
simulation ([18]). Analog quantum simulation differs from digital quantum simulation in that an analog
quantum simulation platform cannot simulate any local quantum system, but rather emulates a particular
other quantum system. The Hamiltonian of the system to be simulated Hsystem is directly mapped onto
the Hamiltonian of the simulator Hgimulator: Hsystem < Hsimulator- The simulator is a system that is
experimentally well-controllable, while the system to be simulated is generally not experimentally well-
controllable. The simulation of the quantum system of interest by means of the simulator system can be
realized if an invertible mapping exists that determines a correspondence between all operators and states
of the simulated system and the simulator ([22]).

An advantage of analog quantum simulation is that if the simulator naturally evolves in the same way as
the system to be simulated (i.e. their Schrodinger propagators are equal), then there is in principle no need
for Trotterization of the Schrédinger propagator. Other advantages of analog quantum simulation relate
to state preparation and measurement: Because the system and simulator are so similar, the preparation
of desired initial states can occur naturally in processes that mimic the natural relaxation of system to be
simulated to an equilibrium state. Direct measurement of some physical quantities in the simulator system
yield information on their analog counterparts in the system to be simulated.

Prominent physical realizations of analog quantum simulators include: Cold atomic gases in optical
lattices, which can be used for simulating Bose-Hubbard models and, in particular, the associated superfluid
to Mott insulator phase transition ([23]). Superconducting circuits (and the related concepts of circuit-
QED) which can be used to study (and control) strong light-matter interactions ([24]).

II.3 Quantum Phase Estimation

Quantum phase estimation is used to efficiently determine the phases of eigenvalues of a unitary U. When
choosing the unitary U = e~*#2t (the propagation operator of the Schrédinger equation), the eigenvalues
of a Hamiltonian H can be approximately obtained. Hence, quantum phase estimation is useful as the
basis for a digital quantum simulation scheme. We do note that only those eigenvalues that have associated
eigenstates that overlap significantly with the initial state |®) can be obtained. When H is non-stoquastic
(and can thus suffer from a sign problem), quantum phase estimation is particularly useful. In later stages
of this report, we compare a quantum-phase-estimation-based algorithm to a Monte Carlo method (closely
resembling quantum phase estimation) for stoquastic Hamiltonians that will be extensively discussed in
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the next chapters. We specifically consider here a form of quantum phase estimation where the unitary
U is efficiently implemented to act on a qubit register by means of a digital quantum simulator, but the
post-processing procedure to actually obtain the phases of the eigenvalues of U is performed classically.
This differs from the approach that is described in e.g. [25], where the post-processing to obtain the
eigenvalues requires a machine that can efficiently implement the Quantum Fourier Transform (such as
a digital quantum simulator). In the current approach of classical post-processing, the use of quantum
phase estimation to determine multiple eigenvalues arises more naturally.

Figure 3 schematically depicts a basic quantum circuit which is used for quantum phase estimation. It
involves an n-qubit register and a single ancillary qubit. The state of the composite system can be tracked

through the circuit as follows (where R(#) = e~"07%/2):
L 4), ©[9),
1 k
1 —(10), ®12) + U* 1), @ ) ),
(10,819 +U ), @ |2)) -
L /o —ioj2 k( i0/2 67
10 : 7(6 0), ) @ |®) + Uk (/21 @@),
(0, oo+ U ) o o
1 —1 2 4 —1 %
IV:§«ewﬁ+eW%hmn®@H%eW%—e“UﬂMwM@)

The probability to measure state |0) (m = 0) on the ancillary qubit after application of the depicted gates
is then given by:

+ %Re((@Uk |<1>>), for 6 = 0,

Pr(m=0]k,0) =
r(m=01k9) —%Im((tb\UkVI))),forQ:E

%+iG”@WM@+eﬁU@U”@V):

Nl= N

5

(68)
In the last expression, we have restricted ourselves to § = 0 and 8 = 7. As will become apparent shortly
hereafter, these are the parameter values of interest.

We choose U = e "4 (where At € Ry is fixed, H is Hermitian and has 2" possibly degenerate
eigenvalues). Using the spectral decomposition of H (in terms of its eigenstates {|i;)} and eigenvalues
{E;}), the ’signal’ (®| U" |®) can be rewritten as ZJ\(wj|<I>>|Qe_iEjAtk. Using the expression in eq. 68,
one can determine (a subset of) the eigenvalues of H, provided that Pr(m = 0| k,0 = {0, 5}) can be
efficiently evaluated for a range of k values.

Since the direct evaluation, and therefore the implementation, of U = e ~*#2? ig inefficient, U should be
Trotterized to give U = (T (p, At))M (where the ordered real-time series Tas(p, At) has been introduced
in the previous chapter), where the Trotterization is of pth order. Since the Trotterized version of U
corresponds to a product of local (unitary) propagation operators, U is itself a unitary operator as well.
Therefore, quantum phase estimation is in practice used to obtain the phases of the eigenvalues of unitary
U, which converge to the eigenvalues of U in the limit of large Trotter variable M.

me{0,1} Figgre 3:. B::Tsic _quantu'm phase.esti—
mation circuit with a single ancillary
qubit and an n-qubit register (initial-
R©) l I ized in state |®)). Quantum algo-
rithms based on this basic circuit can
be used to determine the phases of the
eigenvalues of the unitary U efficiently.
This is done by applying the unitary
U on the n-qubit register a varying
number of k times (conditioned on the
ancillary qubit) and measuring the re-
sulting state of the ancillary qubit (in
il §iii 14 the standard basis) sufficiently many
times for each k. The single-qubit H

gates denote Hadamard gates.
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If one would be able to perform the experiment corresponding to the circuit depicted in Figure 3 many
times for a particular k& € N (half of the times for § = 0 and half of the times for § = F), the true
values of Pr(m = 0|k,0 = {0,%}) can be approximately obtained. Thereby, the signal (9| U*|®) can
be approximately obtained as well. Suppose that for 6 = 0 and a given k, the experiment is repeated
|X| times to obtain a set ¥ of independent realizations of the ancillary-qubit state to be measured. The

expectation value of the measurement outcome and its squared value are (using the expressions from eq.
68):

m):ZPT(m\k,@:O)m:Pr(m:1|k,0:0):%—%Re((@(jk\@)), (692)
% = 5" Pr(m| k,6 = 0) m® = Pr(m = 1| k,0 = 0) = % %e((@ﬁk@)). (69b)

Pr(m = 0|k, 0 = 0) thus equals 1— (m), and its approximate value is obtained by sampling the expectation
value (m). The variance of the measurement outcome m is:

Var(m) = (m?) — (m)? = i - i(Re( (@] T* | @) ))2. (70)

The sampled expectation value of m, denoted by m, is determined by averaging the measurement outcome
m over |X| independent realizations and therefore its variance is given by:

Var(m) = VCTTT(‘"L) - ﬁ(l - (Re(<<1>| U* | ))2>. (71)

From eq. 68, Re((®|U*|®)) equals 2Pr(m = 0| k,6 = 0) — 1, and thus Re((®] Uk @)
1 — 2. The variance of the sampled quantity Re( (®| U* |®) ) is thus:

sampled

sampled equals

Var(Re(<<I>|(]'k |<I)>)5ampled) =Var(l —2m) =4Var(m) = 5] <1— (Re((@‘U’“@))) ) (72)

Using the fact that Re((®|U* |®)) € R, we infer that Var (Re( (®|U* |®) )aampled) < \2\ An equivalent

analysis for the (6 = 7)-case yields Var([m( (| U* | @) )sampled = % (1 — Im( (| U* | @) )) ) <

W.
Suppose that the number of samples for both the (§ = 0)-case and the (§ = 7)-case is taken to be
x| = , then by means of Chebyshev’s inequality (see Lemma 1.2):2
- - 1
Pr(\Re(<<I>IU’“\<I>>)sampled Re((®|0*|9))] Se) >1- (73a)
~ ~ 1
Pr()lm( (®| O* 19)) samprea = I ( (@] U* @))‘ < e> >1- 5 (73b)

We note that these last upper bounds for the variance of the real- and imaginary parts of the signal at a
given k disregard the time dependence of the variance (i.e. the dependence of the variance on variable k):
Although the variance of Re((®|U" |®) )sampled and Im((®|U" |®) )Sampled is indeed upper bounded by
1/|%] (which is a time-independent quantity), it oscillates within this time-independent bound between 0
and 1/|3|. In particular, the variance of Re( (®|U" |®)) and that of Im((®|U" |®)) attain

sampled
their maximum value when Re((®|U"* |®)) and Im((®|U" |®)) are respectively equal to zero, and their
minimum value (zero variance) when their norm equals unity.’
We now consider the variance of the estimates of the (complex-valued) signal of interest:

sampled

(®|T" D), 4prea = Re((2|T" |D)) +i Im((®|U"|®)) (74)

sampled sampled’

2We note that since m € {0,1} here, one could use the Chernoff-Hoeffding inequality as well (leading to a better
confidence of 1 — exp(—N) instead of 1 — 1/A). However, Chebyshev’s inequality does suffice for the current discussion.

3Using eq. 68, one can intuitively infer that when the norm of Re((®] Uk [®)) or Im((®| U* |®) ) equals unity the
variance vanishes: At those points, Pr(m = 0| k,6 = {0, 5 }) equals 0 or 1, which obviously implies that the sampled
probability equals the exact probability, hence the absence of sampling noise.
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Since Re((®|U* |®)) m((®|T* |®) )sampled € R, the variance of (®|U* ) samprea 18 given by:

sampled’

Var (@0 1), ,p1eq ) = Var (Re((@] 0% |2)) )+ Var(1m((@0* |2))

sampled)

E( (Re( q>|0k\q>>>))+ﬁ( f(fm<<©lﬁk‘¢>>)2)
- 52 (re(10* )" (im( o1 ) )
- g (2~ et oF)

To bound the variance of (®|U* 1) campiea: We first bound |<q>| U* |®) |2: The Cauchy-Schwarz inequality
for inner products and property 4 of the Induced Matriz Norm (introduced in Section 1.3 Preliminaries)
yield:

sampled

(75)

@ 0" )] < [[c@l]] [[T*12)]| < [[0*]] 1ol — @i T* @) < [Jo*]]°. (76)
=1 e

The quantity U corresponds to a product of unitary matrices (U is a unitary matrix as well). A product
of unitary matrices is itself a unitary. Since the matrix norm of a unitary matrix equals unity, we find the
following bounds on [(®|U" |®) |2:

0< (@ T*[@)]* < 1. (77)

This yields the following bounds for the variance of (®|U* |®)

sa'mpled:

1 e 2
= < Var((@]0"|@ )< 78

‘E| > var < ‘ | >sampled — |E| ( )

Assuming that the Trotter error is efficiently suppressed, one can also determine the behaviour of the
variance of (®|U* 1P) camprea = (@I U* |P) campiea (Within the aforementioned bounds) as a function of

t = At k using the spectral decomposition of H:

Var(<¢|0k‘©>sa7npled) |E|( ‘Z Tl | ‘ >
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The variance of (®| U" |P) campieq 18 thus a function that is lower bounded by ﬁ and upper bounded by %
and oscillates in between these bounds with frequencies that depend on the differences between eigenvalues
of H. At t =0, the minimum at ﬁ is attained and the other values at which the lower and upper bounds
are reached depend on the spectrum of H (which is the quantity to be determined). We note that if (for
some a € {0,1,...,2" — 1});

2 1, for j=a,
i|®Y|" ~ 80
19| {0, A, (50)

|®) is chosen such that the signal is dominated by a single eigenvalue of H, then the variance of
(®|U* |®) . approximately equals % for all ¢. If |®) is chosen such that two eigenvalues of H

sample b}
dominate the signal to equal extents (for some a,b € {0,1,...,2" — 1});
, %, for j = a,
0, forj +#a,b,
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then the variance of (®|U* |®) approximately oscillates between ﬁ and % with a single frequency
equal to (Ey — E,). We shall demonstrate this numerically as well in later stages of this report.

For the Monte Carlo scheme presented later in this report, a similar region of low variance is located
at t = 0. However, in that case the variance of the signal of interest goes to zero at ¢ = 0 (instead of
going to ﬁ such as the QPE signal). These regions of relatively low variance might be exploited to obtain
higher-quality estimates of the eigenvalues of H to be determined.

We repeat that the process of measuring the ancillary-qubit a total of 2|X| times (for a given k) for many
values of k € {0,1, ..., K} produces a noisy and Trotterized version of the signal g(k) = (®| e~ H4% |®) =
(®|U* |®) (where the noise originates from the finite sampling of the ancillary-qubit state). When the
quantum-phase-estimation scheme is run on e.g. a non-error-corrected NISQ device, the variable K is
limited by the coherence times of the qubits involved and the fact that the implemented gates are noisy.

The spectral decomposition of Hamiltonian H yields the following expression for g(k):

g(k) =D e 8 (g @) . (82)

J

sampled

By analyzing the signal g(k), and in particular its oscillation frequencies as a function of ¢ = At k, (a
subset of) the eigenvalues of Hamiltonian H can be obtained. There are several methods for solving this
problem, such as the Discrete Fourier Transform (DFT), Prony’s method ([26]) and the Matriz Pencil
Method ([27],[28],[29]). The Matrix Pencil Method can, in principle, be regarded as a generalization of
(amongst others) Prony’s method. In this report, we consider the Matrix Pencil Method because of its
efficiency and noise-tolerance ([27]).

Post-processing methods such as the Matrix Pencil Method in particular determine the quantities
e "FiBt instead of the eigenvalues E; directly. Therefore, one is only able to potentially determine a
subset S = {E; | E;At € [0,27) A |{1;]®)|* > 1/poly(n)} of the eigenvalues {F;};. By carefully tweaking
At and |®), one can thus obtain the desired subset of eigenvalues. In the next chapter, it will be shown
that subset S is at most of size poly(n), and for two E;’s to be distinguishable, the gap between their
associated E;At’s cannot be too small in the presence of noise.

We note that the eigenvalues e *Fi2? of unitary U, as well as the eigenvalues of Trotterized unitary U,
have unit norm. However, due to finite sampling, one determines a noisy version of the signal g(k). This
noise results in the fact that the apparent eigenvalues of U might have norms that slightly deviate from
unity (and therefore U might seem to be slightly non-unitary). To ensure that the output estimates for
the eigenvalues Ej; are real (as they should be due to the Hermiticity of H), we take them to be the real
parts of the expression i% (where z; denotes the apparent eigenvalue of U ).

We conclude this section by noting that the picture of quantum phase estimation that has been sketched
here is a simplified one for the following reasons:

1. The string of gates produced by the Trotter decomposition of unitary U ((7 = (TM (p, At))M) is
assumed to act on the n-qubit register in a noiseless and error-free manner.

2. All qubits involved are assumed to remain coherent throughout single experiment rounds. As was
mentioned before, in reality the limited coherence time would severely limit the value for K, and
thereby the time interval over which the state dynamics can be tracked.

3. The outcome of the measurements of the ancillary-qubit state are assumed to be completely trust-
worthy.

4. The state |®) is assumed to be prepared on an n-qubit register using a circuit of poly(n) size. As was
shown in the previous section, this efficient preparation is not always feasible for any n-qubit state.

We stress that the discussion of quantum-phase-estimation-based quantum simulation in this section is not
limited to stoquastic Hamiltonians, and generally applies to any sufficiently local Hamiltonian.
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IIT Signal Analysis

uantum phase estimation can thus be used to approximately obtain a signal of the form (®|e~** |®)

—i.e. the overlap between state |®) and the state that has evolved over time ¢ (starting from |®)).
Snapshots of this signal are obtained at times kAt. The spectral decomposition of Hamiltonian H yields
the following expression for this signal:

g(k) = f}|<wj|<1>>>2 (cma)", (83)

Given a noisy version of the signal g(k) at K < poly(n) points (k € {0, 1, ..., K — 1}), the task is to obtain
a subset of the (possibly degenerate) eigenvalues of H, which correspond to the oscillation frequencies of
g(k) in time.

In Chapter IV of this report, we introduce a Monte Carlo scheme that can be used to efficiently obtain,
up to an e-additive error, a noisy version of the signal (®| e~ " |®) (7 € Ry), provided that H is piecewise
stoquastic and consists of sufficiently local interactions. The signal g(k) in this case is given by:

o) = Y| sl (e=527)" (84)

Given a noisy version of g(k) at K < poly(n) data points (k € {0,1,..., K — 1}), the task is again to obtain
the (possibly degenerate) eigenvalues of H, which now correspond to the decay rates of g(k) in time.

There are several methods for obtaining a subset of the E;’s from the signal g(k), such as the Z-
Transform (Discrete-Time Laplace Transform), Prony’s method ([26]) and the Matriz Pencil Method
([27],[28]). In this report, we consider the Matrix Pencil Method because of its noise-tolerance ([27]).

We define z; = e~ *Fi® in the setting of QPE, and z; = e *7% for the Monte Carlo algorithm. The
Matrix Pencil Method determines a subset of these z;’s. For QPE, the z;’s lies along the unit circle. As
mentioned in the previous chapter, for the sake of distinguishability of the eigenvalues E; in a particular
subset the associated F;At’s must lie in the interval [0, 27). For the Monte Carlo algorithm, all z;’s lie in
the interval (0,1] (provided that the lowest eigenvalue of H is non-negative). This is illustrated in Figure
4.

Im(z)

Unit Circle

Re(z)

QO Quantum Phase Estimation

> Eigenvalue Estimation for
Stoquastic Hamiltonians

Figure 4: Illustration of the position of the z;’s in the complex plane in the case of real-time Hamiltonian
propagation and in the case of imaginary-time Hamiltonian propagation. The eigenvalues of the (unitary)
propagation operator of the Schrédinger equation e *#* lie on the complex unit circle. The eigenvalues of
the imaginary-time propagation operator e~ "# (7 € R4) lie on the positive real axis on the interval (0, 1]
(when the lowest eigenvalue of H is set to zero, or at least set to be positive).
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III.1 Matrix-Pencil Method

We reiterate that the task for which we make use of the Matrix Pencil Method ([27],(28],[29]) can be
formulated as follows: Suppose we are given a set of noisy values of a signal g(k),

R R
g(k) =Y cieti* = "eszf, (85)
1 j=1

Jj=

where z; = €7, then determine (a subset of) the parameters {\;} (and possible of {c;}). The number of
parameters A\; to be determined is R. In the case of the Monte Carlo scheme and the QPE scheme we
have A\; = —E;A7 (€ R) and \; = —iE;At (€ C), respectively.

The basic idea comprises of setting up a generalized eigenvalue problem, the solution of which is given
by the set {z;}. One is effectively given a noisy signal y(k) (for k € {0,1,..., K — 1}), which is related to
the original signal g(k) by:

y(k) = (k) + (k) = 3 525 +n(k), (86)

where n(k) denotes e.g. the sampling noise. We introduce the following matrix Y, containing all K data
points of the noisy signal y(k) (for k € {0,1,..., K — 1}) and the pencil parameter L (whose function will
become apparent shortly):

y(0) y(1) y(L)
y(1) y(2) y(L+1)
Y =
yE—L=1) y(K=L) ... y(E=1/
1 Zj ZJL
=t K—-L-1 K: L K-1
Z] Zj Z]

Matrix Y thus equals the sum of 1 rank-1 matrices. The rank of a matrix A =3, A; (where each A; has
the same dimensions) is at most the sum of the ranks of the A; matrices — i.e. rank(A) <37, rank(4;).
Therefore, rank(Y) < R.

In principle, taking K > 2R will suffice to extract the R values of interest {z;} from signal g(k) (i.e.
the noiseless signal). However, since the signal y(k) is noise-contaminated, one must generally take K > R
to ensure a high quality of the estimates of {z;}.

Noiseless Signal:  We first consider the noiseless case: n(k) = 0 (Vk). The set {z;} now corresponds
to the set of generalized eigenvalues of the matrix pair {Y1, Y2}, where Y7 and Y3 are the matrices that are
obtained by respectively deleting the last column and the first column of matrix Y (we note that Y; and
Y, are square matrices for L = K/2). To illustrate this, we consider the representation of the matrices Y1
and Y2 in terms of the Vandermonde Matrices (Z1, Z2), which contain the unique z;’s to be determined:

Yi=71CZy; Yo=21CZoZo, (88)
where the matrices Zy, Z1, Z> and C are defined as follows:
1 1 . 1 |
21 22 ZR 1 2o ... 2571
71 = . . . s Zo= | . . (89a)
zf(fol zé(*L*l zﬁfL*l (K—L)xR 1 zgp ... zIL{l RxL
Zo = diag(z1, 22, ..., 2r) ; C =diag(ci,ca,...,CR). (89Db)
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We consider the linear matrix pencil Y2 — zY; = Zlc’(Zo — zI)Zg. If z equals z; (for j € {1,2,..., R}),
then the jth row (and column) of Zy — zI equals zero. In that case, the jth column of Z; and the jth row
of Z5 are annihilated in the expression above for the matrix pencil.

We now differentiate between three parameter regimes: L < R, L > K — Rand R < L < K — R. This
last parameter regime is non-empty only for K > 2R.

e L < R: In this parameter regime, the rank of matrix Zs generically equals L. Furthermore, we have

(for any L):
ci(z1 — 2) c(z1—2)z1 ... al(= 72)2571
c2(z2 — 2) co(z2 —2)z2 ... ca(z2 72)2571
C(Zo — 21) 22 = , : : . (90)
cr(zr —2) cr(zr—2)zr ... cR(zR—z)zé_l RxL

If z equals z;, then the jth row of C(Zo - zI) Zs equals zero. However, since L < R, C’(Zo - zI) Zo
has full column rank irrespective of whether or not z equals any of the z;’s. The rank of C(Zo — z[) Z>
thus equals L for any z. This implies that the rank of the matrix pencil Y2 — z2Y; = ZlC(Zo — z[) Zo
does not depend on whether or not parameter z equals any of the z;’s.

e L > K — R: In this parameter regime, the rank of matrix Z; generically equals K — L. Furthermore,
we have (for any L):

c1(z1 — 2) c2(z2 — 2) cr(zr — 2)
ci(z1 — 2)z1 c2(z2 — 2)22 L. cr(zr — 2)zR
210(20 - ZI) =
ci(z1 — 2)28 I ea(za — 2)2f Y L cr(zr —2)2h ET? (K—L)xR
(91)

If z equals z;, then the jth column of 210(20 - zI) equals zero. However, since L > K — R,
Z1C(Z0 - zl) has full row rank irrespective of whether or not z equals any of the z;’s. The rank
of ZlC(Zo - zI) thus equals K — L for any z. This implies that the rank of the matrix pencil
Yz — 2Y1 = Z1C(Zo — 2I) Z> does not depend on whether or not parameter z equals any of the z;’s.

¢ R< L < K — R: In this parameter regime, matrices Z; and Z» are both rank-R matrices. In
particular, matrix Z; has full column rank and matrix Zs has full row rank. The R x R matrix
C(Zo—2I) has rank R if z # z; (for j € {1,2,..., R}), and rank R—1if z = z; (for j € {1,2, ..., R}).
For matrices A and B, Rank(AB) = Rank(B) if A has full column rank and Rank(AB) = Rank(A)
if B has full row rank. Since Z; has full column rank and Z: has full row rank in this parameter
regime, the rank of the matrix pencil equals:

Rank(Yz — zYl) = Rank(Z1C(Zo — zI) Zg)
= Rank(C(Zo — zI) Zg)
= Rank(C(Zo — 2I)) (92)

| R, for 2 # z; (Vj €{1,2,...,R}),
| R—1, for z =z, (for any j € {1,2,..., R}).

In the current parameter regime, the rank of the matrix pencil Y2 — zY7 thus equals R if parameter
z does not equal any of the z;’s and its rank is reduced to R — 1 if z does equal any of the z;’s.
In the other parameter regimes mentioned above, the rank of the matrix pencil does not depend on
whether or not z equals any of the z;’s.

Provided that R < L < K — R (and thus K > 2R), the unique generalized eigenvalues of the matrix
pair {Y1,Y>2} are given by z; (for j € {1,2,..., R}) because the z;’s reduce the rank of the matrix pencil
Y2 — 2Y1 by one. In the remainder of this discussion, we assume the pencil parameter L to be in the regime
R < L < K — R unless stated otherwise.

The matrices Y1 and Y2 are generally not square matrices (they are only square if L = K/2) and not
full-rank. Since a matrix is invertible if and only if it is full-rank, Y7 and Y> are generally not invertible.
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Generalized eigenvalue problems (GEP) such as Yox; = z;Y1@; encountered here are generally solved by
solving the associated eigenvalue problem (EP) Y 'Yox; = zjx; (if Y1 were full-rank). If Y7 (or Y3) is
indeed not full-rank, a Moore-Penrose pseudo-inverse (denoted by *’) is used in the translation from GEP
to EP. The Moore-Penrose pseudo-inverse of a matrix A is defined as AT = (ATA)flAT. The eigenvalue
problem to be solved to find the parameters z; (for j € {1,2, ..., R}) in that case is thus V" Yoz; = 2;z;.
The matrix Y1+Y2 is an L x L matrix that can be written in terms of Zy, Z1, Z> and C as follows:

Yi'Ye = (21C2%) " 2:C 2022 = 25 CF 2§ 2, C 2020 = Z5 CTC ZoZ2 = 2 ZoZo.
—— N—~—

=1

(93)

=1

Since the Moore-Penrose pseudo-inverse of a matrix A has the same rank as A, and Z; has rank R (given
that R < L < K—R), Z; has rank R as well. Since the R x L matrix Z has full row rank, the L x R matrix
Z3 has full column rank. Using eq. 93, one can thus infer the rank of matrix Y;" Y2 to be equal to the rank
of Zp, which is equal to R (< L). Since the rank of a matrix equals its number of non-zero eigenvalues,
Y;"Y> has R eigenvalues that are non-zero (and are equal to the z;’s) and L — M zero eigenvalues. The R
non-zero eigenvalues that one finds when solving the eigenvalue problem associated with Y;"Ys are thus
equal to the z;’s (from which the A;’s can be determined).

Figure 5 depicts the results of application of the Matrix Pencil Method to a noiseless signal. We
consider separately a decaying signal and an oscillating signal, and for both cases we depict respectively
the estimates of the decay rates and oscillation frequencies as a function of the number of measurement
points of the signal (K). The true decay rates/oscillation frequencies (the eigenvalues E;) have been
generated at random and all the ¢;’s are set equal to 1/R. The pencil parameter is set to be L = K/2.
In the regime K > 2R, the eigenvalues are resolved both for the decaying and the oscillating signal, as
expected based on the discussion in this section. In the regime K < 2R, the eigenvalues are not resolved
and the estimates seem to be some sort of averaged value of the true eigenvalues.
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Figure 5: Estimates of the decay rates (of a decaying signal) and oscillation frequencies (of an oscillating
signal) as a function of K (the number of equidistant points at which the signals are measured). The
estimates are obtained from applying the Matrix Pencil Method to the noiseless signals g(k) = Zle cj zjk ,
where z; = —FE;A7 (in the case of the decaying signal) and z; = —iE;At (in the case of the oscillating
signal). All ¢;’s are set equal to 1/R and the F;’s have been produced at random. The time interval over
which the signals are analyzed is 3 (the values of AT and At are both equal to 3/K). The pencil parameter

is set to be L = K/2.
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Noisy Signal: In the presence of (sampling) noise, an additional pre-filtering step is required to obtain
the estimates of the parameters z;. This includes carrying out a singular-value decomposition (SVD) of
the data matrix Y:

Yy =UxV" (94)

where ¥ is a diagonal matrix containing all singular values ({o}) of Y, and U and V' are unitary matrices
that are composed of the eigenvectors of Y Y1 and Y1 Y, respectively.

The data matrix Y is filtered by truncating all singular values for which —— < T'F, where TF is
a variable threshold (the truncation factor) and oma. denotes the largest singqllfi;mr value. The R non-
truncated (dominant) singular values are used to construct the diagonal matrix ¥’. The left-singular and
right-singular eigenvectors associated with these truncated singular values are respectively deleted from
matrices U and V to obtain matrices U’ and V'. The new data matrix Y' = U’ ¥’ (V’)T has now been
filtered to reduce the effects of noise. As in the noiseless signal case, the sub-matrices Y and Yy are
obtained from Y’ by deleting the last column and the first column, respectively. To obtain estimates of
the parameters z;, the eigenvalue problem (Y{)+Y2' x; = z;x; should now be solved.

The pencil parameter L is one of the variables governing the noise-tolerance of the method and should
ideally be taken to be K/3 < L < K/2 ([27],[30]). For these values of L, the variance in the estimates of
the parameters z; has been found to be minimum in [27] and [30]. Unless indicated otherwise, we shall
take L = K/2 in the remainder of this report.

After having obtained the estimates of the parameters {z;}, one can estimate the parameters {c;} as
well: Using the noise-contaminated signal y(k) and the estimates of {z;}, one finds the approximate values

of {c;} by solving the least-squares minimization problem min, Zk’y(k) =226 (Zj)k’2. The estimates
of {z;} and {c¢;} together form the reconstructed signal which is less noise-contaminated than the original
signal y(k).

We furthermore note that in the Matrix Pencil Method described here, R is essentially an emergent
quantity depending on how many singular values are larger than TF % 0pqs in the SVD of the data matrix
Y. This is done since in principle one does not know a priori with how many eigenstates of the Hamiltonian
the state |®) has a significant overlap. In contrast, in [30] the value of R is fixed due to a change in the
SVD truncation protocol: There, in any instance, only the largest R singular values (where R is a fixed
number) of the SVD of the data matrix Y are kept, while all the other singular values are discarded.

We have discussed above that in a noiseless-signal setting, all R eigenvalues can be exactly obtained
(for a proper choice of the pencil parameter) provided that K > 2R, irrespective of whether the signal
is oscillating or decaying. We have presented a well-known pre-filtering method to reduce the effects of
noise in the case of a noisy signal, and have mentioned that in that case one should take K > 2R. One
might wonder, however, how large the magnitude of the noise can be for the eigenvalues to be accurately
extracted from the noisy signal. In [31], it has been shown that the ability to extract all R eigenvalues
from a signal that is purely oscillatory by means of the Matrix Pencil Method shows a sharp transition
as a function of K. Specifically, the relation between K and the minimum gap between the eigenvalues
A is relevant. That is, the following is proved in [31]: Given that A\; € [0,27), Vj. If K > 1/A + 1,
then there exists a polynomial time algorithm that provides estimates of the c;’s and \;’s, where these
estimates converge to the exact values at an inverse polynomial rate in terms of the magnitude of the noise
[[7]| = 3.In(k)|*>. This statement is tight in the following sense: If K < (1 —€)/A, then there exists
two sets {c;},{\;} and {c;}' {N;} (each with minimum gap A) where one would need ||n|| < exp(—eR)
(i.e. moise that is exponentially small in magnitude) in order to tell these two sets apart. Both of these
statements are based on an analysis of the condition number of the Vandermonde matrices Z; and Zs. We
reiterate that it was shown in [31] that these claims hold for a purely oscillating signal. They are therefore
applicable to the quantum-phase-estimation setting. It is an open question whether similar statements
hold for purely decaying — i.e. Monte Carlo — signals. This will thus be an interesting and relevant point
of future research.

In the settings considered in this report, the signal g(k) is a sum of generally 2" components, where
each (possible degenerate) component is associated with an eigenvalue of the Hamiltonian. Therefore one
would naively take R to be approximately 2". Since one generally requires K > 2R — and even K > 2R in
the presence of noise — and K < poly(n) must hold for the algorithm to run efficiently, the effective number
of components that can be extracted from the signal will be no more than poly(n) (and can therefore not be

35



2™). There are two ways in which the number of components in the signal g(k) can indeed be reduced to be
poly(n) instead of exp(n): One can reside in a parameter regime in which the degeneracies of Hamiltonian
H are such that the number of distinct eigenvalues of H are poly(n) (if this parameter regime exists). This
is e.g. the case when the eigenvalues of a Hamiltonian form bands which are separated by gaps, and one
wishes to find an estimate of each band. In addition, one has the freedom to choose the state |®): The
coefficient ¢; of component j equals |{1);|®)|?. Since one takes |®) to be a state that has relatively large
overlap with some set of eigenstates of interest and normalization requires > [(¢;|®) |? = 1, the coefficients
¢;j for the vast majority of components in the signal will be very small. One can thus attempt to choose
|®) such that the effective number of components in the signal will be poly(n).
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IV  Monte Carlo Scheme for Local and Stoquastic Hamiltonians

In this chapter, we examine whether the decaying signal (i.e. the signal g(k) that was introduced in Chapter
I1I for At = 0 and AT non-zero), from which the eigenenergies of H are to be estimated by means of the
Matrix Pencil Method, can be obtained efficiently by classical means for Hamiltonians that are sufficiently
local and piece-wise stoquastic. This is done by first examining whether a single matrix element of the
Gibbs density matrix associated with these Hamiltonians can be efficiently obtained by classical means.
The discussion of the estimation of the single Gibbs density matrix element is then generalized to the
estimation of the aforementioned signal of interest. We discuss the errors that arise when estimating this
signal and the efforts one can undertake to suppress them. We additionally examine whether the partition
function associated with these Hamiltonians can be classically determined in a computationally tractable
manner. We provide an overview of the chapter near its end and in addition discuss how the algorithms
presented in this chapter might be useful in a quantum computing setting as well.

IV.1 Efficiently determining single matrix elements of the Gibbs density matrix

We first analyze whether the quantity (z|e™ " |2') (where 7 € Ry, and |z), |z') are (bit-string) basis
states of a basis in which H is piece-wise stoquastic) can be obtained classically in an efficient way. We
note that this quantity equals a single element of the Gibbs density matrix associated with Hamiltonian
H (which is the Hamiltonian of which one wishes to determine the eigenvalues) at inverse temperature
B = 7. The system of which H is the Hamiltonian consists of n degrees of freedom (that are here taken to
be qubits). We suppose that H is local (see Definition 1.1). The locality of the H;’s is denoted by k. We
stress that these H;’s, and their localities (which are all log(poly(n)) at most), generally do not have to
be equivalent for all i: The interactions between different degrees of freedom need not be translationally
invariant for example.

We require the decomposition of e™™ into a string of local propagation operators. Since generally
[H;i, Hj] # 0 (for ¢ # j), we will need to employ a Trotterization scheme. The decomposition, by means of
Trotterization, of e~ ™ into an ordered string of local propagation operators e~ “7/M i (where a; € (0,1]
depends on the Trotterization scheme, and a; = 1 VI if p = 1) has been discussed extensively in Section
I.4. In the current discussion, we take for granted a non-zero Trotter error due to a finite Trotter variable
M and note that this Trotter error is generally suppressible with polynomial resources (see Section 1.4 of
this report). The length of the ordered string of local propagation operators is denoted by L and equals
MN for p=1, and 2M N 52" for p > 1 (when using the scheme introduced in [17]).

We shall denote each of the local propagation operators e~ %™/ i hy G, (where l € {1,...,L}). e77
is thus represented by Hle G, which is obtained through a Trotterization scheme of a given order p and
for a given Trotter variable M. If H is piece-wise stoquastic, then each of the propagation operators G,
will be element-wise non-negative (since 7 € Ry).

In general, each G; is reducible (see Definition 1.5). However, it consists of B; (for 1 < B; < poly(n))
element-wise non-negative sub-matrices — which each act on distinct sets of basis states — that are them-
selves irreducible. We denote these non-negative and irreducible sub-matrices by G?, where b € {1, ..., B;}
and G; = @bB:’ IG?. The set of bit string basis states on which the irreducible sub-matrix G? acts is denoted
by S?, where UpSP C {0,1}™ (note that G can also have a non-zero null-space). For these non-negative
and irreducible matrices GY, the following Perron-Frobenius Theorem holds (see Theorem 8.4.4 in [32]):

T

H

Theorem IV.1. Perron-Frobenius Theorem. Suppose G? € R"*" and all elements (G?) P >0 (ie.

G? is an element-wise non-negative matriz). Additionally, G? is irreducible, then:
1. There is at least one eigenvalue N, of GY that is real and non-negative. All other eigenvalues of GY
are smaller than or equal to X! in magnitude.

2. There exists an associated unique and strictly positive eigenstate |¢>? (= Ezesf #%(z) |z), where
¢f(x) >0, Yo ) of G}, for which G} |9)] = A7 |9);.

Note that since G, acts non-trivially on at most log(poly(n)) qubits, the maximum eigenvalue A! and the
corresponding eigenstate |¢)! = erslb #?(x) |x) of the square (sub-)matrix G? are efficiently computable
by classical means.
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We can set the lowest eigenvalue of all H;’s to be zero (Amin(H;) = 0), and thus the corresponding
largest eigenvalue of the non-negative G;’s to 1. We therefore conclude that the eigenvalues of G; must all
be either smaller than or equal to unity (according to the Perron-Frobenius Theorem). G; is Hermitian
(since H; is Hermitian Vi and 7 € R) and therefore its eigenvalues are additionally real (in the current
setting, Gy is even symmetric since its entries are real-valued). Furthermore, since G; = e~ (and
7 € Ry, a; € (0,1]), all eigenvalues of G; are larger than 0. G; is thus a positive definite matrix and
in particular its eigenvalues lie in the interval (0,1], VI. We additionally note that since GY denote the
aforementioned sub-matrices of GG; and G| itself is Hermitian, G? is Hermitian as well (Vb).

Using the fact that G can be decomposed into sub-matrices G? which each act on distinct sets of basis
sets, we state the following property of the eigenvalues of the G¥’s in terms of those of Gy: The set of
eigenvalues of G¥ is a subset of the set of eigenvalues of Gy: {wP} C {w}, Vb. Therefore, wmin(Gi) <
wmw(G?) < Wmaz(Gy). For the specific choice of G; here, we thus conclude that 0 < )\5’ < 1 (since
Wimaz(G?) = AP), Vb. This turns out to be a useful property later on.

We now present the following theorem (inspired by unpublished work by S. Bravyi), and provide its proof
afterwards:

Theorem IV.2. (S. Bravyi, M.E. Stroeks, B.M. Terhal). Suppose |z) (where x € {0,1}") denotes the
state of an n-qubit register ( {|x)} is an orthonormal set). Furthermore, suppose f(1) = (xz|e™ ™" |2/) =
(z| G1G2 ... G |2y, where:

1. T e Ry,

2. G = (e_“”/MHi)j is a Hermitian matriz, where i € {1,... N}, j € {1,...., M}, a; € (0,1] ({1}t~
depends on the Trotterization scheme) and ! € {1,..., L} labels the time slice,

3. H= Zivzl H;, where each H; acts non-trivially on at most log(poly(n)), or typically O(1), qubits. H;
is Hermitian and stoquastic in the 'z ’-basis, Vi (hence G; is element-wise non-negative and Hermitian,

Vi),
4. Amin(H;) =0 (Vi) so that Wmaz(G1) =1 (1), where w’ denotes an eigenvalue of Gj.

Then f(1) can be estimated with absolute error ¢ in time poly(¢~*,n,L). The algorithm runs efficiently
fore> m and L < poly(n).
Proof. The proof of Theorem IV.2 consists of two steps: To construct an estimator for f(7) and to show
that the absolute error of this estimator can be bounded according to the theorem.

By inserting L — 1 complete sets of basis states in between the G; operators, we can express f(7) as
follows:

fry= D {wolGilar) (@] Galwa) .. (z11|Gr 2L, (95)

where |zo) = |z) and |z1) = |2’) are fixed basis states. f(7) thus corresponds to the sum of an exponential
number of products of matrix elements of Gi,...,Gr. FEvidently, only terms for which all the matrix
elements in the product are non-zero contribute to the sum. Potentially non-zero terms in the sum can be
efficiently constructed using Algorithm 1 below.

Algorithm 1: Efficiently constructing a (potentially) non-zero term from the sum in eq. 95.

Start off with state |zo), which is in some set Slf(l) of states that are connected through non-zero
matrix elements of G1. If |z¢) is not in any of the sets 5%, then output 0.
forie{1,..,L—1} do
b(l)
Pick a state |z;) € Slb(l> with probability P;(z;—1 — x;1) = ﬁ (z1-1] G |x1) (;&T(M))
1 1 Ti—1
d)i’(l)(xl_l) = (zl_l\qS)?(l) and ¢} (z;) = (wl\QS);’(l) are both positive since |¢>)§’(l) can be chosen
to be the strictly positive eigenstate of G?m, see Theorem IV.1). The state |z;) can
additionally be part of some set Slbil;r 1 of states that are connected through non-zero matrix
elements of GG;+1 — and if it is not in any of these sets, then output 0.
end
The last factor, (xr—1|Gr |xL), simply equals the matrix element of G, between the state |zr—1)
and the fixed state |xr). If this matrix element equals zero, then output O.

(where
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For each of the steps x;—1 — x; (where | € {1,...,L — 1}), the associated probability distribution P,
can be shown to be normalized:

b b
ZB(‘rl—l—)IEl):Z)\b <£Cl 1|Gl |.’L’l> d)l(xl) = Z )\b <$l 1|Gl ‘-Tl> d)l(xl)

o (zi-1) o o (1)
11 1 (wi-1|¢)]
= = G? —_ b =1. (96
Ay 6 2 e 81 = g el = G =1 o
£l
We can now express f(7) in terms of these P;’s as follows:
f@ = > (wo|Gilza) (@] Gala) ... (wra| Grlzr) =

T1,T2,- T 1

Z Pi(zo — 21)Pe(z1 — 22) ... Po(vp—1 — z1)R(zo0, 21, ..., xz), (97)

L1,%25--TL—1

o/ (@1-1)
L )\b(l) lb(l)(;; .
We define ¢ = (zo,21,...,x). Then Pr(zr—1 — zr)R(x) is an unbiased estimator of f(7) — that
is, f(r) = E(PL(zr—1 — z1)R(x))) — if = is drawn from the following high-dimensional probability
distribution:

where |zo) and |z1) are fixed basis states and R(zo,z1,...,2) =

II(xz) = Pi(zo — 21)Pa(x1 — x2)..PL—1(zp—2 — 2L—1). (98)

Drawing a set ¥ of independent x’s from II(x) can efficiently be done by following the steps (except for
the last one) in Algorithm 1 above. To show that II(x) itself is a normalized distribution, we successively
exploit the normalization property of each individual P;:

Y@= (Pl(azo )y (Pz(xl Sa) Y (PL_I(J;L_Q = xL_l))...)) —1. (99)

L1,22,--,TL—1 z1 2 Tr—1

We have thus obtained an unbiased estimator of f(7) and a way of calculating sample averages of this
estimator. In order to complete the proof, we consider the variance of the value of the unbiased estimator:
02 = E(P}(xr—1 — z1)R*(z)) — E(Pr(zr—1 — z1)R(®))® = E(P(z—1 — x1)R?*(x)) — (f(7))°. The
quantity that is left to determine (or at least bound) is thus E(Pf(zr—1 — z1)R*(x)), which is done in a
similar way as has been done for IE(PL (xr-1 — mL)R(w)) above:

n«:((pL(xL_l = mL)R(w))Q) = Y T@)(Peler-s - o)R(@)’, (100)
T, T 1
where again |zo) = |z) and |zr) = |2') are fixed. Inserting the expressions for II(x) and Pr(zr—1 —
zr)R(x) yields:
E((PL(xL_l — ;rL)R(m))Q) =

2
JJ
E Pl(iro — £1)P2(Z‘1 — x2)...PL_1(xL_2 — -TL—l)(PL(xL—l — 37L (H b(l)¢l b(l) - )1)> 7
=1 )

T15X25--TL—1

(101)
which, using P;(z;-1, %) = % (11| Gt |z1) ¢(’ () 5 reduces to:
1
b(2) b(L)
Yo Y (@l Gula) i (mO)AW) (1| G2 |22) (1) e (L1 G |zL) g (w1
1 b(1) b(2) L b(L)
T1,T2,..., T _1 ¢ ( 1) ¢ ( 2) ¢L (:CL)

XPL($L71 —>mL). (102)
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o7 ()

We now define the non-negative quantity Q;(z,v) = ! (x| G |y) TR
L

By exploiting the Hermiticity of
GY, Qi(z,y) can be shown to have the following property:

) =S b B0 _ N o iy b DE) g2 (Ol 2

T

Qi(z,y) thus satisfies 0 < Q;(z,y) < 1, Va,y and VI € {1,2,...,L}. Using this property of Q:(z,y), we
infer:

E((PL(xL_l — xL)R(m))2) = Z Q1(wo, 1) Q2(71,72) ... QL(xL—lafL)fL/
T1,T2,...,TL 1 Svl <1

< Z Q2(z1,22) Q3(x2,x3) ... Qr(xL—-1,2L)

L1,2,--TL—1

(104)

(]

Q3($2, 203) Q4($3,ZE4) QL(iEL—h JJL)

<1

where in the last few steps in eq. 104 we have successively used the property of Q;(z,y) in eq. 103. We
thus conclude that the variance of the unbiased estimator Pr(zr—1 — xr)R(x) is bounded as follows:

o <1-(f(n)*<1. (105)

If we now draw a set ¥ of (independent) @’s from II(x) using Algorithm 1 above, then f(7) can be
estimated as follows:

Fr) = I%\ S Puen1 — 21)R(x), (106)
=
where || denotes the size of the set . The standard deviation of the quantity f(7) is now \/Ta Hence
if we take |X| = Ne™?, then by means of Chebyshev’s inequality:
= o2 1
Pr(lf(f) - f(n)| > e) SN (107)
Pr(|fm) -1 <€) 21— 4 (108)
This completes the proof of Theorem IV.2. |
Since H is Hermitian, f(7) can be decomposed as follows:
on
Py =ale ™ [27) = D (alug) (wsla’) e 7", (109)
j=1

where {|t;)} and {E;} respectively denote the sets of eigenstates and eigenvalues of H. Using a Monte
Carlo algorithm such as the one described above, we can efficiently obtain a set {f(A7 k)}, (for K <
poly(n)) of noisy measurements of f(7) at the points {A7 k}£_; (which all lie on the positive real axis)
in polynomial time. Using this set of estimates of f(7), we would now like to estimate (a subset of) the
eigenvalues {E;} of Hamiltonian H. The Matrix Pencil Method as described in the previous chapter will
again be the tool for solving this problem.

The coefficient of the signal in eq. 109 associated with eigenvalue E; equals the product of the overlaps
between the eigenstate |¢;) and the basis states |z) and |z’). Since we are mostly interested in a particular
set of eigenvalues (such as the lowest lying set) we must choose a pair of basis states (Jz) and |z)) that
has considerable overlap with the eigenstates that are part of this set. To ensure a larger success rate
at completing this task, we must systematically select a set of pairs of basis states ({|z),|z’)}) that
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collectively has sufficiently large overlap with the particular set of eigenstates. For this reason, we consider
superpositions of basis states in the following section.

IV.2 Considering superpositions of basis states

Ideally, we would be able to exploit superpositions of basis states to ensure sufficient overlap with a selected
set of eigenstates of H. We would then choose a state which is known to have sufficient overlap with e.g.
the ground state (and the first few excited states), such as a Hartree-Fock state.

We consider a particular class of superpositions of generally an exponential number of basis states:

on

=" o(2)|x), (110)
r=1

where ®(z) € C (Vz) and normalization ensures that ZJ@(@")F = 1. We now consider the task of

estimating the following quantity: F(7) = (®|e™ ™ |®) = Z?; (ny ®(z)D(y) (z|1h;) (Ws]y) )e ™. We

note that F(7) is a real-valued quantity.

We present the following extension of Theorem IV.2 and provide its proof afterwards:

Theorem IV.3. (M.E. Stroeks, B.M. Terhal). Suppose |z) (where x € {0,1}") denotes the state

of an n-qubit register ( {|x)} is an orthonormal set). Furthermore, suppose F(7) = (®|e ™ |®) =
(®| G1Gs ... G |®), where:

1. |®) = Eill ®(z) |z), where ®(z) € C (Vz) and ZI‘CI)(QE)}Q =
2. T€R+,

3. G, = (e—“lT/MHi)j is a Hermitian matriz, where i € {1,...,N}, j € {1,...., M}, a; € (0,1] ({a}l=
depends on the Trotterization scheme) and | € {1, ..., L} labels the time slice,

4. H= Zf\;l H;, where each H; acts non-trivially on at most log(poly(n)), or typically O(1), qubits. H;
is Hermitian and stoquastic in the 'z ’-basis, Vi (hence G; is element-wise non-negative and Hermitian,
Vi),

5. Amin(Hi) =0 (Vi) so that wmaee(Gt) =1 (Vt), where w’ denotes an eigenvalue of G.

2 (y)
@ (x)*

for given x and y and we can eﬁiczently draw samples from P(x |q>
with absolute error € in time poly(e~*,n, L). The algorithm runs ejﬁczently fore>

Assume additionally that (where z* denotes the complex canjugate of z) can be efficiently calculated

|2. Then F(T) can be estimated
and L < poly(n).

poly(n)

Proof. The proof of this theorem strongly resembles the proof of Theorem IV.2. We rewrite the object of
interest F(7) as follows:

F(r) = (®|e ™ |®) =Y &(2)d e T ®(z Tz,
) = (@] \);()(y) ;I —f(r;2,y)
Y f(7s5z,y) Y
2 P(zr)
= Y [®(x0)] (o) (zo| G |z1) (21| G2 |@2) ... (L1 G |zL), (111)
TOsT1,--5T], 0
where we have set |z) = |zo) and |y) = |zr) (we note that these basis states are no longer fixed in
the current discussion). We now use P(z;—1 — z;) = )%? (x1-1] Gi |z1) ¢f(l (”)) to obtain the following
expression for F(7) (just like was done in the previous section for f(7)):
2 z) ¢l ﬂCl 1)
F(r) = Y |®o)*Pi(wo — x1)Pa(w1 — 32) ... Pe(wr1 — 1)
T, Ty T, l:[(:z:) =1 (fL'l)
R(z)
(112)
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where @ = (z0, 21, ...,xr). By thus sampling from the distribution II(z) (which is normalized due to the
normalization property of state |®) and the constituent P,’s) and calculating a sample average of R(x) € C,
we can estimate () without bias (except for the bias introduced by the Trotter error): F(7) = E(R(x)).

2 (y)
@(x)*

z and y and to efficiently draw samples from P(z) = ‘@(m)‘Q We shall come back to this point at the
end of this section. We note furthermore that since F(7) € R, it holds that Re(F(r)) = F(r). Therefore,
F(1) = Re(F(1)) = Re(E(R(x))). Since E(Z) = E(Re(Z)) 4 iE(Im(Z)) for a complex random variable
Z, it holds that Re(E(Z)) = E(Re(Z)). We thus conclude that F(7) = E(Re(R(x))). We shall use this
property near the end of this section.

To determine whether F(7) can be estimated efficiently, we must determine the variance of the unbiased
estimator R(x) € C. This variance is given by:

A factor that governs the efficiency of this estimation is the ability to efficiently calculate for a given

ot =E(|R()[*) - ‘E(R(m))f <E(|[R@)["), (113)
= 1F@E = F (2

where the inequality holds because |F(7)|*> > 0 (since |F(7)| € R). To obtain an upper bound on the
variance, we shall investigate this expression in more detail (in a way closely resembling the analysis of
the variance of f(7) in the previous section):

o(R@)*) = S i) R

L b(l)
Z|¢($L)|2 (xo| G1 |z1) (21| G2 |z2) ... (TL—-1| G |2L) EA?(Z)QZ?(Z()?;Z;) (114)

> @ (@) Qi(xo, 21)Q2 (21, 2) ... QulzL—1,71L),

10)
where in the last step we identify Qi (z,y) = (z| Gi |y) )\lb(l) zi’(”gi .
1

IV.1 to have the properties: Y Qi(z,y) < 1and 0 < Qi(z,y) < 1 (Vl). By consecutively exploiting the
former property for all @;’s and the normalization property of state |®), the variance can be shown to be
upper bounded by unity:

This quantity has been shown in Section

or < 1. (115)

When a set ¥ of independent samples {2} distributed according to II(z) is obtained, an unbiased
estimate of F(7) can be computed by calculating the sample average of R(x) over the sample set X:

~ 1
F(r) = > R=), (116)
|Z| x €2

where || denotes the size of set X. We note that since R(x) € C, the quantity F(7) will generally be

~ 2 ~ ~
complex-valued as well. The variance of F(7) is now given by %EE‘ < ﬁ Since Var(}") = Var(Re(J:)) +
Var([m(]:')) > Var(Re(]:')), we note that the variance of the real part of observable F (which itself is a
real-valued random variable) is also upper bounded by ﬁ Furthermore, we have previously shown that

E(Re(R(x))) = F(7), so that the mean value of Re(F) equals F(7). Hence if we take |Z| = Ne~2, then
by means of Chebyshev’s inequality:

PT(|R€(.7:—(T)) — .7-'(7)’ > e) < % (117)
Pr(|Re(F(r) = F(r)| <€) 21~ L (118)
-/~ N
F(7) can thus be estimated with absolute error ¢ in time poly(¢~*,n,L). This completes the proof of
Theorem IV.3. |
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As is stated in Theorem IV.3, the efficiency of the evaluation of F(7) depends on the ability to, for each

2(y)
P (z)*

|®) is a superposition of generally exponentially many terms, the trivial strategy of storing the complete
state |®) to obtain the quantities of interest will not be computationally tractable. The extent to which
the aforementioned quantities of interest can be efficiently obtained depends on the exact form of the state
|®) = >, ®(«)|z). In many practical settings, |®) is such that one can define a function f: {0,1}" — C
which takes as input the n-bit string x, and efficiently outputs the corresponding coefficient ®(z) (this is
e.g. the case for (matrix) product states or states produced by very low-depth quantum circuits). Thereby,

given x and y, the fraction f(%)* can be efficiently obtained. A potential strategy for the efficient sampling

Monte Carlo sample, efficiently obtain the quantity and a sample from the distribution |<I>(ac) |2. Since

from distribution |<I>(ac)|2 is the Metropolis algorithm (see Definition 1.15): By setting up a Markov Chain
Monte Carlo scheme, one can (attempt to) sample from the distribution ]@(m)|2 in poly(n) time. Whether
or not the sampling can indeed be conducted in poly(n) time depends on with what pace the ’walkers’
equilibrate to a distribution that closely resembles }@(m)’Q (the stationary distribution). We note that

in many interesting cases one can also obtain strategies to sample from |<I)(:1c)|2 that do not depend on
the Metropolis algorithm, and do not require the introduction of walker dynamics. An example of such a
strategy is presented in the next chapter of this report.

IV.3 Extension to Non-Hermitian Propagation Operators

Since Gy equals e~ 7/M Hi and H; is Hermitian (it corresponds to a physical observable), G; is Hermitian

as well. However, to make use of the Theorems from the previous sections in a setting that is more general
than the estimation the eigenvalues of stoquastic Hamiltonians, we consider an extension of Theorems IV.2
and IV.3 to the case for which the local propagation operators G; are not Hermitian (which is the case
when e.g. H; itself is not Hermitian). Since Theorem IV.2 is equivalent to a particular case of Theorem
IV.3, we consider the estimation of quantity F(7) = (®| G1Gz2...G |P) from the previous section, where
we now lift the condition of G; being Hermitian.

In addition to the n-qubit register, we exploit a single ancillary qubit. The matrices G, are still element-
wise non-negative. The state |a) denotes the state of the single ancillary qubit. By making use of the
single ancillary qubit, the propagation operators can be symmetrized as follows:

(119)

Gr @ |0X1] + Gf @ |1)0] , if I is odd
Gr @ 10| + G @ [0X1| , if [ is even.

In this form, F; (the 'new’ propagation operator) is element-wise non-negative and Hermitian. It is
important to note that each G; acts on a subset of the n-qubit register and that Fj acts on the same subset
of the n-qubit register, as well as on the ancillary qubit.

What is left to prove is that estimating the signal for the string of F}’s is equivalent to estimating the
signal for the string of G;’s. Specifically, we want to prove the following identity: (®|G1G2...GL |®) =
(®| ® (0| F1F...FL |®) ® |L mod 2), for L € Z. This is done below by means of induction.

e For L =1:

(@] @ (0] Fi [ &) @ 1) = (@] @ (0] (G1 @ |o)1] + G @[1%0] ) [#) @ |1)
= (@ G1|®") ® (0/0) (1]1) + (®| G} |#') @ (0]1) (0]1) (120)
= <(I)| Gl |q)’> )
where |®) and |®’) can be all possible (potentially unnormalized) n-qubit states.

e Assuming the identity (®| G1G2...GL |®') = (®| @ (0| F1 F»...FL |®') ® |L mod 2) (for all sets of two

n-qubit states {|®),|®')}) holds for L, it holds for L + 1 as well:

Making use of the definition in eq. 119, we write Fr11 as follows:
Fri1 = Gri1 ®|Lmod 2)(L + 1 mod 2| + G}, ® |L + 1 mod 2)(L mod 2| . (121)

The quantity of interest — in the case of the length of the operator string being L 4+ 1 — can now be
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rewritten as follows:
(®| @ (0| FiFy..FLFL11|®") ® L 4+ 1mod 2) = (®| ® (0| F1 Fs...F, GLy1 |®") ® |L mod 2)
\—Y_/

|®)
= (®|G1G2...G1, )q>> (122)

= (B G1G2..GLG 41 |®),

where in the second equality we have used the aforementioned presumption (note that <i>> =

Gr+1|®’) is an n-qubit state). This equation holds for all sets of two n-qubit states {|®),|®')}.

We conclude, by induction, that the identity (®| G1G2...G, |®') = (®|® (0| F1 F>...Fr, |®')®|L mod 2) holds
for all L € Z4. Therefore (®| G1G2...GL |®) = (P| ® (0| FiF>...FL |®) ® |L mod2) (for L € Z4) holds as
well, since it is the particular case of the previous identity corresponding to |®) = |®’). Hence determining
the signal (®| G1G2...Gr |®) (up to an absolute € error) can be efficiently done in the case of non-Hermitian
G/’s by introducing a single ancillary qubit and determining the signal (®| ® (0| F1 F>...Fr |®) ® |L mod 2)
(where Fj is defined in eq. 119) using the methods developed in the previous sections.

Remark. Extension of Theorem IV.3: Assuming access to a single ancillary qubit (in addition to the
n-qubits) and fulfillment of the conditions set in Theorem IV.3 with the exception that G is allowed to
be non-Hermitian (V1), the quantity (P| G1G2...Gr |P) can be obtained up to an e-additive error in time
poly(6_17 n’ L)'

IV.4 Short-Time Simulations

Thus far, we have not restricted the allowed values that 7 can attain other than them being real and
non-negative. In this section, we argue why taking 7 to be a small (real-valued and non-negative) quantity
is beneficial for the quality of the simulations considered here. There are four reasons to believe that taking
7 small is indeed advantageous:*

1. For a given number of Monte Carlo samples (|X]), the (sampling) noise contaminates the signals to
be determined to a given extent (the variance is upper bounded by 1/|X]|). Since the signals decay in
imaginary time 7, there will inevitably be a point in imaginary time after which the noise dominates
the signal to be determined. To avoid this effect, one must choose a measurement T-interval at
sufficiently small 7 such that, for a given number of Monte Carlo samples, the signal dominates the
noise within that interval.

2. In the previous sections, the variance of a single realization (for a single Monte Carlo sample) of
the observables of interest (Pr(zr—1 — zr)R(x) and R(x)) has been upper bounded by unity
(which, clearly, is a time-independent quantity). To arrive at this upper bound on the variance,
we used that both f(7) and F(7) are real-valued and therefore their square is non-negative: a; <
1- (f(T))2 <land 0% < 1-— (.7-'(7))2 < 1. Since the signals f(7) and F(7) are not known
before running the simulation, upper bounding these variances by this 7-independent unit bound
is reasonable, and useful in proving Theorems I'V.2 and IV.3. However, since f(1) = (z|e” " |z')
and F(7) = (®|e” " |®) both equal unity at 7 = 0, the aforementioned variances must equal zero
there. In fact, the unity variance bounds are only tight when lim,_,.,. For small 7, the variances are
smaller than the time-independent bounds due to the fact that the signals have non-zero magnitude.
One can therefore try to exploit this fact to reduce the noise on the approximated signals.

3. As was extensively discussed in the introductory chapter of this report, the systematic Trotter error
imposed on the signals to be determined grows with 7. Therefore, choosing the measurement 7-
interval to be at relatively small 7 (for a given Trotter variable M) suppresses the systematic error
originating from Trotterization.

4These four reasons are not necessarily mutually independent.
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4. The algorithms presented in the previous sections determine the signals of interest up to an additive
constant €, where for the algorithm to run efficiently € must be at least 1/poly(n). Therefore, the
signals are only estimated well if they themselves are also of size at least 1/poly(n) (and preferably
larger). As was discussed in the introductory chapter, frustration of the Hamiltonian H is one of the
effects that reduces the magnitudes of the signals. In particular, we have shown in Section 1.2 that
the signals are of size at least 1/poly(n) if TA < log(poly(n)) A | (®|o)|*> > 1/poly(n) (where A
denotes the degree to which the Hamiltonian H is frustrated). For a given A, therefore, 7 must be
chosen relatively small.

In the next chapter, the claim of improved quality of the simulations when choosing small 7 values will
also be supported by means of numerical results. In fact, one wants to choose A7 so small that all k AT
for k € {0,1,..., K} (and a given K) lie at sufficiently small 7. We do note that A7 must not be chosen so
small that discretization errors start to play a role when numerically obtaining the signal.

IV.5 Determining the Partition Function

Thus far we have focused on extracting eigenvalues of a Hamiltonian H from the real-time or imaginary-
time evolution of the state of a system with Hamiltonian H. To further study a system and its physical
properties, one might also consider determining its canonical partition function Z(3) (at inverse tempera-
ture § = ,CB%T € R4). This partition function is directly related to quantities such as the Helmholtz free

energy F' = —kgT ln(Z(B)) and the specific heat Cy = % (where (E) = —mgiéz)). By studying e.g.
the derivatives of the Helmholtz free energy — and in particular discontinuities of these derivatives — one
can investigate the occurrence of phase transitions of the system.

In this section we argue that, using similar reasoning as for the quantities f(7) and F(7) (introduced
in the previous sections), the partition function Z(3) can be efficiently obtained by classical means (up to
an e-additive error and a Trotter error) for sufficiently local and piece-wise stoquastic Hamiltonians. The
partition function is given by the following expression (where {|z)} constitutes the basis in which e % is

expressed):

2(8) = Tr(e*") = 3 (ol a) = 30 3 e P wyla) = 3o e, (123)

T

where {¢;} and {E;} respectively denote the eigenstates and eigenvalues of H. The partition function
thus equals the sum over all eigenvalues of e PH . Since B € Ry and E; € R, Vj (since H is Hermitian),
the partition function is a real-valued quantity. For the estimation algorithm discussed here, we shall use
the expression ) (x| e PH |z). We now present the following theorem, and provide its proof afterwards.

Theorem IV.4. (S. Bravyi, M.E. Stroeks, B.M. Terhal). Suppose |z) (where x € {0,1}") denotes the
state of an n-qubit register ( {|z)} is an orthomormal set). Furthermore, suppose Z(B) = Tr(e ) =

S (xle P z) =3 (2| G1Gs ... Gi |z), where:
1. BeRy,

2. G, = (e*“lﬁ/MHi)j is a Hermitian matriz, where i € {1,..., N}, j € {1,...., M}, a; € (0,1] ({a:}-0
depends on the Trotterization scheme) and | € {1, ..., L} labels the time slice,

3. H= Zf\;l H;, where each H; acts non-trivially on at most log(poly(n)), or typically O(1), qubits. H;
is Hermitian and stoquastic in the 'z ’-basis, Vi (hence G is element-wise non-negative and Hermitian,
i),

4. Amin(H;) =0 (Vi) so that wmaez(Gi) =1 (Y1), where w’ denotes an eigenvalue of G;.

Then Z(B) can be estimated with absolute error ¢ in time poly(e~',n, L). The algorithm runs efficiently

fore> m and L < poly(n).
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Proof. We consider the Trotterized expression for the partition function Z () and insert L — 1 complete
sets of basis states to obtain the following expression:

Z(B) = (x|GiGa.Grlz) = > (ol Gilwi}a1| Gz las) .. (x-1| G |wo), (124)

T TO,TL,- T —1

where |z) = |zo) is a variable basis state. We note that each term in the sum in eq. 124 corresponds to
a string of basis states of length L, where the starting basis state always coincides with the final basis

b
state in the string (here denoted by |zo) = |zr)). We now use Pj(z;—1 — z1) = % (x1-1| G |z1) qjé (Lz’))
1 1 \Tr—1

to obtain the following expression for Z(f):

Z(B) = > Pi(wo = 1) Pa(z1 — 2).. Proa(wn—2 — xr1) Pr(z-1 — m0)

TO,T1s--sTL—1 ()

L b(1)
by @1 (T1-1)
><H/\l s (125)

=1 1 (1)

R(z)

where = (x0,1,...,2-1). The distribution II(x) is normalized due to the normalization property of
each constituent P;. By sampling from II(x) (in the same manner as described in the previous sections of
this chapter) and calculating the sample average of Pr(xz—1 — zo)R(x), one can estimate (a Trotterized
version of) Z(8) in an unbiased manner. Note that Pr(zr—1 — xo) is part of the estimator since for a
given & = (xo,1,...,2£1—1) it is a fixed quantity. This is again due to the fact, as mentioned above, for
each string of basis states the starting basis state must coincide with the final basis state.

To determine whether Z(3) can be determined efficiently, we now consider the variance of the unbiased
estimator Pr(zr—1 — xo)R(x). This variance is given by:

o2 — E((PL(zL_l N xO)R(m))Q) ~E(Pu(an = xo)R(m))2 < ]E((PL(xL_l N xO)R(m))2>, (126)

z(B)?

where the inequality holds because Z(8)? > 0 (since Z(8) € R). We now examine this expression for the
variance in more detail to obtain an upper bound for it:

IE((PL(xL_l N xo)R(m))Q) = Yoni@)(Puler s xo)R(m))2

= Z <l‘0‘ Gl |1’1><IE1‘ GQ |CCQ> <$L—1| GL ‘1)0) PL(JJL_l — :I:o)

x

; (127)

&V (w11)
<IN S
1=1 l< )(xl)

=D Qi(wo,21)Qz2(z1,2)..Qr(wL-1,20) P (xL—1 = 0),

. . b 97 (@)

where we identify Qi (z,y) = (x| Gi |y) \; ¢§,(y),
1

1 and 0 < Qi(z,y) <1 (Vl). By now using these properties of Q;(z,y) and the fact that 0 < Pr <1, we
show that the variance 0% is upper bounded by unity:

which has been shown to have the properties: > Qi(z,y) <

o3 < 1. (128)

When a set ¥ of independent samples {x} distributed according to II(x) is obtained, an unbiased
estimate of Z(3) can be computed by calculating the sample average of Pr(zr—1 — xo)R(x) over the
sample set X:

Z(8) = I%I S Pulon1 — w0)R(x), (129)

xEX
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where |3| denotes the size of set ¥. The standard deviation of Z(8) now equals \;IZEI Hence if we take

|Z| = Me 2, then by means of Chebyshev’s inequality:

Pr(12) - 2(8) 2 ) < 2 < .. (130)
Pr(128) - 2() <€) 21+ (131)

Z(B) can thus be estimated with absolute error ¢ in time poly(e~*,n,L). This completes the proof of
Theorem IV .4. |

Ideally, one would obtain an estimate of the partition function (denoted by Z(ﬁ)) up to a relative
errore: 1 —¢e < Z /Z < 1+ e Such an estimate will be of high quality irrespective of the magnitude
of Z, while an estimate of Z(8) up to an e-additive error will be of high quality only if Z is a relatively
large quantity. An algorithm that provides an estimate of Z(3) up to a relative error ¢ is called a fully
polynomial-runtime approximation scheme (FPRAS). The range of systems for which such an FPRAS has
been obtained, however, is limited. In [33], an FPRAS is obtained for the partition function of a family of
stoquastic Hamiltonians associated with spin systems with ferromagnetic spin-spin interactions (including
the ferromagnetic XY model and the ferromagnetic Ising model on any graph). More recently ([34]), an
FPRAS was obtained for the partition function of the transverse-field Ising model at temperatures above a
threshold that (amongst other variables) depends on the maximum interaction strength between the spins.

Since our algorithm obtains an e-additive estimate of Z(3) in an efficient manner for € > 1/poly(n),
one requires Z(f) to be at least 1/poly(n) for the estimate to be accurate. As discussed in Section 1.2
of this report, for our scheme the size of Z(3) is directly related to the extent to which Hamiltonian H
is frustrated: If Hamiltonian H is frustrated by an amount A, then Z(f) is of size at least 1/poly(n) if
BA < log(poly(n)). For a given scaling of the frustration with the system size A(n), the Monte Carlo
scheme described in this section will only provide accurate estimates of Z(8) for g < %. Z(B)
can thus be accurately obtained using our scheme in a high-temperature regime, where the minimum
temperature in this regime increases progressively with the (scaling) of the degree of frustration. We thus
conclude that our scheme provides an accurate estimate of Z(3) = Tr(eiBH) if H is sufficiently local and
piece-wise stoquastic, and in addition H is mildly frustrated and the system temperature is not too low.

IV.6 Overview

In this section, we provide a short overview of the approximation schemes discussed in this chapter for
the quantities f(7) (a single matrix element of the Gibbs density matrix), F(7) (the overlap between an
initial system state and its imaginary-time-evolved counterpart) and the Z(8) (the partition function).
We have argued in this chapter that these quantities, after applying a Trotterization scheme and inserting
complete sets of basis states, correspond to a sum of exponentially many terms (the direct evaluation of
which is, obviously, not computationally tractable). Using a classical stochastic scheme, one can estimate
the quantities of interest up to an e-additive error in a computationally tractable manner — given that the
Hamiltonian is sufficiently local and piece-wise stoquastic. We have schematically depicted (an impression
of) the classical stochastic schemes in Figure 6. In the representation used in Figure 6, single terms from
the sums that make up the quantities f(7), F(7) and Z(8) correspond respectively to paths from a fixed
basis state to another fixed basis state, paths from a variable basis state to another variable basis state
(where the choice of these variable basis states depends on |®)) and closed loops starting from variable
basis states. If one wishes to estimate f(7), F(7) or Z(f3), one must sample |X| of these associated paths
using the algorithm described in the previous sections and calculate the sample average of an observable
over the sample set ¥. The form of these observables for the quantities f(7), F(7) and Z(/3) have also
been discussed in the previous sections. By obtaining bounds on the variance of the sample average of
these observables, we have shown that the quantities of interest can indeed be obtained up to an e-additive
error.
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(8) £() = (ol e~ |y). (b) F(r) = (@]~ 7H |8). (0) Z(8) = X, (x| e=# a).
Figure 6: Schematic representation of the algorithms used to determine f(r) = (z|e™ " |y), F(r) =
(®|e” " |®) and Z(B) = Y., (x|e P |z) as described in this chapter. The black dots represent basis
states (from a basis in which Hamiltonian H is piece-wise stoquastic) and each of the red paths connecting
several basis states corresponds to a single term in the sum that makes up the quantities f(7), F(7) and
Z(B). For the case of estimating a single matrix element of e~ (depicted in (a)), all red paths begin
at the same basis state (|z)) and end at the same basis state (|y)). For the case of estimating the signal
(®| e~ ™" |®) (depicted in (b)), the red paths can begin at different basis states and end at different basis
states. When estimating the partition function T'r (ef*BH) (depicted in (c)), the red paths begin at any
basis state (|x)) and end at that same basis state — i.e. the red paths form closed loops. We note that all
paths should be of length L (which depends on the Trotterization scheme).

IV.7 Use of the Monte Carlo Scheme in a Quantum Computing Setting

We have discussed the use of Theorem IV.3 for efficiently tracking the imaginary-time state evolution of a
system with a sufficiently local and piece-wise stoquastic Hamiltonian (by classical means). In addition, we
have discussed how one can obtain eigenvalues of the Hamiltonian from this imaginary-time state evolution
using the Matrix Pencil Method. We note, however, that the set of operators satisfying the conditions
stated for the GG;’s in Theorem IV.3 does not solely include local imaginary-time propagators for stoquastic
Hamiltonians. The use of Theorem IV.3 can be extended to e.g. determining the overlap between an initial
state |®) and a state G1G2...Gr |®) to which a set of L (classical) quantum gates has been applied.” By
determining this overlap, one can investigate the action of particular quantum circuits on a state |®). The
set of (well-known) quantum gates that fit in the framework of Theorem IV.3 are the Pauli-X, CNOT,
SWAP and Toffoli gates:

1 00 0 1 00 0
01 00 0010
CNOT= |0 o o 1| swar=1|, | o ol
0010 00 0 1
10000000
01 00000 0 (132)
00100000
. 0 1 00010000
Pauhx*(l 0)’ TOFE=146"0 0010 0 0
0000O0T100
000000001
0000O0GO0T1 0

In fact, these operators are all symmetric basis-state permutation matrices. Therefore, we note that they
form a small (and relatively plain) subset of all operators that in principle fit in the framework of Theorem
IV.3. We do note that permutation matrices that are not symmetric fit in the framework of Theorem IV.3
as well.

5Provided that one can efficiently determine % for a given z and y, and one can efficiently sample from the distri-
bution |¢'(¢)\2
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The signal F(7), that was discussed in the context of imaginary-time state propagation, lies on the
interval (0,1] for all 7 € Ry. In contrast, the quantity (®| G1G2...Gr |®) (where the G;’s are now any of
the above gates) lies on the interval [—1,1]: This quantity is the inner product between |®) and another
norm-1 state G1G2...G |®) and can therefore lie anywhere in between —1 and +1. Since the classical
stochastic scheme from Theorem IV.3 estimates (®| G1G2...G L |®) up to an e-additive error, we note that
here as well the estimates will only be of high quality if (®| G1G2...G |P) is at least 1/poly(n) in norm.

Although one is able to efficiently estimate (®| G1G2...Gr |®) (where the G’s are now quantum gates
that fit in the framework of Theorem IV.3) by classical means, it is worth discussing the usefulness of
this estimate: Suppose one wishes to determine the overlap between an input state and an output state
of some quantum circuit (containing arbitrary quantum gates). Some of the gates in this circuit might fit
in the framework of Theorem IV.3. In a general setting, one would not only like to determine the action
of a set of gates on an initial state, but also have the resulting state physically available so that other
gates (which might not fit in the framework of Theorem IV.3) can be applied to it. In that case, one is
required to actually apply all gates to a qubit register. Only when one arrives at a point after which solely
quantum gates that fit in the framework of Theorem IV.3 are going to be applied, it is in principle useful
to classically estimate the quantity discussed here.

A more elaborate and general discussion of the ability to simulate quantum circuits by means of classical
stochastic schemes is given in [35]. In addition, the author identifies the crucial steps in Simon’s and Shor’s
algorithm that ensure the exponential speed-ups and discusses instances in which these algorithms would
be efficiently simulatable by classical means.

IV.7.1 (Proposing) A Hybrid Algorithm for Estimating Eigenvalues of Stoquastic
Hamiltonians

We have noted in Chapter II that the quantum-phase-estimation-based digital quantum simulation scheme
discussed there is idealized for a number of reasons. The implementation of the quantum simulation scheme
on actual current noisy intermediate-scale quantum (NISQ) devices would reduce its performance compared
to an ideal implementation. Due to the resemblance between the quantum-phase-estimation-based digital
quantum simulation scheme and the classical Monte Carlo scheme discussed in the current chapter, we
propose the exploration of hybrid algorithms to alleviate the computational stress on current NISQ devices.
One could try to design algorithms that make use of both the classical scheme and the quantum scheme
to e.g. attempt reducing the number of physical qubits (and their coherence times) required for running
a particular simulation algorithm.
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V Ising Chain in a Transverse Field

o apply the methods developed thus far to a physical system, we consider the Ising chain in a
transverse field in this section. This system has been extensively studied ([8]) and will serve as
a proof-of-principle framework for the Monte Carlo algorithm developed here. The system consists of
spin-% particles at fixed positions (on a lattice) interacting via an Ising interaction. They are exposed
to an external magnetic field that is applied in the transverse direction. The system exhibits a quantum
phase transition (at 7" = 0) as a function of a dimensionless transverse field variable g at g = g = 1. Its

Hamiltonian is given by:
H=-(> oioii+g) o), (133)

where J > 0 (for a ferromagnetic interaction) and g > 0, and H is thus stoquastic in the standard basis.
Note that the field can be chosen to point in the z-direction without loss of generality: The Hamiltonian
o ), which alters the

can be transformed to H = UHU' by the unitary transformation U = ), e:vp(
direction of the field in the transverse plane while preserving the spectrum.

In a (second-order) phase transition such as the paramagnetic to ferromagnetic transition of a two-
dimensional Ising model, the phase transition occurs as a function of temperature: The system is in the
paramagnetic phase (with a net zero magnetization) above the Curie temperature, and in the ferromagnetic
phase (with a net non-zero magnetization) below the Curie temperature. The equilibrium configuration
of a system is given (at any temperature) by the minimum of the Helmholtz free energy. Above the Curie
temperature, the Helmholtz free energy exhibits a single minimum as a function of magnetization (at
zero magnetization). Below the Curie temperature, the Helmholtz free energy exhibits two minima as a
function of magnetization (both at non-zero magnetization). We note that throughout a process of going
from T' > Tc to T < T¢, the equilibrium configuration clearly changes, while the ground state of the
system remains the same. This is due to the fact that the ground state of the system is a property of
its (temperature independent) Hamiltonian H. This behaviour of the two-dimensional Ising lattice differs
from that of a transverse-field Ising chain system in the following sense: For the transverse-field Ising
chain, a phase transition occurs at T = 0 as a function of the transverse field strength g (instead of as a
function of temperature). Since the Helmholtz free energy is defined to be F = E —T'S (where E is the
internal energy and S the entropy of the system), at T'= 0 the minimum of the free energy coincides with
the ground state (for any g). If the equilibrium configuration changes (due to a phase transition), we thus
conclude that this should be directly related to a change in the ground state of the system. This is indeed
the case for the transverse-field Ising chain.

The phase transition at 7' = 0 as a function of g can be characterized by the ground states in two
parameter limits:

o
2

e Strong-coupling limit (¢ > g.): In this limit, the Hamiltonian is dominated by the field terms and
the ground state is given by |GS) . =~ |[+)®™. This corresponds to a paramagnetic (disordered)
phase. The p-particle excitations correspond to states [—), [—),, - |7>qp | P a |+),, which
equals the ground state with spin flips at p (generally non-adjacent) positions ¢i,...,¢, along the
chain. These p-particle excited states are (;) -fold degenerate.

e Weak-coupling limit (¢ < gc): In this limit, the Hamiltonian is dominated by the Ising inter-
action terms and the ground state is given by either |GS) __, =~ [0Y®™ or |GS) ye ey, ™ [1)®"
— i.e. the spins will be either all pointing up or all pointing down. The system now resides in a
ferromagnetic (ordered) phase. The excitations w.r.t. the ground state correspond to domain walls
separating ferromagnetic regions of opposite spin: The lowest energy excitation corresponds to the
state |...00000111...) (a single domain wall), the second-to-lowest energy excitation corresponds
to the state |...11100011...) (two domain walls) etc. These p domain wall excited states are ap-
proximately 2(’;) -fold degenerate. If one imposes periodic boundary conditions, only even p values
correspond to valid excitations.

As the system moves from being in the strong coupling limit to being in the weak coupling limit, it crosses
the g = g. critical point and the Zz-symmetry is spontaneously broken (the system ends up in either |0>®"
or |1>®"). This second order phase transition between the two coupling regimes is accompanied by an
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avoided level-crossing at g = g. between the ground state and an excited state, the sharpness of which
progressively increases with system size and leads to a point of non-analyticity (in the ground state energy
as a function of g) at g. in the infinite size limit.

Since eq. 133 can be written as H = Ziv H;, where N = n( = poly(n)) and H; = fJ(UfoH +g Jf)
is 2-local and stoquastic in the standard basis for g > 0, Theorem IV.3 ensures that a Trotterized version
of (@] e |®) (where |®) =Y ®(z)|z), ®(x) € R and 7 > 0) can be efficiently estimated with absolute
error € = m, if the number of local propagation operators in the Trotter decomposition (L) is at
most poly(n). To run the Monte Carlo algorithm that is used to obtain this estimate, the imaginary-

time propagation operator e~ must be decomposed (by means of Trotterization) in terms of the local
propagation operators e~ u™/M Hi  These local propagation operators corresponding to eq. 133 are given
by:

sinh (A7) ~ g sinh(A7)

222D+ cosh(AT) 0 e 0

\/14+g2 /1492

' 0 =smhOT) | cosh(AT) 0 ’ g sinh(A7)
—FH; _ vV 1+g2 V1+g2
€ = g sinh(\7) 0 —sinh(A7) | cosh(A7) 0 ,
V1+g? o 1+g2 o
0 g sinh(A7) 0 sinh (A7) + COSh()\%)

1-‘—5]2 A /1+g2
(134)

where A = Jy/1+ g2 and 7 = a;7/M. For g > 0, this operator is element-wise non-negative but reducible.
By performing a basis transformation corresponding to a permutation of the 2-site standard basis states

|01) and |10), we obtain a block-diagonal representation of e~""i  where the blocks along the diagonal are
irreducible (and non-negative) themselves:
sinh (A7) ~ g sinh(A7)
wp TOOT) 0 0
g sinn T — S1I. T h ~
o THi _ V/1+g2 vV 1+g? FeoshiAT) (A7) " 0( )
- — sinh (A7 ~ g sinh(AT
0 0 ﬁ + COSh(AT) ﬁ
0 0 g sinh(\7) sinh (A7) + COSh()\%)
2

1+g2 Vitg
(135)

We identify the sets of states (in the 2-site standard basis) connected through non-zero elements of e~
as: S = {]00),|10)} and S = {|01),[11)}. After setting the lowest eigenvalue of each H; to zero, the
eigenvalues of the propagation operator e~ "¢ lie in the interval (0,1] on the real axis.

The signal to be analyzed as a function of imaginary time 7 to obtain the eigenvalues of H is:

F(r) = (®|e ™ |®) = (]| G1G2...G L, | ), (136)
where Gy = e @™/MHi and q; and L < poly(n) depend on the Trotterization scheme. For a first-order
Trotterization scheme, L = M N and a; = 1, VI. Due to the fact that the set {H;} can be divided into two
subsets such that within each subset all terms commute, the application of the operators can be parallelized
such that only 2M time slices are required (i.e. a checkerboard decomposition). The setting described
here is a particular case of the setting described in Theorem IV.3 since the form of G, is [-independent —
i.e. the bond Hamiltonian H; is the same for all .° By identifying the block matrices along the diagonal
of G (Gl(l) and GZ(Q)) and finding their (largest) positive eigenvalue )\1(1) and )\1(2)7 and their associated
positive eigenstates \q&)l(l) and |q5)l(2) (which are guaranteed to exists due to Theorem IV.1), the Monte
Carlo scheme described in the previous chapter can be constructed. In the remainder of this section we
investigate several aspects of the Monte Carlo scheme by applying it to the transverse field Ising model,
and in particular to reconstructing parts of its spectrum.

The spectrum of the transverse field Ising model is depicted in Figure 7 (when setting the smallest
eigenvalues of all H;’s to zero). It is worth considering in some more detail what happens when one sets the
smallest eigenvalues of all H;’s to zero. The Hamiltonian H = ). H; has eigenvalues {E;} and eigenstates
{bi}:

H|¢;) = Ej [¥5), Vj. (137)

SEfficiently obtaining an absolute e-estimate F(7) is equally possible for a site-dependent Ising interaction strength J;
and transverse field strength g; (as long as g; > 0 Vi in the chosen basis).
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When setting the smallest eigenvalue of each H; to zero, the 'new’ Hamiltonian becomes ), (H,L- —
Amm(Hi)I):

i

> (Hi = nin (H)I) [5) = H [3h;) — (Z)\mm(Hi))Illl)j) = (B, - Z)\mm(Hi)) [45), V5. (138)

We thus conclude that the new’ Hamiltonian Y-, (Hi — Amin(H;)I) has the same set of eigenstates {|1;)}
as H, but its spectrum is shifted by an amount Y, Apnin (H;) to become {E; — 3", Amin(H;)}. We note that
in the case of the transverse-field Ising chain, the quantity Zl Amin(H;) is g-dependent. All eigenvalues
at a fixed g are thus shifted by the same amount when setting the smallest eigenvalue of each H; to zero,
but this amount does vary with the field strength g.

Eigenvalues(H) [/ ]

o
= ——

2 3 4 5
9

Figure 7: Eigenspectrum of the Ising chain in a transverse field (obtained by direct diagonalization of H)
as a function of the dimensionless field strength g for several values of system size. The lowest eigenvalue
of all bond Hamiltonians H; is set to zero. This allows for direct observation of the extent to which
Hamiltonian H is frustrated: The system is maximally frustrated at g = g. = 1 and frustration free at
g =0 and g > g.. The ground state degeneracy that is present for g < g. is seen to be lifted at the critical
point g = g.. Additionally, the sharpness of the ground state energy curve as a function of g around g = g.
is seen to increase progressively with system size (the curve is known to display a point of non-analyticity
at g = gc in the infinite size limit [8]).

V.1 Choice of the State |P)

A point of particular importance is the choice of state [®): The signal F(r) =3_, efTEj‘(q)Wj)F can be
used to obtain a subset of the E;’s for which the overlap of |®) with the associated eigenstates [1);) is
sufficiently large. Choices for |®) for which the overlap with a particular eigenstate |t¢;) will be (nearly)
zero, will lead to not being able to determine the associated eigenvalue E;: Suppose the overlap scales as
ﬁ(n)’ then the associated component of the signal to be analyzed is exponentially small in the system size
and hence the algorithm is inefficient for obtaining this eigenvalue. Even if the overlap is of size ﬁ(n)’
the eigenvalue E; might still not be efficiently attainable: This is due to the fact that we obtain a noisy
version of the signal F(7) and the magnitude of the decaying signal corresponding to eigenvalue E; might
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become of the same order as the magnitude of the noise (which itself depends on the number of Monte
Carlo samples used to obtain F at point 7). When using the Matrix Pencil Method to determine the decay
rates of F(7) as a function of 7, the noise is (mostly) filtered out in the SVD truncation step. It is thus
of importance to have prior knowledge about the form of the eigenstates of which one wants to obtain
the associated eigenvalues (as it is in the case of quantum-phase-estimation-based quantum simulation).
To obtain e.g. the ground state eigenvalues of the transverse field Ising chain Hamiltonian H, one must
choose |®) to have considerable overlap with |+)®" for g > g. and with [0)®" or |1)®" for g < ge.

In Figure 8, we have depicted the spectrum for the transverse field Ising chain (for n = 7) that has
been obtained through direct diagonalization. In addition, the quantities (0|®™ H [0)®™ and (+|®™ H |4+)®"
have been plotted as a function of the dimensionless field variable g. Clearly, in the regime g < g., the
state [0)®™ almost coincides with the ground state. Similarly, in the regime g > g., the state |4+)®"
almost coincides with the ground state. For ground state calculations, therefore, |®) can be chosen |0)®"
and |+>®TL in the weak coupling and strong coupling regimes, respectively. It is apparent from Figure 8
that the states |0)®™ and |+)®™ have significant overlap with states other than the ground state near the
point g.. Therefore, one might in principle use these states as |®) to extract excited state eigenvalues
through the aforementioned Monte Carlo procedure. However, since the Hamiltonian has 2" (possibly
degenerate) eigenstates, the states [0)*" and |+)®" might not have sufficiently large overlap with any of
the excited states for the Monte Carlo scheme to properly extract the associated eigenvalues. Instead, one
constructs a state |®) in a systematic manner, such that it is highly likely that it has sufficiently large
(at least 1/poly(n)) overlap with some eigenstates of interest. Below, we construct such a state that has
large overlap with the ground state and first excited state of the transverse field Ising model in the strong
coupling regime.

— Figure 8: Eigenspectrum of
-—- (0|®"H|0)®" the Ising chain in a transverse
field obtained by direct diago-
nalization for n = 7. The ex-
pectation values (0|®™ H |0)®"
and (+|®" H|+)®" are plot-
ted as a function of g as
well. In the parameter regimes
g < gc and g > g, the
ground states closely resemble
the states |0)®™ and |+)®", re-
te——— . spectively.

—
—
—
— —

— (+|®nH|+)®n

Eigenvalues(H) [/ ]

By using the available information about the eigenstates of the transverse field Ising chain, we now
construct a state |®) that has at least m overlap between the ground state and the (n-fold degenerate)
first excited state in the g > g. regime. We consider the following state:

1 /= 2.1
) = ﬁ(gl+>i+;ﬁ \—>qHI+>¢)~ (139)

i#q
[¥p=0) [¥p=1,q)
This state is chosen such that | (®|¢,—0) |* = a1 | (®[Yp=1,) | =1 -~ ie. the E,—o (ground state) and

E,—1 (excited state) components of the F(7) signal thus have equal magnitudes in the regime g > ge.
Hereafter we shall call this state |Poptimar(p = 0,1)). Since the Monte Carlo procedure is going to be ran
in the standard basis, we now consider the decomposition of |®Poptimai(p = 0, 1)) in terms of standard-basis
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states:

[Poptimat(p = 0,1)) = % q: (% ]f[1 l+); + % =g g |+>z~)
:% 3 <(%+%) |0>q+(%_%>|1>q>n|+>i (140)
a=1 i#q

1 ~ 1 1 1 1
S Lo Dy (- Ly )zz el ).
o s (G s (=) 0.) e

where ) ,c(0,137 |z) denotes an equal superposition of (n — 1)-bit strings that exclude the bit in register q.
\{0,1}4
As extensively discussed in the previous chapter, an essential feature of the state [®) =37 ;130 ®(2) |2)
(where ®(x) € R Vz in the current discussion) in our Monte Carlo scheme is that one can efficiently obtain

the quantity % (for a given z,y € {0,1}") and one can efficiently sample from the distribution (@(x))2

For ground state calculations in the strong-coupling regime, we shall take:

n 1
1B) = [4)°" = = Tacqoupn [9)- (141)

In that case, ®(z) = ﬁ, Vz. Therefore, the quantity % is efficiently obtainable since it equals unity
for any x,y. Furthermore, the distribution (®(z))? equals 1/2" for any =. One can thus efficiently sample
from this distribution since sampling from it corresponds to selecting, uniformly at random, a bit string
from {0,1}" (which is a computationally tractable task).

For ground state and first excited state calculations in the strong-coupling regime, we take |®) =
|Poptimal(p = 0,1)). From eq. 140, one can infer the function ®(z) ({0,1}" — R) that gives the coefficient

of the state |®) associated with an n-bit string x:

ﬁ ((% + %) (n = Jel) + (% - ﬁ) al) (142)

where ®(z) in this case depends only on the Hamming weight |z| of bit string z. We thus conclude that
given bit strings x and y, the quantity % can be efficiently determined. Furthermore, since ®(x) only
depends on n and |z|, the distribution (®(z))? also only depends on these quantities. This implies that one
can sample from this distribution with resources that scale polynomially in n: First, one draws a Hamming
weight |z| from the distribution (®(z))? = (®(|z|))?. Then, given |z|, one constructs at random an n-bit
string with this Hamming weight |z|. This latter step can be efficiently implemented by starting from some
n-bit string with Hamming weight |z| (such as {1}*/{0}"~/*) and then randomly and one-by-one assigning
the n bits a new position along the string. Obviously, once a bit has been placed at a particular position
along the string, this position is no longer available for other bits to be placed at. In that way, an n-bit
string with Hamming weight |x| (where |2| has been drawn efficiently from (®(x))?) can be constructed in
an efficient way. An n-bit string can thus be sampled from (®(z))? efficiently for |®oprimai(p = 0,1)). We
thus conclude that for the states |[+)®" and |®oprimar(p = 0,1)), one does not have to reside to methods
such as the Metropolis algorithm for sampling from (®(z))?.

In the remainder of this chapter, we investigate several features of our Monte Carlo scheme and, in

particular, discuss its performance compared to quantum-phase-estimation-based quantum simulation.

O(x) =

V.2 Monte Carlo and Quantum Phase Estimation Signals

In Figure 9, we have depicted the Monte Carlo signals F(7) for a transverse-field Ising chain of length
n="atg=4%g. for |®) = [+)®" and |®) = |Poprimar(p = 0,1)). In addition, the real and imaginary
parts of the QPE signal for |®) = |[+)®" and |®) = |Poprimai(p = 0,1)) are displayed. || is set to be 4000.
The Trotter variable M is taken to be 60 and the implemented Trotterization scheme is of order 1. Apart
from the region near ¢ = 5 and 7 = 5, no significant systematic deviation of the signals w.r.t. the exact
signals due to Trotterization can be observed. We note that, as expected, the MC signal values lie in the
interval (0, 1], while the QPE signal values lie in the interval [—1,1].
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(a) Monte Carlo Scheme, |®) =] +)". (b) Real Part QPE Signal, |®)=|+)". (c) Imaginary Part QPE Signal, |®) =] +)".
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Figure 9: The evolution of the states |[+)®" (in (a), (b) and (c)) and |Poptimatp=0,1) (in (d), (e) and
(f)) of a ferromagnetic Ising chain in a transverse field (for n = 7 and g = 4 * g.) is tracked in imaginary
time 7 (in (a) and (d)) and in real time ¢ (in (b), (c), (e) and (f)). The signals shown in (a) and (d)
are obtained by the previously discussed Monte Carlo scheme. The signals shown in (b), (c), (e) and (f)
are obtained by quantum phase estimation (that is inefficiently implemented on a classical computer). In
both cases, the time interval is taken to be 5 and time increment has been taken to be 0.05 (i.e. K = 100).
The Trotter variable is taken to be M = 60. |X| is set to be 4000.

The upper three figures correspond to |®) = |+)®". For this choice of |®), the signals are clearly
dominated by a single eigenvalue — i.e. the MC signal decays (approximately) with a single decay rate,
and the QPE signals oscillate (approximately) with a single oscillation frequency. The lower three figures
correspond to |®) = |Poptimar(p = 0,1)). For this choice of |®), there are two eigenvalues present in the
signals. The MC signal is a superposition of a rapidly decaying signal and a slowly decaying signal (both
with approximately equal amplitudes). Similarly, the QPE signals correspond to a slowly oscillating signal
with a superposed rapidly oscillating signal (both with approximately equal amplitudes). In Table 1, we
give the overlaps between the two choices of |®) considered here and their overlaps with the five lowest-lying
eigenstates of the transverse-field Ising chain at g = 4 * g..

| | [(@lwo)? (@) [(@l¢2)]” [(@¢s)]” (@lpa))” |
|®) = |[+)" 0.97252  2.9613-107%°  7.7037-107%% 6.2400-107°*  4.9303-10~°?
|®) = [Poptimar(p =0,1)) | 0.48626 0.48628 5.2077-107*"  6.7041-107*" 3.0814-10%

Table 1: Overlap between the states {|®) = [+)¥",|®) = |Poptimar(p = 0,1))} and the five lowest-lying
eigenstates of the transverse-field Ising chain at g =4 * g. (and n = 7).
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As has been stressed in previous stages of this report, the MC signals have a finite lifetime: After some
point in 7, their magnitude will become smaller than the noise amplitude. In addition, it is clear from
Figure 9 that the high-energy part of the Monte Carlo signals dies out rather quickly (the speed with
which it dies out obviously depends on the excited-state energy). If one thus wants to efficiently capture
high-energy eigenvalues, one should choose the measurement interval to lie at sufficiently small 7 values.

By analyzing the signals depicted in Figure 9 by means of the Matrix Pencil Method, one can estimate
the lowest-lying eigenvalue (upper three figures) and the two lowest-lying eigenvalues (lower three figures)
of the transverse-field Ising chain at g = 4 % g.. In Section V.4, these eigenvalues are estimated for several
values of g to (partially) reconstruct the spectrum of the transverse-field Ising chain.

In order to explore aspects of the Trotter error that is imposed on the Monte Carlo and QPE signals,
we have determined the absolute error of these (noisy) signals w.r.t. their exact counterparts for the
transverse-field Ising chain of length n = 6 at g = 4 % g.. In particular, we have implemented the N-term
first order and the I' = 2-term (checkerboard) first order decomposition. We have depicted the absolute
errors of the signal estimates for |®) = |[+)®™ as a function of the Trotter variable M in Figure 10, together
with the upper bounds derived in the introductory chapter of this report. The variables 7 and t are fixed
and both equal 4. The absolute errors can be seen to be well below their upper bounds. Despite the fact
that a I = 2-term (checkerboard) decomposition provides an advantage in terms of simulation speed (due
to the associated parallelization opportunities), it does not provide a significant advantage in terms of
the absolute errors in this case. Furthermore, the obtained absolute errors do not notable differ between
the imaginary-time (MC) and real-time (QPE) propagation settings. We note that the noise magnitude
is (approximately) constant as a function of M; the apparent increase of the noise magnitude (the error
'spread’) at large M is due to the log-scale on the y-axis.

(a) Imaginary-Time Propagation. (b) Real-Time Propagation.
7
6'/777 L
C
103 PN
(ST S/’gyb
S /7@0
0z 0,
/’oS/[ (]S[O
102 Sl
Py
fJSr
D/‘O,G/)
S 104 S
b= b=
w w
[0} ]
- -
3 =
@ 10% a
el ® Q
< b < s
. '.
1074 —— 10714 s,
] o, o
[ X PYY o.. .rA... o
8o o9 -
1 (R4 Yo :&
-2 | © 000 -2 (X B
10 = .' ..:.‘,l. 1o .o.
. e o ‘.o. H .
..
o
1073 & ‘ ‘ 1073 4 : |
10° 10t 102 10° 10t 102
M M

Figure 10: Comparison of the absolute Trotter error as a function of the Trotter variable M between
the imaginary-time case and the real-time case. The noisy and Trotterized versions of the signals
(+]®" e ™ |1)®™ (in (a)) and (+]|®" e "*H |4)®" (in (b)) for a ferromagnetic Ising chain in a trans-
verse field (for g = 4 x g. and n = 6) are evaluated for a fixed value of the variables 7 and ¢ (both equal
4) and several values of M. The Trotterization schemes that have been employed to determine the signal
errors are the first-order N-term and the first-order I'(= 2)-term schemes. The associated error bounds
that were derived in Section 1.4 of this report are included in matching colors.
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V.3 Temporal Dependence of the Noise on the MC and QPE Signals

We have argued in Chapter IV and Section of this report that the Monte Carlo and QPE signals ((®] e~ |®)
and (9| e tH |®), respectively) are obtained up to an e-additive error and an efficiently suppressible Trot-
ter error. The former effectively corresponds to noise. We have derived that the variance of a Monte Carlo
estimate of F(7) (at some 7) is upper bounded by 1/|X|, where |X| is the number of samples taken to
estimate the signal at each instance in time. In addition, we have shown that the variance of the QPE
estimate is lower bounded by 1/|3| and upper bounded by 2/|X]|. In this section, we explore these features
numerically in the setting of the transverse-field Ising chain. In particular, we shall numerically study how
the variance behaves within the aforementioned bounds for both the Monte Carlo and the QPE signal.

In Chapter II, we have shown that the variance of the estimate of the real part of the QPE signal, and
that of the imaginary part of the QPE signal respectively have the following time-dependence:

1 1

E(lf(Re((CMe_l 18)))°) ; E(p(fm((qne—z 5)))%). (143)

The variance of the estimates of the complete QPE signal were found to have the following time-dependence:
ﬁll (2 — (@] e |<I>)\2) In particular, we have shown that if the QPE signal essentially contains a single

component (i.e. a single eigenvalue), then the variance of the complete signal is constant in time and given
by 1/|%|. If the QPE signal essentially contains two components, then the variance of the complete signal
oscillates in time between 1/|X| and 2/|X| with a frequency that equals the difference between the two
eigenvalues associated with these components.

In Chapter IV, we have shown that the variance of the MC signal is upper bounded by the following
7-dependent quantity: (1 — F(7)?)/|%|, which indeed leads to the T-independent upper bound of 1/[%].

First, we set |®) equal to |+)®™. For this choice of |®) and g = 4 * g., the Monte Carlo and QPE
signals essentially contain only a single component: Namely, that of the ground state. We examine the
variance in the MC and QPE signals as follows: We estimate the MC and QPE signals at some 7 and ¢
using |3| = 200. We run this simulation for 500 times for the same 7 and ¢ and determine the variance of
the estimates over this set of size 500. We then repeat this procedure for many different values 7 and t, to
examine how the variance changes with 7 and ¢. The results for |®) = [+)®" are depicted in Figure 11.

(a) Monte Carlo Scheme. (b) Quantum Phase Estimation.
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Figure 11: The variance in the Monte Carlo samples and quantum phase estimation samples are plotted as
a function of the (imaginary) time over which the system has evolved. Each sample is obtained by means
of a |X| = 200 simulation, and the variance is determined of 500 of such samples at each instance in time.
The data obtained is from a simulation of a ferromagnetic Ising chain in a transverse field (for g = 4 * g,
n =17 M = 60 and |®) = |+)). In (a) (MC scheme), the time-independent variance bound (1/|X])
is plotted along with the time-dependent bound ((1 — F(7)?)/|¥|) and the sample variances obtained by
running the MC scheme. In (b) (QPE), the time-independent variance bound (1/|X]) is plotted along with
the time-dependent variances of the real- and imaginary part of the QPE signal. The sample variances (of
the real- and imaginary part of the signal, as well as those of the complete signal) that are obtained by
running the QPE algorithm are plotted as well.

57



Figure 11 numerically confirms several aspects: The variances of the MC signal, of the real part of the
QPE signal and of the imaginary part of the QPE signal are upper bounded by 1/|X|. Furthermore, the
variance of the MC signal is upper bounded by a 7-dependent quantity that goes to zero as 7 — 0 (since
F(r = 0) equals unity). Furthermore, since the QPE signal essentially only consists of a single (ground
state) component, the variance of the complete QPE signal remains approximately constant (at 1/|X|) as
a function of time. We note clear deviations of the variances of the real and imaginary parts of the QPE
signal from their exact counterparts at large times. This is due to the Trotter error, which becomes more
pronounced at large times. We note that this deviation is not present for the variance of the complete
signal: The deviation that is imposed on the variance of the real and imagnary parts of the QPE signal
due to the Trotter error in this case is such that the variance of the complete signal is unaffected by the
Trotter error.

We now take |®) = |Poptimar(p = 0, 1)) to numerically study the behaviour of the variance of the MC
and QPE estimates when the signals contain two components: Namely, the ground state and first-excited
state components. The variance of the MC and QPE signal estimates — including their bounds — are
depicted in Figure 12. We note that the scales of the y-axis and z-axis in Figure 12 are different from
those in Figure 11. For the time interval considered in Figure 12, the Trotter error is not as pronounced
as it is in the large time regime of Figure 11.

The 7-dependent upper bound ((1 — F(7)?)/|2|) on the variance of the MC signal estimates converges
to the 7-independent bound (1/|X|) faster than in Figure 11. This is due to the fact that the signal
F(7) decays more rapidly since it now contains a high-energy component as well. Since the signals now
essentially contain two components, the variance of the complete QPE signal estimates will no longer be
constant as a function of time. In fact, it oscillates between its lower bound (1/|X|) and upper bound
(2/|X]). The frequency with which it oscillates equals the difference between the two eigenvalues present
in the signal (the solid black curve in Figure 12b is ﬁ(3/2 —1/2cos((E1 — Ep)t)).

(a) Monte Carlo Scheme. (b) Quantum Phase Estimation.
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Figure 12: The variance in the Monte Carlo samples and quantum phase estimation samples are plotted
as a function of the (imaginary) time over which the system has evolved. Each sample is obtained by
means of a |3| = 200 simulation, and the variance is determined of 500 of such samples at each instance
in time. The data obtained is from a simulation of a ferromagnetic Ising chain in a transverse field (for
g=4%g.,n="7 M =60 and |®) = |Popt,p—0,1)). In (a) (MC scheme), the time-independent variance
bound (1/|X|) is plotted along with the time-dependent bound ((1—F(7)?)/|Z|) and the sample variances
obtained by running the MC scheme. In (b) (QPE), the time-independent variance lower bound (1/|%])
and upper bound (2/|X|) are plotted along with the time-dependent variances of the real- and imaginary
part of the QPE signal. The sample variances (of the real- and imaginary part of the signal, as well as
those of the complete signal) that are obtained by running the QPE algorithm are plotted as well. Note
that the (imaginary-) time interval over which the variance is tracked is smaller than in Figure 11.

V.4 Estimates of the Spectrum of the Transverse-Field Ising Chain

Now that several features of the Monte Carlo (i.e. imaginary-time) and QPE (i.e. real-time) signals have
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been numerically established, we turn to extracting eigenvalues from these signals by means of the Matrix
Pencil Method.

First, we consider ground state estimates from the Monte Carlo signal at g = 3*g.. We set |®) = [+)®"
and determine (®| e~ " |®) for T € [0, 5] and several values of the Trotter variable M. This is done for both
|£| = 200 and || = 4000. Figure 13 depicts the relative error in the MC signal (®|e~"" |®) compared
to its noiseless and Trotter-error-free counterparts, as well as the relative error in the associated estimates
of the ground state energy. For both the |X| = 200 and |X| = 4000 cases, the systematic deviation of the
MC signal w.r.t. its exact counterpart can be seen to be the largest in the small M and large 7 limit. As
described in the introductory chapter of this report, this can be attributed to the Trotter error. The 7
interval for which the Trotter error is negligible becomes progressively larger as the Trotter variable M is
increased. Furthermore, it is clear that the signal for which |X| = 200 is noisier than the signal for which
|3] = 4000.

The bottom part of Figure 13 displays the relative error in the ground state energy estimates obtained
from the |3| = 200 and |X| = 4000 signals for several values of M. At M = 1, the relative error is about
100%. At M = 25, the relative error has reduced to a few percent. We note that the noise magnitude in

the case of the |X| = 4000 signal is about /4% ~ 4.47 times smaller than in the case of the |Z| = 200

signal. Despite this difference in noise magnitude, it is apparent from Figure 13 that the associated ground
state energy estimates follow approximately the same trend as a function of M. The Matrix Pencil Method
thus suppresses the noise relatively efficiently when determining this ground state energy.
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Figure 13: Simulation of the ferromagnetic Ising chain in a transverse field (for g = 3* g. and n = 7).
In (a) and (b), the relative error [%] of the MC signal F(7) (w.r.t. its noiseless and Trotter-error-free
counterpart) is plotted for |®) = |+)®" as a function of 7 and the Trotter variable M (for K = 50). The
number of samples at each instance in 7 (i.e. |X]|) is taken to be 200 in (a) and 4000 in in (b). In (c),
the associated estimates of the ground state energy from the signals F(7) are plotted as a function of the
Trotter variable M, for both the |X| = 200 and the |X| = 4000 case. The truncation factor (defined in
Chapter III) is set to be 10%.
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We now set |®) = [Poprimar(p = 0,1)) and attempt to estimate simultaneously the ground-state energy
and the first-excited-state energy in the region g > g., thereby reconstructing part of the spectrum of the
transverse-field Ising chain. We estimate the eigenvalues using both the Monte Carlo signals and the QPE
signals, as well as their exact — i.e. Trotter-error-free and noiseless — counterparts. The Trotter variable is
set to be M = 60 and the number of measurement points in real or imaginary time equals K = 100. We
estimate the eigenvalues for several values of g(> 1) using the Matrix Pencil Method and set the truncation
factor to 2%. The results are depicted in Figure 14.

At the start of this chapter, the degeneracies of the eigenvalues of the transverse-field Ising chain in
the two coupling regimes were discussed. These degeneracies are such that in the strong-coupling regime,
there are approximately n distinct eigenvalues, while in the weak-coupling regime, there are approximately
n/2 distinct eigenvalues. In Chapter 111, it was discussed that if the MC or QPE signals were not noisy,
then the quantities e"27F5 and e~ *AtF) (respectively) can be obtained exactly if K > 2R (where R is the
number of distinct e”27Fi’s and e AtE ’s). R is thus poly(n) in the weak-coupling and strong-coupling
regimes. Therefore, in these regimes and in the noiseless setting, all distinct eigenvalues can be obtained
exactly since K can efficiently be chosen to be poly(n) as well. In a more general setting, however, the
number of distinct eigenvalues will not be poly(n) and instead will be exp(n). Therefore, even in the
noiseless setting, the exp(n) distinct eigenvalues cannot be obtained exactly in an efficient manner (since
K can be at most poly(n)). To make for a fair discussion, we shall therefore consider a scenario for which
K < 2R: In the intermediate regime, which includes the regime that is considered in Figure 14, the number
of distinct eigenvalues for a chain of length n = 7 will be 53 just below g. and 54 just above g..” If we
thus take K = 100, then K < 2R will hold. However, as discussed in earlier stages of this report, one can
make sure that the effective number of distinct eigenvalues in the signal will be rather small by carefully
choosing their associated coefficients in the signal (i.e. by carefully choosing the state |®)).

MC Scheme (no Trotter Error, no Noise). MC Scheme (M =60, |Z| =12000).

N

o

Eigenvalues(H) [/ ]
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Figure 14: Spectral estimates of the ferromagnetic Ising chain in a transverse field (in the g 2 1 regime for
n = 7), which are obtained by analyzing the evolution of |Poptimai,p=0,1) in real time (QPE) and imaginary
time (MC scheme) using the Matrix Pencil Method. In the MC setting and QPE setting we consider the
Trotterized and noise-infected signals, as well as their noiseless and Trotter-error-free counterparts. In
all instances, the time interval is taken to be 2.5 and time increment has been taken to be 0.025 (i.e.
K =100). The truncation factor is chosen to be 2%.

"Note that the ground state degeneracy that is present at g < g. is lifted at g > g..
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We infer from Figure 14 that the excited-state eigenvalue is extracted from the QPE signal with a
higher accuracy than from the MC signal. That is, the noise is suppressed more effectively for the QPE
signal than it is for the MC signal when determining the excited-state eigenvalue. Furthermore, it is clear
that the eigenvalues are extracted from the MC signal quite well in the large-g regime, while in the g > 1
regime the excited-state eigenvalue is not extracted well — even for the noiseless MC signal. The reason
for this is the following: The state |Poptimai(p = 0,1)) is known to have a large overlap with the ground
state |¢o) and the first-excited state |1)1) in the large-g regime (see Table 1 for g = 4 x g.). For smaller
values of g (while g 2 1), the overlap of the state |Poptimar(p = 0,1)) with other higher-lying eigenstates
of H becomes progressively larger. These higher-lying eigenstates correspond to components in the MC
signal that decay rapidly and therefore will quickly have a magnitude that is smaller than that of the
noise. This leads to the fact that in the SVD truncation step of the Matrix Pencil Method, effectively only
two components are extracted: One ground-state component, and one mixed excited-state component.
The eigenvalue that is then associated with the mixed excited-state component is some type of average of
the actual eigenvalues of the excited-state components. One can resolve this by truncating the SVD less
severely — i.e. choosing a smaller truncation factor. This will be demonstrated numerically shortly. This
does, however, lead to a worse suppression of the noise and the quality of the eigenvalues estimates (in the
large-g regime) will therefore be lower. This, in turn, can be resolved by taking the sample size |X| larger,
thereby reducing the noise magnitude in the first place.

We note that the effect of averaging of the excited state eigenvalues is less dominantly present in
the case of the QPE signal: Although the state |Poptimai(p = 0,1)) will similarly have significant overlap
with other higher-lying eigenstates of H, their associated components in the QPE signal will not die out.
Therefore, the number of singular values in the SVD above the truncation factor threshold will be larger.
As a result, the excited state eigenvalues are resolved more accurately.

To gain more insight into the averaging process as a result of a (too) large truncation factor, we have
estimated the eigenvalues from the QPE signal for a transverse-field Ising chain of length n = 7 at g = 4x*g.
for several values of the truncation factor. Figure 15 depicts the results of these spectral estimates as a
function of the sample size |X|. Since for ¢ = 4 * g the overlap of |®optimai(p = 0,1)) with the ground
state and first excited state is approximately equal (see Table 1) and the associated components in the
QPE signal remain of equal magnitude in time, we expect the estimate of the eigenvalues for (too) large
truncation factors to be roughly midway between the actual eigenvalues of the ground state and first
excited state. From Figure 15, we conclude that this is indeed the case. We note that the deviation from
this midway point for small sample sizes || is a consequence of more pronounced noise on the signal to
be analyzed. We furthermore note that the transition from being able to distinguish the two eigenvalues
(at relatively small truncation factors) to not being able to do so (at larger truncation factors) is abrupt
as a function of the truncation factor.
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Figure 15: Spectral estimates of the transverse-field ferromagnetic Ising chain (for n = 7 and at g = 4% g.)
from the real-time (QPE) evolution of the state |®optimai(p = 0,1)) for several values of |X| and TF. The
exact eigenvalues are plotted as well.
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We now demonstrate that the low quality of the eigenvalue estimates from the MC signal in the
g 2 1 regime is indeed due to the choice of the truncation factor. In Figure 16, we have estimated the
eigenvalues from the MC signal for three different values of the truncation factor: 2%, 0.2% and 0.02%. The
estimates from the Trotter-error-free and noiseless signal, as well as from the (efficiently obtained) noisy
and Trotterized signal are depicted. The estimates from the Trotter-error-free and noiseless MC signals
become of higher quality in the g 2 1 regime as the truncation factor is chosen to be smaller. However, the
associated estimates from the Trotterized and noisy MC signals become progressively more noise-infected
for smaller values of the truncation factor: At TF = 0.2%, the estimates of the ground-state energy are
still accurate, while the excited-state eigenvalue cannot be resolved. At TF = 0.02%, the estimates are
dominated by noise.

The estimates of the eigenvalues at TF = 0.02% from the Trotter-error-free and noiseless MC signals
demonstrate that, in principle, high-quality eigenvalue estimates in the g 2 1 are possible. That is, by
choosing |X| arbitrarily large — and thereby making the noise arbitrarily small — the eigenvalue estimates
in the g 2 1 regime are accurate. However, since |X| can be at most poly(n), one must explore whether a
|X| that is poly(n) suffices to accurately estimate the eigenvalues of a system of general system size n. As
will be mentioned in the Conclusions and Outlook chapter of this report, this will be a relevant point of
further research.

MC Scheme (no Trotter Error, no Noise): TF = 0.02.

Eigenvalues(H) [J]

Eigenvalues(H) [/ ]

Eigenvalues(H) [/ 1]

Figure 16: Spectral estimates of the ferromagnetic Ising chain in a transverse field (in the intermediately
strong-coupling regime for n = 7), which are obtained by analyzing the evolution of |®optimat,p=0,1) in
real time (QPE) and imaginary time (MC scheme) using the Matrix Pencil Method. We consider the
Trotterized and noise-infected signals in the Monte Carlo setting, as well as their noiseless and Trotter-
error-free counterparts. In all instances, the time interval is taken to be 2.5 and time increment has been
taken to be 0.025 (i.e. K = 100). The truncation factor is taken to be 2% in the top two figures, 0.2% in
the middle two figures and 0.02% in the bottom two figures.
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V.5 Convergence of Eigenvalue Estimates as a Function of Sample Size |3

In Chapter III, it was concluded that if the MC and QPE signals would be noiseless and would contain R
eigenvalues, then these eigenvalues could be obtained exactly for K > 2R — regardless of whether the signal
is a MC or a QPE signal. In earlier stages of the current chapter, we have concluded that the magnitude
of the noise that is imposed on the QPE signal is always at least that of the noise that is imposed on the
MC signal. In addition, we have concluded that the Trotter errors that are imposed on the MC and QPE
signals are comparable in magnitude. Given the noisy MC and QPE signals, we now examine numerically
(and in the context of the transverse-field Ising chain) how large |X| has to be in both settings in order for
two eigenvalues to be distinguishable.

In Figure 17, we have depicted the spectral estimates that were obtained by analyzing the real-time and
imaginary-time evolution of the state |Poptimal,p=0,1) at g = 4 x g.. This analysis is performed for many
different values of |X|. The truncation factor is taken to be 3%. It is clear that the Matrix Pencil Method
is very effective at extracting eigenvalues from the real-time (QPE) evolution signal: The two eigenvalues
have already been distinguished when the sample set ¥ contains only a few samples. In addition, the noise
is almost completely filtered out at |X| = O(10?). In comparison, when analyzing the MC signal, the two
eigenvalues are distinguished at around O(10?). Although the noise is filtered out for the ground-state
energy estimate at around O(10%) — O(10%), the excited-state energy estimate remains slightly noisy even
up until the point where the sample set ¥ contains a few thousand samples. We attribute this to the
fact that the excited-state component of the MC signal rather rapidly becomes smaller in magnitude than
the noise that is imposed on the signal, resulting in only a relatively small interval in 7 over which this
component of the signal can effectively be measured.

We conclude that although the magnitude of the noise that is imposed on the QPE signal is always
at least that of the noise that is imposed on the MC signal, and in a noiseless setting the eigenvalues can
in principle be extracted equally well, the Matrix Pencil Method accurately extracts the eigenvalues from
the QPE signal at a || that is smaller than that for the MC signal.
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Figure 17: Spectral estimates of the ferromagnetic Ising chain in a transverse field (for n = 7 and at
g = 4% gc) as a function of the sample size |X|. The spectral estimates are obtained by analyzing the
evolution of |®optimai,p=0,1) in real time (QPE) and imaginary time (MC scheme) using the Matrix Pencil
Method (both for a time interval of 2 and K = 100). The exact eigenvalues associated with the ground
state and the first excited state are plotted as well. The truncation factor (T'F') is taken to be 3%.
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VI Conclusions and Outlook

The classical simulation of quantum systems is in general not a computationally tractable task: It requires
memory and computational resources that scale exponentially in the system size. We consider obtaining
(some) eigenvalues of a stoquastic — i.e. a sign-problem-free — Hamiltonian H by means of tracking the
evolution of the system state in time. We differentiate between the evolution of the system state in real
time and imaginary time. In both cases, we examine the use of the Matrix Pencil Method in extracting
eigenvalues of H from the state evolution signal. These eigenvalues correspond to the oscillation frequencies
of the real-time evolution signal, and to decay rates of the imaginary-time evolution signal. The real-
time evolution signal is obtained through a quantum-phase-estimation (QPE) based quantum simulation
scheme (which is inefficiently implemented on a classical computer). The imaginary-time signal is obtained
through a Monte Carlo (MC) scheme that is implemented in a computationally tractable manner on a
classical computer. Since stoquastic Hamiltonians are conjectured to be efficiently simulatable by classical
means, it is interesting to examine whether QPE provides an advantage over the MC scheme for extracting
eigenvalues of Hamiltonians in this class. We perform simulations of the ferromagnetic transverse-field Ising
chain (which is piece-wise stoquastic in the standard basis) in order to explore some of the properties of
the MC scheme and QPE scheme numerically.

We have developed in this report the aforementioned Monte Carlo scheme that can be used to obtain
eigenvalues of piece-wise stoquastic Hamiltonians by tracking the system state in imaginary time. In
other words, we track evolution of the system state according to the imaginary-time propagation operator
e~ ™ (where 7 > 0). This propagation operator is element-wise non-negative for stoquastic Hamiltonians.
In particular, we show that the quantity F(7) = (®|e™ "7 |®) (where |®) is a state of generally exp(n)
elements) can be obtained up to a Trotter error and an e-additive error in time poly(e~!,n, L) when
H = Zi\;l H; (where each H; is stoquastic and acts non-trivially on at most log(poly(n)), or typically

O(1), variables of the system). We additionally require that |®) = >~ ®(x)|z) (where {|z)} is the basis in

2(y)
(x)*

states |z) and |y)) and a sample from |®(z)|* can be efficiently drawn. L is a quantity that depends on the
Trotterization scheme that is used to decompose the propagator e " into a product of local propagation
operators. L is generally proportional to N. The algorithm for estimating F(7) = (®|e™ "7 |®) runs
efficiently for € > m and L < poly(n). By estimating F(r = Atk) at k € {0,1,..., K < poly(n)}, one
obtains a noisy and Trotterized version of the signal g(k) = >, e ATEiR|(D]4p;)|2. By analyzing the signal
g(k) by means of the Matrix Pencil Method, (a subset of) the decay rates of g(k) can be obtained. These
decay rates correspond to the eigenvalues of Hamiltonian H. We have established several extensions of this
Monte Carlo scheme, one of which is using the scheme to obtain (the Trotterized version of) the partition
function Z(B) of a piece-wise stoquastic Hamiltonian up to an e-additive error. We have discussed, in
addition, how the use of scheme can be extended to determining the overlap between an initial and a final
state of a quantum circuit consisting of a particular set of (classical) gates.

The quantum-phase-estimation based quantum simulation scheme is used to obtain the real-time evo-
lution of the state |®): (®|e **# |®). In particular, a Trotterized version of this signal is obtained up to
an e-additive error. By estimating the value of the signal at times At k (for k£ € {0,1,..., K < poly(n)}),
one obtains a noisy and Trotterized version of the signal g(k) = 3_; e "AER|(P)h;) 2. By analyzing the
signal g(k) by means of the Matrix Pencil Method, (a subset of) its oscillation frequencies can be obtained.
These oscillation frequencies correspond to the eigenvalues of Hamiltonian H.

The e-additive errors that are imposed on the MC and QPE signals effectively correspond to sampling
noise. The magnitude of this noise on the MC signal is directly related to the number of Monte Carlo
samples (the MC sample size) that are used to estimate the quantity F(7) at each instance in 7. The
magnitude of the noise on the QPE signal is determined by the number of measurements that are performed
of the ancillary qubit state (the QPE sample size) for each value of ¢. We have shown — analytically as
well as numerically — that, for a given MC/QPE sample size, the variance of the QPE signal estimate is
always at least that of the MC estimate, but does never exceed twice the variance of the MC estimate.
In addition, we have determined numerically that the Trotter error that is imposed on the MC and QPE
signals is approximately equal in magnitude for both settings.

We have established that in the noiseless signal case, the eigenvalues can be extracted from the decaying
(MC) signal and from the oscillating (QPE) signal equally well using the Matrix Pencil Method (provided

which the MC scheme is ran) is such that the quantity
|2

can be efficiently obtained (for two given basis
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that K is sufficiently large). It was found numerically that in the noisy signal setting, in order to distinguish
the ground-state and first-excited-state eigenvalues of the transverse-field Ising chain at intermediately
strong coupling, the MC sample size needs to be larger (by about two orders of magnitude) than the QPE
sample size. Since in the noiseless-signal setting the Matrix Pencil Method performs equally well for a MC
as for a QPE signal, and the magnitude of the sampling noise on the QPE signal is always at least that
on the MC signal, we conclude that the Matrix Pencil Method performs worse in extracting (multiple)
eigenvalues from a MC signal than from a QPE signal. To prove more rigourously that the Matrix Pencil
Method for extracting eigenvalues from a QPE signal indeed outperforms that for extracting eigenvalues
from a MC signal in the presence of noise, we will have to perform an analysis for the MC signal that is
similar as the one for QPE signals in [31] in the future.

Since the MC signal can be expressed as g(k) = >, e~ ATEiR|(B]1h;) |2, one of the aspects that governs
its magnitude is the value of the eigenvalues {F;}. If one would set the smallest eigenvalue of each H; to
zero (which is a feature of the MC scheme considered here), then the smallest eigenvalue of H can be non-
zero due to frustration of Hamiltonian H. Therefore, the magnitude of the MC signal is directly related to
the extent to which H is frustrated. The MC signal can be obtained efficiently up to an e-additive error,
where € > 1/poly(n). If one thus wishes to estimate the MC signal within reasonable accuracy, the signal
can not be exponentially small as a function of the system size. This applies to the estimation of the
partition function Z () equivalently. As a result, estimates of the MC signal (and the partition function)
can only be obtained accurately and in an efficient manner if the Hamiltonian is mildly frustrated. We note
that the 7 and § interval in which the MC signal and partition function (respectively) can be accurately
obtained relates directly to the degree of frustration: For a given scaling of the degree of frustration with
the system size A(n), the partition function can for instance be accurately estimated for 8 < %
(i.e. in some high-temperature regime). The scaling of the degree of frustration of a Hamiltonian H with
the system size (A(n)) is thus a prominent factor limiting the range of applicability of the MC scheme
considered here. The frustration of (stoquastic) Hamiltonians will therefore be a relevant point of further
study.

We have argued that there are several reasons to believe that estimating the signal F(7) on a 7 interval
that lies in the small-7 regime is beneficial. These (not necessarily mutually independent) reasons are:
Since the signal F(7) decays as a function of 7, there will be a point in 7 after which the noise magnitude
exceeds that of the signal itself. The Trotter error that is imposed on the signal increases with 7, and
in fact even vanishes at 7 = 0. The sampling noise on the signal increases with 7 and saturates to a
maximum value at large values of 7 (the sampling noise vanishes at 7 = 0 as well). As discussed above,
the diminishing effect of frustration on the magnitude of F(7) is less pronounced at small values of 7.

We intend to explore, in addition, how the MC scheme for estimating F(7) and Z(8) for stoquastic
Hamiltonians that is developed here might be extended to estimation of e.g. thermal averages of an
observable O:

Tr (O e P H)

Z(B)

We note that this observable O will need to be element-wise non-negative when expressed in the basis
in which the MC scheme is ran. Extensions of the MC scheme to estimations of (O) may allow for a
more direct estimation of interesting physical quantities of stoquastic Hamiltonian systems. We do note,
however, that due to the partition function Z(8) in the denominator (which itself might not be known
to high accuracy), being able to efficiently determine (O) using our Monte Carlo scheme with sufficient
accuracy seems implausible in general.

We believe that it will be interesting to investigate whether the equivalence between the quantum-
phase-estimation based scheme and the Monte Carlo scheme that have been discussed in this report can
be used to develop a hybrid algorithm. The current machinery (NISQ devices) that is required to run the
quantum-phase-estimation based scheme efficiently is limiting in terms of the number of available qubits
and their coherence times. Therefore, a compelling point of study might be how the MC scheme that
is developed here might alleviate the computational stress on NISQ devices and specifically their use for
efficiently running large-scale QPE schemes.

Another point of further study is the following: Suppose one is given a (simple) graph G of n vertices,
then the n x n Laplacian matrix is given by:

(0) = (144)

L=D- A, (145)
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where D is the degree matrix of graph G (a diagonal matrix whose entries equal the number of vertices
to which a given vertex is connected) and A is the adjacency matrix of graph G (where (z| Aly) = 0 if
vertices x and y are not connected, (z| A |y) = 1 if vertices x and y are connected and (x| A |z) = 0, Vz).
The Laplacian matrix L is a stoquastic matrix. Since L is Hermitian, the signal (®| e~ "% |®) (where 7 > 0
and |®) is some state) equals a superposition of decaying signals, the decay rates of which correspond to
the eigenvalues of L. Although L is stoquastic, it is not necessarily local (in the sense of Definition I.1).
Therefore, Trotterization schemes in which one exploits locality cannot be used directly and one has to
exploit other properties of L to be able to fit it in the Monte Carlo framework of Theorem IV.3 (by means
of altered Trotterization schemes). One way of potentially doing this is to assume sparsity of matrix L. By
further developing this subject of further study, we can examine whether eigenvalues of sparse Laplacian
matrices can be obtained efficiently by classical means.
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A Appendix: The Sign Problem

To gain insight into when the sign problem occurs in a Monte Carlo simulation, we consider a world-line
Monte Carlo simulation of a one-dimensional Heisenberg chain (with periodic boundary conditions) ([36]).
The Hamiltonian of such a system is the following:

H:ZHi:JZ(UfoH +Uggiy+1+fff<7iz+1)y (146)
=1 =1

where o511 = of (o € {z,y,2}) and each of the bond Hamiltonians H; acts non-trivially on two spins
and is therefore of locality k = 2. The partition function is given by Z(8) = Tr(e_ﬂH ). The following
first-order Trotter decomposition in terms of the individual bond Hamiltonians H; can now be performed:

Z(B) = Tr((e” 2T Me 272 e ATHn M) (147)

where AT = /M.

We shall work in the standard basis (local-o* basis), with the associated basis states denoted by {|x)}.
The Hilbert space of the spin system is of dimensionality 2" and the completeness relation is thus given by
Eill |xzXx| = I. By inserting complete sets of basis states in the expression from eq. 147 and by noting

that Tr(A) = Zill (x| A|z), we obtain the following expression for Z(/3):
Z(B) = > (ol ™27 o1 )1 | €272 [22) (@l € AT |zga) o (@araoa]e” AT o)
TOTL 5T Mn—1

(148)

We can imagine each term in this sum as comprising a loop consisting of Mn nodes, where each node

represents a state |z;) (for [ € {0,1,..., Mn — 1}). The nodes are connected by non-zero matrix elements

of the e"27Hi operators, which propagate the state |z;) to |z;4 1) in imaginary-time.

To proceed, we investigate further the form of the propagation operators e~ 27:
express the bond Hamiltonians H; explicitly in the standard basis:

. To that extent, we

14 0 0 0
oo —a 12 0
Hi=J1 0 12 —Zija o (149)
0 0 0 1/4
ATH

The propagation operator e~ i can be conveniently calculated by means of its Taylor expansion:

> e Pir)k (Hz)k (Hz)k can be determined explicitly by diagonalizing H; in terms of its eigenstates
{|¥;)} and eigenvalues {\;}:

1 0 0 0
on
H; v 0 1/vV2 -1/V2 0 11 =31
7 —;)‘J |wj><1/)J| — ol 1/\/5 ’ 1/\/5 1o ’ Z’ Zv T7 Z (150)
= ~—_——
0 0 0 1

{1}

{le)}

Since H; is Hermitian, (%)k = Z?il(Aj)k |1;)1;]. Filling in the expression for (Hz)k (using the
—ATH;

explicit expressions for {|1;)} and {\;}) in the Taylor expansion representation of e , we represent

e~ A7Hi in the standard basis as follows:
e—ATJ/Q 0 0 0
o—ATH; _ ATI/4 0 cosh(A7J/2)  —sinh(A7J/2) 0 (151)
a 0 —sinh(A7J/2)  cosh(ATJ/2) 0
0 0 0 67ATJ/2

The propagation operator e~ 27i couples only the pairs of states |z;) and |z;41) for which (z;] e =27 |24,)

is non-zero. Every loop (represented by a single term in the sum from eq. 148) thus consists of a set of
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nodes {|zo),|z1),...,|Tmn—1)} (denoted by @) where each pair of adjacent states |z;) and |z;41) on the
loop obeys (x| e 27Hi |z;,1) # 0. Otherwise, the term in the sum from eq. 148 would equal zero and
therefore not contribute to Z(8). The allowed propagation plaquettes in imaginary-time between two
neighbouring spins for the system considered here are visualized in Figure 18.

Imaginary
time

IO O X X0 X X (o0) XX 0]

(0] o X X0 XX OoX (o)6¢; X

O Spin up
X Spin down

Figure 18: All allowed propagation plaquettes in the imaginary-time direction between two neighbouring
spins on the chain, according to the Heisenberg Hamiltonian.

Each world line configuration is denoted by a set of states @ and the corresponding term in the sum of
eq. 148 is denoted by the weight W (x). The partition function thus reduces to:

2(8) = Y. Wa). (152)
@x
Suppose we wish to estimate the expectation value of an observable 0. This expectation value can be
expressed in terms of the weights W (x) as follows:

B Tr(e_ﬁHO) 2 W(x)O(x)
(0) = Tr(e?f) > W)

(153)

The sampling of the world line configurations can be efficiently done by means of local updates of the
configurations and global updates (e.g. loop algorithm). These two types of updates collectively make for
an ergodic updating scheme ([36]).

It is of importance to note that e “ has off-diagonal elements in the standard basis which might
become negatively valued. In particular, when J > 0 (and the coupling between neighbouring spins on the
chain is thus anti-ferromagnetic) the non-zero off-diagonal elements of e~ 27Hi hecome negatively valued.
However, this does not directly imply that the simulation suffers from a sign problem: A sign problem
might occur when negatively valued terms appear in the sum of eq. 148. A factor (z;|e™>" |z; 1) might
be negative (if it coincides with the abovementioned off-diagonal terms), but a weight W () in eq. 148
consists of a product of Mn of these factors. As long as an even number of these Mn factors is negatively
valued, the overall weight will remain positive and a sign problem will be absent. For bipartite lattices (in
our case for n even) this will always be the case. For non-bipartite lattices (n is odd and frustration can
occur), negative weights in eq. 148 might appear and can cause a sign problem. Figure 19 displays one
world line configuration corresponding to a positive weight and one associated to a negative weight for the
case where n =3 and M = 2.

The appearance of negative weights W (x) yields direct sampling from the distribution %
tractable. Instead, we consider sampling from a (non-negative) distribution (of a related systermn) that is

—ATH,

in-

given by % and which includes the signs of the weights (sign(x)) in the quantity being sampled:
(0) = 2 W()| sign(@)O(x) _ 3., [W(=)| sign(®)O0(x)/ 3., W (@) _ (sign O) (154)
> W ()| sign(x) 2o W ()| sign(x)/ 3=, [W ()| (sign)’ ’

where the prime indicates that the expectation value is determined by sampling from the alternative
st ributs [W ()]

distribution S W@

The denominator in eq. 154 is of particular interest and we therefore study it in more detail:

s W ()] sign(x)
ign)’ = =@y

(155)
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By noting that Z = > W(x) = Y |W(=)| sign(x) (the partition function of the original system)
Z' =% |W(x)| (the partition function of the related system with only non-negative weights), we relate
(sign)’ to these partition functions as follows:

. Z e PF _BAF —BnA
(szgn>/:§: o—BF € BAE _ g=BnAf

(156)

where AF = F—F’ and Af is the Helmholtz free energy density difference (which is an intensive quantity).
We conclude that (sign)’ decreases exponentially with the inverse temperature 3 and system size n. If
one would draw N independent samples to determine (sign)’, the relative error in the estimate of (sign)’
would be:

puign Y Usigm?)’ = (sign))2) [N /T= (Goigny)® _ ePnas

(sign)’ (sign)’ VN (sign)’ VN
where the last equality holds for large n and . Similarly, the relative error in the numerator of eq. 154
scales exponentially in n and . The expectation value (O) thus equals the quotient of two stochastically
determined quantities, whose relative errors scale exponentially in n and 8. The time needed to compute
(O) with a given accuracy is thus exponentially large as a function of the system size n and inverse
temperatures . We thus encounter a sign problem, yielding this Monte Carlo simulation of a large
frustrated anti-ferromagnetic Heisenberg chain at low temperature intractable (in the chosen basis). We
do note that the appearance of a sign problem is representation dependent. That is, if a Monte Carlo
simulation would have been performed in another basis or representation, the sign problem might be
absent. The current discussion merely serves as an illustration of how the sign problem can occur in a
Monte Carlo simulation.

(157)
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B Appendix: Code

In this appendix, we include our code that is used to track the real-time and imaginary-time of a one-
dimensional® spin system with Hamiltonian (where k denotes the locality of the interactions):

H= ZH,- = Z (Jx i O O Iy 0l ol ol + T 0] 071 Ol ge 0F F gy 0) + g2 01-2), (158)
i

i

where k is a variable to be chosen. We note that although our code does not include this feature, the
MC scheme and QPE scheme do allow for the quantities k, {Jz, Jy, J:} and {gz, gy, g-} to be a function
of i. We note that one has a choice of multiple Trotterization schemes that can be implemented for the
real-time or imaginary-time tracking of the system state. The code employs the Matrix Pencil Method to
extract estimates of eigenvalues from the MC and QPE signals. The user is responsible for ensuring that
the Hamiltonian H is piece-wise stoquastic. A pseudocode is depicted in Figure 20.

Specify interaction strength (J,, J, /), locality k, magnetic field (g, Jy» 9z), system size n,
Trotter variable M, Trotterization scheme, sample size |Z|, time increment (AT, At) and state |®).

v

Implement Trotterization scheme and thereby obtain the imaginary-time local
propagation operators (G;) and the real-time local propagation operators.

lMonte Carlo Scheme QPE Scheme 1

Determine, for all [, the basis states
that are connected through non-
zero elements of ;.

|

Diagonalize the irreducible
submatrices of G; to find their
largest eigenvalue and its
associated strictly positive
eigenstate.

!

Sample from the probability
distribution by means of the
efficient stochastic scheme.

'

Determine the sample average
(over a sample set of size |Z]) of
observable R to obtain an estimate
of F(1) = (P|e ™ |d).

Implement QPE procedure by
applying the unitary Trotterized
real-time propagation operator to
the qubit register, conditioned on
the state of an ancillary-qubit.

|

Sample from output ancillary-qubit
state using a sample size of |Z| for
bothd =0andf = =

: 4

Obtain estimate of ((D|e’itH|ID)

Inefficiently implemented by classical means.

Efficiently implemented by classical means.

Repeat for several values of T and t (which respectively equal multiples of AT and At) to
approximately obtain the (Trotterized version of the) signals F (1) = {®|e ™|d) and ((D|e’i”"|d3).
v

Implement matrix pencil method for a given pencil parameter L and truncation factor TF to
obtain estimates of eigenvalues of H from the Monte Carlo signal and the QPE signal.

Figure 20: Pseudocode implementing the real-time (QPE) and imaginary-time (MC) tracking of the state of
a one-dimensional spin chain with a piece-wise stoquastic Hamiltonian H. Using the evolution trajectories
of this state, estimates of eigenvalues of H are obtained by means of the Matrix Pencil Method.

8Note that the code can in principle be extended to simulate systems of higher spatial dimensionality.
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StogMC.py

This code tracks the (Trotterized) evolution of the state of a (1D) spin system of size n in im—
aginary (Euclidian) and real time. The real time evolution is inefficiently tracked in general.
The imganary evolution is efficiently tracked given the Hamiltonian is piece—wise stoquastic wi—

th interactions of (general) locality k = log(poly(n)). The interactions need not be translatio—
nally invariant. Using the Matrix Pencil Method, the eigenvalues of the Hamiltonian are estimat—

ed from the state evolutions.

This main code file (StogMC.py) calls functions from the separate code files (StogqMCfunctions.p—
y) and (StogMCsimulation.py). The files StogMCfunctions.py and StoqMCsimulation.py contain desc—
riptions of each function that is called in this main code file.

We note that the Hamiltonian of the spin system used here is of the form (where periodic bounda—
ry conditions are imposed):
H = sum-i (Jox*X_i*...%xX_i+k + J_y*xY_ix...xY_i+k + J_z+Z_ix...x Z_i+k
4 og#Xoi + goyxY_i + gozxZ_i).
We note it is the users own responsibility to make sure that the Hamiltonian is expressed in a
basis in which it is piece—wise stoquastic (if possible).

[
import numpy as np

import matplotlib.pyplot as plt
import StogMCfunctions as f
import StogMCsimulations as s

# Initialization

N =7 # Length of Spin Chain

M = 60 # Number of Trotter Steps

Jx = 0 # X Spin—Spin Interaction Strength

Jy =0 # Y Spin—Spin Interaction Strength

Jz = —1 # 7 Spin—Spin Interaction Strength

g = —4 # (External) Transverse Magnetic Field (in x direction)

gy = 0 # (External) Magnetic Field (in y direction)

gz = 0 # (External) Magnetic Field (in z direction)

Kk = 2 # Locality of the Spin—Spin Interactions

numsamples = 4000 # Sample Size at each instance in time (|Sigmal)

measpoints = 101 # Number of Measurement Points in time (K)

tau-increment = 0.025 # Time Increment (Measured Time Interval = Kx«Time Increment)

checkerboard = 0 # 0 (Trivial Trotter Decomposition), 1 (Checkerboard Decomposition: when
in use, it is assumed that k = 2 and n is even)

L = np.int (measpoints/2) # Pencil Parameter

truncation_factor = 1x10%x(—4) # Truncation Factor

gfullmeas = np.zeros (measpoints) # Initialization of Noisless and Trotter—Errorless
Decaying Signal

ftaumeas = np.zeros (measpoints) # Initialization of Noise— and Trotter—Error Infected
Decaying Signal (MC Signal)

QPEnontrotsignalreal = np.zeros (measpoints) # Initialization of Real Part of Noisless and Trotter—
Errorless Oscillating Signal

QPEnontrotsignalimag = np.zeros(measpoints) # Initialization of Imag Part of Noisless and Trotter—
Errorless Oscillating Signal

QPEsampled_realsignal = np.zeros (measpoints) # Initialization of Real Part of Noise— and Trotter—
Error Infected Oscillating Signal (Real Part QPE Signal)

QPEsampled_imagsignal = np.zeros (measpoints) # Initialization of Imag Part of Noise— and Trotter—

Error Infected Oscillating Signal (Imag Part QPE Signal)

# Initialization of the state |Phi>

# |+>:

#phi_coefficients = np.ones (2%xN) /(2%x(N/2)) # |[\Phi> = |+>

# | Phi_{opt,p=0,1}>:

alpha = 1/((N+1)xx(1/2))

beta = (N/(N+1))%x(1/2)

phi_coefficients = np.zeros (2%xN)

phi_labels = np.arange (2%N)

phi_binary = np. flip (np.unpackbits(np.reshape(phi_-labels, (1,2xxN)).astype(np.uint8), axis = 0), axis
0)[0:N,:]

for i in range(N):
phi_coefficients = phi_-coefficients + (phi-binary[i,:] == 0).astype(int)=(alpha 4 beta) /((2)*%x(1/2

/((25%(N=1)) xx(1/2))
phi_coefficients = phi_coefficients 4+ (phi_-binary[i,:] == 1).astype(int)=(alpha — beta) /((2)**x(1/2
/((2xx(N=1)) %% (1/2))

phi_coefficients = phi_coefficients /((Nx(alpha%+2 + beta*x2) -+ N#(N—1)xalpha*x2)*(1/2))

cigvaldata = np.zeros ((4,100,1), dtype = np.complex) # Initialization of Storage Matrix for
Eigenvalue Estimates

gfulldata = np.zeros ((1,measpoints)) # Initialization of Storage Matrix for
Idealized Decaying Signal

ftaudata = np.zeros ((1,measpoints)) # Initialization of Storage Matrix for
MC Signal

qpedata = np.zeros ((1,measpoints), dtype = np.complex) # Initialization of Storage Matrix for
Idealized Oscillating Signal

gpenoisydata = np.zeros ((1,measpoints), dtype = np.complex) # Initialization of Storage Matrix for

QPE Signal

for m in range (1):
#numsamples = np.int (4546%1.25x1.25%x [m])

for Q in range(measpoints):
tau = tau-increment «(Q) # 'Time (Imaginary and/or Real)'

# Calculate the Matrix Element Directly and Inefficiently Implement the QPE Procedure (!!!USE
ONLY FOR SMALL N!!!)
Gfull, FullHeigvals, FullHeigvecs, QPEsampled_real, QPEsampled_.imag, realt_nontrot_evolution ,

trivialtrotterbound , CBtrotterbound = s.fullHandQPE (k,N,M,Jx,Jy,Jz,g,tau, phi-coefficients
numsamples , checkerboard )
gfullmeas [Q] = np.matmul(np.matmul(np.transpose (phi_coefficients),Gfull),phi_coefficients)

))
))
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QPEsampled_realsignal [Q] = QPEsampled_real
QPEsampled_imagsignal [Q] = QPEsampled_imag
QPEnontrotsignalreal [Q] np.real(realt-nontrot-evolution)
QPEnontrotsignalimag [Q] = np.imag(realt_nontrot_-evolution)
#Ntermtrotterbound [Q] = trivialtrotterbound
#Twotermtrotterbound [Q] = CBtrotterbound

# Simulate String of Local Imaginary Time Propagation Operators
Gtrot = s.GtrotSim (k,N,M,Jx,Jy,Jz,g,tau)

# Simulate Connected Sets of States, and Eigenstates & Eigenvalues of the Block Diagonal
Matrices

maxeigval , poseigvec, connectedstates, numsets = s.DiagBlocksEig (M,N, Gtrot)

# Obtain |Sigma| Samples of High—Dimensional Probability Distribution (Pi) and Estimate the MC

Signal at tau (F(tau))
if checkerboard 0:

ftau = s.PiandFTau(maxeigval ,poseigvec ,connectedstates ,numsets ,M,N,k, Gtrot ,numsamples,
phi_coefficients)
if checkerboard == 1:
ftau = s.PiandFTauCB(maxeigval ,poseigvec ,connectedstates ,numsets ,M,N,k, Gtrot ,numsamples,
phi_coefficients)
ftaumeas [Q] = ftau

print (m, 'step ',Q) # To indicate the progress of the simulation

# Construct Complete QPE Signals (with and without Noise and Trotter Error) using their Real and
Imaginary Parts

QPEsampled-signal = QPEsampled-realsignal + 1j*QPEsampled-imagsignal

QPEnontrotsignal = QPEnontrotsignalreal 4+ 1j*QPEnontrotsignalimag

# Store State Evolution Data in Storage Matrices
ftaudata [m,:] = ftaumeas

gfulldata [m, = gfullmeas

gpenoisydata :] = QPEsampled_signal

gpedata [m, : | QPEnontrotsignal

]

# Implement Matrix Pencil Method to obtain Eigenvalue Estimates from State Evolution Data

generalizedeigvals , I = s.MatrixPencilMethod (ftaudata[m,:] , measpoints ,L,truncation_factor)
generalizedeigvals = generalizedeigvals[generalizedeigvals >= 10*x(—10)]

eigval_estimates = np.sort(—np.log(generalizedeigvals.real)/tau-increment)

eigvaldata [0 ,0:np.size (eigval_estimates) ,m] = eigval_estimates

generalizedeigvals , I = s.MatrixPencilMethod (gfulldata [m,:], measpoints ,L,truncation_factor)
generalizedeigvals = generalizedeigvals [generalizedeigvals >= 10x%(—10)]

ecigval_estimates = np.sort(—np.log(generalizedeigvals.real)/tau_increment)

cigvaldata [1,0:np.size (eigval_estimates),m] = eigval_estimates

generalizedeigvals , I = s.MatrixPencilMethod (gpenoisydata[m,:], measpoints ,L,truncation_factor)
generalizedeigvals = generalizedeigvals [np.abs(generalizedeigvals) >= 10%x(—10)]
eigval_estimates = np.sort(lj*np.log(generalizedeigvals)/tau-increment)

eigvaldata [2 ,0:np.size (eigval_estimates) ,m] = eigval_estimates

generalizedeigvals , I = s.MatrixPencilMethod (qpedata[m,:], measpoints ,L,truncation_factor)
generalizedeigvals = generalizedeigvals [np.abs(generalizedeigvals) >= 10xx(—10)]
eigval_estimates = np.sort(lj*np.log(generalizedeigvals)/tau_increment)

ecigvaldata[3,0:np.size (eigval_estimates),m] = eigval_estimates

# Plot the Imaginary and Real Time State Evolution

f.propagation_plot (measpoints, tau_increment , numsamples, gfulldata , ftaudata, gpedata, qgpenoisydata, M)
# Save State Evolution Data and Eigenvalue Estimate Data
v
np.save ('eigvaldata_-g',eigvaldata)
np.save ('ftaudata ', ftaudata )
np.save ('gfulldata ', gfulldata)
np.save ('qpenoisydata ',qpenoisydata)
np.save ('gpedata ',gpedata)
o
StogMCfunctions.py
import numpy as np
import matplotlib.pyplot as plt
def propagation_plot(measpoints, tau_.increment , numsamples, gfulldata , ftaudata , gpedata, qgpenoisydata,
epsilon = np.sqrt(10/numsamples)
fig , axs = plt.subplots(1,3)
plt.subplots_adjust (wspace = 0.35)
fig.set_-size_inches (21, 7.0)
axs [0]. plot (np.arange (measpoints)*tau_increment , gfulldata [0,:], 'k', label='Exact $\\langle \\Phi|
e {—\\tau H} |\\Phi \\rangle$')
axs [0].set_xlabel ('$\\tau$', fontsize = 23)
axs [0].set_ylabel ('$\\langle \\Phi| e"{—\\tau H} |\\Phi \\rangle$', fontsize = 20, labelpad = 7)
axs [0].set_title ('$\mathbf{(a)}$ Monte Carlo Scheme.', fontsize = 18)
axs [0]. fill_between (np.arange (measpoints)*tau_increment , gfulldata[0,:] —epsilon , gfulldata[0,:]+
epsilon ,color="lightgrey ',label='90% confidence bounds') # Confidence bounds
axs [0].set-ylim (0,1.05)
axs [0].set-xlim (—0.01,(measpoints —1)*tau-increment+0.01)
axs [0]. plot (np.arange(measpoints)*tau-increment ,ftaudata [0 ,:],'o',color="'firebrick ', markersize=5.5,
label = 'Estimates for $M=$ '4+str (M))
axs [0].legend (fontsize=10,prop={"'size ': 17})
axs [0]. grid (alpha = 0.4)
axs [0]. xaxis.set_tick_params (labelsize=17)
axs [0]. yaxis.set_tick_params (labelsize=17)
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axs [1]. plot (np.arange (measpoints)*tau_increment , np.real(gpedata[0,:]), 'k', label='Exact $Re(\\
langle \\Phi| e {—it H} |[\\Phi \\rangle)$')

axs[1].set_xlabel ('$t$', fontsize = 23)
axs [1].set_ylabel ('$Re(\\langle \\Phi| e {—it H} |[\\Phi \\rangle)$', fontsize = 20, labelpad 7)
axs[1].fill_between (np.arange (measpoints)*tau_increment ,np.real (qpedata [0 ,:])—epsilon ,np.real(
gqpedata [0 ,:])+epsilon ,color="lightgrey ',label="'90% confidence bounds') # Confidence bounds
axs[1].set-title ('$\mathbf{(b)}$ Real Part QPE Signal.', fontsize = 18)
axs[1].set-ylim(—1.05,1.05)
axs[1].set-xlim (—0.01,(measpoints —1)xtau-increment+0.01)
axs [1]. plot(np.arange(measpoints)*tau-increment ,np.real (gpenoisydata[0,:]),'o',color="royalblue ',
markersize=5.5,label = 'Estimates for $M=$'4str (M))
axs[1].legend (fontsize=10,prop={'size ': 17})
axs [1].grid (alpha = 0.4)
axs [1]. xaxis.set_tick_params (labelsize=17)
axs [1].yaxis.set_tick_params (labelsize=17)
axs [2]. plot (np.arange (measpoints)*tau_increment , np.imag(qpedata[0,:]), 'k', label='Exact $Im(\\
langle \\Phi| e {—it H} [\\Phi \\rangle)$')
axs [2].set_-xlabel ('$t$', fontsize = 23)
axs [2].set_ylabel ('$Im(\\langle \\Phi| e {—it H} [\\Phi \\rangle)$', fontsize = 20, labelpad = 7)
axs [2]. fill_between (np.arange(measpoints)+*tau_-increment ,np.imag(gpedata[0,:])—epsilon ,np.imag(
qpedata [0 ,:])+epsilon ,color="lightgrey ',label="'90% confidence bounds') # Confidence bounds
axs[2].set_title ('$\mathbf{(c)}$ Imaginary Part QPE Signal.', fontsize = 18)
axs[2].set_ylim (—1.05,1.05)
axs[2].set_xlim (—0.01,(measpoints —1)*tau_increment +0.01)
axs [2].plot (np.arange(measpoints)*tau_increment ,np.imag(qpenoisydata[0,:]),'o',color="'secagreen '
markersize=5.5,label = 'Estimat for $M=$ '+str (M))
axs [2].legend (fontsize=10,prop={'size 17})
axs [2]. grid (alpha = 0.4)
axs [2]. xaxis.set_tick_params (labelsize=17)
axs [2]. yaxis.set_tick_params (labelsize=17)
StogMCsimulations.py
import numpy as np
from scipy.linalg import expm
v
'GtrotSim ' takes as input the locality , system size, Trotter variable ,
interaction strength , magnetic field , and tau. It outputs an array co—
ntaining the Trotterized imaginary—time propagation operator.
o
def GtrotSim (k,N,M,Jx,Jy,Jz,g,tau):
Paulis = np.zeros ([2,2,4], dtype = np.complex128)
Paulis [:,:,0] = np.array ([[1,0],[0,1]])
Paulis [:,:,1] = np.array ([[0,1],[1,0]])
Paulis [:,:,2] = np.array ([[0,—1j],[1j,0]])
Paulis [:,:,3] = np.array ([[1,0],[0, —1]])
seqint = np.zeros ((k,3))
Int = np.zeros ([2%xxk,2xxk,3])
MagInt = np.zeros ([2xxk,2%xk,3])
seqmagx = np.zeros (1)
Gsingle = np.zeros ([2#%k,2xxk,1])
Gtrot = np.zeros ([2x#k,2#%k ,M«N])
for j in range(k):
seqint [j,0] =1
seqint [j,1] = 3
seqint [j,2] = 2
if j == 0:
seqmagx[j] = 1
# Interactions with neighbouring sites
for m in range(3):
for i in range(k—1):
if i == 0:
Intper = np.kron(Paulis[:,:,int(seqint[i,m])],Paulis[:,:,int(seqint[i+4+1,m])])
else :
Intper = np.kron(Intper , Paulis[:,:,int (seqint [i+1,m])])
Int[:,:,m] = Intper.real
# Interactions with external (transverse) magnetic field
for i in range(k—1):
if i == 0:
MagInt = np.kron(Paulis [:,:,int (seqmagx[i])],Paulis[:,:,0])
else :
MagInt = np.kron(Maglnt, Paulis [:,:,0])
subHi = JxxInt[:,:,0] + JzxInt[:,:,1] + JyxInt[:,:,2] + g+Maglnt
# Rescaling subHi such that lambda_-min =
eigvaluesubHi = np.linalg.eig(subHi) [0]
cigvectorsubHi = np.linalg.eig (subHi) [1]
subHiRescaled = np.matmul (np.matmul(eigvectorsubHi ,(np.diag (eigvaluesubHi) — np.amin(eigvaluesubHi)x

np.eye(2%%k))) ,np.linalg.inv (eigvectorsubHi))

Gsingle = expm(—tauxsubHiRescaled /M)
Gtrot = np.repeat(Gsingle[:,: ,np.newaxis], MxN, axis = 2)
Gtrot [np.abs(Gtrot) < 10%x(—10)] = 0

return Gtrot

'DiagBlocksEig' takes as input the system size, Trotter variable, and
Gtrot. It outputs the maximum ecigenvalue and associated strictly posi—
tive eigenvector of all irreducible and element—wise non—negative blo—

74




cks along the diagonal of the local propagation operators.

o

def DiagBlocksEig (M,N, Gtrot):

maxeigval = np.zeros ((np.shape(Gtrot[:,:,0]) [0] ,MxN))
poseigvec = np.zeros ((np.shape(Gtrot[:,:,0]) [0] ,np.shape(Gtrot[:,:,0]) [0] ,MxN))
connectedstates = np.ones ((np.size (Gtrot[:,:,0])+1,np.size(Gtrot[:,:,0])+1,MxN))=*(—1)
numsets = np.zeros (MxN)
for t in range (MxN):
connectedindices = np.c-[np.nonzero(Gtrot[:,:,t]) [0] ,np.nonzero(Gtrot[:,:,t]) [1]]
numsetssing = 0
csetcheck = np.array ([[—1,—1],[—1,—1]])
for m in range (np.shape(connectedindices) [0]) :
cset = np.reshape(connectedindices [m,:], (1,2))
if ((np.reshape(cset.astype(int), (2,))).tolist () in csetcheck.tolist ()) == False:
n = 0
while n < np.shape(cset) [0]:
startnode = cset [n,1]
n += 1
newnodes = np.where(connectedindices [:,0] == startnode)
for i in range(np.size (newnodes)):
cset = np.unique(np.vstack ((cset, connectedindices[np.asarray (newnodes)[0,i],:])
), axis = 0)
csetcheck = np.concatenate ((csetcheck ,cset), axis = 0)
connectedset = cset

Gb = np.zeros ((int ((np.shape(connectedset)[0])+x(1/2)),int ((np.shape(connectedset)[0])
*x(1/2))))

for i in range(int ((np.shape(connectedset) [0]) «%(1/2))):
for j in range(int ((np.shape(connectedset) [0])*x(1/2))):

Gb[i,j] = ((Gtrot[:,:,t])[connectedset[:,0],connectedset [:,1]]) [ixint ((np.shape(
connectedset) [0]) x+(1/2))+j]. real
maxeigval [m,t] = np.max(np.linalg.eig(Gb)[0])
poseigvec [0:int ((np.shape(connectedset) [0]) **(1/2)) ,numsetssing ,t] = abs((np.linalg.eig(
Gb) [1]) [: ,np.argmax(np.linalg.eig(Gb)[0])])

connectedstates [0:np.shape(connectedset) [0],(2%* numsetssing):(2xnumsetssing+2),t] =
connectedset

numsetssing = numsetssing + 1
numsets[t] = numsetssing
return maxeigval, poseigvec, connectedstates, numsets

v

'PiandFtau' takes as input the locality , system size, Trotter variable

the set of connected states and the associated maximum eigenvalues

and strictly positive eigenvectors of the blocks along the diagonal of
the local propagation operators, Gtrot, numsamples and the elements of
the state Phi. It implements an N—term first —order Trotterization sch—
eme and sets up the stochastic process to estimate F(tau). It outputs

the estimate of F(tau).

v

def PiandFTau(maxeigval , poseigvec ,connectedstates ,numsets ,M,N,k,Gtrot ,numsamples, phi_coefficients):

ftau = 0

for samples in range(numsamples) :
zeroth_state = (np.where(np.cumsum(phi_coefficients*x2) > np.random.rand (1)) [0]) [0]
x0 = np.reshape(np. flip (np.unpackbits(zeroth_state.astype(np.uint8) ,axis=0),axis=0)[0:N], (N,1))
phi0 = phi_coefficients [zeroth_state]

*MN = np.zeros ((N,1))

x = np.concatenate ((np.concatenate ((x0, np.zeros ((N,M«N—1))), axis = 1), xMN), axis = 1)
P = np.zeros (M«N)
singleR = np.zeros (MxN)

for t in range (MxN):
if t = 0:

xleft = np.roll(x[:,t], —t)[0:k]
xleft_dec = int(np.array2string(xleft.astype(int)).replace('["',"'"').replace(']"',"'"').replace ('
L)
for c in range(int(numsets[t])):
if np.any(connectedstates [:,2%c,t] == xleft_dec) == True:
rightset = ¢
lambdat ((maxeigval [: [maxeigval [: ,t] != 0])[rightset]

st ])
randnum np.random.rand (1)

if t < MxN:
Pot_xright-dec = np.ones((2%xk)**2)*(2xxk + 1)

Pot-xright_-dec = connectedstates [np.argwhere(connectedstates [:,2*rightset ,t] =
xleft_dec),2#rightset41,t]

Pot_.xright_.dec = Pot_xright_.dec[Pot_xright_dec != 2xxk + 1]

phix_t = np.zeros(np.size (Pot_xright_dec))

phix_tmin = np.zeros(np.size (Pot_xright_dec))

Prob = np.zeros(np.size (Pot_xright_-dec))
for i in range(np.size (Pot_xright_dec)):

eigindexright = np.argwhere(np.unique(connectedstates[:,2*xrightset ,t]) ==
Pot_xright_dec[i]) — 1

phix_t[i] = poseigvec|[eigindexright ,rightset ,t]

cigindexleft = np.argwhere (np.unique (connectedstates[:,2xrightset ,t]) == xleft_dec)

phix_tmin[i] = poseigvec|[eigindexleft ,rightset ,t]
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Prob[i] = (Gtrot[int (xleft_dec),int (Pot_xright_dec[i]),t]/lambdat*phix_t[i]/
phix_tmin[i]).real
if randnum < np.sum(Prob):
singleR [t] = lambdat*phix_tmin[i]/phix_t[i]
P[t] = Prob[i]
xright_-dec = Pot_xright_dec[i]

xright = np. flip (np. flip (np.unpackbits(xright_-dec.astype(np.uint8)),axis=0)[0:k
],axis=0)
x[:,t + 1] = np.roll(np.concatenate ((xright ,np.roll(x[:,t], —(t))[k:N])), t)
xleft = (np.roll(x[:, t + 1], —(t + 1)))[0:k]
break
if t == MxN—1:
Lth_state_bin = x[:,t+1]
Lth_state = int (np.array2string (Lth_state_bin.astype(int)).replace('[','').replace(']"',"
').replace(' ',"''), 2)
phiL = phi_coefficients [Lth_state]

Pi = np.prod (P[0:MxN])

R = np.prod(singleR)

estimatorforF = phiL/phiO*R

ftau = ftau 4+ estimatorforF /numsamples

return ftau

'PiandFtauCB' takes as input the locality , system size, Trotter varia—
ble, the set of connected states and the associated maximum eigenvalues
and strictly positive eigenvectors of the blocks along the diagonal of
the local propagation operators, Gtrot, numsamples and the elements of
the state Phi. It implements an Gamma—term (checkerboard for k=2 and

even system size) first —order Trotterization scheme and sets up the s—

tochastic process to estimate F(tau). It outputs the estimate of F(tau).

v

def PiandFTauCB(maxeigval ,poseigvec ,connectedstates ,numsets ,M,N,k, Gtrot ,numsamples, phi_coefficients):

ftau = 0

for samples in range(numsamples) :
zeroth_state = (np.where(np.cumsum(phi_-coefficients**2) > np.random.rand (1)) [0]) [0]
x0 = np.reshape(np. flip (np.unpackbits(zeroth_state.astype(np.uint8),axis=0),axis=0)[0:N], (N,1))
phi0 = phi_coefficients [zeroth_state]

xM2 = np.zeros ((N,1))

x = np.concatenate ((np.concatenate ((x0, np.zeros ((N,M«2—1))), axis = 1), xM2), axis = 1)
P = np.zeros (M«N)
singleR = np.zeros (M«N)
for t in range (Mx%x2):
xleft_dec = np.zeros(np.int(N/2))
rightset = np.zeros(np.int (N/2))

lambdat = np.zeros(np.int (N/2))

randnum np.random.rand (np.int (N/2))
xright_saved = np.zeros (N)
if t == 0:
xleft = x[:,0]
for i in range(np.int (N/2)):
if np.remainder(t,2) == 0:
xleft-dec[i] = int(np.array2string (xleft[2*i:2%i+2].astype(int)).replace('["',"").
replace ('] "'","").replace(' ',"'"), 2)
if np.remainder (t,2) == 1:
xleft_-dec[i] = int(np.array2string ((np.roll(xleft,—1)[2%i:2%i+42]).astype(int)).
replace('[',"").replace(']"',"").replace(' ',"'"), 2)

for ¢ in range(int(numsets|[np.int (np.round(t/2)*N/2 + np.remainder (t,2) + 2xi)])):
if np.any(connectedstates [:,2%c,np.int(np.round(t/2)*N/2 + np.remainder (t,2) + 2%i)]

== xleft_dec[i]) == True:
rightset[i] = ¢
lambdat [i] = ((maxeigval[:,np.int(np.round(t/2)*N/2 + np.remainder (t,2) + 2xi)]) [
maxeigval [: ,np.int (np.round(t/2)*N/2 4+ np.remainder(t,2) + 2*i)] != 0])[np.int(

rightset [i])]

if t < Mx2:
for i in range(np.int (N/2)):

Pot_xright_dec = np.ones ((2%#2)%#2)%(2x%2 + 1)
Pot_xright_dec = connectedstates [np.argwhere(connectedstates[:,2*np.int(rightset [i])
,np.int (np.round(t/2)*N/2 + np.remainder (t,2) + 2%i)] == xleft_dec[i]),2*np.int
(rightset [i])+1,np.int (np.round(t/2)*N/2 + np.remainder (t,2) + 2xi)]
Pot_xright_dec = Pot_xright_dec|[Pot_xright_dec != 2%x%x2 + 1]
phix_-t = np.zeros(np.size (Pot_xright_dec))
phix_tmin = np.zeros(np.size (Pot_xright_dec))
Prob = np.zeros(np.size (Pot_xright_dec))
for p in range(np.size(Pot_xright_dec)):
cigindexright = np.argwhere(np.unique(connectedstates[:,2+np.int (rightset[i]),np
.int (np.round (t/2)*N/2 + np.remainder (t,2) 4 2%i)]) == Pot_xright_dec[p]) —
1
phix_t [p] = poseigvec[ecigindexright ,np.int(rightset[i]) ,np.int (np.round(t/2)*N/2
+ np.remainder (t,2) + 2%i)]
eigindexleft = np.argwhere(np.unique(connectedstates [:,2*np.int(rightset[i]) ,np.
int (np.round(t/2)*N/2 4+ np.remainder(t,2) + 2*i)]) == xleft_dec[i]) — 1
phix_tmin[p] = poseigvec[eigindexleft ,np.int(rightset[i]) ,np.int(np.round(t/2)*N
/2 + np.remainder (t,2) 4+ 2xi)]
Prob[p] = (Gtrot[int(xleft_dec[i]) ,int(Pot_xright_dec[p]) ,np.int(np.round(t/2)x*N

/2 4+ np.remainder(t,2) 4 2xi)]/lambdat[i]* phix-t[p]/phix-tmin[p]).real
if randnum|[i] < np.sum(Prob):

singleR [np.int (t+*N/2 + i)] = lambdat[i]*phix_tmin[p]/phix_t[p]

Plnp.int (t*N/2 4+ i)] = Prob[p]
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xright_dec

Pot_xright_dec [p]

xright = np. flip (np. flip (np.unpackbits(xright_dec.astype (np.uint8)),axis=0)
[0:2] , axis=0)
xright_saved [2%i:2%i+2] = xright
break
if np.remainder(t,2) == 1:
xright_saved = np.roll (xright_saved , 1)
x[:,t + 1] = xright_saved
xleft = x[:,t + 1]
if t == M=x2—1:
Lth_state_bin = x[:,t + 1]
Lth_state = int (np.array2string (Lth_state_bin.astype(int)).replace('[','').replace(']"',"
').replace(' ',"''), 2)
phiL = phi_coefficients [Lth_state]

Pi = np.prod (P[0:MxN])

R = np.prod(singleR)

estimatorforF = phiL/phiO*R

ftau = ftau 4+ estimatorforF /numsamples

return ftau

'FullHandQPE' takes as input the locality , system size, Trotter varia—
ble, interaction strength, magnetic field , tau, elements of the state
Phi, numsamples and the choice of Trotterization schemes. It (!ineffi—
ciently!) implements the exact diagonalization of H, the exact calcul—

ation of the MC signal, and the QPE scheme.

o

def fullHandQPE (k,N,M,Jx,Jy,Jz,g,tau, phi_coefficients ,numsamples,checkerboard) :

Paulis = np.zeros ([2,2,4], dtype = np.complex128)
Paulis [:,:,0] = np.array ([[1,0],[0,1]])
Paulis [:,:,1] = np.array ([[0,1],[1,0]])
Paulis [:,:,2] = np.array ([[0,—1j],[1j,0]])
Paulis [:,:,3] = np.array ([[1,0],[0, —1]])
Intcompl = np.zeros ([2%*N,2%%xN,3%N
Maglntcompl = np.zeros ([2%*N,2%%xN,N]J)
seqmagx = np.zeros (N)

seqint = np.zeros ((N,3))

H_i = np.zeros ([2%*N,2%*N,N])

HiRescaled = np.zeros ([2#*N,2%xN,N])
HRescaled = np.zeros ([2%*N,2xxN])

G = np.zeros ([2%*N,2xxN])

GtrotQPE = np.zeros ((2%%N,2%%N,N) ,dtype=np.complex)
GtrotQPEsingleoperator = np.zeros ((2%**N,2%%N) ,dtype=np.complex)
GnontrotQPE = np.zeros ((2x*N,2xxN) ,dtype=np.complex)

for j in range(k):
seqint [j,0] =1
seqint [j,1] = 3
seqint [j,2] = 2

if j == 0:
seqmagx[j] = 1

for i in range (N):
for m in range (3):

1 = 2
for p in range(N—1):
if p == 0:
Intpercompl = np.kron(Paulis[:,:,int(seqint [np.remainder (i,N),m])],Paulis[:,:,int(
seqint [np.remainder (i+1,N),m])])
else:
Intpercompl np.kron (Intpercompl, Paulis [:,:,int (seqint [np.remainder (i+1,N) ,m])])
1 = 141
Intcompl[:,:,i + Nsxm] = Intpercompl.real
1 = 2
for p in range(N—1):
if p == 0:
Intmagpercompl = np.kron(Paulis [:,:,int (seqmagx [np.remainder (i ,N)])],Paulis[:,:,int(
seqmagx [np.remainder (i+1,N)])])
else :
Intmagpercompl = np.kron (Intmagpercompl, Paulis[:,:,int (seqmagx [np.remainder (i+l,N)])])
1 = 1+1
MagIntcompl[: ,: ,i] = Intmagpercompl.real
for i in range (N):
H_i[:,:,i] = JxxIntcompl[:,:,i] + Jz*Intcompl[:,: ,N+i] + JyxIntcompl[:,:,2+N+i] + g+Maglntcompl
I
# Rescaling each H_i such that lambda.min(H_i) = 0
eigvalueHi = np.linalg.eig (H.i[:,:,i])[0]
eigvectorHi np.linalg.eig (H_i[:,:,i])[1]
HiRescaled [: ,:,i] = np.matmul(np.matmul(eigvectorHi ,(np.diag(eigvalueHi) — np.amin(eigvalueHi)*
np.eye(2%%N))) ,np.linalg.inv (eigvectorHi))
#HiRescaled [: ,:,1] = H_i[:,:,i]
GtrotQPE [ ,i] = expm(—(1j)*tauxHiRescaled [:,:,i]/M)

s

HRescaled = HRescaled 4+ HiRescaled [:,:,1i]
FullHeigvals np.linalg.eig(HRescaled) [0]
FullHeigvecs np.linalg.eig(HRescaled) [1]
G = (expm(—tauxHRescaled)).real
GnontrotQPE = expm(—(1j)*tauxHRescaled)

realt_evolution_overlap-nontrot = np.matmul(np.matmul(np.transpose(phi-coefficients),GnontrotQPE),
phi_coefficients)

# Calculating Trotter Bounds

T




# First —Order N—Term Decomposition

commutatornorm 0
for i in range(N—1):

for n in range(N—1—i):

i =i41+n

commutatornorm = commutatornorm + np.linalg.norm(np.matmul(HiRescaled [:,:,i],HiRescaled [: s
j]) — np.matmul(HiRescaled [:,:,j],HiRescaled[:,:,i]), ord = 2)
trivialtrotterbound = commutatornorms*tauxx2/(2xM)

# First —Order Checkerboard Decomposition

H_even = np.zeros ((2**N,

2%%N))

H_odd = np.zeros ((2%*N,2%xN))

for i in range(N):

if np.remainder (i,2) == 0:
H_even H_even + HiRescaled [:,: ,i]
if np.remainder (i,2) == 1:
H_odd = H_odd + HiRescaled [:,:,i]
CBtrotterbound = np.linalg .norm(np.matmul(H_even ,H_odd) — np.matmul(H_odd,H_even), ord = 2)xtau
*x 2/ (2%M)
Vi
normcheck = 0
for i in range(N):
normcheck = normcheck + np.linalg.norm(HiRescaled [:,:,i], ord = 2)
print (normchecks*tau /M)
(R
GtrotQPEsingleoperator = GtrotQPE[: ,: ,0]
for i in range(N—1):
if checkerboard == 0:
GtrotQPEsingleoperator = np.matmul(GtrotQPEsingleoperator ,GtrotQPE [: ,: ,i+1])
if checkerboard == 1:

if i < np.int(N/2)-—1:

GtrotQPEsingleoperator = np.matmul(GtrotQPEsingleoperator ,GtrotQPE [:

C2e (D))

if i >= np.int(N/2)—1:

GtrotQPEsingleoperator = np.matmul(GtrotQPEsingleoperator ,GtrotQPE [:

+1)+1])

,i,2%(i—np.int (N/2)

GtrotQPEsingleoperator = np.linalg.matrix_-power (GtrotQPEsingleoperator , M)

realt_evolution_overlap
,phi_coefficients)

# sampling from real and

= np.matmul (np.matmul (np.transpose (phi_coefficients),GtrotQPEsingleoperator)

imaginary parts of realt-evolution-overlap

realpart_overlap = np.real(realt_evolution_overlap)
imagpart_-overlap = np.imag(realt_evolution_overlap)
prob_ancilla_zero = 1/2 4+ 1/2%xrealpart-overlap
prob_ancilla_pitwo = 1/2 — 1/2ximagpart_-overlap
rand_zero = np.random.rand (numsamples, 1)
rand_pitwo = np.random.rand (numsamples, 1)
prob_ancilla_zero_sampled = np.mean((rand_zero < prob_ancilla_zero).astype(int))
prob_ancilla_.pitwo-sampled = np.mean((rand_-pitwo < prob_ancilla_pitwo).astype(int))
sampled_-realpart_-overlap = 2xprob_ancilla.zero_.sampled — 1
sampled_-imagpart-.overlap = 1 — 2%xprob_ancilla_pitwo_sampled
return G, FullHeigvals, FullHeigvecs, sampled-realpart_overlap , sampled-imagpart_-overlap ,
realt.evolution_overlap_nontrot , trivialtrotterbound , CBtrotterbound
o
'MatrixPencilMethod ' takes as input a (noisy) signal, measpoints, the
pencil parameter L and the truncation factor. It outputs the estimates

of the parameters z-{j}.

i

def MatrixPencilMethod (signa

1, measpoints ,L,truncation_factor) :

Y = np.zeros ((measpoints—L,L + 1), dtype = np.complex)
for i in range(measpoints—L):
Y[i,:] = signal[i:L 4+ i + 1]

# Without truncating the
Y1 = Y[:,0:L]
Y2 = Y[:,1:L + 1]

Y1 and Y2 SVD's (unstable when signal is noisy)

generalizedeigvals np.linalg.eig(np.matmul(np.linalg.pinv(Y2),Y1))[0]
generalizedeigvals = generalizedeigvals [generalizedeigvals > 10xx(—10)]
I = np.matmul(np.linalg.pinv(Y2),Y2)

[

# Truncating the Y1 and Y2 SVD's (allows for noisy signal)

Y1 = Y[:,0:L]
Y2 = Y[:,1:L + 1]

ul, sigmal, vhl = np.linalg.svd(Y1l) # SVD Y1
u2, sigma2, vh2 = np.linalg.svd(Y2) # SVD Y2

# Locating the set of la

rgest singular values

relevantargsl = np.argwhere(sigmal /np.max(sigmal) > truncation_factor)
relevantargs2 = np.argwhere (sigma2/np.max(sigma2) > truncation_factor)

sigmal = sigmal [sigmal/np.max(sigmal) > truncation_factor]

sigma_matrixl = np.diag (sigmal)

sigma2 = sigma2[sigma2/np.max(sigma2) > truncation_factor |

sigma_matrix2 = np.diag (sigma?2)

vhlprime = np.transpose(np.take(np.transpose(vhl) ,relevantargsl ,axis = 1))
vh2prime = np.transpose(np.take(np.transpose(vh2) ,relevantargs2 ,axis = 1))
ulprime = np.take(ul,relevantargsl ,axis = 1)

u2prime = np.take(u2,relevantargs2 ,axis = 1)

vhiprime = np.reshape(vhiprime, (np.shape(vhiprime)[1],np.shape(vhlprime)[2]))
vh2prime = np.reshape (vh2prime, (np.shape(vh2prime)[1],np.shape(vh2prime)[2]))
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ulprime
u2prime

np.reshape (ulprime, (np.shape(ulprime)[0],np.shape(ulprime)[1]))
np.reshape (u2prime, (np.shape(u2prime) [0],np.shape(u2prime)[1]))

Y1_truncatedSVD = np.matmul(np.matmul (ulprime, sigma_matrixl),vhlprime)
Y2_truncatedSVD np.matmul (np.matmul (u2prime, sigma_matrix2),vh2prime)
generalizedeigvals = np.linalg.ecig (np.matmul(np.linalg.pinv(Y1l_truncatedSVD) ,Y2_ truncatedSVD)) [0]
I = np.matmul(np.linalg.pinv(Yl-truncatedSVD),Yl_truncatedSVD) # Check

return generalizedeigvals , I




