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Abstract

State-of-the-art quantum simulators — ranging from ultracold atoms and trapped
ions to Rydberg arrays and superconducting qubits — have rapidly evolved into pow-
erful platforms for investigating complex quantum many-body phenomena. In this
thesis, we discuss various models and their static and non-equilibrium properties that
can be realized on near-term quantum devices. We conduct comprehensive studies
on the phases of these models, spanning novel symmetry-protected topological and
critical gapless phases in one dimension to the non-equilibrium behavior of localized
excitations in one-dimensional quantum chains and extended one-dimensional quan-
tum objects embedded in a two-dimensional quantum magnet. On the technical side,
we employ extensive tensor network simulations to validate our findings and intro-
duce new algorithms to determine the lifetime of edge excitations emerging in the
symmetry-protected topological phase of fermionic chains. Furthermore, we propose
a new variational ansatz to directly search for these novel edge modes in the topo-
logical phase. By integrating analytical tools and tensor network simulations, this
thesis contributes to the roadmap for establishing quantum simulators as promising
tools for investigating complex quantum systems.
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Introduction

“It always seems impossible until
it’s done.”

— Nelson Mandela

In the era of noisy quantum computers, the underlying quantum systems are rapidly
developing with an increasing number of available qubits. Although the individual
components are increasingly controlled, the overall error in the qubit gates is still
too large to implement fault-tolerant digital quantum computing and quantum al-
gorithms, such as Shor’s factoring algorithm [1]. Instead, recent advances in fabrica-
tion and measurement techniques allow the use of these noisy quantum computers
as direct simulators for highly correlated quantum matter, in line with the ideas
originally proposed by Feynman in 1982 [2]. Examples of such quantum simulators
can be ultracold atoms in optical lattices [3-7], Rydberg arrays [8-10], or collective
excitations in superconducting islands coupled by Josephson junctions [11-16].

In this context, the quantum system forming the simulator is designed to mimic the
behavior of a different complex quantum system. Measuring this simulator allows us
to gain insights into complex processes that are inaccessible to classical computers.
One aspect of this is the study of exotic phases of matter that have not yet been
experimentally observed in natural systems. Realizing these phases could help gain
a deeper understanding of their properties and has been successfully employed in
the past [17, 18]. When driven to a specific phase, a quantum simulator can also
serve as a building block for more complicated scenarios or even the realization of a
quantum computer that is more robust than existing platforms [19, 20].

Another interesting aspect is the non-equilibrium properties of complex quantum
systems following a local or global quench [21]. On general grounds, it is conjec-
tured that generic quantum systems should thermalize locally such that the time
average of any local observable approaches its thermal equilibrium value [22]. How-
ever, there are several exceptions to this general rule [23-27], and identifying new
mechanisms to prevent local thermalization is an active area of research. Although
the dynamical behavior of a many-body quantum system is notoriously complicated
owing to the large entanglement created, a quantum simulator can naturally be used
to follow the time trajectory of a quantum system, an idea that has been success-
fully demonstrated in recent studies [10, 28-30]. Thus, designing and characterizing
new promising models that can realize novel phases of matter or show non-trivial
many-body dynamics on a state-of-the-art quantum platform is a thriving quest.

In this thesis, we contribute to this quest by studying the static and dynamic proper-
ties of various lattice models in one and two dimensions. To this end, we propose two
one-dimensional lattice models that realize two different novel phases of quantum
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matter: a symmetry-protected topological phase of fermions exhibiting a fraction-
alized fermion in the ground state manifold, and a critical phase that serves as a
building block for a topological quantum computer in two dimensions. We intro-
duce two algorithms that allow us to study the coherence time of this fractionalized
fermion at finite temperatures, an important question for future experimental ap-
plications, and to variationally search for new localized long-lived modes in generic
models. Additionally, we explore the non-equilibrium behavior of a straight domain
wall, a one-dimensional quantum object embedded in a two-dimensional quantum
magnet, and discuss a new mechanism that prevents local thermalization of the
many-body quantum state.

This thesis is organized as follows: In the first part, Theoretical Background, we
provide a short survey of one-dimensional lattice models, including the general defi-
nitions and possible phases of matter occurring in such quantum chains in Chapter 1,
and an introduction to tensor networks in Chapter 2, which are the main numerical
tool used throughout this thesis. In the second part, Results, the results of this thesis
are presented in Chapters [-VI with the following content:

The first model discussed in Chapter I is motivated by cold-atom experiments and
realizes a symmetry-protected topological phase of fermionic chains. This phase has
two unpaired Majorana zero modes localized at the edge, which could be used to
realize nearly fault-tolerant quantum computation. Despite recent claims [31], there
is no convincing evidence for the experimental realization of this novel phase [32]
in solid-state systems. The approach proposed in this thesis circumvents the typical
problems that arise in traditional implementations but comes with its own diffi-
culties. In particular, it is necessary to fine-tune some parameters at the edges to
achieve a symmetry-protected topological phase. Moreover, the model exhibits gap-
less density-wave excitations that may couple to the Majorana zero modes at higher
energies. Our results have been published in [33].

The second model presented in Chapter II is inspired by recent advances in the
fabrication of superconducting islands connected by Josephson junctions and aims
to realize the tricritical Ising model. This exotic phase is an example of a critical
theory in which multiple phases compete, leading to a rich particle content in the low-
energy theory. In particular, one of the particles emerging in the low-energy theory
can be used to build two-dimensional topologically ordered matter with non-Abelian
anyonic excitations that can be used as a fault-tolerant quantum computer [34]. Our
results have been published in [35].

In Chapter III we study the dynamics of the transverse-field Ising model in two
dimensions, and in particular, of a straight domain wall state. We find that the
non-equilibrium behavior is highly influenced by the emergence of a one-dimensional
phase transition of the domain wall embedded in the two-dimensional quantum mag-
net. The dynamics of the two-dimensional quantum Ising model, which are highly
limited in terms of system size for numerical simulations, can be explored using
state-of-the-art Rydberg atom platforms. A realization on a Rydberg atom simula-
tor would further allow the study of more complicated scenarios, such as a curved
domain wall or bubbles, which are currently not accessible in numerical simulations.
Our results have been published in [36].

In Chapter IV, we revisit the symmetry-protected topological phase of unpaired Ma-



jorana zero modes, a subject also addressed in Chapter 1. Specifically, we study the
influence of temperature on the stability of these edge-localized modes. To achieve
this, we develop a new tensor-network algorithm that allows us to study the interplay
between temperature and interactions on the lifetime of the Majorana zero modes.
In particular, we find that these modes exhibit a finite, but still orders of magnitude
larger lifetime than any bulk excitation. Based on the exact diagonalization results,
we conjecture that this prolonged lifetime is due to an extended degeneracy in the
many-body spectrum that emerges in the symmetry-protected topological phase.
These findings demonstrate that, if realized in an experimental setup, the Majorana
zero modes are resilient over long time scales, even at intermediate temperatures, al-
lowing operations to be performed on them. Our results have been published in [37].

Finally, we discuss two yet unpublished extensions of the results from Chapter IV,
namely: In Chapter V we return to the class of models that realizes the symmetry-
protected topological phase of unpaired Majorana zero modes while conserving the
particle number, also considered in Chapter I. Specifically, we apply our algorithm to
study the lifetimes of the emergent Majorana zero modes. We find that the lifetime
of the Majorana zero modes is drastically reduced at intermediate temperatures in
the presence of a gapless mode, which is always present in this class of models. In
Chapter VI, we propose a variational approach to identify long-lived edge excitations
in fermionic models. In contrast to earlier approaches, such as in [38], the ansatz is
tailored to respect all constraints for proper Majorana operators and thus lives in
the correct variational manifold.

All additional data, including the unpublished results from Chapters IV and VI,
presented in this thesis are publicly available under [39].
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CHAPTER

Phases Of Quantum Matter in
One Dimension

One-dimensional quantum systems exhibit behavior that is distinct from that of
their higher-dimensional counterparts. While two- and three-dimensional metals are
often described by the concept of a Fermi liquid, a phase with long-lived fermionic
quasiparticles [40-43], the one-dimensional analog is the Tomonaga-Luttinger lig-
uid [44-47]. In a Tomonaga-Luttinger liquid, the fundamental excitations are collec-
tive charge and spin waves that can move independently from each other, also known
as the charge-spin separation of the microscopic degrees of freedom. In addition to
the characteristics of metallic phases, gapped phases are notably distinct, as one-
dimensional systems are prohibited from breaking continuous symmetries owing to
the Mermin-Wagner-Hohenberg theorem [48-50]. Consequently, all gapped phases
either in a trivial phase with a unique ground state, break a finite symmetry group,
such as a Z, parity symmetry, or form a non-trivial symmetry-protected topological
phase where the ground state degeneracy depends on the topology of the underlying
quantum system [51-54].

The special behavior of one-dimensional models is rooted in the fact that every
position in the chain has a unique predecessor and successor, which allows for the
definition of a natural order that is absent in higher dimensions. Consequently,
quantum fluctuations are greatly enhanced owing to the reduced number of neighbors
and entanglement monogamy [55, 56]. Additionally, the reduced connectivity and
existence of a unique order allow for the formulation of powerful tools to solve one-
dimensional quantum systems, both analytically [57-59] and numerically [60—64].
The reduced connectivity also leads to a fundamental equivalence between bosons,
fermions, and spins. This allows for rewriting every local model as a spin model
with each spin described by a finite-dimensional Hilbert space, 7. = C?. While
this mapping is exact in the case of fermions, bosonic particles are only described
effectively owing to the infinite-dimensional local Hilbert space of bosons.

The first part of this chapter, Section 1.1, introduces the general concepts of quan-
tum chains, including the construction of the many-body Hilbert space and the
operators acting on it. This general introduction is followed by a more detailed dis-
cussion of possible gapped phases of matter in Section 1.2 and gapless phases of
matter in Section 1.3. The following Section 1.4 reviews of the concept of quantum
entanglement and how the different phases of matter lead to different footprints in

7




8 CHAPTER 1. PHASES OF QUANTUM MATTER IN ONE DIMENSION

the structure of entanglement. In last Section 1.5, the concepts of strong zero mode
and almost strong zero mode are introduced. This concept extends the notion of
Majorana Zero Modes, which are fractionalized fermions localized at the edge of a
finite-sized quantum chain, to the entire many-body spectrum.

1.1 Quantum Spin Chains

Spin chains form the foundation of all models and their phases discussed in the
results of this thesis. Therefore, understanding the notation and basic properties of
these quantum mechanical systems is important and will be discussed in this sec-
tion. To start, Subsection 1.1.1 gives a general definition of the many-body Hilbert
space of spin chains, followed by the definition of the algebra of operators acting on
this Hilbert space in Subsection 1.1.2, the Hamiltonian in Subsection 1.1.3, and the
definition of symmetries and their implications in Subsection 1.1.4. Subsection 1.1.5
explains the duality between bosons, fermions, and spins, which are the typical de-
grees of freedom encountered in physical systems. This is followed by Subsection 1.1.6
which discusses the consequences of closing the chain to a ring by introducing pe-
riodic boundary conditions in the underlying quantum system. Finally, this section
concludes in Subsection 1.1.7 with a discussion of the experimental platforms that
allow the realization of quantum chains.

1.1.1 Many-Body Hilbert Space

The quantum spin chain is constructed by taking a chain of N sites indexed by
J ={1,..., N} and associating a copy of the same Hilbert space! of dimension d,

Hi = C?, to each lattice site, as illustrated in Fig. 1.1. The full many-body Hilbert
1 2 3 N
][loc %loc }[loc ][loc
0 0 0 0

(a) (b)

Figure 1.1: Examples of (quasi-)one dimensional lattice systems. (a) Simple spin chain of
local quantum systems placed along a line. Each site is associated with a local Hilbert space
H e (b) Quasi-one-dimensional system forming a ladder. The ladder is equivalent to the
chain in (a) with # . = H, ® K, where the sites v and [ are blocked into a super-site.

space of the quantum spin chain is then given by the direct tensor product of the
local Hilbert spaces

N

H=QRH],, dim(H)=d". (1.1)
j=1

Note that in a real physical system, the different sites j are separated by a physical

length «, where z; = ja denotes a real physical coordinate.

By choosing an appropriate basis in the local Hilbert space, a many-body basis

can be generated based on the tensor product in Eq. (1.1). Let the local basis be

!The requirement that every copy H 1joc is isomorphic to the same Hilbert space () . is not

necessary in general but is sufficient for this thesis.
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enumerated by an integer number m € {1,...,d} such that |m) € # ., a general
state |10) € H of the many-body Hilbert space is given by
= Z¢m1,...mN ’mlv 7mN> ) wmume eC, (1'2)
{m}
where
My ey my) = my) @ @ [my) - (1.3)

1.1.2 Many-Body Operators

A many-body operator is a linear map acting on the previously defined Hilbert space
Oy e H V) e . (1.4)

Analogous to the construction of a generic many-body state, a general operator can
be expressed as a sum of products of local operators that act exclusively within the
local Hilbert space 7, .. Thus, it is beneficial to first define the operator algebra for
a single spin described by (.. Since H},, = C%, the set of all operators on F,, is
given by the set of all complex d x d matrices, denoted by Mat(C, d, d). In the local
basis |m) € .., the operator O can be written as

0=>0,,,Im) |, (1.5)

n,m

where the matrix elements are defined by

Opn = (m|Oln) € C. (1.6)

Given a state 1)) € H,. and an operator O acting on ., the expectation value
of the operator with respect to the state |¢) is defined in the local basis as

($|Olp) = Zwm s 0) =D W, m) (1.7)

Ngs

The complex transpose of an operator O is defined by
= Oy |m) (nl, (1.8)

where z = a—ib denotes the complex conjugate of the complex number z = a+ib. An
operator that is invariant under complex transpose, Of = O, is called a Hermitian
operator. Since

(WOl) = (¥|Ot|y)

the expectation value of a Hermitian operator (1|O[¢) is a real number. There-
fore, Hermitian operators are naturally associated with the physical properties of a
quantum system.

Together with the Frobenius scalar product
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the algebra of all linear maps naturally forms a Hilbert space itself. Using this scalar
product, it is possible to construct d? orthogonal, normalized and Hermitian basis
operators 0%, such that every operator can be expanded as

d2
0=>"0,0", 0,€C.

a=1

Typically, o! is set as the identity on #,..

For example, consider a spin-1/2 degree of freedom with local Hilbert space dimen-
sions d = 2. In this case, the local Hilbert space is described by only two state which
are typically denoted by the spin-up and spin-down state

=), 2)=n. (1.10)

An orthonormal and Hermitian basis for operators acting on this spin-1/2 Hilbert
space is given by the Pauli matrices

s_(01y (0o =i\ _._(1 0
T (1 0)’ (z 0)’ (0 —1) (L1)

together with the identity 1, as can be checked by explicitly evaluating the Frobenius
scalar product, Eq. (1.9), between all operator pairs

1
§Tr [00‘05] =045, 0% o e {l,0%, 0Y,0%}.

Embedded in the many-body spin chain, an operator acting only on the Hilbert
space H7, . of the jth site is defined by

0,=1019--9180® 18- ®1,
N ——  — N — —

j—1 times N—j times

where O denotes a single-site operator, as defined above. Note that operators acting
on different sites j & k are naturally commuting

0,,K,] = 0,K,, — K0, =0. (1.12)

The local Hermitian basis o} can be used to construct a full basis of many-body
operators

ol = 011052 oW =0 R0 @ ® IOV, (1.13)
This basis naturally forms an orthonormal basis set of Hermitian operators with
respect to the many-body generalization of the Frobenius scalar product

(oted ot8hy = diN Tr [o®1051] ... Tr [o9NaPN] = §

ay,By 6‘1N7ﬁ1\1 ’

where Tr(0%0”) = dd, 5 was used. A generic many-body operator can now be ex-
pressed in terms of the many-body operator basis, Eq. (1.13), as

0=> 0,0l (1.14)
{a}

The complex transpose, expectation value, and other properties are naturally ex-
tended from single-site operators to many-body operators.
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An important concept for many-body operators is the interaction range of a given
operator O. This range is defined as the length of a connected subset of indices on
which the operator O acts non-trivially while acting only with the identity on the
complement. For example, consider the operator M = éjéj 41 which is the product
of two local operators acting on sites j and j + [. The interaction range of this
operator is [ + 1.

1.1.3 Hamiltonian

The Hamiltonian H of the quantum spin chain of N sites is a special Hermitian
operator that defines all the physical properties of the quantum spin chain. The
Hamiltonian measures the energy of a given quantum state (¢)|H |¢)) = E. Analogous
to classical Hamiltonian mechanics, the quantum Hamiltonian is responsible for the
time evolution of spin systems. Typically, the Hamiltonian is required to be local
and includes only interactions that decay sufficiently rapidly with distance.

The models considered in this thesis have a stronger requirement that the Hamilto-
nian consists only of finite-range interactions. In this case, H can be written as

N
H=> hy, (1.15)
j=1

where h; acts non-trivially only in a finite region around the jth site. The interaction
radius is independent of the system size when N is sufficiently large.

For a given many-body quantum state |1}, the Schrodinger equation describes how
this state evolves over time

i, 1), = HI¥), . (1.16)

Solving the Schrodinger equation is equivalent to find the eigenstates |n) and eigen-
values E,, of the Hamiltonian H defined by

Hln)=E,|n), Ey<E <..<FEp,,. (1.17)

Because the Hamiltonian only has interaction terms of finite size, the energy is
bounded (E, > —oo and E, ,, < co) for a finite chain.

If unique, the state with the lowest energy |Q)) is called the ground state of the
Hamiltonian. In this case, the system-size-dependent spectral gap is defined as the

difference in energy between the ground state and first excited state
A(N):=E|;(N)— Ey(N). (1.18)

In the thermodynamic limit, this quantity becomes

lim A(N) = { A0 (1.19)

N—oo 0

If the many-body gap is finite in this limit, the system is said to be gapped, whereas
for A(N) approaching zero, the system is called gapless. The existence of a many-
body gap strongly influences the structure of ground-state correlations, as it has
been shown that the correlation functions of any pair of local operators decay expo-
nentially [65, 66].

Conversely, the low-energy regime of a gapless system is typically characterized
by a conformal field theory, in which the correlation functions decay according to
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universal power laws. These exponents are determined exclusively by the algebraic
structure of the underlying conformal field theory [67]. See Subsection 1.3.3 for
further details.

If the ground state in the thermodynamic limit becomes degenerate, as in the case
of symmetry breaking or topological degeneracy, the gap must be defined between
the energy difference of the ground-state multiplet and the first true excited state.

1.1.4 Symmetries

Symmetries play a crucial role for the properties of a quantum system, such as
the existence of non-trivial observables that are invariant under time evolution,
Eq. (1.16), or the existence of degeneracies in the energy spectrum. A symmetry is
a group G that acts globally? on the quantum spin chain through unitary or anti-
unitary® representations g — U(g) on the many-body Hilbert space # [68]. The
action of the symmetry group preserves the Hamiltonian H of the spin chain

[H,U(9)]=0,vg€q, (1.20)

ensuring that the eigenstates of the Hamiltonian form irreducible representations of
the group G. An irreducible representation is a subspace that contains no smaller
subspace mapped into itself under the action of G.

Correspondingly, the Hamiltonian decomposes into smaller blocks [69]

H 0 0 .. 0
H=10 H, 0 ... 0],

where each block H, = V,, ® R, contains a part V, that carries the non-trivial
irreducible representation of the symmetry group and R, which transforms trivially
under G, called the degeneracy space. The space V,, is completely fixed by the group
representation labeled by the main quantum number «

o, B) €V, Ulg)le, B) =D u§ 5 (9) |, ) €V,
ﬂ/

where [ enumerates the basis of the representation V. As R, has no further restric-
tion, every eigenstate of the Hamiltonian satisfies H |, 8) ® [n) = E,, ,, |a, B) ® |n),
where |n) € R,. The energy E,, ,, is independent of the secondary quantum num-
ber B. This leads to the emergence of energy multiplets in the spectrum when
dim(V,,) > 1.

If all elements of the group commute with each other, that is, [g, ¢'] = 0, the group is
called an Abelian group; otherwise, it is non-Abelian. The irreducible representations
of an Abelian group are one-dimensional and have the general form

u®(g) = %<9 _(g) €0,2m). (1.21)

2 A unitary U that acts on all constituents of the spin chain is called a global unitary. By contrast,
if the unitary U acts only on a few sites of the spin chain, it is called a local unitary transformation.
If the spin chain is invariant under an extensive group G of local unitaries, then this group is called
a gauge symmetry. In this thesis, only symmetries of global groups are considered.

3An anti-unitary transformation is the concatenation of a unitary transformation and complex
conjugation.
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In this case, every eigenstate of the Hamiltonian can be chosen as a simultaneous
eigenstate of the entire group U(g) with eigenvalue exp(ip,(g)). A non-Abelian
group allows for higher-dimensional representations, and thus, a greater dimensional
reduction.

The symmetries encountered in this thesis are Abelian and represented by point-wise
operations of the form

U(g) = [Ju;(9) (1.22)

J=1

where uj(g) #+ 1 is a unitary that acts only on the local Hilbert space H J . The

loc*

conservation of the total spin moment N = Zj os of a spin-1 /2 quantum chain is

an example of such a point-wise symmetry given by
. Cr N .
U(g) = eV = Helg"j , g€][0,2m).
j=1

1.1.5 Bosons and Fermions

There is a natural equivalence between fermions and bosons with spin degrees of free-
dom. The necessary mappings are discussed in this subsection, starting with the case
of bosons. For bosons, this requires truncating the full infinite-dimensional bosonic
Hilbert space to include only a finite number of states. In the case of fermions, the
mapping requires a non-local unitary transformation of the fermionic Hilbert space.
While the mapping of bosons to spins can be readily extended to higher dimensions,
the fermionic mapping results in long-range Hamiltonians, gauge theories, or the
need for auxiliary sites [70-72].

The mappings presented in this subsection are used throughout the results presented
in Chapters I-VI to efficiently simulate the models using tensor network algorithms
formulated for spin chains.

Bosons

The many-body Hilbert space of a chain populated by bosons is constructed using
bosonic ladder operators b; and b;, which create and annihilate a bosonic particle at
site j. These ladder operators fulfill the Canonical Commutation Relations (CCR)

[bja blt] = 5j,k ) (123)

and the number operator counting the total occupation of particles at site j is defined
as

s~ gt o _

n;=0bib;, [n;,b;]=-b;. (1.24)

3750 VRN J

The local Hilbert space A foc at site j is constructed as the eigenstates of the Her-
mitian operator n;.
For simplicity, consider first a single bosonic site described by only one pair of ladder
operators b and bf.

Given the existence of a vacuum state, b|0) = 0, and the commutation relations of
the operator 7 with b and b, it can be shown that the spectrum of 7 is the set of
all natural numbers [42]

nin) =nin), neNU{0}.
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The ladder operators act on these eigenstates as
bln) =vnln—1), bin)=vVn+1|n+1).

The many-body Hilbert space is a direct tensor product of N copies of the local
bosonic Hilbert space, similar to Eq. (1.1).

The resulting many-body Hilbert space has a structure that is very similar to that of
the spin chains discussed previously. In particular, the operators acting on different
sites commute naturally. Given that the bosonic Hilbert space cannot be finite [73],
the bosonic chain effectively represents a spin chain with d — oco. Therefore, map-
ping the bosonic chain to a spin chain with a finite number of local states requires
truncation of the local Hilbert spaces to allow for a maximal occupation. There are
multiple ways to perform such truncation, two of which are presented below.

The first truncation is natural in the dilute limit, with only a few strongly interacting
bosonic particles populating the chain. In this case, the Hamiltonian H typically
involves a Hubbard-like interaction term [74]

HHubbard - VHubbard Z ﬁj<ﬁj - 1) (125)
J

that penalizes large occupations when the interaction becomes the dominant energy
scale of H. Consequently, only a few states with low occupations play a role in the
ground state. This allows an effective description of the bosonic chain as a spin chain
with a local Hilbert space dimension d by including only the vacuum state |0) and
d—1 additional bosons in the local Hilbert space. In the extreme limit Vi ppara — 00,
the only allowed states are the vacuum state |0) and one additional boson |1). This
situation is called a hardcore boson and is equivalent to a spin-1/2 degree of freedom.

While this first mapping works well in the dilute limit, the second mapping targets
the opposite limit of a macroscopic number of bosons in the chain. This situation
naturally occurs in an array of superconducting patches connected by Josephson
junctions, also known as Josephson Junction Array (JJA) [75]. Each of these islands
is described by a macroscopic condensation of Cooper pairs [75-77]. In this scenario,
it is useful to define the reference state |0) as the ground state of the superconducting
island at site j. The number operator 7, is redefined to measure the difference in
occupation with respect to the reference state |0).

Further, it is useful to define the vertex operators exp(+iyp;) by

[SIE
[SIE

b.

» (1.26)

—ip. ~ . . 1_ ~ —
e = (Nj) e = b (Nj>
where Nj is the number operator that measures the absolute number of Cooper
pairs on the jth island. The vertex operators acting on different islands naturally
commute. The commutator of operators at the same island becomes in the limit of
N; — o0

[e_i@.f,eiv-j] — (Nj)_l b]b;L — <NJ - 1)_1 b;rbj =0.

Similar, the commutator of the vertex operator and the relative number operator ﬁj
is calculated as

[, eXi¥i] = fetie (1.27)

This equation indicates the interpretation of ¢; as the canonical conjugated operator
of ﬁj. It is important to note that owing to the discrete nature of the spectrum of ﬁj,
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the commutator [gpj, ﬁj] is ill-defined, and only its exponential form has a rigorous
definition [78-80]. Similar to the Hubbard interaction in Eq. (1.25), JJAs have a
term penalizing large differences of the number of Cooper pairs with respect to the

average filling
J

Again, for V, being large compared to the natural energy scale of the JJA, one can
truncate the effective Hilbert space to only allow for m additional excess bosons. In
this case, the local Hilbert space dimension is d = 2m + 1.

Fermions

_I.
J
and a;. These operators create and annihilate a local fermion at site j, similar to

Spinless fermions populating the chain are described by their ladder operators a

the bosonic case discussed previously?. In contrast to the bosonic ladder operators
which fulfilled the CCR (1.23), the fermionic operators have to fulfill the Canonical
Anti-Commutation Relations (CAR)

{ajaa;rf} =0, (1.28)

with all other combinations being zero. Here, {A B} = AB + BA denotes the anti-
commutator of the two operators A and B. The CAR from (1.28) encodes the fun-
damental anti-symmetric properties of fermionic wave functions and is rooted in the
Pauli principle [40, 42, 81] which states that two fermions cannot occupy the same
quantum state. In fact, using the CAR it is found

As a consequence, the local Hilbert space at site j can only consists out of two
possible states: The fermionic vacuum state |0> and the single occupied state |1>
with

T — —
a}10), = 11}, 0, 1), =10),

J

These are the only two eigenstates of the fermionic number operator ﬁj = ala
which follows from

fa; = al{ay,al}a; — (a])(a,)? = 7,

If there is only a single fermionic site, the total Hilbert space comprises only two
states, and can be naturally identified with the Hilbert space of a spin-1/2 degree
of freedom?®

0y =), ()= . (1.29)
This identification of states also implies a representation of the ladder operators a

and a' in terms of the Pauli matrices

1 1
aTzi(Ugg-i-in) =0, a:i(a —ioY):=0"

4Typically, fermions are electrons that also carry a spin degree of freedom. This requires an
additional index for the ladder operators. The spinless case is chosen to reduce the complexity of
the notation.

5The identification is not unique and other choices are equally valid and appear in the literature.
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obeying the correct anti-commutation relations, and the Pauli matrix ¢* measures
the parity of the fermionic site

pi=—0* =" =1-2n.
At the level of the states, this mapping is readily extended to the full many-body
quantum chain by performing the identification from Eq. (1.29) for all basis states
in the occupation basis. This identification implies the mapping of the local fermion
number operator

R 1

n;= 5(]1 +0%), (1.30)
similar to the case of one fermionic site. Performing the same extension from the
single site to the chain for the creation and annihilation operators

Y

1 1
~ _ C YN L+ ~ ; o
aj —i(af—}—wj)._ o, aj—i(af—wj)._ o;

(1.31)

results in operators that commute on different lattice sites. Consequently, the &;T)
operators do not fulfill the CAR from (1.28), and they do not represent proper

fermionic operators on the quantum chain.

To define operators which have the proper anti-commuting properties, it is necessary
to dress the improper ladder operators (1.31) by a non-local unitary

agT) _ 33‘ a;T) _ H i a;ﬂ _ H (—sz») (ng-ﬂ _ (1.32)

k<j J<k

This transformation is known as the Jordan-Wigner transformation [82], where J; is
the Jordan-Wigner string operator that measures the partial parity of the sub-chain
to the left of site j. A detailed derivation can be found in Appendix B.

The string operators have the properties

Ji=79;, 93=1, J1=J;,™, (1.33)
which are useful for mapping local fermionic models to local spin models. For exam-
ple, all the nearest neighbor terms for j < IV are mapped to the spin chain according

to

T — st T — 1 T LT Y Y
aja;.; +he =ofo, +he =(0f0f, +050] )

j j D)
alal, +he. =octol, +he = 1((ﬂ”UI- —o¥a¥ )
jO1 TRC =050, +RC= 007050 —0;0541)

If the system has periodic boundary conditions, the operators connecting the first
and last site of the chain acquire an additional term that depends on the global
parity [83] of the fermionic chain and is given by

R N o N
P=]Je™ =[](-2). (1.34)
j=1 j=1

The corresponding term in the Hamiltonian reads
aTNal +h.c = ﬁ(of(ﬁ\, +o70%),

and similar for a}r\,ai.
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An important consequence of the existence of the Jordan-Wigner string is that a
term like
Hy, =V Za; T a;
J

is forbidden, as it violates the principle of locality. Loosely speaking, the term a j +a;r.
is sensitive to the existence of a fermion, even if the fermion is infinitely far away.
Consequently, the only allowed terms in the Hamiltonian are operators involving an
even number of fermionic operators, and the fermionic parity of the entire chain is
an unbreakable symmetry in all systems. In contrast, such a term is not forbidden
in bosonic chains, and it is a common feature that appears, for example, in Rydberg
systems [8-10]. Because the parity is a fundamental symmetry of fermionic chains,
the extra parity operator Pthat appears in fermionic chains with periodic boundary
conditions can be incorporated into the boundary condition of the states on the spin
chain, as the model can be solved separately in the even and odd parity sectors.

Based on the fermionic operators c; it is possible to define a set of two independent
Majorana operators

Ya =0t p=ile;—cj). (1.35)
These Majorana operators are Hermitian fy;,a = 7} o> Squaring to the identity 'yjz-,a =
1, and fulfill the anti-commutation relation

{’Yj,m ’Yk,ﬁ} = 25&,55',k- (1.36)

Rather than expressing the Majorana operators through the fermionic operators c;,
one can alternatively begin with a pair of independent Majorana operators, v, ,
and 7;,. By pairing one a and b Majorana on the same site j results in a local

two-dimensional fermionic Hilbert space described by the fermion

o — Via — V50 '

: , (1.37)

The occupation of this fermionic degree of freedom is measured by the local parity

p;= eiﬂﬁj = ifyj,a’yj,b . (138)
with the global parity of the state given by a product over all sites j

N
P = H(i’Yj,a'Yj,b) . (1.39)

J=1

This construction is not limited to the pairing of two Majorana operators at the same
site. In fact, any pairing of two independent Majorana operators can be chosen to
construct the fermionic many-body Hilbert space. While the local parity operators
may change for different pairings, the global parity operator is independent of the
pairing and is always given by Eq. (1.39).

A particularly interesting scenario is the pairing of Majorana operators, which results
in two unpaired Majorana operators localized at the opposite edges of the chain. In
this case, the chain forms a symmetry-protected topological phase [84], which is the
subject of Subsection 1.2.3.
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1.1.6 Translation Invariance and Fourier Transformation

To reduce the complexity of the notation, this subsection assumes that the quantum
system describes either fermionic or bosonic particles populating a ring with N
lattice sites. This type of geometry can be modeled by imposing (twisted) periodic
boundary conditions on the quantum states. Let ﬁy) be either a set of fermionic or
bosonic creation and annihilation operators building the many-body Hilbert space,
and let T be the many-body operator that shifts each lattice site by one, as shown
in Fig. 1.2.

FE HN gl 2 g

loc loc loc loc loc

T + + + +

3
‘7{100

_7_[2

loc

j{l

loc

Figure 1.2: Action of the shift operator Tona quantum system defined on a ring geometry.

Consequently, acting with Ton any quantum state on the ring N times should result
in the same many-body quantum state, up to a global phase. Since the basis states
are defined as repeated actions of the creation operators on the vacuum, this can be

achieved by imposing that T acts on the lattice operators as
TB8.Tt=8..,, forj<N
THT=Pin J (1.40)

THNTT = €5, .

The angle ¢ is known as the twisting angle. If the Hamiltonian of such a ring with
twisted boundary conditions commute with the shift operator T'

[T,H] =0,

the Hamiltonian is called translational invariant, and the eigenstates of the Hamil-
tonian can be selected as the simultaneous eigenstates of the shift operator T. This
is known as Bloch’s theorem [43, 85].

The eigenstates of the shift operator T can be created from the lattice creation and
annihilation operators after applying the Fourier transformation

1 X
B, = ﬁZe*’kaﬂﬁj, (1.41)
j=1

where « is the length scale separating two adjacent lattice sitesS. By calculating the
adjoint action of the shift operator and using Eq. (1.40) these operators are found
to be invariant under the action of T for special values of the momentum k

Tﬁk Th = eFna g,
_ 2mn+
" aN

(1.42)
k

Thus, the twisting angle can be used to investigate different sets of momentum
states.

5The Fourier transformation is a unitary transformation that respects the canonical (anti)-
commutations. Therefore, the new operators /3, are proper bosons or fermions.
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If the system is translation-invariant, the contribution of the twist angle vanishes in
the thermodynamic limit, and the bulk properties are independent of the twisting
angle. There are two special twisting angles, ¢ = 0 resulting in standard periodic
boundary conditions, and ¢ = 7 resulting in anti-periodic boundary conditions. The
inverse transformation from the momentum operators to the position operators is
given by

1 , .
=) ehneip, 1.43
18] \/TV . /Bkn ( )
where the sum runs over all allowed momenta from the set in Eq. (1.42).

The twisting angle can be implemented by starting from a Hamiltonian with periodic
boundary conditions ¢ = 0 and applying a magnetic field through the ring, as shown
in Fig. 1.3. A particle (boson or fermion) encircling the magnetic field acquires a

Figure 1.3: A quantum system defined on a ring of 12 lattice sites. The particles can tunnel
from site j to j+ 1 with strength ¢ and the tunneling from site 12 to site 1 has an additional
complex phase owing to the presence of a magnetic field B. This is highlighted in light red,
with an arrow indicating the direction of tunneling.

geometric phase proportional to the magnetic flux [86, 87]. This geometric phase can
be introduced in the Hamiltonian by modifying every term that leads to a current
of particles through the bond (N, 1), known as the Peierls substitution [88, 89]. For
example, a single particle tunneling term becomes

—t (BNBy +he.) = —t (BB +hoc.)

and the single particle Hamiltonian

N-1
H=—tY (BI8;.,; +he)—t (B, +hec)
j=1

is invariant under the action of T'defined in Eq. (1.40). The Fourier transform (1.41)
is straightforwardly extended to the case of the ring being populated by multiple
independent fermionic or bosonic species, with each species labeled by an additional
flavor index ¢ ranging from 1 to M. In this case, the Fourier transform acts inde-
pendently on each flavor.
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As an example, consider a generic non-interacting Hamiltonian quadratic in the j3, ;
variables

N N
H = Z DD B e G 0B,y H o (1) =T (), (1.44)

j=11=1 o,

where o and 7 denote the flavor indices ranging from 1 to M. The matrix-valued
function J(r) also encodes the twisted boundary conditions such that H commutes
with the shift operator T.

Passing to the Fourier basis, this Hamiltonian becomes

N—-1
H= Z ZB BT k, (r,r(kn) - Z %077_(7’)6_“%0””

=—N+1

which defines the Hermitian Bloch Hamiltonian % (k,,). The Hamiltonian is block di-
agonal in the momentum basis, and by further diagonalizing the Bloch Hamiltonian,
this quadratic model becomes

H= ZZE mk Bk, (1.45)

which defines the energy-momentum dispersion relation of the mth band e,,(k,, ).

Now, assuming a single flavor model M = 1. If the system is loaded with ngz bosons,
the many-body ground state would be formed by placing all bosons in the single
particle state with momentum minimizing the energy

ki = argmin(e(k)) .

mi

This naively indicates the formation of a Bose-Einstein condensate [90]. However, the
condensation of all ng in the state of minimal energy is not stable against interactions
or temperature. For example, adding a small but finite interaction term to Eq. (1.44),
the interacting ground state of the bosonic system is instead a Tonks—Girardeau
gas [91, 92].

If the system is instead populated by np fermions, the many-body ground state
is obtained by successively filling the np lowest energy levels based on the Pauli
exclusion principle [81]. The last occupied energy ey is called the Fermi energy, and
the momenta with €(kp) = €p forming the Fermi surface. Assuming e(—k) = e(k),
the Fermi surface only consists of the two points {—kp, kp} and kp is called the
Fermi momentum, which is related to the density v = np/N of fermions by

kp = PO (1.46)

The derivative of the dispersion relation of the fermions at the Fermi momentum

defines the Fermi velocity
e(k)
Vp = —— . 1.47
k=
Similar to the case of bosons, this Fermi surface is not stable against small interac-
tions, and the interacting ground state forms instead a Tomonaga-Luttinger liquid,

which will be discussed in more detail in Subsection 1.3.1.

Unless stated otherwise, the length scale « is assumed to be one, which simplifies
the notation throughout the remainder of this thesis.
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1.1.7 Experimental Realizations

Although fairly simple to formulate as a mathematical theory, realizing a one-
dimensional fermion or boson gas can be quite challenging owing to the intrinsically
three-dimensional nature of every material. In a traditional condensed matter sys-
tem, this requires strong confinement of the particles in two of the three dimensions,
with the effective low-energy theory being one-dimensional [47, 93]. Examples in-
clude the fabrication of nanowires [94-96] of small diameters or carbon tubes [97].
While it has been demonstrated that such a system has the characteristics of one-
dimensional quantum matter [98—101], recent developments have made it possible
to directly formulate quasi-one-dimensional many-body systems in an artificial way,
allowing for precise control of microscopic parameters.

The most prominent methods are the use of cold atoms with either bosonic or
fermionic statistics loaded into an optical lattice [3—7]. These artificial lattice sys-
tems allow for high control of the interactions [102, 103], leading to the realization
of highly interacting bosonic models [104], artificial fluxes with periodic boundary
conditions [105, 106] and more. In particular, the model considered in Chapter I is
inspired by these cold atom experiments to realize a topological phase with unpaired
Majorana states localized at the edge.

Another promising approach is the use of highly excited Rydberg states of atoms that
are optically confined to one dimension [8-10]. The strong interaction of atoms in the
excited states while the atoms in the ground state are nearly non-interacting leads
to a natural realization of Ising-like Hamiltonians, which are important in the study
of many-body scars [26, 27] and the dynamical behavior of quantum matter [30]. A
particular application is discussed in Chapter I1I, where the dynamic melting of a
domain wall state is studied.

Instead of directly using fermions or bosons, a different approach is to realize them as
effective excitations in composite systems. For example, the elementary excitations
of superconductors are related to the creation and annihilation of Cooper pairs
and thus obey bosonic statistics. This inspired the construction of arrays of small
superconducting islands coupled by Josephson junctions, leading to the exchange of
Cooper pairs between different superconducting islands in the array. With advanced
fabrication methods and precise design of JJAs, it is possible to realize various
strongly interacting bosonic many-body Hamiltonians [11-16]. The model proposed
in Chapter II is inspired by these recent experimental improvements and adds a
promising candidate to the existing literature for observing the tricritical Ising phase;
see also Subsection 1.3.3.

In the case of fermions, a promising approach is to connect single quantum dots [107—
110] or to place single magnetic atoms, called adatoms, to form a chain on the
surface of a superconductor [111-113]. These adatoms form low-energy bound states
in the gap of the host superconductor [114, 115] which leads to the formation of
one-dimensional fermionic bands in the chain geometry.

1.2 Gapped Phases

The previous section introduced the basic notion necessary to describe a quantum
many-body system on a chain. A crucial part of this description is the Hamiltonian H
which defines the static and dynamic features of this quantum chain. These features
are highly influenced by the existence or absence of a finite many-body gap A as
defined in Egs. (1.18) and (1.19). This section aims to provide a short summary of
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the possible phases of matter that can be realized by a one-dimensional quantum
chain with a finite many-body gap.

Physically, the existence of a finite gap implies that every local excitation has a finite
mass bounded from below by the gap A. As a result, the gap introduces a natural
length scale known as the correlation length of the system

and ground state correlations on the size of this correlation length are exponentially
decaying [65, 66]

~ A~ ~ 67‘]716‘/5

COK(j, k) = (0;K) — (0;) (Ky) ~ A (1.48)

J

The existence of a finite correlation length, and the associated exponential clustering
of correlations, implies that the ground state resembles a product state on length
scales larger than £. Indeed, by defining a renormalization procedure that blocks
neighboring sites into a super-site, similar to the Kadanoff block-spin transforma-
tion [116], it has been demonstrated that every ground state on a quantum chain
flows to a product state in the presence of this length scale ¢ [117, 118]. In contrast
to quantum matter in higher dimensions, there is no possibility of a hidden topolog-
ical order that is stable under this renormalization flow in quantum chains. From a
quantum information perspective, this statement is equivalent to the existence of a
short-range quantum circuit that, when applied to the quantum chain, results in a
trivial product state [119].

However, this general statement overlooks the potential symmetries that may influ-
ence the quantum system, and the situation becomes more intriguing when these
symmetries are considered. Throughout this section, the main object of interest is
a quantum chain of N sites, either populated by bosons, fermions, or spins, which
is described by the many-body Hamiltonian H. The Hamiltonian is assumed to be
invariant under a global symmetry group G as explained in Subsection 1.1.4

U(g)HU(9)' =H YgeG, Ug)U(9) =U(9)U(9)" =1.

The representation U(g) is acting point-wise by (anti-)unitary transformations on
the quantum chain

U=K

=

Uj,

J

Il
—_

and K is either the identity or time-reversal operator, with U being unitary or anti-
unitary, respectively [68]. The local unitary u; only acts non-trivially on the local

Hilbert space H foc and with an identity on every other site k # j.

A gapped quantum chain invariant under a group G can be in one of three different
phases: A trivial phase in which the ground state is unique and forms a trivial
representation of the symmetry group, a symmetry-broken phase with a degenerate
ground state, and a Symmetry-Protected Topological Phase (SPTP) in which the
degeneracy of the ground state depends on the topology of the chain itself.

This section begins with a short review of symmetry-broken states in Subsection 1.2.1
focusing on finite Abelian symmetry groups, which are of special importance for
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quantum models in one dimension. For example, the models considered in Chap-
ters II and III exhibit a phase with spontaneously broken Z, symmetry. A more
general review of this topic, including also higher dimensions, can be found in [120].
This is followed by a brief discussion of SPTPs in Subsection 1.2.2. More details on
this topic can be found, for example, in [121, 122]. A special instance of an SPTP,
the Kitaev chain, is discussed in detail in Subsection 1.2.3. This phase is of particular
interest as it appears in the Chapters I, IV, V, and VL.

1.2.1 Spontaneous Symmetry Broken Phases

The Mermin-Wagner-Hohenberg theorem [48-50] prohibit the possibility of spon-
taneously breaking a continuous symmetry group in one-dimensional quantum sys-
tems, except at fine-tuned points [123].
An example of this is the conservation of particles in typical fermionic chains with
the symmetry group G being the U(1) group generated by the total number of
fermions X

U(p) =eN, pel0,2n).

Based on the Mermin-Wagner-Hohenberg theorem, every ground state has a fixed
number of fermions, and even the presence of attractive interactions does not lead
to an instability, formation of Cooper pairs, and superconductivity [75-77].

While the Mermin-Wagner-Hohenberg theorem prevents the spontaneous breaking
of a continuous group, it allows the quantum chain to break finite symmetry groups.
In the simplest scenario, the symmetry group is Abelian, with all group elements
commuting with each other, which is assumed in the following. Every finite Abelian
group can be generated by one element Pand is given by

Zyy=2/MZ = {P* k=0,.,n—1: PM=1}. (1.49)

From PM = 1, the possible eigenvalues of the generator P are found as
Plp)=e5P|p), p=0,..M—1. (1.50)

These eigenstates form the irreducible representations of the group Z,,.

In the simplest non-trivial case, M = 2, the group consists of only two elements: The
identity 1 and one additional non-trivial element P2 = 1. A model implementing
such a Z, symmetry is the Transverse Field Ising Model (TFIM) [83, 124, 125].
Assuming open boundary conditions, the TFIM describes a chain of N spin-1/2
degrees of freedom interacting through the Hamiltonian

N—1 N
Higng = —J Z 0705 — gZaj. (1.51)
j=1 3=1

Here, 0 denotes the Pauli matrices defined in Eq. (1.11). The Pauli matrix o*
transforms odd under adjoint application of the ¢® matrix

o*o%0* = —0” . (1.52)
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Based on this transformation property, it is found that the TFIM has a global
symmetry given by the parity of spins in the spin-up state’

N
P=][(-0%), P*=1, PHy,P=Hy,. (1.53)

j=1
This operator forms the representation of the non-trivial element that generates the
Z, symmetry group of the TFIM. Because the Hamiltonian commutes with P, the
eigenstates of Hyg;,, can be chosen as states with a fixed parity of spins in the spin-up

state. A suitable set of basis states is given by

P N (my— 1, f .=
Plsysssn) = (~DZ™ Y s sy, omy = 4T T

J
2, for s; =7

and every eigenstate of H is a linear combination of these states with a fixed parity
eigenvalue.

Consequences of Spontaneously Symmetry Breaking

If a given model spontaneously breaks the finite symmetry group Z,,, the ground
state is M times degenerated in the thermodynamic limit. The set of states form-
ing the ground-state manifold is denoted by GS. This set forms an M-dimensional
Hilbert space, with every element being a valid ground state of H. A simple basis of
GS is given by states which are transformed into each other by applying the operator
P

PIQ,)=19,1), n=0,..M—1, M==0. (1.54)

Because the operator Pisa global product of IV local unitary operators, the states
defined by this equation are macroscopically distinct

Since the Hamiltonian H is assumed to contain only interactions of finite range, an
operator such as P which acts on all sites at the same time, can only be generated
in perturbation theory at an order equal to the system size itself. Thus, projecting
the Hamiltonian to GS gives at any finite system size

Heg ~ Ae BN(P + P1), (1.55)

with two constants A and B of order one. As expected, the true eigenstates for any
finite system size are the symmetric states invariant under the action of P, with a
gap that closes exponentially fast with N.

The symmetry restoring states can be written in terms of the states defined in
Eq. (1.54) as

—_

—1

1 M- -2 1 M - 27T =
o) = —= 3" e, ) = LN esmpnia) (156

with eigenvalue R
Plw,) = e 5P |w,)

" The transformation in Eq. (1.52) requires only the symmetry operator to be a product of all o3

leaving out an undefined global phase. As the non-trivial symmetry operator Pshould square to the
identity, this fixes the global phase to a simple sign. The reason to choose the sign as in Eq. (1.52)
is to be consistent with the Jordan-Wigner transformation and the fermionic parity operator; see
also Eq. (1.34).
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as required in Eq. (1.50). One way to detect whether a system spontaneously breaks
symmetry is to define a local order parameter
~ N ~ ~
O=)» 0;, 0O'=0, (1.57)
j=1
where 0, acts only on a small neighborhood of site j.
The operators 0; have to transform non-trivially under the action of the symmetry
operator ~ ~
Pio,P =e%6;, ¢#0. (1.58)
As a consequence, this operator has a zero expectation value with respect to any
symmetric state

(plOlp) = (p| PTOP|p) = € (p|Olp) = 0 (1.59)
and the operator O is not allowed to appear in the perturbation series at any order.

This statement is also true for the local operators 6]- that appear in the sum of O.

Since the basis states of Eq. (1.54) are not symmetric, they are allowed to have a
non-trivial expectation value

(2,1000,) N
N “Ymmn “m -

Here, it is assumed that O is diagonal in the symmetry-breaking basis. By adding a
small symmetry breaking perturbation to the Hamiltonian

HSb == hé,

the ground-state degeneracy splits, and the state minimizing hc,, is selected as the
true ground state of the slightly perturbed system. Imagine turning off the pertur-
bation after selecting the symmetry-breaking ground state. Because the coupling to
the other states is exponentially small, Eq. (1.55), the system remains frozen in this
symmetry-broken state for N sufficiently large.

Another way to formulate this is to consider a preparation protocol that attempts
to steer the system into one of the symmetric ground states. However, these states
are fragile, and a small fluctuation or imperfection in the preparation protocol leads
to the collapse of the system in one of the symmetry-breaking states.

Although the expectation value of the order parameter O evaluated with respect
to the symmetry-restoring states is zero, their relation to the basis that breaks
the symmetry, Eq. (1.56), can be used to probe the spontaneous breaking of the
symmetry directly on the symmetry-restoring basis. For this, assume that in the
thermodynamic limit

mn-m
independent of the site® j. Since the operators 0; are acting locally, their correlation
function separates for large distances with respect to the symmetry-broken states
o |j—k|—=o0 . R 9
n
This result is based on inserting a resolution of the identity between the two op-

erators 0; and 0, and exploiting the fact that the states outside the ground-state

8This is the typical case as the lattice Hamiltonian is assumed to be translational invariant in
the thermodynamic limit.
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manifold are separated by an energy gap A and thus only contribute to an expo-
nential background decay [65].
Calculating the correlation function of the 0; operators in the symmetry restoring
basis results in a long distance limit of
. 1 jam . koo 1 R
(W, |60y |w,) = MZe 5 (mmp Q) 16,04|9,) ——— 7 > ez, (161)

m,n m=0
which modifies the general behavior described by Eq. (1.48). The onset of a constant
limit is also known as an off-diagonal long-range order [126] which can serve as a
tool to detect spontaneous symmetry breaking.

Spontaneous Symmetry Breaking in the Transverse Field Ising Model

Again, consider the TFIM introduced in Eq. (1.51). There are two simple limits that
allow for a direct solution of the model. For J = 0, the TFIM model reduces to

N
HIsing =9 Z 0—; . (162)
=1

The ground state is unique and found by minimizing all o7 individually
Q) =I1...1, HIQ) =—gN|Q). (1.63)

This state is also an eigenstate of the parity operator Pwith an eigenvalue depending
on the total size of the chain

Py = (-)V ) .

On the other hand, for ¢ = 0 the TFIM becomes

N-1
HIsing =—J Z U;'CU;‘UH
j=1
and there are two ground states defined by the eigenstates of the o operator

1
1+) = ﬁm + 1) (1.64)

‘Q:I:> = ‘i""7i>7 H|Q:t> :_J<N_1)|Q:|:> :

The two states |1, ) are not eigenstates of the parity operator Pbut get transformed
into each other by R

Plo) =10, (1.65)
and are thus the two states forming the symmetry-broken local basis from Eq. (1.54).

The two symmetry restoring states are, following Eq. (1.56),

1
|Wejo) = ﬁm +2))

P|we/o> =4 |we/o> :

(1.66)

These states are linear combinations of macroscopically distinct product states, as
discussed in the general setting. A suitable order parameter is given by the total
magnetization in x direction

~ 1 X
0= Nzo;c (1.67)

Jj=1
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which transforms under the action of the parity operator as

A~ A A~

POP =-0.

The expectation value of this order parameter with respect to the symmetry broken
basis €2, ) is given by

<Qi|OA|Qi> = +1, <Qi‘OA|Q$> =0. (1.68)

This follows from the expectation value of the local o operator and the fact that
[€2,) is a product state of eigenstates of o”

(Qp10510,) = (£]o®|£) = £1.

Using this result, the expectation value with respect to the symmetry restoring basis
|we o) 1s straight forward to evaluate

A 0,0/ Q_|0]0 -
(ool Ol ) = PO HEIORL) 12D 1 9)

which equals zero, as expected from Eq. (1.59). The two point correlation function
of the local o} operators gives a non-trivial result

2 (Weol0F0f lWe o) = (Qplofof|QL) + (Q_|oFof|Q_) = 2. (1.70)

=1 =1

For finite values of g > 0, the ground states of the TFIM are no longer given by the
product states in Eq. (1.64), but are dressed with short-range correlations. However,
it was found that the ground state remains double-degenerated for all ¢ < J. In
general, these quantum corrections lead to a reduction of the order parameter in the
symmetry broken basis

[(Q0[,) | :=m(g) < 1. (1.71)

L07 1.01 «g=09J

e g=1.1J

. —m(0.9.)*

%’0 5 Sos] *
0.0 0.04 ........
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9/J lj—
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Figure 1.4: (a) Magnetization m(g) from Eq. (1.71) for varying the transverse field through
the quantum phase transition at g = J. (b) Correlation function (o oy) for the two selected
points g = 0.9J and g = 1.1J. In the symmetry-broken region (¢ = 0.9J), the ground states
are selected as the symmetry-respecting ground states, as in Eq. (1.72). The purple line
denotes the squared value of the magnetization m(0.9.)? referred from panel (a).

Figure 1.4(a) shows the magnetization curve of the TFIM. For small values of g/.J,
the magnetization is close to 1 as predicted by Equations (1.68) and (1.70), and
by approaching the quantum phase transition at g = J it starts to drop to zero.
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Similar, the quantum corrections lead to an exponential decay at short distance for
the correlation functions in the symmetry restoring basis before reaching the plateau
value

<we/o‘0—§:0—£‘we/o> ~ e_)\‘j_k‘ + ‘m(g>|2 (172)

where the decay constant A is related to the spectral gap of the system [65] and m(g)
is the magnetization value from Eq. (1.71). This expected behavior of the correlation
function in the symmetry-restoring basis is shown in Fig. 1.4(b) for g = 0.9J (red
dots). After a transient short-distance exponential decay, the correlation function
reaches a plateau value equal to m(0.9J)? ~ 0.66 (purple line).

For g > J the TFIM has a unique symmetric ground state, compare also the J =0
limit in Egs. (1.62) and (1.63). In this case, the expectation value of the order
parameter must be zero, as shown in Fig. 1.4(a), and the correlation functions de-
cay exponentially without reaching a non-zero plateau value. This is illustrated in
Fig. 1.4(b) for g = 1.1.J (blue dots). At exactly g = J the TFIM undergoes a smooth
quantum phase transition, and the model is described by the critical Ising model,
which is a conformal field theory with correlations that decay algebraically. A more
detailed discussion of this critical point can be found in Subsection 1.3.3.

In conclusion, a symmetry-broken state can be detected by a local order parame-
ter O that acquires a non-trivial value for symmetry-broken states but is zero for
symmetry-restoring states. This is done by varying the parameters of the system
and monitoring the onset of a non-trivial value for <O> or equivalently, the onset
of an off-diagonal long-range order in the correlation functions. The next subsec-
tion discusses a different scenario for finite symmetry groups in one dimension: a
Symmetry-Protected Topological Phase. In contrast to symmetry breaking, the dif-
ferent (topological) phases of such a system cannot be distinguished by a local order
parameter and differ only in terms of global properties.

1.2.2 Symmetry Protected Topological Phases

In mathematics, topology classifies the properties of a system that remain invariant
under continuous deformations, also known as topological invariants. Continuous
deformations include any form of local change, such as stretching and deformation,
but exclude any rapid changes, such as cutting or gluing. One of the most famous
examples of this is the transformation of a cup into a donut (torus). During this
transformation, the number of holes, also known as the genus, remains unchanged.
However, further transformation of the torus into a figure eight with two holes re-
quires gluing the torus together at some point.

In condensed matter physics, the concept of describing the properties of physical
systems under the paradigm of topology was introduced by David J. Thouless, F.
Duncan M. Haldane, and J. Michael Kosterlitz [127]. They adapted the mathemati-
cal concepts to explain phenomena, such as quantum Hall states or superfluid phase
transitions. Nowadays, topological properties are ubiquitous in modern condensed
matter physics. One example is the use of topological quantum matter as the basis
for quantum computers. The idea behind this concept is the existence of a new type
of collective low-lying energy excitation present in these quantum states, known as
anyons’. The braiding of anyons can lead to logical quantum gatters and thus a po-

9The name anyon originates from their exchange statistics. While bosons and fermions have
either commuting or anti-commuting statistics, an anyon can have any possible exchange statistics.
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tential universal gate set. Microscopically, an anyon arises from the fractionalization
of the underlying microscopic degrees of freedom over a large distance [128, 129].
This makes these quasi-particles very robust against local perturbations, fully in line
with the ideas of topology presented previously. Moreover, the existence of anyons
leads to long-range order in the correlations of the quantum state. The existence of
this hidden topological order makes it impossible to smoothly deform this quantum
state into a product state [119]. Examples of such topological ordered states are the
Moore-Read state [130, 131] closely related to the fractional quantum Hall state at
v =5/2 [132] or general quantum spin liquids [133, 134].

In the presence of global symmetries, it is possible to define a Symmetry-Protected
Topological Phase (SPTP). The SPTP shares some similarities with a topologically
ordered state, such as the dependency of the ground state degeneracy on the bound-
ary conditions of the physical system and the existence of zero-energy excitations
emerging on the surface between two different SPTPs. However, unlike the topolog-
ically ordered state, an SPTP does not have non-trivial anyonic excitations and no
intrinsic topological order. The simplest form of an SPTP is that of a topological
insulator, which is very similar to an ordinary insulator described by two bands with
a finite energy gap A separating the valence band, which is completely filled with
fermions, from the conductance band, which is completely empty. In an SPTP, the
system hosts gapless states that are exponentially localized to its surface under open
boundary conditions. The existence of such gapless surface states is also linked to a
topological index v € Z or v € Z,, defined for the bulk of the system. This is known
as the bulk-edge correspondence [135]. In the case of non-interacting fermionic mod-
els, a full classification in any dimensions was achieved [136, 137] according to the
ten symmetry classes defined by A. Altland and M. Zirnbauer [138]. Interactions
can have dramatic effects on the non-interacting classification [139] making it diffi-
cult to find a simple general classification for arbitrary dimensions. An exception is
given by one-dimensional systems, where a full classification of interacting SPTPs
has recently been achieved [52, 54].

Su-Schrieffer-Heeger Model

A simple example of a model allowing for the existence of a non-trivial SPTP is
the Su—Schrieffer—Heeger Model (SSHM) [140], which will reappear as an effective
model in Chapter V.

The SSHM was proposed to describe the electronic ground state of polyacetylene, a
polymer chain consisting of alternating double and single electronic bonds between
the carbon atoms, as shown in Fig. 1.5(a). This alternating structure motivates
the formulation of a non-interacting lattice Hamiltonian Hggy shown in Fig 1.5(b).
The Hamiltonian consists of an alternating structure of hopping amplitudes between
neighboring lattice sites and reads

15
(14 (—1)79) c;ch +h.c. =— Zva;bj + wb;ajJrl +h.c. (1.73)
=1

M=

Hggy = —t

Jj=1

assuming periodic boundary conditions. The second equal sign follows after enlarging

the unit cell to include two neighboring lattice sites followed by the identification
aji=Cy5q, byji=cy

vi=t(1—9), w:=t1+9).

~

In the following, N = LgJ denotes the number of unit cells in the system. The SSHM
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Figure 1.5: (a) Structure of Polyacetylene, which consists of alternating double and single
bonds of carbon atoms. An additional hydrogen atom is attached to each carbon atom.
(b) Lattice structure of the SSHM given by the Hamiltonian in Eq. (1.73). The dotted
ellipse denotes an enlarged unit cell that includes two neighboring sites. This defines two
independent fermionic species, a and b for the odd and even sites of the original lattice.

is symmetric under an anti-unitary transformation, which acts on the fermionic
creation/annihilation operators as

~

Ta, Tt =al, TbIt=-bl, Dilt=—i. (1.74)
This symmetry, also known as chiral or sublattice symmetry, can be seen as a com-
bined action of a time-reversal operation followed by an interchange between par-
ticles and holes. Following the classification of SPTPs [136, 137], the SSHM is in
class AIII, which is characterized by an integer topological index v € Z known as
the winding number [141].

The non-interacting nature of the SSHM allows for diagonalization in the momentum
basis, as discussed in Subsection 1.1.6. Using Eq. (1.43) the SSHM becomes

N
a 2
Hygy = Z (a;tn b,t) Hssu (k) (;") N ﬁ”
=0 o (1.75)
0 —v — we™* .

After diagonalizing the 2 x 2 Bloch Hamiltonian H gqy(k), the two bands are de-
scribed by the energy-momentum dispersion relations

e(k), = j:\/dm(k)2 +d,(k)? = +/v2 4+ w? 4 2vwcos(k) . (1.76)

The chiral symmetry of Eq. (1.74) is represented in the momentum basis by the
matrix v = ¢* which anti-commutes with H ¢gy (k)

YHgsu(k)y = —Hgsu(k) . (1.77)

Chiral symmetry requires that for every eigenstate with energy e(k) a second eigen-
state with energy —e(k) exists, and the dispersion relation is mirror-symmetric with
respect to zero energy.

As shown in Fig. 1.6, the two bands are well separated by a finite gap A = |v — w|
except for v = w where the two bands touch each other. At this point, the system
undergoes a quantum phase transition.
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Figure 1.6: Band structure of the SSHM. The band structure is shifted by 7 with respect to
Eq. (1.76) to place the band minimum at k = 0.

Both bands have N number of available states. Thus, filling the system with ny =
| N/2| = N number of fermions results in an insulating state with a unique ground
state for either v < w or v > w.

Next, consider the same system with open boundary conditions. The SSHM can still
be exact diagonalized by finding new single particle orbitals as linear combinations
of the original fermions

N
Hggp Z (clucin—clne ), UlU=UU =1
(1.78)

N
Cim U_] lnaj+U2jn VR C_n E : 25— 1n+Na]+U2]n+NbJ’

Jj=1

I
sz i

Il
Jat

J

where the chiral symmetry of Eq. (1.74) again forces the bands to be symmetric
around zero energy. As shown in Fig. 1.7(a) and (b), the system has a finite gap
separating the two bands. This results in an insulating phase for v # w at half-filling
with np = N.

However, for w < v, the ground state is unique, whereas for w > v, two additional
single-particle states are present in the gap at exactly zero energy. The existence of
these additional states also reduces the number of states in the valence and conduc-
tance band by one.

Because occupying these states does not require additional energy, the half-filled
chain has a doubly degenerate ground state in which either of the two zero-energy
states is occupied. Furthermore, the zero energy states have a wave function which
is exponentially localized to the two boundaries of the system and only involve one
of the two species a or b

N N
a b
c = pla., ¢ = SOb
0,1 ; J 0,2 Z J7J (1.79)
@?:Ne*)‘j, ©3 —Ne*)‘ =9

as shown in Fig. 1.7(c). The appearance of these edge localized zero energy modes
is connected to a topological bulk index known as the winding number v € Z [141]

1 [ dy(k)dd, (k) — 0yd, (k)d, (k)
=g [dk (07T 4, (02 €Z (1.80)

—T
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Figure 1.7: Eigenenergies of the SSHM with open boundary conditions for N = 30 unit
cells for the topological trivial regime with w = v/2, panel (a), and the topological non-
trivial regime with w = 2v, panel (b). Panel (c) displays the single-particle wave functions,
Eq. (1.79), of the zero-energy modes for w = 2v with the color matching the state in panel
(b). As both states have only support on one of the two species a or b, only the non-zero
component is shown.

which for the SSHM evaluates to

L 0, forv>w ' (1.81)
1, forv<w

This winding number measures how often the vector d(k) = (d,(k), d, (k)" defined
in Eq. (1.75) winds around the origin when varying k, as shown in Fig. 1.8. Because
the energy bands are given as the norm of this vector e, = +|d(k)|, crossing the
origin is equivalent to a gap closing, and thus, a quantum phase transition occurs.
Furthermore, the chiral symmetry from Eq. (1.77) forces the vector d(k) to be in a
two-dimensional plane. Consequently, the winding number can only be changed by

either closing the gap or breaking the chiral symmetry.

d d

Yy Yy

(a) v=1 b) v=0

—

Figure 1.8: Path traced out by the planar vector function d(k) = (d,(k),d,(k))” for k €

[, ) for the topologically non-trivial regime v < w, panel (a), and the topologically
trivial regime v > w, panel (b). The origin is indicated by a large white circle.

Breaking the chiral symmetry is achieved by adding a small o* contribution to the
momentum Hamiltonian H qqy (k) in Eq. (1.75)

(k) = Hogy (k) + 007 . (1.82)
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In real space, this term corresponds to a staggered potential

&
Hyp =0 (ala; —blb;). (1.83)

p

Since the edge localized state have only support on one of the two species a or b,
such a term directly lifts the degeneracy of the edge mode leading to a splitting

proportional to the coupling §
A =20, (1.84)

as demonstrated in Fig. 1.9. It is now possible to merge the previous zero-energy
states with the valence and conductance bands, and the previous topological non-
trivial phase can be deformed into a trivial state without closing the bulk gap.
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Figure 1.9: Splitting of the zero energy states under the influence of the staggered potential
from Eq. (1.83) for N = 100 unit cells and w = 2v for (a) fixed 6 = 0.3v and (b) for varying
d/v e |0,1].

The SSHM in Eq. (1.73) allows only one pair of zero-energy edge modes. By adding
longer-ranged terms that respect the chiral symmetry from Eq. (1.74), it is possible
to achieve larger winding numbers v, and thus a larger number of zero-energy states.
In Fig. 1.10 this is shown exemplary for the deformed SSHM

—2
bla; ,+h.c. (1.85)

Mz

/ _
Higy = Hggy — wo

J

Il
—

where, for the correct choice of parameters, the system has four zero-energy states.

In general, topological insulators and SPTPs are very fragile, as small symmetry-
breaking perturbations remove the gapless edge states, destroying the topological
order. However, there is one physical system in one dimension that allows for a robust
SPTP that cannot be destroyed by any physical deformation of the Hamiltonian that
preserves the gap. As discussed in Subsection 1.1.5, the fermionic parity Pisa global
Z4 symmetry which can only be broken by non-local operators such as a term that
creates/annihilates a single fermion

_ T
H—Qch+cj.
J

Such a term violates the law of locality because a fermion placed at +o0 is sensitive
to the action of this Hamiltonian at —oo owing to the anti-commutation relations
obeyed by fermions. Therefore, an SPTP protected by fermionic parity is stable
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Figure 1.10: (a) Energy spectrum of the deformed SSHM according to Eq. (1.85) around zero
energy for w = 2v and w, = 3v for open boundary conditions and N = 100 unit cells. There
are four zero-energy states corresponding to the four states that are exponentially localized at
the edge. At half-filling, two of the four zero-energy states are occupied, leading to a ground-

state degeneracy of (3) = 6. (b) Corresponding path of the planar vector (d,(k), d,(k)) for

the deformed SSHM with the same parameters as in (a). The path encircles the origin (red
dot) twice while going from k = —7 to k = 7 leading to a winding number of v = 2.

against all local perturbations and can be considered a truly topologically ordered
phase in one dimension. To see the physical consequences of this SPTP, the next
subsection discusses a simple model Hamiltonian realizing this non-trivial SPTP:
the Kitaev chain model [84].

1.2.3 Kitaev Chain and Unpaired Majorana Zero Modes

In his seminal paper [84] of 2001, Alexei Kitaev demonstrated that a chain populated
by spinless fermions, described by the creation/annihilation operators c;-T) allows for

the existence of a non-trivial topological SPTP protected by the fermionic parity
~ N . ~
P=][p,=]Ie™ =] (1—27,) . (1.86)

The key ingredient for the realization of this phase is to include a p-wave coupling
term c;c;t + h.c. between the fermions, which explicitly breaks the conservation of
particles down to a residual Z, parity symmetry.

A particular simple model Hamiltonian meeting all the requirements is given by the
Kitaev chain model

N-1 N
BN -
Hygiaer = D, (~wejejy — Ay cfel,y +he.) — 2 > b (1.87)
Jj=1 j=1

Since any phase of the pairing coupling A, can be removed by a redefinition of
the fermionic operators [84], and the sign of the chemical potential can be flipped
i — —u by a particle-hole transformation el = ¢;, it is sufficient to consider all

J
parameters to be positive p, w, A, > 0.

To understand the behavior of this model and the appearance of the SPTP, it is
useful to rewrite the Hamiltonian using the Majorana fermions defined in Eq. (1.35).
For the sake of completeness, the definition is restated here

Vja =¢j + c;r» s Vb =1 (cj — c;) . (1.88)
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In terms of the Majorana operators, the Kitaev chain model in Eq. (1.87) becomes

z

—1

[(w + AP> Z.fyj,bfijrl,a - (w - Ap) Z.fyj,a’}/jjtl,b]

DN |

HKitaev =
(1.89)

[]=107]
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Sweet Spot Limits

Consider the limit w = A, = 0. The Hamiltonian simply reduces to

HKitaev = _% Z;/yj’a’}/j’b = _g Z; (1 - QC;CJ) (190)
j= =

and the original fermions defined by c¢; diagonalizing the Hamiltonian. The ground
state is given as the state where every local parity p; is evaluated to 1 which is
the empty fermionic vacuum state. Local excitations are simply given by placing a
fermion somewhere in the chain with an energy cost of A = 2u as the local parity
changes from 1 — —1.

Another particular simple limit is given by w = A and p = 0 for which the Hamil-

tonian becomes
N-1

HKitaev = —w irYj,b’)/jJrl,a . (191)
j=1
Instead of pairing the Majorana operators sharing the same site index j, the Hamil-
tonian is diagonalized by pairing the Majorana operators on adjacent sites. This
leads to the definition of new fermions for j=1,...,N —1

N—1
HKitaev = *U}Z (1 72f;fj)
j=1

(1.92)
1 - ’ t t
fi=3 (% = 1j10) = 2 (¢ —¢f = —cja) -
The Hamiltonian probes the local parity of the new f; fermions given by
[ Tt .
e f]fj = (1_2f;f]> :Z’Yj,b’YjJrl,a' (193)

Thus, the ground state is given by the vacuum of all f; fermions, with excitations
describing particle-hole pairs defined on neighboring lattice sites. At the boundaries,
there are two Majorana operators v, , and 7y that do not appear in Hy;q,e, and
commute with the Hamiltonian. Pairing these two edge Majorana operators into the
non-local fermion

fe= % ('YNJ) _Wl,a) = % (CN_C;rV_ CI - Cl)

results in a zero-energy excitation. The two Majorana edge operators are also known
as Majorana Zero Mode (MZM).
As a result, there are two degenerated ground states

N-1
’Qe>:fEHfJ ‘0>7 ‘Qo>:f;’Qe>
j=1
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There is no local bulk observable that can distinguish between the two ground states,
as they only differ in the occupation of the non-local fermion f.

There is an alternative way to interpret the double degeneracy of the ground state.
For this, consider the global parity operator P from Eq. (1.39) and rewrite it in
terms of the new fermionic operators

N N-1
P =Tl (um0) = maPrns. P=]] ™. (1.94)
J=1 j=1

The operator Pmeasures the parity of the bulk of the chain and is the same for both
degenerated ground states [(2,/,). Thus, the parity operator projected on the ground
state manifold fractionalizes to the ends of the chain with only the occupation of
the non-local fermion f defining the parity of the ground state

~

P =—im Iy = PLﬁR' (1.95)

The two operators ]3L =17, and ]5R = 7y, defined by this equation individually
commute with the Hamiltonian. Because they are also fermionic in nature and anti-
commute {]5L, ]ADR} = 0, they form two independent symmetries of the system. The
existence of this pair of anti-commuting symmetries also requires the ground state
to be doubly degenerate.

Considering the trivial limit of w = A, = 0 given by Eq. (1.90), the total parity
operator fractionalizes to

P :151P ZBN-

The two local parities p; and p, that appear at the edge commute again with
the Hamiltonian. However, they are bosonic, commute with each other, and do not
lead to independent symmetries. Consequently, the ground state has no non-trivial
protected degeneracy. The two atomic limits (w = A, =0 and w = A, u = 0) are
illustrated in Fig. 1.11.

C

. V \loglcal

&) - (0

Figure 1.11: Sketch of the two atomic limits t = A, = 0 (trivial) and p = 0, t = A,
(topological). The fermion c is the result of pairing two independent Majorana operators
v, (red) and v, (green). In a many-body setup, it is either possible to pair the Majorana
operators on site, leading to the trivial limit of Eq. (1.90), or between adjacent sites, which
results in the topological limit represented by Eq. (1.91). In the latter case, two unpaired
Majorana operators exist at the left and right ends of the chain, which form a non-local
fermion shared between the two endpoints.
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By closing the chain to a ring, the Hamiltonian contains an additional contribution
—WiYy V1,4 and the zero mode disappears from the spectrum. The ground state
becomes unique, with a well-defined fermionic parity.

General Parameters

Away from the sweet points defined above in Eq. (1.90) and Eq. (1.91), it is found
that the ground-state degeneracy and the existence of the fractionalized fermionic
excitation are stable for all y < 2w and A, > 0. For u > 2w the ground state is
unique. The two regions are separated by a critical line for u = 2w, as illustrated
in Fig. 1.12(a). The Hamiltonian is still diagonalized by particle-hole excitations
similar to Eq. (1.92)

N
HKitaev = Z Enf);fn + EO 3 (196)
n=1

where Ej is an irrelevant constant. The f; are general linear combinations of the
annihilation and creation operators

N
_ t
Fa= Y Unye; + Viyeh -

=1

The N x N matrices U and V can be combined to form a unitary 2N x 2N matrix

W = (q ‘_/) ., Wiw=wwt=1.
VU

The conditions imposed by W being unitary on the matrices U and V are required

for the f,, fermions to have the correct anti-commutation relations. A detailed cal-

culation [84] shows that for ;1 < 2w, one of the fermionic operators in Eq. (1.96) has

an energy approximately equal to zero E; ~ 0. Moreover, this fermion f; =T, —I",

is a non-local object, as it is the result of pairing two Majorana operators which are
exponentially localized to the edges given by

=

N
r, = Nz; (P =P2) Yiar To=N"D (o7 = p2 00 )
yo

Jj=1

(1.97)

1+ \/,u2 —4w? +4A2
P = 2w+ A,) ’

‘Ioi’ < 17

The two constants N and N’ ensure the normalization I'2 = 1, see also Appendix C
for a derivation. These Majorana operators are the MZM in the topological regime
of the Kitaev chain.

Similar to the topological atomic limit w = A, and pu = 0, the projection of the
fermionic parity operator on the low-energy subspace results in a fractionaliza-
tion [53] similar to Eq. (1.95)

Because the Majorana operators are localized to the edge, it is expected that the two
anti-commuting operators ]5L and ]5R implement independent symmetries, thereby
forcing the existence of a double-degenerated ground state. Crossing the quantum
phase transition for u = 2w, the fractionalization of the parity operator into two
independent fermionic-like symmetries becomes trivial, and the double degeneracy
vanishes. In this sense, the SPTP is protected by the fermionic parity operator P.
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Topological Invariant

To formulate a topological index for the bulk, consider the Kitaev chain Hamiltonian
with periodic boundary conditions. In the Fourier basis, the Hamiltonian becomes
2

1
Higitaoy = 5 Sl Hpaalk,)Y, , Ky, = S =0 .N-1 (1.99)
k

where \I/L = (c;i ,C_, ) is known as the Nambu spinor and

Hpac (k) = d (k)o* +d,(k)o"

_ (1.100)
d,(k) = p—2wcos(k), d,(k) = —2A, sin(k)

is the Bogoliubov-de-Gennes (BdG) Hamiltonian [43, 126, 142, 143]. Note that the

BdG Hamiltonian formally has a chiral symmetry very similar to the SSHM from

Eq. (1.75) given by the chiral operator

5 =0". (1.101)

Acting on the Nambu spinor, this operator interchanges the holes defined at momen-
tum k with the particles defined at momentum —k and can again be interpreted as a
combined particle-hole and time-reversal transformation acting on spinless fermions.
It is this pairing induced by the p-wave coupling c}c} 41 + h.c. that is responsible
for the occurrence of the non-trivial SPTP. A direct diagonalization of the BdG
Hamiltonian H gy = WDWT results in

Hypooe = O B0 fLfis  fi = alk)e, + Blk)c!,
k (1.102)

Ew%:V@%P+dﬁ@ﬁzV@wmd@—uﬁ+4MH%m%P.

The ground state is defined as the vacuum of the new f, quasi-particles, which
are particle-hole pairs of the original fermions. The energy-momentum dispersion
relation E(k) obeys a gap A = |2w — p| separating the quasiparticle excitations
from the ground state, as shown in Fig. 1.12(b).

31

A=2w—pl

x>~ oF

(b)

Figure 1.12: (a) Energy spectrum of the Kitaev chain model in Eq. (1.87) for w = A, and
varying the chemical potential p from 0 to 3w. The gap between the ground state (red
line) and the quasi-particle continuum (purple) closes at 2w = pu. (b) Energy-momentum

dispersion relation of the Bogoliubov quasi-particles.



1.2. GAPPED PHASES 39

To define a topological bulk index, consider the two special points!® k = 0 and k = 7.
The BdG Hamiltonian at these points reads

Hpac(0) = (1 —2w)o* = myo*
Hpaa(m) = (1 +2w)o® =m,o*.

The corresponding contribution to the Kitaev chain Hamiltonian is given by

HKitaeV = Z E<kn)f;£n fkn + mOCgCO + mﬂ-cjrcﬂ .
k,#0,m

The ground state |€2) is defined as the state that is annihilated by all operators that
annihilate a quasi-particle with a positive excitation energy. In particular, focusing
on w, it > 0, the ground state is annihilated by the ¢, operator since m_ > 0

. |Q)=0.

The same is found for the £ = 0 contribution for the trivial region p > 2w as my > 0
in this case. Consequently, the ground state does not have a mode at k¥ = 0 and
k=m.

However, in the topological regime p < 2w the sign of m, changes, and the ground
state is annihilated by the cg operator. Thus, in the topological regime, the k = 0
mode is occupied.

Taking the remaining N — 2 contributions with k& # 0,7 into account, the ground
state in both cases is given by

0 f 2
) = () [ B(=k)eb10), py= orp=sw (1.103)
k+0,m 1 for pu < 2w

The quasiparticles for k # 0, 7 are always a superposition of the creation and anni-
hilation operators independent of y > 2w or u < 2w. Because N was chosen to be
an even number, the action of the annihilation operators on the fermionic vacuum
therefore always leads to a state that is a superposition of even-parity states.

A similar result is found for negative p where m_ changes sign and m, is negative.
As a consequence, the parity of the ground state only depends on the relative sign
of the two m and m_ parameters

(QIP|Q) = sign(mgm,)

where sign(a) denotes the sign of the number a. This parameter dependent parity
allows for the definition of a topological Z, invariant given by

Q = sign(mym,,) (1.104)

with @ = —1 indicating a topological non-trivial phase [84].

10 For periodic boundary conditions k = 0 is always an allowed momentum, while k = 7 only
appears in the set of allowed momenta for N even, compare Eq. (1.42). This is why N is fixed, even
at the beginning of this subsection.
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Some Consequences of Majorana Zero Modes

If the system is in the topological phase with a pair of MZM, it has various effects
on its physical properties. First, the £ = 0 mode is only a valid momentum mode
for periodic boundary conditions. If the system obeys anti-periodic boundary con-
ditions ¢, y = —c¢;, this mode merges with the trivial f; excitations of the model.
Consequently, the parity of the ground state in the topological regime is different
for anti-periodic boundary conditions compared to periodic boundary conditions.
The two cases can be connected using general twisted boundary conditions, as dis-
cussed in Subsection 1.1.6,

CjJrN == eigac‘j, (p € [0, 27‘()

implemented by deforming the two contributions to the Hamiltonian

c]TVc1 — e"s"c}L\,c1 ) c]TVchr — ewc}L\,cI .

Note that the Kitaev chain Hamiltonian at arbitrary twisting angles Hyjioov(90) 1S
not translation invariant T Hyeo (9)TT % Hyipaeo (¢) because of the complex p-
wave pairing term. However, translation invariance is restored for ¢ = 0,m, that
is, for periodic or anti-periodic boundary conditions. This breaking of translation
invariance allows for a gap closing, which occurs at ¢ = 7/2. At this point, a single
state from the continuum touches zero energy, as shown in Fig. 1.13(a), and the
parity of the ground state changes. This phenomenon is known as a parity switch
and is related to the well-known 47 Josephson current [95, 144].

In contrast, if the system is topologically trivial and the m, mode is not occupied,
the ground states at periodic and anti-periodic boundary conditions have the same
parity, and there is no level crossing by twisting the boundary conditions, as shown
in Fig. 1.13(b).

™ 3m/2 27

Figure 1.13: Energy spectrum of the Kitaev chain plotted against the twisting angle ¢ for
w= A, = p in panel (a), and w = A, p = 3w in panel (b). In both cases, N = 100.

Another interesting property is the existence of non-local end-to-end correlations in
the topological region for the single-particle correlation function (€, /O|clc;|§26 Jo)-
For simplicity consider the case w = A, for which the expression of the MZM in
Eq. (1.97) can be written as a simple exponential

r,= Ni 6—/\(1‘—1)7],’@’ r, = Nie‘*w_jﬂ)’yﬁb, A= —log (‘%D (1.105)

J=1 J=1
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2

with normalization N2 = e** — 1. The fermionic operator ¢; can be expanded in

terms of the f,, operators diagonalizing the Kitaev Hamiltonian
c;=A(T,e N — iTy e MN=3+1) 4 C;

where ¢; = ij: o Un () fn+E,0) ffl collects the contribution from the gapped quasi-
particles and A is a constant.
Using this expansion in the correlation function is evaluated as

<Qe/0|clcj’|Qe/o> =2A%e AN=I+2) <Qe/o|iFan|Qe/o>
+ A2 (e MY AN+
+ <S26/0|5i£%|£26/0> :

The second line of this equation vanishes for j > 1 and N > 1 and the third line
is a correlation function that only involves gapped quasi-particles and thus should
decay exponentially as exp(—Aj) where A is the gap of the system.

The expectation value of the first line is nothing but the global parity, following
Eq. (1.98). Taking the j — N limit, results in a non-local correlation function whose
revival depends on the parity of the ground state

1 foroc=¢e

e cl|Q, ) = 242e22P, P’:{ . (1.106)

—1 foro=o0

lim (Q

j—N e/o

This behavior is illustrated in Fig. 1.14.
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Figure 1.14: Single particle correlation function <clc;r-> between the first site and the jth site
forw = A, and y = 1.6w. The blue (red) line is the correlation with respect to the even (odd)
parity ground state, and the black line is an exponential of the form f(j) = Aexp(—A(N—j))
with A = —log(u/(2w)) = 0.22 as predicted by Eq. (1.106). In the inset, a zoom around the
right edge of the chain is shown, highlighting the relative 7 phase of the revival between the
two ground states. The early transient decay is due to the overlap of the edge operator with
bulk excitations, and the drop in the correlation function in the odd-parity sector is due to
the relative sign change in the revival of the correlator.

By taking the Jordan-Wigner transformation, as defined in Eq. (1.32), the Kitaev
chain is transformed to a Transverse Field XY Model (TFXYM). For open boundary
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conditions, the equivalence is given by

N-1 N
HKitaev = Z Jzo-]x'o-;?-i-l + Jyo-é'/o-;crl + gZO-Jz
=1 3=1 (1.107)
w4+ A w—A
J;]; = — P 9 J - — L 9 g = ﬁ °
2 Y 2 2

In particular, for J, = 0, this model reduces to the TFIM discussed in Subsec-
tion 1.2.1. Similar to the TFIM, the TFXYM shows a spontaneous breaking of the
Z, symmetry given by the spin parity operator

P =]I(=05)

Jj=1

for |g| < |J, + J,|. Under the Jordan-Wigner transformation, the topological phase
appearing in the fermionic model at p < 2w is mapped to the symmetry-breaking
phase of the TFXYM. The two degenerate fermionic ground states are mapped to
the symmetry-restoring basis defined in Eq. (1.66) in the ground-state manifold.
This equivalence also allows the definition of a new order parameter for the Kitaev
model by considering the of correlation function in the TFXYM. Again, similar
to the TFIM, the TFXYM shows off-diagonal long range order in the correlation
function of the Pauli-X operators

lim(o30f) = m(g)?,

li—k|—o00
where the expectation value is taken with respect to the symmetry-restoring basis,
as in Eq. (1.72).
By performing the inverse Jordan-Wigner transformation, the correlation function
of the Pauli-X operators becomes a string order parameter

k—1
im iy, [ e™na) = m(9)?. (1.108)
7 =kl=o0 1=j+1

While the correlation function in the TEFXYM is related to the existence of a local

observable, the string operator is a highly non-local observable probing the global
structure of the ground state.

For periodic boundary conditions, the ground state of the Kitaev chain is unique,
whereas the TFXYM still exhibits double degeneracy stemming from symmetry
breaking. This is not a paradox, since the Jordan-Wigner transformation of the
periodic Kitaev chain is sensitive to the total parity of the chain by the mapping of
the operators R R
YN pY.a = —Pojol, vy v = —Poiod.

The Kitaev chain with an even parity is thereby mapped to the TFXYM with
anti-periodic boundary conditions with an additional projection to the even parity
sector, and the Kitaev chain at odd parity to the TFXYM with periodic boundary
conditions projected onto the odd-parity sector. In both cases, the ground states are
unique. Note that the symmetry-breaking basis, defined in Eq. (1.64) are not allowed
in the fermionic picture because they represent a superposition of two fermionic
states with different parities.

It was found that the topological ground-state degeneracy is stable against the addi-
tion of interactions to the Kiteav chain [145-148]. In general, these interactions spoil
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the possibility of performing an exact diagonalization of the Hamiltonian, and the
system has to be solved numerically using, for example, tensor network algorithms,
as introduced in Chapter 2.

If the model is in the SPTP, it is still possible to define a non-trivial MZM wave
function in terms of the overlap between the two degenerate ground states, existing
for open boundary conditions, with the single Majorana operator

F .=

a7j

({2,012 + (Q675,412)) (1.109)

N

that is found to exhibit localization towards the edge of the system [149]. In contrast
to the Kitaev chain, where the MZM is a many-body operator that commutes with
the full Hamiltonian, the MZM in Eq. (1.109) is only guaranteed to exist in the
degenerate ground-state manifold in the presence of interactions. A generalization
of the concept of MZM in this case is presented in Section 1.5.

For periodic boundary conditions, the integrability-breaking nature of general inter-
actions spoils the definition of the topological invariant in terms of the Bogoliubov
Hamiltonian at the two momenta k = 0, 7. However, it is found that the parity of the
ground state interchanges by twisting the boundary conditions with a gap closing
at ¢ = /2, similar to the non-interacting case.

Figure 1.15 demonstrates this for the Kitacv-Hubbard Model (KHM) [148], a mini-
mal extension of the Kitaev chain with nearest neighbor Hubbard like interactions

N
Hyy = Hyitaey + UZ@jﬁj‘Fl : (1.110)
j=1
1.0
3 3 24
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0.0 0l
0 /2 ™ 3r/2 2w 0 /2 ™ 3r/2  2m
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Figure 1.15: Ground state energy of the KHM in the even (P = +1) and odd (P = —1) parity
sectors plotted against the twisting angle ¢. For both plots, N = 50, w = A and pw/w = 1.6.
In panel (a), U/w = 0.6 places the model in a non-trivial SPTP with a degenerate ground-
state manifold. As the twisting angle is varied from 0 to 27, the many-body gap closes at
p =m/2 and ¢ = 37/2, which is accompanied by a change in the parity of the ground state.
In panel (b), the interaction is chosen as U/w = 2 which results in a trivial phase with no
gap closing.

Some Words on Experimental Realizations

The non-local nature of the fermion state fr leads to intrinsic resilience against
noise. This motivates the formulation of a topological quantum memory based on
the two parity states [84, 150, 151]. As Majorana fermions are also an example of
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non-Abelian anyons [152], coupling multiple chains in the topological regime can be
used to define a set of logical gates that transform the global state of the system.
However, a realization of the Kiteav chain in a real condensed matter system turns
out to be complicated and has not been convincingly achieved so far.

There are multiple challenges: the Kiteav chain requires a spinless fermionic gas in
a one-dimensional wire and p-wave superconducting correlations. The standard way
of creating a spinless one dimensional fermionic gas is by using a semiconductor
nanowire with a strong spin-orbit coupling, often of Rashba type [153, 154], and
a strong magnetic field orthogonal to the direction of the wire [95, 96, 152, 155].
The spin-orbit coupling breaks the spin degeneracy by locking the spin with mo-
mentum, and the magnetic field results in the opening of the gap between these two
bands, as shown in Fig. 1.16. By projecting onto the lower band, the effective low-
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Figure 1.16: (a) Spin-orbit coupling « results in the formation of two bands with locked spin
and momentum, where red represents a spin-down and blue a spin-up state. The two bands
touch at £ = 0 and the system has no gap. (b) Introducing a magnetic field perpendicular
to the locked spin states leads to the opening of a gap at k& = 0 proportional to the magnetic
field. Around zero momentum, the spin states are mixed; however, for large momenta, the
spin-momentum locking is preserved. By projecting the model on the lower band, an s-wave
superconducting coupling between the spin-up and spin-down states becomes an effective
p-wave coupling of (k, —k) spinless modes.

energy theory describes a gas of spinless fermions. In a final step, the semiconductor
nanowire is coupled with a host s-wave superconductor, which serves as a reservoir
for Cooper pairs and induces s-wave superconducting correlations in the semicon-
ductor nanowire through the proximity effect [152, 156, 157]. In the effective spinless
low-energy theory, this s-wave correlation becomes a p-wave correlation as required
for the Kitaev chain. This setup has some problems, as the interface between the
nanowire and host superconductor can lead to the creation of trivial Andreev bound
states with signatures similar to true MZMs [158]. In addition, the host supercon-
ductor requires a large critical field to survive the strong magnetic fields necessary
to open a sufficiently large gap.

Alternative approaches include placing adatoms on a host superconductor [111-113]
or quantum dots [107-109] where recently a Kitaev chain with N = 2 sites was
realized [159]. It has even been theoretically proposed that a topological phase with
unpaired MZMs can appear in strongly interacting nanowires without coupling to
a superconductor [33, 160—-164]. The main idea is to replace the p-wave coupling
term with a coherent pair-hopping term between two fermionic species [160], but no
term that induces a direct transmission between the two species. Therefore, the total
symmetry group of the system is U(1) x Z, consisting of the total particle number
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of the two species and a sub-species parity symmetry.

Consequently, the parity symmetry is not as robust as in the Kitaev chain, and these
models require fine-tuning of the parameters [165]. In Chapter I, a model inspired
by recent cold atom experiments [106] is proposed, which implements the required
symmetry group by an artificial flux imposing twisted boundary conditions along the
short direction of a fermionic tube. The additional U(1) also leads to the existence of
gapless density excitations, which may spoil the stability of the MZM away from the
ground-state manifold. This question is addressed in Chapter V. However, if such a
system is in the topological phase, the MZM has the same properties as the Kitaev
chain [166].

1.3 Gapless Phases

The previous Section 1.2 focused on possible gapped phases of quantum matter in one
dimension. As a reminder, the many-body gap A is defined as the difference in energy
between the ground-state manifold and the first excited state in the thermodynamic
limit. The existence of a finite gap A > 0 implies a finite correlation length £ = 1/A
on which the correlation function of local operators decays exponentially (O]K k)~
exp(—|7 — k|/€) [65, 66]. This exponential decay implies that quantum fluctuations
occur mainly at length scales below &.

If the gap vanishes, the correlation length diverges, £ — oo, resulting in the absence
of any characteristic length scale other than the overall size of the system. Conse-
quently, fluctuations can manifest at any length scale, with the system becoming
self-similar. This phenomenon causes the correlation functions to decay at a rate
slower than exponential. Indeed, self-similarity causes the correlation functions to
follow an algebraic decay.

This section provides a brief review of the possible gapless phases of matter in
one-dimensional chains. The first Subsection 1.3.1 begins with an introduction to
Tomonaga-Luttinger Liquids (TLLs), an important class of models describing a large
variety of gapless one-dimensional interacting models, and the solution of this model
using the bosonization technique. In particular, the low-energy properties of the
models proposed in Chapters I and II are partially described by such a TLL. In
the second Subsection 1.3.2, a deformation of the TLL is considered. Based on
the system parameters, this deformation leads to the opening of a spectral gap.
The methods described in this subsection are also used in similar models to obtain
analytical insights into the phases in Chapters [ and II, and the phase transition is
again encountered in Chapter III. The final Subsection 1.3.3 will review the basics
of conformal field theory, a powerful tool for understanding gapless phases in one-
dimensional quantum matter.

1.3.1 Luttinger Liquid and Bosonization

In two and higher dimensions, interacting fermions usually form a Fermi liquid char-
acterized by a stable Fermi surface with a sharp momentum cutoff in the fermionic
distribution function [40]. The situation is drastically different for interacting one-
dimensional fermionic chains. In this case, the Fermi surface of a non-interacting
system consists of only two points at the Fermi momenta +kp; see also the discus-
sion at the end of Subsection 1.1.6. This leads to a large phase space for resonant
scattering processes. As a consequence, the Fermi surface collapses even for infinites-
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imal small interactions and the fermion distribution function becomes
n(k) ~ |k — kg|°

at zero temperature, with an interaction-dependent exponent.

Effective Field Theory

The starting point is a ring of NV sites separated by the physical length o and
populated by spinless fermions defined by the annihilation (creation) operators ag-ﬂ.
The properties of the quantum ring are described by the non-interacting quadratic

Hamiltonian, compare also Eq. (1.45),
H =Y ek)ala,, e—k)=e(k) (1.111)
%

where the operator a,, is the Fourier transform of a; as defined in Eq. (1.43)

1 .
aji=——=» ehivg, . (1.112)
J \/N -

The chain is loaded with np number of fermions, which fill the dispersion relation
up to the two Fermi momenta +kp related to the density v = ny/N by

aky = ﬂ'nWF =T, (1.113)
The main goal is to find an effective theory that describes the low-energy, long-
wavelength excitations of this general model. These long-wavelength excitations are
of particle-hole type, involving only states close to the Fermi energy ep = e(ky).
There are two possible types of particle-hole excitations: the first type excites a
fermion from a particle state to a hole state at the same site of the Fermi surface
resulting in a momentum transfer of () ~ 0, while the second type involves a particle-
hole pair from across the two Fermi points with a momentum transfer of Q ~ 2k.
Both processes are illustrated in Fig. 1.17.

— 7/ — ke

Figure 1.17: Approximation of the lattice model using a linear dispersion relation. The two
particle-hole excitations represent the two possible low-energy excitations.
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By linearizing the dispersion relation for momenta close to the two Fermi points
|k £ kp| <A < kg

e, (k) = vp (£k —kp) + O ((k £ kgp)?)
de(k) (1.114)

ok .

’UF =

it is derived that the energy of a particle-hole excitation with momentum |g| < A
depends only linearly on the relative momentum

AE = ¢€(ky) —€(ky) ~ vp (ky £ ky) = vpq. (1.115)

q

In this equation, the minus sign refers to a particle-hole excitation around the same
Fermi point, and the plus sign refers to an excitation across the two Fermi points.

To describe the long-wavelength properties, it is sufficient to project the quadratic
non-interacting Hamiltonian (1.111) on the states with |k 4+ kp| < A

~ E T _ T
H~ Vgt Yg—kp — VP9 tkoy Ygtk

lg|<A
R €,V I
~ Z r“F qCT7qCT7q
lg|<Asr=R,L
+1 forr=R
cr,q = aq—e,.kF &= )
{—1 forr =1L

which implicitly defines the left /right-moving fermions c, ,. This approximately re-
produces the correct low-energy excitations of the original model. To simplify the
model further, the allowed momenta are expanded to positive and negative infinity.
By this, the model becomes the Tomonaga-Luttinger Liquid (TLL) [44-47] model
of two left and right moving spinless fermions with linear dispersion relation and
described by the Hamiltonian

Hypyp, = Z Eerqci,kcr,k' (1.116)
g;r=R,L

The ground state |Q2) of the TLL is the filled Fermi sea, a state where all negative
eigenstates are occupied by an infinite number of fermions

T _ _
CR g IV = Cp g [€2) = 0.
The linearization process is illustrated in Fig. 1.17.

The projection of the long-wavelength degrees of freedom is equivalent to taking
the continuum limit defined by sending the separation between two sites to zero,
a — 0, while keeping the total length of the chain constant, L := aN = const. This
limit is understood to be taken at the end of the calculation, but with « fixed at
every intermediate step. As only the slow varying modes are contributing to the
properties of the system, the left and right moving fermionic lattice operators can
be approximated by smooth varying operator valued functions

T, = ja.

1
ﬁcr,j ~ wr(xj) ) j
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In this projected space, the bare operators can be represented by the continuum
fields as

1 ) )
zka E sza iq, ag ikp o iq,0
\/> \/> Z Q*kF te € anrkF

VLI (1.117)
~ (e*ZkF%@Z}R(xj) + eikF”CJ@Z)L(:Ej)) )

By performing the continuum limit, the sums in the Hamiltonian become an integral

L/2

az /dx

L2

and the Fourier transformation is modified to

L2
Crfp = \% / doee ey (z), ¥, (z) = \1E zk;eikxcr’k. (1.118)
—L/2
The continuum version of the TLL reads in position space
L2
Hryyyp, = —tvp / dx {1/133(35)@1/11{(33) —wTL(x)ﬁxwL(x) } , (1.119)
—L/2

and the density operator of the left and right moving fermions can be written as'!

pr(@) = Ol (@) (). (1.120)

Note that the projection on long-wavelength excitations relies heavily on the exis-
tence of a linear regime in the energy-momentum dispersion relation €(k). As such,
it is expected to fail in the flat-band limit or if the interactions become comparable
to the bandwidth of the system. In this case, the effects of non-linearity must be
incorporated into the low-energy description [167].

Bosonization of the Tomonaga-Luttinger Liquid

The operator which creates particle-hole pairs of right (r = R) or left (r = L)
moving fermions of momentum ¢ # 0 in the TLL model (1.116) is given by the
Fourier components of the local density operator p, (x)

pra=> ¢l itk (1.121)
k

The zero momentum (g = 0) density operator can be identified with the total number
of fermions added (missing) from the TLL vacuum

plo=N., N, =0. (1.122)

Because the dispersion relation of the TLL model is linear, the states created by
applying p,. , to the vacuum state |2) depend only on the momentum g. Therefore,

" Formally, the product of two continuum operators at the same point z is ill-defined and needs
some sort of regularization, which is implicitly assumed throughout this section.
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they can be interpreted as stable quasi-particle excitations for each value of —oo <
q < Q.
The commutator of the p,. , operators, projected to the vacuum state |€2), is given
by

€.qL
TP 2
This result shows that the particle-hole operators have, up to a trivial normalization,
the commutation relations of bosonic ladder operators, as in Eq. (1.23). By rescaling,
it is possible to define proper bosonic ladder operators for g # 0

o \ V2 [ pt 0 o \ V2 [ pt >0
b = (”) PR 020y (”) PR—q> 4 L (1.124)

pL,q K pL77q )

[oLgs Pl ] =—0,,0 (1.123)

Furthermore, it can be shown that the operators in Eq. (1.124) form a complete set
that can be used to span the full many-body Hilbert space of the TLL [58]. This
implements the idea of rewriting the TLL Hamiltonian and fermionic operators v,.(z)
in terms of these particle-hole excitations.

By calculating the commutator
[bqa H] = /UF|Q‘bq

it is shown that the Hamiltonian (1.116) is equivalently expressed in the bosonic
variables as!?
Hrpyyp, = Z%Mbgbq = qubgbq (1.125)
q#0 q#0
because both representations have the same set of commutation relations with the
bosonic ladder operators b,. This result demonstrates that the TLL describes a set
of uncoupled harmonic oscillators with a frequency w, = vplq|.

Instead of working with the momentum ladder operators b,, it is convenient to

change the variables by introducing two conjugated fields [¢(x), I(y)] = id(z — )
defined in terms of the ladder operators as

R im L\q[)l/z e T 4
s =7 b,
L pr; 27 q

(z) = 1 Z Lldl . e~ "%sign(q) (bT +b )
L\ 2m T

(1.126)

Physically, these two fields measure the fluctuations in the local density and the
current in the quantum wire

—% . 0(x) = pp(@) + pp(x), T(x) = prlz) — pp(z). (1.127)

12 The bosonization formula for the TLL Hamiltonian (1.125) neglects the total charging effects
of the wire proportional to N2/L, which is subleading in 1/L. While crucial for studying the
finite-size effect, this contribution is irrelevant in the thermodynamic limit.
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In terms of these field variables, the bosonization of the Hamiltonian becomes

L/2

g = 55 [ do (#fi()" + 0,5(0))

—L/2
L/2
2
=& [ de (9,0(2))" + (9,8())° .
™
—L/2

(1.128)

where in the second line, the field 9,0(x) := #ll(x) is defined. In this form, the
Hamiltonian is self-dual by interchanging @ and ¢} and represents the Hamiltonian
of a massless bosonic field in one dimension with the speed of sound given by vy.

Similar to the bosonization formula for the Hamiltonian itself, it is possible to derive

an operator identity connecting the fermionic fields to the bosonic variables in form

of a vertex operator [47, 59]

ie—i(ersb(m)—@(m)) ) (1.129)
2T

() =

The operator 177, is known as the Klein operator and removes a fermion from the
Fermi sea that is equally spread throughout the entire system. The Klein operators
are unitary U;r U, =U, U;f = 1 have the following commutation relations

{(ﬁ,ﬁw}zénr,, {ﬁr,ﬁr,}zo, for r # 17| [Nr,(}r,] =—9,,.U,

,T T

ensuring the correct anti-commutation relations of fermionic operators of different
species and ensuring the correct commutation with the total density operator

[N, (2)] = =0, b, ().

The equation for the bosonization of the non-interacting Hamiltonian (1.128), the
identity for the local density and current (1.127) and the operator identity for the
fermionic fields (1.129) completes the bosonization of the non-interacting model.

Calculation of Correlation Functions

The bosonization formula in Eq. (1.129) can be used to calculate the correlation
functions of the fermion field 1, (z). First, the correlation function of the bosonic
fields at large distances is given by [47, 59]

SR ~ooa 1 r—y
(b)) = D)) ~ g 1og (). (1.130)
The off-diagonal correlator (p(z)9(y)) = —isign(z—1y)m/4 is a constant [47] and will
be ignored in the following. Next, for a quadratic Hamiltonian of the form given in
Eq. (1.128), the following identity holds [47, 59]
<eiaa§(w)eiﬁ¢3(y>> = 0nrs L€’ (@) (1.131)

)

and similar for the other combinations of bosonic fields. Thus, the fermionic corre-
lator can be calculated to

1
(W, (2)0], (y)) ~ 8,1 T (e~ilerP(@)=9() gile, p(@)—D(x)))
- (1.132)
s L e@ew) )W) 11
" 2ra B2 | —y)
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Interactions

A typical interaction which can be added to the non-interacting model of Eq. (1.111)
is a Fermi-Hubbard density-density interaction

N
Hy=V> ffj,,. (1.133)
j=1

To bosonizes this interaction, the density operator n; is projected on the long-
wavelength degrees of freedom

n; ~a {pR(xj) +pp(z;) + 672%ij¢;($]')¢1; (z;) + €2ikFx”/’TL(xj)¢R<xj)}

1, - 1 - (1.134)
~ [—%Bmgb(:nj) + o cos(2¢(x;) — 2kpz;)
With help of this equation, the Fermi-Hubbard interaction becomes
HV — Hv70 + e
L2
) (1.135)
Hyp=Va [ do(og(o) +p,(0))" — 2cos(pa)pn(o)p, z)
—L/2

where the ellipsis collects all the terms which are irrelevant!'3

is taken.

, and the limit z; ~ x;

The only remaining relevant contribution Hy, , is quadratic in the density operators
and can readily be bosonized using Eq. (1.127)

L2
o= [arE2 0,000 + 42 (0.0@)" (11360
L/2

with the two parameters
gy =2Va(l —cos(mv)), g4 =2Va,

which is expressed in terms of the density akp = 7v using Eq. (1.113). In fact, it
can be shown [47] that these are the only possible relevant interactions in the TLL

model at low-energies'?.

Since the interaction is quadratic in the bosonic variables, the interacting TLL
Hamiltonian becomes

L2
U ~ 2 1 .
Haygy, + Hy~ oo /de(@ﬁ(m)) ¥ (0,p())? (1.137)
L2

13 One of these irrelevant terms is a contribution oscillating with cos(4kpx), arising from an
Umklapp process. For generic densities, this term oscillates rapidly and averages to zero. However,
for half-filling, the oscillation vanishes, and this term leads to a potentially relevant interaction that
is similar to the interaction discussed in Subsection 1.3.2.

14 In the standard notation, the relevant low-energy interactions are the forward scattering of
r type fermions (g,-process) and density-density interactions involving fermions of both species
(go-process).
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which is again describing a free bosonic field, but with modified parameters

2r +94—9 v
K* = m’ u? = (27f>2 ((27T + 94)2 _g%> . (1.138)
4 2

The parameter K is known as the Luttinger parameter.

The form of the interacting TLL in Eq. (1.137) is expected to be universal. Inde-
pendent of the microscopic nature of the interactions, the only effective parameters
entering the description of the long-wavelength behavior of the quantum wire are
the velocity of the sound waves u and the Luttinger parameter K. If the wire is
dominated by repulsive interactions, then K < 1, and for attractive interactions
K > 1. The non-interacting point K = 1 separates the two regimes.

Using the quadratic nature of the TLL Hamiltonian, the correlation functions of the
fermionic fields can directly be calculated

K+1/K

(W (@) (y) ~ ! (O‘> i (1.139)

m 9ra \ o — v
similar to the non-interacting case in Eq. (1.132). Thus, the interacting ground

state has algebraically decaying fermionic correlation functions, with the interaction
tuning the decay constant.

Multi Flavor Bosonization

The bosonization can be extended along the above-discussed lines to cases with
fermions carrying additional flavor quantum numbers, such as spin or fermions on a
ladder [47]. In this case, all objects that appeared previously now carry an additional
flavor index s. For example, the TLL Hamiltonian in the case of n flavors becomes

L2
" ug - 2 1 -
Hrg =050 [drk, (0,0,0) + 1 0.2,0)
s=1 s
L2

with all density-density interactions involving the same flavor type already absorbed
in the flavor-dependent Luttinger parameter K, and sound velocity u. In contrast to
the spinless (single-flavor) case, where a generic interaction results in the universal
TLL Hamiltonian, a multi-flavor fermionic system allows for additional possible
relevant interactions.

Figure 1.18: Ladder system of two spinless fermions a and b. Each species is described by a
TLL, and both wires are coupled with a rung density-density interaction V...

For this, consider a two-leg ladder, as shown in Fig. 1.18. The fermions on the upper
leg are denoted by a;, and those populating the lower leg are denoted by b;. The
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density operator associated with the a (b) species is denoted by 7} (ﬁg’) Assuming
the Luttinger parameters and sound velocity of the two species to be equal, the
ladder system is described by the TLL Hamiltonian

L2
2 1 R
Hyaader0 = /de 8 0, ( )) + E(axcps(x)f . (1.140)
s=a,b
L/2

A new intra-species interaction possible in this ladder setup is a density-density rung
interaction

N
rng = V. Y R4AL. (1.141)

Going through the bosonization process, the continuum version of the rung interac-
tion becomes

L/2
- 91 ~ -~ 29, ~ on
Hrung ~ / dx (277_)2833@(1(1')833@1)(1') + (27TOC)2 COs (290(1(%') 2S0b(x)> + o,
—L/2 (1.142)

= (277-)2‘/;0" 92 = V;Oé,

where the ellipsis denotes irrelevant contributions. While the first term is quadratic
in the bosonic fields and can thus be absorbed in a redefinition of the Luttinger
parameters, the second term represents a new interaction that is not quadratic in
the bosons. By passing to the bonding and anti-bonding variables'®

b= 75 (Pal@) £ 5()) 0, = —= (D (2) £ 0y(x)) (1.143)

the full interacting ladder Hamiltonian becomes

L2
HLadder Z /de 819 )) +Ki<6x@($))2
s i (1.144)
/dx(Qa) cos(2\f<p (x ))
L2

with the new parameters

K
Pk (e B), K=
uy =u Kiwoﬁ , i T o

iye?

Equation (1.144) shows that the bonding (charge) sector separates from the anti-
bonding (spin) sector with different sound velocities and Luttinger parameters.
While the bonding sector is described by a pure TLL, the anti-bonding sector has an
additional cosine interaction. This perturbed TLL with an additional cosine poten-
tial is also known as the sine-Gordon model [168]. The next subsection 1.3.2 discusses
when this perturbation becomes relevant and opens a gap in the spectrum.

15 If the two legs of the ladder represent the two spin states of an electron, the bonding sector
measures the charge excitations, and the anti-bonding sector measures the spin excitations.
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1.3.2 Sine-Gordon Model and Opening of a Gap

The starting point is the sine-Gordon model for L. — oo of one bosonic field defined
by

~ N2
H= ;T/de (9()) +%<@<x))2 + (2ji)2 cos (2V3p(x)) . (1145)
As discussed in the previous subsection, this model, for example, describes the low-
energy effective field theory of excitations in the anti-bonding sector of an interacting
ladder system. The non-quadratic nature of the model precludes a direct solution.
To determine whether the cosine potential is a relevant perturbation of the TLL
leading to the opening of a gap can be answered for small values of g in terms of a
renormalization group flow.

The main idea is that the for g = 0, the model is free and correlations of the vertex
operator are algebraic functions

a’K
R(z —y) = (elaV2elw)gmiav2éuy ( - ) . (1.146)
[z =yl

This correlator is invariant under the rescaling of the physical length scale, o =
ae’’, which induces an equivalent rescaling of the positions z’ = e «. By adding a
small interaction g, it can be studied how this property of the correlation function
remains unchanged. In particular, if the interaction is irrelevant, the properties of the
model at long distances should be similar to those of the unperturbed TLL model
with possible renormalized Luttinger parameters, K’. However, if the interaction
is relevant, the quantum field becomes pinned to the classical minima of the cosine
potential at long distances (p(z — 00)) ~ ¢, and the system has a finite gap. In this
case, the correlation function in Eq. (1.146) decays exponentially and is no longer
scale invariant.
Studying the influence of a small g requires an expansion of the exact correlation
function in orders of g. This is typically performed using the Euclidean path integral
formalism [40], and details can be found in [47]. After a lengthy calculation, the
expansion of the correlation function up to second order in g is given by

2 22 Ood 3—4K
R(ZL‘ _ y) — @ KF(z—y) (1 + CLQF(ZL‘ _ y) g /T (Z) )

2m2u? | a \a
(7

where F'(x — y) is the bosonic correlation function

Fla—y) = 2 ()6())

For small g, this becomes

o0

~ o~ 02K gF(z— — 92K2 g r STk
Rlz—y)~e wre), K€H_K_27r2u2/a<a)

[e3%
which is of the same form as for ¢ = 0 in Eq. (1.146), but with K 4 replacing K.
Requiring the correlation function to stay invariant under a rescaling of the length
scale a — o’ = ae® for small §l < 1, it is found that the coupling parameters K
and g have to transform according to

9(@)*K(a)?
2m2y2

K(o') = K(a) — 6, g(a')? =g(a)? (1+ (4—4K(a))dl) .
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Defining the dimensionless coupling y = ¢g/(wu) and p = 2(K — 1), and assuming
Y, p < 1, this transformation implies the renormalization flow equations

dfjll) — (1), di(ll) = —p(Dy(l) (1.147)

which defines the coupling parameters at the scale a(l) = age'.

The renormalization flow has the following interpretation: if the cosine potential is
an irrelevant perturbation of the TLL, the coupling y(I) should flow to zero at a
length scale I*. Because the flow of p(I*) stops when y(I*) = 0, the system behaves
similarly to an unperturbed TLL with a renormalized Luttinger parameter K (I*) at
distances greater than [*.

However, if the perturbation is relevant, the coupling y(I) increases and eventually
violates the assumption of y <« 1 and the flow breaks down for y(I*) ~ 1. In the
strong coupling limit with |y| — oo, the true ground state has to be an approximate
eigenstate of the @(z) operator with eigenvalue minimizing the cosine potential,

ycos(@) |¢g) = ycos(eg) l¢g) »  yeos(wy) <0,

By expanding the quantum field around this semi-classical value ¢(x) = ¢, + d@,
the cosine potential can be approximated by

yu > ~ 2?/7/” 2
50 /daﬁ cos(V8p(x)) ~ 7 /dx 0p*(x) .

Thus, the sine-Gordon model becomes a massive bosonic field with a gap A ~

uy/y/ .

The gap of the system also flows under renormalization according to A(l) = ! A(l =
0). Using y(I*) ~ 1 as the scale of where the strong coupling limit becomes valid,
the gap at the original scale with I = 0 is given by

A(l=0)=eAl) ~ e’l*g Y1) ~ et A,

Returning to the renormalization equations (1.147), the flow trajectories are shown
in Fig. 1.19. If p > 0 and |y| < p, the coupling y flows to zero, and the sine-Gordon
model is effectively a gapless free boson. However, for |y| > p and p < 0, y # 0, the
coupling y always flows to the strong coupling limit. The line 0 < p = |y| is a special
line with the parameters flowing to the self-dual point of p = y = 0.

In the case of interacting fermions on the quantum ladder, the sine-Gordon model
describes the anti-bonding sector v2p_ = ¢, (z) — @,(z). A pinning of the field
¢_ = ¢, implies an ordering of the relative density p_(z) = p,(z) — p,(x) of the a
and b fermions in the ladder [47]

p_(x) ~ pycos(2kpxz — 2q) -
This ordering breaks the translation invariance of the lattice but not the other
global symmetry of the system. In particular, the global U(1) symmetry is unbroken

even with strong attractive interactions, in accordance with the Mermin-Wagner-
Hohenberg theorem [48-50)].

In Chapters I and II extensions of the sine-Gordon model appear as effective descrip-
tions of the ground state. By performing a renormalization group analysis similar to
the one presented here, relevant parameters are identified for a first classification of
the phase diagram.
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Figure 1.19: Flow field of the renormalization equations (1.147). The red-colored region
flows to the gapless point with y = 0. The blue-colored region flows to the strong coupling
limit. The violet-colored region first flows towards weak coupling, but ultimately flows to
the strong coupling limit, similar to the blue region.

1.3.3 Basics of Conformal Field Theory

The TLL discussed in the previous subsection is an example of a Conformal Field
Theory (CFT) [67]. A CFT is a gapless quantum model that is invariant under the
large class of conformal transformations. On the two-dimensional Euclidean world
sheet, which generally describes one-dimensional quantum matter, the conformal
group is generated by an infinitely large algebra. Let z = x + iy the complex,
holomorphic coordinate of the two-dimensional world sheet, and z = = — iy the
(independent) anti-holmorphic variable, every holomorphic function f(z) generates
a proper conformal transformation

w=f(z) and w = f(z), 9.f(z) = 0.f(2) = 0.

Simple examples of conformal transformations are rotation and scaling with f(z) =
(z with 0 # ¢ € C, or translations f(z) = z + a.

The conformal group induces a representation on the quantum fields of the theory,
which also has an infinite number of generating operators. In general, this set of
operators is very restricted and is known as the Virasoro algebra [67, 169]. The
existence of the Virasoro algebra allows the extraction of many exact statements
regarding the low-energy theory of the quantum system. For example, it is found
that the theory can be described in terms of highly symmetric quantum fields, known
as primary fields v, (z, ) and every other quantum field can be generated from these
primary fields by the application of the Virasoro algebra.

At the level of correlation functions, conformal invariance is reflected by special
transformation rules of the correlator under conformal symmetry. Taking a simple
scaling w = bz with b € R, the correlation function of a set of operators transforms
as

(W1 (21,21) oo (2, 2,)) = O] L [B]57 () (b2y,07)), -, 0, (b2, D,,))
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where A, is the scaling dimension of the quantum field 1,,. For a two point function,
this is already enough to be completely fixed to

_ _ C
G(21,29) = (Y1 (21, 21) 2 (29, Z9)) = 5@,@%-

Every n-point function is generally a homogeneous function, which is further fixed
by invariance under additional conformal transformations.

Because every quantum field can be generated from the primary fields in a CFT,
the scaling dimensions of such descendants are fixed by the scaling dimension of the
primary field and the algebraic structure of the Virasoro algebra. In addition to the
scaling dimensions, the Virasoro algebra defines the central charge ¢, which is an
anomaly of the quantum field theory. This number has no influence on the structure
of the correlation functions, but its existence permits the ground state to be invariant
under the full conformal group. The central charge appears, for example, in the final
size correction of the energy density or in the entanglement structure of the ground
state, as discussed in Subsection 1.4.2.

Thus, one of the main aspects of a CFT is identifying the primary fields and their
associated scaling dimensions as well as the central charge c. In the following, three
simple examples that are important for this thesis are presented.

Free Boson

The TLL encountered in Subsection 1.3.1 is described by a free bosonic field with
a Hamiltonian given by Eq. (1.137). This theory is gapless and thus invariant un-
der conformal transformations [169] as discussed above. However, the correlation
function of the bosonic field ¢(z, z) is logarithmic

(62, 2)p(w, w)) ~ —log ((z —w)(z —w)) ,

compare also Eq. (1.130), and the bosonic field is not a primary field. By taking the
holomorphic derivative, the correlation function becomes algebraic and one finds

Ny m oA, 1
(0.9(2,2)0,0(w, w)) ~ m
and similar for the anti-holomorphic derivative. Thus, the primary fields are 0,¢(z, z)
and 0;¢(z, z) both with scaling dimension A = 1. In addition, it is found that every
vertex operator ¢'*?(%%) is a primary field with a scaling dimension K a? /4 and the
free boson has infinitely many primary fields. To complete the CFT data, the central
charge is ¢ =1 [67, 169].

Critical Ising model

Another simple CF'T is the critical Ising model. The critical Ising model emerges
in the transverse field Ising model discussed in Subsection 1.2.1 at the interface
between the two gapped phases at J = g. This CFT has a central charge of ¢ = 1/2.
In contrast to the free bosonic field, the Ising CF'T has only two non-trivial primary
fields. The first is the energy density e which has a scaling dimension of A, = 1
and the second field is the local magnetization o, which has a scaling dimension
of A, = 1/8. Under the Z, symmetry of the Ising model, the energy operator
€ transforms trivially, whereas the magnetization o changes sign. In terms of the
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macroscopic theory, this transformation implies the following identification of the
microscopic variables with the primary fields

Based on this identification, it is expected that the correlation function of the Pauli-
X operators decay as

1 1

— . 1.148
J—kPA, =R (1.148)

{oFai) ~

This expected decay behavior is shown in Fig. 1.20.

100.0 100.5 101.0 101.5 102.0
|7 — Kl

Figure 1.20: o7 correlation function in the Ising model at the critical point J = g.

An explicit effective low-energy Hamiltonian describing the critical Ising model is
the ¢* theory. In particular, the Ising model appears at the massless point g = 0 of
the Hamiltonian

H= / dz (0,3(x))? + 93(2)? + Ap()*, (1.149)

where @(x) is real quantum field, and A > 0. The Z, Ising symmetry is implemented
by the transformation @(x) — —@(z) which leaves the Hamiltonian invariant.

In a semi-classical picture, the potential V() = m2¢? 4+ A\¢* is minimized by ¢ = 0,
if g > 0, which is invariant under Ising symmetry. In the quantum picture, the ground
state obeys @(x)|0) &~ 0 which is a unique symmetry-respecting state. For g < 0,
the potential has two minima at ¢, = 4+/—2)/g, which are transformed into each
other by the Ising symmetry. At the quantum level, these two minima correspond
to two ground states with the property ¢(z) ¢, ) ~ ¢, |¢.), and the system breaks
the Ising symmetry. At g = 0, the two minima merge at ¢ = 0 and the critical Ising
model emerges. The two primary fields are given in this representation as € = %2
and o = ¢ and are relevant perturbations of the critical Ising model.

Tricritical Ising Model

Adding a @°® term to the low-energy effective Hamiltonian in Eq. (1.149)

H = [d00,5(0)) + 950 + Ap()* + X,5(0)°, (1.150)
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Figure 1.21: Sketch of the TCI phase diagram. At the purple dashed line A = 0, the blue and
red lines are the symbolic lines where the model has a critical Ising transition and FOPT,
respectively. (a) For A > 0 and g < 0 there are two minima of the potential V() that break
the Ising symmetry. (b) Crossing the blue line, the two minima merge at g = 0 forming a
unique symmetry restoring minimum at ¢ = 0. At g = 0, the model becomes the critical
Ising model. (¢) For A\, g < 0, the model also breaks Ising symmetry with two local minima.
(d) By crossing the red line, a FOPT, the two minima increase in energy, and the minimum
at ¢ = 0 becomes the new global minimum. At the point where the blue and red lines merge
(g = A =0), a triple point emerges, with three different minima merging, hosting the TCI
model.

where Ay > 0 and g, A € R, allows for a richer phase diagram. A semi-classical
analysis of the minima structure of the potential V() reveals that, for A > 0, the
system behaves similarly to the Ising case. In particular, for g > 0 the system has a
unique, symmetry-respecting minimum, whereas for g < 0 there are two minima ¢__
that break Ising symmetry. At ¢ = 0, the two minima merge and the critical Ising
model emerges.

The situation is different when A < 0. For g < g¢,., the potential still exhibits two
minima at ¢, # 0. However, by approaching the point g,, these two minima increase
in energy, and at g = g, the potential has three minima at ¢, and ¢, = 0. A further
increase in g leads to ¢, being the unique symmetry-restoring ground state, with
the previous minima ¢, becoming local minima with higher energy. This form of
transition is called a First-Order Phase Transition (FOPT) with no CFT emerging
at g = g.. The phase diagram is sketched in Fig. 1.21. At the point g = XA = 0, the
three local minima merge, and the Tricritical Ising (TCI) model emerges [170]. As a
CFT, this model has a central charge of ¢ = 7/10 and four non-trivial primary field
operators: two energy operators € and ¢ and two magnetization operators o and o’.
For example, the scaling dimension of the magnetization o is given by A, = 3/40.

In Chapter II, a model based on Josephson Junction arrays is presented that realizes
a combination of the free bosonic field and the TCI model.
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1.4 Entanglement

The previous Sections 1.2 and 1.3 discussed the different phases that appear in
one-dimensional quantum matter and introduced tools to determine the phase of a
given model. These tools include local observables, such as the order parameter for
symmetry-broken phases and the algebraic decay of correlation functions for gapless
phases. This section introduces another tool that can be used to gain additional
insights into the state of a quantum chain: quantum entanglement.

Quantum entanglement is a resource that defines how different regions of a quantum
mechanical system are correlated with each other and is one of the key properties of
quantum matter that distinguishes it from classical systems. This correlation results
in uncertainty about the state of sub-region A after measuring the state of the rest of
the system. The remaining part of the quantum state defined on A is described by a
density matrix p which defines the distribution of the possible states of the reduced
system. Although similar to a classical thermodynamic ensemble, this distribution
has some fundamentally different properties [171-177].

As bosons and fermions are equivalent to spins in one-dimensional systems, see
Subsection 1.1.5, this section focuses mainly on the case of spin chains.

1.4.1 Reduced Density Matrix and Entanglement Spectrum

Consider a spin chain with a local Hilbert space dimension dim(#(},.) = d and
length N. The indices of the chain are denoted by J = {1,..., N}. The chain can
either describe a chain with open boundary conditions at the end or closed to a ring
with periodic (twisted) boundary conditions.

Splitting the set of indices J into two consecutive parts A and B

J=AUB, A:={1,..,1}, B:={l+1,..N}. (1.151)

defines a bipartition of the chain. The length of the bipartition is measured as
the length of sub-region A given by |A| = [. In the case of open boundaries, this
bipartition cuts the chain along the bond (I,1 4 1), whereas for a ring, it results in
two cuts at (N, 1) and (I,{+ 1), as shown in Fig. 1.22.

Figure 1.22: Bipartition on a one-dimensional chain. (a) Cutting an open chain at the bond
(I,l + 1). (b) Cutting a ring at two bonds (N,1) and (I,I + 1). In both cases, the two
constituents have lengths |A| =1 and |B| = N — .

The bipartition (1.151) induces a decomposition of the many-body Hilbert space as

}[:}[A®‘?[B7
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where the states defined on # 4, have support only on the sites contained in sub-
region A and are similar for H 5. A generic many-body quantum state [¢)) € K can
be represented with respect to this bipartition as

07

max

) =30, [ @F) =Y o, [Ud) @ [0F) . (1.152)

a,b a=1

where |1/1;4((b])3)> forms an orthonormal basis set on the two sub-Hilbert spaces # 4 and
H . This equation is known as the Schmidt decomposition [61, 178, 179] and the
singular values o, are positive and real. The second equal sign in Eq. (1.152) is ob-
tained by performing a Singular-Value Decomposition (SVD), see also Appendix A,
on the coefficient matrix ¥ = UX V1 followed by absorbing the unitiaries U and Vin
a redefinition of the basis states |2') and [1)Z). Assuming the state to be normalized
() = 1, it follows Tr[WT¥] =37 o2 = 1.

The bipartition 7 = AU B in Eq. (1.151) allows for the definition of the reduced
density matrix p, where G = A, B, which is obtained by forming the pure density
matrix p = |¢) (| followed by tracing out the states of the Hilbert space defined on
the complementary part G = 7\ G

pe =Trg (V) (Wl =D (p6)aa [¥5) WS . (1.153)

a,a’

Using the Schmidt decomposition (1.152), the reduced density matrix in equa-
tion (1.153) can be written in terms of the coefficient matrix ¥ as

pa=VUT =US2UT, pp=VT0=Vx2VT
and the two reduced density matrices are connected by a unitary transformation

Based on this equivalence, the remainder of this section considers only the reduced
density matrix of region A. Since the reduced density matrix is positive definite, it
is possible to define an entanglement Hamiltonian

Pa = exp (_Hent> . (1154)

Following this definition, the quantum fluctuations in the remaining quantum state
on region A described by the reduced density matrix p, are interpreted as thermal
fluctuations of a thermal ensemble described by the entanglement Hamiltonian at
temperature T = 1 [180]'%. The entanglement spectrum A, is defined by the eigen-
values of the entanglement Hamiltonian. Using equation (1.152), the entanglement
spectrum is related to the singular values of the quantum coefficient matrix ¥ by

0<o,=exp(—A,/2). (1.155)

Note that the reduced density matrix and the entanglement Hamiltonian have the
same symmetries as the quantum state |¥). In particular, let U = Hj u; be a global

unitary Abelian symmetry operator consisting of the product of local unitaries, and

16This is to be understood only as an analogy as quantum fluctuations are fundamentally different
from thermal fluctuations.
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let Ul) = €'? [1p) for some phase ¢. The reduced density matrix of |) becomes
block diagonal and can be written as

Pa = ZZ (pz)a,a’ |wﬁ,a> <¢£7a” .

n a,a’

The states [¢);} ,) form representations of the symmetry U, = ]_[jE A U5

U l¥na) = en

Via) -

Properties of the Entanglement Hamiltonian

The entanglement Hamiltonian provides deep insights into the correlations of the
many-body quantum state |¢)) and can be used to determine the different phases of
a quantum spin chain [181]. For example, if the chain is described by a CFT, the
low-energy part of the entanglement spectrum becomes universal and is completely
determined by the universal properties of the CFT [182, 183].

If the state |¥) is the ground state of a gapped Hamiltonian, the entanglement Hamil-
tonian becomes concentrated at the boundary of the bipartition [184]. Although not
universal in general for gapped states, the existence of additional degeneracies in the
spectrum can be used to detect SPTPs that where discussed in Subsection 1.2.2 [51—
54]. For example, consider the SPTP phase of unpaired MZM emerging in spinless
fermionic chains subjected to p-wave superconducting correlations [84] as discussed
in Subsection 1.2.3. Since the two MZMs are localized at the opposite edges of the
chain, their existence is reflected in a fractionalization of the fermionic parity oper-

ator
N

j=1
The parity symmetry of the Hamiltonian induces the same symmetry on the entan-
glement Hamiltonian which can be written in general as

Hent = Z ()‘a,Jrl |Oé, +1> <O‘? +1| + )‘a,fl |Oé, _1> <Oé, _1’)

[e%

where |a, p) denotes the eigenstate of H,,, with parity p. In [53] it was shown that
the fractionalization of the parity operator is a generic feature of this SPTP of
fermionic quantum chains, and leads to an exact double degeneracy of the entan-
glement spectrum A, ., = A, _;, whereas this degeneracy is absent if the system is
trivial. Figure 1.23 shows the entanglement spectrum for the KHM from Eq. (1.110),
repeated here for completeness

Nl N N-1
— T Tor M ~ ~
Hyy = Z (—ijCjH —Apcieig + h.C.) -3 ij +U ijpj+1 ,  (1.156)
g=1 j=1 j=1

where cjm annihilates (creates) a spinless fermion at site j. This model enters the

SPTP for the correct choice of parameters; see also Figure (1) of [148]. In gen-
eral, such degeneracy can also appear for symmetry-broken states if the entangle-
ment Hamiltonian is calculated with respect to the symmetry-restoring basis from
Eq. (1.56). However, the degeneracy can be removed by passing to the symmetry-
breaking basis.

In Chapter I the double degeneracy of the entanglement spectrum is used to identify
the non-trivial SPTP in an interacting fermion ladder.
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Figure 1.23: The first twenty values of the entanglement spectrum of the KHM, Eq. (1.156),
measured at half the system size. In both panels, the size of the chain is N = 100 and w = A ,
p = 1.6w with U = 2w in panel (a), and U = 0.6w in panel (b). The eigenvalues are labeled
by the parity of the eigenstate of the entanglement Hamiltonian, with blue denoting an even
parity and red denoting an odd parity of the state. The large interaction in panel (a) leads
to the formation of an insulating trivial state with a unique ground state and no degeneracy
in the entanglement Hamiltonian. In contrast, the interaction in panel (b) is chosen to place
the system in the fermionic SPTP, leading to a doubly degenerate entanglement spectrum.

1.4.2 Entanglement Entropy and Boundary Law

Various measures of entanglement can be defined based on the entanglement Hamil-
tonian and the entanglement spectrum. These measures are scalars that can be
used to quantify the entanglement between two sub-regions and can be used as a
tool for distinguishing different phases of matter. As a prominent example, the von-
Neumann entanglement entropy, or simply entanglement entropy in the following,
of the sub-region G is defined by

Xmazx

S(G) = =Trlpglog(pg)] = D Aae =, (1.157)

a=1

where the second equation follows from rewriting the sum in terms of the entan-
glement spectrum A, introduced in Eq. (1.155). For the bipartition considered in
Eq. (1.151), it follows from the unitary equivalence of the two reduced density ma-
trices p,4 and pp that the entanglement entropy of both subsystems is equal

Consequently, the entanglement entropy depends only on the length of the subsystem
|A| = [ and the total length of the chain N. In this case, the entanglement entropy
is denoted by S(I).

The entanglement entropy is maximized by a many-body state with a flat distri-
bution of possible Schmidt vectors along a given cut (1,1 + 1). For a quantum spin
chain of length NV with local Hilbert space dimension d, a flat distribution of Schmidt
values, Eq. (1.152), means

o,=d",

where the state [¢) is assumed to be normalized, and [ < N /2. This follows from the
fact that the coefficient matrix ¥ in Eq. (1.152) has a maximum rank of d'. Inserting
this flat entanglement spectrum into the formula of the entanglement entropy (1.157)
gives

S(A) = llog(d) . (1.158)
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It was conjectured by D. Page [185], and later proven [186-188], that a normalized
quantum state drawn randomly from the full many-body Hilbert space J has an
entanglement entropy close to this maximal possible value, at least if 1 < [ < N /2.
Thus, a random quantum many-body state has an entanglement entropy which is
expected to growth with the length of the subsystem A

S(A) ~|A]. (1.159)

It is expected that the eigenstates of a many-body Hamiltonian from the middle of
the spectrum behave chaotically and therefore realize this volume law, except for
special cases [25]. In contrast, the ground states and low-lying excitations of a typical
one-dimensional Hamiltonian exhibit vastly different behaviors for the entanglement
spectrum and, thus, the entanglement entropy. As introduced in Subsection 1.1.3, a

A= : B :=

Figure 1.24: Bipartition of a quantum chain, similar to Fig. 1.22(a). The blue lines represent
the entanglement between pairs of spins in the ground state of a short-range Hamiltonian,
with the opacity denoting its strength. The contribution to the entanglement entropy of
spins close to the cut is larger than that of spins that are more distant.

typical Hamiltonian H in one-dimensional quantum chains can either have a spectral
gap A > 0 or be gapless and described by a CET [67].

If the spectrum has a finite gap, the ground state is only short-range correlated,
with all correlation functions decaying exponentially [65, 66]. The property of being
only short-range correlated also implies that such a ground state has only short-
range entanglement [52, 54, 119, 189, 190], where the entanglement through a cut
at (I, + 1) can only be created by spins that are close to the cut, as illustrated in
Fig. 1.24.

As a consequence, the entanglement entropy converges to a constant with respect
to the size of the sub-region A

S(I) ~ const, for 1 <l < N. (1.160)

This is known as the boundary law of entanglement entropy [191-193] because S(I)
is not proportional to the volume of the block A, as in the case of a random state, but
rather to the size of the boundary 0 A, which is a simple constant in one-dimensional
systems. It also demonstrates that the states realizing the ground states of gapped
Hamiltonians are very special and different from the vast majority of generic states
in the many-body Hilbert space, a situation visualized in Fig. 1.25.

Taking as an example the TFIM introduced in Eq. (1.51)

N—1 N
— " xT z
Higy = —J Y 0505 —g) 07
=1 =

As discussed in Subsection 1.2.1, the TFIM is in a gapped phase with a unique
ground state for g/J > 1. This results in an entanglement entropy that initially
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S(l) ~ const

Figure 1.25: The states fulfilling the boundary law of entanglement Eq. (1.160) only occupy
a small region in the full many-body Hilbert space.

increases with the length [ of sub-region A until it reaches a system-size-independent
plateau, as demonstrated in Fig. 1.26(a).

If the Hamiltonian is gapless and the low-energy sector is described by a CEF'T, the
entanglement entropy violates the boundary law (1.160). However, the violation is
in the weakest possible way by adding only a logarithmic correction [194, 195]

S(l) ~ c’gwt log (d:’ N)> + 5. (1.161)
ut

C

Here, c is the central charge of the underlying CF'T, and n,,, is the number of cuts
necessary to perform the bipartition 7 = AU B, with n_,, = 1 for an open chain, as
shown in Fig. 1.22(a), and n,, = 2 for a ring, as shown in Fig. 1.22(b). The function
d(l,N) is called the chord distance

ON
d(l,N) = “sin (%l) , (1.162)
T

which appears when mapping the CFT from a plane on a finite cylinder [195].

Figure 1.26(b) shows the entanglement entropy for the TFIM at the critical point
g = J. At this point, the low-energy part of the spectrum is described by a CFT
with a central charge of ¢ = 1/2, known as the critical Ising model. By plotting the
entanglement entropy against the chord distance, the different system sizes collapse
to the universal logarithmic law (1.161) with the correct prefactor of 1/12 = 1/2-1/6.

The reason for the boundary law in Eq. (1.160) for gapped ground states or the
logarithmic law in Eq. (1.161) for a CET lies in the structure of the entanglement
spectrum. For a random quantum state, the distribution of the Schmidt values o,
and thus the distribution of the entanglement spectrum, is nearly flat, while the
Schmidt values are expected to decay exponentially in the case of ground states.
The crucial difference between the gapped and gapless cases is that the Schmidt
values for a gapped system decay rapidly and become nearly system-size-independent
with non-universal values. However, for a gapless chain, the entanglement spectrum
becomes dense for N — oo with a universal structure encoding further data of the
underlying CFT [182, 183].

1.4.3 Excited States and Higher Dimensions

The final part of this section considers the generalization of the ideas presented
previously to higher dimensions and excited states. For excited states, one finds that
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Figure 1.26: Entanglement entropy of the transverse field Ising model plotted against the
chord distance d(I, N) from Eq. (1.162). (a) For g/J = 1.2 the model is gapped with a
unique ground state. As expected, the entanglement entropy converges to a small constant
for all system sizes. (b) For g = J the model is gapless with the long wavelength fluctuations
being described by the critical Ising model with a central charge ¢ = 1/2. In this case the
entanglement entropy follows the universal logarithmic behavior of Eq. (1.161). The light-
blue curve is a fit by the eye with s, ~ 0.24.

low-lying excitations have an entanglement entropy that grows logarithmically [196,
197] in the length of block A similar to the entanglement entropy of a critical system
in Eq. (1.161). This result is based on the idea that a low-lying excitation can be
generated by the application of local operators from the ground state [64, 198], which
is similar to the Fourier sum proposed by Bijl, Feynman, and Cohen [199-201].

In higher dimensions, some of the ideas presented previously have appropriate coun-
terparts. The bipartition considered in a D-dimensional quantum many-body system
is typically a region A with volume |A| and a closed boundary of length |0A|, as
illustrated in Fig. 1.27. A result which directly generalizes to the D dimensional case
is the volume law of Eq. (1.159) for random states [185—188]

S(A) ~ |A].

The boundary law for gapped systems is more subtle. Here it was conjectured, and
proven for the related quantity of the mutual information, that the entanglement
entropy of a gapped quantum many-body system fulfills the modified boundary
law [189, 191-193, 202, 203]

S, ~ C|OA| + %Blog(yaA\) , (1.163)

where n g represents the number of Goldstone bosons [204-206] appearing in sym-
metrically broken systems in D > 2 dimensions. For gapless systems, it was conjec-
tured, and actually proven for Fermi surfaces [207, 208], that the area law obtains a
multiplicative logarithmic correction [192]

Sa ~ log(|A])|9A] .

Another exotic behavior that is absent in one dimension is the formation of topolog-
ically ordered states [128, 129]. These states are gapped phases without symmetry
breaking. Thus, they follow the boundary law in Eq. (1.163) with ng = 0. However,
these states also allow for fractionalized quasi-particles with non-trivial braiding
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Figure 1.27: Bipartition on a two-dimensional lattice defined by the area shaded in blue,
separating region A from B. The boundary of region A is JA.

statistics, also known as anyons [128, 129]. As a result, the boundary law is cor-
rected by a negative constant 7;,,,, which depends only on the possible anyons of
the topological ground state [209]. On the level of the entanglement Hamiltonian,
this amounts to an additional universal boundary theory living on the virtual cut
separating region A from B [210] and investigating the properties of this boundary
theory can help in understanding the topological nature of the phase [211, 212].

1.5 Almost Strong Zero Mode

Subsection 1.2.3 discusses the appearance of MZMs in the topological regime of
the Kitaev chain model. These MZMs, denoted by I', /by are Majorana operators
exponentially localized to the edges of the chain, as expressed in Eq. (1.97), and
represent a non-local fermionic degree of freedom cp =T', —I',.

The existence of a non-local fermion leads to a double degeneracy of the ground
state in the Kitaev chain. Moreover, based on the exact commuting properties of
the MZMs [, Hgitaev)] = 0, the degeneracy is not limited to the ground state but
applies to the entire spectrum. Any eigenstate of the system with a given parity
can be created from one of the two ground states using arbitrary applications of
the Bogoliubov quasi-particle creation operators f:l defined in Eq. (1.96). Owing to
the non-interacting nature of the Kitaev Hamiltonian, these quasi-particles are not
influenced by the occupation of the fractionalized fermion cp =T', —il',.

At finite interactions, the quasi-particles begin to interact, and the MZM hybridizes
with the bulk. If these interactions do not drive the system through a quantum phase
transition, the ground state remains topologically degenerate. However, this is not
necessarily the case for higher-excited states.

The aim of this section is to provide a brief introduction to the concepts of the
Strong Zero Mode (SZM) and Almost Strong Zero Mode (ASZM), which will be the
main topic of Chapters [V-VI. While the SZM is a generalization of the Majorana
Zero Modes (MZMs) found in the Kitaev chain, the ASZM is the smooth connection
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of the SZM to interacting, non-integrable systems. The basic setting is a quantum
chain of N lattice sites populated by spinless fermions described by a many-body
Hamiltonian that only commutes with the fermionic parity!”

N
PHP=H, P=]]e™,
j=1
defining a Z, symmetry.

1.5.1 Strong Zero Modes — Definitions and Results

A Strong Zero Mode (SZM) is a Hermitian operator I' acting on the many-body
Hilbert space H of the quantum chain which has the following properties [213-220]

C.1 Normalizability: I'? = 1

C.2 Anti-commutation with the parity operator: {T", ]5} =0

C.3 Localized at position j

C.4 Commuting with the Hamiltonian for N — oo: [H,I'] = R, ||R|| ~ e *N

Condition C.1 and C.2 implies that I' is a Majorana operator connecting a state
with a given parity p with a state of flipped parity p = —p and the two states are
orthogonal

(¢ Tleh,) = 0.

The localization property C.3 requires that there exists a local operator 5j acting
only at site 7 which can be expanded as

6, =ANI+Y @, .0, Jlim A(N)=A4>0 (1.164)
? —00
n
where Oj together with I' form a complete set of operators acting on the many-body
Hilbert space . Assuming this set to be orthogonal with respect to the Frobenius
scalar product from Eq. (1.9)

(04, 0;) : Tr [0,0!] =6,,, (IO;) =0, (1.165)

1
" dim(H)
the constant A(N) can be obtained by calculating

A(N) = (6

7

T .

The final condition C.4 imposes a pairing of eigenstates of odd and even parity.
Given an eigenstate |n, p) with energy F,, and of parity p it follows

Hl |n,p) =TH|n,p) — |H,T'||n,p) = E,I'In,p —R n,p
n,p) In,p) — [H,T]|n,p) In,p) — R |n,p) (1.166)

N—oo
—— E,T'|n,p) .

Thus, in the thermodynamic limit N — oo, the state I'|n,p) := |n,p) is a valid
eigenstate of opposite parity p = —p with the same energy E, and the spectrum of
H consists of two degenerated towers.

17 The ideas presented in this section generalize to arbitrary finite-symmetry groups Z,,. The
case n = 2 was chosen to reduce the complexity of the notation and also because of its connection
the Majorana Zero Modes (MZMs) of Subsection 1.2.3.
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Figure 1.28: First ten excitation energies of the Kitaev chain model, Eq. (1.167), for (a) in
the SPTP with p = w, and (b) in the trivial phase with u = 3w. The energies are sorted
with respect to the parity P of the corresponding eigenstate, with red (blue) representing
states of odd (even) parity.

Take as an example the Kitaev chain model in Eq. (1.87) with w = A, repeated
here for completeness
~ i e
Higiaow = =0 Y_ (e —¢;) (i1 +¢ji1) =5 DBy (1.167)
j=1 j=1

If |u| < 2w the chain is in an SPTP. Figure 1.28 shows the eigenstates of the Kitaev
chain for a parameter point in the SPTP (panel (a)) and for a parameter in the trivial
phase (panel (b)). While the trivial region has no degeneracy in the spectrum, the
energies in the topological regime are degenerate for all states owing to the existence
of the two edge-localized Majorana operators. Focusing on the left end of the chain
and sending N — o0, the relevant operator is given by

w

Fa:NZe_Mfyjﬂ, A= —log (‘HD , N?2=e2 1. (1.168)
=1
which commutes with Hy;;,., and is localized to the left edge of the chain with

Yo =NTa+ (& +&). (1.169)

The fermion operator ¢; is a linear combination of all the gapped Bogoliubov quasi-
particle states and was defined below Eq. (1.105). Since the normalization constant
N is finite in the thermodynamic limit, I', is a valid SZM localized to the left edge
of the chain'®.

In the remainder of the section it is assumed that the SZM, if existent, is localized
to the left site of the chain such that

Na=AT+& +8 (1.170)

holds, with ¢, representing the contributions from bulk excitations, similar to the
Kitaev chain example.

18 Note that an equal conclusion is possible for the right edge of the system by replacing ', with
Iy and ~q , with vy .
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Autocorrelation function

The existence of the SZM and the induced towers of degenerate eigenstates have
strong implications for the dynamics of specific operators. A useful tool in this con-
text is the Autocorrelation Function (ACF), a physical property that, for example,
appears in the study of response functions [221, 222]. The ACF of an operator 0
with respect to the energy eigenstate |n,p) of parity p is defined as

C, ,(0,1) := (n,p|OOt (t)|n, p) (1.171)

where O( t) = eftH Oe—itH denotes the Heisenberg time evolution. In the following,
it is assumed that the operator O anti-commutes with the parity symmetry P and
that only overlaps of the type (n, p[O\m, p) with p = —p are non-zero.

Inserting a resolution of the unity 1 = >~ |r,p) (r,p|, the equation for the

ACF becomes

p=+1

=> !<n,plé!r,z‘9>\2 " Enp=Frp) (1.172)
'

For a generic operator and state |n, p) a large number of matrix elements (n, p|O|r, p)
are non-zero, and the sum in Eq. (1.172) results in a fast exponential decay C,, ,(t) ~
e Y7 with the lifetime 7 of the order of unity, owing to the incoherent addition of
all these terms. The situation is different if an SZM exists, where (n,p|I'|n,p) = 1

and E, , — E, ; = AE, ~ ¢ holds. In this case, the ACF for I evaluates to

Cp(Ts1) = |(n, p[Tn, p)[* €A En + Z n,p[T|r, p)|* € Enp=Erp)
e (1.173)
N—o0 ~
1+ Cn,p(t> 5

where é(n,p)(t) ~ e~ */7 collects all r # n contributions that add up incoherently.
It is found that the ACF saturates to one in the long-time limit, independent of the
state |n,p).

The single state ACF defined in Eq. (1.171) is extended to finite temperatures by

C4(0,1) Z > e PR (C,,(01)) = (010(t)),, - (1.174)
n p=+1
Here, = 1/T'is the inverse temperature, R(z) denotes the real part of the complex
number z and (A|B) 5 is the finite temperature scalar product of operators [221-223]
-~ 1 - ~ - A A
- —BH [ At t = At T
(AlB), = s Tr [e?H{A,0}], {A1,0}=At0O+0AT.  (1175)
Calculating the temperature dependent ACFEF for the SZM follows directly from
Eq. (1.173)
. ~ t—o0
lim Cy(I',t) =1+ Cy(t) —— 1. (1.176)
N—oo
Ne*t/"'
It is found that the long-time limit is independent of the temperature of the sys-
tem. For finite sizes, the equation exhibits long-time oscillations induced by the
exponentially small finite-size splitting between the two parity towers.

Using the relation between the SZM and the edge Majorana operator v, , from
Eq. (1.170) together with Eq. (1.176), the long time limit of the ACF for , , becomes

. ~ t—o00
Jim Cylyrt) = AP + Cylt) = |AP, (1.177)

Ne*t/r
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where éﬂ(t) collects all contributions from bulk excitations. Figure 1.29 shows the
ACF for infinite temperature 8 = 0 of the edge Majorana operators 7, , and 7,
for the Kitaev chain in the topological and trivial regimes, respectively. In the topo-

1.0 1.0
— 0.51 ;\ ___ 0.51
) =
O 0.0 O 0.0
Vi
—0.5{=7,, —0.5
102 107" 10° 10' 10 102 10" 10° 10" 102
wt wt

(a)

(b)

Figure 1.29: ACF at infinite temperature of the two edge Majorana operators v, , and v,
with w = A, for u/w = 1.6 (topological) in panel (a) and p/w = 2.6 (trivial) in panel (b).
The purple line in panel (a) represents the theoretical limit lim, ., Cs_ (71 4.t) = N2

logical regime, 7, , receives a finite contribution from the SZM, thereby satisfying
Eq. (1.170), while v, ; only has contributions from bulk excitations. As illustrated
in Fig. 1.29(a), within this regime, the ACF of 7, , shows a rapid exponential decay
on a timescale approximately equal to ¢, ~ w. Conversely, the ACF of v, , stabilizes
at a constant value determined by N? defined in Eq. (1.168). By contrast, in the
trivial regime, Fig. 1.29(b), the ACF for either of the two Majorana operators decays
exponentially at times of ¢, ~ w.

1.5.2 Away from Integrability

The existence of the SZM has only been demonstrated in integrable systems [84, 224].
In this case, the SZM can always be related to the MZMs that appear if the model is
in a non-trivial SPTP. Adding small terms that break the integrability preserves the
topological order, as long as no quantum phase transition is crossed. This implies a
stable degeneracy of the ground-state manifold with two ground states of opposite
degeneracy [£2,,). Consequently, the ACE still saturates in the zero temperature
limit (8 — o0) to a constant value for ¢ — oo. To arrive at this conclusion, note that
the finite temperature scalar product from Eq. (1.175) projects on the ground-state
manifold for § — oo

(Q,|]ATO + OAT|Q,) + (Q,|ATO + OAT|Q,)
4 )

(4,0)

B=00

and the operator v, ; can be written as
’Ya,l = A(|Qe> <Qa| + ‘Qo> <Qe|) +S/a,1 ’

where 7, ; collects contributions from the higher excited states. Combining the two
equations leads to
CB=00<71,0Jt> = |A’2 + ..

where the ellipses denote incoherent contributions from higher-excited states.

In contrast to the integrable case, the degeneracy of the ground state does not
imply the degeneracy of the higher excited states. In general, the ACF becomes
zero Cg(7y 4:t,) ~ 0 at a finite coherence time ¢,. One limit often considered in
the literature is the infinite temperature limit, where the finite-temperature scalar
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product in Eq. (1.175) is reduced to the Frobenius scalar product in Eq. (1.165). In
this limit, it was found that the coherence time of the edge Majorana operator v, ,
becomes finite, but still exceeds the coherence time of any bulk operator by orders of
magnitude if the system is in a topologically non-trivial SPTP. It was conjectured
that in this case the system has only an Almost Strong Zero Mode (ASZM) T’
which fulfills the conditions C.1-C.3 of the SZM but only nearly commutes with the
Hamiltonian [214]
0, H] =B, |[B||~e™

where n* denotes a constant proportional to the integrable breaking term. This is
related to the existence of an emergent U(1) symmetry, leading to long coherence
times ¢, ~ e™" and the ASZM is given by a local unitary rotation of .a-

Mapping to Single Particle Dynamics

An alternative approach for understanding the behavior of an ASZM was proposed
by Yates et al. [217, 218] who mapped the Heisenberg time evolution to the dy-
namics of a single particle on a semi-infinite chain. This mapping is based on the
generation of a series of operators that are orthogonal with respect to the finite-
temperature scalar product, Eq. (1.175). The series of operators is generated using
the Lanczos algorithm [221] applied to the commutator £(O) := [H, O], which is the
generator of the Heisenberg time evolution. In this basis, the commutator becomes
a tri-diagonal matrix, where the non-zero elements in this matrix can be interpreted
as the tunneling weights of a non-interacting artificial Hamiltonian.

Before considering the case of a system with an ASZM, consider a general one-
dimensional chain described by the Hamiltonian H. The aim is to calculate the ACF
of a generic operator O. Without loss of generality, assume that the operator is
Hermitian Of = O and normalized <OA|OA)ﬁ = 1. By setting 0, = O, O_, = 0 and
b, = 0, the Lanczos algorithm iteratively generates the new basis operators O,, by
the sequence

A =L0,_1 — bn710n72 )
by =/ (Aald,) (1.178)

O,=A_/b .

Note that O,, is an hermitian (anti-hermitian) operator if n is even (odd) and the
superoperator £ is hermitian as a map from operators to operators

(€Ol , = (Ol2T), .
The orthogonality is readily checked by induction.

The time evolved operator é(t) can be expanded in this orthogonal basis!?
o0
Ot) = ¢, [1)i"0,, ©;(0)=3,. (1.179)
n=0

By identifying the Lanczos operators with a single-particle basis i"0,, = |n), the
superoperator £ can be written in terms of an artificial single-particle Hamiltonian
(o0}
Hy, = b, In+1)(n|+he.. (1.180)
n=0
19 The reason to choose the factor i™ is that the combination i"(,, is a hermitian operator and
¢, (t) can be chosen as real valued functions.
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Under this mapping, the seed operator O becomes the boundary state |0). Thus, the
ACF becomes the time-evolution of a wave-package localized at the first site of the
artificial single-particle chain

C(0,1) = po(t) = (O~ e

0) . (1.181)

The complexity of the Heisenberg time evolution is now hidden in the exact sequence
of the Lanczos coefficients b,,, which is highly dependent on the seed operator O,
the Hamiltonian H and the inverse temperature S.

It is useful to recast the exponential Eq. (1.181) in terms of the Edge Density of
States (EDOS) defined as

vE (w) = (0]6(w — Hg,l0) . (1.182)

Using the EDOS, the ACF becomes a simple integral

[eo]

Cs(0,t) = /dwl/g(w) cos(wt) . (1.183)

—0o0

For infinite temperatures, the artificial Hamiltonian H, has been extensively studied
in the context of quantum chaos and scrambling [223]. There it was found that the
Lanczos sequence follows a universal growth [222, 223]

log(n)

for generic non-integrable one-dimensional systems and large n. In case of integrable
systems, the growth of the Lanczos coefficients becomes sub-linear or even saturates
to a constant

b, ~ A + by (1.184)

b, ~ An® +b,, §<1. (1.185)

In the artificial Hamiltonian Hg,, the universal growth results in an exponentially
fast delocalization of wave packages originally localized to the first lattice site [222];

thus, the ACF for generic operators and models decays rapidly.

Lanczos Series for Almost Strong Zero Modes

After discussing the general case, consider again a fermionic chain possessing an
ASZM represented by 7, ,. In particular, consider the case of infinite temperature
(8 = 0). In this limit, Yates et al. [217, 218] found that the artificial single-particle
Hamiltonian calculated with respect to v, , obeys a staggering of the hopping am-
plitudes b,,

b, ~ h, + (=1)"h, (1.186)

with h,, following the universal law in Eq. (1.184) for non-integrable systems and
Eq. (1.185) for integrable systems [217]. The staggered component 7Ln is positive
for small n, eventually decays to zero, and changes sign for some n*. Compared to
Subsection 1.2.2, particularly Eq. (1.73), the artificial single-particle Hamiltonian
represents an SSHM in a topological non-trivial SPTP of length n* dressed with a
background increase in the tunneling amplitudes and attached to a conducting semi-
infinite reservoir. However, when calculating the single-particle Hamiltonian based
on the (trivial) Majorana operator 7, ;, only a trivial staggering was found, and the
artificial single-particle Hamiltonian is in a trivial phase.



74 CHAPTER 1. PHASES OF QUANTUM MATTER IN ONE DIMENSION

In contrast to a pure SSHM in the topological limit, which supports exponentially
localized edge modes, the attachment to a conducting semi-infinite chain leads to
a finite overlap between the left edge state and the metallic bulk states. Originally
pinned to exactly zero energy, this hybridization leads to a continuum energy states
that are close to zero and the EDOS from Eq. (1.182) can be written as

v/ .

where 7(w) denotes an incoherent background. This behavior is demonstrated in
Fig. 1.30 in the simple case of attaching an SSHM of length n* to a homogeneous
semi-infinite chain described by

n*—1
H= Z —va;bj — wbj-aj+1 +h.c.— vaL*bn* — vbil*an*
=1
/ T T . (1.188)
—ubyCpayq —UCH by — U Z ¢jcjyq The..

j=n*+1

Based on this general consideration, it is found that the ACF of v, , decays expo-
nentially, where the lifetime 7 is defined by the width parameter ~ of the Lorentzian
peak in the EDOS

Cﬁ:o('h,aat) ~Ae 7t = 1/y.

In this picture, the limit of an SZM is understood as v — 0 and the EDOS becomes
vE o(w) ~ Ad(w).

, 10(],
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Figure 1.30: Edge density of states, Eq. (1.182), evaluated for an SSHM of n* = 6 unit cells
attached to a homogeneous lead. In panel (a), w = 2v places the SSHM in a non-trivial
SPTP with zero-energy states. The coupling to the lead with v = 1.5v results in a sharp
peak around zero energy. In panel (b), w = 0.5v with the SSHM being trivial, without any
zero-energy states. As a consequence, the coupling to the lead with v = 0.75v has no special
features around zero energy.

Consider as an example the KHM as defined in Eq.(1.110), with w = A, given by

N-1 N
Hyy = Y —w(c) = c;) (¢i1 +¢lir) + Uy — % > b (1.189)
J =1

Il
—

Figure 1.31(a) shows the Lanczos series of the KHM for U = 0.3w, pu = 0.2w, and
varying system sizes. After an early increase that is almost linear, and thus compat-
ible with the universal law in Eq. (1.184), the coefficients b,, saturate to a plateau
value that is linearly dependent on the system size. This behavior is generally ex-
pected for a non-integrable Hamiltonian [223]. In addition to this overall shape, the
series shows a clear staggering, as shown in Eq. (1.186) for small values of n; see also
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~«N=10+N=12 ~N=14 -N=16
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Figure 1.31: (a) Lanczos series of the KHM from Eq. (1.189) for U/w = 0.3, pu/w = 0.2 and
varying the system size from N = 10 to N = 16. The inset plot shows a zoom of the first
third values of the series. (b) Calculated EDOS from the different Lanczos series in panel

().

the inset of Fig. 1.31(a). This staggering resembles the situation expected for the
existence of an ASZM discussed above for the finite SSHM in the topological regime,
attached to a semi-infinite conducting chain. In the EDOS associated with the differ-
ent Lanczos series shown in Fig. 1.31(a), this staggering leads to the emergence of a
sharp Lorentzian peak around zero energy that is dressed with a non-universal inco-
herent background, see Eq. (1.187). While the background has a strong dependence
on the system size, the central Lorentzian peak converges for N > 12, as shown in
Fig. 1.31(b).

~U/w=0.1~U/w=02 - U/w=04 ~U/w=0.5
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Figure 1.32: (a) EDOS calculated from the Lanczos series of the KHM, Eq. (1.189), for
various values of the interaction U at a fixed chemical potential p/w = 0.2 and size N = 16.
(b) ACF Reconstructed from the EDOS in panel (a).

Figure 1.32(a) shows different EDOS obtained from the KHM at a fixed system size
N = 16 and chemical potential ;1 = 0.2w, but varying the interaction U. All values
shown here are in the SPTP. Correspondingly, for every value of U the EDOS has
a sharp Lorentzian peak, see Eq. (1.187), around zero energy, and thus, an emer-
gent ASZM. The width of the Lorentzian peak increases with increasing interaction
strength. This increase leads to a faster decay of the ACF, and thus a shorter life-
time of the ASZM. Figure 1.32(b) shows the ACF reconstructed from the EDOS
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following Eq. (1.183). After an initial transient decay at time scales of t ~ w, which
is completely determined by the incoherent part of the EDOS, the ACF saturates
to an intermediate plateau value before decaying to zero at a time scale t, ~ 1/~.

Finally, note that the Lanczos series b, requires calculations with matrices of size
22l except for models that are quadratic in the fermionic operators. At infinite
temperature, the scalar product in Eq. (1.175) can be reduced to the Frobenius
scalar product in Eq. (1.165), and the calculation of the Lanczos series requires only
the computation of commutators and traces. For generic temperatures, it is further
necessary to calculate the full diagonalization of the Hamiltonian to gain access to
the density matrix p(8) = exp(—pH)/ Tr(exp(—BH)). Because this is extremely
expensive, previous studies have focused on the infinite-temperature case.

In Chapter IV, the concepts presented in this section are combined with a tensor
network ansatz to extend the previously obtained results to finite temperatures.
The temperature-dependent coherence time aids in understanding how the ASZM
connects to the zero-temperature limit [37].



CHAPTER

Tensor Networks

The many-body Hilbert space H of the quantum chain, as defined in the previous
chapter, has a total dimension that grows exponentially with the system size N. This
renders a direct calculation of the ground state of a generic many-body Hamiltonian
for larger systems impossible, except for special integrable cases [57, 225]. On the
other hand, as explained in Section 1.4, the ground state of a typical Hamiltonian
has only very limited correlation between any two parts of the system. This is re-
flected in the boundary law of entanglement in Eq. (1.160), which states that the
entanglement of a bipartition must saturate to a constant for the ground state of
a gapped Hamiltonian. Compared to generic states, which have maximal possible
entanglement, the class of states fulfilling the boundary law is a tiny corner in the
full many-body Hilbert space.

In this perspective, tensor networks [61, 118] are a class of variational ansatz states
that directly target this tiny corner of the boundary law entangled quantum states.
By limiting the range of correlations of any bipartition, the tensor network reduces
the exponential number of free parameters to a number that is linear in the system
size at a fixed bond dimension, which controls the expressive power of the tensor
network.

Furthermore, the special structure of the tensor networks allows the formulation
of efficient contraction algorithms for calculating observables. This is required to
formulate variational optimization and obtain a faithful approximation of the true
quantum ground state [60-62]. Shortly after the formulation of tensor-network ansatz
states for gapped one-dimensional systems, the idea was extended to ground states
of gapless one-dimensional chains [226, 227], two-dimensional lattice systems [228,
229], dynamics [63, 230-232] and many more. Recently, the idea of using correlations
between subsystems as an approximation resource was extended to fields outside
of quantum mechanics, with applications of tensor networks to non-linear partial
differential equations [233, 234] or even in financial marketing [235, 236]. However,
tensor networks not only serve as a numerical tool but also provide analytical insights
into the structure of highly correlated quantum states, allowing for the classification
of quantum matter in low dimensions [52-54, 118].

The topic of this chapter is to give a brief introduction to tensor networks as a tool
to solve numerical problems for one-dimensional quantum states, and is organized
as follows: The first Section 2.1 discusses the construction of tensor network states,
and in particular, the Matrix Product States (MPSs), for quantum systems in one

7
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dimension, together with some important properties. In the second Section 2.2, the
general correlation and entanglement structure of MPSs are discussed. This is fol-
lowed by a short discussion of the Density-Matrix Renormalization Group (DMRG)
algorithm in Section 2.3, which minimizes the energy of a finite-size Hamiltonian in
the class of MPS to obtain approximations of the ground state. Finally, Section 2.4
concludes with a discussion on alternative tensor networks.

2.1 Tensor Network Description of Spin Chains

A tensor generalizes the concepts of scalars and vectors to higher dimensions. On
a practical level, a tensor can be considered as a collection of complex numbers
ordered in a multi-dimensional array C; ; , where each index ¢; runs from 1 to d.
The number n of indices ¢; denotes the rank of the tensor C, and the total number
of elements is D = H?: | d;. For example, a scalar is a zero-rank tensor, a vector is
a rank-1 tensor, and a matrix is a rank-2 tensor.

In the context of the quantum spin chains discussed in the previous Chapter 1, such

a tensor appears as the coefficients W, . of a generic quantum state
30ty

W)= D Wy lstsn) - (2.1)

S$15SN

This quantum tensor is of rank N, the length of the chain, and has a total dimension
of dV where d is the dimension of the local Hilbert space.

A common way to represent tensors and contractions among them is in the form
of a graphical representation, as introduced by R. Penrose already in 1971 [237]. In
this representation, a tensor is denoted by a 2d geometric object (square, triangle,
or circle), and each index 7; is an open leg attached to this object. The contraction
of two tensors over a shared index is denoted by joining the two open links that
represent this index. For example, a simple matrix-matrix multiplication becomes

= S Ay = B o2

While the notation may not be useful for simple matrix algebra, it becomes use-

ful, especially when handling and manipulating larger networks of tensors. A more

complicated example is the contraction of three tensors, each of rank-3, into a new
tensor

IH{al~B}-*

D= AjpaBariCoiy= ' :

a,B,y

Here, the convention is used to label tensors counter-clockwise. When the summation
index is clear from the context, it will be omitted in the following.

(2.3)

In addition to the process of contracting a network of tensors into a single tensor,
the inverse operation of decomposing a tensor into a network of tensors is equally
important. By fusing the individual indices of a tensor into two super-indices, such a
decomposition can be inferred from standard matrix decompositions. For example,
consider the Schmidt decomposition discussed in Subsection 2.2.1. At the level of
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the quantum tensor, the Schmidt decomposition is an Singular-Value Decomposition
(SVD) of the form

Cmax

\Ilsl,...,sN = \Il(sl,...,sj),(sjﬂ,...sN) = Zl U(sl,...,s]-),ao-a‘/(sjﬂ,...,sN),a (24)
o=
with the two isometries U and V, and where the singular values are real positive
definite numbers o, > 0. In this case, the isometry condition means that UTU = 1,
but UU' is not necessarily the identity, but rather a projection operator on a sub-
Hilbert space; see also Appendix A for more details about the SVD. In the graphical
notation, this decomposition is written as

S1s-ens

(2.5)

j+1,...7sN)

The isometries are denoted by triangles, and the isometric property reads in the

graphical notation
i ( E) 29

where, by convention, the tensors in the lower row are complex conjugated, and the
identity is represented as a simple line 1 :=].

Given the high-dimensional quantum tensor V¥, a tensor network is a low-rank ap-
proximation of this tensor, achieved by representing ¥ as a contraction network of
lower-rank tensors M;. The simplest example is a truncation of the Schmidt decom-
position by restricting the sum in Eq. (2.4) to only include the o, < o, largest

Schmidt values

’

Xmax

51558 N ~ \Ilslv"'sz = Z]_ U(Sl""7sj)7ao—a‘/(sj+17‘“7SN)7a :
a=
Compared to the original d” numbers required to store V¥, the truncated tensor
VU requires only (d + dV~7 + 1)a/,,, numbers to be stored, and the error of this
approximation is given by the infidelity

Xmax

e=1-WliH=1— Y o2 (2.7)

—
a=al, +1

For generic states, the Schmidt values have a flat distribution [185-188], and this
truncation requires o, to be of the order of the original o, to have a small trun-
cation error, and a significant compression is not possible. However, as discussed in
Section 1.4, the ground states of a typical Hamiltonian have an exponential decay of
the Schmidt values with respect to any bipartition of the system, and the truncation

is expected to yield a good approximation, even if o/ . < «

max max-*

Furthermore, by iteratively performing this truncation for each bipartition of the
ground state and storing the truncated isometries, as shown in Fig. 2.1, the expo-
nentially large quantum tensor ¥ is decomposed into smaller rank-3 tensors, each
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Figure 2.1: Decomposition of a rank-5 quantum tensor ¥, . . . . into an MPS. After

performing the SVD on a given bipartition, the singular values are then truncated.

containing at most d(a/,,,)? elements. The exponential decay of the Schmidt values
ensures that this low-rank approximation closely approximates the original full-rank
tensor ¥ in terms of the infidelity defined in Eq. (2.7), thereby enabling an efficient
compression to merely O (N) parameters. Instead of compressing a known ground
state, this exponential reduction of parameters motivates the use of such a tensor
network of rank-3 tensors as a variational ansatz for the ground states. The prop-
erties of this class of tensor network states are the topic of the remainder of this
section.

2.1.1 Matrix Product State of Finite Systems

Matrix Product States (MPSs) are a class of variational many-body states where
the quantum tensor VU is represented as a contraction over rank-3 tensors'

(M) = : @ - (2.8)

The =2 sign means that the right-hand side is only the numerical tensor that must
be contracted with the local basis |sq,...,sy) to give a proper quantum state. By
fixing the physical index s; = s € {1,...,d}, the set of matrices M7** has dimension
Xj—1 % X; with the convention x, = x = 1. The quantity x = maxj(xj) is called
the bond dimension of the MPS, and the total number of parameters is of the order
O (Nx?).

The MPS not only achieves a reduction in the parameters but also allows for an
efficient evaluation of expectation values. By performing the contraction of the net-
work in the correct order, as shown in Fig. 2.2, expectation values of local observables
(P({M7})|0, | ({M7})) have a complexity of O (Nx3d).

!The boundaries are of rank-2, but by attaching a dummy one-dimensional index to them, they
also become tensors of rank-3.
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Figure 2.2: Contraction representing the norm of an MPS. (a) Contracting the network start-
ing from the left and alternatively absorbing a tensor from the upper and lower layers. This
contraction sequence leads to a boundary tensor of maximal y? elements and the complexity
is O (N X3d). (b) First contracting all tensors in the upper and lower layer individually leads
to two rank-N tensors with dV elements and the complexity is O (d™¥ ).

Gauge Freedom of Matrix Product States

Given a set of rank-3 tensors M7, the many-body state they represent as an MPS
is not unique. In fact, performing the transformation

B = XN M@ X, X7 e GLg(x;) (2.9)

for a set of invertible matrices X, the tensors BJ generate the same MPS. Here,
GL¢(x;) denotes the set of all invertible x; x x; complex matrices. This transfor-
mation is illustrated in Fig. 2.3.

L5 lg  -poogooge - -npp-

Figure 2.3: Gauge freedom of an MPS. Originally, the MPS is given by the M/ tensors, which
are represented by the blue squares. By inserting a resolution of the identity 1 = X ij’l
at every link, the MPS is given by the B/ = X; M7 X tensors, which are represented by
orange squares.

Consequentially, not all parameters of the MPS are independent, and the dimension
of the MPS manifold, denoted as MPS(N, {x,},d), is

N N—
dim (MPS(N,{x;},d)) =d Y Xp-1Xn— D Xa-
n=1

n=1

Canonical Gauge

The existence of the gauge freedom allows to choose a representation of the MPS
that is of particular use in practical calculations: the mixed canonical gauge [61, 62,
238]. In this gauge, the MPS is written as a set of left/right isometric tensors with
an orthogonality center at position j

: . (2.10)

51 SN Sj—2 Sj-1 55 Sjr1 Sjt2
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The left (right) isometries are represented by left (right) pointing red shaded trian-
gles, a convention used for the rest of this thesis, and fulfill the condition

S I

The canonical gauge can be obtained from a general representation given by a set of
rank-3 tensors M7 by iteratively performing a QR decomposition. Starting from the
left (right), the tensors M7 are decomposed into an isometry and a residual tensor by
fusing the left (right) index with the physical leg. The left (right) isometry replaces
the tensor at position j, and the residual tensor is absorbed in the next tensor to the
left (right) of site j. The entire procedure is illustrated in Fig. 2.4. This procedure

>0

=

FEERE - pOLRER

Figure 2.4: Gauging of a general MPS. Starting from the left, the first tensor M! = Q'R
is decomposed in a left isometry Q', which carries the physical index s;, and a residual
tensor R. The residual tensor is contracted with the next MPS tensor M?, and the result is
decomposed again in a left isometry Q2 which carries the left link and physical link, and a
residual link tensor R. This procedure is repeated until the target site j. By performing the
same steps from the right, the final MPS is in the mixed canonical form.

can also be used to shift the orthogonality center from position j to position k by
subsequently performing a QR decomposition of the current orthogonality center in
the direction of the new target position, keeping the isometry, and absorbing the
residual tensor with the next tensor in line.

Representing an MPS in the mixed canonical form allows for fast evaluation of local
observables. Taking the example of a local operator 6j, by moving the orthogonality
center to position j, the expectation value is given by

N
(lojly) = () (2.12)

owing to the isometric properties of the triangles left and right of the orthogonality
center. In particular, by setting 6 = 1, the norm of an MPS is simply given by the
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Frobenius norm of the orthogonality center M7
d .
i) = 3 T [(a) ar5<]
s=1

Reduced Density Matrix

The left and right isometries in Eq. (2.10) can be interpreted as a transformation
of the basis from the physical indices to the virtual space. Therefore, the mixed
canonical form can be interpreted as a tri-partition

Wy= > (M)7 | lek)®ls) ®lel,) .

Qp,00,8;

where the two set of states |@,§(R)>

|y = ? {? |soa—a§}---ﬁ (2.13)

are defined on the lattice sites to the left (right) of site j and are orthonormal by
the properties of the isometries.

This partition allows for an efficient calculation of the reduced right density matrix,
introduced in Subsection 1.4.1, at the cut (j,j + 1)

(2.14)

PR_ZZ Mjpa M])pﬂf@aﬂ Bl =

a,B p,s;

Consequently, the entanglement spectrum and entanglement entropy can be effi-
ciently calculated for an MPS by performing an eigenvalue decomposition of the
X X x Hermitian matrix pp obtained solely from the orthogonality center.

2.1.2 Matrix Product Operator

The construction of the MPS is based on a low-rank approximation of the quantum
tensor ¥ which appears in the expansion of a general quantum state |¢) in the local
basis 2.1. Similar to the expansion of a general quantum state, a general many-body
quantum operator O can be expanded as a weighted sum in an operator basis, as
discussed in Subsection 1.1.2

0= Z Op a0 @02 @ ® 0. (2.15)

OOy
The operators ¢* are Hermitian and orthonormal with respect to the Frobenius
scalar product Tr[c*c”] = dd,, 5, and the index o runs from 1, ..., d?. In this formu-

lation, the operator O can be interpreted as a many-body quantum state |O) with
local Hilbert space dimension d? and the local basis? |a)

0= Z Oal,...,aNo-al®|a1a-"7aN>'

Qe 0N

2 Interpreting operators as states within a Hilbert space is also referred to as the Third Quan-
tization [239]. Operators that act on other operators are called super-operators. The commutator
£ 4 |B) = |[A, B]) is an example of such a super-operator.
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This allows to express the expansion tensor O directly as an MPS with N

AN
legs
6 = [
Qy QN 31 Qo N

A more common way to represent the operator is in the form of a Matrix Product
Operator (MPO). For this, the local basis is written explicitly as a map on the local

Hilbert space
«

o =Y (o), ls)(s'] = /@

s &

and the weights (o)
rank-4 tensors

are absorbed into the MPS tensors M7 defining the new

s,8’

S
= (W), =3 ML(0™),, =
s [e%
s &

The full MPO form of the many-body operator is given by

5] S5 Sy
0=~ . (2.16)
$1 82 SN

In this form, the application of an MPO to an MPS is a simple tensor network

| 7 = @ (2.17)
' S1 Sg SN
SN

>
=
I

which defines the new MPS tensors A77. If the bond dimensions of the MPS and
MPO are denoted as x,, and X, respectively, the bond dimension of the resultant
MPS is generally given by x = x,Xo- To maintain the bond dimension of the
resulting MPS at x,,, the MPS-MPO product must be truncated [62]. In Chapter I,
this MPO-MPS product, together with a truncation based on the reduced density
matrix [240] is employed to generate the Lanczos series of the commutator algebra
for the almost strong zero modes, as described in Section 1.5.

Matrix Product Operator of a Local Hamiltonian

As discussed in Section 1.1, a typical Hamiltonian H has only interactions that are of
finite range. Moreover, the number of independent interactions in the Hamiltonian
is small, and the MPO representation of H has a small bond dimension. A general
strategy for building an MPO representation of a Hamiltonian is in terms of a finite
state machine [241-243], which is briefly reviewed in Appendix E.
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Taking the Transverse Field Ising Model (TFIM) from Eq (1.51) as an example

N-1 N
— X ~T z
Higng = —J E 07071 —9 E o5 .
=1 j=1

The MPO representation is given by

1 —Jo* —go~ —qo~
W7=10 0 o” , W= (]l —Jo* —gaz) , WN=1 o=
0 0 1 1
(2.18)

The action in the vertical direction of the MPO is defined by the operators appearing
in the matrix W7,

Similar to the MPS, every MPO has a gauge degree of freedom, as defined in
Eq. (2.9). This gauge freedom can be used to transform every MPO into an upper-
triangular structure, as in Eq. (2.18), called the canonical form of the MPO [244].

2.1.3 Uniform Matrix Product States

The previous subsections focused mainly on the case of finite-size systems. To study
the pure bulk properties of a system, it is useful to formulate the MPS ansatz
directly in the thermodynamic limit. In the case of a translation invariant state |¢),
a reasonable ansatz is to repeat the same rank-3 tensor M infinitely many times

(M) = - - (2.19)

Sj—2 Sj—1 Sj Sjp1 Sjt2

called a Uniform Matrix Product State (uMPS) [63, 232, 245, 246].
Similar to the finite case, a uMPS possess a gauge degree of freedom
B = XMsSX 1,

which can be exploited to obtain a canonical form of the uMPS

(A Acy Ag)) = - b b 4 q -, (220
S .
Sj—2 Sj-1 J Sjt1 Sj+2

which defines the quantum state |[¢(A;, Ao, Ag)) in terms of three matrices; the left
isometry A;, the right isometry Ap and the orthogonality center A,. Translation
invariance is ensured by imposing the pull-through equations

b - 4 . (2.21)
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Transfermatrix

The most important object in the context of uMPS is the transfer matrix 7 ; defined

as
d —_
Tp=) A3 @A;:= |Ty| = : (2.22)
s=1

In fact, all properties of the uMPS can be derived from the transfer matrix. The
transfer matrix can be interpreted as a map from the left to the right indices. As
such, the eigenvalue decomposition of 7 ; is given as

7L =S A Ry (L] = (2.23)
n>0

where the left and right eigenvectors |L,) and |R,) form a biorthogonal basis
(L,|R,,) = 0, - In the graphical representation, the left and right eigenvectors
are represented by a rank-3 tensor, and the eigenvalues are collected in the diagonal
matrix A.

For a generic uMPS, there exists exactly one eigenstate A\, = 1 and |A,,| < 1 for all
the remaining eigenvalues [118, 238]. The left eigenvector |L,) is the identity acting
on the left indices, and the right eigenvector |R,) is the reduced density matrix p; of
the left semi-infinite system acting on the right indices. The remaining eigenvalues
define the correlation structure of the uMPS, see Subsection 2.2.2 for more details,
and are related to the spectrum of local excitations [247].

There is an exception to the uniqueness of the largest eigenvalue of the transfer
matrix. If the uMPS can be written as the sum of individual uMPS

the transfer matrix becomes block diagonal, and multiple eigenvalues with |\, | =1
can emerge. This situation appears, for example, if the states |g,,) spontaneously
break a symmetry, while [¢)) is a symmetry-restoring state, as discussed in Subsec-
tion 1.2.1. For illustration, consider the translation invariant state given by

1

) = < (b= P ) - 1)

which is an equal linear combination of the two product states [y y)) with an alter-
nating order of spin-1/2 in the up and down states. The two states are not translation
invariant, and the state |p,) can be obtained from |¢;) and vice versa by shifting
each lattice site by one unit. Because |¢) is translationally invariant, it can be rep-

resented by a uMPS with bond dimension y = 2, and the transfer matrix is given
by

TL:

o O O O

0
0
0
0

oS O O =

0
0
0
1
This transfer matrix has eigenvalues A,
eigenvalues of magnitude one.

= {1,—1,0,0}, and thus, there exist two
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The definition of the uMPS can be naturally extended to allow for larger unit cells
and translation invariance over the unit cell. In the previous example, the states |p,,)
are translation invariant over two sites. In this case, it is natural to define a uMPS
with a two-sited unit cell defined by {AJL,A]&,A%} for j = 1,2. The total transfer
matrix of the state |p,,) over a full unit cell is now a simple scalar, 7; = 1.

The transfer matrix can also be defined for the right isometries Ay, with properties
similar to those of T ;. However, in this case, the left eigenvector with the largest
eigenvalue is the reduced density matrix of the semi-infinite right half of the system,
and the right eigenvector is the identity. The transfer matrix can also be extended
to include an additional operator insertion, 0, on the physical leg

d >
79 ==Y (6),.A 04 = (5) (2.24)

s,8'=1

which appears, for example, in the calculation of correlation functions as boundary
operators or for string operators in general.

Fidelity per Site

The existence of the gauge freedom in the uMPS raises the interesting question of
how one can decide whether two sets of tensors generate the same uMPS. In fact,
the fundamental theorem of translational invariant matrix product states that two
uMPS are the same if and only if their tensors are related by a general gauge trans-
formation [238]. Consider two uMPS generated by {A;, A-, Ar} and {B;, B~, Bp},
the fundamental theorem implies that their mixed transfer matrix

d
T,=)Y A;®Bj (2.25)
s=1
has the same spectral properties as T ;, which is the transfer matrix defined only
with A;. In particular, if the two uMPS are the same, the mixed transfer matrix
T 1, has exactly one eigenvalue of size one, and all others have a magnitude smaller
than one.
On the other hand, if the two uMPS are not the same, the largest eigenvalue will
be strictly less than one |\)| < 1. This motivates the definition of the log-fidelity
density®
F = —log(|\g]) - (2.26)

It was shown, that this quantity has a universal behavior for states close to a quan-
tum phase transition [248, 249], and is used in Chapter II to determine the phase
transition in the phase diagram of the Tricritical Ising (T'CI) model.

Note that the same conclusions also hold when (A}, B;) is replaced with (A, Bg).

3 One way to understand this quantity is by considering two finite MPS, |1)(A})) and |¢(B)),
of length N generated by the A; and B tensors placed at every site. A direct calculation of the
fidelity of this finite system shows that (1(A;)|v¥(B)) ~ e M7 for N — co.
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2.2 Entanglement and Correlations

The previous section introduced MPSs as a class of many-body states characterized
by a number of parameters that scale linearly with the system size. In contrast to
the exponentially large number of parameters required to describe a generic state in
the many-body Hilbert space, this raises the question of what class of states an MPS
can represent. It has been shown that MPS exhibit a highly restricted correlation
structure [118, 238], similar to that of the ground states of typical Hamiltonians. Con-
sequently, it has been demonstrated that every MPS with a finite bond dimension
X is the unique ground state of a gapped Hamiltonian with only finite-range inter-
actions [238, 250]. Consequently, the ground state of any arbitrary one-dimensional
lattice model with a spectral gap can be approximated by an MPS with an error
€(x) that becomes exponentially small as x — oo [251, 252], regardless of the system
size. Even for gapless models, good approximations can be found; however, the bond
dimension x (e, V) required to achieve an error of € also depends on the system size.

This section discusses some of the basic entanglement and correlation properties
of general MPS and demonstrates why MPS are good approximations of general
ground states for one-dimensional quantum matter.

2.2.1 Entanglement Properties

Consider an MPS of bond dimension x and length N in the mixed canonical gauge
described by a set of left and right isometries and an orthogonality center at position
j, as defined in Eq. (2.10). The right reduced density matrix of the bipartition
(815 85) U (8415, 5n) Is given solely in terms of the center tensor

pr =) (M) (M) |of) (pf = : (2.27)

0576 pvsj

compare also Eq. (2.14). The entanglement spectrum can be obtained from the
diagonalization of the x x x matrix pp, and the entanglement entropy is simply
given by

X
S(j) = —Trlpglog(pr)l = = Y _ A,e ™ (2:28)
n=1
where ), are the entanglement spectrum values of pp, and the notation of Subsec-
tion 2.2.1 is used. Because pp is a x X x Hermitian matrix, the size of the entangle-
ment spectrum is at most x.
Maximizing the entanglement entropy requires a flat distribution of A, and the
matrix pp which maximes S(j) is given by

no

pp=—1.
X

As a consequence, the entanglement entropy of such a bipartition is bounded from
above by a size independent constant

S(j) < log(x) (2.29)
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for every MPS of bond dimensions . Compared to the boundary law of entanglement
for gapped ground states from Eq. (1.160)

S(j) ~const :=S5,, 1Kj<KN,

the upper bound for the MPS entanglement is similar to the general boundary law.
As long as x is sufficiently large, it is expected that the MPS can approximate
any ground state with S; < log(). Further increasing the bond dimensions leads to
exponentially small corrections, as the additional states correspond to highly excited
states in the entanglement Hamiltonian.

In the case of a ground state of a gapless Hamiltonian with open boundary condi-
tions, the entanglement entropy has a logarithmic correction, see also Eq. (1.161).
The maximal entanglement entropy for system of size N is obtained at half-system
size and reads

2N
S(N/2) ~ Elog (—) .
6 m
By using the upper bound (2.29), it is found that the bond dimension of an MPS
has to scale with the system size to achieve the same precision for all system sizes

Y(N) ~ N¢/6

Therefore, for models with a small central charge ¢, the required bond dimension to
reach a desired precision is relatively small, even for large chains. For example, the
TFIM at the critical point realizes a Conformal Field Theory (CFT) with ¢ = 1/2.
Thus, obtaining a ground state with the same precision as that for a length N, for
Ny = 10N, requires a bond dimension Y, which is only 1.2 times larger than the
bond dimension x;.

However, if the central charge is large, the required bond dimension to obtain rea-
sonable results quickly grows out of size. In Chapter I, the central charge at the
phase transition is ¢; = 1+ 1/2 and ¢, = 1+ 7/10, corresponding to a critical Ising
and TCI model, together with a background gapless boson field. In this case, mak-
ing the system ten times bigger would require a scaling of the bond dimension of
X2/X1 ~ 1.8 in the first case and x,/x; &~ 1.9 in the second case. This large scaling
limits the achievable system size to a few unit cells.

2.2.2 Correlation Functions

This subsection discusses the general correlation properties of MPSs in the bulk. For
simplicity, a uMPS is considered an ansatz. The uMPS is described by the set of
three matrices {A;, Ax, Ar}, where A; (Ag) is a left (right) isometry and A, is a
center tensor; see also Section 2.1.3.
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For a pair of local operators éj and K j+1» the correlation function is given by

—_—
— >_
<Oj Aj+z> = - (2.30)
-1
[\
_ 7
\—/

To go from the first line to the second, the isometric properties (2.11) are used, and
T, is the transfer matrix from Eq. (2.22).

Inserting the eigenvalue decomposition from Eq. (2.23) of the transfer matrix, this

becomes
1-1,0
J+l Z)‘ w B

n>0

where the weights are defined as

>
- @’9 g =" .
>

The two rank-3 tensors R and L collect all right and left eigenvectors of T with
eigenvalues A, and are introduced in Eq. (2.23). It should be noted that these eigen-
vectors are not uniquely defined. Assuming no degeneracies in the transfer matrix
spectrum, they can be redefined by arbitrary complex numbers

~ ~ 1
|Rn> = Z|Rn> ) |Ln> = ; |Ln> )

in the notation of Eq. (2.23). However, because the transformation is reciprocal
between the left and right eigenvectors, the combination &% = a9gK

- is gauge
invariant. The complex number ¢9-% are called the form factors of the correlation
function®.

Putting everything together, and splitting the \; = 1 contribution from the sum,
the correlation function becomes

~ - - 1
0. = E €n = 2.31
< J j+l CO + g e Cn, ) gn IOg(An> ( )

4 If there are degeneracies in the spectrum, the transformation is generally a complex matrix
that is block diagonal in the degenerate subspaces. Because the rank-3 tensor L transforms with
the inverse of the transformation R, the combination appearing in the correlation function is still
gauge invariant. However, the form factors ¢© ¥ are not well-defined individually in the degenerate
subspace.
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The n = 0 contribution, cg’K, is the product of the expectation values (O) (K),
and the correlation lengths are strictly positive, &, > 0. For long distances, the

correlation function is given by the smallest correlation length &, for which the
O,K

form factor c;/*** is non-zero

!
&, cOK (2.32)

~ o~ l—o0 O,K _
(O;Kj.) —— ¢y e ne
By choosing O=K t this behavior can be used to extract information about the
gap in the spectrum of local excitations generated by the operator O. This strategy
is used in Chapter II to explicitly target the gap of a specific low-energy sector that
was otherwise hidden in a gapless spectrum of charge excitations.

In practice, the calculation of the left and right eigenvectors of the transfer matrix
is performed by solving the two equations

independently of each other, where T { is the transpose of T, obtained by swapping
the left and right indices in Eq. (2.22)

glt= |7 =

To calculate the form factors c9-%, it is necessary to correctly identify the cor-

rect pairs of left and right eigenvectors. Moreover, if the spectrum is degener-
ated, re-biorthogonalization is required to ensure the correct orthogonality relations

Correlation length in critical systems

Equation (2.32) states that every MPS (finite or in the thermodynamic limit) always
has a finite correlation length given by the largest eigenvalue of the transfer matrix
T, which is smaller than one. While this gives good approximations of gapped
states, a critical system has a divergent correlation length £ — oo. For the transfer
matrix, a dense spectrum ranging from one to zero is required. Every finite-bond-
dimension approximation necessarily introduces an artificial correlation length &(x)
which diverges for x — oo in a universal way [253]

£0x) ~ X",
where the exponent x decreases monotonically with the central charge [254].

In a finite system, this is not a problem as long as the artificial correlation length
is larger than the system size. For an infinite system, this scaling limit cannot be
reached, and the finite bond dimension acts as a relevant perturbation of the CFT.
However, the system is expected to behave as practiced by the CF'T for scales smaller
than the correlation length but much larger than one. To measure the critical expo-
nents, it is therefore necessary to increase the bond dimension to have &(y) ~ 10*
such that the universal algebraic decay can be fitted using linear regression.
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2.2.3 Symmetries in Tensor Networks

If the quantum many-body state |1) is symmetric under a global symmetry group
G, the tensors forming the MPS have a non-trivial representation of this symmetry
group [69]. Assuming, similar the Subsection 1.1.4, that the global symmetry U(g)

for g € G is Abelian and generated by a product of local unitary operators u; as

If the state |¢)) is invariant under U

N
eup(g) W}> = U|¢> = Z lIlsl,.u,sN Huj |817 '”78N> )
7=1

S5 SN

the quantum tensor has to fulfill the equation

\Ilsh.“,sN - e*igo(g) Z \Ijs’l,...7s§v H (uj)s o

j=1 375

=

’ /
818N

Expressing the tensor ¥ by an MPS as in (2.8), this implies that every tensor M7
has to transform according to

: i) O a2 (2.33)
5
@)

5j
where Z;\; L = ¢(g) and the arrows on the links indicate whether the unitary

acting on that link must be conjugated. The matrix ﬂj forms a representation of
the global symmetry group G acting on the horizontal legs. Typically, one chooses

p1=p(g) and @; =0 for all j # 1.

Because the irreducible representations of an Abelian group are one dimensional,
the tensors M7 decomposes into independent blocks

where §, is a tensor carrying the one-dimensional irreducible representations on its
links, and R, ; is a degeneracy tensor that transforms trivially under the symmetry
group. In particular, the representations acting on J,, are given by

e ip! el 1y, «@ ipd
uj—l(Q) = e'Pal9) , s (g)=c¢ ©a(g) ;s (g)=c¢ ©alg) ’

as in Eq. (1.21). The invariance equation (2.33) requires that

¥a(9) +@ialg) — pil9) —¢;(g9) = 0.

This can easily be extended to tensors with arbitrary number of legs, and also to
non-Abelian symmetries, where the symmetry tensor J,, can carry non-trivial higher-
dimensional representations [255]. In this case, the invariance Equation (2.33) is still
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valid and requires all the representations on the links of the symmetry tensor ¢, to
combine to the trivial representation.

The existence of symmetries in the tensor network can be used to reduce the compu-
tational time for algorithms for tensor networks, as each block of the tensor can be
handled separately. As an example, consider the case of a Z, symmetry representing,
for example, the parity symmetry of a fermionic chain. In this case, there are only
two irreducible representations represented by ¢(g) = 0 and ¢(g) = 7, resulting in
two independent blocks. If both blocks are approximately equally sized, there is an
expected speedup of at least two for every operation.

2.3 Numerical Minimization of Matrix Product States

The previous section introduced the MPS as a low-rank approximation of the full
quantum tensor W. This low-rank approximation is controlled by the amount of
possible entanglement for a fixed bond dimension y in the state, making MPS very
similar to the typical ground states of many-body Hamiltonians in one dimension.
This section discusses how actual ground-state approximations in terms of an MPS
are found numerically, mainly in the context of finite-size systems and the famous
DMRG [60, 62] algorithm.

Density Matrix Renormalization Group

The starting point is a quantum chain of size IV and local Hilbert space dimension d,
described by a Hamiltonian H containing only finite-range interactions. As discussed
in Subsection 2.1.2; this Hamiltonian can be represented as an MPO

/ / /
51 Sg SN
51 Sa SN

of bond dimension xj. The aim is to find the best approximation of the ground
state of H within the class of quantum states |¢)) represented by an MPS of bond

dimension x,,
¥ = o
51 So SN

The best approximation of the ground state obtained by using such an MPS is
obtained by finding the variational minimum of the energy functional

E({MI,31}) = WIHWY) (2.34)

(¥l)

with respect to the MPS tensors M7 and their complex conjugated M’ . Formulated
in this way, the variational minimization is a global optimization of all O (N X?;,)
parameters of the MPS. This global optimization is very expensive and suffers from
the large gauge freedom of the MPS.

One way to solve this problem is to use the mixed canonical gauge in combination
with a fixed-point iteration. The resulting algorithm is known as the Density-Matrix
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Renormalization Group (DMRG), and was originally introduced by S. White in
1992 [60]. Using the canonical gauge serves two purposes: first, it largely reduces the
redundancy in the ansatz, and second, the fixed-point iteration is formulated as a
local eigenvalue problem of a small Hermitian matrix in the canonical gauge.

The denominator of the energy functional from Eq. (2.34) can be discarded by
restricting to all states of norm (i|¢) = 1, and the minimization problem can be
restated using a Lagrange multiplier

E({M7, 3}, ) == (W H|w) — A () — 1) . (2.35)

By writing the MPS in the mixed canonical form with the orthogonality center M’
at site j, this energy functional becomes in the graphical notation

(2.36)

As discussed in Eq. (2.13), the left /right isometries define an effective reduced basis
set for the spins at sites (1,...,j—1) and (j+1, ..., N). By keeping this basis fixed, the
global minimization problem reduces to a local problem with the energy functional
of Eq. (2.36) only depends on M7 and .

The tensor M7 that minimizes this local problem is found by taking the derivative

of Eq. (2.36) with respect to the conjugated tensor M’ and setting the result to zero.
In the graphical notation, this becomes

= =\ .

(2.37)

This equation is an eigenvalue problem with respect to the linear operator Hgﬂ
acting on the orthogonality center M7, and can be interpreted as the full many-body
eigenvalue problem projected into the basis defined by the left and right isometries.
Further, the Lagrange multiplier requires M7 to be normalized

The tensor minimizing the local optimization problem is therefore the normalized
eigenvector of H; with the smallest eigenvalue Ay, and by replacing the old orthog-
onality center with this optimal solution, the whole MPS gets lowered in energy.

To find the global optimum, the projection on the local basis is performed iteratively
for every site j € {1,..., N}. In particular, the steps are as follows:

1. Initialize the MPS, for example, in a random state, j = 1, and ¢ = +1.
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2. Move the orthogonality center to j.

3. Solve the local problem with respect to the projected Hamiltonian H gﬁ, and

obtain the lowest eigenvector N,
4. Replace the old orthogonality center with the optimal local solution M7 — M.
5. If j=N,set c =—1,elseif j=1,set 0 = 1.
6. Set j — j+ o and repeat from Step 2.

Because the energy is lowered in every step, this procedure iteratively moves towards
a minimum of the energy functional in Eq. (2.34). Performing one full circle from
j=1to j = N and back to j = 1 is called a full sweep, and performing a total
number of Ny ., sweeps is the DMRG algorithm.

To be precise, the sweeping presented here is the single-site DMRG, where only
one site of the MPS is optimized at every step [256]. The overall complexity of the
single-site DMRG is O (X fo’pd + X%{Xidz)- This algorithm is prone to becoming
stuck in a local minimum, and it is necessary to include educated noise terms to
improve convergence [256].

In a similar fashion, it is possible to define a two-site DMRG by considering the local
problem with respect to two neighboring sites in the MPS. Contracting two neigh-
boring tensors into a super-block spanning over two sites enlarges the variational
subspace from x2d — x2d?. This allows for better convergence, but the additional
factor of d also increases the computational complexity, and the two-site algorithm
is expected to be d-times slower. After the optimal two-site tensor is found, it has
to be decomposed into two single site tensors to restore the shape of the MPS

NI+ A J+1

Sj Sj+1 Sj Sj+1

This decomposition can be performed, for example, using the SVD. An exact de-
composition would lead to a connecting link between Af and M7t of size dy. This
allows for either dynamically increase the bond dimension, or to truncate the sin-
gular values back to the y most relevant ones®. To achieve better convergence or
allow for a dynamical increase in the bond dimension in the single-site DMRG, it is
necessary to implement a subspace expansion [69, 257] that allows for an interpola-
tion between the single-site and two-site algorithms, followed by a truncation of the
singular values of the enlarged matrix, similar to the two-site scheme.

The DMRG can also be formulated without choosing the mixed canonical gauge.
In this case, only optimizing a single tensor while keeping the rest fixed can be
interpreted as a projection of the full Hamiltonian onto a general, non-orthonormal
basis. The non-orthogonality renders the eigenvalue problem from Eq. (2.37) into a
generalized eigenvalue problem of the form

Hgff |M]> = Nj ‘Mj> ’
where NY is the norm matrix. Such a generalized eigenvalue problem is more difficult

to solve numerically. Choosing the mixed-orthogonal form for the MPS therefore
leads to a much simpler and stable numerical problem.

5 Truncating the singular values of this super-block tensor is equivalent to truncating the reduced
density matrix of the cut (7, j+1). Therefore, the algorithm selects the most relevant density matrix
contribution to the ground state, explaining the name Density-Matrix Renormalization Group.
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Infinite Systems

The sweeping procedure of the DMRG only works in finite-sized systems, and find-
ing the variational optimal uMPS that minimize a Hamiltonian directly in the ther-
modynamic limit is not simple. Because the energy is extensive, operating in the
thermodynamic limit always leads to an infinite energy (¢|H|y) = oo for generic
quantum states. This infinity arises from the existence of a finite energy density e
associated with the state [¢), and a proper variational minimization aims to min-
imize this density instead of the total (infinite) energy of [¢). If |¢) is an uMPS,
this energy density can be calculated using only the right eigenvector of the transfer
matrix 7 ; defined in Eq. (2.22) [258]. By removing the density contribution from
the Hamiltonian H = H—e Z;’i (Lt is possible to define a proper variational mini-

mization of the uMPS® This algorithm is called Variational Uniform Matrix Product
State (VUMPS), and it operates directly on the manifold of all uMPS [63, 232]. Be-
cause VUMPS ensures that the uMPS is translation invariant at every iteration, it
is more evolved than the simple DMRG algorithm, and an in-depth discussion is
out of reach for this thesis. A detailed explanation of VUMPS can be found, for
example, in [258].

In Chapters II and III, the VUMPS is used to find the ground states of one-
dimensional models directly in the thermodynamic limit, allowing for the deter-
mination of the general phase diagram of the models considered in these chapters.

2.4 Other Tensor Networks

The previous sections introduced the MPS, which is a class of variational ansatz
states. Based on their entanglement structure, this class is identified as a good
approximation of the ground states of gapped Hamiltonians in one dimension. In
other scenarios, such as gapless states or higher dimensions, the MPS is prone to
failure because the entanglement in the ground state rapidly outgrows the possible
entanglement captured by the MPS. This section briefly discusses the extensions of
the MPS to more general tensor network states that can capture the entanglement
in higher dimensions.

A straightforward generalization of the MPS, which shares most of its properties,
is in the form of a Tree Tensor Network (TTN) [259-261]. This is a state with a
hierarchical structure that mimics the renormalization flow from the microscopic to
the macroscopic scale, as shown in Fig. 2.5(a) for a sketch. The main advantage of
the structure of the T'TN is that it preserves the local nature of Hamiltonians in
arbitrary dimensions, as shown in Fig. 2.5(b) in two dimensions. In contrast, using an
MPS for the simulation of a two-dimensional quantum system leads to long-ranged
interactions in the linear index of the MPS. Furthermore, the TN has the property
that by removing one tensor from the network, the remaining part decomposes into
unconnected pieces. This property, which is also shared with the MPS, allows for
the definition of a mixed canonical gauge similar to the MPS. Therefore, calculating
local observables using a T'TN is efficient, and sweeping algorithms that minimize
the energy can be defined in analogy to the DMRG algorithm for MPS.

SFormally, this sum is infinite, and the expression should be considered as shifting a finite size
Hamiltonian, and taking the thermodynamic limit of expectation values of this finite-size Hamilto-
nian with the uMPS.
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Figure 2.5: (a) A binary TTN for a two-dimensional system. Every tensor has a unique
parent tensor (going up in the tree) and two child tensors, except for the layer connecting
to the physical lattice. (b) Top-down view of the physical lattice and how the TTN fuses
two sites into one super-site, alternating in the x and y directions.

In the past, TTN were successfully applied to approximate the ground state of highly
correlated quantum systems in two dimensions [260-265], and recently, to simulate
the dynamics of quantum matter [36, 266-268]. A TTN is also used in Chapter III
to simulate the dynamics of a two-dimensional TFIM. However, the renormalization
character of the tree leads to a significant increase in computational complexity.
Consider a binary tree in which each tensor has a unique parent node and two child
nodes, as illustrated in Fig. 2.5(a). The tensors in the higher layers are rank-3 tensors,
where each leg has the dimension y, the bond dimension of the T'TN. Performing
a decomposition of such a tensor, either with SVD or QR decomposition, has a
complexity of @ (x*). The same decomposition scales only O (x?d) in the case of the
MPS, and the expected increase in the computational time by a factor of x limits
the reachable bond dimensions for the T'TN. However, recent developments in the
overall performance of modern graphics cards have allowed the limits to be pushed,
allowing the study of complex quantum systems in two dimensions. See also [268]
for a recent survey on TTN on graphics cards.

Although TTN are quite successful for certain two-dimensional models, they are
not the perfect ansatz state to simulate general two-dimensional ground states.
This is because of the boundary law of entanglement S(A) ~ 0A expected in two-
dimensions [189, 191-193, 202, 203], see also Subsection 1.4.3 The TTN cannot
reproduce this scaling, as cutting the single connection at the top of the tree divides
the two-dimensional lattice into two halves, and the bond dimension y must scale
exponentially with the system size to capture the boundary law. A more direct ap-
proach is to place a tensor at every site of the underlying lattice, and connect these
tensors along nearest neighbor, also known as a Projected Entangled Pair States
(PEPS) [228, 229] Cutting along a closed line now breaks a number of links that
is proportional to the length of this line. Every broken link contributes a maximal
amount of entanglement, and this ansatz reproduces the boundary law. Compared to
the TTN and MPS, the PEPS has loops that spoil the existence of a canonical form.
Consequently, the contraction of a PEPS network is not efficient, and additional ap-
proximations are necessary. However, recent advances [269, 270] have demonstrated
that PEPSs are powerful numerical tools for simulating two-dimensional quantum
matter.
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1.3 Summary

Realizing the fermionic Symmetry-Protected Topological Phase (SPTP) supporting
unpaired Majorana fermions localized to the edge of a quantum chain remains an
open problem and has not been convincingly achieved to date. As explained in Sub-
section 1.2.3, the typical setup requires breaking the particle number conservation
in an effective spinless fermionic wire. This is achieved, for example, by creating
semiconductor-superconductor heterostructures in a strong magnetic field [95, 96,
152, 155].

Figure I.1: (a) Single diamond defined by the Hamiltonian h. (b) Ladder system defined
by coupling the diamonds along one direction.

In this study, we follow an alternative approach that does not require a host su-
perconductor to induce p-wave superconducting correlations in nanowires. Earlier
works [160, 162, 166, 271] discovered that the same SPTP can be engineered by a
global U(1) x Z, symmetry, where the U(1) is the conservation of the total particle
number and Z, is a partial parity. The idea of this realization is to engineer a ladder
system with coherent pair-hopping between the two fermionic species described by
the a(t) and b) fermionic ladder operators. A minimal Hamiltonian is given by [160]

N-1
H=">" —tala;—tbl b +Walal b, b, +he.. (L.1)
j=1

From a mean-field perspective, one species plays the role of the superconductor,
with the pair-hopping term playing the role of p-wave pair creation and annihilation.
The Hamiltonian (I.1) has the desired U(1) x Z, symmetry, where the total particle
number N,,, = N® + N’ and the partial parity of one of the two species P, =
(—=1)N" are conserved. As long as there is no single particle hopping a;bk + h.c.
between the two legs of the ladder, this model can be driven into the SPTP with
emergent Majorana Zero Modes (MZMs). However, the existence of the additional
U(1) symmetry leads to the existence of gapless density wave excitations, which can
be seen from the effective low-energy field theory as described in Subsection 1.3.1.

In contrast to earlier studies that depended on the desired symmetry group emerg-
ing through perturbative methods, our study introduces an exact engineering ap-
proach using the negative interference of complex hopping amplitudes, resulting in
Aharonov-Bohm Cages [272, 273]. The fundamental component is a four-site dia-
mond, as illustrated in Fig. I.1(a), which is pierced by a magnetic flux ®. As the
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fermions encircle the magnetic flux, they acquire a geometric phase, as detailed in
Subsection 1.1.6. The Hamiltonian that characterizes this diamond is given by

hy =—J(a’c +c'b +bld +e®dfa +h.c.). (1.2)

The transition amplitude for a fermion initially located at the a site to the b site is
given by
(bla(t)) == (0|b e~hotat|0) = |sin (2]t cos (®/2))]° .

When & is set to m, this transition becomes zero for all times t.

Building on this result, by arranging N of such diamonds on a line pierced by a
flux ® = 7 as illustrated in Fig I.1(b), there is no single-particle transition from
any a; fermion to any by fermion. This remains true even when adding general
inter-species coupling terms, such as nearest-neighbor tunneling or density-density
interactions. The coupled wire system has a global U(1) x U(1) symmetry, and the
desired breaking to a U(1) x Z, group is achieved by adding generic inter- and
intra-particle interactions on the ¢ and d fermions.

In the present study, we demonstrated that this model simplifies to an extended ver-
sion of the pair-hopping Hamiltonian in Eq. (I.1) when considered in a perturbative
limit. The desired pair-hopping term emerges in the fourth order in the perturba-
tion series. Through a renormalization group analysis of the bosonized Hamilto-
nian, we discovered that the model supports the formation of an SPTP with MZMs
when the parameters are appropriately chosen. This expectation is confirmed using
Density-Matrix Renormalization Group simulations and by verifying the fingerprints
presented in Subsection 1.2.3 of unpaired edge-localized Majorana operators.

In the final part of our study, we extended the analysis to the full four-wire model,
illustrating the presence of the SPTP within a broader parameter range without
resorting to perturbative arguments The existence of this extended region allows the
proposed model to be realized using synthetic dimensions on cold atom platforms.
However, it remains uncertain whether the MZMs manifest solely in the ground
state or form an almost strong zero mode, as discussed in Section 1.5. Specifically,
it is unclear how the gapless mode couples to the Majorana operators at higher
energies, thereby reducing their lifetime. First results on this issue are presented in
Chapter V, where the methodology developed in Chapter IV is applied to the class
Hamiltonians that realize this SPTP in a number-conserving setup, determining the
lifetime of Majorana operators localized at the edges.
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We devise a number-conserving scheme for the realization of Majorana zero modes in an interacting fermionic
ladder coupled by Aharonov-Bohm cages. The latter provide an efficient mechanism to cancel single-particle
hopping by destructive interference. The crucial parity symmetry in each wire is thus encoded in the geometry
of the setup, in particular, its translation invariance. A generic nearest-neighbor interaction generates the desired
correlated hopping of pairs. We exhibit the presence of an extended topological region in parameter space,
first in a simplified effective model via bosonization techniques, and subsequently in a larger parameter regime
with matrix-product-states numerical simulations. We demonstrate the adiabatic connection to previous models,
including exactly solvable ones, and we briefly comment on possible experimental realizations in synthetic

quantum platforms, like cold atomic samples.

DOI: 10.1103/PhysRevB.107.035124

I. MOTIVATION

In the last decade, the quest for topological states of matter
has arguably been one of the driving directions in condensed
matter physics [1-3], partially motivated also by their en-
visioned usage as platforms for quantum computation [4].
Among all possible topological states, Majorana zero modes
(MZMs) are one of the simplest examples realizing an any-
onic excitation, i.e., not obeying either fermionic or bosonic
statistics [4—6]. Despite them being conceptually quite simple,
an ongoing quest is being pursued towards an unambiguous
measurement of their existence. While they do not enable a
universal set of gates, they have been proposed to serve as a
topological protected quantum memory [7,8].

Stemming from the cornerstone paper by Kitaev [9], most
efforts have focused on a one-dimensional realization of
Majorana zero modes via coupling some semiconducting
nanowire to a bulk superconductor [10-16]. The superconduc-
tor serves as a reservoir inducing p-wave superconductivity
into the nanowire via the proximity effect resulting in an ef-
fective breaking of the U(1) symmetry of number conserving
down to a residual fermionic parity symmetry Z,.

In recent years, alternative proposals for realizing MZMs
without breaking the number conservation were put forward
[17,18]. These schemes are based on the field-theoretical ob-
servation that a minimal U(1) x Z, model of two (fermionic)
Luttinger liquids coupled exclusively by a pair-hopping term
indeed leads to the same topological signatures [19]. No-
ticeably, even some exactly solvable instances were found
[20,21], giving deep insights into the nature of this phase.
Moreover, a number-conserving scheme is particularly ap-
pealing for synthetic quantum matter platforms like cold
atoms [22]. However, a perfect cancellation of single-particle
tunnelings between the chains is needed to ensure the Z, pro-
tection of MZMs. In previous works, this was only achievable
in an approximate fashion via some perturbative suppres-

2469-9950/2023/107(3)/035124(16)
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sion. Here, we present an alternative scheme which makes
use of exact interference terms of complex hopping ampli-
tudes, also known as Aharonov-Bohm cages [23,24], and
perfectly cancels all single-particle poisoning. These cages
are arranged in a translation-invariant sequence across the
two target fermionic chains, and a generic nearest-neighbor
interaction term enables the sought-after correlated hopping
of particles.

The paper is structured as follows: First in Sec. II we
introduce our model which involves four spinless fermionic
species. After discussing the basic properties of that model,
we integrate out two of these spinless fermions using a
Schrieffer-Wolff (SW) transformation [25], and show that the
obtained effective Hamiltonian falls into the same class as
those of previous proposals. This effective Hamiltonian is first
investigated in Sec. III by using bosonization [26,27], in order
to find the most favorable parameter regime for realizing the
MZM phase. In this section we also review the basic indicators
used for detecting the MZM phase: the nonlocal behavior of
the end-to-end correlation function together with a relative
sign between the ground states of the two parity sectors and
the exact double degeneracy of the entanglement spectrum
[28]. Next, in Sec. IV, we show numerical results using tensor
network techniques [29], exhibiting all defining features of
the MZM phase, not only for the effective model but also
for the full four-flavor setup in regimes very far from the
perturbative expansion conducted before. Finally, in Sec. V
we summarize our findings and give a short outlook of open
questions.

II. MODEL INTRODUCTION

Let us consider two (lattice) wires a and b, populated by
spinless fermions, and connected to each other via additional

©2023 American Physical Society
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sites ¢ and d in a rhomboidal configuration pierced by a &
phase, as described by the following Hamiltonian:

Hy = —J Z(ajcj +clb,+bld, —dlaj+He) (1)
J

= —JV2 ) (alm;+bip, +Hec), )
J

()
J

o =a,b, c,d at the jth lattice position, and p = (¢ + d)/ﬁ
m=(c—-4d)/ V2) are the (anti)symmetric superposition of
the intermediate modes. For the sake of simplicity, we picked
up a gauge where the whole 7 phase has been collected on

where «'" annihilates (creates) a fermion in the site of kind

J

Vi—W,

a single link; however, any redistribution along the rhombi
would, of course, lead to the same Aharonov-Bohm caging
effect in the end. As made explicit by Eq. (2), indeed, destruc-
tive interference prohibits single-particle motion between the
(decorated) wires; i.e., the two charges

Ny = (N“+ N™) £+ (N” + NP), (3)

with N* =3 n§ =3, ajfoe ;» are separately conserved and
denoted as the U(1), symmetries in the following.

In order to let Majorana physics emerge, we need to
partially break the U(1)_ associated to the N_ charge into
a residual Z, symmetry for each dressed chain. We could
naturally achieve it by considering nearest-neighbor density-
density interaction terms of the kind

2

L1
Hy = Z [Vl (njniﬂ + "?”7+1) + V2(";”?+1 + n?niﬂ)]
j=1
L1
Vi+V; m "
=3[R ) ) +

1

~.
Il

which does not preserve N” and N (but still preserves their
parity) away from the fine-tuned point V; = V,. The residual
unbroken symmetry is actually (Z4)_/(Z,), since the parity
of the conserved overall population fixes the parity of the
relative population, too: as a convention, we decide to look
at the parity in the dressed a chain, i.e.,

; a m i i
P = mWNINY) = Nt o TN 5)

Actually, we show in Appendix C that our model is adia-
batically connected to a regime where the U(1), symmetry
is further broken and the residual group is an even simpler
Zy X 2, i.e., the same symmetry class as two individual
Majorana chains. Later we will abuse this relation to derive
the signatures of the topological regime in the single-particle
correlation functions.

Any additional generic intrawire Hamiltonian H,—, ), and
any Hamiltonian of the kind

Hea = Z [14(n +n) + ZH(C;CH-I
J

+did, ) +1(cld, +dic;,)+He]  (6)

acting on the intermediate sites would still fall in the same
U(1); x (Z,)_ symmetry class. We initially setty =¢; =0
for the sake of keeping most calculations analytically feasible,
but in Appendix A we provide some estimate on their utility
for making the desired topological signatures even more evi-
dent.

A pictorial sketch of the generic Hamiltonian,

H=H,+Hy,+ H.q+ Hy + Hiy, @)

is given in Fig. 1(b). Once we integrate out the intermediate
sites (c,d) via a Schrieffer-Wolff transformation along the
lines of Ref. [25], we are left with a low-energy description

(pjm; + mjpj)(p;+lmj+l + ’"me)], )

[
of the dressed wires (a, b), illustrated in Fig. 1(c):

Her = H, + Hy + Uny Z (n(jl + ni’) (n7+1 + nf”rl)
J

7T T
= 2 Widjaj by by + Wabjaj, b4,
j

-
+ W bjajajJrl

b, +Hc.). (8)
The form of Eq. (8) allows for a direct comparison with the
model of Ref. [17] and the exactly solvable one of Ref. [20],
as discussed in Appendix C. The two pair-hopping terms have
rather different effects: The interchain one, W}, embodies the
original Kitaev-chain model per each wire separately, and it
is indeed the one responsible for the desired topological effect
[17,19,20]. The intrachain one, W, and W;, instead promotes a
(pseudo-)spin-density-wave ordering in the wire-label degree
of freedom, as we will discuss after considering the bosonized
version of Hamiltonian (8) below Eq. (13). The attainable
couplings with the presented microscopic derivation are

Wi _Wo _ I\ 8u(Va—Wp)

wooun (ﬁ) Qu+VDQu+ V)’
Un _ (T\*8(uVi + V1) + ViVo)
" _<ﬁ) Qu+VH2u+Va)

C))

and W5 = 0. Due to the similar effect of W, and W3, we set
W3 = 0 for the rest of the main text. We will show in the
following, via a combination of field-theoretical calculations
and numerical simulations, that W, = W, does not impair the
formation of the wished topological order, at least in an ex-
tended region of the parameter space.

035124-2
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FIG. 1. Pictorial representation of the main Hamiltonians of this
work: (a) Translation-invariant coupling of the two wires, a and b, via
the rhombi Hamiltonian H¢ encompassing a 7 flux, here denoted via
a single hopping with opposite sign to the rest (dashed line). (b) Full
model of Eq. (7), with intrachain hopping elements (black), inter-
chain ABC hoppings (blue) as in panel (a), and bubbles indicating
the density-density interactions. (c) Effective low-energy model of
Eq. (8), with the blue arrows standing for the correlated interchain
pair hopping, and the red and orange ones for the cross-correlated
hopping terms. From the microscopic derivation one finds W) = W,
and W5 = 0; however, we considered all three couplings for compar-
ison to the exact solvable model of Ref. [20] (see Appendix C).

The dressed Hamiltonians H, (o« = a, b) read

~ 7\ 2t
H, = H, +t<—) > [(aj./cw +Hc)— =K} K, J},
P , PR

J
(10)
where we used the abbreviation for the commutator &y ; :=
[H,, «;]/t. Equation (10) is formulated for generic one-
particle Hamiltonians H, and H,. For making concrete
statements we will fix them to (H, = H, = H,)

H, = Z (—t(afa; + He) 4+ UunSns,,). (1)
J
In this case the commutator /Cy ; amounts to a simple renor-

malization of the bare parameters in Eq. (11) along with some
three-body interactions, density-supported and next-nearest-

neighbor hoppings. From a renormalization point of view
these terms can be safely considered to be less relevant.
Therefore, we decide to drop them henceforth to keep the
model simpler, and leave details for the interested reader in
Appendix B.

III. BOSONIZATION

We now proceed with a field-theoretical analysis of the
toy Hamiltonian (8) via bosonization along the notation of
Ref. [26]. After having introduced density and phase fluctu-
ating fields, ¢, and 9,, for both fermionic species, « = a, b,
and their (anti)symmetric combinations g+ = 1/ ﬁ(goa + ¢p)
(same for ¥.1), we find the following Hamiltonian:

T 1
Hypos = Zi v? / der(axl?r(x))z + K_r(ax(pr(x))z

+ B /dx cos(v/8m9_(x))

+ B / dx cos(v/8mp_(x)), (12)

where K; and v, denote the Luttinger parameter and Fermi
velocity in the T = % sectors, and we already dropped less
relevant terms (see Appendix B), including those becoming
resonant only at half filling. We notice that a similar bosonized
Hamiltonian appears when considering spinful fermions with
anisotropic spin interactions [30], and moreover with §, = 0
in other discussions of number-preserving models for Majo-
rana zero modes [17,19].

Besides an ordinary Tomonaga-Luttinger liquid in the sym-
metric (charge) sector, T = 4, which is therefore always
gapless, the antisymmetric (spin) sector, T = —, exhibits a
double sine-Gordon interaction with bare couplings and scal-
ing dimensions:

2
- /32 x Wp — Upp,s Aﬁz =2K_. (13)

B x Wi, Ag = 7

It is therefore apparent that a gap will arise whenever K_ # 1
[31]: while for K_ < 1 the ¢_ field is pinned and the phase is
trivially a charge-density-wave or singlet pairing, depending
on the sign of the B, coupling [32], the §; term causes instead
the appearance of unpaired Majorana edge modes for K_ > 1
[19]. Furthermore, the refermionization argument for K_ = 2
given in Ref. [19] also shows that this mode has to be identi-
fied with single-particle transitions from one of the two chains
to the other.

Therefore, one expects certain overlaps like
(00l a;b i |S2¢.) to be nonzero at the edges with an exponential
decay to a possible nonzero bulk value. Otherwise said, the
degenerate ground states in the topological phase are related
to the ground states of two independent Kitaev-Majorana
chains, once projected on a fixed total charge N, [20]. Thus,
using the standard classification of topological insulators, one
expect two pairs of MZM to be present in the system, for the
unconstrained model, corresponding to the two independent
Kitaev-Majorana chains. However, after fixing the total
particle number we do not observe 4 =2 x 2 Majorana
modes, but—depending on the total parity P,—only two out
of the four possible combinations.
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The picture of two unconnected chains is particularly
useful to get a grasp of some fundamental behavior of single-
particle correlation functions, which we will employ as a
fingerprint of the desired edge physics. Let us consider the
(four) ground states to be connected to

1) = 12) . [Qoo) =} g}, 12) . if Ny even, (1

Q0e) = ¢} x 19), [Qe0) =] ;1) if N; odd,

with |Q2) being the vacuum of the theory, and ¢, the
fermionic operator formed by two Majorana edge modes,
Ca.E = Ya.L — IYa.Rs {Varr> V8,s} = 284,585, r. The mode expan-
sion reads

aj = A(yare UV —iyy geE Y 4 5)

with --- denoting the (gapped) excitations of the system, ¢
the correlation length, and A being a normalization factor. For
each single chain then holds

(Qplayal |2p) ~ iA’e D (Qpl yLyr 12p) + G())
= —PA%e I G()j), (16)

where P = + for the even or odd sector, and G( j) is the
exponentially decaying correlation function coming from the
residual (gapped) excitations of the spectrum. In Sec. IV we
will use this exponential revival of the end-to-end correlation
function together with this characteristic relative sign between
the two parity sectors as one of the indicators for having a
MZM phase. Closely related to that behavior of the corre-
lation function is the vanishing of the energy gap between
the two parity sectors: AE = |E_ — E,| ~ e 2L/l A second
indicator is provided by studying the entanglement spectrum
[33], which should be exactly double degenerate in the case of
being in a Majorana-like phase [28].

While working at fixed particle number might circumvent
the formation of a charge gap by forbidding hybridization of
different fillings (as it is indeed the case in our setup), the spin
sector remains instead gapped (see Appendix B). Therefore,
we expect an exponentially decaying behavior to the middle
of the system, followed by an exponential revival with a 7
phase difference between the two ground states. The same
holds true for matrix elements of interchain operators like
the so-called Majorana wave function [20], (Qee| a jb; [R200).
Since the characteristics are similar for both observables, we
decide to only present results for the single-particle corre-
lation functions. This is also motivated from the fact that,
in a generic interacting model, the overlap (Qc.|a jbj. [Q00)
may have a nonzero bulk value, making it harder to uniquely
identify the edge contribution. This problem is absent for the
single-particle correlation function, since (a;) is fundamen-
tally zero.

In order to determine the most favorable regime of the
microscopic parameters for achieving the topological phase,
we consider the perturbative renormalization group (RG)

W/t

: : —0.4 —0.2 0.0 0.2
(b) Ua/t

FIG. 2. RG-based estimates of the phase diagram of the
bosonized Hamiltonian (12) at v = 1/3 in different, orthogonal
planes, according to the flow equations (17): magenta refers to
the dominance of B; (topological phase), while yellow indicates
the dominance of B, (trivial charge density wave or spin density
wave phase). (a) W;-W, plane with U,, = U, = 0: The blue line,
W, = W, = W, indicates the effective Hamiltonian (9), for which the
prediction depends strongly on cutoff details and, possibly, further
orders in the flow. (b) W-U, plane with U,,, = 0: by choosing a finite
negative U,, we can move deep inside the topological phase, where
RG predictions are unambiguous, as represented by the shift from
the green to the blue star. The latter set of parameters is what is used
in the main text for the most simulations.

equations (strictly valid only around K_ ~ 1) [32]:

dpi 1
T 2<1 - K—>ﬁ1,

. ..
= 2(1 — K_)B,, (I7)
dK_ 472 A

1
2 253
dl - UE (:BIK__ﬁZK—>

We now have to integrate these differential equations starting
from the bare values of K_ and B; on the original lattice
couplings, Eq. (B17) (see Appendix B for details). Thereby
we get a rough estimation of the phase diagram, presented in
Fig. 2: The exact position of the phase boundaries is (highly)
dependent on the nonuniversal constant A.
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Interestingly, anyway, both the very asymmetric role
played by W, and the strikingly almost straight critical lines in
the (W, W,, U, = 0) plane can be predicted by the equation

Wi = D Wa(sgn(W2) — C), (18)

with two nonuniversal constants D and C. This equation rep-
resents the linearized version of the criticality condition found
in Ref. [30] (see also Appendix B 1 for more details).

By inspecting Fig. 2, we notice that, in the absence of in-
trawire interactions (U, = 0), the line W; = W, = W dictated
by Eq. (9) is well inside the topological phase for W < 0,
while no definite conclusion can be reached on the boundary
for W > 0. Noticeably, for U, < 0 the bare parameters for the
RG flow are sensibly pushed away from the boundary, thus
making the topological phase observable also for W > 0 [see
Fig. 2(b)].

We stress here that the extra terms in H., of Eq. (6)
are foreseen to contribute to stabilize the topological phase,
too. Including nonvanishing couplings #; and 7, indeed, a
regime with W; > W, can be achieved, which pushes the
model deeper into the topological region even for U, = 0, as
can be seen from Fig. 2(a) (see Appendix A for more details).

IV. NUMERICAL RESULTS

Next, we validate the cutoff-dependent predictions of
bosonization against unbiased numerical simulations on the
lattice, performed via matrix product states (MPSs), not only
for the effective Hamiltonian (8) but also for the full model
(7), i.e., without introducing any perturbative description. We
focus on two pristine indicators of the emergence of unpaired
Majorana modes at the edges, i.e., (i) finite end-to-end single-
particle correlations with an exponential decay in the bulk,
with relative -phase between the two parity sectors, and (ii)
double degeneracy of the entanglement spectrum, dictated by
the Z, protecting symmetry.

We conduct our numerical investigations at a fixed density
of v =N, /(2L) = 1/3, so that additional resonances arising
at half filling are avoided. As an exemplary parameter set for
the effective model we choose

w U U,
— =05 =2 =-07, 2 =0.0, (19)
J J J

with a chain of length L = 256 and N; = 170 fermions in the
system. The specific choice of U,,, = 0 was made to simplify
the number of parameters to a minimum, without affecting
the qualitative picture, as we verified for a wide range of
U,,. Indeed, from a RG point of view, the operator coupled
to Uy, only has a minimal influence by slightly detuning the
bare Luttinger parameter K_ and decreasing the bare coupling
strength B, of the bosonized Hamiltonian (see Appendix B).
Moreover, this choice is always reachable, at least in this
fourth-order effective Hamiltonian description, by suitably
tuning the bare interaction parameters V; and V; relative to
w and J.

First, Fig. 3 illustrates the decay of the single-particle terms
(aral), with correlation length £ &~ 7.35 and their strong re-
vival at the opposite edge r ~ 0.5, with the sign depending
on the parity sector, as discussed in Sec. III and predicted in
Eq. (16). The quantity r is thereby defined as the amplitude of

T
10~

P=-1
w/o Zs

1073~

107~

- 17

<,
S 0
~ i

0.02
1071 = [

’ 0.00
1078 b E

1075~ —0.02
(ST VR IVATAVE IR R of
248 250 252 254 256
PR o N Y S ST AN ST NSRS M
0 50 100 150 200 250

site k

FIG. 3. Single-particle correlation function (a, aZ) between the
leftmost site of the chain and the kth one. The magenta and blue lines
represent the expectation value to the ground state in the parity sector
P = =£. The black line displays a simulation neglecting the parity
conservation, allowing a superposition between the two different
sectors. The inset zooms around the right edge of the chain, revealing
the relative w phase between the recovery of the correlation function
in the two parity sectors.

an exponential fit performed on both ends of the correlation
function. Ignoring the underlying Z, symmetry in the density
matrix renormalization group (DMRG) simulation results in
a pure exponential decay, indicating an equal weighted super-
position of the two (nearly) degenerated ground states of the
two parity sectors (see black line in Fig. 3). Such a scenario
is confirmed by examining the parity expectation value in this
setup, (P) ~ 0. This is an expected behavior, since DMRG
favors the least entangled ground state [34-36].

Second, Fig. 4(a) shows the entanglement spectrum [33],
ie., —In A? with A; the Schmidt values of a L/2 biparti-
tion of the system, as a function of the quantum numbers
0Ny =ny —N;/2 and P_ = (—1)". On one hand, the per-
fect double degeneracy between the two parity sectors is a
clear fingerprint of the symmetry-protected topological nature
of the antisymmetric channel (z = —) [28]. On the other
hand, the parabolic shape (with particle-hole symmetry) in-
dicates the gapless nature of the symmetric channel (t = +)
[37,38], with the curvature giving back a Luttinger parameter
K, ~0.97 [39], pretty close to the bare value of Eq. (B17),
K™ ~0.85.

Noticeably, from Fig. 5 it can be seen that, even in the pres-
ence of this gapless channel, the energy difference between
the even and the odd sectors vanishes exponentially, as one
would expect for a system with two topological ground states.
The finite-size gap inside each parity sector, instead, vanishes
algebraically with ~ L~! as expected for a standard Luttinger
liquid with a linear dispersion relation €4 (q) = vy|q|. Ad-
ditionally, in Appendix C we show that an adiabatic path
exists between our effective model and the exactly solvable
one of Ref. [20]. In this article, a path is called adiabatic if
the U(1) x Z, symmetry group is preserved all along that
path and the single particle gap, as defined by the antisym-
metric sector, stays finite. This is analogous to requiring that
we observe a finite correlation length of the single-particle
correlation function smaller than the system size along that
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FIG. 4. Entanglement spectrum for a bipartition cutting the sys-
tem exactly in the middle for a system with 256 sites at filling
v =1/3. (a) The system being in the Majorana-like phase with
Wi/t =W, /t =0.5,U,/t = —0.7,and U,,,/t = 0. The spectrum was
extracted from the ground state found in the even-parity sector;
however, taking the odd-parity-sector ground state is analogous.
(b) The system is in the trivial state with W, /t = 0.3, W, /t =
and U, /t = U,,/t = 0. The spectrum was extracted from the true
ground state given by the odd-parity sector.

path. Constructing such a path requires the insertion of some
extra operators, but its cartoon projection in the W;-W,-Uy,
parameter space is illustrated as a dashed line in Fig. 8. The
energy gap, extracted via fitting the exponential decay of
single-particle correlation in the bulk, is plotted in Fig. 9(a),
and is evidently nonvanishing.

In the same Appendix C, we also demonstrate numeri-
cally the adiabatic connection to the two uncoupled Majorana
chains by further breaking the residual conservation of the
total particle number down to a total parity and only requiring
a residual global symmetry group of Z, X Z;.

After reporting the topological fingerprints found in the
effective model, we also studied the full model of Eq. (7) with
the single-particle Hamiltonians fixed according to Eq. (11)
and showed that the topological phase persists once the full

\
10—2_
XN X
10—4_
X
&)
< 1076
X
X
108 ) |EG_E0|
0.033¢~0-27L
X
10-10— ¢ |Egs_E1| X
" —— 32110 y
\llll\llllllll\llll\ll\l\ll\llll\ll
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L

FIG. 5. Scaling of the energy difference between and inside the
parity sectors for the parameter set W, /J = W,/J = 0.5, U,/J =
—0.7, U,, =0 for lengths from 16 to 80 sites and a filling of
v =1/3, ie., n, = 2L/3 particles. The degeneracy split closes ex-
ponentially in system size, with a decay length roughly equal to
twice the single-particle correlation length / since this splitting orig-
inates in the exponential small overlap between the two Majorana
wave functions localized at the two ends of the chain [9]. On the
other hand, the energy gap to the first excited state vanishes as 1/L
originating from the discretization of the momentum in a finite-size
system as expected for a well-behaved Luttinger liquid [32] having a
linear dispersion relation.

four-flavor Hilbert space is taken into account. For this, we
studied at the same indicators as reported above, namely, the
nonlocal correlation functions with the characteristic relative
sign between the two parity sectors as predicted by Eq. (16)
and the double degeneracy of the low-lying entanglement
spectrum. As a warmup we treated the model with a set of
parameters deep inside the perturbative regime of the effective
Hamiltonian. The results are reported in Appendix E, where
we indeed find the full model to have nonlocal correlation
functions as expected. Nonetheless, the parameters in this
regime are not so appropriate to experimental realizations
with interaction strengths of several orders of magnitude in
difference.

However, we can do better by going away from the per-
turbative regime. Indeed, we showed that the Majorana-like
phase is not bounded to the perturbative regime, but is consid-
erably extended to a more realistic parameters, where we find
a double degenerated entanglement spectrum and non-local
correlation functions for a large range of parameters.

As an example consider Fig. 6(a). In this figure we com-
puted the average degeneracy of neighboring Schmidt values
of the low-lying entanglement spectrum for a cut at half of the
system of length L = 60,

- 1
A=— A1 — Ml 20
D hajo =l (20)

computed by fixing the following set of parameters:
n.=280, wn/J=2, Vi/J=-1,
V2/J=125, n =0.1¢/, . =0,
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FIG. 6. Analysis of the full model. (a) Logarithm of the average
degeneracy of neighboring Schmidt values of the low-lying entangle-
ment spectrum from Eq. (20) taking n = 4. Taking the logarithm was
motivated to highlight values near zero. (b) One example end-to-end
correlation function plotted for + = and U, = [green star in panel
(a)]. The inset shows a zoom onto the last few sites showing the
relative v phase for the revival of both symmetry sectors.

t/J =€ [0.1,0.5], U,/J € [—0.5,0].

Noticeably, there seems to be an overall separatrix region
of nearly vanishing A between two regions having a finite
splitting between the neighboring entanglement values. Along
that set of parameters we expect the Majorana-like phase to
appear: This is confirmed by the end-to-end correlation func-
tion showing the characteristic -phase revival [see Fig. 6(b)
as one example]. Furthermore, we stress here that this result
is not sensitive to the concrete choice of the chemical po-
tential and the filling. We have explicitly checked it for all
w/J € [2,5] and also for n, = 40, which corresponds to the
1/3 filling in the effective model.

As a final remark we want to discuss possible experimental
platforms. We emphasize that the crucial ingredient in realiz-
ing our proposal is the cylindrical-like structure defined by the
rhombi Hamiltonian H¢, Eq. (1). The requirement of having
periodic boundary conditions along one direction together
with imprinting an effective phase is usually a hard task in
physical setups. Recently this task was achieved by using
the internal degrees of freedom of cold atoms as synthetic
dimensions and imprinting arbitrary gauge fluxes to the atoms
[40,41]. Together with the good controllability of hopping

transition by loading the cloud of atoms to an optical lattice
[42-45] and the reliability of species with sizable nearest-
neighbor interactions such as polar atoms [46—48], cold atoms
are suggested as the perfect platform, but also other synthetic
platforms could be valid. However, a concrete realization goes
beyond the scope of this article.

V. CONCLUSION AND OUTLOOK

Motivated by the ongoing search for an unambiguous de-
tection of topological Majorana zero modes, we have put
forward a new number-conserving realization of a Majorana-
like phase. Our proposal uses the geometry of the underlying
lattice together with the Aharonov-Bohm effect to achieve
exact cancellation of all possible single-particle processes and
only allow for pair transitions.

Starting from a perturbative analysis, we found clear fin-
gerprints of a Majorana-like phase with Majorana zero modes
being present in an extended parameter regime. We also
showed that this is still true in the full model far away from
the perturbative regime, thus raising the hope for realizations
using synthetic dimensions in a cold-atom platform. Due to
the large amount of possible parameters to tune, we postpone
the development of a concrete scheme together with an exper-
imentally reachable parameter space to future work.

Among the important open questions for all possible quasi-
one-dimensional number-conserving setups, the influence of
finite temperature on the Majorana zero modes plays an
important role. To be concrete, it is unclear how possible
higher-order terms in the bosonization may couple the sym-
metric gapless sector to the antisymmetric gapped sector
hosting the Majorana zero modes. Such effects could lead to
a much smaller lifetime of the MZM than expected from the
limit of two unconnected Kitaev-Majorana chains. This will
be the subject for future investigations.
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APPENDIX A: DERIVATION OF THE EFFECTIVE
HAMILTONIAN

In this Appendix, we briefly recall the basics of the
Schrieffer-Wolff (SW) transformation in the version of
Ref. [25], which we used to derive the effective model of
Egs. (8) and (9). Furthermore, we discuss the effect of the
extra terms (7, 1) of Eq. (6), showing that they may lead to
an even more convenient regime for the topological phase to
arise.
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In the SW formalism, the Hamiltonian is considered to be
divided between a block-diagonal noninteracting part Hy with
a clear energy-scale separation, and some small interaction V,
i.e.,

H=H,+V,
Hy = PpHyPp 4+ PoHyPg,
V =PpVPgo + PoVPp 4+ PoVPg,

where H = P @ Q denotes the division of the Hilbert space
such that

IPrHoPp || < [[PoHoPoll,
VIl < (IPoHoPoll — [|PpHoPP ),

in the sense that all eigenvalues from the P subspace are much
smaller than the eigenvalues from the Q subspace, and that
the matrix elements of the V operator are much smaller than
the energy separation between the two subspaces. We recall
that a possible term PpV Pp can be set to zero without loss of
generality. The target SW transformation is a rotation X of the
Hilbert space, such that the Hamilton operator is brought back
to a block-diagonal form under its action:

H =X"Y(Hy+ V)X = PoH'Pp + PoH'Po. (A1)

The desired effective low-energy Hamilton operator is then
given by

H.¢ = PpH'Pp. (A2)

While X, and thus H.g, are only known exactly for a few
special cases, there exists a perturbative solution in terms of
powers of the interaction V, with terms in the typical form
(A3)

o = P7>V<PQ PQV> Pp,

Eo — PoHoPo
and variations thereof, especially in case the original low-
energy subspace is not exactly degenerate, i.e., if not all states
in P share the same eigenvalue Ey under Hy. Anyway, we
can easily identify the Green operator G(w) restricted to the
high-energy space Q and evaluated at Ey:

1

Go(Ey) = Pg————
o(Eo) s — PoHoPa

Po, (A4)
a fact which will come in handy in the following.
In our specific setup, we chose

Hy = H.q + Hin, (A5)

i.e., the Hamiltonian acting on the auxiliary sites. Thereby, it is
easy to identify the low-energy space P as the one containing
all states with empty ¢ and d sites, while the high-energy
configurations Q are all the remaining ones with at least one
fermion placed on these auxiliary sites. As a consequence,
Ey = 0 and the energy separation is of the order of . As long
asty =t =0, Hy is already diagonal in the Fock basis, and
this allows for an exact evaluation of GQ(E()), leading to the
compact expressions of Egs. (8) and (9).

If we now include such terms, i.e., ¢, # 0, this is not
true anymore since a fermionic excitation on the ¢ and d
states is now allowed to delocalize across the auxiliary sites.
Fortunately, we can still evaluate GQ(EO) if we restrict for a

moment to the case in which at most one fermionic state in
the ¢ and d sites can be occupied. The matrix elements of this
operator decay exponentially in real space. This in turn leads
to an additional exponentially decaying hopping in the a, b
chains of the form

i~k
H exp = Z —t!yl ‘a;ak +Hec., yu <1,
Jla

/

B 2J?2

o = ViE =4 £1)%
Yo = ;{u — W =4 £1)?)
T 20 £1)) I ’

where the — (+4) holds for « = a (b). However, the fourth-
order term in the Schrieffer-Wolff transformation, which
generates the desired pair-hopping term, requires to deal with
two fermions on the ¢ and d sites, and therefore to solve the
full interacting problem. However, an analytic solution is not
that easy any more. Anyway, in the limit of 7, 7, < p (consis-
tently with all other energy scales of the setup), one can treat
them as small perturbations and compute the Green operator
perturbatively. The sizable diagonal elements are responsible
for the generation of the pair-hopping terms, while the off-
diagonal contributions are again exponentially suppressed. We
finally arrive at the expression

Wi=W(+ @, 00, t)") + O(lﬁ, 1),

where I'; are 2 x 2 matrices, depending on all other param-
eters, with I'y = I', which allows for detuning W) # W,. In
Fig. 7 some examples for W;(¢, t, ) are shown. Moreover, a
third pair coupling operator is generated:

Hy, = (1, 103y, 1)" Z ala; \bib,. +He (A8)
J

(A6)

(A7)

This was also one of the reasons to consider the slightly more
general toy model of Eq. (8) where one finds the relation
Ws = (t), t.)T5(t), t1)7. The possibility of detuning W; rel-
ative to W, and also the generation of Ws shifts the effective
model near the vicinity of the exactly solvable model [20],
for which the relation W, = W3 = W; /2 holds. Comparing to
Fig. 7, indeed, we see that introducing #; increases W relative
to W, and also introduces a positive Wj.

APPENDIX B: BOSONIZATION DETAILS

In this Appendix, we provide the details of the derivation
of the bosonized low-energy theory and its bare couplings in
terms of the microscopic parameters. The starting point is the
effective Hamiltonian of Eq. (8). In order to keep the equa-
tions simple, we start here by using the simplified single-chain
Hamiltonian from the main text:

Hy =Y (—t(a}a; + He) + UnSnd,,).  (BD)

J
However, towards the end of this Appendix we will shortly
discuss additional operators which are generated by the
Schrieffer-Wolff transformation. The first step is to rewrite the
lattice annihilation and creation operators " in terms of two
(slowly varying) envelope functions ¥/  defining the right
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FIG. 7. Dependence of the effective parameters W, W,, and W5
for (a) ¢, /t = 0and (b) #, /t = 0.5. The other parameters are chosen
tobe Vi/t =1,V,/t = —0.83.

and left moving fields:

aj = /a(Vo r()EM + Yo 1 (x))e” ). (B2)

The “continuum” position x; is defined as x; := aj, with a the
lattice spacing, in terms of which we will express all quanti-
ties (like lengths, energies, etc.) in the following. The Fermi
momentum is defined by kp = Q’L—’Z, with N being the number
of fermions and L the number of lattice sites in the system. In
order to formulate a theory in the continuum, we send a — 0
while keeping constant the product akg := § = 7, as well as
all energies ta, Uya, . ... This also amounts to replacing sums
by integrals according to the rule a ). — [dx. Henceforth,
we will also remove any residual explicit dependence on the
lattice spacing by appropriately rescaling the fields and the
coupling constants for better readability.

The next step is the assumption of linearity for the
fermionic dispersion relation near the (two) Fermi points. The
right- and left-moving fields become thus independent from
each other, and the free fermion Hamiltonian is written as

Ho=3) o us Jdx ho g (x):

hO,a ()C) = _iUF["/f:,’R(x)E)XWOz,R(X) - WQ’L(x)axwa,L(x)]’
(B3)
where vp = 2f sin(§) defines the Fermi velocity. The indepen-
dent left- and right-moving fields are then rewritten in terms of

vertex operators of continuous bosonic fields ¢, (x) and ¥, (x),
describing respectively the density and phase fluctuations:

Voo = 220 exp(—i/T (Fq + So@a)),

2w
1) = Y gV + Va1 Var = — 77 0a(0),
03V (x, 1) = =0y @ (x, 1), (B4)

with s, = +1 if 0 = R (and —1 for L), and the latter relation
defined in the Heisenberg picture with explicit time-dependent
operators. It is particularly useful to recall also the expression
for the current densities:

JE) = —J%ax{wa(x) Fsda).  (BS)

The Klein factors 7,4, forming a Clifford algebra (i.e.,
{Na,0» Mg, p} = 280,804,p), are essential to obtain the correct
anticommuting behavior of the fermionic operators [27].
However, thanks to the particle-number-preserving charac-
ter of the Hamiltonian, we can simply treat them as simple
Hermitian matrices and reorder their strings to be the same
in all terms; henceforth, we consider to have already per-
formed such a reordering and drop all Klein factors from our
formulas.

Subsequently, we rewrite the different lattice operators
in terms of the bosonic fields, according to the dictionary
presented in Eqgs. (B4) and (B5), and taking care of normal
ordered products along standard procedures [32]. One major
consequence is that, in most cases, the algebra amounts to
directly summing the exponents appearing in Eq. (B4) when
dealing with products of (") fields. Since all terms turn out
to be diagonal in the bosonic fields, and we are considering
identical (a, b) species, it is convenient to resort to symmetric
and antisymmetric combinations of the fields:

1
P+(x) = 7

The free Hamiltonian and the intrachain interactions are
thereby well known to be mapped to a quadratic form:

(Pa(x) £ @p(x)). (B6)

. 1
Hy = 2 % /dx K (3,9 (x))” + Z(3X<pf(x))2, (B7)

with v; and K; the Fermi velocity and the so-called Luttinger
parameter in each sector. These are equal to vr and 1 in the
free case, and get renormalized by the interactions. Indeed, the
representation of the lattice number operator reads

ala;/a=- ~n"(x)+ Ofpy + 0Ly (BY)
with O¢pyw = 1[/; RV, L(xj)e’isz)‘f accounting for charge
density waves. By integrating their product on neighboring
sites over the whole lattice, all oscillating terms will average
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out unless we are at half filling, and we are left with
Uy Y _nn% —> U, / dx(JE +J%)" = 2cos(28)J8J¢
J

1
- / dx 805 (392 + 80,0 (9u0a) (BY)

with the following coefficients:

gu.» = Uy cos(26),

(B10)
gu.o = Uy (2 — cos(29)).
By applying the same procedure to the total unit-cell inter-
action, the interchain terms give rise to an extra sine-Gordon
interaction involving the field ¢_, originating from scattering
terms of the form
O(x) =

Ul ROV, OV, (O, () +He.  (BII)

The bosonized expression reads

Hyy —> _Z/dxgmt(a 9:)” + gung,r (990 )’

U 28
- % / dx cos(v/87 ) (B12)
T
with coefficients
8,9, + = —&nmn,p,— = &mn,9,— = Uyn cos(26), (B13)

8nn,p,+ = Unn(4 — cos(26)).

Finally, we can also translate the pair-hopping terms by simi-
lar algebra, and obtain

2sin®(8)W,
Hy, —> _Lz)l/dx cos(v/8 ), (B14)
T
1
HW2 — Z 21’ /dx gW,ﬂ(axﬁr)2 + gW.iﬂ(ax(pf)2

T= (B15)

W,

+ =5 [ dx cos(v8mg-),
b4
with coefficients
gw.» = 2Wssin*(8),

(B16)

gw.p = 2Ws cos’(8).

Noticeably, the two kinds of pair hoppings give rise to sine-
Gordon terms for the two conjugate bosonic fields: it will be
the one in ¢_ which will be responsible for the topological
phase, while the one in ¢_ is already present with other
types of density interactions between the two chains. The
sine-Gordon term involving ¢_ favors the formation of either
a spin density wave or charge density wave, depending on the
sign of the coupling [32].

By putting all these contributions together, we get to
Eq. (12) with the bare couplings of the low-energy the-
ory expressed in terms of those of the microscopic lattice

Hamiltonian:

1
K = g(nvF + 8U ¢ + &nn,p,T + TgW,(p)a

1
&= —(@vE+guy + &, + T8w.)s
21

(B17)
K= o,
Kz
_ 2W;sin’(8) Wy —c08(28)Upn
161 - _Ts ,32 - T

In order to determine the actual phase the system will end up
in, such bare couplings should be analyzed from the renor-
malization group (RG) perspective, i.e., by integrating out
short-distance degrees of freedom and retaining the long-
distance ones only, thus moving from a full quantum action
to a low-energy effective one.

1. RG flow

The RG flow is controlled by the flow parameter [, repre-
senting the effective momentum cutoff in terms of the overall
ultraviolet one via Ayy/A =~ 1 4 dI. At first order, the equa-
tions for the sine-Gordon couplings B, with k = 1,2, are
determined by their scaling dimension Ay:

dpr(l)
dl

If a coupling flows to oo for I — oo, then the theory acquires
a gap, and the coupling is dubbed relevant: this happens if
Ar < 2. One should actually stop the flow when the value
overcomes the cutoff, and one could then estimate thereby
the value of the gap. If instead the scaling dimension is large,
Ay > 2, the coupling is irrelevant, since it flows to zero and
disappears from the effective theory. In the limiting case,
A = 2, the coupling is labeled as marginal, and higher orders
are required to find out its actual behavior. In our Eq. (12)
we find the common result A} = 2/K_ and A, =2K_ [32]:
while K, does not flow at all, and the symmetric sector re-
mains gapless in all cases, we should resort to higher orders of
perturbation theory to inspect the flow of K_, at least around

K_=~1,
dK_ 4’ A 23
= — B5K7 ),
A

=2 = Ap)pr(d). (B18)

(B19)

where A is some cutoff-dependent constant. No additional
contribution to the flow of the B, couplings is generated at
second order, and thus the set of Egs. (B18) and (B19) is
consistent.

Similar RG flow equations have been studied in the past,
and it has been shown that all points on the plane defined by

(K- =1 = I[p|+ 18] =0 (B20)

71'«/_
flow to a critical model [30]. Upon inserting the bare values of
K_ and B; in terms of the original lattice couplings, Eq. (B17),
and linearizing the dependence of v_ and K_ on small W,
values, the criticality condition can be recast, for U, = 0, as

IWi| = DW,(sgn(W) — C) (B21)
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with two nonuniversal constants D = 72/(2sin>§) and C =
cos(28)/ (724 A) (in the case of U, = 0). Therefore, we ex-
pect a pretty different behavior depending on the sign of W,
while a symmetry in W, should appear. For example, inserting
all numbers we would expect a slope oy =1 (@ = —1/3)
in the case of W, > 0 (W, < 0), which perfectly matches
the observed slope in Fig. 2(a). The same equation can also
be used to predict the behavior of the critical lines in the
W, = W, =W and U, phase diagram of Fig. 2(b). However,
the equations are not compact and easy to write. But for the
choice of the nonuniversal constant .4 used for the numeri-
cal integration one finds a leading-order linear behavior for
W < 0 and a quadratic leading order for W > 0, matching the
numerical observations.

We tested these predictions by numerically integrating the
differential equations (B18) and (B19) starting from the bare
values of the couplings, up to a point where one of the two S
coupling constants reaches a certain cutoff value B;(l,) = c.
This indicates the formation of a spectral gap of one or the
other kind, which can be estimated according to A ~ e~.
The precise predictions depend on the nonuniversal constant
A appearing in the flow equations, too; nevertheless, we can
use them for a rough estimation of the phase diagram, pre-
sented in Fig. 2. The (asymmetric) linearity of the boundaries
is evidently kept up to fairly large values of the W couplings.

2. Two Kitaev chains

In the context of the adiabatic connection between our
model and the situation of two independent Kitaev chains
(which will be deepened in Appendix C), it is worth briefly
mentioning the bosonization of the pair-hopping operator act-
ing equally on the two chains:

Hy =) Adlal, +Hec. (B22)
Jja
By using the recipe exposed above, one finds
Hy — —ga Z/dx cos(vV4m¥,(x))
* (B23)

~ / dx cos(v27 04 (x)) cos(v 2 D (x))

with go = 2Asin(8)/m. In a situation where the 9_ field is
already locked, as in the topological phase through the Hy,
operator, Hy is basically the operator cos(~/27 94 (x)). The
scaling dimension of this operator is given by A = (2K, )~ ';
i.e., as long as K, > 1/4, this operator becomes relevant and
gaps out the charge sector.

3. Irrelevance of additional effective terms

As promised at the beginning of this long Appendix, we
want to justify our assumption of dropping all the additional
terms_which appear in the effective single-chain Hamiltoni-
ans H,. As a starting point, the single-chain Hamiltonians
of the full model are chosen as the usual spinless Fermi-
Hubbard Hamiltonian consisting of a hopping term and a

Unn/t

W, /s

FIG. 8. Relation of the parameter space of Eq. (8) to some related
works in the literature. The model of Ref. [17] spans the red line
at W, =W =U,, = 0; the effective model in Eq. (9) spans the
magenta plane at W, = W;, W; = 0; and the black dot indicates
the exactly solvable model of Ref. [20] at W, = W5 = U, = W, /2.
However, since the last lives in a higher-dimensional space, this is to
be understood as a cartoon, rather than an exact statement.

nearest-neighbor interaction term:

H, = Z (—t(a;aj +H.c.) + Upnn§,)).
J

(B24)

The commutators Ky ; = [H,, ;1/t can be readily computed
to be
o

U,
- Ta(a S+ )

e (B25)

Kej=ap, +o;

and inserted into Eq. (10): while ajT-lCa, j+H.c. will only

redefine the effective values of 7 and U, the product K, ;K ;
will also generate three-body terms (1, njnjy1).

In general, the lowest order of an operator consisting of
N fermionic densities is given in bosonization by a power-N
operator ~(9,¢, )" . The scaling dimension of these operators
can be shown to be Ay = N; i.e., their flow equations are of
the form d By /dl = (2 — N)By. Thus, these operators become
surely irrelevant for all N > 3.

In addition to these N-power operators, also some higher-
order harmonic cosine terms might appear, i.e., cos(n\/ﬁ Ou)-
However, their scaling dimension is a monotonic increasing
function of n, meaning that the most relevant operator is given
by the first harmonic n = 1. Nevertheless, with increasing in-
teraction strength these higher-order harmonics might become
relevant, if K. < 1; however, this is by far not the scenario we
are considering in this paper.

APPENDIX C: ADIABATIC CONNECTION TO EXACTLY
SOLVABLE MODELS

In this Appendix, we provide details about the two paths
in parameter space we chose for illustrating the adiabatic
connection between our effective model in Eq. (8) and (i)
the exactly solvable one of Ref. [20] or (ii) the setup with
two uncoupled noninteracting Majorana chains. In Fig. 8 we

035124-11



TAUSENDPFUND, DIEHL, AND RIZZI

PHYSICAL REVIEW B 107, 035124 (2023)

’_

T
1111I11llllllllllllllllllllllll

(am)
T

o
o
o
o
=
SN
o
o
o
00
—_
o

(a) 5

0

(b)

FIG. 9. Fitted single-particle correlation length / for the single-
chain correlation function (alaD along the two paths of Appendix C.
(a) Interpolation between the effective model and the exactly solv-
able model of Ref. [20] via the path y(s). (b) Linear interpolation
between the effective model with L =100, v=1/3, W, =W, =
0.5, U, = —0.7, and U,, = 0. We chose different starting points
of the effective model in both adiabatic paths. This was motivated
by finding the shortest connection between our effective model and
the target model. However, we explicitly checked that the effective
model was in both cases in the Majorana-like phase, and that all other
fingerprints of the MZM are present along the paths.

also show a cartoon picture of how all the different number-
conserving models of this article are related.

For the first one, whose nonvanishing gap is plotted in
Fig. 9(a), we chose

M o o
Hexy = Z (_WJT'HO‘]' 5 (n$ +nfy)

Jie=a,b

U,
oo r a b a b
— Uanjnj+1 -5 (njnj +nj+1nj+1)

— Unn (njl + ”f) (”jﬂrl + nl}+1)

o
— Wibjbj, a4,
T T T T
+ Waaja; bib;  +Wsaza; b, b,
+ H.c. ) (CD

where H.c. acts over every term which is not already explicitly
Hermitian. In the Hamiltonian above, the chemical potential
W, half of the strength for the very first and very last site com-
pared to the bulk sites and compared to Eq. (8), an additional
interaction term between the two chains U, is introduced. This
is necessary in order to solve the model exactly at the special
point considered in Ref. [20]. However, we explicitly checked
that the existence of the Majorana-like phase does not depend
on the lowering of the on-site potential for the first and last
sites, as one would expect for a topological phase.
The path (setting ¢ = 1 for fixing the energy scale)

Y (s) = Wa(s), Ws(s), Ua(s), Up(5))

(C2)
— (0.8 — 0.4s, 0.4s, —0.7 + 0.3s, —0.8s),

with W, =0.8,U,, = —0.4, and pu =4 kept constant,
stretches from s = 0 at our model to s = 1 at }&H)L:O.g in the
notation of Ref. [20].

For the second case, we define a simple linear interpola-
tion, s € [0, 1], between the two limiting cases,

H(s) = (1 — $)Her + s(Hiitaev,a + Hiitaev,b), (C3)

with Hg the one in Eq. (8) and Hyjyevo the Majorana chain
for the o = a, b species defined at the sweet spot:

Hiaev.o = —1 Z(O‘j‘ —op)eg, + O‘;ﬂ)
: (C4)

—t Z((x;aﬂ_l + a;ajﬂ + H.c.).
J

The correlation length extracted from the single-particle
correlation functions stays finite along the interpolation path,
as shown in Fig. 9(b). The big drop in the beginning can be
explained by the charge sector gapping out. This is supported
by looking at the entanglement entropy (not shown here)
which becomes asymptotically constant instead of following
the logarithmic law of critical systems [50]. This behavior
is expected since adding the pair potential terms allows for
coupling of states with all possible particle numbers.

The existence of such an adiabatic connection, preserving
the time-reversal symmetry and a (Z;)+ X (Z,)— subgroup of
the full symmetry group U(1); x (Z;)- of our model, is in-
strumental to understand and categorize the topological phase.
Breaking the U(1) symmetry leads to a fourfold degeneracy,
differently from the case of preserving the U(1) symmetry.
This can be understood by recognizing that the four ground
states split into two ground states for each parity of the total
particle number. By conserving the total particle number, and
therefore fixing the parity, we restrict the model to one of the
two subspaces having either an even parity (N mod 2 = 0)
or an odd parity. This results in an effective two-fold ground-
state degeneracy as observed in the DMRG simulations (see
Fig. 5).
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Since the model we are dealing in this work is of an inter-
acting nature and the interaction is crucial to obtain the desired
Majorana-like phase, it should be noted that the general Z
classification of noninteracting fermionic systems in spatial
dimension one breaks down to a Zg classification presence
of interactions and time-reversal symmetry, as was shown
in Ref. [51]. As long as we only couple two chains by the
effective Hamiltonian (8) such a distinction is not relevant.

APPENDIX D: ENTANGLEMENT SPECTRUM ANALYSIS

In this Appendix we briefly discuss the form of the entan-
glement spectrum within the topological phase, as depicted
in Fig. 4(a). From the bosonization analysis of our model
we learned that the symmetric and antisymmetric sectors of
the Hilbert space decouple. A similar decoupling is therefore
also expected for the entanglement spectrum and the states
corresponding to the Schmidt decomposition:

!
esn,pj = —21og(Asy,pj) = €N, ;- (D1)

Here, Asy p; denotes the Schmidt values labeled by two
quantum numbers associated to the symmetric (§N) and anti-
symmetric sector (P), namely, the excess charge with respect
to average filling and the parity of one of the dressed chains.
Since the symmetric sector is gapless and the antisymmetric
one is in a gapped topological phase, we expect that the
spectrum will show distinctive features of both.

The gapless charge sector is indeed displaying the universal
behavior with entanglement levels arranged in parabolas as
a function of the quantum number SN, whose details are
determined by the underlying conformal field theory [37,38].

This special form of the entanglement spectrum is also
useful for extracting the Luttinger parameter K, which was
also used in the main text [39]:

) K. 2L
((Ngp = (N ))7) = 5 log <— Sm(ﬂ/Ll)>-
2 T
Moreover, the curvature of the parabolas is also mainly deter-
mined by the Luttinger parameter K by [38]

-wmmmﬁ~%mmﬂ

However, the exact numerical values of the entanglement
spectrum and all correct degeneracies are hard to extract, since
they are subject of strong finite bond dimension effects [37]
and using the formula connecting the total number fluctuation
to the Luttinger parameter is more stable.

The topological character of the gapped antisymmetric
sector is dictating the presence of two copies of each level,
transforming differently under the parity. This is in perfect
agreement with the results of Ref. [28], and the degeneracy
represents the fractionalization of the fermionic parity oper-
ator at the end of a finite subsystem, as is more generally
known for symmetry-protected topological phases [52]. Com-
paring the results for the system in the topological phase,
Fig. 4(a), with results from the system being in the trivial
phase, Fig. 4(b), we indeed find that the parabolas originating
from the gapless charge sector are still present; however, the
nontrivial double degeneracy between the two different parity
sectors is gone.

APPENDIX E: THE FULL MODEL IN THE
PERTURBATIVE REGIME

In this Appendix we report the results found for the full
model deep inside the perturbative regime. The Schrieffer-
Wolff transformation used for deriving the effective Hamil-
tonian (9) is valid in the limit of u (the chemical potential
on the ¢ and d states) being the dominant energy scale. To-
gether with requiring the resulting parameters of the effective
model defined by relation (9) being in the topological regime
gives some additional constrains on the parameters of the full
model.

For example, targeting the effective parameters U, =~ 0,
W ~1t/1.4, and U, = —0.5¢ while fixing

n/J =5,

leads to W/J =~ 0.007 and U,/J =~ —0.005. Thus, the in-
trawire interaction U, is several orders of magnitude smaller
than the interactions on the ¢ and d states (V; and V,), which
are not constrained to be small since they act exclusively on
the ¢ and d subspace. Further, we used #; = 0.05 together
with #; = 0. This should lead to a slight detuning W > W,
favoring the topological phase as expected from Appendix A.
The results for a simulation of a system with 60 sites and a
filling of n, = 40 (v = 1/3 in the effective model) are shown
in Fig. 10. First looking at the density profiles in Fig. 10(b),
one sees a slight decrease of the population on the a and
b sites compared to the effective model. However, this is
expected due to the additional ¢ and d states. Now looking
at the end-to-end correlation function in Fig. 10(a), one sees
the same characteristic behavior as in the effective model,
i.e., an exponential decay towards the middle of the system
together with an exponential revival showing a relative sign
between the two parity sectors. Remarkably, the energy gap
(correlation length) of the full four-flavor model seems to
be larger (smaller) than in the effective model. This can be
explained by the additional terms in Hamiltonian (8) which
are discarded in the numerical simulations of the effective
model, as discussed below Eq. (10).

Vi/J=—1, V»/J=125 =00,

APPENDIX F: DEVIATION FROM PERFECT n FLUX

In this Appendix we shortly address the effects of having a
small deviation from a perfect = flux & = w — € through the
rhombi building the chain, Fig. 1(a). This change amounts to
adding a perturbation term to H, according to

Ho(€) = Ho + 8H(e),

SH(e)=J Y iedia; +H.c. (D)
i

Perfect cancellation of single-particle processes between the
(dressed) a and b wires only occurs at perfect = flux. §H (¢)
therefore explicitly breaks the exact Z, symmetry represent-
ing the fermionic parity in each (dressed) wire, and with it
also the protection of the Majorana edge modes. Intuitively,
we would expect the two parity ground states to hybridize and
to form a ground-excited doublet, split by an energy amount
proportional to the deviation from 7 flux.
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FIG. 10. Comparison of the results for the full model with cou-
plings described in the text versus the effective model for an L = 60
system: (a) single-particle correlations, (b) local density of a single
species. Results obtained for the sites b are analogous.

By performing the Schrieffer-Wolff transformation similar
to Appendix A it is possible to find the induced perturbation
on the effective model (8) to lowest order,

ieJ? ; ;
SHen(€) = —5 Y (@b, —blay), (F2)
j

which makes evident its Z,-breaking character. This leads to
a direct coupling between the two parity sectors

(Q2418Hcg1(€)[2-) x € (F3)

and thus to a mixing of these states to form the true ground
and first-excited states, with an energy splitting proportional
to €.

While the above concerns a homogeneous violation of the
m-flux condition, another interesting question revolves around
a single flux impurity at site j:

Oj = g,,aj:bj + H.C.

Cheng et al. [19] showed using bosonization that O ; becomes
irrelevant as long as j is deep inside the bulk. However,
approaching the boundaries j = 0 or j = L the operator OAj
essentially becomes the Majorana-mode operator of the left
or right site of the system resulting exactly in the above-
mentioned coupling between the two ground states [Eq. (F3)].

We therefore expect that the larger is the window around
the edges for which the w-flux condition can be exactly im-
plemented, the smaller will be the splitting and thus the larger
the lifetime of the Majorana bound states.

Verifying these statements numerically is technically very
tedious. As mentioned in Sec. IV, even in the ideal case
of & = &, the DMRG calculations would tend to select an
equal-weighted superposition of the two sectors if the par-
ity conservation is not imposed at the tensor level. As a
consequence, the edge-to-edge revival of correlations gets
shadowed, as in Fig. 3; also features in the entanglement
spectrum get lost, which are the main effects expected from a
m-flux violation. Furthermore, the symmetry-breaking energy
split proportional to € gets masked by the overall gapless
nature of the model, which dictates a finite-size closing of the
gap as L~!. This limits quite severely the accessible system
sizes and/or the maximal value of the r-flux violation accord-
ingtoe <« L.

A more reasonable way to study the fate of the Majorana
modes in the presence of a w-flux violation would be to look
at dynamical observables, like the autocorrelation function of
an operator having a finite overlap with the Majorana edge
modes [53]. This approach would be independent of imposing
symmetries to the tensors and would give a direct access to
the lifetime of the Majorana edge modes. However, studying
dynamical quantities goes beyond the scope of this paper and
is left for future studies.
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CHAPTER II. QUANTUM SIMULATION OF THE TRICRITICAL ISING
122 MODEL IN TUNABLE JOSEPHSON JUNCTION LADDERS

I1.2 Data Availability

The simulation combined infinite and finite Matrix Product State (MPS) simula-
tions based on the ITensor.jl [274] library. The code and final results are publicly
available on ZENODO under [275]. The bare wave functions are stored on the PGI-
8 backup data server at Forschungszentrum Jiilich. Upon request, the data can be
made available by the Institute for Optimal Quantum Control.

II.3 Summary

The standard Ising model has two phases: a Z, symmetry broken phase and an un-
ordered phase. Both phases are separated by a continuous phase transition of second
order, described by the critical Ising model, see also Subsection 1.3.3. By extending
the Ising model to allow for a First-Order Phase Transition (FOPT) between the
two phases, a tricritical point emerges at the parameter where the continuous tran-
sition line merges with the FOPT line; see Subsection 1.3.3. At this point, multiple
competing phases become critical, and new physics emerge.

This Tricritical Ising (TCI) model, generally described by a conformal field theory,
has a rich particle content, with one of the fields being related to non-Abelian anyons
in two-dimensional topologically ordered quantum matter [276] and fault-tolerant
quantum computation [34] by coupling copies of the TCI model in a two-dimensional
wire array. This coupling is designed to gap out all unwanted low-energy excitations,
leaving only the field related to the non-Abelian anyons. A strategy we have recently
employed to realize a Kalmayer-Luttinger spin liquid in a triangular lattice [277].
Moreover, it was conjectured that the TCI model can be used to observe emergent
supersymmetry [278, 279)].

Despite the rich physics expected at the TCI phase transition, there has been no
experimental realization to date, to the best of our knowledge. In the present study,
we propose a promising approach for experimentally accessing this exotic phase
transition. The proposed quantum simulator is based on Josephson Junction Arrays
(JJAs), where recent advances in the fabrication process [12, 13, 280-282] allow
for the necessary high control of the coupling parameters to tune the system into
the TCI transition. Furthermore, the JJA forms a natural platform for the direct
simulation of strongly interacting bosonic field theories [168].

The main idea is to engineer the low-energy theory of the JJA to become a triple
sine-Gordon model

3

H g~ /dx (8,p(x)) + Z [y, COS (\/in@(x)) (IL.1)

n=1

which has the same universality behavior as the standard @° theory [283-285] from
Eq. (1.150).

The basic building block used in the quantum ladder is designed to mimic this
multi-frequency sine-Gordon model with individual control over the y, amplitudes.
In particular, this element consists of two superconducting islands joined by three
individual Josephson junctions with transparencies T} = T3 and T}, with an addi-
tional flux piercing the two loops formed by the triple junction, as shown in Figure
1(a) of the publication. Let ¢ be the difference in the superconducting phase of the
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two islands and A the gap of the bulk superconductor, the energy-phase relation of
the triple junction is given by [286]

Vilp)=—A (\/1—T1 sin (SOECI)>2—|— \/1—T28in (§>2
+\/1 — T3 sin (SO_;E)Z) .

This potential is symmetric under the transformation ¢ — —p mod 27 which im-
plements the Z, Ising symmetry. The non-sinusoidal character of this potential ul-
timately leads to the desired form of the low-energy theory in Eq. (II.1).

This is explicitly seen by performing an expansion in a Fourier sum
V(o) =, cos(np)
n

where each potential, cos(ngp), represents the tunneling of n Cooper pairs from one
island to the other, and the coefficients depend on the three free parameters 7y, T,
and .

In the limit of no charging effect, the quantum mechanical state of the triple junction
is completely defined in terms of the classical potential landscape of V;(¢), and in
particular, the local and global minima defined by

Prmin (11, T5, @) = argmin (V;(¢)) . (I.2)

p€l0,27)

If there is only one global minima ¢, ;, = 0, the triple junction is in an unordered
symmetry-restoring phase. On the other hand, if the solution space is double degen-
erated with ¢, ;. 1 = —@ ;) » mod 2, the triple junction spontaneously breaks the
Ising symmetry. The transitions between the unordered phase and the symmetry-
broken phase are classified either as a second-order transition of Ising criticality,
where the two degenerate minima merge, or as a FOPT, where the minimum ¢ = 0
raises in energy and the two local minima become the new global minima. This
semi-classical analysis leads to Figure 2 of our publication, which displays the single-
particle Cooper-pair current jfe) ~ sin(y) through the triple junction as an order
parameter.

In a final step, we extended this semi-classical analysis to a full quantum ladder
model by repeating the triple junction, coupling them with single Josephson junc-
tions, and adding general charging effects between the two legs of the ladder. The full
quantum chain is shown in Figure 1(b) of our publication. A first bosonization study
of the model revealed that the anticipated multi-frequency sine-Gordon model from
Eq. (II.1) emerges, along with an additional uncoupled Tomonaga-Luttinger Liquid
(TLL), as a low-energy representation of the model. While the TLL characterizes
the long-wavelength behavior of excitations in the total density, the multi-frequency
sine-Gordon model describes excitations between the two legs of the ladder, akin to
the anti-bonding sector in Eq. (1.143). Through a renormalization group analysis of
the model, we identified a set of parameters for which the quantum ladder might
exhibit a TCI point.

We verified these findings by an extensive numerical study of the quantum ladder
model using Uniform Matrix Product State (uMPS). By measuring the local order
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parameter jfe), we identified the bulk phases of the quantum ladder. The semi-
classical phase diagram was qualitatively reproduced, as illustrated in Figure 3(a)
of our publication. By further analyzing the transitions between the ordered and
disordered phases, we identified the first-order transition line and the continuous
Ising transition line, and extrapolated them to the point p, in the parameter space,
where the two lines merge. Measuring the central charge, extracted from small finite-
size MPS simulations with periodic boundary conditions, through the merging point
reveals that the central charge is ¢ ~ 14 1/2 on the Ising site, becomes ¢ ~ 1+ 7/10
at p, and then rapidly drops to ¢ ~ 1, as shown in Figure 3(e) of our publication.
Because the low-energy theory predicts a background gapless TLL with a central
charge of ¢ = 1, this behavior leads to the conclusion that the remaining part of the
low-energy theory enters the TCI phase, as expected.

However, it was not possible to measure the critical exponents of primary fields,
such as the magnetization. The main challenge is the large bond dimension required
to extract good data. A rough estimate given by the correlation length directly ex-
tracted for the anti-bonding sector using the technique described in Subsection 2.2.2
suggests that a bond dimension of approximately y ~ 20000 is required to observe
the algebraic decay over a few hundred lattice sites. This is mainly rooted in the
large central charge and poor scaling of the correlation length with the bond dimen-
sion. Performing extended simulations at this huge bond dimension is beyond the
scope of the present work.
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Modern hybrid superconductor-semiconductor Josephson junction arrays are a promising platform for
analog quantum simulations. Their controllable and nonsinusoidal energy-phase relation opens the path to
implement nontrivial interactions and study the emergence of exotic quantum phase transitions. Here, we
propose the analysis of an array of hybrid Josephson junctions defining a two-leg ladder geometry for the
quantum simulation of the tricritical Ising phase transition. This transition provides the paradigmatic
example of minimal conformal models beyond Ising criticality and its excitations are intimately related to
Fibonacci non-Abelian anyons and topological order in two dimensions. We study this superconducting
system and its thermodynamic phases based on bosonization and matrix-product-state techniques. Its
effective continuous description in terms of a three-frequency sine-Gordon quantum field theory suggests
the presence of the targeted tricritical point and the numerical simulations confirm this picture. Our results
indicate which experimental observables can be adopted in realistic devices to probe the physics and the
phase transitions of the model. Additionally, our proposal provides a useful one-dimensional building

block to design exotic topological order in two-dimensional scalable Josephson junction arrays.

DOI: 10.1103/PhysRevLett.132.226502

The rapid advances in the fabrication of superconductor-
semiconductor heterostructures [1,2] allow for the realiza-
tion of Josephson junction arrays (JJAs) with un-
precedented tunability of their physical parameters [3-5].
State-of-the-art electron beam lithography and etching
techniques enable the realization of superconducting (SC)
arrays with exquisite geometrical precision and scalability.
Epitaxial growth consents to create pristine interfaces
between a semiconducting substrate and SC islands, thus
providing the possibility of controlling these setups through
voltage gates. These fabrication developments are flanked
by remarkable advances in measurement techniques that
include microwave spectroscopy to study the strongly
correlated systems emerging in Josephson junction chains
[6-8] and transport measurements to investigate the intri-
cate thermodynamic properties of these systems [3-5,8,9].
Such progresses brought JJAs right back into the arena of
analog quantum simulation platforms, where they started
their journey decades ago. The simultaneous tunability of
the junction transparencies [2,10—13] and magnetic fluxes
opens indeed the path to tailor models of interest, among
them quantum field theories (QFTs) and integrable models
[6,14-16]. In particular, the experimental achievement of
multicritical points, with peculiar conformal field theories
(CFTs) associated with them [17], becomes within
reach [18].

0031-9007/24/132(22)/226502(8)
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In this Letter, we formulate a blueprint for the quantum
simulation of the tricritical Ising (TCI) CFT in a tunable
Josephson junction ladder. The reasons for interest in this
model are multiple. It constitutes the simplest example of
CFT beyond the Ising model, and its particle content
includes excitations that share the same fusion properties
of Fibonacci non-Abelian anyons. Successfully implement-
ing this model will open the way to engineer exotic
topological order in 2D arrays in the spirit of the wire
constructions of Refs. [19-22]. Moreover, the TCI model
stands as a strong potential candidate to observe the
emergence of supersymmetry [23-25]. Notably, to our
knowledge, no experimental realization of a quantum TCI
phase transition in 1D has ever been observed, nor have its
critical exponents been measured.

Indeed, the quantum simulations of CFTs beyond the
Ising universality class face both experimental and theo-
retical challenges: the most recent theoretical proposals rely
on advanced constructions based on Majorana modes
[22,24-28], extended Hubbard models with staggering
potentials [29,30], or nontrivial mappings between micro-
scopic lattice operators and the field content of the CFTs
[31]. In this context, the main mechanism to achieve a TCI
point is to consider platforms like Rydberg atom systems
[32,33] and ultracold atoms in tilted optical superlattices

© 2024 American Physical Society
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FIG. 1. (a) Two E-shaped SC islands are connected through
three parallel junctions. An out-of-plane magnetic field (red
arrows) dictates the Aharonov-Bohm phases ®; and @, along the
two loops. The external junctions are controlled by electrostatic
gates at potential V5, V3, which vary the carrier density in the
surrounding semiconductor. This triple JJ element allows us to
control the potential (2) at each rung of the ladder geometry (b).
The fluxes of the triple JJ elements are staggered along the ladder
[39]. Mutual rung capacitances and the island self-capacitances
determine the electrostatic interactions V| and E.

[34] that are described by discrete models with a continu-
ous Ising phase transition turning into a first-order phase
transition (FOPT) at the tricritical point.

JJAs offer a direct way to implement the scaling limit of
interacting bosonic QFTs [15,18]. In the following we
present a ladder system that embodies a three-frequency
sine-Gordon model and can be tuned to naturally flow
towards the TCI point at low energy. The chosen ladder
geometry offers an alternative construction compared to
previous works on SC chains [16,18] (see also the ladder
construction in Ref. [6]), and opens a path toward 2D
devices with exotic properties [33]. To achieve our goal, we
utilize a blend of analytical techniques, including mean
field analysis and bosonization [35], complemented by
numerical results based on variational uniform matrix
product states (VUMPS) [36-38].

The triple Josephson junction.—The building block of
our 1D construction consists of two E-shaped SC islands
facing each other and grown on a semiconducting substrate
[Fig. 1(a)]. Schematically, we model this element as three
parallel Josephson junctions (JJs) [39] where Andreev
bound states induced in the semiconductor mediate the
Cooper pair tunneling [51,52]. For simplicity, we assume
that each junction is defined by a single transport channel
with transparency 7, €[0,1] (p =1, 2, 3) and energy-
phase relation [51]

EP (@) = =A\/1 =T, sin? (¢/2). (1)

See Refs. [13,53] for alternative realizations. In Eq. (1), ¢ is
the phase difference between the two islands and A is the
SC gap induced by proximity in the semiconducting
substrate. High-transparencies T, lead to coherent tunnel-
ing events of multiple Cooper pairs [54] corresponding to
higher harmonics contribution, cos(ng) with n > 1, to the
dispersion (1). In the triple JJ geometry, the amplitudes of

such events can be tuned by inserting two magnetic fluxes
in the resulting loops [Fig. 1(a)] [39].

We set @ =®, =@ and identical transparencies
(T, =T;) for the external junctions, controlled using
electrostatic gates [Fig. 1(a)]. With these constraints, the
exchange of the SC islands, ¢ — —¢, corresponds to the
required Z, symmetry for the multicritical Ising physics,
which is reflected in the odd current-phase relation of the
triple JJ. Multiple channels in the junctions or unequal
plaquette areas may explicitly break this symmetry [39],
hindering the observation of critical features whenever the
corresponding energy gaps are larger than the experimen-
tally achievable energy resolution due to the finite size L
and the temperature. In the symmetric setup, the total
Josephson potential can be expanded as

Vi(@) = pu(X)cos (ng). (2)

neN

The Fourier coefficients y,, [39] depend on the values of the
external parameters X = (7' cos(®), T sin(®), T, ) which
span a solid cylinder.

We will use many copies of this triple JJ to build a 1D
ladder geometry, thus promoting the phase difference ¢ to a
position-dependent field. In light of this, a preliminary
mean field analysis allows us to qualitatively understand
the onset of a TCI point by investigating the potential
V;(¢) as a function of X. In a semiclassical picture, a
tricritical point arises when three potential minima merge
[55-57]. In the landscape defined by V,(¢) with
@ € (—x, x], for any T, there exists a point (7, ®), where
this merging occurs and V,(¢) is approximated by a ¢°
local potential; see Fig. 2. This suggests the first connection
to the TCI model and its Ginzburg-Landau formulation
[55-57].

1D model—We design a 1D quantum simulator to
achieve a TCI point by arranging a set of identical triple
JJs with potential V; in parallel, as depicted in Fig. 1(b), to
implement a multiple-frequency sine-Gordon model at low
energies. The Hamiltonian of the JJ ladder is

+V NaiNoj+ Vi (@aj— @) (3)

where @, ; represents the phase operator of the jth island on
the leg ae{a,b}. Along the legs, the SC islands are
connected through JJs in a standard sinusoidal regime with
Josephson energy E;. This energy scale can vary from
E; ~h50 GHz [11] down to E; =0 for completely
depleted junctions. The dynamics of the SC phases in
Eq. (3) is dictated by charging effects, described by the
charge operators Na, j» canonically conjugated to the SC

226502-2
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FIG. 2. Given ¢, the global minimum of V; in Eq. (2), we
depict | sin(@p;,)| in the parameter space at T, = 0.6. Regions I
and III correspond to Z,-symmetric configurations with
@min = 0, 7, respectively. Region II presents two degenerate
minima. Inset: the transition between Regions I and II can be
either discontinuous with three degenerate minima (yellow line)
or continuous with the merging of the two minima in ¢, = 0.
The red dot labels a tricritical point where a three-well potential
V, = g% + gap* + ¢°® approximates Eq. (2). The dashed line
corresponds to g, = 0.

phases, [Na e i9aj] = —ei?=i, We consider in particular an
on-site electrostatic repulsion E- and a rung repulsive
interaction V| .

To obtain the rung potentials V; in Eq. (3), the pattern of
magnetic fluxes in the system must be carefully considered:
a uniform magnetic field breaks time-reversal invariance
driving the system into Meissner chiral phases [58—64] and
does not fulfill the Z, symmetry on each rung. We consider
instead staggered fluxes alternating at each triple JJ
[Fig. 1(b)]. This choice yields the local effective potential
(2) and avoids additional fluxes between subsequent
rungs [39].

The aimed multifrequency sine-Gordon model emerges
when the rung potentials V; and the Josephson energy E;
dominate over the charging effects E- and V. In this
Josephson-dominated regime, the system lies away from
Mott insulating phases [61,65,66] and phase localization
due to charge disorder [67—09] is strongly irrelevant. The
effects of disorder in the potential V; are discussed in [39].
In the continuum limit, the low-energy physics of the
Cooper pairs can be described through bosonization [35] by
introducing dual fields [0, (x), #,(x)] for each leg a, with
[aa(y)’ @/;()C)} = _iﬂ5a/f®(y - )C). Na,j/a ~ _axga(x)/ﬂ
represents the charge of the island j = x/a and a the
lattice spacing.

By defining the customary charge ¢ and spin s sectors,
Pess(x) = (@alx) £ Pp(x))/ V2, the Hamiltonian (3) is
approximated by [39]

(0,0,)

qZ/ [ 0:q) +KL
_|_/ix;,un cos (V2n@,). (4)

Equation (4) describes the two branches of the model as
Luttinger liquids (LLs), with Luttinger parameters K./, ~

7\ E;/(2E- £ V) [58,61]. The rung potential V; affects

only the spin branch and yields the targeted multiple sine-
Gordon interactions. The three potential terms in Eq. (4)
must be relevant in the renormalization group sense and
induce order in the phase ¢, driving the spin sector away
from the LL phase. This sets the constraint K; > 9/4,
which, indeed, is fulfilled for sufficiently large Josephson
energies, when the semiclassical description is most accu-
rate. Higher harmonics in Eq. (2), instead, are neglected as
less relevant and characterized by smaller amplitudes [39].

The interplay of the three sine-Gordon terms y,, yields
nontrivial phase transitions [18,70,71] between the low-
energy massive phases of the spin sector. In particular,
an Ising critical line meets a FOPT in a tricritical point
characterized by the TCI CFT with central charge
c=7/10 [18,71].

Observables and results.—We study the phase diagram
of our model by using the VUMP ansatz [36-38] to find the
ground state of the Hamiltonian (3) in the thermodynamic
limit. The VUMP is based on a two-site elementary cell
representing two SC islands on the same rung. The local
Hilbert space is constructed from the charge basis defined
by N,_a /b,j- For numerical purposes, we truncate its basis
by introducing a cutoff, [N, ;| < Ny, With Ny, > 6 [39].

We set Ec/E; = 0.4 and V| /E; = 0.65, corresponding
to K, = 8. This favors the clean emergence of the transition
lines as the interactions are strongly relevant, yielding
sizeable energy gaps in the spin sector. The Fourier
components u, in Eq. (2) are determined from Eq. (1)
with a SC gap A/E; =50 and T, = 0.6, consistent
with Fig. 2.

We identify the phases of the model with labels I, II, and
IIT as in Fig. 2, and, to distinguish them, we employ the
local order operator J(L >( ) = sin (v/2¢,(x)) representing
the single-particle contribution to the rung current. In the
VUMPS simulations, the symmetry-broken phase II is

signaled by a finite (] L > [Fig. 3(a)], and it aligns with
the mean field predictions in Fig. 2. The symmetric phases I
and III broaden away from the semiclassical limit due to the
dominant scaling behavior of the first-harmonic interaction.
The order parameter allows us to investigate the boundary
between the disordered phase I and the ordered phase II: a
neat jump in (j(fe)> marks a FOPT for X, = T sin(®) >
0.475 [Fig. 3(b)], while a continuous change in the region
|X,| <0.475 indicates the onset of a second-order tran-
sition, as exemplified for X, = 0 in Fig. 3(c).
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FIG. 3. (a) Expectation value of the order parameter J (fe> at T, = 0.6. Green stars mark a discontinuity of the log fidelity per site

[Eq. (5)] denoting the FOPT between phases I and III, consistently with the mean field picture. (b) FOPT discontinuity of exp (—F) and
(](fe>) between phases II and I at X, = 0.52 [cut (b) in panel (a)]. (c) Singular behavior of the fidelity susceptibility y» and order
parameter along the cut (c) at X, = 0, both indicating a second-order phase transition. (d) Collapse of the correlation length &, at X, = 0
for five values of the bond dimension D by employing a finite-entanglement scaling [39,72]. (e) Critical exponent f obtained by fitting
<j(fe>> as a function of X for 0.42 < X, < 0.49 and bond dimension D = 600 (blue dots). Two plateaus appear close to the Ising
(f1s = 1/8) and TCI (Byc; = 1/24) predictions. The central charge (empty symbols), derived from finite-size density matrix
renormalization group simulations [39], increases from ¢~ 1+ 1/2 to ¢ ~ 1 + 7/10 before dropping to ¢ ~ 1.

This picture is confirmed by the analysis of the ground  Additionally, our analysis reveals the scaling of the
state fidelities [73-76]. Given the abrupt change of the  effective magnetization [39] <j(fé’)> ~ X, = X [P, with

groupd state lw(X)) across the FOPT, the average log  the critical exponent f compatible with the Ising value
fidelity per site [75], Bis = 1/8 for |X,| < 0.43 [Fig. 3(e)].

! The latter confirms also the onset of the TCI point

F(X.8) = — lim —log ((w(X = 8)lw(X +8))). (5) ].'oining. the Ising phase transition and the FOPT. By

N—oo N increasing X, above 0.43, f decreases and, at X, ~ 0.46,

) i o . it exhibits a plateau close to the expected TCI value frc; =
displays a clean discontinuity [Fig. 3(b)], at fixed 6. On the | /24 [Fig. 3(e)]. Further increasing X, results in a

other hand, across the lower cut the fidelity susceptibility vanishing f3, as expected for a FOPT. The error bars in
X = F /8 shows a more gradual singular behavior and Fig. 3(e) do not account for finite-entanglement effects,
exhibits the typical peak of a second-order phase transition  accentuated by the massless LL in the charge sector with
in Fig. 3(c). ¢ = 1 throughout the entire phase diagram. Despite this, we
The universal collapse of the spin correlation length & observe a good convergence in scaling features away from
according to finite-entanglement scaling ansatz [39,72] the critical point.
confirms that the continuous phase transition lies within Finally, along the transition line for X, > 0.42, finite-
the Ising universality class; see Fig. 3(d). For X, =0, we  size density matrix renormalization group simulations
located the critical point X, and extrapolated the infinite  reveal in Fig. 3(e) the nonmonotonic behavior of the central
bond dimension estimate of the critical exponent  charge ¢ [29,77], consistently with the presence of the TCI
v=1.0(1), matching the CFT prediction r5=1. CFT (¢ — 1 =7/10) amid the Ising regime (¢ — 1 = 1/2)
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and the FOPT (¢ — 1 = 0). Finite-size effects yield large
central charge estimates as expected and shift the tricritical
point to larger X, relative to the f = frcr.

Experimental observables.—Transport features can be
used to explore the phase diagram of the model. Indeed, the
thermal conductance across 1D systems at criticality is
proportional to the central charge ¢ of the related CFT at
low temperature T [78,79]: G, = (wk3Tc/6h). In our
model, symmetric and symmetry-broken phases exhibit
¢ = 1 due to the charge sector, while along the transition
line, the additional contribution of the spin sector yields the
behavior shown in Fig. 3(e).

In thermal transport experiments [80,81], heat currents
will be dominated by the QFT collective modes for
temperatures considerably below the SC gap (~2 K for
Al). Finite size and temperature will affect the profile of the
heat conductance as a function of the system parameters.
Nevertheless, a nonmonotonic behavior of GQ across the
second-order phase transition line and in proximity of the
TCI point would provide strong evidence of the emergence
of the related CFTs.

Furthermore, as the rung currents exhibit quasi-long-
range order at the phase transitions, the power spectrum of
their noise provides a probe to detect the critical lines and
measure the scaling dimension of the order parameter.
Additionally, microwave spectroscopy of JJAs [6—8] allows
for the study of the excitation spectra of the system and can
be used to verify the predictions of the TCI CFT spectra
[57,82-85].

Conclusions.—We designed a JJ ladder to realize a
quantum simulator for the tricritical Ising CFT. Our
construction is based on the properties of hybrid semi-
conducting-superconducting JJs and their nonsinusoidal
energy-phase relation. In particular, we engineered a triple
JJ that allows us to tune the higher harmonics and we
adopted them to realize the physics of a multifrequency
sine-Gordon QFT [71].

We used bosonization and tensor-network simu-
lations to investigate this JJA. Our analysis showed the
presence of an ordered phase and highlighted the existence
of a critical Ising plane connected to a first-order transition
along a tricritical Ising line within a three-parameter
space.

Our construction does not require the introduction of
strong and fine-tuned interactions and relies on the adjust-
ments of parameters that can be controlled in hybrid state-
of-the-art platforms.

Our Letter poses the basis for further explorations of the
connection between nontrivial interacting CFTs and hybrid
JJ systems characterized by high harmonics terms. The
ladder we devised, in particular, provides a tool to engineer
systems with exotic topological order in two-dimensional
setups: an array of these tricritical systems opens the way to
realize Fibonacci topological superconductors [21,22] with
universal non-Abelian anyons.

The data and code for this Letter are available at [87].
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I. TRIPLE JOSEPHSON JUNCTION ELEMENT
A. Higher harmonics expansion

In this section, we briefly analyze the decomposition of the energy-phase relation of the triple JJ into harmonic
terms p, that we introduced in Eq. (2) of the main text. Assuming that each semiconducting/superconducting
junction is described by a single quantum channel, the potential of triple JJ element

Vi(p) =—-A (% T sin? (‘p;@l> + \/1—T2s,in2 <§’) + \/1—T3sm2 (“”J;%)) , (S1)

can be expanded as Vj = )" i, cos (ng), where ¢ is the SC phase difference of the two islands and A the supercon-
ducting gap induced in the semiconducting layer of the hybrid system. To maintain the reflection symmetry ¢ — —¢,
we impose ®1 = ®5 = & and T} = T3. The full expression of ., involves the elliptic integrals

= [ LV () cos ) (52)

—T

which do not have an elementary analytical solution. However, for small transparencies T; < 1, we can approximate
them as follows:

/A = —é (Ty (128 + 32T, + 1575) + 2713 (128 + 32T + 1577 cos @) + O (T7')

_ Lo 2 4
o)A = 556 (T3 (44 3T) + 217 (4 + 3Ty) cos 2®) + O (T}') (s3)
ps/A = —5% (T3 + 277 cos 3®) + O (T}})

In this limit, it is evident that the potential V; is mostly determined by the first harmonic term cos ¢ with py < 0,
as long as the magnetic flux is such that cos ® > 0. Numerical evaluation of the integrals (S2) shows that this is true
also in the large transparencies limit.

The situation is different if we consider fluxes such that cos® < 0. In particular, one can fine-tune the external
parameters to make p; vanish. Moreover, for ® = 27/3 and 77 = T3 both u; and ps vanish as a consequence of
destructive interference of tunneling events of one and two Cooper pairs through the three junctions. In this case only
triplet of Cooper pairs can jump between the two SC islands with amplitude |u3|. One can also check that, in the
considered geometry, the contribution pg4 is always at least one order of magnitude smaller than the other terms as
showed in Fig. S1. Therefore, given the ability of controlling both the transparencies of the hybrid junctions through
external gates and the magnetic flux piercing the two loops, we can tune independently the ratios between the first
three harmonics amplitudes in Eq. (S1). In particular, the results discussed in the main text require that only the
transparencies of the external junctions, 77 and T3, need to be tuned, whereas T» does not qualitatively affect the
appearance of the tricritical Ising point. This constitutes an advantage for experimental realizations since we envision
that the external junctions can more easily be controlled via electrostatic gates.

Importantly, our approximations hold when each junction is sufficiently shorter than the (diffusive) coherence length
of the superconducting regions induced in the semiconductor, allowing coherent tunneling process. This is achieved in
[1] with a length of 150 nm. The width of the junction, instead, mostly affects the amount of active quantum channels
in the junction: the limit of single-channel junction has been experimentally investigated in hybrid nanowire devices,
with widths of about 100 nm [2, 3.
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Figure S1. The amplitudes of the first four harmonics p, with n = 0,1,...,4 as a function of the triple JJ parameters. The
white lines mark the boundary of the symmetry-broken regime. We set 7> = 0.6 and the SC gap A induced by proximity in
the semiconductors is fixed at A = 50 in units of E; and does not influence the ratio between the p coefficients (S2).

B. Multichannel case

In the case of several transport channels in each of the junctions, the Josephson energy-phase relation is given by
the sum of the related contributions:

MP
T YNV TS o
i=1

where T,gi) represents the transparency of the ith channel in the JJ p, and M, is the number of channels in the

junction. For disordered multichannel junctions, these transport coeflicients Tlgl) follow a bimodal distribution [4],
with a few high-transparency channels resulting in a nonsinusoidal current response. A complete generalization of our
results to the multichannel case goes beyond the scope of this supplemental section. However, a qualitative analysis
of its effects is needed. In particular, one essential feature of our triple JJs element is the symmetry between the two
external junctions.

Experimental results for wide junctions (with width W ~ 2 — 3 um) in gate-tunable device showed that the nonsi-
nusoidal effects are overall well-approximated by one JJ with M* high-transparency channels with the same average
T*, such that the current phase relation reads [1, 5]

eAM*T™ sin ()

I(p) = .
v h 1 — T*sin® (p/2)

(S5)

Therefore, the nonlinear function in Eq. (1) in the main text well approximates the energy-phase relation also in
the multichannel case. Equation (S5) represents a phenomenological approximation that effectively described the
behavior of past experimental platforms [1], but it does not capture comprehensively the multichannel case.



Figure S2. (a) and (b) illustrate the two configurations of nonuniform magnetic fluxes essential for preserving time-reversal
invariance in the effective ladder description. In configuration (a), the fluxes are staggered within consecutive triple Josephson
junction (JJ) elements, while in (b), the @i, = —2® condition is implemented in the plaquettes of the effective ladder. Panel
(c) shows the physical realization of configuration (a) achieved through a snake geometry and the insertion of a line with a
tunable external current leys.

In such approximation, one can assume that the external voltage gate Vi affects only the number of channels M*
and not the average transparency T*, which mildly varies among the junctions [1]. In this case, the symmetry between
the external JJs is lifted by the weak finite difference between the two average transparencies T} — T4 # 0, which is
almost independent of the voltage gates Vg1 and Vigs. However, tuning the number of open channels M{ and M3 via
the voltage gates provides a way to mitigate this explicit symmetry breaking. Finally, potential asymmetries in the
magnetic fluxes cause a splitting in energy of the minima of the potential V; which is linear in ®; — ®3. However,
this effect can also be used to mitigate the asymmetry caused by the mismatch of the transparencies T} # T4 and
restore the degeneracy of the minima of V.

Alternatively, as briefly mentioned in the main text, the non-sinusoidal current/phase relation can effectively be
obtained by substituting each of the junctions with two sinusoidal multichannel JJs in series [6, 7]. For the external
links, the effective transmissions T, . with p = 1,3 will depend on the critical currents flowing through such JJs and
indeed can be tuned by external electrostatic gates.

II. LADDER: FURTHER DETAILS
A. Staggered magnetic fluxes

Interacting bosons on a ladder with uniform magnetic fields exhibit are characterized by the onset of several chiral
many-body phases, including the Meissner phase. For our purposes the onset of the Meissner effect may be detrimental,
because it breaks the emergent Lorentz invariance in the QFT and may compete with the phases and critical points
discussed in the main text.

Additionally, to obtain a quantum simulation of the three-frequency sine-Gordon model, each rung triple JJ must
be characterizes by the same V. This condition is, in the general case, fulfilled only by staggered patterns of magnetic
fluxes.

We present two viable flux configurations which are schematically represented in Fig. S2(a) and (b). The solution (a)
relies on the parity property of the local potential V; under ® — —& and enables the engineering of a ladder geometry
where the magnetic flux between two subsequent rungs, thus the related Aharonov-Bohm phase ®;,;, vanishes. This
preserves time-reversal invariance in the effective QFT. However, this approach leads to the experimental challenge
of controlling nonuniform magnetic fields along the ladder.

A convenient construction to realize the configuration (a) in experimental devices is depicted in Fig. S2(c). To
stagger the magnetic fluxes within two subsequent triple JJ elements, we design the ladder in a ’snake’ configuration
and control the magnetic field by introducing a current Ioy; through the line schematically represented in Fig. S2.
Alternatively, a local control of multiple fluxes can be achieved with the techniques adopted by modern quantum
processors based on transmon qubits [8].

An alternative flux configuration, Fig. S2(b) results in the same potentials V; on each rung and relies on compensat-



ing the magnetic fluxes of the triple JJs with opposite fluxes in the ladder plaquettes, thus setting ®;,y = —2® between
each rung. The possibility of introducing additional integer fluxes in each loop, thus replacing @iy — Ping + 27 may
also offer an alternative to implement the configuration (b) with uniform magnetic fluxes. To tune the system at the
tricritical point in this scenario, however, it is required to known a priori the parameter 75 of the ladder: the critical
flux of the trijunctions depends indeed on T3; therefore, its knowledge is necessary to designing superconducting
circuits with a correct ratio between the areas of the loops inside the trijunctions and the areas of the loops between
the ladder rungs to obtain the desired tunneling phases at constant magnetic field.

B. Disorder

In the hybrid solid-state devices we consider, disorder is limited by the accurate epitaxial growth and lithographic
techniques employed for their fabrication. Nevertheless, a certain amount of disorder is unavoidable due to the typical
etching procedures adopted to define the Josephson junctions and it may prevent the emergence of the targeted many-
body phases. In our physical device we envision two potential sources of disorder: (a) disordered-induced charges on
the superconducting islands, and (b) disorder in the junction transmissions. Given the large values of the Luttinger
parameter K, we expect to be protected against the charge disorder (a) that results in irrelevant operators in the
low-energy limit of the model. On the other hand, the disorder (b) translates into a disordered local potential V;,
Eq. (2) in the main text, and requires a more careful analysis.

In our proposal, we assume that the transmission 75 of the central junction cannot be controlled, making it the
primary source of this kind of disorder. A random distribution of 75 maintains the Zs-symmetry of the ladder, while
inducing random variations in the parameters p, in Eq. (2) of the main text. When assuming Gaussian random
disorder, we can give a rough estimate of the threshold over which disorder dominates over the features studied in
our model by comparing their standard deviations with the typical gaps observed in the system.

In particular, when considering the gapped symmetry-broken phase, the impact of disorder can be estimated in the
following way. Given a certain amount of disorder 07%/T5, we compare the energy scale AdTs/T5 with the mass of the
solitons interpolating between the two minima of V; in the related field theory, which provides a good approximation
of the spin gap A,. In the semiclassical approach, the local potential V; approximately assumes the typical double
well form g2p? + g4p*, within the ordered phase IT (go < 0). By following standard calculations [9], we determine the
soliton mass to be

3/2
a, = 22 g (56)
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where we accounted for the Luttinger kinematics renormalization in spin sector (see the next subsection). The
stability of the ordered phase hinges on whether the energy scale of the disorder in T5 remains below M, and A;. By
considering the input values of our simulations, we derive that a 10% disorder in T constitutes the threshold over
which the ordered phase is obscured, possibly leading to glassy physics phenomena. Similar results are obtained by
comparing the disorder energy scale with the numerical gaps derived from the transfer matrix eigenvalues within the
spin sector (see Sec. IV ).

Notably, however, such effects can be mitigated by increasing the Josephson energy scale E; along the legs of the
ladder, thus Mg ~ A,. Larger values of E; decrease indeed the occurrence of phase slips in the 1D system.

In recent experimental systems with long JJ chains [10], characterized by more than 30000 JJs, the estimated
disorder in the Josephson energies was below 10%. In this context, carefully engineered ladders with a smaller
number of junctions fabricated to specifically observe the physics of the TCI should allow us to achieve the most
favorable energy hierarchy for mitigating disorder effects and observe the many-body phases discussed in the main
text.

A further useful fabrication aspect to emphasize in order to optimize the construction of the ladder device is the
following: suitable amplitudes and large energy scales for the higher harmonics in the potential V; can be achieved
by constructing triple junctions with a wider central junction with many low transmission channels, such that we
approximate its energy-phase relation with the standard sinusoidal form Fjocosy. By enlarging the size of the
middle junctions, on one side we decrease the impact of geometric imperfections leading to disorder of the kind (b)
and, on the other, we increase the energy gaps that characterize the gapped phases in our model, thus improving the
resilience of the phase diagram against disorder.

Regarding the critical features of the ladder, they will remain clean below a characteristic disorder length that
decreases with increasing disorder 675. If this disorder lengthscale becomes considerably smaller than the system size,
however, unexpected critical scaling phenomena may emerge. A comprehensive understanding of disorder in conformal
field theory (CFT) remains elusive, as does a systematic theoretical framework for its treatment. Nevertheless, we
can apply symmetry reasoning to our system and make use of the Harris criterion [11] to provide qualitative insights.



According to the Harris criterion, a random quenched disorder that preserves the conformal symmetry becomes
relevant only if it couples with a local operator of the CFT with scaling dimension D < 1 [11]; concerning disorder with
a Gaussian distribution in general one-dimensional quantum systems, instead, the renormalization group analysis of
Giamarchi and Schultz [12] shows that disorder is relevant if the related operator has dimension D < 3/2. At
the TCI point, the disorder in 75 does not couple with the odd magnetizations o and ¢’, which explicitly break
the Zs-symmetry. This fact ensures the preservation of the ordered phase in the low-energy limit, preventing the
system from losing long range order, analogously to what happens in the Ising CFT. Moreover, the disorder in Tb
couples with the less relevant thermal deformation e, with scaling dimension 1/5. This implies that weak disorder
introduces an additional lengthscale in the system, which diverges for clean systems and must be sufficiently large to
observe criticality; the TCI features can be observed for distances below this disorder lengthscale, whereas observables
extending over this length will present features typical of disordered and gapped systems. To our knowledge, thermal
disorder in TCI CFT has not been studied yet, in neither the classical nor the quantum case.

C. Bosonization

In this section, we will review the main steps of the connection between the lattice Hamiltonian in (3) in the main
text and the three-frequency sine-Gordon quantum field theory. At low temperature KT < A, each SC island of
our lattice corresponds to a condensate of N. Cooper pairs with gap A, and a well defined complex order parameter,
the SC phase ¢ ;. The residual charge around N, is represented by the operator ]/\}a,j dual to the SC phase. In the
long wavelength limit, we can use an effective continuum description in terms of the Bose fields 6, () and ¢q(2) [13],
fulfilling commutation relations:

éa(y)7 @5(%) = _iﬂdaﬁe (y - .%') ) (87)

where © indicates the Heaviside step function. The weak interactions case Eqc, V|, < E; we considered allows us
a@ﬁa(x)

to neglect fast-oscillating contributions in the Cooper-pair density and write ]/\\fa,j ~ — , with j = za. In

the harmonic approximation for the Josephson interaction along the legs, the low-energy lattice Hamiltonian can be
written as

=3 {EJ / dz a (Do () + EWCZ" / dz (axéa (I))Q] +% / dz (&Céa(x)) (axéb(@)

a=a,b

3
4 Z%/daﬁ cos (n (¢a — ¢b)).  (S8)

n=1

By rotating the fields ¢./s(z) = (¢a(z) + ¢p(x)) /V2 and the corresponding dual ones éc/s(x), we obtain the Hamil-
tonian (4) in the main text with the perturbative relations

Ey

K., =g —t =a\/E;(2Ec £ V).
=GR vy M s = ovEREeEVY) (59

In general, a finite intra-leg capacitance C', among adjacent islands leads to a long range interaction stemming from
the inverse capacitance matrix [14] with screening length A = a/Cr/Cy, where Cj is the self capacitance. However,
this may be ignored as long as one is interested in the physics of modes with energies lower than u,/,/\.

From a perturbative point of view the plasma frequency of the spin sector us/a = A ~ \/E; (2E. — V) defines a
UV cut-off that allows us to define the dimensionless coupling ji, = f1,/A in the sine-Gordon Euclidean action,

Sps(z, 7)) = % /dsz K, ((67@3)2 + (390(,05)2) - i Z—; /dxdr cos (\/§n<ps), (S10)

where we have rescaled the imaginary time 7 — us7. The operators @n = cos (\/Encﬁs) correspond to primaries of
the unperturbed free boson ¢ = 1 theory with scaling dimensions

Ap = (S11)




. —a=2004(5), K.=230(3)]
1071
=
31024
10
z
1074
1000 1005 101.0 101.5
J

Figure S3. Connected part of the correlation functions of the total density operator ]vmt,j = (Na,j + ]/\}b’j) taken at a random
position in the phase-diagram [X; &~ —0.3 and X2 ~ 0.47] with 7> = 0.6. The red line is the result of a fit by a function
f(§) = K./n%j~*. The fit result o ~ 2 well reproduces the predictions from bosonization theory, and also the obtained
Luttinger parameter is close to the prediction from perturbation theory: K2 ~ 2.61.

Therefore, such operators drive the LL to a massive phase, namely they are relevant, only when A,, < 2 inferring the
lower bound K, > 9/4 considered in the main text to make O, <3 relevant.

Note that the charge sector remains massless as there is no sine-Gordon potential for ¢.. We checked the validity
of this statement in our lattice simulation. In the LL liquid phase the density correlation functions is expected to
show the following power-law decay

K., 1

72 |z -y

Pron ()i () ~ 5 (0u0(2,7) 9,000, 7) = (512)

In the ladder model, the operator piot(z) corresponds to the total rung density offset Ntot,j — (]/\\ftot’ﬂ with ]vtot =
]Va,j + ]/\\fb,j. We explicitly checked the decay of Eq. (S12) for each point of the phase diagram by fitting a power-law
decay [Fig. S3]. The so found K, parameters are in a good agreement with the perturbative approximations given by
Eq. (S9). This confirms the validity of the field theoretical approach in the low energy regime of the ladder.

On the other hand, the spin sector (S10) is subject to the different relevant interactions in Eq. (S10) which tend to
order the SC phase difference ¢s. In Ref. [15] the author shows that this quantum field theory flows to a tricritical
Ising point with central charge ¢ = 7/10 for suitable values of the coupling constants p. Despite the absence of any
non-perturbative mappings between our lattice operators and the massless excitations of this field theory, we can
exploit the Ginzburg-Landau representation of the TCI CFT to gain insight about this relation.

The operator content of the CFT is split in the odd and even sector with respect to the Zs-symmetry and is
characterized by 6 primary fields: the identity I, four relevant operators o, € o/, ¢ (A < 2) and one irrelevant
(A > 2) operator. The Ginzburg-Landau Lagrangian representation of the TCI corresponds to [9]

K 5, 02 2 4 6
£=§<ps 8x+§ LR D CRRCAEED VRN D VNI ) (S13)

where :: indicates the normal ordering with respect to the tricritical point CFT. In the mean-field limit Ky > 1, we



can build an approximate mapping bewteen local operators in our theory and the primary fields (see also Ref. [16]),
- 3 3
s y hoyho) = | 555 o5

rpi(@) > ex), (he he) = (110110> (S14)
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)i @) (o) = (3.3)).

which implies the expansion of the local order operator J, in terms of the most relevant operator o close to the
critical point,

J1(z) = sin (ﬁ@s(x)) ~ Ps(z) + ... o(z) + ... (S15)

In the previous expansion the dots indicate less relevant operator contributions.

III. CHARGE BASIS

For the numerical simulations, we formulated the Hamiltonian (3) from the main text in the charge basis. In this
basis the operator N, ; is diagonal and defines how the number of Cooper pairs differs from the average occupation
on the island («, j):

NO(J :dia’g("‘772771:071727'") . (816)

Using this choice, it is easy to show that e??~s must to be of the form

1
el = 01 =3, (S17)
0 1
a,j
for the commutator []\7 , i’] = —5~ to hold. Further, in order to represent these operators in our simulations, we
have to truncate the number of possible charge states
Nuj = diag (—=Nuax - - =2,=1,0,1,2, ... Nuase) (S18)

i.e. we adopt a truncated local Hilbert-space of dimension 2/N,,x + 1 per each SC island. We can control the error
caused by this truncation by varying Npax until we reach convergence in all observables. Alternatively, we can measure
the probability (P7 ;) of finding an excitation n on the island (a, j). By ensuring that Nyax is large enough to have

negligible weight <}5aNJa"> < € we can claim to be converged in Ny... In practice we found that Npy., = 8 gives

. ~ L
(P(i\{;?“"ﬂ ~ 1072, The Hamiltonian used for the simulation finally reads H = Y h; j11 with:
3=0

. N2 Ey fen o .
hjjyi= {Ec (Na,j) -5 (E:,jzmﬁrl + Ea,jzz,jﬂ)

(S19)
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Figure S4. The gap in the spin sector Ag is determined by tracking the second largest eigenvalue of the transfer matrix within
the spin sector A1. The results are obtained for the three cuts shown in the main text: a) X2 = 0.6, b) X2 = 0.52 and c)
X2 = 0. The red points correspond to the gap Ay = —log(A1) which remains finite across the FOPTs in panel (a) and (b),
while displaying the gap-closing feature of a second-order phase transition in panel (c).

IV. FURTHER NUMERICAL EVIDENCE FOR THE TRANSITIONS

In this section, we present additional numerical indications about the different nature of the transitions across the
phase diagram. All the data in this section refer to a system with 75 = 0.6, but variations of the parameter 75 do not
affect qualitatively our results as long as 75 is sufficiently large to observe the symmetry-broken phase.

A. Hysteresis and gap jump at the first-order transition

First of all, we present additional evidence of first-order phase transitions (FOPTS) along the horizontal cuts at
Xs = 0.52 (between the disordered phase I and the ordered phase II) and at X5 = 0.6 (between phases I and I1I).

One significant indicator involves the distinct behavior of the lowest energy excitation in the spin sector. Its energy
corresponds to the system’s gap, which can be extracted (see Section V) from the transfer matrix spectrum as shown
in Fig. S4. By following the corresponding eigenvalue of the transfer matrix A, we can extract the gap of the spin
sector Ay = —log A1. Across a second-order phase transition, the physical gap closes and, in the numerical VUMPS
simulations, this is marked by a minimum in A, [panel (c)] which approaches zero by increasing the bond dimension.
Across a FOPT, instead, the spin gap remains finite [panels (a) and (b)], although it may display a discontinuity
when the mass of the spin excitations is different in the two phases. Panels (a) and (b) respectively depict the typical
behaviors of the FOPT between the two disordered phases and between phase II and phase 1. In the latter case, the
related order parameter displays a very weak variation, resulting in an almost continuous behavior of Aj.

This behavior is reflected also in the analysis of the hysteresis in the order parameter and the many-body ground
state energy, as illustrated in Fig. S5.

A discontinuity in the first derivative of the energy density is observed in the FOPT cases, which is absent in the
second-order transition at Xo = 0 and indicates the crossing of the lowest energy levels. Furthermore, by altering the
minimization procedure at each point X; and initializing the ground state with the result from X; + 46, the variational
algorithm follows the corresponding branch, even within the opposite phase. This can be interpreted as a hysteresis
effect induced by the orthogonality of these two states around the crossing point.

Also in this case the features of the FOPT are stronger between the two disordered phases — panel S5 (b) is depicted
with a magnified energy scales with respect to panel (a). The discontinuity of the derivative 9e/9X; is around 30 E;
in panel (a) and 22 E; in panel (b). This is physically related to the jump of the average loop current circulating
around each triple JJs element, namely jloop =0H /0.
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Figure S5. Energy density € of the groundstate obtained at the three cuts from the main text: a) X2 = 0.6, b) X2 = 0.52
and ¢) X2 = 0. The red triangles in the case of a) and b) are obtained by minimizing the Hamiltonian H (X + §) by starting
from one of the two groundstates left /right of the meeting point of the two branches. The minimization procedure follows these
branches instead of falling into the true ground state. The absence of such an effect for X2 = 0 is another indication for a
FOPT in the case a) and b), but a second order phase transition for c).

B. Scaling and critical exponents Ising phase transition

In this subsection, we focus on characterizing the critical exponents v and , which describe how the correlation
length diverges and the order parameter approaches zero across the continuous phase transitions. Concerning the
Ising line, we will consider as main example the Xy = 77 sin(®) = 0 cut corresponding to Fig. 3(c)-(d) of the main
text. In this case, the measured values indicate indeed that the transition belongs to the Ising universality class with
s = 1 and Big = 1/8. To extract these exponents, we relied on scaling properties of three different quantities: the

log-fidelity per site F (and its susceptibility x#), the correlation length of the spin sector &s; and the order parameter
7(2e)

1

We determine the critical exponent v through two different methods based on the fidelity scaling, both yielding

values near vig = 1 [Fig. S6]. The first approach involves fitting the non-analytic behavior of the log-fidelity per
site at the critical point, showing a consistent increase towards v = 1 as the bond dimension D grows [Fig. S6 a),
inset|, although the adopted bond dimensions were not sufficient to converge to v = 1. The second approach, instead,
provides more accurate results and relies on analyzing the divergence pattern of the fidelity susceptibility along a
horizontal cut; in this way we obtain v = 1.00(3) [Fig. S6 b)].

To take into account finite bond dimension corrections, we employed the finite entanglement scaling discussed in
Ref. [17] for the spin correlation length &s. Similarly to finite size effects, the finite bond dimension introduces
an artificial length scale making all correlation functions exponential decaying even at critical points. This can be
interpreted as the addition of a relevant perturbation of the underlying CFT. However, in the D — oo limit, the
gapless nature of the model must be restored. This artificial length scale is associated with the critical exponent k:

&p ~ D"

and we use this relation to define the following scaling ansatz [17]

" = | X7 — X1, const, = —0
fDZDf<D”T|>» f(x)w{i > 1 (520)

where v is the critical exponent of the correlation length in the infinite bond dimension case. We use this ansatz and
the collapse procedure explained in [18] to determine the critical point Xj. and to extract the critical exponents v
and k discussed in the main text.

Additionally, to extract the critical exponent 5 we employ the scaling of the expectation value of the single-particle
current jj_ze) close to the critical point. Indeed, this operator plays the role of the Ising magnetization which is odd

under the Zs-symmetry ¢, — —@,. By fitting the expected scaling behaviour |X; — ch\ﬁ, we obtain the critical
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Figure S6. Extrapolation of the critical exponent v from the scaling features of the fidelity at Xo = 0. (a): Two-parameter
fit of the relation F (Xic,d) = a|d]” at bond dimension D = 1000. The extracted values of v increase with the increasing
bond dimension (inset). (b): Fit of the fidelity susceptibility x = b|X1 — X1.|" 2 away from the critical point with a fixed
§ < |X1 — Xic|- The plot in log-log scale is shown in the inset. The position of the critical point X1, is obtained from the
collapse of the spin correlation length (S20).

exponent 8 = 0.125(3) [Fig. S7] at Xz = 0, and analogous values are obtained for |Xs| < 0.435, as depicted in
Fig. (3)(e) in the main text.

These results collectively indicate that our findings concerning the transition from the ordered to the disordered
phase sufficiently far from the first order discontinuities are compatible with the Ising universality class with g =1
and ﬂIS = 1/8

The critical exponents k extracted for the spin correlation length at the second order transitions are typically smaller
than one. This implies that a considerable increase of the bond dimension is required in order to faithfully capture
the algebraic decay of correlation functions over a long distance. Taking the example of the X5 = 0 cut from the main
text with k &~ 0.8. The largest correlation length obtained for Xs is s ~ 30 for a bond dimension of D = 1000. Using
the scaling behavior & ~ D% we estimate that a bond dimension D* ~ 4500 is necessary to get &, ~ 100 sites, and
D* =~ 18000 for &5 ~ 300 sites.

C. Central charge

Given the separation of the two sectors in our model, in the thermodynamic limit the entanglement entropy of the
system is predicted to display a typical divergence S = c¢./6log(&.) + ¢s/61og(€s) [19] in proximity of the second-
order phase transition, with c./, the central charge of the charge/spin sector. However, strong finite entanglement
effects in the VUMPS simulations have a quantitative impact on the estimate of the latter and result in strong
fluctuations. Moreover, the theory of finite-entanglement corrections [17, 20, 21] is less developed than the finite-size
scaling and, in particular, doesn’t cover the case of two gapless modes sharing the same finite bond dimension in
the MPS representation. In particular, as already pointed out at the end of previous section, achieving a reliable
description of the critical correlations of the system with £ — oo requires a very large bond dimension D, given the
sub-linear scaling of £, ~ D".

For these reasons, we determined the total central charge ¢ from finite-size DMRG simulations with periodic
boundary conditions by fitting the relation [19]

S(j) = glog(d (G L) + 51, (s21)
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Figure S7. The single-particle current er) plays the role of the effective magnetization at the Ising critical point, displaying
a scaling behavior | X1 — X1.|? with the fitted value 8 = 0.125(3) (red curve). The critical point X1, is fixed by the collapse of
&s obtained by using Eq. (S20). The discrepancy with the numerical points is due to finite entanglement effects that shifts the
position of the critical point at finite bond dimensions.
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Figure S8. Fits of the entanglement entropy relation (S21) for L = 20 and bond dimension D = 2500 at three significant points
along the transition line. The inset shows the slow convergence of the fitted value with respect to the inverse of the bond
dimension, allowing for an extrapolation D — co. For Xy, ~ 0.42 (a), this interpolation yields ¢ ~ 0.57. At Xs. ~ 0.464 (b),
the central charge increases, ¢ &~ 0.74 before dropping for X5, ~ 0.479 (c).

where S(j) is the entanglement entropy at the site j, d(j, L) = L/wsin(wj/L) is the chord distance, and s; is a
non-universal constant.

We specifically traced the transition line where the VUMPS spin correlation length £, is maximal and the critical
exponent 3 shows the CFTs predictions before vanishing at the FOPT, Fig. 3(e) in the main text. Figure S8 shows
the excellent agreement of our data with the relation (S21) at three illustrative points along this line. Finite size
effects are present in any case and lead to an overestimation of the value of the central charge. The measured estimate
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is expected to decrease by increasing the size of the finite system.

V. EXTRACTION OF CORRELATION LENGHTS

Most of the numerical results presented in this latter are obtained by the VUMPS algorithm presented in Ref. [22].
The concrete implementation uses the ITensor library [23]. This ansatz operates directly in the thermodynamic limit
by enforcing translational invarance. The class of ansatz states is characterized by the set of matrices {A7, AZ, A%},
with o enumerating the physical local states. From this set of matrices, the state |¢) is represented as

|1p> = ZTI‘ [ .. AzjizAzjileC-jAg+1A%j+2 . } | . Uj720j710j0j+10-j+2 .o > .
{o}

The matrices A7 and A fulfill > (A9)TA7 = > A%(A%)T = 1 and special equivariance relations to ensure the
translational invariance of the ansatz, see Fig. S9. Using the transfer-matrix of the system, defined by

‘w>: L . =

Tj-1 oj Tjt1

a) b)

Figure S9. (a): VUMPS ansatz in the central gauge. (b): Equivariance property to ensure translational invariance

To=)» A7 ®A], (S22)

and the two transfer-matrices with operator insertion

T =Y 0., A7 @ A7, TX =Y K, A7 ® AL, (523)

where Z denotes the complex conjugation of z, one can represent the correlation function of two arbitrary operators
O and K as, Fig. S10:

(0;Kj4) = (1 T () 78 1) = Y A1 pE = 3 em'ar 0K

n>0 n>0

1 (S24)
o K
=1 Rn ) = Ln 1 y Smo = T .
The second line in Eq. S24 is obtained after using the eigen decomposition of the transfer-matrix
TL = Z An |Rn> <Ln| ; <Ln|Rm> = (Sm,n . (825)

n>0

Using Eq. S24, it is straightforward to extract the asymptotic behavior of any correlation function
AP O,K + O,K

(OjKJT_H) gl et gt

where n* is the first n > 0 in the descending sequence Ao > |A;| > |\2|... with a non-zero operator weight %

(assuming A, to be unique). The contribution COO’K equals the product of expectation values (O;) <K;) In the

case of O = K this asymptotic behavior can be used to extract the smallest energy gap in the excitation spectrum
generated by the operator O. In the main text, we applied this analysis to the current operator

S O - -
O =70 = (575, ~5%;).



13

AL AC

Figure S10. Correlation function in the infinite system.

which can be interpreted as the magnetization order parameter in the field theory sin (\/i@s(x)) odd under the

ps(x) = —ps(x) symmetry transformation. Thus, jJ(_Qe) is naturally associated to excitations in the spin-sector
exclusively.

Very similarly, one can extract the density of the logarithmic fidelity F in the thermodynamic limit from the mixed
transfer-matrix

TPV = AP @AY, (S26)

a

where A% defines the state |¢) and A% the state |¢). Define A\ the smallest in maginutde eigenvalue of 7'L¢’w, it is
straigthforward to show:

F=— lm % log ({1)]6)) = — log(|Ao) -
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I11.1 Awuthors Contribution

This project was initiated jointly by the authors after observing the long thermaliza-
tion properties of a domain-wall state in the two-dimensional quantum Ising model.
After the first numerical results, the authors jointly developed the idea of the effective
one-dimensional bosonic model and the relevant order parameters. The simulation
code was written and designed in a joint effort by the authors Niklas Tausendpfund
and Wladislaw Krinitsin. Wladislaw Krinitsin designed and analyzed the numerical
experiments for the two-dimensional quantum Ising model. Niklas Tausendpfund
designed and analyzed the numerical experiments and analytical results of the one-
dimensional model. The findings were discussed in weekly meetings. The first draft
was prepared by Wladislaw Krinitsin and later modified by all authors. Wladislaw
Krinitsin and Niklas Tausendpfund share the first authorship on this publication.

II1.2 Data Availability

The simulation of the two-dimensional quantum Ising model were performed with
the publicly available Julia package TTN.jl [287]. This package, written by the au-
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thors Niklas Tausendpfund and Wladislaw Krinitsin, is based on the ITensors.jl
library [274]. The remaining code and extracted data are available on Zenodo un-
der [288].

I11.3 Summary

As explained in Subsection 1.2.1, a system that spontaneously breaks the finite
group Z,; has a ground state that is M times degenerate. A natural basis used to
describe this ground-state manifold is the symmetry-broken basis of Eq. (1.54), which
transforms non-trivially under the action of the group. By joining two subsystems
realizing a different symmetry-broken ground state, an interface is generated, and
new physics can emerge.

While this interface has the character of a local particle in one-dimensional models,
it becomes an extended object in d > 2, and understanding the static and dynamic
behavior is a challenging but important task. Surprisingly, the extended nature of
the interfaces allows them to undergo phase transitions independent of the bulk.

In this work, we study the dynamics of interfaces in the two-dimensional Transverse
Field Ising Model (TFIM) on a square lattice of N, x N, sites

Hygog = Y —Jotot —g Z o%. (IIL.1)

This model spontaneously breaks the Z, parity symmetry for |g| < g, ~ 3.04.J and
temperatures T' < T, ~ 2.27J. Here, j = (j,,j,) is the two-dimensional coordinate

-

and (7, k) denotes a pair of neighboring spin-1/2 degrees of freedom.

To this end, we consider a straight domain wall formed by initializing all spins for
jy < N, /2 in the [+) eigenstates of the o® operator, and for j, > N, /2 in the |—)
eigenstate!. We selected this particular scenario to remove all additional effects, such
as curvature, that may influence the dynamics of the domain wall in a non-trivial
way and to study the isolated dynamics of the domain wall. In addition, we chose
the boundary conditions in the horizontal direction along the domain wall to be
periodic, whereas the boundary conditions orthogonal to the domain wall were fixed
to open boundary conditions.

By mapping the domain wall state onto an effective one-dimensional model, known
as a Solid-On-Solid (SOS) model, it was found [289-291] that such a domain wall
undergoes a static phase transition at g, < g, known as the roughening transi-
tion [292, 293]. The mapping assumes that the domain wall forms a well-defined
one-dimensional subsystem that decouples from the bulk of the surrounding quan-
tum magnet. By projecting the TFIM onto the relevant many-body states (see below
for details), the SOS model is derived. This model contains two competing energy
terms: a potential that pins the position of the domain wall relative to its neigh-
bors, and a term that promotes local fluctuations of the domain wall. The relative
strength of the two interaction terms is controlled by the original transverse field g.

Through a duality transformation, this model becomes the more familiar quantum
rotor model [126]. For small values of the transverse field g < g,., the pinning po-
tential dominates, and the domain wall remains a well-defined, localized object with

! For g = 0, a product state is formed by setting all local Hilbert spaces to |+) or |—) where
0% |4) = £ |+) is the ground state of the system, compare also Subsection 1.2.1.
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only limited fluctuations in the vertical direction. As the transverse field is increased,
the fluctuations start to diverge at g = g, and the domain wall becomes a fuzzy de-
localized object for all g > g,. Because the SOS model is dual to the quantum
rotor model, the transition at g = g, is of the Berezinski-Kosterlitz-Thouless (BKT)
type [289, 291], a transition also found in the sine-Gordon model considered in Sub-
section 1.3.2 in the context of the Tomonaga-Luttinger Liquid (TLL), and generally
describes a gapless-to-gapped transition.

To study the dynamics of the domain wall state, we utilize large-scale tree-tensor
network [261, 266, 267] simulations; see also our recent publication [268] for a compre-
hensive survey. While computing the non-equilibrium behavior of a general quench is
notorious difficult in two-dimensional quantum systems and not possible in general
owing to the creation of large entanglement, the situation considered here is different
as we quench the system inside the same phase. This limits the amount of produced
entanglement, especially through the domain wall allowing to reach large time scales.
As a first result, we found that the imbalance defined by the expectation value of
the o operator in the upper half minus the lower half shows long-lived pre-thermal
plateaus even for values of g ~ J, as shown in Figure 1(b) of our publication.

To explain the pre-thermal plateaus, we assumed that the dynamics of the domain
wall were decoupled from the dynamics of the bulk, similar to the equilibrium case
discussed above. By this, only the many-body states with exactly one domain wall
per column contribute to the dynamics Assigning a positive number 0 <m; < N, —1
counting the position of the domain wall in the y direction, the relevant many-body
states are given by
\ml,...,me> e H.

The sub-Hilbert space formed by this set of states can be identified with the Hilbert
space of a bosonic chain truncated to a maximum of N, — 1 occupations; see also
Subsection 1.1.5. Projecting the Hamiltonian on this class of states leads to an SOS
model

N,—1 N,
Hgos = —J Z ’]Vj_Nj+1|_gZ(Ej —i—Ej) , (I11.2)
J=1 j=1

where N ; 1s the operator which measures the bosonic occupation of the jth site in

the chain and EA'Jm is the vertex operator of Eq. (1.26) that removes (inserts) a boson
at sites j

. B i B
E; m;)=Im—1), Ej|m)=|m+1)
Bl _
E, |0) = El [N, —1) =0,

The two terms appearing in Eq. (I11.2) compete with each other, with the first term
pinning the occupation of neighboring sites and the second term promoting larger
local fluctuations of the bosonic particles. In the language of the domain wall, this
is exactly the competition between a smooth well-defined and a fuzzy delocalized
domain wall. The duality transformation to the quantum rotor model is given by
passing from the bosons defined on the site to new bosons defined on the link of the
original lattice. The new number operator is thereby given by

Ly = Nj - Nj+1 )
where & denotes the link between position j and j + 1. Under this transformation,
the vertex operator E; becomes a tunneling operator

E. = ¢i®re—i®ri
J
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of the new Ek bosons. Here @, is a vertex operator canonically conjugated to the
operator L, see also the discussion below Eq. (1.26). The full SOS model becomes
a quantum rotor model?

Hgog = —JZ ‘[:k| - QQZCOS(@;@ = Prt1) -
% k

In our study, we compared the dynamics of the two-dimensional domain wall state
with the non-equilibrium behavior of the effective one-dimensional model given by
Eq. (I11.2), where we found good agreement between the results.

In particular, from the static BK'T transition of the SOS model it is known that the

kink operator
K(a,l) = cos(a(N; — N)), «€l0,2m)

is a good order parameter for measuring the onset of this transition. It saturates to
a constant for [ — oo if the domain wall is well-defined for g < g,., and to zero if the
domain wall becomes fuzzy for g > g,.. This behavior is understood by considering
the height of a domain wall at position j being locked with respect to the neighbors
in the g < g, regime, and the kink operator has a finite expectation value for long
distances. For g > g,., the divergence of the vertical fluctuations destroys this locking,
and the kink operator averages to zero.

By measuring the thermalization of the kink operator in the SOS model and the
corresponding operator in the full two-dimensional model, we observed that in both
cases, the expectation value saturates to the same constant, as shown in Figure
3 of our publication. For ¢ > gp, the SOS model thermalizes to zero, while the
kink operator becomes ill-defined in the full two-dimensional model, indicating the
breakdown of the initial assumption that the domain-wall dynamics are independent
of the two-dimensional bulk.

It is possible to assign an artificial temperature to the system by matching the two
expectation values

(Yol Hipo) = Tr[p(B)H] ,

where = 1/Tis the inverse temperature, p(3) is the canonical density matrix, and
|1y) is the initial domain wall state. This is used to interpret the quench and the
emergence of the pre-thermal plateaus in the full T — g phase diagram.

Although there is no phase transition in a one-dimensional model at any finite tem-
perature, there exists a transition temperature 7,.(g, N, «) for every finite system
size N. For T' < T, the kink operator saturates to a value close to one, whereas for
T > T, the kink operator averages zero. In the classical limit g = 0, we show by an
analytical calculation that the transition temperature vanishes slower than algebraic
with the system size

2(1 — cos(aN,)\
log(2) )

Thus, the BKT transition extends as a finite-size transition to the full T'— g phase

diagram, implying the existence of a roughening transition at some value of (T, g,.).

The breakdown of the single-domain wall assumption can then be interpreted as

crossing this finite-temperature BK'T-like transition line into an unordered region

with unbounded vertical fluctuations.

T,(0.N,0)/J = 2log (

2 The standard quantum rotor model has a potential of the form L2 instead of an absolute value
potential. However, both models have the same symmetries and, thus, the same critical properties,
which we also verified explicitly in our publication.
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The properties of interfaces are key to understanding the physics of matter. However, the study of
quantum interface dynamics has remained an outstanding challenge. Here, we use large-scale tree tensor
network simulations to identify the dynamical signature of an interface roughening transition within the
ferromagnetic phase of the 2D quantum Ising model. For initial domain wall profiles we find extended
prethermal plateaus for smooth interfaces, whereas above the roughening transition the domain wall decays
quickly. Our results can be readily explored experimentally in Rydberg atomic systems.

DOI: 10.1103/9bsk-x9rw

Introduction—The static and dynamical properties of
interfaces are fundamental to understanding the physics
and to engineer the functionality of materials. Interfaces
can even undergo their own unique phase transitions
independently of the bulk matter. At a roughening tran-
sition, first identified in models for surface growth and
classical magnetism [1-3], the nature of interfaces changes
qualitatively from being smooth to rough. Intuitively these
different phases can be characterized by their interface
fluctuations, with small bounded fluctuations in the smooth
phase and large unbound ones in the rough phase. The
theoretical analysis of effective solid-on-solid (SOS) mod-
els revealed the Berezinskii-Kosterlitz-Thouless (BKT)
nature of the transition [4,5], which was confirmed in
numerical simulations [6]. For experimental studies, the
interface between liquid and crystallized Helium-4 is a
particularly suited model system [7]. At the involved low
temperatures, however, quantum effects enter. It was found
that quantum fluctuations can cause a roughening transition
at vanishing temperature 7 = 0 in two-dimensional sys-
tems, but not in three dimensions [8,9]. Interface properties
are relevant also in a broader scientific context beyond
condensed matter. For instance, in high-energy physics, the
flux tube connecting quarks realizes an interface that can

“These authors contributed equally to this work.
"Contact author: w.krinitsin@fz-juelich.de

Published by the American Physical Society under the terms of
the Creative Commons Attribution 4.0 International license.
Further distribution of this work must maintain attribution to
the author(s) and the published article’s title, journal citation,
and DOIL.

0031-9007/25/134(24)/240402(9)

240402-1

undergo roughening [10]. Signatures of which were
recently observed via digital quantum simulation of a
lattice gauge theory [11]. The exploration of such interface
roughening in quantum matter away from equilibrium has,
however, remained an outstanding challenge to date.

In this Letter, we study the nonequilibrium signatures of
the roughening transition in the quantum Ising model.
Based on large-scale Tree Tensor Network (TTN) simu-
lations for real-time evolution [12-14], we find that the
underlying quantum roughening transition is reflected in a
qualitative change of dynamical behavior of domain wall
initial conditions upon tuning the transverse field strength.
In particular, we identify the independent equilibration of
the interface in the smooth interface regime as an alter-
native cause of prethermal plateaus, which is distinct from
the known mechanisms relying on approximate conserva-
tion laws or Hilbert space fragmentation [15,16]. The
phenomenology can be readily explored in experiments
with Rydberg atomic systems [17-31].

Model—For the central objective to study the dynamics
of interfaces we consider the paradigmatic transverse-field
Ising model (TFIM) on a square lattice, given by

H=-JY cloi—g> 0. (1)
(W) ,-

where the first sum runs over all neighboring spin pairs.
The TFIM exhibits a ferromagnetic phase, which extends to
nonzero temperatures, with a quantum phase transition
at g./J ~3.04 and a thermal transition temperature of
T./J~2.27 at g =0 [32]. Importantly, the 2D quantum
Ising model inherits a second quantum phase transition

Published by the American Physical Society
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point of BKT type within the ferromagnetic phase, which is
associated with a transition from smooth to rough interfaces
[9]. A suited order parameter will be defined at a later point
of this Letter, providing a quantitative description of the
transition. In the quantum domain, when considering the
limit J > g, the TFIM can be perturbatively linked to
the PXP model, which shows strong dynamical constrains
and Hilbert space fragmentation, leading to a slow relaxation
of various domain wall initial conditions [13,14,33,34].
For the purpose of studying the dynamics of quantum
interfaces, we will initialize the system with two oppositely
polarized magnetic domains, separated by a straight
domain wall; see Fig. 1(a). This is a natural choice for
experimental platforms, while not introducing any addi-
tional effects stemming from, e.g., interface curvature. For
weak enough transverse fields, i.e., within the PXP
approximation, these states remain stable due to sectors
of different interface lengths being dynamically discon-
nected from each other, preventing thermalization up to
timescales that scale exponentially with J/g. (Eventual
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FIG. 1. Time evolution of a flat interface on an 8 x 8 lattice

with open boundary conditions. (a) Spatially resolved magne-
tizations at times #J = 0, 10, and 100 for a transverse field of
g/J = 0.75. The bottom three plots show (b) the imbalance,
(c) the domain wall length, and (d) the entropy of entanglement
across the initial interface for several transverse fields: the color
coding is indicated in the color bar to the right. The imbalance
shows the existence of long-lived plateaus, even at transverse
fields g~ J. All the results are shown for three different bond
dimensions y = 181, 256, 362, where the opacity increases with
the bond dimension. For panels (a) and (b), almost all of the data
points lie on top of each other.

thermalization is expected to happen for transverse fields
g/J > 0.2 as is revealed by an analysis of the level-spacing
statistics of a 4 x 5 system; see SM for more details [35],
which includes Refs. [36,37].)

In the following we depart from any such perturbative
limit and target the dynamics in strongly correlated regimes
g/J ~ 1. As will be shown later, we observe prethermal
plateaus that cannot be explained by Hilbert space frag-
mentation. Instead, this nonperturbative effect is related to
the thermalization of the interface below a roughening
temperature.

Numerical methods—In order to comprehensively
explore the quantum roughening dynamics, we employ a
variety of complementary tensor network techniques. The
simulations of the full dynamics on the 2D lattice were
performed using TTNs and the time-dependent variational
principle [12—14]. Being loop-free, TTNs are efficiently
contractible and their hierarchical structure allows for a more
natural covering of the 2D lattice than the widely used matrix
product states (MPSs) [38]. MPSs will be used later in the
text in order to solve time evolution of an effective 1D
model. Furthermore, we utilize the variational uniform
matrix product state (VUMPS) algorithm [39—41] to study
the ground state properties of the effective model in the
thermodynamic limit. Quantum Monte Carlo (QMC) sim-
ulations [42—44] are employed to estimate effective temper-
atures corresponding to the domain wall initial conditions.
More details on the aforementioned methods are given in
Supplemental Material (SM) [35].

Interface dynamics—A first indication for the slow
thermalization dynamics is provided by the time evolution
of the magnetization imbalance,

I:MT—MB, (2)

with My = (1/N) >, c 75 6f and T/B indicating the top
and bottom halves of the system [see Fig. 1(a)]. The
imbalance is maximal in the initial state (I(t =0)) =1
and it has to vanish in a thermal state. Figure 1(b) shows
(I(t)) for a range of transverse fields; the spatially resolved
magnetization (o}(¢)) at three time points is included
exemplarily in Fig. 1(a). For the largest transverse fields
we expect a rapid thermalization, which is reflected by the
observed rapid drop in the imbalance on a timescale of
tJ~ 1. The subsequent slow decay of the remaining
imbalance is attributed to the diffusive approach to a finally
homogeneous energy density. The smallest field values
conversely show extremely long-lived nonthermal states
due to the aforementioned emergent constraints [33,34].
Noticeably, however, prethermal plateaus seem to dominate
the dynamics even up to intermediate values of the trans-
verse fields of up to g/J ~ 1 and timescales of Jr = 10.
The fact that the domain wall length operator D =
%Z@ﬁ (1 —ojo}) shown in Fig. 1(c) strongly departs
from its initial value highlights, that the existence of
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(a) Mapping from a domain wall state in the full two-dimensional model to an effective one-dimensional bosonic state.

(b) Expectation value of the kink operator, evaluated on the ground state of the effective model as a function of the transverse field.
Different maximal occupation numbers 4 < N .. < 14 in steps of two are shown; as N, increases, the kink operator starts exhibiting a
jump at gz /J = 1.38 corresponding to the roughening transition; see also SM [35]. (c) Expectation value of the kink operator, evaluated
on the thermal state of the effective model in the classical limit (g = 0) as a function of temperature. We consider chain lengths
L, €[500,512 x 10%], with exponentially increasing steps. The inset shows that the crossover temperature Ty, defined by
(K(Tg/J)) = 0.5, vanishes in the thermodynamic limit as the inverse logarithm of the system size, confirming the analytical
prediction (5) that is indicated by the dashed gray line. The constant b in the x axis label is given by b = 2(1 — cos 1)/ log 2. Data points
in (b) and (c) are represented by crosses, with a linear interpolation between them. (d) Phase diagram of the 2D TFIM. The blue line
represents the critical line separating the ferro- from the paramagnetic phase, the red line denotes the effective temperature of the initial
state based on its energy, obtained from QMC simulations; see SM [35]. Our results point toward the existence of a roughening transition
at a value of gz/J ~ 1.38 < g./J. The green shaded region shows the extended smooth interface regime present in finite systems.

prethermal plateaus at intermediate transverse fields cannot
be captured within the usual framework of Hilbert space
fragmentation governed by restricted domain wall lengths.
We will instead demonstrate in the following that an
effective description can be formulated in terms of a
single-domain-wall approximation.

Figure 1 includes a convergence check of the numerical
results with different bond dimensions up to y = 362.
While late times and stronger transverse fields become
challenging, the prominent prethermal plateaus are well
within the regime of certain convergence. Most sensitive to
varying bond dimension is the half-system entanglement
entropy [Fig. 1(d)], when splitting the system into two
equal partitions along the initial interface, which shows that
the moderate amounts of entanglement generated up to the
lifetime of the plateaus are well captured.

Effective model—In order to explain the observed non-
perturbative prethermal effects, we formulate an effective,
one-dimensional model that corresponds to the projection
of Eq. (1) onto the subspace of domain wall states with
exactly one horizontal interface segment per column (see
SM for a more detailed derivation [35]),

Her = ZJ'Z\NI‘ ~Ni|l-g- Z(E, "‘Ej) (3)

Here, we introduced height operators N; measuring
the perpendicular displacement of the domain wall; see
Fig. 2(a). The raising (lowering) operators E| (E;) are the
projection of the o5, which in the manifold of single
horizontal domain walls can only flip spins next to the
domain wall. The raising and lowering operators obey the

commutation relations [E;,N;] = E;6;; similar to the
standard definition used in quantum rotor models [45].
Hence, the phase operator ¢ defined through E; =
exp(ip;) is canonically conjugate to the height operator
and the N; can alternatively be viewed as bosonic occu-
pation number operators. It is important to note that the
model is not based on some low-order Schrieffer-Wolff
transformation, but instead captures the relevant fluctua-
tions of the initial domain wall.

The effective model (3) is also closely related to SOS-
like models [4,5], in which roughening appears as a BKT
transition [46]. The critical point of H. has been argued to
be upperbounded by the critical point of the quantum rotor
model [47-49]. This is noticeably below the symmetry-
breaking phase transition of the full TFIM.

Roughening is indicated by the kink operator

K,(1) = cos[a(N, = N,)], (4)

which probes the fluctuations of the interface in the
direction perpendicular to its initial orientation. It is a
suited order parameter because a value of (K,(I)) =1
corresponds to a flat (smooth) interface, while a value of
(K4(I)) =0 corresponds to a highly fluctuating (rough)
interface. A universal quantitative analysis would require
taking the limits lim,_,qlim;_, ., (K,(!)) for the angle a and
distance /. In our numerical analysis of finite systems, we
choose [ = L, maximal and we find that a =1 is the
minimal value, that sufficiently suppresses bulk contribu-
tions when considering the full TFIM; see SM [35] for
more details. From now on we will drop the dependency on
aand [, ie., K=K, (l=L,).
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Figure 2(b) shows the ground state expectation value of
the kink operator for varying g/J and different values of the
occupation number truncation N, obtained using the
VUMPS algorithm. The drop of (K) with increasing g/J
clearly indicates the transition from a smooth to a rough
interface regime. This drop becomes sharper as N, is
increased, pointing toward the existence of a phase tran-
sition—a fit of the correlation length provides the critical
value gr/J ~ 1.38. Further analysis strengthens the hypoth-
esis of a BKT transition in the SOS model; see End Matter
and SM [35].

Next, we turn toward the question of whether its
signatures survive even at nonzero temperatures 7. Note
that order at 7 > 0 would not violate the Mermin-Wagner
theorem due to the infinite local Hilbert space dimension
[50]. We consider the classical limit of the effective model,
i.e., g/J =0, and use a transfer matrix based method to
calculate the expectation value of the kink operator in the
thermal state; see End Matter and SM for more details [35].
The thermal expectation value of the kink operator shown
in Fig. 2(c) exhibits an extended regime with a clear
signature of smooth interfaces at low temperatures for
system sizes up to L, =5 x 10°. However, the turning
point shifts with increasing system size and its location
behaves perturbatively as
M — -1
[ 1cos(oc)]LX> . 5)

0g(2)

See the inset of Fig. 2(c) as well as End Matter and
SM [35], which includes Ref. [51]. Thus, in the thermo-
dynamic limit L, — oo, roughening occurs immediately for
any T > 0. Nonetheless, clear signatures of a smooth
interface regime at nonzero temperature survive up to very
large system sizes due to the logarithmic dependence of 7'
on L,, which has especial relevance for current experi-
mental realizations in quantum simulators.

Figure 2(d) shows a sketch of the inferred phase diagram
in the full two-dimensional Ising model, summarizing all
the previously discussed results: The ferromagnetic phase
encompasses an extended smooth interface regime delim-
ited by a roughening quantum phase transition (QPT) and a
system-size dependent crossover at nonvanishing tempera-
tures. We include the effective temperatures fixed by the
domain wall initial condition for the range of considered
transverse fields g/J, indicating that signatures of a smooth
interface regime will vanish already at field strengths below
the critical gz. Concerning the nonequilibrium dynamics,
this phase diagram suggests that the effective model can
thermalize in the smooth domain wall regime, implying
stability of domain walls for long times. We will show next
that this prediction is even quantitatively accurate for the
full dynamics of the two-dimensional TFIM.

Dynamical signature of roughening—The effective
model covers the subspace of single domain wall states

Tr/J =2log <
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0.5
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FIG. 3. (a) Time evolution of the horizontal contribution to the

domain wall length divided by the horizontal lattice dimension.
The plot shows that up until g/J = 1, each column has approx-
imately one horizontal domain wall for the times considered,
confirming the validity of the effective model (3) in that regime.
(b) Comparison between the effective (dashed lines and crosses)
and the full model (solid lines and circles) for the time evolution
of the kink operator. In order to filter out the strong fluctuations
of the data we show the running mean of the kink operator.
For the full model, we calculate the modified kink operator
Ky = (K)/{Kpui)- We do not show data for transverse fields
beyond g/J =1, as bulk and interface contributions become
increasingly difficult to disentangle. (c) Late-time averages of the
kink operators shown in (b), taken over the interval #J € [20, 100],
as functions of the transverse field. The values agree well up to
g/J = 1, once again confirming the quantitative predictive power
of the effective model in that regime.

without bubbles or overhang. To check the validity of
this description, we plot the time dependence of the hori-
zontal domain wall length D, = 1/2 3, /(1 = ¢} ;07 ;) in
Fig. 3(a). The small deviations of (D,)/L, from 1 for
transverse fields up to g/J ~ 1 support the validity of the
effective model in that regime.

We now turn to a direct comparison between the
dynamics of the full and the effective model—the latter
simulated using MPS. In the full 2D TFIM, the operator
probing the vertical position of the domain wall at site i is
given by N; =3 ;;j/2(1 — o} ;07 ;. ;) with the sum run-
ning over all lattice sites j perpendicular to the domain
wall. For a meaningful comparison with the effective
model, however, we need to account for bulk contributions
such as single spin flips away from the domain wall.
For that purpose, we define a modified kink operator
Ky = (K)/{Kpu)> Where (Kyy) is obtained by calculat-
ing the kink operator for a system where the interaction
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along the initial domain wall is removed, i.e., only bulk
effects contribute to the time evolution. Since the time-
dependent expectation values obtained from the full and the
effective models differ in their high frequency fluctuations,
we will moreover consider their running time averages
K(t) = (1/1) [ dt(K(1)) instead for the direct quantitative
comparison. See SM for more details [35].

The time evolution of the modified kink operator in
comparison with the kink operator of the effective model is
shown in Fig. 3(b). Data for the full model is restricted to
transverse fields g/J < 1, since the separation of bulk from
interface effects becomes infeasible for larger fields. We
find very good quantitative agreement between these two
models, meaning that the dynamics of interfaces in
the TFIM can be understood in terms of the SOS model:
for the considered intermediate values of the transverse
field, the SOS model thermalizes within the smooth inter-
face regime [cf. Fig. 2(d)] and the initially flat domain wall
profile remains eternally stable. This stability of the domain
wall manifests itself in the full TFIM in the form of
prethermal plateaus with Ky (f) > 0. In contrast to the
effective model, a subsequent decay of these prethermal
states is to be expected in the full model, but these
timescales seem out of reach for current numerical
approaches. Figure 3(c) displays the late-time stationary
values of the running, time-averaged kink operator by
taking the mean over points lying in the interval
tJ € 20, 100], which once more highlight the compelling
quantitative agreement between the SOS model and the
TFIM. Results obtained for a 16 x 16 lattice confirm said
agreement for larger system sizes, without the need to
suppress temporal fluctuations via taking the running
mean; see SM [35] for more details. Finally, notice that
the imbalance in Fig. 1(b) and the kink operator in Fig. 3(b)
exhibit different lifetimes of the prethermal plateaus. This
indicates that restoring the rotational symmetries requires
longer times than the restoration of translational symmetry.

Discussion—Our analysis establishes a connection
between the roughening transition and the relaxation
dynamics of quantum interfaces in the 2D TFIM. The
stability of domain walls in the smooth interface regime
constitutes a new mechanism for prethermalization beyond
known ones like proximity to an integrable point [15] or
Hilbert space fragmentation and quantum scars [16], high-
lighting a qualitative change within the dynamical phase
diagram of the TFIM in two dimensions.

The domain wall dynamics of the quantum Ising model
can be probed experimentally in state of the art Rydberg
atomic systems [31,52—-54]. Domain wall initial conditions
can be prepared via programmable locally controlled light
shifts, and recent experiments demonstrate the feasibility of
a transversely oriented magnetic field of the required
intermediate magnitude [31,53]. Our formulation of the
effective model remains unchanged for the typical anti-
ferromagnetic interactions. Since the imbalance and the

kink operator are immediately accessible through snapshot
measurements, we expect that the described phenomenol-
ogy is readily accessible in current Rydberg atom quantum
simulators. An exciting prospect would be the possibility to
probe longer timescales in this way.

Furthermore, it will be interesting to investigate other
initial domain wall configurations in the light of roughening.
Examples include the observed self-straightening dynamics
of a initial zigzag configuration [31] and potential implica-
tions for false vacuum decay probed via bubble formation
[55-58]. More generally, the impact of curvature on the
phenomenology of the roughening dynamics remains to be
explored in a future work. Another immediate question
concerns the generalization to other symmetries, since the
results presented here rely on a Z, symmetry-broken phase.

The TTN simulations presented in this Letter were
produced with TTN,jl [59], a software package we developed
based on the ITensor library [60]. The MPS simulations were
performed with the help of ITensor. The QMC simulations
were produced with the help of the ALPS software package
[61] and a rust library [44].
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End Matter

BKT transition of the SOS model—Here, we
demonstrate that the nature of the transition in the
effective SOS model (3) belongs to the BKT universality
class. To this end, we use the VUMPS algorithm [39-41]
to study the ground state properties of the effective
model. This allows us to work directly in the thermo-
dynamic limit with a fixed truncation of bosonic
excitations N, €2Z. In the two-dimensional model, this
is equivalent to considering an infinitely long slab of
width L, = Ny, + 1 with the interface oriented along

the infinite direction. To observe the critical properties, it
is necessary to scale the results against N, — 0.

In practice, we considered N,,,x < 14. Since the local
Hilbert space scales as dim(Hjo.) = Npax + 1, @ maximum
bosonic occupation of 14 already leads to very long
simulation times of 13 x 10° s per iteration for a bond
dimension of y = 600.

In contrast to continuous phase transitions described by
the Landau-Ginzburg theory, the BKT transition cannot be
detected by the divergence of any derivative of the energy
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FIG. 4. (a) The energy density and its first two derivatives with

respect to the transverse field g, as a function of g. All of the
different orders do not show any sign of nonanalyticity around the
transition point, excluding the possibility of it being a first or
second order phase transition. (b) The correlation length shows a
divergence at g = gp when increasing the maximal bosonic
occupation number. All results are obtained with a bond
dimension of y = 600 and are converged for N, < 14. For
the N, = 14, the points around the transition are not yet fully
converged, showing numerical artifacts for g > g. (c) Fit of (A1)
to the data, showing the correct BKT type divergence law of the
correlation length. Increasing N, again leads to a better
agreement between the data and the expected law. The critical
transverse field obtained from the fit for the largest N,,, = 14 is
gr/J = 1.38.

density e(g), which is an analytical function of g. This is
demonstrated in Fig. 4(a) via the example of the first and
second derivative of ¢(g). Moreover, we observe that ¢(g)
and its derivatives are quickly converging in N .-

Characteristic of the BKT transition is the exponential
divergence of the correlation length when approaching the
critical value gg,

&(g) =& 6XP< for g < gg. (Al)

B
o)

Here, £, and B are nonuniversal constants depending on the
model and on the observable used to extract the correlation
length. We observed the largest correlation length for the
vortex-vortex correlation function

c(l) = <e—iN0eiN,>—t—>oer—;§ +C.,,

which is closely related to the kink operator (4). The
constant C, is expected to be close to 1 in the g < gp
region, while we expect it to vanish after the BKT transition
for N — oo. In particular one has (K,(I)) —» |Cy| for
| - co. The results are displayed in Fig. 4(b) for
6 < Nax < 14. For increasing N ., the correlation length
shows a divergent behavior around g/J ~ 1.4 with & ~ 800
for N = 14.

To quantify that £(g) has the correct behavior approach-
ing gg/J, we fit £(g) for Ny, = 14 for 1.1 < g/J < 1.385
with higher resolution using Eq. (Al). From this fit, we
obtain gp/J =~ 1.38. In Fig. 4(c) we plot the logarithmic

correlation length as a function of 1/4/|g — gg| for g < gz
and 6 < N, < 14 using the value of gp obtained by the

fit. Increasing N, leads to a better agreement between the
data and the prediction for the correlation length, which
should be exact in the limit N,,,, — oo. For lower N,,,, the
curve starts flattening out and thus deviating sooner,
illustrating the finite N, effects.

Finite temperature crossover in the classical limit—In
the classical limit ¢ — 0 the effective model (3) contains
only commuting operators |N; —N;.[. Thus, all
eigenstates are simply given by product states [{s;}),
fixing the occupation on the jth site. To study the
thermodynamic properties in this limit, it is sufficient to
replace the number operator N; by its eigenvalues
Sj € {07 Nmax}’

L1 L1
Hetass({5,1) =20 Isj =501l =Y _h(sjos41).  (B)
= =

Let Vs = exp[—ph(s.s’)] be the transfer matrix of the
classical system and define the general a twisted

boundary vector |E(a)) = Z?’;“@X e'|s). The a twisted

partition function of a chain of length L, with open
boundary conditions can be written compactly as

Ninax Ninax
Z(a) = . Z e_/}Hclass({Sj})_ia(sl_‘YLX)
s1=0 s, =0

— (E(@)|VE[E()). (B2)

The standard partition function corresponds to zero
twisting, i.e., Z= Z(0). We can now write down the
expectation value of the string operator (K ). For simplicity,
we consider [ = L,, i.e., the end-to-end expectation value.
Using the twisted partition function, we obtain

Z(a)

<Ka(Lx)> = =z

20 (B3)

The calculation can be further simplified by diagonal-
izing the transfer matrix V = UAUT. In this case, the
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twisted partition function can be written as

NI“DX
Z(a) =i Y fr T leal@), (B4)
s=0

where 1, is the largest eigenvalue, f, = 1,/4;, and ¢, (a)
are the form factors obtained by calculating the overlap
between the eigenstates |y,,) of V and the twisted boundary
vector |E(a).

Numerically we found the operator (K,(L,)) to rapidly
converge in N,.; more specifically N, = 200 is large
enough for our analysis (see SM [35] for more details).

It is also possible to understand the crossover behavior
analytically and derive a functional form for the transition
temperature Tr(L,). Using the exact eigenvectors and
eigenvalues of the transfer matrix V of the classical

model (B1), we were able to find an approximation of
the end-to-end string operator in the limit of large
Npax» Ly > 1, and small ¢ <« 1 [35],

(Ko(Ly)) mexp (=2q(1 —cos(a)L,).  (B5)
By setting (K,(L,)) =1/2 and solving for T/J =

—2/1og(q), we find that the transition temperature Ty
should vanish logarithmically with the system size L,

To(L,)/J = 2log (M) " (o)

log(2)

which has been confirmed numerically; see inset of
Fig. 2(c).

240402-9



Supplemental materials for “Roughening dynamics of interfaces in two-dimensional
quantum Ising model”

TREE TENSOR NETWORKS AND TIME DEPENDENT VARIATIONAL PRINCIPLE

layer 1 ® layer 2 @
layer 3 ® layer 4 ®

—4
—d
o4
—y
FIG. S1. a) Visualization of a binary tree tensor network and its connectivity on a 2D lattice. Going horizontally from layer

to layer changes the direction of the connection. This is presented more clearly in b) which shows said direction as a top-down
view on the lattice, with different colors representing different layers.

a)

We use binary tree tensor networks, see Fig. S1 a for a graphical representation thereof, in order to simulate the
dynamics of a quantum system on a two dimensional lattice. By alternating the x-/y-direction for the link connection
in each layer of the tree one can achieve a more natural cover of the lattice, see Fig. S1 b. The orientation of the tree
tensor network with respect to the lattice is such that the top node connects the two halves of the systems across the
interface. The choice of the orientation might play an important role for rotationally asymmetric initial states such as
ours. We checked the effect of that choice on the results by rotating the tensor network structure by 90 degrees. This
did not have any effect for the system sizes and bond dimensions, for the intermediate transverse fields (g/J < 1)
considered.

An advantage of such a hierarchical structure lies in the fact that two spins at distance [ on the two dimensional
lattice are connected by at most Oy, ~ logl tensors, in contrast to the Opps ~ I tensors needed in an MPS. The
absence of loops means that one can define an isometry center and thus has access to efficient algorithms such as
the TDVP algorithm [12] used here. Its 1-site version ensures that the energy and norm of the state are conserved.
However as a downside, it doesn’t allow for the bond dimension to be adapted throughout the algorithm. Thus, the
desired bond dimension needs to be encoded in the initial state from the beginning, which is done by padding the
product state with zeros. For the time step we chose dt = 0.1.

The TTN structure allows one to easily access the von Neumann entanglement entropy, by performing an SVD on
the tensor which splits the system into the desired partitions — the entanglement entropy is given in terms of the
singular values \;: S = — ", A\?log A2,

Convergence is checked by comparing results obtained at different bond dimensions. In our case, local observables
often show rapid convergence in terms of bond dimensions, while the entanglement entropy carries information about
all higher order correlations, and is a more sensitive measure for convergence, see Fig. 1d in the main text.

We work with open boundary conditions (OBC) in both lattice directions due to the slower buildup of entanglement
compared to periodic boundary conditions (PBC). In principle, periodic boundary conditions would be preferable in
the direction parallel to the interface to reduce boundary effects.

Another consequence of the binary tree structure is that the tensors appearing in the tree are of size x? x x and thus
of the skinny-tall type, which allows for an efficient parallelization of the QR decompositions on these tensors. Since
tensor contractions are already naturally parallelizable, this means that the overall runtime of the simulations profit
substantially from GPU acceleration. In our case, we observe a speedup of around 70x over CPU performance. More
specifically, the most expensive simulation at a bond dimension y = 362, at a time step dt = 0.1 up to typax = 100
takes around two days on a single A700 GPU — on a CPU (Xeon Gold) the same calculation would take around 145
days.



EFFECTIVE MODEL

In the following section we present and motivate a derivation of the effective model. The domain wall length
operator, introduced in the main text, can be split into a horizontal and vertical component, by performing the sum
only over horizontally

1
Dy=53 (L—of;00 1) (s1)
i.j
or vertically
1 R
Dy =35 > (L—ofj0t ;) (52)
irj

oriented bonds, respectively. With that, the transverse field Ising Hamiltonian can be rewritten as

H=2JD,+2JD,—g-Y o7, (S3)

which coincides with the original Hamiltonian up to an irrelevant, additive constant. The effective model is introduced
as the projection onto the subspace of domain wall states that have exactly one horizontal domain wall per column,
thus fixing D, /L, = 1. As a consequence these states cannot exhibit overhangs or bubbles of oppositely oriented
spins within the bulk.

The vertical contribution to the domain wall length operator is determined by the difference of the vertical position
N;, i€ {1,...,L,} of two neighboring segments

Dy o< Y |N; = Niyl, (S4)

while the absolute value reflects that the result is independent of the relative ordering in each pair.

KINK OPERATOR

The kink operator measures by how much the interface fluctuates across its length. In the case of a smooth interface,
the difference in the heights of the interface at different points of the domain wall will be close to 0, hence K = 1,
while for a rough interface, the cosine function ensures that large fluctuations add up to K = 0. This behavior is
reflected in Fig. S2 a, which shows how the kink operator stays close to K = 1 during time evolution up to tJ = 100
for small transverse fields, while for large ones it drops to zero on a timescale of 0.1 < tJ < 1. This as well as all
subsequent simulations in that section were performed on an 8 x 8 lattice.

Since the expectation value of the kink operator is real, we can alternatively write it as the real part of the complex
exponential instead of the cosine, i.e.

K, (1) = exp(—ia(N; — N})). (S5)

From that, the modified kink operator Ky = K/ Kpyik, introduced in the main text, can be understood as splitting the
bulk and interface contributions in the exponent into a sum, which in turn allows one to factor out the bulk contribution
in the calculation of the kink operator. This separation only works when neglecting cross terms introduced by the
exponential function, i.e. when the bulk and interface contributions can be clearly separated. This becomes infeasible
for transverse fields g/J > 1 as can be seen in Fig. S2b, where the kink operator first drops and then goes up again
in time for g/J > 1.25. We want to stress that the observed rising of the kink operator an artifact of the method and
not a physical effect.

The angle a and distance [, appearing in the calculation of the kink operator allow to tune its sensitivity. In Fig. S2¢c
and d we show their influence on the time average of the running mean of the kink operator.

As expected, K — 1 for o — 0. For transverse fields g/J < 1 we observe little deviation between the results for the
effective and full model. For g/J = 1 this is not the case anymore, which is to be expected as we are approaching the
roughening transition. For the system sizes considered in this work, we found the value of & = 1.0 to provide the best
agreement between the effective and full model across all transverse fields of interest, and thus the highest sensitivity
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FIG. S2. a) Time evolution of the bare, i.e. unmodified kink operator in the 2D TFIM. b) Time evolution of the modified
kink operator for transverse fields g/J = 1, 1.25, 1.5, for both the 2D TFIM and 1D effective model. The plot shows unphysical
growth of the modified kink operator for g/J > 1, signaling the breakdown of the assumption that bulk and interface effects
can be separated. Plots ¢) and d) show the modified, kink operator, averaged over the interval tJ € [20,100], as a function of
c) the angle a and d) the distance [. The distance does not have much influence on how well the effective and full model agree,
which is why throughout the work we chose the largest distance possible for our lattice, i.e. | = 8. This is different for the
angle where we observe larger deviations for the largest transverse field g/J = 1. The smallest angle which showed the smallest
deviations across all values of the transverse fields considered is o = 1, which we used throughout this work.

to the roughening transition. This can be understood as smaller angles leading to an overall higher sensitivity to
boundary and unwanted bulk effects, which due to their large vertical distance from the initial interface provide a
big contribution to the kink operator, which in turn is detrimental for the system sizes considered. A larger value of
« enhances all contributions to the kink operator, while boundary effects are being "washed” out due to the cosine
function, which will add up larger arguments to 0 due to the rapid sign changes. One thus needs to be careful to not
make the angle too large, otherwise the contributions coming from the interface will be lost as well.

Figure S2 d shows the effect of changing the distance to [ — the effective and full model agree for all transverse fields
and distances [ = 4, 6,8 shown here.

Results for the kink operator on a 16 by 16 lattice are provided in Figure S3, in a similar fashion to what has been
presented in the main text for an 8 by 8 lattice. Due to the larger overall entanglement, the simulations only provide
reliable results up to a timescale of t.x = 30.

Figure S3 a) shows the domain wall length contribution coming from horizontally aligned interface lengths, normal-
ized by the length of the lattice in x-direction. Once again this confirms that up to g/J = 1, the number of domain
walls per column does not scale extensively with the vertical lattice size. The agreement between the time evolution
of the modified kink operator calculated in the full 2D and effective models is shown in Figure S3 b).

We want to emphasize that for that comparison we did not utilize the running mean of the modified kink operator
as has been done in the main text for the 8 by 8 system. This is because compared to the 8 by 8 system, the
kink operator calculated in the 16 by 16 system does not show strong temporal fluctuations, allowing for a direct
comparison.

The agreement between the two models is made even more apparent when comparing the late time plateau values
of the respective kink operators, obtained by taking the mean points within the region ¢J € [5, 30], see Figure S3 ¢).

EXACT SOLUTION OF THE CLASSICAL LIMIT AND APPROXIMATIONS

The thermodynamic properties at temperature 7' = 1/ of the SOS model in the classical limit g — 0 are defined
by the transfer-matrix

Vio = exp(—Bh(s,s")) = ¢*='1, (S6)

with ¢ = exp(—2J8) and s € {1,...,M}. Here, we have shifted the range of values for s by one with respect to
the main text and defined M = Nyax + 1 to simplify the notation in the following discussion. We are interested in
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FIG. S3. Kink operator for a 16 by 16 system, evolved up to a time of tmax = 30. a) Time evolution of the horizontal contribution
to the domain wall length divided by the horizontal lattice dimension. The plot shows that the number of horizontal domain
walls in each column does not scale extensively with the vertical system size, confirming the validity of the effective model in
that regime. (b) Comparison between the effective (dashed lines/crosses) and the full model (solid lines/circles) for the time
evolution of the kink operator. For the full model, we calculate the modified kink operator Km = (K)/{Kpuk). We don’t show
data for transverse fields beyond g/J = 1, as bulk and interface contributions become increasingly difficult to disentangle. (c)
Late-time averages over the interval tJ € [5,30] of the kink operators shown in (b) as functions of the transverse field. The
values agree well up to g/J = 1, once again confirming the quantitative predictive power of the effective in that regime.

evaluating the end-to-end kink correlation function given by

with the twisted partition function

M
Z(a) =M= fE e (@)
n=1 (S7)
_ M
==

M

cn(a) = Zemswn(s)y In

s=1

where |¢,,) = Zi\il ¥ (s) |s) are the eigenvectors of V and A, the corresponding eigenvalues with A; being the largest
eigenvalue.
The inverse of Eq. (S6) is connected to a single-particle tight-binding Hamiltonian Hg, via

Hyp=(1-¢)V ' =1+ =—q Y (Is) (s + 1] +he)— g (0) (0] + [M) (M]) , (S8)

which is a standard next nearest neighbor hopping Hamiltonian with additional edge potentials. The eigenvalue and
eigenvectors of this tight binding model are known [42]

Yn(s) = N {sin(s0,) — gsin((s — 1)0,)} , €n = —2qcos(b,), (S9)



where [¢0,) = Y, 1n(s) |s) are the eigenvectors, N a normalization factor, and the 6,, are defined by the roots of the
equation

sin((M + 1)0,,) + ¢*sin((M — 1)6,,) — 2¢sin(M6,,) =0, (S10)

with 6,, € [0,7]. For M — oo and ¢ — 0, the solutions of this equation become dense in the interval [0, 7], with the
distance between two solutions vanishing as [0,,11 — 0| ~ 1/M. In first order one finds 6, = n7/(M + 1) similar to
a homogeneous chain without the additional edge potentials.

By inverting Eq. (S8), the eigenvalues of V are given by

14 ¢% —2qcos(6,)’

n

while the eigenvectors are still given by v, (s) from Eq. (S9).
From the exact expression of the eigenvalues and eigenvectors, we can now proceed to calculate the form factors

cn (). Note that due to the reflection symmetry of the Hamiltonian (S9) one has ¢, (M — s) = (=1)",(s) and thus

len(a)]? = |en (27 — «)|?. Thus it is sufficient to restrict the analysis to « € [0, 7).
Using the summation identity

1Y

M
e ( JOM 1) 25 B 425
2

S sin(st +8) = o (¢ g +0) - B (0 0)) | gas(a) = TG
— 21 n (%)

derived from the finite geometric sum, we find an exact expression for the form factors

_gu(On + ) + gu (0 — )®

len (@) /N? 1 (14 ¢* —2qcos(6,))
(S11)
_gM(9n+a)gl\/I(0n70‘)( (0 (M+1))+ 2 0 _ _
5 cos (b, q* cos(0, (M — 1)) — 2q cos(6,M)) .

Note that ¢, («) has a unique singularity at 6, = o coming from the function g (6 — «) for 0, a € [0, 7]. Let n, be
the solution to Eq. (S10) with 6,,, close to 0,.

The most dominant contribution to the twisted partition function Z(«) is thus given by the n, form factor in the
large M limit

Z(a) /M & e e (@)

Since the distance between two solutions vanishes as 1/M in the large M limit, we expect |6, —6.| = ¢ /M, where
0 is a constant of order one and independent of . Expanding ¢, for small /M and keeping only the dominant part,
we arrive at

len. |?/N? ~

2 sin 2
MESOP (1 12— 2qcos(a)).

(6/2)?

which diverges as expected for M — oo.
Next consider the weights f,, and expand them around n,

s A 1+ ¢% —2qcos(y) N r
"N 14¢2—2qcos(6,,) - (1- %cos(a)) '

1+¢°—2 61) - .
Here, I = ﬂ%{;‘“(l) is a o independent constant.

Assuming ¢ small one finds in the L, — oo limit

L,

2 _2q_

frim—l ~TI <]_ + : +q - COS(O{)) ~Te 1+Z2 cos(a) Ly '
q

Combining the results, we obtain for the end-to-end kink correlator

_ Z(a) _1+¢*—2qcos(a)

<Ka(Lm)> Z(O) ~ (1 _ q)2

2q — —cos(a)) L,
exp (— 174 (1- cos(oz))Lx> ~ e~ 2al—cos(@) L (S12)



where the last approximation is valid in the small ¢ and large L, limit. Note that 1 — cos(«) > 0 for a € (0, 7), such
that limy, o0 (Ko (L)) = 0 for all values of o € (0, 7).

Fig. S4 a shows the agreement between numerical data and the analytical expectation (S12) for L, = 512-10° and
Niax = 200, confirming the approach presented here. In Fig. S4 b we numerically test the dependence of the results
on the maximal bosonic occupation number Ny, for different, color-coded system sizes, establishing that Ny.x = 200
is sufficient to reliably calculate the kink operator for the system sizes considered here.

a) b) c)
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FIG. S4. a) Kink operator as a function of the temperature for system size L, = 512 - 10®> and Nmax = 200. The numerically
obtained data points agree very well with the analytical prediction (S12). b) Results for the kink operator as a function of T for
different system sizes and maximal bosonic occupation numbers. System sizes considered here lie in L, € [500,512 - 10*], with
exponentially increasing steps. The data points for Nmax = 100,200 lie on top of each other, meaning results are converged
in the maximal bosonic occupation number. ¢) Dependence of the transition temperature on the angle o at L, = 512 - 103,
following the dependence (S13) (grey, dotted line), obtained from analytical considerations on the transfermatrix.

We define the transition temperature in the classical limit by setting (K,(L,)) = 1/2, and solving for T'/J =
—2/log(q):

M) o ($13)

log(2)
This relation is tested numerically by calculating the end-to-end kink correlator both as a function of the system size

for a fixed «, see inset of Fig.2 ¢ in the main text, as well as a function of the angle « for fixed system size, see
Fig. S4 c.

Th(L.) = 2log (

THERMALIZATION AND LEVEL SPACING STATISTICS

In the main text, we implicitly assume eventual equilibration of the interface initial condition to a homogeneous
spin state. To support this claim, which is not trivial and still under debate, we provide an analysis of the level spacing
statistics of the exact eigenenergy spectrum F; for a 4 by 5 lattice with PBC in x-direction and OBC in y-direction,
analogous to what has been done in the main text for larger system sizes. The level spacing statistics provides a way
to determine wether a system is chaotic or integrable, based on results from random matrix theory. An integrable
system is characterized by its level spacing statistics following a Poisson distribution, while for a chaotic system it
follows the one of a Gaussian orthogonal ensemble (GOE). In order to evaluate the level spacing statistics reliably,
one has to first unfold the spectrum, i.e. separate the level spacing from overall changes in the energy scale. This is
done via the relation

on(E) |
OF E=FE,;

Sn = (Epny1 — Ep) (S14)
where n(E) is the staircase or cumulative spectral function, returning the number of levels below or at the energy
E [43].

In Figure S5 a) we show results of the unfolded spectrum for two different transverse fields g/J = 0.15,0.75. The
level spacing of the larger field clearly resembles the one of a GOE, indicating a chaotic system, which is true also for
the smaller transverse field, even though the peak of the distribution starts to travel towards zero level spacing. To
summarize, neither of the cases follows the level spacing distribution expected from an integrable system.



The mean over the distribution of ratios

_ min(d,,d,_1)
" max(d,,d,_1)’ (515)

with d,, = E,, — E,_1, assumes the value (7,)poisson =~ 0.38629 or (7,)qor =~ 0.60266 if the underlying distribution
is of Poissonian or GOE type, respectively [44]. Figure S5 b) presents this quantity as a function of the transverse
field, showing that in the considered system of finite size the underlying level spacing statistics closely follows the
chaotic one, with minimal deviations towards smaller transverse fields. Hence, we expect eventual thermalization of
the system in the non-equilibrium dynamics considered in the main text for all system sizes considered.
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FIG. S5. a) Two examples of the unfolded level spacings at different g/J. The one corresponding to g/J = 0.75 clearly agrees
with the one predicted from random matrix theory for chaotic systems, while for the smaller g/J = 0.15 it starts exhibiting
features from both, i.e. the mean level spacing moves towards zero — however the characteristic peak at s, = 0 is still missing,
distinguishing it from a pure Poisson statistics. b) Mean level-spacing distribution ratio of a 4 by 5 system for different
transverse fields. Across all transverse fields considered, the ratio corresponds to a GOE distribution and hence an chaotic
system with slight deviations from that expected value at the smallest fields.

QUANTUM MONTE CARLO

The data points in the phase diagram of Fig. 2d) are obtained using the QMC loop-algorithm [40, 41] provided in
the ALPS package [61] for the critical temperatures (blue line) and using the QMC package written in Rust [45] for
the effective temperature of the initial state (red line).

The points of the blue line are obtained by finding the crossing points of the binder cumulant of the magnetization
as a function of temperature for lattice sizes L = 8,12, 16, see Fig. S6 a.

The points of the red line correspond to the temperature associated with the initial domain wall state on an
8 x 8 lattice at a transverse field g, i.e. the temperature Tcpogs S.t. the energy E = Tr Hpgipps of the Gibbs state
pGibbs = €xP (—H /Teross) corresponds to the energy of the initial state FEini, see Fig. S6 b. Note, that in order to
simulate the conditions for a domain wall state and get the correct effective temperature, we employ periodic boundary
conditions on one edge and anti-periodic boundary conditions on the other within the QMC simulation.

Data points are obtained using 5-10%/1-10° samples for the critical /actual temperatures, after 1-10* thermalization
steps are performed. These values where chosen such that the estimated error on all the observables considered here
lies below 1%.
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FIG. S6. a) Binder cumulant of the magnetization on a 2D square lattice for three different lattice dimensions. Shown is an
example for a transverse field g/J = 1. The crossing point of the three lines marks the critical temperature of the system at
said transverse field. b) This plot shows how an effective temperature can be associated to a non-equilibrium state. For that,
we find the temperature of an equilibrium state whose energy coincides with the energy of the state we are interested in. This
is shown again on the example of g/J =1 for an 8 x 8 lattice.
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IV.3 Summary

In non-interacting integrable fermionic quantum chains, the existence of a topolog-
ically protected ground-state degeneracy implies a stable degeneracy of the entire
many-body spectrum. This is associated with the existence of Majorana operators
exponentially localized to the edge of the quantum chain with an infinite lifetime,
even at infinite temperatures. As explained in Section 1.5, away from integrability,
this property is destroyed in general, and these Majorana Zero Modes (MZMs) be-
come an ASZM. Compared to the integrable case, the ASZM has a finite lifetime,
which, in principle, depends on the temperature.

The presented work extends previous studies [214, 217, 218] that considered the
ASZM exclusively at infinite temperatures by including the effect of finite tempera-
ture. In addition, this allows to study how the ASZM is connected to the MZM that
are associated with the degenerated ground-state manifold for fermionic chains in
the Symmetry-Protected Topological Phase (SPTP).

In earlier works, the ASZM was studied by mapping the Heisenberg time evolution
of the edge operator on an artificial single-particle chain. This is done by performing
a Lanczos iteration, which iteratively generates an orthonormal basis of operators,
as explained in Section 1.5. In this present study, we approximate the basis opera-
tors by a Matrix Product Operator (MPO) with a maximal bond dimension x, and
the Lanczos iteration is formulated with the help of these approximate basis states.
While previous studies used exact methods to calculate the Lanczos iteration, using
a tensor network ansatz has two major advantages. First, by using a fixed maximal
bond dimension, the number of variational parameters is only linear in the system
size compared to the exponentially many parameters in an exact approach. This
allows the study of larger system sizes, which is crucial for obtaining the system
size-converged lifetime of the ASZM. Second, the tensor network allows the tem-
perature to be included directly by using a standard tensor network algorithm for
calculating the canonical density matrix [295, 296]. Furthermore, the formulation
can be extended to a semi-infinite chain by expanding the tensor network at each
step. Although this is straightforward in the infinite temperature limit, the finite-
temperature algorithm requires a formulation of the density matrix in a semi-infinite
chain. To the best of our knowledge, such an algorithm has not yet been developed.

We apply this algorithm to the Kitaev-Hubbard Model (KHM) from Eq. (1.110)
in the topological regime. We observe that the lifetime of the ASZM increases ex-
ponentially as T approaches zero, as shown in Figure 6(a) of our publication, and
the ASZM is smoothly connected to the MZM defined in the ground-state mani-
fold. Surprisingly, the energy scale associated with this exponential A g is greater
than the many-body gap A and depends non-trivially on the microscopic coupling
parameters, as shown in Figure 6(b) in our publication.

In the final part of our work, we show that this effective energy scale is related to
a prolonged degeneracy of the low-lying energy states in the many-body spectrum.
Specifically, we demonstrate that the excitation energies for F, , — Ej; < A4 show
an extended degeneracy between the even and odd parity sectors, even away from
the ground-state manifold, as shown in Figure (8) of our publication. Although not
proven, this builds the idea of the existence of the ASZM, reflecting this extended
degeneracy.
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Interacting fermionic chains exhibit extended regions of topological degeneracy of their ground states as a
result of the presence of Majorana or parafermionic zero modes localized at the edges. In the opposite limit
of infinite temperature, the corresponding nonintegrable spin chains, obtained via generalized Jordan-Wigner
mapping, are known to host so-called almost strong zero modes, which are long-lived with respect to any bulk
excitations. Here we study the fairly unexplored territory that bridges these two extreme cases of zero and infinite
temperature. We blend two established techniques for states, the Lanczos series expansion and a tensor network
ansatz, uplifting them to the level of operator algebra. This allows us to efficiently simulate large system sizes
for arbitrarily long timescales and to extract the temperature-dependent decay rates. We observe that for the
Kitaev-Hubbard model, the decay rate of the edge mode depends exponentially on the inverse temperature S,
and on an effective energy scale Ay that is greater than the thermodynamic gap of the system A.

DOI: 10.1103/PhysRevResearch.7.023245

I. INTRODUCTION

Fractionalization of low-energy excitations is one of the
most interesting properties of topological many-body systems,
with the simplest example of this being the Majorana zero
modes (MZMs) [1-5] that appear in fermionic chains pro-
tected only by the fermion parity P. These MZMs correspond
to fractionalized fermions exponentially localized at the edges
of a finite-size system. Because of this non-local nature, a
(topological) ground-state degeneracy arises, as there is no
local physical operator that couples to these fractionalized
fermions. The appearance of edge modes can easily be un-
derstood in the noninteracting limit as the model formally
belongs to the BDI symmetry class in the Altland-Zirnbauer
classification [6,7]. For finite interaction strengths, it has been
shown that the topological region—with the appearance of
fractionalized edge modes within the degenerate ground-state
manifold—persists for a wide range of parameters [8—11].

Away from the ground-state manifold, little is known about
the spectral properties for generic interactions, and whether
stable MZMs exist even for excited states. However, this
is important because it strongly affects the finite temper-
ature lifetime of local edge excitations that have overlap
with the MZMs, and has ramifications on practical realiza-
tion of topologically protected qubits. In the zero-temperature
limit, where only the ground-state manifold contributes to the
dynamics, the topological degeneracy leads to an infinite life-
time of these edge excitations. On the other hand, at infinite
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temperature, the same edge excitations were shown to have an
unusually long lifetime compared to generic bulk excitations
[12-19]. In integrable limits, this behavior can be explained
by the appearance of a strong zero mode (SZM) [1,20-23], a
generalization of the Majorana zero mode to the full spectrum.
Here the existence of the SZM implies a protected degener-
acy of the whole spectrum and not only of the ground-state
manifold, and thus one recovers an infinite lifetime. Away
from these special limits, the lifetime becomes strictly finite,
with the edge mode often referred to as an almost strong
zero mode (ASZM) [12]. Besides some phenomenological
arguments [13], it is still an open question how the lifetime
of the edge excitations behaves at finite temperatures. In par-
ticular, it is not known how the infinite lifetime emerges as the
temperature is lowered from infinity to zero.

In this work, we explore this rather unchartered territory
by employing a tensor network ansatz [24] to approximate the
sequence of operators generated by the Lanczos algorithm for
Heisenberg time evolution [25,26]. This procedure maps the
operator dynamics to the time evolution of a single-particle
problem on an artificial one-dimensional chain. Originally
used to study the complexity growth of time-evolved op-
erators, this method has been shown to be a useful tool
for understanding the emergence of these long-lived ASZMs
[16,17]. However, these earlier studies were highly limited
in system size and, most importantly, to infinite tempera-
tures. The formulation of the Lanczos algorithm for tensor
networks removes the limitation of small system sizes by
introducing a controlled approximation given by the bond
dimension x of the tensor network. Moreover, an intrinsic
tensor network formulation allows for the efficient inclusion
of arbitrary temperatures 7 = 1/f, since the density matrix
p(B) can also be approximated by a tensor network [27]. We
emphasize that in contrast to direct integration schemes such

Published by the American Physical Society
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as the time-dependent variational principle (TDVP) [28,29],
the Lanczos method developed here converges quickly with
the bond dimension in the case of a long-lived ASZM.
In the former case, the bond dimension necessarily has to
grow exponentially with time, while this is not the case for
our Lanczos approach; see Appendix F 3 for details.

As an application, we explicitly calculate the lifetime of
the Majorana edge mode in the nonintegrable Kitaev-Hubbard
chain [30]. We find an exponential dependence of the lifetime
on the inverse temperature 7(f8) = exp(A¢sf). However, in
contrast to generic bulk excitations where A.g is expected
to be the energy gap in the many-body spectrum [31], we
observe a nontrivial dependence of A ¢ on the interaction
strength. In particular, we find that A.¢ is consistently larger
than the many-body gap, hinting at a degenerate structure of
the low-energy portion of the spectrum and not exclusively of
the ground state.

The paper is organized as follows: In Sec. II we introduce
the main concepts such as the finite temperature autocor-
relation function from which the lifetime of an excitation
can be extracted, and the Lanczos iteration for calculating
the autocorrelation function. We also introduce our algorithm
for evaluating the Lanczos series approximately using tensor
networks. We close this section by reviewing the concept of
ASZMs, which are the central object studied in this paper. In
Sec. III we introduce the Kitaev-Hubbard chain: a toy model
exhibiting an extended topological phase in its ground-state
phase-diagram. The Majorana edge modes appearing in this
topological phase serve as a perfect test for our algorithm.
Finally in Sec. IV we present the numerical findings for the
lifetime of these Majorana edge modes at various parameter
points in the topological phase of the Kitaev-Hubbard chain.
We close this paper with Sec. V that summarizes our findings
and comments on possible extensions to other systems such
as parafermions [32-34], Floquet circuits [20,22,35-37] and
number-conserving realizations of MZMs [34,38-45].

II. DEFINITIONS

A. Autocorrelation functions at finite temperatures

We define the lifetime of an excitation generated by the
operator O by the decay of the autocorrelation function (ACF)
defined as

Cp(0,1) = (010(1)) , ey
with the temperature-dependent scalar product [25,26,46]
(A10)5 = 3 Trlp(B)ATO + OAT}). @

Here O(r) = ¢ Oe~" denotes the Heisenberg time evo-
Iution, B8 = 1/T 1is the inverse temperature, and p(B) =
exp(—pBH)/Tr[exp(—BH)] is the finite temperature density
matrix.

Let us briefly discuss the two limiting cases of Eq. (2),
namely, of zero and infinite temperature. In the infinite tem-
perature limit 8§ — 0, the scalar product of Eq. (2) becomes
proportional to the Frobenius scalar product on the vector
space of operators

Tr[ATO).

(A10)=0 = dim(H)

The normalization is given by the dimension of the many-
body Hilbert space H.

On the other hand, for zero temperature 8 — oo, the den-
sity matrix projects onto the ground-state manifold, denoted
by GS. Thus, the scalar product in Eq. (2) reduces to an
equally weighted average over all ground states in GS:

1 A

=-——+3—_Y (QAT0+04T|Q).
2dim(GS)Q§G:S<I oA

(A10)p—oo

Before closing this subsection, let us comment on the fact
that the temperature-dependent scalar product in Eq. (2) is
not a unique choice; see Appendix A. However, our choice
appears naturally in linear response theory and directly links
the ACF to a measurable quantity [25,26].

B. Lanczos series evaluation of the autocorrelation function

To solve the Heisenberg time evolution, and thus calculate
the ACF, we make use of the Lanczos algorithm [25]. As we
detail below, this generates a tridiagonal superoperator that
can be interpreted as a single particle hopping on a semi-
infinite chain, where the sites are (orthonormal) operators.
In fact, the edge density of states (EDOS) of this artificial
single-particle problem carries all the information about the
ACF.

Defining the superoperator £O := [H, O], the Heisenberg
time evolution can be written as

O@) = e 01 = 3 L0, 3)
n!
n=0

The Lanczos algorithm now aims at constructing an operator
basis O, to express the time evolution in a more efficient way.
This basis is constructed to be orthonormal with respect to the
temperature-dependent scalar product defined in Eq. (2). To
this end, we assume w.l.0.g. (OIO)ﬁ = 1 and require ot = 0.
To iteratively construct this new basis, we start by setting
Oy :=0,0_, =0,and by = 0. The sequence of orthonormal

operators then reads

Ay =LO, 1 —b,_10,,

bn = <An |An)ﬁa (4)

On = An/ bn
The time-evolved operator O(r) can be expanded in this basis

with real coefficients ¢, (t) as

o]

O@) =" i"ou()Oh.  9u(0) = Sy0.

n=0

Further, by defining the states |n) = i"O,, with (n|m) = 8, ,,
the ACF is now equivalently expressed by

Cs(0, 1) = @o(t) = (0le”"|0), ®)
Hyp =) ibuiln+1) (n| +He., ©)
n=0
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where Hy, is the artificial single-particle Hamiltonian, solely
defined by the Lanczos coefficients b, [47]. In fact, these
Lanczos coefficients b, carry all the information about the
seed operator O used to construct the Lanczos series, the
Hamiltonian H, and the temperature through the chosen scalar
product.

Instead of computing the ACF directly by calculating the
exponential of Eq. (6), it is simpler to reconstruct the ACF
from the EDOS of the single-particle Hamiltonian Hj,, de-
fined as

Vg (@) = (08(w — Hyp)[0) . N

The EDOS vﬁE(a)) is connected to the ACF Cﬁ(O, t) by a
simple Fourier transform

o0

Cs(0,1) = / de v (@) cos(wr ) ®)
—0oQ0

and equivalently carries all information about the dynamics.

Note that the tridiagonal structure of Hy,, Eq. (6), with zeros

on the diagonal, implies vg (@) = v§ (—w).

In principle, to obtain the full time dynamics of a given
operator O, it is necessary to calculate a large number of the
Lanczos coefficients b,. To keep the computational effort to
a minimum, we need to truncate the series at some point.
This is possible because the Lanczos coefficients are expected
to grow nearly linearly with n, saturating at some plateau
value due to finite-size effects [26]. We therefore adopt a
strategy similar to that used by one of us in Ref. [16]. For
this, we compute the first N coefficients of the Lanczos series
explicitly. After reaching the plateau value, we approximate
the unknown values for n > N by setting b,y = by. In terms
of the artificial single-particle Hamiltonian, this amounts to
attaching a featureless semi-infinite homogeneous chain with
a hopping parameter w = iby. This approximation also leads
to an efficient calculation of the EDOS in terms of a continued
fraction as explained in Appendix D.

Note that the details of the transition to the semi-infinite
chain with uniform hopping is not that crucial; see also
Appendix F 1 for a numerical demonstration. This can be
understood in terms of the artificial Hamiltonian Hg,. Since
we are mainly interested in the edge properties of Hy,, chang-
ing the parameters far away from the edge has only a small
influence, as long as N is large enough and by is placed well
inside the featureless plateau.

C. Evaluation using a tensor network ansatz

The tridiagonal form of the artificial Hy, of Eq. (6) does
not imply that the exact calculation of the Lanczos series is an
easy task overall. Indeed, since the Lanczos iteration involves
nested commutators, the basis states O, quickly become fully
dense matrices for any given system size. The exponential
growth 22L with system size of the number of elements, limits
previous studies [16,17] to very small system sizes and infinite
temperatures. Including finite temperatures would require a
full diagonalization of the Hamiltonian to obtain the density
matrix p(f), a task impossible for L > 16. To overcome this
limitation in system size and temperature, we introduce a
tensor network approach that approximates the basis oper-
ators O,. In particular, we choose the operators O, to be

ALGORITHM 1. Lanczos iteration.

function LANCZOS_STEP(O,, O,_1, b,, H, B8, x)
Byy1 < commutator(H, O,, x)
Ay < addB,ii, —b, - Ou_i, x)
by < norm(A,41, B)
Opp1 < An+] [bnt1
return(O,, 1, b,41)
end function

represented by a matrix product operator (MPO):

g1 g9 g3
0, - |
o’ o! /

1 2 03

Here x is the bond dimension of the ansatz and is kept
fixed. For a given bond dimension y, the number of elements
grows algebraically with the system size O(Lx2d?), in con-
trast to the exponential growth of dense matrices. Similarly,
the Hamiltonian A and the density matrix p(8) can also be
efficiently represented by an MPO [27,48]. To evaluate the
Lanczos iteration of Eq. (4), we have to replace the normal
matrix algebra by the corresponding tensor network algebra.
For example, the application of the superoperator LO, =
HO, — O,H can be expressed by two MPO-MPO applica-
tions followed by subtraction of the two resulting MPOs. In
general, these tensor network operations lead to an increase
in the bond dimension of the final MPO. To keep the bond
dimension fixed at y, it is therefore necessary to truncate the
bond dimension back to the target bond dimension .

In this paper we choose to apply a truncation scheme based
on the singular values of the MPO. More specifically, we use
the reduced density matrix approach [49], analogously to ma-
trix product states. Moreover, to make the application of the
superoperator as exact as possible, we apply this truncation
scheme in one shot to the full £LO, and not separately after
each intermediate step (i.e., HO,, O,H and their subtraction).
Let us note that this truncation scheme maximizes the fidelity
(M |£0O,)y, which corresponds to the infinite-temperature
scalar product. In principle, one could also directly optimize
the fidelity obtained from the finite-temperature scalar product
via a variational optimization.

The complete Lanczos iteration step described by Eq. (4)
using the tensor network approach is summarized in the
pseudo-code (Algorithm 1). The core function LANC-
ZOS_STEP takes as input the current O, and the previous
basis operator O,_;, the current Lanczos coefficient b, the
system Hamiltonian H and the inverse temperature 8 together
with the target bond dimension yx. The function commutator
calculates the application of £ to O, in MPO form with
a direct truncation of the target bond dimension to x; see
Appendix G. Similarly, add takes the output of commutator,
subtracts b,,0,_; as a MPO with a direct truncation and stores
the result in A,,H. Finally norm calculates the norm of A,,H
with respect to the temperature dependent scalar product of

Eq. (2).
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Note that the algorithm presented here can be directly
applied in the thermodynamic limit, at least for infinite tem-
perature where p = 1 independent of the system size. For
example, for a seed operator O originally localized at the
edge of a semi-infinite chain and a Hamiltonian H with only
nearest-neighbor interaction, the basis operators O, have a
support on at most n + 1 sites. Thus, by growing the operator
in each step, it is possible to remove all finite-size effects.
For finite temperatures one needs a good representation of the
density matrix p(B) for an infinite system, which is beyond
the scope of this article.

D. (Almost) strong zero modes

MZMs occur in gapped fermionic chains where the number
conservation is broken to a Z, fermionic parity symmetry.
They always appear in pairs, with one MZM at the left and
the other at the right end of the chain. The appearance of a
MZM is associated with a ground-state degeneracy of two,
where the two ground states |£2,,) have opposite parity p = =+.
As they differ only in the occupancy of the MZM, there is
no local bulk operator that can distinguish between the two
ground states and the degeneracy is topologically protected.
To define the MZM, we assume that the chain is populated by
spinless fermions described by the creation/annihilation op-
erators c; /¢ ;- Equivalently, we can define the set of Majorana
operators by ¢; = (v« — ivj»)/2.

Now, given the two ground states, one typically defines the
MZM as

N
VL= @iVia 9 =Rel(QlyialQ) )
j=1

Above Re[z] denotes the real part of the complex number z.
Here for simplicity, we focus on the left end of the chain and
assume that only the y; , Majorana operators contribute (in
contrast to odd products of the Majoranas). A typical behavior
is exponential localization with |¢;| ~ ¢~%/, with § depending
on the coupling parameters of the model [1].

The existence of a MZM has strong consequences for the
ACF for y; 4 at zero temperature. As discussed in Sec. II A, the
ACF reduces to an equally weighted average over correlation
functions in the ground-state manifold,

1 )
Cpmo (V10 1) = 5 D Rel(Qply1.0¢™ 71.0I2))],
p==x1

where we have assumed H |Q2p) = 0. From p = —p, it follows
from an insertion of the identity that

Re[(2)1¥1,0¢™ v1,a12,)]
= H(Qpl11.4195) P+ 1{2p1v1.aln, p) [Pcos(E,, pt)
n¢GS
= o1’ +C) — g%,
11— 00
where C(t) represents the incoherent part coming from the

states above the gap and is assumed to decay rapidly. It fol-
lows Coo(Y1.a,1) — |¢1]? fort — oo.

In the previous discussion, the MZM was defined solely
by the properties of the ground-state manifold. The SZM can
be seen as a generalization of these ideas to the full many-
body spectrum. In this perspective, a SZM [1,21,32,33,50] is
defined as an operator I with the following properties:

1. Hermitian: TT =T

2. Anticommuting with the fermionic parity: {P,I'} =0

3. Commuting with the Hamiltonian: [, H] — 0 for
L — oo.

We also require the I' to be localized at the edge of the
system, so that the SZM has an exponentially decaying weight
on operators with support away from the edge of the chain,
similar to the MZM.

It follows that a system possessing a SZM has an exact
double degeneracy of the spectrum in the thermodynamic
limit: Every energy eigenstate of defined parity p has a partner
state of the opposite parity —p [1,21,32,33,50]. As a direct
consequence, it is easy to show that for any operator with
(0, 1) g = « the long-time thermodynamic behavior of the
ACF is given by C,g(@, t) — |a|? for arbitrary temperatures
T = 1/B. In contrast, the existence of a MZM only guarantees
the double degeneracy in the ground-state manifold and thus
an infinite lifetime of y; , only at exactly zero temperature.

The construction of a SZM in an exact way has only been
achieved in a few cases of integrable Hamiltonian models
[1,21]. Apart from integrability, it is still an open question
whether it is possible to find a SZM and whether it is possible
to have an exact double degeneracy in the spectrum even
in a perturbative regime [11,51,52]. Still, it has been found
numerically [12-17] that y; , has a long lifetime at infinite
temperature. Unlike a SZM, in this case the lifetime saturates
with the system size and is strictly finite in the thermodynamic
limit. This behavior has been linked to the existence of an
ASZM. More precisely, an ASZM shares all properties of a
SZM except that the commutator with the Hamiltonian satu-
rates to a nonzero operator with increasing system size [13].
This error term then necessarily leads to a finite lifetime of the
edge excitation y ,.

In a prethermal regime, the authors of [13] connected
the appearance of such a nearly commuting operator to an
approximately conserved U (1) symmetry. In their formula-
tion, the ASZM is given by a local unitary rotation of y, ,.
A different approach to understanding the ASZM was pro-
posed by Yates et al. [16,17], who linked this behavior to the
Lanczos series b, obtained by using y; , as the seed opera-
tor. In particular they found that the artificial single-particle
Hamiltonian H, from Eq. (6) resembles that of a dressed
Su-Schrieffer-Heeger [53,54] (SSH) model with a vanishing
staggering:

by = hy + (=D)"h,,. (10)

Here h,, is the positive monotonically increasing background
hopping in Krylov subspace, and is expected to be present for
any generic chaotic models [26], while h, is the staggered
component, which becomes trivial for some n > n*. This
structure has a strong influence on the possible form of the
EDOS vg (w), Eq. (7).
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Here we make use of the fact that the EDOS must to be of
the form

v(B)/m

E _
i (@) =AB) s

+ - AP (@), (1)

where f)g (w) defines an incoherent background density of
states with a gap around zero energy. This incoherent
background leads to fast short-time dynamics, while the
asymptotic behavior is dominated by the Lorentzian line
shape of width y (B).

In fact, the general model of Eq. (10) can be mapped by
simple arguments to a new model consisting of a SSH chain of
length Ng attached to a semi-infinite lead with homogeneous
hopping. The Lorentzian peak results from the hybridization
of the topological edge state of the SSH model with the gap-
less spectrum of the semi-infinite lead, while the bulk modes
the SSH chain give rise to sidebands approximately described
by semicircles:

20 () = ve(E — Eo) + ve(E + Ep),

2 (12)
O 2w — |)).

1
= 1-—
ve(@) Tw* Qw*)?

See Appendix E for more details. We propose a simple model
to capture all the dynamics of the ASZM at short and long
times, involving four fitting parameters (A, y, Ey, w*). In this
model, the appearance of a narrow Lorentzian peak is the
signature of an ASZM. From the EDOS, one can also recover
the SZM limit as follows: since the Lorentzian contributes to
the ACF as e~ 7" an infinite lifetime is recovered only for
y(B) — 0. For this case, the Lorentzian function reduces to a
delta function §(w).

II1. MODEL

The explicit model studied in this work is that of spinless
fermions defined by the creation/annihilation operators cj /c;
that reside on a chain of length L, and interact according to
the Kitaev-Hubbard Hamiltonian

L—1
H=—w) (cj =]y i)
j=1

L-1 L
n
+U Y pipi — 5 > b (13)
j=1 j=1

Above p; = 2¢fe. — 1 defines the local parity of the site
Jj. The quadratic part of this Hamiltonian (U = 0) consists
of the usual nearest-neighbor hopping term, a p-wave pair
creation/annihilation process of neighboring particles, and
a chemical potential ¢ controlling the average density. For
simplicity, we choose the pairing potential to be equal to the
hopping amplitude and denote it by w. In order to break
integrability, we introduce a nearest-neighbor Hubbard-like
interaction of strength U. The Hamiltonian Eq. (13) commutes
with the total fermionic parity P = [ | ; pj» thus splitting the
spectrum into two towers of even and odd parity.

In terms of the Majorana operators introduced in Sec. I D,
the Hamiltonian (13) assumes the form

L—1 L
. M .
H=-w Zlyj,hyj-‘rl,a + 5 Zlyj,ayj,b
j=1 j=1

L-1

-U Z YiaVjbVj+1,aVj+1,b-
Jj=1

The Kitaev-Hubbard chain (13) possesses a rich phase
diagram, sketched in Fig. 1, including an extended topolog-
ical phase [9,11,55] characterized by a doubly degenerate
ground-state manifold [£2,) with opposite fermion parity p,
together with the appearance of edge-localized MZMs. While
non-integrable for a generic choice of parameters, there are
two exactly solvable limits. The first limit is the noninteracting
case with U = 0 where the model becomes quadratic in terms
of the Majorana operators and is equivalent to the Kitaev chain
[1]. The second limit corresponds to i = O but arbitrary inter-
action strengths U. In this case, the model is diagonalizable
by defining a nonlocal unitary transformation of the original
fermions c;; see Appendix C for more information.

In both cases one can construct a SZM analytically [1,21].
Away from these integrable limits, this is no longer possible.
Nevertheless, the topological ground-state degeneracy does
still allow for the existence of a MZM of the form y, =
Z]jyzl ©;Vija; see discussion in Sec. IID.

IV. RESULTS

In this section we discuss the numerical results obtained for
the temperature-dependent Lanczos series. Motivated by the
analytical results for the SZM in the integrable limits of the
Kitaev-Hubbard chain, Eq. (13), and the form of the MZM
in the ground-state manifold, we choose the edge Majorana
operator y; , = CI + ¢, as the seed operator for the Lanczos
algorithm.

A. General behavior of the Lanczos series

We will start by considering the exemplary point pu/w =
1.2, U/w = 0.1 to discuss the general features observed at
finite temperatures. For all results we have chosen a fixed
system size of L = 22. We have checked that the resulting
ACF has converged with respect to the system size; see also
Appendix F 1. We start by discussing the general behav-
ior of the temperature-dependent Lanczos series. The results
are obtained by using the tensor network ansatz introduced
in Sec. IIC with a maximal bond dimension of x = 2000
for the matrix product operator. See Appendix F 1 for a
detailed discussion on the convergence properties with the
bond dimension. In Fig. 2 we show the coefficients b,(8) for
different inverse temperatures § = 1/T. As a generic feature,
we observe an increase of the coefficients with respect to n
independent of §.

For small B, the increase follows a near-linear behavior
b, ~ n as expected for generic nonintegrable systems [26],
before saturating to a plateau which depends on the system
size; see Fig. 3(a). For larger 8, the increase starts to deviate
from this near linearity with a slightly stronger curvature,
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-1 0 - —7n/2 0 w/2 =
U/w k

FIG. 1. (a) Sketch of the different phases of the Hamiltonian in Eq. (13) following [9,11,55]. For small u/w and U/w, there exists
an extended region (white) showing a topological ground-state degeneracy. Increasing either i or U, one observes phase transitions into
topologically trivial regions. For large u, the state is described by a trivial band insulator, while for a large U, one observes a transition into an
incommensurate charge density wave phase, followed by a commensurate-incommensurate transition into a Mott insulating phase. The black
lines denote the exactly solvable limits where it is possible to construct SZMs that commute with the Hamiltonian. These SZMs disappear at
the phase transitions to the trivial regions, marked by yellow stars. Along the three cuts, marked by purple (u/w = 0.2), red (u/w = 0.6), and
blue (u/w = 1.2), we compute the effective energy scale Ay in Sec. IV B. (b) Energy dispersion relations for U = 0 with the identification

E(k=0)= AU = 0).

more like a power law behavior n*, a deeper analysis is left for
future work. The system size dependence is greatly reduced
at lower temperatures, as can be seen in Fig. 3(b). This is
expected because as the temperature is lowered, the dynamics
is projected to smaller regions of the Hilbert space.

In addition to this general increase, the series is dressed by
a staggered component

hy = (=1 (Bpsr — by). (14)

As can be seen by the inset of Fig. 2, for all temperatures
this staggered component becomes trivial (i.e., either negative
or oscillates around zero) for n > n*. Increasing 8 has the
effect of increasing /,, while also shifting the point n* at
which 7, ~ 0, to larger values of n. The associated artificial
single-particle Hamiltonian Hyy, is that of a dressed SSH chain
in the topological regime with a vanishing staggering; see
also the discussion in Sec. IID. We expect that at any finite

251 =00
~—wf=0. . R I P
wB=038 R -
204 wf=1.4
~wf=2.0
~wf=2.35
15
I3
=
101
5, f T T T T
0 20 40 60 80
n
0 50 100 150 200

n

FIG. 2. Lanczos coefficients for L = 22 at various inverse tem-
peratures wB = 1/T. The insert shows the staggered component #,,,
Eq. (14), averaged over seven sites to reduce the noise in the data.

temperature, the increase in the background, #,, to have only
a small influence on the lifetime of y;, in contrast to the
staggered component /,,.

This can be made more rigorous by considering the EDOS
shown in Fig. 4. For all temperatures, the general shape of the
EDOS is given by a narrow Lorentzian peak around v = 0,
with an additional incoherent background; see Eq. (11). Low-
ering the temperature has two effects: First, the Lorentzian
peak becomes narrower, i.e., the width parameter y(8) be-
comes smaller for larger B. Second, the incoherent part
changes its form slightly. While the incoherent background
shows a two-band structure separated by an energy gap for
all temperatures, additional local extrema appear at higher
energies, on lowering the temperature. We believe that the
changes to the incoherent part of the DOS is mainly influenced

(a)
30 r—
< 20 ———
13 . , | L ‘increases ‘
0 50 100 150 200
n
(b)
20
15
= 10
5
0 50 100 150 200
n

FIG. 3. (a) Comparison of the Lanczos series with increasing
system sizes L = 16, 18, 20, 22, 30 at infinite temperature. The final
plateau value increases with system size. (b) The Lanczos sequence
for the same L and for wp = 2.35. In contrast to the infinite temper-
ature sequence, the plateau value depends only weakly on the system
size, with almost no difference between L = 22 and L = 30.
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FIG. 4. EDOS obtained from the Lanczos coefficients at the fi-
nite temperatures shown in Fig. 2 and with the same color codes.
The left inset shows a fit of the sidebands by the simplified model of
Eq. (12). The right inset shows a fit of the central Lorentzian peak.
Both insets are for wp = 1.4.

by the changes to the background values of the Lanczos co-
efficients 4,, while the decrease of y () is directly related to
the increase in the staggered component /.

Figure 5 shows the ACF (dots) obtained from the EDOS
by the Fourier transform of Eq. (8). For all temperatures, one
observes a transient decay at short timescales followed by a
plateau. At timescales of order t ~ 1/y(8), one observes that
the ACF decays further to zero.

Next, we test our simple model for describing the EDOS
in terms of the four fitting parameters (4, y, Ey, w*), where
A and y define the properties of the central Lorentzian and
Ey and w* define the incoherent sidebands by approximating
them with semicircles; see Egs. (11) and (12).

The inset of Fig. 4 shows an example of this simple four
parameter fit. In particular, the left inset shows the semicircle

1.00-
0.75-
S
® of
0.50- xv;
']

107! 10° 10" 102 103
wt

FIG. 5. ACR for different temperatures with the same color code
as in Fig. 2. The dots represent the ACF obtained from the EDOS
from Fig. 4. The lines are the analytical ACF from Eq. (15) with
parameters obtained by fitting the EDOS with the simplified model
(11) and (12).

10735 30
10740 4 25
< <
o <20
10-50 1.5 op/w=0.2
ou/w=0.6
op/w=12
0.0 0.5 1.0 1.5 2.0 0.2 0.4 0.6
wB U/w
(@) (b)

FIG. 6. (a) Anexample corresponding to u/w = 1.2andU/w =
0.1 of the extraction of the effective gap A.g by fitting the lifetime to
Eq. (16). (b) Effective gaps along the three cuts u/w = 0.2, 0.6, 1.2
as shown in Fig. 1 and normalized by the many-body gaps for each
parameter point.

approximation of the incoherent side bands, while the right
inset shows a fit to the central Lorentzian peak.
Using the exact ACF of the simplified model
Cﬂ(O, H=Ae" +(1 - A)EM cos(Ept), (15)
T 2wt
where J, denotes the Bessel function of the first kind, we
can compare the predictions from the four-parameter fit with
the ACF obtained from the Lanczos series. We find that the
simple four-parameter fit faithfully catches the short and long
timescales of the ACF as can be seen in Fig. 5.

B. Effective gaps

From general arguments, one expects that the lifetime of a
local excitation obeys an exponential law [31]

L — — —Aeip
G VB = e (16)
for large B. For a local bulk excitation, A is expected to
be the many-body gap of the system. Figure 6(a) shows the
temperature dependence of the inverse lifetime for u/w = 1.2
and U/w = 0.1.
The large B regime shows the expected behavior, allowing
a fit to be made. From this fit we obtain an effective energy
gap Aegr/w = 2.7, which is significantly larger than the many-
body gap of the system (A/w = 1.09); see Appendix F 4 for
details on how the many-body gap was obtained. To check
that this is not an accidental behavior of the point chosen, we
performed the same analysis along the three cuts displayed in
Fig. 1. The results of the different effective gaps are displayed
in Fig. 6(b), normalized by the actual many-body gap A of
the system. For every parameter point we observe that the
effective gap is larger than A with a nontrivial dependence on
the interaction strength U. We expect that due to the existence
of a SZM that has infinite lifetime at infinite temperature for
U =0, Agr/A will diverge as U — 0. The nonmonotonic
behavior in U where A.y/A also increases at large U is
intriguing and left for future study.
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C. Exact diagonalization

To check if the effective energy gap obtained in the
previous section is reflected in the low-energy part of the
system, we study the model using exact diagonalization. For
a given system size L < 16, we calculate the full spectrum
{I¥n,p) s Ey, p} of the Kitaev-Hubbard chain, with p = + being
the parity of the state. From this, we construct an ASZM as
follows [51]:

L= g l¥us) (W |+He (17)

In the above equation, g, € U(1) is a phase chosen such that
&n (Yn.—V1.al¥n+) = 0; see also Appendix I for a more de-
tailed discussion on the construction.

We can similarly construct an ASZM projected on the low-
energy sector by

'e=PTF

=" g0 Wt} (Y| +Hee, (18

with the projection operator

_|in,p), forE,,—Ey,<e
Feln, p) = {0, forE,, —Eyp > €’

In Eq. (18) the primed sum means that compared to Eq. (17),
we only keep the pairs of states with a maximum excitation
energy € above the ground state. From I'c we can calculate
the commutator with the Hamiltonian

IH. TP = Eny — Eno ).

Another interesting quantity is the overlap of the I'c operator
with the edge operator y; ,. This overlap is computed with
respect to the infinite temperature scalar product, but not nor-
malized by the dimension of the full Hilbert space, but with
the dimensionality of the projected space P..

As an example, we consider u/w = 1.2, U/w = 0.1. In
the previous section, from the temperature dependence of the
Lanczos coefficients, we obtained an effective energy gap of
Aegr/w =~ 2.7. In Fig. 7 we plot the commutator of the low-
energy projected ASZM for even system sizes 4 < L < 16.
We find that for € /w < 2.5 the commutator shows an expo-
nentially decaying behavior with L, with approximately the
same slope. This behavior changes qualitatively for €/w >
2.5, where the slope is much smaller, with the commutator
reaching a L-independent plateau value. The behavior changes
around € /w ~ 2.5 close to the effective energy gap Acg/w ~
2.7 obtained from the temperature analysis of the Lanczos
coefficients.

Next, we consider the overlap of I'c with the edge operator
¥1.q- This overlap is plotted against the cutoff energy € in
Fig. 8. If we do not impose any cutoff, i.e., considering the
full ASZM T', we observe that the overlap decays with the
system size. This is explicitly shown in Fig. 8(c). However,
by reducing the cutoff energy, we observe that for € < Acge
the value of the overlap appears to converge with the system
size. Combining the results for the commutator ||[H, I'.]|?
with the results for the overlap (I'¢|y1.4)0, we conclude that if
we project the system to an energy below A.¢, we observe the

NS 10—5,
>
iy e/w=1.0
= 107 ee/w=1.5
— ee/w=2.0
ec/w=2.5
eec/w=3.0
107" ec/w=5.0

5 10 15
L

FIG. 7. Commutator of the Hamiltonian H with the low-energy
projected ASZM I'; see Eq. (18) for u/w = 1.2 and U/w = 0.1.

emergence of an operator I'. for which the commutator with
the Hamiltonian H vanishes exponentially in the system size,
while having a finite overlap with the edge operator y; ,. In
that sense, I'c becomes a strong zero mode for the low-energy
sector of the Kitaev-Hubbard chain.

V. CONCLUSIONS

An important topic both from a theoretical perspective as
well as for practical realizations of quantum memories, is
understanding the stability of topologically protected edge
modes when interactions are present, and the system does
not lie in the ground state sector. Our work takes a step
in this direction by interpolating between zero temperature
and infinite temperature. We find that, quite remarkably, the
topological protection in the ground state manifold may not
vanish immediately on raising the temperature, with stable
edge modes present in an energy window which is of the
order of, but systematically larger than the many-body gap.
In arriving at this result, we have combined two methods for
studying operator dynamics, Lanczos series expansions and
tensor network ansatz, thus allowing us to access dynamics in
the notoriously difficult regime of excited states, long times,
and large systems.

While the particular example studied in this work was
an interacting fermionic chain protected only by the Z,
fermion parity, the approach can be easily extended to vari-
ous other systems realizing stable edge modes. These include
parafermionic systems [32—34] protected by general Z,, sym-
metries and Floquet circuits, which host Majorana modes and
the more exotic 7 modes [20,22,35-37]. Another interesting
direction is the study of Majorana edge modes realized by
quasi-one-dimensional fermionic ladder systems with strong
pair hopping between the two ladders [34,38—40]. The topo-
logical phase in this ladder system occurs without breaking
the total particle number conservation, opening the possi-
bility for experimental realizations [41—45]. This additional
global U(1) symmetry comes at the cost of gapless density
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L=12 e¢L=14 @L=16
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L

FIG. 8. Overlap of the projected ASZM I'. with the edge op-
erator y;, for u/w = 1.2 and U/w = 0.1. (a) Varying the energy
cutoff € over all scales. For large enough €, we observe a decay of
the overlap with respect to the system size. (b) A detailed plot for
all energies € /w < 7, corresponding to the gray dotted box shown in
(a). The effective energy gap A is highlighted by a purple vertical
line, while the thermodynamic many-body gap A is denoted by the
yellow vertical line. (c) Plot of the overlap with the full ASZM T" for
different system sizes. All three plots have the same color code for
the system size L.

fluctuations [38,56,57] which makes the stability of these edge
modes at finite temperatures questionable.

Other future directions include understanding the precise
transition from absolutely stable SZMs at low energies to
unstable but long-lived ASZMs at high energies. In this re-
gard, it may be interesting to study the interplay of disorder
and interactions, as it is possible that disorder increases the
region of the spectrum that hosts SZMs [58], which is related
to the phenomenology of many body localization. Finally, a
fruitful direction of research is a more efficient construction
of ASZMs by employing variational approaches tailored to
directly target the low-energy space of a theory.
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APPENDIX A: FINITE TEMPERATURE SCALAR
PRODUCT

In this paper, we consider a many-body Hilbert space H
defined on a finite chain. On this Hilbert space we consider
the set of all operators O : H — . Due to linearity, this set
is itself a vector space denoted by H°P. It is also possible to
define a scalar product on H°. A general class of possible
choices for a valid scalar product defined for a finite tempera-
ture T = 1/ is given by [25]

1 A
ABg::—/dA MTr[y? ATy B]. Al
(AlB)g Z6 ) g(M)Trly y*B] (Al)

Here
y=e",  Z(B)="Trle ],

and g : [0, B] — Ry is a positive function with the properties

1 [P
—/ dig(h) =1, g(B—1r)=g).
B Jo
There are two important choices for the function g(1):
8s() = 31800 +A(B — W],
gw(r) =38(B/2 — 1),
leading to the two finite temperature scalar products:

(AIB)} = STr[p(B)A'B + BAT}],

(A2)

(AIB)Y = Trle 2" ATe=5H ).

Z(B)

Above p(B) = e PH /Z(B). The first choice naturally appears
in linear response theory while the second choice is related to
Wightman correlation functions [25,26].

APPENDIX B: JORDAN-WIGNER TRANSFORMATION

The Jordan-Wigner transformation [63,64] is a nonlo-
cal unitary transformation of the Hilbert space that maps
fermionic degrees of freedom to spins. Let H again denote
a many-body fermionic Hilbert space generated from the vac-
uum |0) by the set of fermionic operators {c;} obeying the
canonical anticommutation relations.

The local Hilbert space HL-OC is formed by the two states
|0) ;, which is the vacuum, and |1); = c; |0), which hosts one
fermionic particle. The Jordan-Wigner transformation acts on
this local Hilbert space by identifying the states

10); = )y D= 11,
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together with the transformation of operators:

1 ) |
cj:E(Gf—lG;)Sj C;:E(Uj‘FlU;)Sj

1. :
njzz(o]‘:+1), szg(—olg).

Consider now the Kitaev-Hubbard chain with a general p-
wave pairing potential

L—1
— i i
H = E —we;C; — chcj_H + H.c.
j=1

L—1 L
m
+U > pipin -5 > " pi. (BI)
=1 i=1

which reduces to Eq. (13) for A = w.
Applying the Jordan-Wigner transformation to this Hamil-
tonian leads to the XY Z spin chain in a magnetic field

L-1 L
H= Z [ofofy + ool +Jofol ]+ Z 0.
j=1 Jj=1 E2)
The parameters are identified using
. w+A . w—A
x = > N T >
J.=U, g=—un/2

Under the Jordan-Wigner transformation, the fermionic parity
P = exp(in Z?:l n;) becomes the product over all 01

APPENDIX C: SOLUTION OF THE KITAEV-HUBBARD
CHAINAT =0

In this Appendix, we discuss the transformation to diago-
nalize the Kitaev-Hubbard chain for &+ = 0. The Hamiltonian
of Eq. (13) reduces to

L-1
H=Y " —wc}—c)ch,+c; ) +Uppisi- (CD)
j=1

Using the Jordan-Wigner transformation as described in Ap-
pendix B, this Hamiltonian becomes

1

H=) [-wojo},, +Udjo},]. (C2)

L—
j=I
Now performing a second Jordan-Wigner transformation
switches the role of o}’ with o7

f; = 3lo; —i0)8; & =TT (~0).
k<j
With this transformation, the Hamiltonian (C2) becomes
-1
H=Y " —flf,, —Afffl, +Hec.,
j=1

which is again of type (BI) with zero chemical potential
and interaction. One has @ = w — U and A = w + U. This

model is known to have a SZM, which for L — oo is

=

U\t
=N (;) (fZkal + for—1)s
k=1

N =1—(U/w):

Let us now rewrite this in terms of the original fermions c;.
First, note that the Jordan-Wigner strings S5, _, are given in

terms of the Majorana operators ¢; = (y;' — iy}’ )/2 as

(C3)

Sy =1 veas
which can be proven by induction. In the original fermions,
the SZM is then given by
L&)
=N

k=1

U k—1
— Prys o, C4
<w> kY2k—1 (C4)

where P is the string operator

/ k—1_,b.,a.,b a
Pe= Sy 1Su-1 =1 VY3 V5 - Vokoa-

APPENDIX D: AUTOCORRELATION FUNCTION
FROM THE GREEN’S FUNCTION

In this Appendix, we give more details on how the EDOS
can be calculated efficiently by the continued fraction tech-
nique. The EDOS is defined as

1
E : E .
Vg () = —— rzh%l* I[Gﬁ (w+ zn)],

where Z[z] is the imaginary part of a complex number z and

1
Gh(z) = —i{l|——|1 DI
F@ = =il =) (D1)
is the edge Green’s function of the artificial single-particle
Hamiltonian Hjp. This expression for the EDOS is equivalent
to Eq. (7).
We assume the following structure of Hyp:

Hsp:HO+H1+V+V+,

with
N—1
Hy=)—t,[n+1) (n| +Hec.,
n=1
o0
Hy= Y —t;ln+1)(n+Hec,
n=N+1

and V = —¢, [N) (N + 1|. The part given by H, contains all
the hopping amplitudes obtained by the Lanczos series b, =
it, as outlined in Sec. IIB. The second part H; represents
all the unknown hopping amplitudes which we interpolate
by choosing a suitable model, and V represents the coupling
between the two parts. As the Lanczos coefficients typically
reach a plateau value for some n,, we choose t, = t, = —iby
for n > N > n,. Thus, we model the unknown Lanczos coef-
ficients by a semi-infinite homogeneous chain.
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To evaluate the edge Green’s function (D1) we make use
of the block inversion formula [65]
-1
PA<H‘ V) Py = (H — VHglw)‘l, (D2)
2
with P4 being a projector on the first diagonal block. Applied
to the edge Greens function one finds
iGj(z) =

(z1 — Hy — |.°G{(2) IN) (N|) (D3)

1L,

where Gg (z) is the EDOS of H; and can be calculated analyt-
ically for the homogeneous chain

1
W(Z + V72 —4]?).

Equation (D3) can now be evaluated by explicit inversion.
Alternatively, one can again use the block inversion formula
(D2) to further reduce the expression, obtaining the finite
continued fraction:

Gi(2) = (D4)

1
It1]?

It2|?

iGj(z) =

) (D5)

72— |612G5(2)
which is numerically more stable and faster to compute than
the explicit numerical inversion of z1 — Hy — |£,|>G% (2).

APPENDIX E: APPROXIMATE EDGE DENSITY
OF STATES

In this Appendix we review the continuum approximation
of the artificial Hamiltonian. The discussion mainly follows
[17]. We will employ the continuum description reviewed here
to motivate the phenomenological fit of Eq. (12).

We start from the artificial single-particle Hamiltonian

H = "iby1|n+1)(n+Hec.,
n=0

which gives the Schrédinger time evolution

ialwn(t) = ibn@n—l @) — ibn-H(pn-H (), (E1)

with ¢,(0) = §,,1. We assume the form b, = h, + (=1)"hy,,
where the slowly varying k = 0, = components are &, and ,,
respectively. This allows for a splitting of the wave function
Op = (p,? + (=1)"¢7. The k = 0, m components of the wave
function can now be approximated by the envelope function

ot ~ ¢t (an),

which is assumed to be smooth and to vary slowly on
the length scale of a, representing the lattice spacing be-
tween sites n and n+ 1. Introducing the Dirac spinor
W(x) = (¢°(x), ™ )T, the Schrodinger equation (E1) can
be approximated by the Dirac-like equation

i,V = —a{h(x), i0,}o, ¥V + m(x)o, W, (E2)

with the mass term m(x) = 2h(x) + ad, h(x) and h(x) and
h(x) are smooth approximations to &, and /,.

To remove the position dependence of the momentum
operator, we consider the general coordinate transformation
y = y(x), with

1
Oy = 200" y(a) =a. (E3)
The initial condition is chosen so that the chain starts at the
same point in both the original and transformed coordinates.
This transformation is bijective as long as i(x) > 0. Defining
the rescaled Dirac spinor x = +/AW, the transformed Dirac
equation reads

i0;x = [—aidyo, + m(y)o,]x. (E4)

This equation now resembles a standard Dirac equa-
tion with the position-dependent mass term 7n(y) = 2h(y) +
ayh(y)/[2h(y)]. y
We can now try to find a second lattice Hamiltonian Hjj,
which has the same continuum limit as given by Eq. (E4). For
this consider
o0
Ay =Y —itys1 [n+ 1) (n] + Hee., (E5)
y=0

where t, =t + (—1)"#,. Note that ¢ is now a constant. The
new staggered component 7, is again assumed to vary slowly.
The continuum version of the Schrodinger equation given by
I:ISp is now

i0,x = [—i2tad,o, + M(y)o,lx, (E6)

with M(y) = 2f(y) + 9,f(y). Since ¢ was a constant to start
with, the momentum part has no additional position depen-
dence.

Comparing Egs. (E4) and (E6), we find both lead to the
same time evolution if we setr = 1/2 and

. . - h
26 (y) + 3,7 (y) = 2h(y) + a},%. (E7)

We choose the initial condition to be 7(a) = k. In general,
this first-order differential equation has a unique solution that
completely fixes 7(x) by the parameters of the original model,
h and h. An approximate solution can be found by discarding
the derivatives on both sites of Eq. (E7):

i(y) = hlx()],

where x(y) is the inverse of the transformation defined in
Eq. (E3). We can now set v(y) = 1/2 — il [x(y)] and w(y) =
1/2 4+ h[x(y)] such that the new lattice Hamiltonian HSp reads

Hy =) v(an)|n, a) (n, b]

n

+ w(an) |n, b) (n + 1, al + H.c.

The single-particle Hamiltonian Hy, is thus given by a SSH
chain with position-dependent staggering of the hopping am-
plitudes centered around the constant value of 1/2. Within
this approximation, knowing the solution of the Schrodinger
equation for x derived from I:ISp is equivalent to knowing
the solution of the original Schrédinger equation in terms of
the variables ¢, (¢), and derived by H,. Explicitly focusing on
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the first site, one has
C(t) = (1l |1y ~ (1]e7 1) .

Furthermor~e, we find that the EDOS of H, is the same as the
EDOS of H,.

We now consider a simple model with a constant stagger-
ing up to n,, and with the background / increasing linearly
with n:

h(n)=a+bn, h, = pO(n. —n).

Here one finds for the transformed variables:

l1 o+ bn 41
= — 10 .
M Sl (VA

x= %[eb@*“(a +b) — al.

The transformed model describes a short SSH chain in
the topological regime v =1/2 — p < w = 1/2 4 p until it
reaches the location y, = y(n,), after which it becomes metal-
lic. In such a situation, the topological edge mode in the SSH
chain overlaps with the metallic bulk, leading to edge mode
leakage. This leakage leads to a broadening of the delta peak
at zero energy in the EDOS of a pure SSH chain. In contrast,
the side bands of the EDOS describe the hybridization of the
bulk bands of the SSH chain with the metallic states of the
lead, and results in only small modifications of the density of
states.

The exact EDOS of the SSH chain with hopping parame-
ters v > 0 and w > 0 is given by

w? —v?
vg(w) = TS(w)(@(w —v)

1
+ —2\/41)2w2 — (w? — 2 —w?)?
2rww
x O(lo| — v —w)O(v + w| —|w]).  (E8)

The first line of Eq. (E8) is due to the topological edge state
present for v < w, while the second line describes the bulk
contribution to the EDOS. The bulk gap of this SSH chain is
given by A = |v — w|, the bands are centered around +E£y =
4+ max(v, w), and the bandwidth is given by § = min(v, w).
In the large gap limit, the side bands are well approximated by
simple semicircles

A — FEy)?
Ve () = %,/1 - ”“"8—20) (E9)

for |[v — w| < |w| < |v+ w|. The factor A is associated with
the spectral weight of the potential edge mode. One has
A = (v/w)? for v < w (topological) and A =1 for v > w
(trivial). To demonstrate this behavior, we plot the EDOS of
a short SSH chain attached to a homogeneous lead in Fig. 9,
and compare it to the EDOS of a semi-infinite SSH chain,
Eq. (E8), and to the semicircle approximation of Eq. (E9).

APPENDIX F: FURTHER NUMERICAL RESULTS

In this Appendix we present additional numerical results.

1010,
e SSH+Lead| ®
—SSH
Semi
3 100,
3
&
A
10710,
2 -1 0 1 2
w/w

FIG. 9. EDOS obtained for a short SSH chain with v = 0.5, w =
1.5 of length L = 20 attached to a semi-infinite homogeneous chain
with hopping ¢ = 1. The red line is the bulk contribution of the EDOS
of a semi-infinite SSH chain with the same parameters, the orange
dashed line is the semicircle approximation of the side bands and it
completely overlaps the red line of the SSH EDOS.

1. Convergence properties

To calculate the EDOS and thus the lifetime of the edge
modes at finite temperatures, we made two approximations:
The truncation of the bond dimension of the matrix product
operators, and the modeling of the unknown Lanczos coeffi-
cients by a semi-infinite homogeneous chain. In the following
we discuss how these two approximations influence the
results.

In Sec. II C we outlined that we approximate the orthonor-
mal basis operators O, obtained from the Lanczos series by
a matrix product operator with a finite bond dimension .
A finite bond dimension limits the amount of independent
operators that can be present in O,. As a result, the sequence
of Lanczos coefficients b, is not precise, but only an approxi-
mation for any given value of . Figure 10 shows the Lanczos
coefficients for two different inverse temperatures ¢ = 0.4
(left panel) and w8 = 1.25 (right panel), and for different

(a) (b) 2001
20l 150
< =600 || < 1001
10 *XZSOO
v = 1000 501
~y = 1500
ol x=200 g
0 50 100 150 200 0 50 100 150 200
n 7

FIG. 10. Lanczos coefficients b, obtained for p/w =
0.6, U/w = 0.3, and for a system of size L = 22, for different bond
dimensions. Panel (a) [(b)] is for an inverse temperature wf = 0.4
(wB = 1.25).
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10% ,
1071
100,
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= = 1072
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107%1Z, ‘ ‘ 10—, ‘ ‘
—5 0 5 —5 0 5

w/w w/w
(a) (b)

FIG. 11. EDOS obtained from the Lanczos series b, from
Fig. 10, with the same identification of color and bond dimension.
Panel (a) [(b)] is for wB = 0.4 (wB = 1.25). To obtain meaningful
results, we discarded all Lanczos coefficients for n larger than nypsepie
as explained in the text. The collapse of all curves demonstrates the
convergence of the EDOS with respect to the bond dimension.

bond dimensions, for the parameters u/w = 0.6, U/w = 0.3.
At both temperatures we observe that the Lanczos series
becomes unstable for some value of nypgable. For larger g
(smaller T') the instabilty occurs for a smaller value of nypstable -
This can be understood by noting that a large part of the
Hilbert space has an exponentially small weight at sufficiently
small temperatures. Small numerical errors can quickly accu-
mulate and lead to instability of the Lanczos iteration. The
situation is worst at strictly zero temperature, where the scalar
product of Eq. (2) actually has a large null space. It is thus
a pseudo scalar product instead of a real scalar product. At
infinite precision, this null space should be projected out of
the Lanczos series. However, small numerical errors can lead
to large contributions within this null space. Increasing the
bond dimension y reduces numerical errors, thereby shifting
this instability to larger values of n. This is a generic feature
obtained for every parameter combination (u/w,U/w) we
have studied in this work.

To obtain any meaningful results from the b, it is therefore
crucial to truncate the Lanczos series before the instability sets
in. For example, for the x = 400 and wB = 0.4, one truncates
the b, at n ~ 100. However, it is crucial that the instability
occurs at a value nypsble that is deep inside the plateau. In
addition, in order to obtain a faithful result for the lifetime, the
staggered component should already have decayed. In Fig. 11
we plot the EDOS obtained from the Lanczos series in Fig. 10,
by removing all b, for n > nyngaple. We observe that, unlike
the Lanczos series, the EDOS shows little dependence on
the bond dimension. In addition, the central peak converges
rapidly in the bond dimension y, and only small changes
occur to the side bands.

This also implies that the lifetime y (8) obtained by fitting
the central Lorentzian converges rapidly in x, while only
the short-time dynamics is modified by increasing the bond
dimension.

We now discuss the second approximation, that involving
the choice of the hopping parameter w for the semi-infinite
chain. In all our results we have chosen w = iby, which
is the last Lanczos coefficient before the instability sets
in. Alternately, one could have averaged over the last K

102 - K=1 ‘
+«K=5
K=10
«~K=15
0]
1074 k=20
S b
Lﬂ3 1072,
N
1074
10°%1° | |
-5 0 5

w/w

FIG. 12. EDOS obtained by varying the hopping strength w
attaching the semi-infinite lead to the finite chain, with the latter
described by the numerically obtained Lanczos coefficients b,. The
different hopping parameters w are obtained by varying the averag-
ing window K according to equation (F1). The Lanczos coefficients
are obtained for u/w = 0/6, U/w = 0.3, and wp = 0.4.

coefficients
=
w= il?;bN_k. (F1)

In Fig. 12 we show the EDOS for different window sizes
K. Since all the curves lie on top of each other, we conclude
that the explicit value of w is not that important as long as w
faithfully represents the plateau value.

Finally, we demonstrate the convergence of our results with
respect to the system size L. For this, we calculate the EDOS
for the two system sizes L; = 22 and L, = 30 from which we
extract the relative error

v (@, L) = vg (0, Ly)
v (, Lp)

&(w, B) = (F2)

Figure 13 shows this relative error for u/w = 1.2,U/w = 0.1
and the two inverse temperatures wf = 0.0 and wgf = 2.35.
In both cases, the relative error is of order 102 for all energy
scales. This is also reflected in the width parameter

0,L))—y(Q,L
’J’( 130 Zg 2) ~ 0.05,
23: L’ 2 2.35, L )
y( - 5 l)_)’( . ) 2) %0007
v(2.35, L)

As this study is not aiming to achieve the most precise val-
ues and due to the growth of computational resources with
system size, we present results for L = 22 as this system
size is already sufficient for extracting reasonable numbers.
A systematic study of the influence of the system size is left
for future work.
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FIG. 13. Energy-resolved relative error €, of the EDOS; see
Eq. (F2). Panel (a) [(b)] shows the error for wf = 0 (wB = 2.45).

2. Wightman standard scalar product

In this Appendix we demonstrate that the Wightman finite
temperature scalar product defined in Eq. (A2) in Appendix A
gives qualitatively the same result as the standard scalar prod-
uct which we have exclusively used throughout this paper.
In Fig. 14 we plot the autocorrelation function obtained for
u/w =12 and U/w = 0.1 for both choices of the scalar
product. Both results are obtained for a system size of L = 22,
and for the inverse temperature wf = 0.4. We see that both
curves have the same overall behavior, although the standard
scalar product has a smaller plateau value at intermediate
times. The lifetime 7 at which the autocorrelation functions

decay to zero is qualitatively the same for both choices of the
scalar product.

3. TDVP versus Lanczos

In this Appendix we compare the autocorrelation function
obtained from the Lanczos series with direct integration of
the Heisenberg time evolution using the time dependent vari-
ational principle (TDVP) [28,29]. In the TDVP algorithm,
we limit the bond dimension of the time-evolved operator
Y1.4(t) to x = 512. To compare the TDVP with the Lanczos
algorithm, we consider three different parameter points: (1)

1.0+ e Standard
e Wightman
.
2 Y
~=< 0.5
Q
0.0+
10° 102 104

wt

FIG. 14. Comparison between the autocorrelation function ob-
tained using the scalar product (red) and the Wightman scalar product
(blue).

(2)1.04 ¢ e Lanczos (b)
0.9 - TDVP 10764
0.8+ .

07 < 107
0.64 ?M
0.5+ ? 10710
0.4+

5 10 15 20
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o
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[en)
—
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[\~
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FIG. 15. Comparison between the autocorrelation function ob-
tained from the Lanczos series (red dots) and the TDVP algorithm
(blue crosses) at infinite temperature in the topological region
(u/w =12, U/w = 0.1). (a) The truncated weight of the MPO of
the TDVP simulation; (b) the autocorrelation function.

w/w=12,U/w=0.1,2) u/w =0.1,U/w = 1.5, and (3)
u/w =1.5,U/w = 0.1. For all three points we fixed L = 22
and considered infinite temperature (8 = 0). For (1) we fixed
the bond dimension of the Lanczos series to x = 1500, while
for (2) and (3) we used x = 1000. The first point is in the
topological region of the model (see Fig. 1), while (2) and
(3) are in the Mott insulating and trivial insulating phases,
respectively. The results are shown in Figs. 15-17.

In general, we observe that the autocorrelation functions
are consistent, even in the trivial and Mott insulating phase,
where the correlation function decays rapidly. However, at
late times we observe deviations of the TDVP results from the
Lanczos series. This can be partially explained by the finite
bond dimension of the MPO used in the TDVP algorithm,
which leads to an error that increases with the simulated
time ¢. However, since the discarded weight, panel (b) of
Figs. 15-17, is relatively small up to the considered times,
we expect this not to be the only effect.

Another aspect may be the finite size of the system itself.
In the Lanczos algorithm, we approximated the unknown co-
efficients with a semi-infinite lead. This artificially extends
the system to an infinite size, removing any kind of finite-
size effects from reflected excitations. In the TDVP approach,

(a)

0.94% e Lanczos (b)loﬂi
é + TDVP
0.6’ ; 1076,
= 03], =
$ : = 107
0.0+ ; F"_ 10-10
_03] .8
0.3 ;0 10124
0 5 10 0 5 10
wt wt

FIG. 16. Comparison between the autocorrelation function ob-
tained from the Lanczos series (red dots) and the TDVP algorithm
(blue crosses) at infinite temperature in the Mott insulating region
(u/w =0.2, U/w = 1.5). Meaning of the panels is the same as in
Fig. 15.
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(2) 0.91% e Lanczos (b)
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0.6+ . 1084
= 03]. =
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—0.3 §‘.°
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FIG. 17. Comparison between the autocorrelation function ob-
tained from the Lanczos series (red dots) and the TDVP algorithm
(blue crosses) at infinite temperature in the trivial insulating region
(u/w =3, U/w = 0.1). Meaning of the panels is the same as in
Fig. 15.

we cannot consider an infinitely extended chain and thus the
deviation might originate from these finite-size effects.

We would also like to point out that the time required
for the TDVP simulation is linear in the time steps and thus
proportional to the final time. For the Lanczos simulation, this
is not the case, since we only need to extract a few hundred
coefficients to obtain a fairly good result for the time evolu-
tion, even at late times. This is especially important for the
topological regime where we would like to access very large
times wt ~ 107 in order to extract the lifetime of the ASZM.
For example, the TDVP simulation in Fig. 15 needed 12 hr on
a AMD EPYC 74F3 with 24 cores. In the last steps, the time
consumption per TDVP iteration saturated around 700 sec.
A direct interpolation would give an estimate of ~80 days
to complete a TDVP simulation with x = 512 up to times
of wt ~ 10°. Moreover, it is certainly necessary to increase
the bond dimension of the TDVP ansatz for these long times
in order to obtain reasonable results. For comparison, the
Lanczos series with y = 2000 (used in Figs. 15—17) took only
three days to compute.

4. Gap extraction

We extracted the gaps of the many-body spectrum of the
Kitaev-Hubbard model (13) using the density matrix renor-
malization group (DMRG) [66,67]. With the DMRG we
extracted the ground state of the Hamiltonian for the even and
odd parity sectors, together with the first excited states within
each parity sector. For the extraction of the states we chose a
matrix product state ansatz with a maximal bond dimension
of x = 200. This allows for a good enough estimator of the
gap in the thermodynamic limit. However, we observe that for
larger system sizes the ansatz is not sufficient to capture the
first excited states with very high precision; see Fig. 18.

From the eigenstates |/, ,), one can obtain the energy for
every system size L

En,p(L) = <¢n,p|H|¢n,p) .

In Fig. 18 we plot the gap := |E,, +1 — E,, —1| between opposite
parity sectors of the ground states n = 0, and the first excited
states n = 1, showing that this gap vanishes exponentially in
the system size L.

[ ]
[ ]
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5 10729 e °
~ o
l,‘ [ ]
LTJ: 10~ d ° °
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Lﬂg -5
M 1077 .
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e First Excited °
25 50 75
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FIG. 18. Energy gaps between different parity sectors for u/w =
1.2,U/w = 0.6, and for various system sizes L. The energy dif-
ference between the two ground states of opposite parity vanishes
exponentially with the system size. Similarly, the energy difference
between the two excited states of opposite parity, vanishes exponen-
tially for smaller system sizes. The noise for larger system sizes can
be reduced by increasing the bond dimension.

Next we consider the mass gap mj,(L) =E; (L) —
Ey ,(L). From general finite-size scaling one expects

mp(L) =A/L* + Ao, (F4)

which can be fitted using linear regression in combination
with an integral transformation [68]. In Fig. 19 we show
that our extracted data shows the desired behavior. By fitting
this algebraic decay, we can then extract the thermodynamic
energy gap Ax.

0.95

0.851

20 40 60 80 100
L
FIG. 19. Energy gap between the ground state and the first ex-
cited state in the even parity sector (red dots) for u/w = 1.2, U/w =
0.6. The blue line is a fit to Eq. (F4), and the horizontal purple line

represents the thermodynamic limit of the gap A, extracted from
this fit.
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APPENDIX G: DETAILS OF THE IMPLEMENTATION
OF THE TRUNCATION

The truncation of the application of £ on the MPO O, is
implemented by truncating the reduced density matrices [49]
of the full network £LO, = HO,, — O,H. This can easily be
understood by rewriting the MPO as a MPS by combining
the domain and codomain into a single Hilbert space. This
resembles the isomorphism on the local Hilbert space

lo") (o] = lo",0) = 1),

which is antilinear in the ket space, and linear in the bra space.
We denote the MPS obtained from O,, by this isomorphism as
|O,,). Under this isomorphism, the commutator £ becomes a
standard MPO with bond dimension K.

Let |®) = L£]0,) denote the MPS one formally obtains by
a full contraction of the network given by the right-hand side.
The maximal bond dimension of |®) is K % x, with x being
the bond dimension of |O) and we would like to determine the
most optimal truncation of |W) back to a bond dimension of
x . For this, we start by calculating the reduced density matrix
of the last site:

pr = Trp_[|®) (P[],

where Tr;_; is the trace over all sites 1 to L — 1. In graphical
notation

This also defines the environment E; containing all the con-
tractions to the left. This environment can be computed
iteratively based on the previous environment Ej_,

i
By = Z (CD,E) E_ P,
T
where ®; is the MPS tensor on the kth site. This density
matrix is now diagonalized, where we keep only at most x
eigenstates,

P = ~ZDUL,

with U, U, = 1.

The matrix U, LT can be seen as the most optimal projection
of the physical Hilbert space to at most y degrees of freedom
and is the last tensor in our new truncated MPS. We can now
construct the two-site reduced density matrix, with the last site
transformed into the virtual Hilbert space

FIG. 20. Finite state machine representation of the SZM of the
XYZ model.

which is again diagonalized, followed by truncation of the
eigenspace to at most x states.

We can now continue by successively constructing the new
reduced density matrix for the sites L — 2 to L by projecting
the sites L — 1 and L onto the virtual Hilbert space. This
density matrix is again diagonalized and truncated. We iterate
until we reach the last point of the chain, which we simply
keep as the last tensor in the new truncated MPS.

Note that the entire iteration does not require a full con-
traction of £ ]0,), but only the environments, and this can
be computed efficiently. Also, the whole procedure does not
require an explicit transformation of the MPO into an MPS,
and one can work directly with the MPO.

APPENDIX H: MPO REPRESENTATION OF THE STRONG
ZERO MODE IN THE XYZ MODEL

In Ref. [21], Fendley showed that the (integrable) XYZ
model without a magnetic field [i.e., Eq. (B2) with g = 0]
hosts a SZM. Here we present a rewriting of the original rather
complicated expression in terms of a MPO with bond dimen-
sion four and simple polynomial coefficients [69]. Without
loss of generality, we set J, = 1 and assume J, J; < 1: the
SZM is then

0, s oy—1,3 ’
r= (MK{f)‘K'IMfZ,'Jf‘; LM ) ) (), (HD

with the operator-valued matrix M*® being

JA1 (J2=1o. (J}—1o, No,
1 o0 J.1 0 Jy0,
M=1 9 0 g1 Joy |
0 0 0 1

and N? = (1 —J?)(1 —J?). A graphical representation in
terms of a finite-state machine is displayed in Fig. 20. For
J. =J, =0, it reduces to the familiar I' = o for the Ising
model.

APPENDIX I: CONSTRUCTION OF STRONG ZERO MODE
FROM SPECTRAL DATA

In this Appendix, we review the construction of an (almost)
strong zero mode operator I' from the full set of eigenstates
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and eigenenergies of the Hamiltonian H [51]. Because of
the parity symmetry, all eigenstates |y, ,) and eigenenergies
E, , are labeled by their associated parity p = £1. A general
Majorana operator can now be written in this eigenbasis as

I'= Zgn,m |%,+1) <Wm,—1| + H.C.,

n,m

where g € U(dim(#)/2) is a unitary matrix and H is the
underlying Hilbert space of the problem. This operator anti-
commutes with the parity operator and is Hermitian ' = T.
Further, one has

T2 = (€8 mn [Vm 1) (Y411

(8" W —1) (W1 = 1,

where the last equality follows from the g being a unitary
matrix. Plugging this ansatz into ||[I", H]||?, one finds

1T, HIIZ =) lgnml*(en — €n)*.

n,m

Assuming no degeneracies, this is minimized by g,,, = g,6,.m
with g, € U(1) being an arbitrary phase. The fact that the
operator is only specified up to some phases also reflects the
gauge freedom to redefine states by arbitrary phases |, ,) =
exp(i@n,p) |¥n,p). To obtain a gauge-independent result, the
phases g, must transform in a certain way when the gauge

is changed:

g, = e_i((pn,ﬁ»]_‘pn.fl)g

ne

We now fix the gauge of each eigenstate by calculating the
argument of the overlap with the operator y; , = ¢, + cI =X

oy = Arg((Vn, +11X1 ¥, 1)),

and redefining the states as

|I/}n,+l> = eian |¢n,+l) ) |1ﬁn,—l> = |wn,—l> .

By fixing the phase of the eigenvectors in this way, the transi-
tion operator |/, 1) (¥, 1| becomes gauge independent and
the Majorana operator minimizing the commutator with the
Hamiltonian reads

['= Zgn [¥n11) (Y1l +He,, goeUM). D)

For any choice of the phases g,, Eq. (I1) defines a valid oper-
ator with minimal commutator. This reflects the possibility to
dress a solution with unitaries generated by a polynomial of
the Hamiltonian P(H):

[ = PP,

To find a unique solution, we fix the phases by requiring a
maximal overlap with the operator y,; ,. This is achieved by
setting g, = 1 for all n. If the spectrum is perfect degenerate
between the two parity sectors E, , = E,, the operator I" has
a vanishing commutator with the Hamiltonian. In this case, "
is a true zero mode.
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CHAPTER

Almost Strong Zero Mode in

Number Conserving Kitaev
Chains

In this chapter, we apply the algorithm developed in Chapter IV to the class of
Hamiltonians that realizes the Symmetry-Protected Topological Phase (SPTP) of
unpaired Majorana Zero Mode (MZM) without breaking particle conservation. For
example, the model studied in Chapter I belongs to this class. We explore how
the additional U(1) symmetry and the emergence of gapless density fluctuations
influence the behavior of the Almost Strong Zero Mode (ASZM).

V.1 Introduction

The model used in Chapter IV to test the tensor-network algorithm for extracting
the temperature-dependent lifetime of the ASZM was the Kitaev-Hubbard Model
(KHM) of spinless fermions from Eq. (1.110). This model breaks particle number
conservation owing to the creation and annihilation of pairs of spinless fermions
Acjejyq +hec.

Compared to the Kitaev chain in Eq. (1.87), the presence of the additional Hub-
bard interaction Uﬁjﬁj 41 breaks integrability. When tuned to the correct parameter
regime, see also Fig.(1) of [148], the KHM enters a topological phase protected by
the fermionic parity P with a doubly degenerate ground state and the emergence of
MZMs. As found in Chapter IV, the MZMs extend to ASZMs at finite temperatures
with long but finite lifetimes. In particular, the lifetime diverges exponentially when
approaching the zero-temperature limit.

In contrast, the model proposed in Chapter I does not break the conservation of par-

ticles, and the SPTP is instead realized by the existence of coherent pair-tunneling
between two fermionic species a and b described by

N-1
Hyie =W Y ajal, by by +he.. (V.1)
J=1

As a result, the total symmetry group of this model is G = U(1) x Z,, where the
U(1) is the conservation of the total density, and the Z, is the conservation of the
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parity of the a flavored fermions. The two conserved operators are given by

~ . N -~a ~ N
P = eijzl n; ’ N = ﬁ;l + 'fl? . (VQ)

=1
As shown by Kraus et al. [160], a simple model of two chains coupled by the pair
hopping term of Eq. (V.1) according to

N—1
H=—tY al ja;+bl b +he +Hy, (V.3)
j=1
can enter the SPTP with MZMs emerging at the edges for the correct choice of
parameter.

From a low-energy analysis of this class of number-conserving Kitaev chains, it
is found that local fluctuations of the total density are described by a gapless
Tomonaga-Luttinger Liquid (TLL); see also Section 1.3 for a detailed review of
the TLL. The question arises as to how this additional gapless part of the theory
influences the lifetimes of edge excitations associated with the MZM and whether
there is an ASZM in these number-conserving Kitaev chains, similar to the KHM,
or whether the MZM exists only in the ground-state manifold. This is of particular
interest if the model is realized in a dynamical way, for example, by Floquet engi-
neering as proposed by the authors of [297], or by an adiabatic preparation protocol
as proposed in [165].

To approach this question, we chose the one-parameter group of Hamiltonians pro-
posed by Iemini et al. in [166] given by

N-1
Hy=—4w) > [(afojy +he) = (A +05,) + ARSRS,, |

7=1 a=a,b
N-1
. . . . V.4
—2wA Z [(n? + n?ﬂ) (nl]) + n?H) - (a;r-aj+1b;r.bj+1 V4
=1
+a;aj+1b;r.+1b;r. — 2a;a;+1bj+1bj + h.c.)] ,

where w is an arbitrary energy scale. This group of Hamiltonians commutes with the

two symmetry operators from Eq. (V.2), and thus has the correct symmetry group
G =U(1) x Z,.

Compared to the simpler pair-hopping Hamiltonian in Eq. (V.3) discussed by Kraus
et al. in [160], or the effective model derived in Chapter I, the Hamiltonian from
Eq. (V.4) has more complex coupling terms'. However, lemini et al. [298] showed
that this model is in the SPTP for all A < 1, independent of the total density of
particles in the chain. Furthermore, they demonstrated that for A = 1, the ground
state of this Hamiltonian can be solved analytically, allowing for writing down the
exact MZM emerging in the ground-state manifold.

This MZM has a finite overlap with the operator

X, =i(alb, —bla,) , (V.5)

which we will use as a seed operator for the generation of the Lanczos sequence, as
discussed in Section 1.5 and Chapter IV. The phase diagram of this model is shown
in Fig. V.1.

1 See Figure (8) in our publication [33] for a sketch relating the three different models.
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Figure V.1: Phase diagram of the Hamiltonian in Eq. (V.4) following [166] as a function of
the coupling A and the density v := (N® + N®)/(2N). The line A = 1 represents an exactly
solvable line. For A > 1, the model enters a trivial phase, while it is topological for all A <1
and all densities v # 0,1. The phase diagram is symmetric with respect to v = 0.5. The
green stars represent the three parameters considered in this study.

V.2 Results

To determine whether this operator also yields an ASZM, we calculate the Lanczos
series at various temperatures, similar to the findings presented in Chapter IV.
Specifically, we compute the Lanczos series of the Hamiltonian in Eq. (V.4) at three
exemplary points, A\/w = 0.6,0.8,1.0, for a system size of N = 24, utilizing the
tensor network ansatz introduced in Chapter I'V. For the Matrix Product Operators
(MPOs) that approximate the Lanczos operators, we selected a maximum bond
dimension of x = 2000.

The generic properties of the obtained series are similar to the results obtained in
the case of the KHM in Chapter IV. These properties are explained in the follow-
ing using A = 0.8w. Figure V.2 shows the first 50 Lanczos coefficients for different
inverse temperatures § = 1/T. For all temperatures, the Lanczos coefficients show

* wf=0.0
759« wB=10.2

wB=0.5
c wf=0.8
e wlf=1.1

50

251 "

' ' 5 10 15
B n

1 20 40

n

Figure V.2: Lanczos coefficients for N = 24 at various inverse temperatures § = 1/T. The
inset shows the staggered component h,, from Eq. (V.7).

the universal increasing trend b,, ~ n. In contrast, for the KHM considered in Chap-
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ter IV it was found that the increase becomes slower with decreasing temperature.
This difference can be interpreted as follows: lowering the temperature effectively
projects the operator dynamics onto a low-energy Hilbert space. In the KHM, the
finite many-body gap ensures that this projection leads to a decreasing number of
states that are relevant for the dynamics. In contrast, the Hamiltonian in Eq. (V.4)
features a dense spectrum without a many-body gap, and projecting the operator
dynamics onto a low-energy Hilbert space encompasses an infinite number of states.
Consequently, the Lanczos series embodies the full complexity of a non-integrable
many-body system, aligning with the universal operator growth hypothesis [222,
223], as discussed in Section 1.5. Another difference between the Hamiltonian con-
sidered here and the KHM considered in Chapter [V is that the Lanczos series does
not saturate to a plateau value in the first 50 Lanczos coefficients. This behavior
is anticipated for any finite-size many-body Hamiltonian and is expected to persist
with a larger number of coeflicients in this model as well.

In addition to this background increase, the series is dressed by a staggered compo-
nent h,, defined in Eq. (1.186), repeated here for completeness

b, ~ h, + (—1)"h (V.6)

n

where h,, is the monotonically increasing background. To isolate the staggered com-
ponent h,,, we model the background using a linear function, h,, ~ An + B, for
values of n greater than 20. The staggering component is then approximated by

77‘71 ~ (_1>n+1 (bn+1 - bn - A)/2 : (V7)

The inset of Fig. V.2 shows the extracted staggered component. For all tempera-
tures, 7Ln is a decreasing function of n, which eventually becomes zero at n*. After
this point, the staggering component becomes trivial, that is, either negative or
oscillates around zero. Increasing  results in an overall increase in the staggered
component, while simultaneously shifting the point n*, at which the staggered com-
ponent becomes trivial, to higher values of n. As discussed in Section 1.5, and also
in Chapter IV, the artificial single particle Hamiltonian associated to this Lanczos

series given by
oo

H, = b, |In+1)(n|+he, (V.8)
n=0

see also Eq. (1.180), is that of a dressed Su-Schrieffer-Heeger Model (SSHM). Be-
cause the background is constant for all the different temperatures, the main influ-
ence on the Edge Density of States (EDOS) of this artificial single-particle Hamil-
tonian is given by the staggered component. As a reminder, the EDOS I/ﬁE (w), as
defined in Eq. (1.182), represents the density of states of the artificial Hamiltonian
projected onto the first site. This density of states entirely determines the Autocor-
relation Function (ACF) of the edge operator Xl through Eq. (1.183)

Co(Ry 1) = / dwE(w) cos(wt) (V.9)

The EDOS is calculated from the obtained Lanczos series by applying the same
methods as in Chapter 1V.

Figure V.3(a) shows the EDOS for the Lanczos coefficients of Fig. V.2. For all
temperatures, the EDOS has a sharp Lorentzian peak around zero energy, combined
with an incoherent, exponential decreasing background

vf = A0 32 (- 4670,
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Figure V.3: (a) EDOS obtained from the Lanczos coefficients at the finite temperatures
from Fig. V.2 with the same color codes. The inset in the middle shows a fit of the central
Lorentzian peak for wg = 1.1. (b) ACF reconstructed from the EDOS from panel (a).

Increasing [ only slightly affects the shape of the background, with the emergence
of additional sidebands at some finite energy. On the other hand, the Lorentzian
peak becomes narrower with (3) decreasing for 8 — oco. However, the initial width
~v(B8 = 0) is a few orders of magnitude smaller than that in the case of the KHM
studied in Chapter IV. Even for the largest 8 considered in Fig. V.3(a), the width
parameter is only of order one. Consequently, the ASZM is extremely weak, and to
observe a long coherence time for the edge operator X 1, Eq. (V.5), it is necessary to
reach very low temperatures.

This can be seen more directly by looking at the ACF reconstructed from the EDOS
using Eq. (V.9), as shown in Fig. V.3(b). In the infinite temperature limit 5 — 0,
the ACF has only a very weak intermediate plateau after the initial transient decay
and reaches zero at time scales of order unity. Lowering the temperatures leads to
the formation of a clearer plateau; however, the smallness of v(3) still leads to the
decay of the ACF after a time t* ~ 10w.

The temperature dependence of the width parameter can be studied more quantita-
tively by fitting the central Lorentzian and extracting the temperature dependence
of v(). An example of such a fit is shown in the inset of Fig. V.3(a).

+
100.00, -
3
—0.25 |
= 10
1070.50,
+
0.0 0.5 1.0 0.6 0.7 0.8 0.9 1.0
Bw A w

(a) (b)

Figure V.4: (a) Extraction of the effective energy gap A g by fitting the width parameter
to Eq. (V.10), shown for A = 0.8w. (b) Effective gaps for three different parameters \/w =
0.6,0.8, 1.0.

Figure V.4(a) shows the extracted values of the width parameter at the simulated
temperatures. From this plot, it is clear that (f) decays exponentially with the
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inverse temperature
V(B) = ype~ s (V.10)

similar to the case of the KHM studied in Chapter V. Although the width remains
relatively narrow at high and intermediate temperatures, this indicates an expo-
nential divergence in the lifetime 7(8) = 1/v(8) for excitations produced by the
operator X 1 as the temperature approaches zero. While this behavior is anticipated
for local excitations in gapped many-body Hamiltonians [299], it is not immedi-
ately clear that a similar principle applies to the gapless Hamiltonian in Eq. (V.4).
The quantity Az can be understood as an effective gap for the ASZM. By fitting
the exponential decay, the red line in Fig. V.4(a), this effective gap is found to be
Ag ~ 1.7Tw with v, ~ 1.4w.

The same behavior is observed also for the other parameters, A = 0.6w and A = w,
and the extracted effective gaps for these three parameters are shown in Fig. V.4(b).
It is observed that A4 has a non-trivial dependence on the coupling parameter A,
reaching its maximum for A = w.

V.3 Conclusion

We demonstrated that the MZMs emerging in a number-conserving setup extend
to ASZM at finite temperatures. However, this ASZM is very weak compared to
their counterparts found in models that break the conservation of fermions, such as
the KHM, in the sense that their lifetime is comparable to generic bulk excitations
at large and intermediate temperatures. The main reason for the decrease of the
lifetime is probably the coupling of the MZM to the gapless charge excitations at
higher energies.

In future research, it would be interesting to extend the results presented here by
considering a broader range of parameters. Furthermore, the low-energy description
of the model predicts the MZM to appear in the anti-bonding sector, Eq. (1.143), of
the theory. Therefore, it would be worthwhile to compare the effective energy gap A g
with the gap directly in the anti-bonding sector. This comparison can be conducted
relatively easily using the techniques developed in Subsection 2.2.2, similar to the
results obtained in Chapter II.

Furthermore, the results presented only consider one specific bond dimension y for
the MPO ansatz. As the computation of the Lanczos series is considerably harder
for the coupled wire system, with the bond dimension quickly reaching this limit,
considering larger bond dimensions was out of reach for this study. To strengthen the
results obtained here, it would be beneficial to examine how the lifetime depends on
the selected bond dimension. For instance, as discussed in Chapter IV, the lifetime
of the ASZM in the KHM was only marginally affected by increasing the bond
dimension of the MPO ansatz for the Lanczos operators. Here, it remains unclear
how the gapless mode impacts the convergence of the lifetime concerning the bond
dimension. Because x = 2000 is already a large bond dimension, a first check would
be to lower the bond dimension and monitor the change in the lifetime. Performing
such a large-scale numerical simulation is left for future studies.



CHAPTER

Variational Ansatz for Strong
Zero Modes

In this chapter, we develop a variational ansatz that can be used to search for Strong
Zero Modes (SZMs) and Almost Strong Zero Modes (ASZMs) in arbitrary models.
The ansatz is a unitary circuit tailored to directly operate on the correct manifold
of Majorana operators.

VI.1 Introduction

Consider an open quantum chain of length N, populated by spinless fermions and
described by a Hamiltonian H that commutes only with the fermionic parity P. As
detailed in Subsection 1.5.1, this Hamiltonian has a SZM if there exists a Hermitian
operator I' that fulfills the conditions

C.1 Normalizability: I'? = 1

C.2 Anti-commutation with the parity operator: {I', P} =0

C.3 Localized at position 1

C.4 Commuting with the Hamiltonian for N — co: [H,T] = R, ||R|| ~ e N

The existence of such SZM was explicitly demonstrated in the integrable limits of
the Kitaev-Hubbard Model (KHM) by solving the linear equation

£(0) = [H,T] =0 (VI1)

for an operator that meets the conditions C.1-C.3 [84, 224].

Rather than directly solving the linear equation (VI.1), the task of identifying an
SZM within a model can alternatively be formulated as a minimization problem over
the constrained set of operators

M={T:H -3 |TT=T,1*=1, {P,T} =0} . (VL.2)

This set, referred to as the Majorana manifold hereafter, incorporates conditions C.1
and C.2, which define I' as a Majorana operator. The cost function to be minimized

is the commutator functional
1

FI) =55 T (< (D) € (1)] = (£(), £(1)) , T e M, (VL.3)
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where (é, IAQ represents the Frobenius scalar product, as defined in Eq. (1.9). We
aim to find solutions that are localized to the first site of the chain to satisfy condi-
tion C.3. Because this functional represents the inner product of the left-hand side
of Eq. (VI.1), it is positive semi-definite, & (I') > 0, and is minimized by the SZM,
provided such an operator exists.

Note that condition C.1, I'? = 1, is important for obtaining an operator that acts
on the entire many-body Hilbert space. Let [€2,) be the two ground states of the
fermionic chain of opposite parity, dropping this condition allows for the definition
of a pseudo-Majorana operator

P =10, Q| +]2) (@], (VL4)

that minimizes Eq. (VI.3) if the model has a degenerate ground-state manifold,
as in the case of an Symmetry-Protected Topological Phase (SPTP). This pseudo-
Majorana operator anti-commutes with the parity operator, {f‘,fj} = 0, and is
Hermitian, as indicated by I =r. Furthermore, if the degeneracy arises from an
SPTP, this operator is localized to the first site; see also the discussion at the end of
Subsection 1.2.3 and Eq. (1.109), thereby satisfying all conditions C.2—C.4. However,
\lvhen squared, it becomes the projector on the ground-state manifold, expressed as
£2 = 0,) ([ +]0) (|

In the next section, we present a tensor-network ansatz that directly operates in the
Majorana manifold to solve the numerical minimization of the commutator func-
tional. This ansatz is motivated by the observation that the SZM in the integrable
limits of the KHM is efficiently represented by a Matrix Product Operator (MPO)
with a small, finite bond dimension; see also Appendix H of our publication [37].
Away from the integrable limits, the SZM becomes an ASZM [214, 217, 218] that
only approximately commutes with the Hamiltonian. In this case, the variational
minimization of the functional in Eq. (VI.3) should saturate to a small, constant
value F; which depends on the microscopic details of the model.

V1.2 Matrix Product Operator Ansatz

A general, but naive, MPO ansatz for the ASZM reads

S SN
rg - s)
Sq Sq SN

As discussed before, the operator I' should be a Majorana operator, and explicitly,
it should square to the identity I'> = 1 (condition C.1). At the level of the MPO,
this requires that the operator I' is a special matrix product unitary [300, 301], and
changing a tensor locally can easily destroy the unitary nature of I.

A straightforward solution might be to drop condition C.1. The ansatz can then be
directly employed to minimize the commutator functional & (I") from Eq. (VI.3) by
iteratively minimizing the local tensors until a fixed point is reached, akin to the
Density-Matrix Renormalization Group [60]. This method, as used in [38], has the
drawback that the operator derived from this algorithm is not necessarily required to
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act on the entire many-body Hilbert space because pseudo-Majorana operators, such
as those in Eq. (VI.4) are allowed. As a transition between the two ground states,
the operator in Eq. (VI.4) is anticipated to have a small MPO bond dimension
X = 2%, where ¥ is the bond dimension needed to accurately represent the two
ground states €2, ), and the algorithm might erroneously converge to this operator
during minimization. Moreover, iterative minimization may not produce operators
that are necessarily localized at the edge of the chain, as required by condition C.3.

To circumvent this issue, we opted for an alternative strategy that directly incorpo-
rates all the conditions in the ansatz, albeit necessitating more sophisticated methods
to determine the minimum of the commutator functional F (I'). The idea is to se-
lecting a seed operator I'y € M and dressing it with a unitary # that commutes
with the parity operator P according to

D(U) =UT U, U, Pl=0. (VL6)

By construction, this operator is in the Majorana manifold, as the unitary I pre-
serves the global properties of the seed operator I'j. The commutation functional of
Eq. (VI.3) becomes a functional of the unitary  and its conjugated T

1
57(U>UT) = <HKH7HKH> - <HKHUFOUT>UFOUTHKH> >0. (VI-7)

A suitable seed operator! is given by ¥ which can be written as an exact tensor
network of bond dimension y =1

rozafg‘ ‘ (VL)

Furthermore, this operator is localized to the first site of the chain, thus fulfilling
condition C.3.

The final step is to approximate the full many-body unitary I using a circuit com-
posed of two-body unitaries. This circuit consists of np,., layers

nLayer

u = H Z[TLLayer_l"'_1 = unLayerunLayer_l UZZ[l )
=1

where each layer I, has the structure of a ladder?

(VL)

!
7,J+1°
which the unitary acts. Every layer of this unitary circuit has the property of being

The two-body unitary is denoted by u where (s;, 5;,1) is the pair of indices on

1 6% becomes v¢ in the fermionic picture under Jordan-Wigner transformation.

2 Tt may be more natural to use a brick-wall circuit instead of the ladder structure proposed
here. However, because the seed operator in Eq. (VI.8) only acts non-trivially on the first site, most
of the unitary matrices appearing in the brick wall circuit would cancel, and the effective structure
that remains is the circuit proposed here.
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local in the sense that Uo7 Z[Z remains localized to the first site, as long as the first
two-body unitary has a finite identity component ulL2 =al+.., a > 0. Thus, if
the circuit consists of only a finite number of layers, the ansatz in Eq. (VI.6) still
fulfills the localization condition C.3.

To ensure that the global unitary U preserves the parity, [15,2[] = 0, the local
unitary matrices are chosen to individually commute with the parity []5, ué 1l =0.
On the level of the tensors, this is explicitly enforced by using symmetric tensors
that transform under the parity as

as discussed in Subsection 2.2.3.

Applying this circuit to the 'y in Eq. (VI.8), without truncation results in an MPO
of bond dimension
X = d"aver | (VL.10)

This allows us to control the expressible power of the ansatz by tuning the number
of layers.

In the following, we test the proposed ansatz exemplary on the KHM defined in
Eq. (1.110) for A, = w, similar to Chapter I'V. To formulate the tensor network, it
is beneficial to consider the spin dual of the KHM obtained after using the Jordan-
Wigner transformation introduced in Subsection 1.1.5. In the spin language, the
KHM becomes

N-1 N—-1

T ~T Z ~Z ’LL z
=1 =

which commutes with the parity operator P = Hj(—a;f).

VI.3 Exact Solution in the Integrable Limits

In the limit of U = 0, the KHM becomes a non-interacting Kitaev chain that exhibits
an SZM for |u| < 2w. The SZM, after the Jordan-Wigner transformation, can be
represented by an MPO of bond dimension y = 2 given by the tensors

Bz xT x
wi= (27 NV o (e o), W= (V) (Vi)
0 1 2w 1

in the notation of Chapter 2. Here, NV is an overall normalization constant that
ensures I'2 = 1. The tensor network ansatz of Eq. (V1.6) should reproduce this exact
MPO with np,., =1, based on Eq. (VI.10). A direct calculation, see Appendix D
for the details, shows that this is true and can be achieved by parameterizing the
unitary u}-dH as

u}7j+1 = /%% = cos(a;) 1 +isin(a;)ojof (VI.13)
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where the rotation angle is defined by (7 < N — 1)

2

P (1= p= (VI1.14)

tan(2a.)? =
an(2a;) T, "

In the thermodynamic limit N — oo, the angles a; become position-independent,
and every unitary in the circuit has the same shape.

In the other integrable limit p = 0, the SZM can be represented by an MPO with a
bond-dimension y = 3

0 oy No© No®
Wi = —%O'y 0 0 , Wh= (0 oY NO'I) , W= 0
0 0 1 1
(VI.15)

Similar to the U = 0 case, an ansatz with n, ., = 1 should be sufficient to reproduce
this MPO. Again, a direct calculation, presented in Appendix D, shows that this is
true. However, in contrast to the U = 0 case, the unitary circuit has an alternating
structure of unitaries acting differently on the odd-even index pairs (25 — 1, 25) and
even-odd index pairs (27,27 + 1). The two different rotations are defined by

1 _ ia;05. 05, __ . Z 2z
Upjjo; = € 972172 = cos(ay) 1 +i sm(ozj)crjcrj+1
. 1 (VL16)
1 _ iZo¥. 0%, _ R )
Uzjajen = €T = 5 (L +iofof,,) -

The angles o; with 1 < j < L%J defining the rotation on the odd-even index pairs
are fixed by the set of equations

2
tan(20;;)2 = lfin e ) (VL17)

g

Similar to U = 0, the angles become independent of the position in the chain for
N — o0.

V1.4 Numerical Minimization

The ansatz of Eq. (V1.6) can be used to numerical minimize the commutator func-
tional F (U, UT) from Eq. (VI.7). This minimization is performed directly on the
manifold of the unitaries ué j+1 using Riemannian optimization, as explained for ex-
ample in [302]. In short, Riemannian optimization uses the bare gradients V_« 7,

7,J+1
evaluated by treating the unitary ugTJ) 41 as a normal matrix, and projects them to

the tangent space of the manifold of unitary matrices. The next update step is then
determined by varying the unitary along a path in this manifold in the direction of
the projected gradient.

The unitaries ué , are initialized close to the identity using

J+

l iaV5
. = J,J+1
Uj 41 €

where Vj{ it
unit norm that commutes with the parity operator 13, and o < 1 is a small rotation
angle.

; is a random Hermitian operator acting on the two sites (s;,s;,1) with
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The bare gradients Vu(]nj H.T are calculated using automatic differentiation [303], and
the cost function is minimized with respect to all the unitaries ué j+1 1n the circuit
simultaneously. Optimizing all unitaries simultaneously requires the contraction of
the full network every time the cost function F (U, UT) is evaluated. This becomes
very expensive for a larger number of layers, and a strategy that optimizes the
tensors locally by fixing the rest is the preferred strategy, an approach that was
taken, for example, by the authors of [304] and [305] to find the full spectrum of a
many-body localized Hamiltonian. To demonstrate the efficiency of the ansatz, the
chains considered in this section and the number of layers are chosen to be small,
such that a full global optimization is possible. A comprehensive examination of the
ansatz and the most effective minimization strategy will be presented in a future
publication. Specifically, we minimized the ansatz with np,., < 3 for system sizes
N < 18 in the integrable limits, and N < 16 in the non-integrable limits. In all
considered cases, the time required to evaluate the quantum circuit was less than 3
minutes, still allowing us to find the variational optimum within a few days.

VI.4.1 Integrable Points

10 % 0\0\‘\‘\‘\. \\
NS NS 10*2.
10 Py
S S
S 4ol S
B\ ® 1=08w ! 6\
o =12w
10-1]e = 1.6w
§ 10 12 14 16 18 § 10 12 14 16 18

N N
(a) (b)

Figure VI.1: Commutator functional F (U, U") from Eq. (V1.7) against the system size for
U = 0 (panel (a)) and o = 0 (panel (b)). In panel (a) for 4 = 0.8, the commutator functional
hits the sensitivity threshold set by the norms of the gradient, leading to a saturation of
the values. The lines are obtained by fitting the points with the function f(N) = fye~ 2 aV,
with the results for Ag; reported in Table. VI.1.

As a first proof of concept, we test the numerical minimization of the ansatz for the
ASZM in the integrable limits of the KHM from Eq. (VI.11)

1U=0,|p <2w
II u=0,|U| <w,and w+#0

In both cases, the ASZM becomes a SZM that commutes with the Hamiltonian in the
thermodynamic limit and can be represented by an MPO of small bond dimension.
For every finite system size, it is expected that the commutator cost function from
equation Eq. (VI.3) vanishes exponentially with the system size

F(T) ~e 22N, (VL.18)
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where A defines the localization length of the SZM. From the exact form of the SZM,
the localization length can be found to be

M = —log (£-) for U =0 . (V1.19)
—%log (g) for p =20

Because the exact MPO for both cases from Egs. (VI.12) and (VI.15) are of bond
dimension y < 4, it is expected that a circuit with only one layer from Eq. (VI.6) is
sufficient to represent the exact MPO. The dependency of the commutator functional
F(U,UT) on the system length is shown for various parameters in Figure VI.1, where
panel (a) shows the case of U = 0 and panel (b) shows the case of ;1 = 0. In both
instances, the unitary circuit with a single layer was variationally minimized until the
gradient of F (U, U") fell below 10719, establishing a natural cutoff for the precision
of the commutator functional at the tenth digit.

N/ w )‘exact )‘ﬁt U/ w Aexact )‘ﬁt
0.8 | 0.91629 | 0.91627(7) 0.4 | 0.458145 | 0.458158(6)
1.2 0.5108 0.5111(1) 0.6 0.2554 0.2565(3)
1.6 0.223 0.237(3) 0.8 0.111 0.127(3)
a) b)

Table VI.1: Extracted localization length of the SZM for U = 0 (a) and p = 0 (b) by fitting
the exponential decay of the commutator functional from Fig. VI.1.

For all parameters, the commutator functional vanishes exponentially with the sys-
tem size, as expected, up to the precision determined by the gradient convergence.
The localization length A obtained from fitting this exponential decay is compatible
with the exact value from Eq. (VI.19), as shown in Table VI.1.

Next, we examine the distance® between the numerically minimized tensor network
and the exact SZM given by

d(F7 Fexact) = \/2 (1 - <F? Fexact>) : (VIQO)

Here, I, is either the MPO from Eq. (VI.12) for U = 0 or Eq. (VI.15) for u = 0.
This distance is shown in Fig. V1.2, where panel (a) shows the case U = 0 and
panel (b) shows the case u = 0. For all parameters, the distance exponentially
vanishes with respect to the system size, up to the precision determined by the
gradient convergence. Performing the same analysis with an ansatz containing two
layers, ny ., = 2, reproduces the same results within numerical precision. Therefore,
the initial assumption that np,., = 1 is sufficient to represent the exact MPO is
correct, and the results presented here clearly demonstrate that the unitary circuit
can represent the exact SZM in the integrable limits.

VI1.4.2 General Case

Away from the integrable points discussed in the previous subsection, the KHM,
Eq. (VI.11), is expected to exhibit only a ASZM at generic parameter points in the

3 The distance between two operators d(A, B) is induced by the Frobenius scalar product,
Eq. (1.9), and given by d(A, B) = \/((A— B)t,(A— B)). Inserting A =T and B=T and
using I'? =T2_ =1 and (I, T Y = (T oxact, I') leads to Eq. (VI.20).

’ — exact

exact?
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Figure VI.2: Distance between the numerical minimized tensor network and the exact MPO,
as defined in Eq. (VI.20) against the system size. Panel (a) shows the case of U = 0 with
[ovact given by the MPO in Eq. (VI.12), and panel (b) the case of x = 0 where I'
given by the MPO from Eq. (VI.15).

exact 15

SPTP. As discussed in Subsection 1.5, the existence of a ASZM implies prolonged
lifetimes of excitations generated by the edge operator o7, even at infinite tempera-
tures. At the level of the commutator functional from Eq. (VI.3), this suggests the
existence of an edge localized Majorana operator I' € M with a finite overlap (T, o7)

that minimizes & (I"). In contrast to the integrable points, this minimum should be-
N
come independent of the system size F (I) Ry o(U, p, w), with this constant

mainly defining the lifetime of edge excitations induced by of [214].

In the following discussion, we present initial results obtained by minimizing the
commutator functional in Eq. (VI.7) with respect to the unitary circuit described in
Eq. (V1.9) for various numbers of layers. For all results presented below, optimization
was performed until the gradients fell below 107°. However, for ny,., = 3, this
threshold was not achieved for N = 14 and N = 16, leading to the exclusion of these
datasets from the subsequent discussion. Additionally, the chemical potential was
held constant at g = 0.2w, while the interaction parameter varied from U = 0.2w
to U = 0.8w, ensuring that all considered parameter points remained within the
SPTP.

Figure VI.3(a) presents the commutator functional of the numerically obtained I'(¥/)
against the number of sites N, exemplified for y = 0.2w, U = 0.4w. For every fixed
Npayers the minimal commutator obtained saturates with the system size at approx-
imately N = 12. Compared to the exactly solvable limits shown in Fig. VI.1, this
saturation suggests that the operator we have identified is not an SZM, indicating
that edge excitations possess a finite lifetime. By fixing the number of system sites,
the commutator functional is reduced by increasing the number of layers. By plot-
ting the final value of the commutator functional against ny, .., inset of Fig. VI.3(a),
it is observed that this value converges in the number of layers. Because the unitary
circuit is local, reaching a saturation within a finite number of layers indicates that
the ASZM is localized to the edge of the system, exhibiting a finite penetration
depth.

The overlap between the numerically determined I'((U)) and the edge operator o7,
as illustrated in Figure VI.3(b) for p = 0.2w, U = 0.4w, further demonstrates this
point. Similar to the commutator functional, the overlap saturates for a fixed number
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Figure VL.3: (a) Commutator functional F (2, %) obtained from numerical minimization at
= 0.2w and U = 0.4w for an increasing number of layers in the unitary circuit. (b) Overlap
of the numerically obtained ASZM with the edge operator ¢ for the same parameter point
as in panel (a). The inset in both panels shows the convergence of the cost function (panel
(a)) and the overlap (panel (b)) with respect to the number of layers for N = 12.
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Figure V1.4: Commutator functional 7 (&,U") as a function of the number of layers and for
different interaction strengths at p = 0.2w for a chain of N = 12 sites.

of layers with respect to the system size and decreases slightly with an increase in
the number of layers, see the inset of Fig. VI.3(b). This finite overlap indicates that
['(U) functions as a boundary operator of finite depth, allowing the edge operator
o{ to be expanded as

of = AU +V1—A2T, A=(T,0%),

where I is a remaining Majorana operator that anti-commutes with I'. Given that
F(0F) ~ w? is valid for a generic point and I' possesses a small commutator func-
tional, it follows that the residual operator must also satisfy F(I') ~ w? > F(I).
As a consequence, the long-time properties of the edge excitation are defined by the
ASZM T, and in particular the Autocorrelation Function, introduced in Section 1.5,
has the asymptotic form [214]

Bw
Coolo® t) m A2t 7= ———
5—0(0-1 ) € T ?O(U, M’w)

where B is a constant of order one?.

4 The short-time dynamics of % are more complex and related to the residual operator I
However, owing to the large commutator with the Hamiltonian, this contribution decays at time
scales t* ~ w.
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The same convergence behavior in the commutator and overlap was also observed
for other interaction strengths. This is explicitly shown in Fig. VI.4, where the
commutator functional is plotted against the number of layers for various interaction
strengths for a system with N = 12 lattice sites. For all interaction values, the
commutator becomes smaller as the number of layers increases; however, it displays
a saturating behavior. This saturation value shows a non-trivial behavior on the
interaction strength.

(a)
. 107
il(r?— 109 __
z =
§" 1073 08 \:;
g‘/w*4 0.7

02 03 04 05 06 07 08
U/w
(b)

%5 0.75
7 0501
= 0.251

02 03 04 05 06 07 08
U/w

Figure VL5: (a) Dependence of the commutator functional (red circles) and overlap with
the seed operator T'; (blue triangles) on the interaction strength for y = 0.2w and a chain
of N = 12 sites. (b) Distance, Eq. (VI.21), of the numerical obtained ASZM from the seed
operator I'y. The black line is a linear fit of the form f(U) = 6U/w + d,, with § = 0.97(2)
and d, = 0.033(9).

To quantify this non-trivial dependence, we investigated how the commutator func-
tional and overlap change with the interaction strength. Figure VI.5(a) shows the
behavior of both quantities for a chain of size N = 12 and three layers of the
quantum circuit. Both quantities have a remarkable symmetry with respect to the
interaction strength: while the logarithm commutator increases with increasing in-
teraction strength, the overlap decreases. It is observed that the distance, compare
also Eq. (V1.20), of the final ASZM I'(/) with the edge operator of defined as

d(T,0%) = /2 (1 — (T, 0%)), (V1.21)

has a simple linear dependence on the interaction strength U
U
d(l',o7) =6—+d,. (VI.22)
w

This dependency is shown in Fig. VI.5(b), together with a fit of the above linear
form. Based on the mirror symmetry of Fig. VI.5(a), a similar form can be found
for the commutator functional

(A(1-U/w)+fo)?
2

?(U7 K, ’LU) ~ ’11)26_7 )

for the intermediate interactions considered in this study. We emphasize that this
functional behavior is incorrect for small values of U, as the commutator must vanish
exponentially with the system size when U = 0, as shown in Eq. (VI.18).
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V1.5 Conclusion

In this chapter, we presented a variational ansatz for the SZM and ASZM. This
ansatz is based on a unitary circuit applied to a local seed operator and is tailored
for direct operation in the correct manifold of Majorana operators. We demonstrated
analytically and numerically that this ansatz is sufficient to reproduce the correct
SZM in the integrable limits of the KHM. Furthermore, we extended the analysis to
a set of generic parameter points inside the SPTP of the KHM. First initial results
were presented, showing that the ansatz can be used to search for edge-localized
Majorana operators that almost commute with the Hamiltonian. Because the value
of the commutator functional defines the lifetime of the ASZM, this ansatz can be
used to study how the lifetime changes across the phase diagram.

In future research, it would be interesting to consider a broader range of parameters
and study how the commutator functional changes as a function of U and p in the
entire SPTP. In particular, it would be of interest how the ASZM disappears while
approaching the phase boundaries.

Another interesting direction is to consider other models that can host more exotic
ASZM, such as a parafermionic chain with a Zg symmetry[298, 306, 307]. The vari-
ational ansatz presented here can easily be extended to such a parafermionic chain
by simply replacing the seed operator I'j by an operator matching the conditions of
a parafermionic ASZM.

Finally, the results presented for the non-integrable case display convergence with
respect to the number of layers and sites. However, to obtain more conclusive results,
a comprehensive study on convergence is required. In this study, it is also possible
to consider a different form of the quantum circuit, such as replacing the two-body
unitary operators with n-body unitary operators, while keeping the number of layers
low, similar to the approach chosen by [305].






Conclusion

In this thesis, we explored various exotic phases of correlated one-dimensional quan-
tum matter. We proposed several models that can be tuned to achieve novel phases
of interest for both theoretical and experimental purposes and studied their static
properties. In addition, we examined the non-equilibrium dynamics of spatially lo-
calized objects, including edge modes in one-dimensional chains and domain walls
in two-dimensional quantum magnets. After a general introduction to the field of
one-dimensional quantum matter in the first part, we present the findings of this
thesis in Chapters [-VI.

In Chapter I, we discussed a coupled wire model of fermions that realizes the
Symmetry-Protected Topological Phase (SPTP) of unpaired Majorana Zero Modes
(MZMs) while preserving the number of total fermions. Specifically, the model con-
sists of four wires arranged around a cylinder, enabling the particles to traverse in
the short direction of the cylinder. By applying a magnetic field along the cylinder’s
long axis, tuned to induce a n-flux, fermions begin to negatively interfere along var-
ious paths around the cylinder, resulting in all single-particle tunneling processes
between two wires on opposite sides of the cylinder being precisely zero. We have
shown that introducing generic two-body interaction terms to this coupled wire sys-
tem gives rise to coherent pair tunneling processes, which mimic a p-wave pairing
potential for one of the wires. Through analytical methods and extensive numeri-
cal studies using finite-size tensor networks, we demonstrated that this wire system
transitions into the SPTP phase.

The second result presented in Chapter Il explores the emergence of the Tricriti-
cal Ising (TCI) model within a network of superconducting islands interconnected
by Josephson junctions. To engineer the T'CI phase, we introduced a novel triple-
junction element as a fundamental building block, which was arranged linearly to
create a full quantum ladder model. We demonstrated that the anharmonicity of
this triple junction reproduces the potential landscape necessary for the emergence
of the TCI phase. In addition, we confirmed the semi-classical expectation through
extensive numerical tensor network simulations of both finite and infinite systems.
This allowed us to demonstrate that the T'CI emerges in the full quantum model.

In Chapter III, we explore the dynamic phase transition of a domain wall within a
two-dimensional quantum magnet described by the Transverse Field Ising Model.
Previous research has indicated that a domain wall, which is a one-dimensional quan-
tum object, can experience a continuous quantum phase transition in equilibrium.
Our work has demonstrated the existence of a dynamic counterpart to this equilib-
rium transition, where the domain wall remains stable during time evolution, even
over extended time scales below a critical coupling. To achieve this, we identified
an effective non-perturbative one-dimensional Hamiltonian that characterizes the
isolated dynamics of the domain wall and developed a corresponding observable to
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capture the dynamical phase transition. By extending this observable to the entire
two-dimensional quantum magnet, we have shown that below the critical coupling,
the results of the full two-dimensional and effective one-dimensional dynamics are
consistent with each other. Our study revealed a novel mechanism by which a quan-
tum many-body system can avoid thermalization up to mesoscopic timescales, with
the domain wall remaining a well-defined, one-dimensional quantum object.

In Chapter IV, we revisited the SPTP of unpaired MZMs, a topic also explored in
Chapter I. Here, we focused on examining the non-equilibrium properties of emer-
gent MZMs at finite temperatures. To this end, we considered a model that realizes
this phase by breaking the particle number conservation, in contrast to the model
considered in Chapter 1. Previous research has found that within the SPTP, the
MZM, typically defined in the ground-state manifold, becomes an Almost Strong
Zero Mode (ASZM), an operator with a significantly extended but finite lifetime
compared to typical bulk operators. While earlier studies concentrated on infinite
temperatures, we developed an algorithm based on tensor-network methods to in-
vestigate the non-equilibrium properties of the ASZM at any finite temperature.
Utilizing this algorithm, we demonstrated that the ASZM is smoothly connected to
the MZM emerging in the ground-state manifold as the temperature is tuned from
infinity to zero. Additionally, through exact diagonalization, we associated the pro-
longed lifetime of the ASZM with an extended degeneracy in the energy spectrum
beyond the ground-state manifold.

In Chapters V and VI, we presented unpublished results that extend the findings
discussed in Chapter IV. Specifically, in Chapter V, we applied the tensor-network
algorithm developed in Chapter [V to a class of coupled fermionic wire models that
realize the SPTP without breaking particle conservation, similar to the model con-
sidered in Chapter I. As demonstrated in Chapter I, this class of models exhibits
additional gapless density wave excitations, raising the question of whether these
long-wavelength excitations could undermine the existence of the ASZM in these
models. We found that this class of models does indeed have an emerging ASZM;
however, unlike the standard models considered in Chapter IV, this ASZM is quite
weak at high temperatures but shows an exponential increase in lifetime with re-
spect to the inverse temperature. This allows for the observation of the MZM if the
temperature is sufficiently low, even in the presence of the gapless mode.

In Chapter VI, we introduced a general variational ansatz for the ASZM that is ap-
plicable to generic fermionic models. This ansatz is tailored to represent the relevant
variational manifold. We have shown that it can accurately reproduce the form of
the ASZM in the integrable limits, both analytically and numerically. Additionally,
we presented preliminary findings for generic, non-integrable points. These findings
reveal the presence of a localized operator that almost commutes with the Hamil-
tonian, indicating that the excitations generated by this edge operator have a long,
but finite lifetime.

In conclusion, there are multiple possible directions for extending the findings of
this thesis. Implementing the proposed models on a real physical platform would
allow for new perspectives to observe these novel phases of matter. However, be-
cause the results presented in this thesis are mainly proofs of concept, such a device
implementation would require a large-scale scan of the phase diagrams to identify
possible parameter regions that realize the desired phase that are reachable with the
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quantum simulator. Second, the results presented in Chapters V and VI are prelimi-
nary. In particular, extending the investigation from Chapter V of the lifetime of the
ASZM in the class of number-conserving Hamiltonians is important to understand
how these platforms can be used to observe this novel SPTP. On the other hand, the
variational algorithm presented in Chapter VI can be straightforwardly generalized
to more exotic cases, such as parafermions. This can be used to search for possible
Strong Zero Mode (SZM) in such models, where it is still an open question whether
such a mode can exist or not.
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APPENDIX

Basics of Linear Algebra

This appendix provides a brief review of vector spaces and linear maps, including the
most important matrix decompositions used in the context of tensor networks. Since
all vector spaces encountered in the context of this thesis are finite dimensional, this
will be assumed throughout this appendix. For proofs and further details, the reader
is referred to some standard books on linear algebra, such as [308].

A.1 Linear Maps

A.1.1 Vector Spaces

A vector space V over the field C is a set of vectors |v) € V and the properties
zlvy) €V, u) +vy) €V

for |v;) € V and z € C. If a vector |v) can be expressed as a linear combination of

o) =D A lvn) (A1)

other vectors

it is called linear dependent. The maximal set of linearly independent vectors |v,,)
for m = 1,..., N is called a basis of 7V and N is the dimension of V. Every vector in
V can be expressed in this basis as in Eq. (A.1) with A\, € C.

On the vector space V it is possible to define an inner product

(lor) s [vg)) € €

which is anti-linear in the first argument

(z|v1) + [vg) s [v3)) = Z([v1) s |v3)) + (Jva) s |v3)) s

and linear in the second argument

(Jv1) s 2[va) + |vg)) = 2 (Jv1) s [v2)) + ([v1) 5 [vs)) s

where z defines the complex conjugate of z. A vector space with an inner product is
called a Hilbert space.
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The existence of the inner product allows for choosing a basis which is orthonormal
with respect to this inner product

(1vn) 5 [vm)) = O »
and the expansion coefficients from Eq. (A.1) for a generic state |v) € V are given
by
Ap = ([vn), [0)).
This basis can be generated iteratively from N linearly independent vectors using
general algorithms such as the Gram-Schmidt process [308, p. 88 — 91].

The space of all linear maps from V to C is called V
(vjw) € C,

which also forms a linear vector space of dimension N. Using the inner product this
set is naturally identified with V itself

(01]vz) = (fv1) ; [v2)) -

Given an orthonormal basis of V, this duality directly results in an orthonormal dual
basis of V that fulfills

(On V) = b - (A.2)

A.1.2 Linear Maps

A linear map between two Hilbert spaces ¥V and W, with dimension Ny and Ny,
respectively, is a transformation

Alalvy) +[vg)) = aA(lor)) + A(lvg)) € W

By choosing an orthonormal basis |v,,) € V and |w,,) € W on the two Hilbert spaces,
the linear map can be expressed as

Ny Ny

A= Z Z Am,n |wm> <Un|

n=1m=1

where A,, , forms a complex Ny, x Ny matrix. This can be naturally extended to
multi-linear maps of L Hilbert spaces to R new Hilbert spaces, which are defined in
the local basis as

A= Z Z A(nl,...,nL),(ml,...,mR) |U}1, 7wR> </Ulv 7UL|

Ty My, Mg

where A, 0 m,y,..,my) forms a complex tensor, and the total number of indices

is called the tensor rank.

A.2 Matrix Decomposition

The tensors of complex multi-linear maps are the building blocks of tensor networks.
These tensors can be manipulated by decomposing them into other tensors with spe-
cial properties. This can be used, for example, to decompose a high-rank tensor into
lower-rank constituents or to define compression methods. Typically, the decom-
position is based on matrix decompositions and extended to tensors by combining
indices into super-indices.
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A.2.1 QR Decomposition

The QR decomposition [308, p. 139 — 142] is a decomposition of a rectangular matrix
M € Mat(C,n,m) into an n X n unitary @ and an upper rectangular matrix R of
size n X m

M=QR,Q", Q=0QQ'=1. (A.3)
In the case of n > m, only the upper m x m part of the rectangular matrix R is
non-trivial, with the remaining (n—m) rows being plain zeros. It is possible to define
a reduced QR decomposition by writing

M = (Q1 QQ) (R;I) =QRy, (A.4)
and storing only the relevant part (@, R;). Here, the two matrices Q; are two
isometries of size m x m and (n —m) x m for j = 1 and j = 2 respectively, with
Q]Q; = 1 and Q;Qj # 1. In particular, the matrix P; = Q;Qj is a projector
Pj2 = P; on the subspace of the two blocks with P, + P, =1 on the full n X n space.
For m > n such a decomposition is not possible if M has full rank and @ = @ is a
full unitary. In general, the isometry (unitary) @, is not unique. However, by fixing
the phase of the diagonals of R, to be on the real positive line, the QR decomposition
becomes unique.

In analogy to the QR decomposition, one can also define an LQ decomposition
M = LQ, where L is a lower rectangular matrix. The LQ decomposition can be
obtained from the QR decomposition by

t QR M f

M = (M%) (QR)' = RTQT = LQ . (A.5)

In the last step, it was used that the QT is again a unitary matrix and R becomes
a lower rectangular matrix. Figure A.1(a) shows the QR decomposition using the
graphical notation of tensor networks introduced in Chapter2.

_jlu ]u Ju
jl jr ﬁ jr jl jr
M = M = Q) R
I 79 Jd
Ja

Figure A.1: Graphical representation of the QR (LQ) decomposition. (a) Splitting a rectan-
gular matrix into a unitary @ and an upper (lower) triangular matrix R (L), as explained
in the text. (b) QR decomposition of a multi-linear map by grouping the indices j;, j, and
Jq into one combined index J = (j,,,7;,j4) and treating the multi-linear map as a matrix.

The QR decomposition is generalized to multi-linear maps represented by the tensor
A; ;.- In this case, the indices are collected in two super indices J = (j; ,...J; )
and K = (jy, ;.. Ji,_ ) such that A; x forms a rectangular matrix that can be used
to perform the QR decomposition. Here, [, enumerates a subset of all /N indices in
an arbitrary order, and k; enumerates the remaining indices. Figure A.1(b) shows

an example of such a fusion operation for a tensor with four indices.
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A.2.2 Singular Value Decomposition

The Singular-Value Decomposition (SVD) [308, p. 209 — 220] is a decomposition of a
rectangular matrix M € Mat(C,n, m) into three matrices U, ¥ and V, where U and
V are unitary matrices of size n x n and m x m respectively, and ¥ is a rectangular
matrix of size n x m with only real positive values on the diagonal. The non-zero
elements in X are called singular values o of the matrix M which are assumed to

J
be ordered o, > g4 > .... The decomposition reads

M=UXVT,

The column vectors of U (V) are the left (right) singular vectors u; (v;), and the

number of non-zero singular values o; defines the rank of the matrix M.

Similar to the reduced QR decomposition defined in Eq. (A.4), it is possible to
reduce the number of stored parameters using a compact SVD. By assuming again
n > m, this reduced form is defined by

by
M = (U1 Uz) (01> vi=U,5, V1 (A.6)

where ¥, is an m x m diagonal matrix storing all the singular values o, and the
remaining part of the singular matrix is a (n —m) x m matrix filled with zeros. The
two matrices U; are isometries with properties similar to those in the case of the QR
decomposition.

One way to compute the SVD is to perform two eigenvalue decompositions on the
matrices A; = MTM and A, = MM?. The singular values are the square roots of
the eigenvalues of the two matrices A;.

Truncating the singular matrix ¥; to only contain m’ < m singular values and
discarding the corresponding columns in U; and V, the compressed matrix M’ =
U{¥'V’ is the best low-rank approximation with respect to the Frobenius scalar
product

M
M —M|P=Tc[M—-M]= Y o2

j=m’'+1

A.2.3 Eigenvalue decomposition

If for a square matrix M € Mat(C,n,n) there exists an invertable matrix J such
that
J*MJ =D (A.7)

such that D is a diagonal matrix with complex entries, the matrix M is called
diagonalizable, and Eq. (A.7) is called the eigenvalue decomposition. The elements
A; of D are the eigenvalue, and the columns of J are the eigenvectors v; of M which
fulfill

— T —
Muv; = A 050, =065

There are special cases that allow for a stricter condition on the diagonalization
matrix J. If the matrix M is Hermitian, M1 = M, the matrix J can be chosen to be
unitary J' = J~1 and the eigenvalues are real.

By discarding the smallest eigenvalues, the square matrix can be compressed, similar
to the SVD compression.
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Derivation of the
Jordan-Wigner Transformation

This appendix provides details on the derivation of the Jordan-Wigner transforma-
tion, which maps local one-dimensional models of fermions to spins. For simplicity,
only the case of spinless fermions described by the annihilation (creation) operators
agﬂ is considered here. The local fermionic Hilbert space is two-dimensional and is
spanned by the occupation basis |0) and |1) which are the eigenstates of the fermionic
number operator 7;. On the level of many-body states, the local occupation basis
is identified with the two-dimensional Hilbert space of a spin-1/2 degree of freedom

according to
0y =11), ()=,

and the local number operator becomes

. 1

To derive the mapping of the fermionic ladder operators into the spin basis, consider

the improper annihilation and creation operators from Eq. (1.31)

1
~7 __ T s YN . ot ~ T g YN —
a; = §<Uj +wj) =0, a;= i(aj —wj) =0 (B.1)

This set of operators have the correct anti-commutation relation onside
~f o~ 1 _ ~(t) ~(hH _
{aa} =1, {&.a"} =0
due to the commutation relations of Pauli matrices. However, they commute on

different sites and do not fulfill the Canonical Anti-Commutation Relations (CAR);
see also Eq. (1.28).

A way to restore the CAR is to dress the improper operators (B.1) by non-local
unitaries

a; =U,(j)@;U3(j), af=U,(j)a uf(), UlGUG)=U,()UG) =1 .

By requiring that the local number operator is preserved under this dressing

— i"‘JFN il z
n; =aja; = a;a; —5(]1—&-%),
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it is possible to choose Uy (j) = 1 and U, (j) = U(j) as non-trivial unitaries, which
are fixed by the anti-commutation relations.

To find the correct expression for U(j), consider first the anti-commutator of two
annihilation operators acting on the same site. From

{aj.0,} ={UG)a;.UG)a; } =0

it follows

UG)a, Uj)d, = 0.

This equation is solved by requiring [U(j), a,] = 0. Using the anti-commutator of a;
and a, it follows [U(j),&;] =0.

The anti-commutator of two annihilation operators at position j and k£ < j evaluates
to

which follows from {AB,C} = A[B,C|+{A,C}B and [A, BC| = [A, B|C+ B[A,C].
Since {a;,a,} = 0, it follows that the all the terms on the right have to vanish
individually

[U(]>7ak] =0, [U<])7U(k>] =0, {EL],U(/{:)} =0.

By considering the anti-commutator of two creation operators, a similar set of equa-
tions can be derived for UT (k)

The first and second equation are fulfilled by choosing the operator U; to consists
of a string of local unitaries acting to the left of site j

U(j) ::3]':Hpk7 pip, =1

k<j

and the last equation states that p, must be an operator that anti-commutes with
the local annihilation (creation) of a particle. An operator that has this sensitivity
to the change in the local occupation is the local parity of site k. By setting p, =

exp(inny,) = —o7, the complete non-local mapping of the ladder operators to the
spin operators becomes
~ i 2\ ~(1
o) =3, = T o) = [T -o)a. o
k<j J<k

This is the Jordan-Wigner transformation [82]. Note that the transformation is not
unique, and other mappings are possible.
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Derivation of the Majorana
Zero Modes

This appendix presents a detailed derivation of the expression of the Majorana Zero
Mode (MZM) from Eq. (1.97). The starting point is the Kitaev chain model in the
Majorana form from Eq. (1.89) given by

N—1 N
HKitaev = Z [Ar i7j7b7j+l,a + )‘y iVj,a'Vj+1,b] + g Z iﬂ}lj,a’)/j,b
1 = (C.1)
L ws) L _wed) g
x 2 ’ Y 2 ’ 2

A suitable ansatz for the MZM is given by the two Majorana operators

N N
Ty =Y 0far To=>_ s (C.2)
=1 =1

only involving one of the two Majorana types. The normalization condition I'2 = 1

requires
N

> (52 =1.

j=1
Taking the convention pg = p%_; = 0, the commutator of these two operators with
the Hamiltonian of Eq. (C.1) is given by

N
[H,To) =20 > (Apfin — 900 — A1) b

=1

5 (C.3)
[H7 Fb] =2 Z <7)‘zp?—1 + gp? + )‘yp?+1> ’Yl,a .

l

Il
—

Note that the commutator of H with either of the two operators involves only Majo-
rana operators of the other type. This is a direct consequence of the chiral symmetry
of the Hamiltonian, as expressed in Eq. (1.101). If the two Majorana operators I, ,
are zero modes of the Hamiltonian, their commutator must vanish. By Eq. (C.3)
this results in the two recursion relations

Epty +pi' +0p, =0 (C.4)
Eppy +pl +0pp =0 (C.5)
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where the two parameters

g g
were defined. These recursion relations must fulfill the boundary conditions pf§ =
pN+1 = 0. A way to solve a recursive equation as the two given by Eq. C.4 and C.4

is in terms of a generating function. As an example, consider the equation for I',.
The generating function is a real valued function F(z) defined by!

N
F(x) = Zp}lzx*j. (C.6)
=1
Applying the recursion from Eq. (C.4) one obtains
N-1
F(z)=piz~' + > pla~ + pga—™
=2
(€9 a.—1 = a a —J a —N
= —[&p3z + Z(fﬂjﬂ +0pf 1)z +0pN_q @
=2
N ' N '
=- (@c [Z piad —pia! > pfa - pm“] )
j=1 j=1

4]
—— (5 + &) F@) + pie+ oo

0
+ —
x

As the solution should be localized to the left site of the system, a reasonable ap-
proximation is p%; &~ 0. Solving the previous equation for F(z) results in

préx préx TS ( 1 1 )

Fle) = [—p/z T-pja

&l ta+d (w—p)e—pl)  p_—py

N
— N> (ph = pl)a
3=0

where IV collects all constants and the p_ are the roots of the polynomial f(x) =
&x% + x + § given by

1 1 5 Mi\/u2—4t2+4A123
- = ) C.7
Pe="9¢F\12 " ¢ 206+ A,) (C.7)
A direct comparison with Eq. (C.6) gives the desired result
Py =N (o) —p) . (C.8)

The constant NV is fixed by the condition I'2 = 1. The expression for p? is derived
in the same way, but with the modified generating function

N
F(zx)= Z p?:nj .
=1

This concludes the derivation of the MZM.

! The ansatz chosen here leads to a result which is valid for all parameters u, t, A, >0.
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Strong Zero Mode from
Quantum Circuit

In this appendix, the unitary quantum circuit is derived that rotates the seed op-
erator I'y = ~{ to the Strong Zero Mode (SZM) of the two integrable points of
the Kitaev-Hubbard Model (KHM). Under the Jordan-Wigner transformation, the
model is given by

N—1 /,LN_l
HKH—Z WUJUJ+1+U ] ]+1+§ O—jz', (Dl)
J= J=1

and the two integrable points are defined by
I1U=0,|p <2w
IT u=0, Ul <w

The seed operator becomes I'y = o7 under the Jordan-Wigner transformation, and
the SZM is given by

Zpﬂ(Hak) r, N(N) = 11_‘,0’;17 p=a- (D2

k<j

for case I [84] and

155+
Iy =N(N) Z (=p)? (HUZk 102k> 091>
j=1

k< (D.3)
1—p?
N(N) = , = —
W=\ P
for case II [224], respectively.
The aim is to find a unitary rotation represented by the quantum circuit
U, = = “7\771,NU?V72,N71 “g,guiz ) (D.4)

223




224 APPENDIX D. STRONG ZERO MODE FROM QUANTUM CIRCUIT

such that I', = U,I', UJ for o either I or I1. As explained in Chapter VI, the local uni-
tary matrices uf ;  are chosen to commute with the parity operator P = Hj(—aj).
This requires that the total sum of the Pauli-X and Pauli-Y operators is conserved
when acting on a pair of Pauli operators. In particular, by representing u] ;. as the

matrix exponential of an Hermitian operator V; ;.; through

o — oV i1
Ujjer =€ 70

this operator can only be of the form

i z z yApy A
VMH =ao51 +ay 0% + 05 +ag0io]

T ST Yy Y x LY Yz
T Q0505 + Q50505 +Qg005  + Q005

with a; € R.

D.1 Casel: U =0

This section considers case | where the Hubbard interaction is zero. The model from
Eq. (D.1) reduces to the Transverse Field Ising Model, and the SZM is given by
Eq. (D.2). Below, two equivalent derivations of the unitary circuit U are presented.

D.1.1 Algebraic Derivation

As the operator I'; from Eq. (D.2) is a sum over strings of the type (][] 7

the two-body unitary should encode the transformation
uI. .
A x Z T 2 2
of — &oj+&oj07,, §+H&E=1.

In this way, the Pauli-X operator is shifted to the right owing to the ladder structure
of the quantum circuit, generating the desired string structure.

An operator generating this transformation is given by

u;ﬂ_l — i20570F — cos(aj) 142 Sin(aj)aé-iaﬁl (D.5)
with §; = cos(2a;) and &, = sin(2a;).

Applying the full unitary circuit to the seed operator I'jy = of leads to

N-1 J—1 N-1
U, I“OUIJr = Z cos(2a;) (H sin(2ak)a,§> of + (H sin(2ak)az> o%. (D.6)
= k=1 k=1

Compared to the expression of the SZM in Eq. (D.2), the angles have to fulfill the
conditions

j—1
: . 1—p? . ,
7v; = cos(2a;) ll:[ls1n(2ak) =N(N)p’~t = m/ﬂ L'V 0<j<N

(D.7)

N-1
1—p2
: N-1 / N-1
VN = k|:|1 sin(2ay,) = N(N)p =\/1 pQNp .

Dividing v, by vn_; results in

YN

= tan(20y 1) = p.,
YN-1
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defining the last rotation angle ap_;. To find the result for the remaining N — 2
angles, consider the relation

N—r—1

Z’YN 1= H sin(20,)? = N(N)? ZP2<N_I_1),
1=0
which can be proven by induction. Dividing this square sum by v%,_,_; results in

2o VA DI

=tan(ay_, 1) = —"—"F—5—,
7]2\]77_1 N-r—1 pQ(Nfer)

and by setting j = N —r — 1 gives the solution for all the angles for 1 <j < N —2

N—j—1 N—j—1

tan2a 2ZpN]11 QZP

where the last step follows after a simple change in the summation variable k =
N —j—1—1. Putting everything together, the solution for all angles can be written
as

tan(20;)? = p Z p*F = P 5 (1—p?N=9) . (D.8)

D.1.2 Derivation Using a Matrix Product Operator

An alternative derivation of the same result can be performed using tensor net-
works. The SZM I' from Eq. (D.2) can be written as a homogeneous Matrix Product
Operator (MPO) of bond dimension x = 2

() ) - (5) o

in the notation of Chapter 2. Similar, the seed operator can be represented as a
bond dimension x = 2 MPO by

wj_@ 1), = (o o). VVN—G). (0.10)

Let contr(A, B) be the operation of contracting two tensors sharing one vertical link.
The contraction of two neighboring W7 tensors along the vertical direction yields

Wit = contr(Wd, witty — [V 7 @1}
0 Ix1

and a two-body unitary acts on this contracted tensor as

I
Lo Wit o )t = 0w (0" @T) (uj )
' 0 I®1

(0 cos(2a;) 1®1 +sin(2a;) 1 ®°
0 11 '

The action on the left side of this equation is to be understood for every combination
of horizontal indices, and the second line uses the parameterization of the unitary
from Eq. (D.5).
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Setting

o i A B

) W (uf 50)T = contr(TWIHY) - T =
C D

defines a splitting where the new right tensor is again the generating tensor of the

seed operator I, allowing the application of the next two-body unitary in the same
way. Writing out the right site of this equation, it is found

0 ARo"+B®1) _ (0 cos(2a;)0” ® 1 +sin(2a;)0* @ o*
0 C®o"+De1 0 191 '
This set of matrix equations is uniquely solved by
A =sin(2a;)0*, B=cos(2a;)0", C=0, D=1,

and the tensor T'is the generating tensor of the I' from Eq. (D.9) if the angles a;
are chosen as in Eq. (D.8).

D.2 CaselIl: 4x =0

This section considers case II where the chemical potential is zero. The SZM is given
by Eq. (D.3). Below, only the algebraic derivation is presented. The derivation using
the MPO formalism is similar to that in case I.

Similar to case I, the operator I';; in Eq. (D.3) is a sum over strings of the form
(I, oy)of, but the sum runs only over all odd sites | = 2j — 1 of the chain. This
requires considering the combined action of two adjacent unitary matrices in the
circuit of Eq. (D.4) acting on sites (25 — 1,2j) and (24,25 + 1). A possible chain of
parity conserving transformations is given by

11 11
Uz 1,25 U2j,25+1

Yy Y Yy
U%j_l — & U%j—l +& ‘723;1053' — & U%j—l +& 0-2j7102j0-£26j+1 , (D.11)

with the constrain &2 + ¢2 = 1. If this chain of transformation exists, the ladder
structure ensures that the Pauli-X operator is shifted to the right by two lattice
sites while generating the desired string structure, similar to case I.

Consider the first transformation

“121' 1,25
J—1,47

x x Y z
0% — & 01 T 62023;102]. .

A unitary that preforms this rotation of Pauli matrices is given by

uIQijmj = €i®931935 = cos(aj) 1+4 sin(a]-)agjflagj (D.12)
with §; = cos(2a;) and &, = —sin(2q;).
The second transformation acting as

IT
. U2j,25+1 v o
05j = 0205541

is generated by the unitary matrix

150508, 1 i 7T T
1492592511 — ﬁ (IL +202j02j+1) . (D.13)

il _
Ugj,25+1 = €
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Combining the two unitary matrices from Egs. (D.12) and (D.13), the transformation
chain from Eq. (D.11) is obtained.

Assume that N = 2N + 1 is odd, and the full unitary circuit of Eq. (D.4) consists
of an even number of two-body unitary transformations. The case of even sites can
be treated equivalently, but requires a slightly modified two-body unitary transfor-
mation on the last two sites. Applying the full unitary circuit to the seed operator
I'y = of leads to

N Jj—1
UIIFOUITI = Z(_l)J_l cos(2a;) (H Sin(2ak>03k1agk> 03j-1

=1 k=1

K
+ (=¥ (H Sin@“k)"%k—l”%k) o1’

k=1

(D.14)

Compared to the expression of the SZM in Eq. (D.3), the angles have to fulfill the
conditions

J—1

. 1— p2 . ~
.= . 1 e Jj—1 = S Y | |
7v; = cos(2a;) IE sin(2ay,) = N(N)p L p vV 0<j<N
g g 1-p° 5 (D.15)
~ f— 1 ey N = B — N :
T = [ ] sin2ag) = N(V)p e e

This set of equations is very similar to the set of equations (D.7) found in case I,
and can thus be solved in a similar manner. The solution for the angles is given by
forall 1< j< N

N—j
tan 2a Z

v 5 (1= 219 (D.16)
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APPENDIX

Matrix Product Operator from
Finite State Machines

This appendix discusses the construction of a Matrix Product Operator (MPO) for
a spin Hamiltonian consisting only interactions of finite range written as

M
H=> h.
k

The condition that the h;, are interactions of finite range implies that they only act
non-trivially in a finite window of size n; of the spin chain. Consequently, it can be
written as

hy=18+®180,®0,+®0, ®1®1 (E.1)

where O and Onk are non-trivial operators acting on sites j and n;+j—1, respectively.
The remaining operators between the two sites are either identity or non-trivial
operators. This string of operators can be interpreted as the transition of a machine
initialized in the state J into a final state & and a finite number of intermediate
states. The transitions of the machine are labeled by the operators that appear in
the string. For example, the only transition allowed from the final state & is into
F itself, labeled by the identity 1, and the transitions allowed from the state J
are either transitions into J itself, labeled by 1, or into the first non-trivial state 1
labeled by O;.

In this language, the string of operators can be written as the transition path
Ol 02 63 O7Lk
1@—4: )_><:>_, H@:)]l (£2)
where the term of Eq. (E.1) corresponds to a path through this graph, where the
transition J — J is taken exactly j — 1 times. Moreover, collecting all terms in a

sum generated by this graph by starting in node J and ending in F of length N
generates the sum structure typical for local Hamiltonians.

By expanding this to include multiple terms, every finite-range Hamiltonian can be

expressed as such a finite-state machine. Taking the Transverse Field Ising Model
(TFIM) as an example. The TFIM is described by the Hamiltonian

Higg = —J Z otol | — gz ok (E.3)
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Applying the above described recipe, the TFIM is described by the finite state

machine with three states
o® —Jo
NI =

The direct connection of the initial J and final & nodes creates the transverse
field contributions, and the transition of the intermediate node 1 creates the XX
interactions.

Constructing the MPO representation based on the finite state machine is straight-
forward in terms of the transition matrix associated with the transition graph of the
finite state machine. Therefore, the transition matrix is a matrix in which each col-
umn and row index represents one of the possible states of the finite state machine,
and the entries are either zero, with no allowed transition, or carry the operator
symbol of the transition. For the TFIM, the finite state machine has three internal
states, and thus, the transition matrix is a 3 x 3 matrix with entries

1 % —go*

W=10 0 —Jo*|. (E.5)

0 0 1

By interpreting the entries of the transition matrix W as operators acting along the
vertical direction, W becomes the MPO tensor of the TFIM. The boundary tensors
for =1 and j = N are thereby found by using the initial and final condition of the
finite state machine, compactly written as the vectors

1 0
vy=|0}|, veF=10],
0 1

with the boundary tensors given by
Wt =uIw, W¥=Wwov,.

This formalism can simply be extended to include exponentially decaying interac-
tions. Taking, for example, the TFIM with an exponential decaying interaction term

N-1 N N
Hige=—J Y Y M lo%t —g) 0% (E.6)
j=1 k=j+1 j=1
The transition graph of the finite state machine is a simple extension of the graph
in Eq. (E.4) and given by
Al
o” —Jo?

(E.7)

¥4

_go-

The finite state machine is now allowed to spend arbitrary time in the intermediate
state 1, generating a long-ranged exponentially decaying interaction term.
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Using the transition matrix of this finite state machine, the MPO tensors are readily
found as

1 o —go?
W=10 XX —Jo* |- (E.8)
0 0 1

The boundary tensors are the same as those for the standard TFIM.
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