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Abstract

We present a systematic geometric framework to study closed quantum systems based
on suitably chosen variational families. For the purpose of (A) real time evolution, (B)
excitation spectra, (C) spectral functions and (D) imaginary time evolution, we show
how the geometric approach highlights the necessity to distinguish between two classes
of manifolds: Kéahler and non-Kéhler. Traditional variational methods typically require
the variational family to be a Kdhler manifold, where multiplication by the imaginary
unit preserves the tangent spaces. This covers the vast majority of cases studied in the
literature. However, recently proposed classes of generalized Gaussian states make it
necessary to also include the non-Kahler case, which has already been encountered oc-
casionally. We illustrate our approach in detail with a range of concrete examples where
the geometric structures of the considered manifolds are particularly relevant. These
go from Gaussian states and group theoretic coherent states to generalized Gaussian
states.
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1 Introduction

Variational methods are of utmost importance in quantum physics. They have played a cru-
cial role in the discovery and characterization of paradigmatic phenomena in many-body sys-
tem, like Bose-Einstein condensation [1, 2], superconductivity [3], superfluidity [4], the frac-
tional quantum hall [5] or the Kondo effect [6]. They are the basis of Hartree-Fock meth-
ods [7], Bardeen-Cooper-Schrieffer theory [3], Gutzwiller [8] or Laughlin wavefunctions [9],
the Gross-Pitaevskii equation [1,2], and the density matrix renormalization group [10], which
are nowadays part of standard textbooks in quantum physics. Variational methods are partic-
ularly well suited to describe complex systems where exact or perturbative techniques cannot
be applied. This is typically the case in many-body problems: on the one hand, the exponen-
tial growth of the Hilbert space dimension with the system size restricts exact computational
methods to relatively small systems; on the other hand, as perturbations are generally exten-
sive, they cannot be considered as small as the system size grows. Furthermore, variational
methods are becoming especially relevant in recent times due to the continuous growth of
computational power, as this enables to enlarge the number of variational parameters, for
instance, to scale polynomially with the system size. Their power and scope can be further
extended in combination with other methods, like Monte-Carlo, or even in the context of
quantum computing.

A variational method parametrizes a family of states |3(x)) or, in case of mixed states,
p(x), in terms of so-called variational parameters x = (x!,...,x™). The choice of the family
of states is crucial as it has to encompass the physical behavior we want to describe, as well
as to be amenable of efficient computations, circumventing the exponential growth in com-
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putational resources that appears in exact computations. A variety of variational principles
can then be used, depending on the problem at hand. At thermal equilibrium, one can rely
on the fact that the state minimizes the free energy, which reduces to the energy at zero tem-
perature. In that case, for instance, one can just compute the expectation value E(x) of the
Hamiltonian in the state |1(x)), and find the x, that minimizes that quantity, yielding a state,
|Y)(xy)) that should resemble the real ground state of the system. For time-dependent prob-
lems, one can use Dirac’s variational principle. There, one computes the action S[x(t), x(t)]
for the state |1 (x(t))) and extracts a set of differential equations for x(t) requiring it to be
stationary. Thus, the computational problem is reduced to solving this set of equations, which
can usually be done even for very large systems. While the use of time-dependent variational
methods is not so widespread as those for thermal equilibrium, the first have experienced a
renewed interest thanks to the recent experimental progress in taming and studying the dy-
namics of many-body quantum systems in diverse setups. They include cold atoms in bulk or
in optical lattices [11], trapped ions [12, 13], boson-fermion mixtures [14], quantum impu-
rity problems [15] and pump and probe experiments in condensed matter systems [16-18].
Recently, such methods have been used in the context of matrix product states to analyze a
variety of phenomena, or with Gaussian states in the study of impurity problems [19, 20],
Holstein models [21], or Rydberg states in cold atomic systems [22,23].

Time-dependent variational methods can also be formulated in geometric terms. Here,
the family of states is seen as a manifold in Hilbert space, and the differential equations for
the variational parameters are derived by projecting the infinitesimal change of the state onto
the tangent space of the manifold. This approach offers a very intuitive understanding of the
variational methods through geometry. The translation between the different formulations is
straightforward in the case of complex parametrizations: that is, where the x* are complex
variables, in which case the corresponding manifold is, from the geometric point of view,
usually referred to as a Kdhler manifold. If this is not the case, the geometric formalism has
the advantage of highlighting several subtleties that appear and that have to be treated with
care.

The main aim of the present paper is two-fold. First, to give a complete formulation of
the geometric variational principle in the more general terms, not restricting ourselves to the
case of complex parametrizations: that is, when the x* are taken to be real parameters’.
For all the variational methods that will be introduced, we will provide a detailed analysis
of the differences that emerge in the non-complex case, most importantly the existence of
inequivalent time dependent variational principles. The motivation to address the case of real
parametrization stems from the fact that, in some situations, one has to impose that some of the
variational parameters are real since otherwise the variational problem becomes intractable.
This occurs, for instance, when one deals with a family of the form |y (x)) = U(x)|¢), where
¢ is some fiducial state and U/(x) is unitary. By taking x complex, I/(x) ceases to be unitary,
and thus even the computation of the normalization of the state may require unreasonable
computational resources.

Second, even though there exists a vast literature on geometrical methods [24-28], it is
mostly addressed to mathematicians and it may be hard to practitioners to extract from it
readily applicable methods. Here, we present a comprehensive, but at the same time rigor-
ous illustration of geometric methods that is accessible to readers ranging from mathematical
physicists to condensed matter physicists. For this, we first give a simple and compact for-
mulation, and then present the mathematical subtleties together with simple examples and
illustrations. We will address some of the issues which are most important when it comes to

!Note that a complex parametrization (in terms of z* € C) can always be expressed in terms of a real
parametrization just by replacing z* = x + ix}, with x{', € R.
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the practical application of these methods: the conservation of physical quantities, the com-
putation of excitations above the ground state, and the evaluation of spectral functions as
suggested by the geometrical approach. For each of them, we will provide a motivation and
derivation from physical considerations and, where we find inequivalent feasible approaches,
give a detailed discussion of the differences and subtleties. Moreover, we discuss how the ge-
ometrical method can be naturally extended to imaginary time evolution, providing us with a
very practical tool for analyzing systems at zero temperature.

To illustrate our results and to connect to applications, we discuss representative examples
of variational classes, for which the presented methods are suitable. In particular, we will re-
cast the prominent families of bosonic and fermionic Gaussian states in a geometric language,
which makes their variational properties transparent. We will further show how the geometric
structures discussed in this paper emerge in a natural way in the context of Gilmore-Perelomov
group theoretic coherent states [29,30], of which traditional coherent and Gaussian states are
examples. Finally, we will discuss possible generalizations going beyond ansdtze of this type.

The paper is structured as follows: In section 2, we motivate our geometric approach and
present its key ingredients without requiring any background in differential geometry. In sec-
tion 3, we give a pedagogical introduction to the differential geometry of Kdhler manifolds and
fix conventions for the following sections. In section 4, we define our formalism in geomet-
ric terms and discuss various subtleties for the most important applications ranging from (A)
real time evolution, (B) excitation spectra, (C) spectral functions to (D) imaginary time evolu-
tion. In section 5, we apply our formalism to the variational families of Gaussian states, group
theoretic coherent states (Gilmore—Perelomov) and certain classes of non-Gaussian states. In
section 6, we summarize and discuss our results.

2 Variational principle and its geometry

This section serves as a prelude and summary of the more technical sections 3 and 4. In sec-
tion 3 we will give a rigorous definition of the most generic variational family as a differentiable
manifold embedded in projective Hilbert space and define the structures that characterise it as
Kéhler manifold. In section 4, we illustrate the possible ways in which variational principles
can be defined on such manifolds and highlight their differences. A reader familiar with the
general approach, but interested in the technical details may skip directly to sections 3 and 4.

In the present section, on the other hand, we illustrate and summarize these results in a
physical language that aims to be familiar also for readers who may not be accustomed to the
more mathematical formulation of the following sections.

We consider closed quantum systems with Hamiltonian H acting on some Hilbert space .
Here, we have a many-body quantum system in mind, where # is a tensor product of local
Hilbert spaces, although we will not use this fact in the general description. We would like to
find the evolution of an initial state, |y(0)), according to the real-time Schrodinger equation

d A
i— =H 1
i) =Hlp), M
and also according to the imaginary-time evolution

A

o) =~ — ) ) @
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The latter will converge to a ground state of H as long as |1)(0)) possesses a non-vanishing
overlap with the corresponding ground subspace.

2.1 Variational families

We will study variational families of states described as |1(x)) € H, where x* € RY is a set of
real parameters. The goal is to approximate the time evolution within this class of states, i.e.,
to find a set of differential equations for x*(t) so that, provided the variational family accounts
well for the physically relevant properties of the states, we can approximate the exact evolution
by |¢[x(t)]). In the case of imaginary-time evolution, the goal will be to find x, such that
l(xo)) minimizes the energy, i.e., the expectation value of H, within the variational family.

In principle, one could restrict oneself to variational families that admit a complex
parametrization, i.e., where |1(z)) € H is holomorphic in z* € CM and thus independent
of z*. As we will see, this leads to enormous simplifications, as in the geometric language we
are dealing with so-called Kidhler manifolds, which have very friendly properties. However, in
general, we want to use real parametrizations, which cover the complex case (taking the real
and imaginary part of z as independent real parameters), but apply to more general situations.

While in certain situations, it is easy to extend or map a real parametrization to a complex
one, this is not always the case. This applies, in particular, to parametrizations of the form

[Y(x)) =U(x)|¢) , 3)

where |¢) is a suitably chosen reference state and {/(x) is a unitary operator that depends on
x* € RN. Such parametrizations are often used to describe various many-body phenomena
appearing in impurity models [19,22,23,31] electron-phonon interactions [21,32] and lattice
gauge theory [33], and the fact that Z/(x) is unitary is crucial to compute physical properties
efficiently. However, extending x* analytically to complexify our parametrizations, will break
unitarity of U and often make computations inefficient, thereby limiting the applicability of
the variational class. We review such examples in section 5, including bosonic and fermionic
Gaussian states and certain non-Gaussian generalizations.

The following example shows an important issue about different possibilities for parametriza-
tions:

Example 1. For a single bosonic degree of freedom (with creation operator &' and annihilation
operator @), we define normalized coherent states as

I (x)) = e /228" |0y 4)

where x = (Rez,Imz). This parametrization is complex but not holomorphic. We can define the
extended family

1/ (2)) = z1¢2% |0) (5)

whose parametrization is holomorphic in 2" = (21,2,). The latter parametrization differs from
the former as it allows the total phase and normalization of the state to vary freely.

Given a family with a generic parametrization |y(x)) we can always include two other
parameters, (K, @), to allow for a variation of normalization and complex phase, so that the
new family is

[ (x")) = e [y (x)) (6)
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where now the total set of variational parameters is x’ = (x, @, x). While the global phase does
not have a physical meaning on its own, if we want to study the evolution of a superposition of
one or several variational states, or quantities like spectral functions, the phase will be relevant
and thus should be included in the computation.

This extension of the variational parameteres can always be done at little extra computa-
tional cost and the variational principle can be formulated most simply in terms of the extended
variables x’. For this reason, in the rest of this section (except for subsection 2.2.1 where we
add some extra observations on this issue) we will assume that this extension has been done
and we will drop the primes, for the sake of an easier notation.

2.2 Time-dependent variational principle

One can get Schrodinger’s equation (1) from the action

SzfdtL with L=Re(¢|(i%—ﬁl)lt/)), 7

as the Euler-Lagrange equation ensuring stationarity of S. This immediately yields a variational
principle for the real-time evolution, the so-called Dirac principle. For this, we compute the

Euler-Lagrange equations?. as

w,uvxv:_aug(x); (8)

where (x) = (y(x)|H|y(x)) is the expectation value of H on the unnormalized state |1(x)),
wyy =2Im(v,|v,) and |v,) = 3, [1)(x)). We exploited the antisymmetry of w, resulting from
the antilinearity of the Hermitian inner product. Here and in the following, we use Einstein’s
convention of summing over repeated indices and we omit to indicate the explicit dependence
on x of some quantities, such as w. Furthermore, we refer to the time derivative % by a dot,
and to the partial derivative with respect to x” by 9,

In cases, where w is invertible, i.e., where an 2 exists, such that Q*”w,,, = 6", we obtain
the equations of motion

xt=—QM9,e(x) =: X*(x). 9

If w is not invertible, this means that the evolution equations for x* are underdetermined.
The reason may be an overparametrization, in which case one can simply drop some of the
parameters. However, when we discuss the geometric approach, we will see there can be other
reasons related to the fact that the parameters x* are real, in which case one has to proceed in
a different way. In particular, it may even occur that (8) becomes ill-defined, so that we need
to project out a part of its RHS. We will discuss this in section 4.1.1 and appendix E.

Let us also remark that if we have a complex representation of the state, i.e., |Y(2)) is
holomorphic in 2 € CM, we can get the equations directly for z, namely®

*
i = —gur28E2) 88(;’: ) (10)
2We find L(x,x) = x"Re(yp(x)|i|v,(x)) — e(x) with ¢ and [v,) defined after (8). The Euler-
Lagrange equations (%a% = a% follow then directly from %;TL“ = x"(Re(v,lilv,) + Re(yid,|v,)),
% = x"(Re(v,lilv,) + Re{v|id,|v,)) — 9,¢ and the definition of w,, = 2Im (v,|v,) = Re (v, i|v,) —Re (v, ilv,)
SWe have L = 1(z* (lv,) —2* (v,IP)) — e(z,2*). The Euler-Lagrange equations %i—fu = aaz—fﬂ are therefore
given by the expression & 2L = —1(3” (vulv,) +277 (8 v, 1)) and also ai—fu =1 Vulv,) =27 (0 v, [y)) — o) e.

Notice that if the ket |1)) is a function of z only, then the corresponding bra (v| is a function of z* only.
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-1y  _ _: . _ d _ A .
where (2 )W = —i(v,|v,) with |v,) = gz ) and e(z,2*) = (Y (2*)|H[*)(z)). Notice that
in this case, Q is invertible unless there is some redundancy in the parametrization. This is a
consequence of the fact that such variational families are, from the geometric point of view,
what is known as a Kdhler manifold (see definition Section 3).

In what follows, we will see that many desirable properties are naturally satisfied when
dealing with Kéhler manifolds, while we also point out various subtleties that arise otherwise.

2.2.1 Dynamics of phase and normalization

Let us now briefly consider some more details related to the inclusion of the normalization and
phase (k, () as variational parameters. For this, we will temporarily reintroduce the distinction
between [v)(x)) and |¢'(x’)) as in equation (6). If we consider the Euler-Lagrange equations
corresponding specifically to each of the parameters (x, ¢, x), we have

0= (" WEMEN). an
O+ Im ()
=Y TS T e) o2

and equations for x that do not depend on ¢ and are proportional to e2*, so that one can
replace the solution of (11) in those equations and solve them independently. If one is inter-
ested in the evolution of the phase, then one just has to plug the solutions for x in (12) and
integrate that differential equation separately.

It is important to note that using the Lagrangian L from (7) without having introduced the
extra parameters (k, ¢) or, more precisely, without ensuring that both phase and normalisation
can be freely varied, can lead to unexpected results. More specifically, it can produce equa-
tions of motion which leave some parameters undetermined or where the unwanted coupling
between phases and physical degrees of freedom leads to artificial dynamics.

Nonetheless, one can also equivalently derive the equations for the x directly from a La-
grangian formulation, without introducing the extra parameters (x, ¢). It is sufficient to use
the alternative Lagrangian

_ Re(yp(0)I(if; = By (x))
a () (x)) ’

which is invariant under [¢(x)) — c(x) |[¢) (up to a total derivative) and thus differs from (7).
We discuss more in detail how these two definitions are related in Section 4.1.3.

L(x,x)

(13)

2.2.2 Conserved quantities

An important feature of the time-dependent variational principle is that energy expectation
value is conserved if the Hamiltonian is time-independent. This can be readily seen because
from (11) we know that the states remain normalized during the evolution, so for an initially
normalized state, the energy E will always coincide with the function ¢, for which we find

%S(X) = x"0,e =—0""(0,¢)(d,¢) =0, (14)

as (Q is antisymmetric.

However, in general, other observables A = A" that commute with the Hamiltonian may
not be conserved by the time-dependent variational principle. Indeed, for every variational

8
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family, one can find symmetry generators A with [A,H] = 0 which will not be preserved.
The question is if those quantities are conserved, that are relevant for describing the physics
of the problem at hand. In the special case where we have a complex parametrization, we
will show in Section 4.1.2 what further conditions A has to satisfy for it to be conserved.
More specifically, it must fulfil a compatibility requirement with the chosen variational family.
Importantly, we will also discuss how this simple picture is no longer true in the case that no
complex parametrization is available.

If the observables of interest happen not to be conserved, it may be wise to consider an
alternative variational family, but one can also enforce conservation by hand at the expense of
effectively reducing the number of parameters. There are indeed several possibilities to enforce
the conservation of observables other than the energy. For instance, one may think of including
time-dependent Lagrange multipliers in the Lagrangian action to ensure that property [34].
However, this can only work in a restricted number of cases, as can be already seen if one
wants to conserve just a single observable A. Denoting by A(x) = (y(x)|A]1(x)), and adding
to the Lagrangian L the term A(t)A, it is easy to see that both ¢[x(t)] and A[x(t)] remain
constant if

A(t) =—-*"(3,£)(8,A) =0 (15)

for all times. The function A(t) can be chosen such that A(t) = 0 for all times, namely taking
A(t) = {#0,e/L70,A, where ¢V = Q*va,0%P 9,£08A. On top of that, one has to choose an
initial state and a parametrization such that at the initial time A(0) = 0. Furthermore, the
denominator in the definition of A(t) must not vanish and since the addition of a Lagrange
multiplier modifies the Schrédinger equation, one has to compensate for that. In particular, at

the final time T, one has to apply the operator exp(i f OT A(t)dtA) to the final state, which may
be difficult in practice. This severely limits the range of applicability of the Lagrange multiplier
method.

Another possibility is to solve A(x) = A, for one of the variables, e.g. leading to
xN = f(x},...,xN71), and choose a new reduced variational family with parameters
%= (. xN ) as |[P(R)) = |¢(&, £(%))). On this reduced family, A will have the con-
stant value A, by construction. However, this requires to find the function f which may be
difficult in practice. In Section 4.1.2 we will discuss how, thanks to the geometric understand-
ing, this condition can be easily enforced locally without having to explicitly solve for f. In
the same section we will also discuss how to deal with the fact that reducing the variational
family by an odd number of real degrees of freedom, as proposed here, will inevitably make
w degenerate and thus non-invertible.

2.2.3 Excitation spectra

An approach often used systematically [35] for computing the energy of elementary excitations
is to linearize the equations of motion (9) around the approximate ground state 1(x;) to find
: . oxH
6x*=K",6x” with KY, = (x0)- (16)
ax”
The spectrum of K comes in conjugate imaginary pairs +iw,. The underlying idea is that if we
slightly perturb the state within the variational manifold and solve the linearized equations of
motion, we can approximate the excitation energies as the resulting oscillation frequencies w,
of the normal mode perturbations around the approximate ground state.

We will see how our geometric perspective provides us with another possibility to compute
the excitation spectrum. Both methods have advantages and drawbacks which we carefully
explain in 4.2.
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2.2.4 Spectral functions

In the literature one can find several approaches [36-38] for estimating spectral functions by
relying on a variational family. In section 4.3, we argue that the approach that at the same
time is most in line with the spirit of variational principles and better adapts to being used
with generic ansétze consists in performing linear response theory directly on the variational
manifold. Furthermore, this approach leads to a simple closed formula for the spectral function
based only on the generator K", of the linearized equations of motion introduced in (16). Let
us decompose K* , in terms of eigenvectors as

K#, = i (iwg)E, (i), (17)
J4

where SNV(A) refers to the dual basis of left eigenvectors*, chosen such that 5“(%)&(1’ )=205,.
Further, we use the normalization £ (icw;)" w,,,£”(iw,) = isgn(w,), where we apply complex
conjugation component-wise. Then, the spectral function associated to a perturbation V is

Ay () = sgn(w) > [(3, (7 (ie)|” (e — wy). (19)
L

2.3 Geometric approach

Let us now make the connection between the time-dependent variational method reviewed
above with a differential geometry description. The basic idea is to consider the states [¢(x))
as constituting a manifold M embedded in Hilbert space, and define a tangent space at each
point. Then the evolution can be viewed as a projection on that tangent space after each
infinitesimal time step. The main issue here is that, if our parametrization is real, the tangent
space is not a complex vector space. Therefore, we cannot utilize projection operators in
Hilbert space, but rather need to define them on the real tangent spaces. Before entering the
general case, let us briefly analyze the one of complex parametrization.

In that case, the left hand side of Schrédinger’s equation (1) would yield

. d .
15 |1,L’(Z)> =ig! |VM> > (20)

where |v,) = 9, |Y(z)). Thus, it lies in the tangent space, which is spanned by the [v,).
The right hand side of the equation, however, does not necessarily do so, as H |[1(z)) will
have components outside that span. If we evolve infinitesimally and we want to remain in
the manifold, we will have to project the change of |3(z)) onto the tangent space. In fact,
in this way we get the optimal approximation to the real evolution within our manifold. In
practice, this amounts to projecting the right hand side of (1) on that tangent space. This can
be achieved by just taking the scalar product on both sides of the equation with (v,| which
leads exactly to (10).

If we do not have a complex parametrization, this procedure needs to be modified. In the
rest of this section, we will explain how this is done.

*As explained in section 4.2.2, K* , is diagonalizable and has completely imaginary eigenvalues A = +ic, with
a complete set of right-eigenvectors £#(1) and left-eigenvectors £,(A) satisfying

K", E" (W) =AY, E,MK*, =2AE,(A). (18)
Note that the eigenvectors will be complex with the relations E#(A*) = £**(1) and EM(A*) = EZ(A). We choose the

normalizations S“(A)gﬂ(l’) =6, and E*(iwy) w,,E"(1w,) = isgn(w,).

10
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2.3.1 Tangent space and Kahler structures

The tangent space 7 to the manifold M at its point [1)) is the space of all possible linear
variations on the manifold around [+ (x)). We can write them as x" 9, [1(x)) and thus the
tangent space can be defined as the span of the tangent vectors |v,) = J, |¢(x)). However,
as our parameters x are taken to be real to maintain generality, this span should only allow
real coefficients. The tangent space should therefore be understood as a real linear space
embedded in the Hilbert space #. In particular, this implies that for [v) € 7, the direction
i|v) should be seen as linearly independent of |v) and therefore may itself not belong to the
tangent space.

Note that if, on the other hand, M has a complex holomorphic parametrization then
both |v,) and i|v,) naturally belong to the tangent space as they correspond to % |y) and

ﬁ ")), respectively. In this case, 7, is clearly a complex subspace of the Hilbert space.

From the Hilbert inner product we can derive the two real-valued bilinear forms
guv=2Re(v,lv,) and w,, =2Im(v,|v,) . 2n

We define their inverses respectively as G*” and 2”. As mentioned before, «w may not neces-
sarily admit a regular inverse, in which case we can still define a meaningful pseudo-inverse
as discussed in section 3.3 and in further detail in appendix E.

Given any Hilbert space vector |¢), we define its projection on the tangent space 7, as
the vector Py, |¢) € T, that minimizes the distance from |¢) in state norm. As we are not
dealing with a complex linear space, this will not be given by the standard Hermitian projection
operator in Hilbert space. Rather, it takes the form

Py l¢p) =2|v,) G""Re(v,|¢) . (22)

Finally, let us introduce J*,, = —G"? w,;,,, which represents the projection of the imaginary
unit, as seen from

Pyilv,) =2[v,) G*Re (vslilv,) =J*, |v,) , (23)

where we used (22) and (21). As highlighted previously, i|v,) may not lie in the tangent
space, in which case the projection is non-trivial and we have J2 # —1 in contrast to i2 = —1.
We will explain that J satisfying J2 = —1 on every tangent space is equivalent to having a
manifold that admits a complex holomorphic parametrization, in such case we will speak of a
Kahler manifold. If, on the other hand, it is somewhere not satisfied, we speak of a non-Kahler
manifold and in this case there exist tangent vectors |v,), for which i|v,) will not belong to
the tangent space. Moreover, the projection Py, will not commute with multiplication by the
imaginary unit.

Example 2. Following example 1, normalized coherent states have tangent vectors

G o
1) = So— () = (@' —Rez) [¥(x)), e

0 .
lva) = Tme [y (x)) = (ia" —Imz) [¥(x)) .
mz
For z # 0, i|v,) will not be a tangent vector, i.e., i|v,) ¢ spang(|v),|v,)). This changes if we

allowed for a variation of phase and normalization (from the complex holomorphic parametriza-
tion), such that we had the additional basis vectors |vs) = [¥(x)) and |v,4) =1|¥(x)).
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As emphasized at the beginning of section 2, here we use a simplified notation, where the
variational family M is a subset of Hilbert space H with complex phase ¢ and normalization
K as free parameters. In the more technical treatments of sections 3 and 4.1.1, we will avoid
this by defining variational families M as subsets of projective Hilbert space P(#), where we
project out those tangent directions that correspond to changing phase or normalization of
the state. To avoid confusion between these different definitions we use the symbols w, g, J,
P, and |v,) to indicate the quantities introduced here (including phase and normalization),
while later we will use w, g, J, P, and |V,,) (with phase and normalization being removed).

2.3.2 Real time evolution

We already mentioned how the time dependent variational principle is equivalent to projecting
infinitesimal time evolution steps onto the tangent space. In the general case of non-Kahler
manifolds, there exist two inequivalent projections of Schrodinger’s equation given by

Pyige =) =0 or Py(f;+iA)|y) =0, (25)

which are obviously equivalent on a complex vector space, as the two forms only differ by
a factor of i. However, the defining property of a non-Kéhler manifold is precisely that its
tangent space is not a complex, but merely a real vector space and multiplication by i will not
commute with the projection P.

In section 4 we will show that the first projection Schréodinger’s equation in (25) is equiv-
alent to the formulation in terms of a Lagrangian L introduced earlier. It consequently leads
to the equations of motion (9). The second choice of (25), often referred to as the McLachlan
variational principle, corresponds to minimizing the local error ||% l) — (—iH)|v)|| made at
every step of the approximation of the evolution and leads to the equations

x# =2G*Im(v,|H ) . (26)

In section 4, we will argue that in most cases the Lagrangian action principle presents the
more desirable properties. In particular, it leads to simple equations of motion that only depend
on the gradient ;¢ and whose dynamics necessarily preserve the energy itself. However, for
some aspects, the McLachlan evolution still has some advantages, such as the conservation
of observables that commute with the Hamiltonian and are compatible with the variational
family, in the sense defined in Section 4.1.2. We will further explain, how one can construct
a restricted evolution that maintains the desirable properties of both projections in (25) for
non-Kahler families, but at the expense of locally reducing the number of free parameters.

Finally, our geometric formalism provides a simple notation to understand and describe
the methods reviewed so far.

2.4 Imaginary time evolution

So far, our discussion was purely focused on real-time dynamics. In the context of excitations
and spectral functions, we referred to an approximate ground state |¢),) in our variational
family, that minimizes the energy function E(x). While there are many numerical methods to
finding minima, our geometric perspective leads to a natural approach based on approximat-
ing imaginary time evolution, which we defined in (2) for the full Hilbert space. We would
like to approximate this evolution as it is known to converge to a true ground state of the
Hamiltonian, provided one starts from a state with a non-vanishing overlap with such ground
state. However, as this evolution does not derive from an action principle, one cannot naively
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generalise for it Dirac’s time dependent variational principle. On the other hand, the tangent
space projection can be straightforwardly applied to equation (2), leading, as we prove in
Section 4.4, to the time evolution

u
D ema,E(), @7
dt

where E(x) = (4 (x)|H|Y(x)) / (4 (x)|yp(x)) is the energy expectation value function.

The evolution defined in this way always decreases the energy E of the state, as can be
seen from [39]

d dx*
—E=—2,E=—G""9,E3,E <0 28
dt dr " veoH ’ (28)

where we used that G is positive definite.

Indeed, the dynamics defined by (27) can be simply recognised as a gradient descent on the
manifold with respect to the energy function and the natural notion of distance given by the
metric g. Consequently, this evolution will converge to a (possibly only local) minimum of the
energy. In conclusion, we recognize imaginary time evolution projected onto the variational
manifold as a natural method to find the approximate ground the state |v) = [¢)(xg)).

3 Geometry of variational families

In this section, we review the mathematical structures of variational families, assuming them
to be defined by real parameters, which leads to a description that is more general than the
complex case. First, we explain how a complex Hilbert space can be described as real vector
space equipped with so called Kahler structures. Second, we describe the manifold of all pure
quantum states as projective Hilbert space, which is a real differentiable manifold whose tan-
gent spaces can be embedded as complex subspaces in Hilbert space and thereby inherit Kahler
structures themselves. Third, we introduce general variational families as real submanifolds,
whose tangent spaces may lose the Kihler property. Fourth, we study this potential violation
and possible cures.

Starting with the present section, we define variational families M as sub manifolds of
projective Hilbert space P(#H), i.e., we describe pure states 1) rather than state vectors |v) as
already foreshadowed after example 2.

3.1 Hilbert space as Kahler space

Given a separable Hilbert space H with inner product (-|-), we can always describe vectors by
a set of complex number v, with respect to a basis {|n)}, i.e.,

)= pnln) . (29)

We will see that the tangent space of a general variational manifold is a real subspace of Hilbert
space. Given a set of vectors {|n)}, we distinguish the real and complex span

spanc{|n)} = {3, ¥ In) |, €C},

30
spang {In)} = {3, ¥ In) [, €R} . .

13
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On a real vector space, |3) # 0 and i|v) are linearly independent vectors, because one cannot
be expressed as linear combination with real coefficients of the other. A real basis {|V,,)} of H
has therefore twice as many elements as the complex basis {|n)}, such as

{IV}=1{11),il1),12),i[2),...} . (D

Given any real basis {|V],)} of vectors, we can express every vector |X) as real linear combina-
tion

IX) =x"1v,), (32)

where we use Einstein’s summation convention®.

A general real linear map A : H —  will satisfy A(a|X)) = aA|X) only for real a. If it
also holds for complex a, we refer to A as complex-linear. The imaginary unit i becomes itself
a linear map, which only commutes with complex-linear maps.

The Hermitian inner product (-|-) can be decomposed into its real and imaginary parts
given by

N .
(Vulv,) = E(gw+1wm,), (33)

with g, = % Re (V,|V,), w,, = % Im (V,|V,) and N being a normalization which we will fix
in (51). This gives rise to the following set of structures, illustrated in figure 1.

Definition 1. A real vector space is called Kdhler space if it is equipped with the following two
bilinear forms

e Metric® g v being symmetric and positive-definite with inverse G"”, so that G"“ g , , = oV,

e Symplectic form w,,, being antisymmetric and non-degenerate’ with inverse Q*”, so that
ke Wsy = 5“1}:

and such that the linear map J*, := —G*"° w, is a
e Complex structure J*,, satisfying J> = —1.

The last condition is also called compatibility between g and w. We refer to (g, w,J) as Kdhler
structures.

Clearly, g is a metric and w is a symplectic form. Furthermore, we will see that they are
indeed compatible and define a complex structure J. For this, it is useful to introduce the real
dual vectors Re(X| and Im(X| that act on a vector |Y) via

Re(X|Y) = & xtg,, ¥, Im(X|Y) = ¥ X aw,, V", (34)
as one may expect. The identity 1 =), |n) (n| is then

1=%G"|V,) Re(V,| . (35)

>We will be careful to only write equations with indices that are truly independent of the choice of basis, such
that the symbol X* may very well stand for the vector |X) itself. This notation is known as abstract index notation
(see appendix A.2).

®Here, “metric” refers to a metric tensor, i.e., an inner product on a vector space. It should not be confused with
the notion of metric spaces in analysis and topology.

’A bilinear form b, is called non-degenerate, if it is invertible. For this, we can check det(b) # 0 in any basis
of our choice.

14
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Linear complex structure:
Squares to minus identity: J2 = —T

J",

Inverse G*” with
Guagov = 6",

Inverse QY with
Q“O wO'V = 5“ v

JH vy = —GH Weoy
(compatibility)
wuv g,uv
Symplectic form: Metric:
Antisymmetric Symmetric
non-degenerate positive-definite
bilinear form bilinear form

Figure 1: Triangle of Kdhler structures. This sketch illustrates the triangle of Kihler
structures, consisting of a symplectic form w, a positive definite metric g and a linear
complex structure J. We also define the inverse symplectic form  and the inverse
metric G.

Similarly, the matrix representation of an operator A is
A*, =2 G"Re(V,|AIV,) . (36)

In particular, we compute the matrix representation of the imaginary unit i to be given by

J¥, =% G"Re(V,ilV,) =—G" w,, (37)
as anticipated in our definition. From i* = —1, we conclude that the so defined J indeed
satisfies J2 = —1 and is thus a complex structures. Therefore, g and w as defined in (33) are

compatible.

Example 3. A qubit is described by the Hilbert space H = C? with complex basis {|0),]1)} and
real basis

Vi) ={10),11),10),i|1)}. (38)

With respect to this real basis g ,,, @, and J*, are

_,(1 0 ,(0 1 (0 —1
g,UfV:N(O 1 ,ww, N 1 0 5JHV: 1 0 5 (39)

where 1 is the 2 x 2 identity matrix. We can represent a complex-linear map A = Zn m Qnm 1) (M,

i.e., with [A,J] = 0, as the matrix
A —B
A, = ( ) , (40)

B A

where A = Re(a) and B =Im(a) in above basis.

In summary, every Hilbert space is a real Kihler space with metric, symplectic form and
complex structure.
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3.2 Projective Hilbert space

Multiplying a Hilbert space vector |v) with a non-zero complex number does not change the
quantum state it represents. Therefore, the manifold representing all physical states is given by
the projective Hilbert space P(#), which we will define and analyze in this section. Variational
families, which we will discuss in the following section, should then naturally be understood
as submanifolds M of projective Hilbert space P(H).

The projective Hilbert space of H
P(H) = (H\{0})/ ~ (41)

is given by the equivalence classes of non-zero Hilbert space vectors with respect to the equiv-
alence relation

)~ 1)) = 3FceC with [P)=cly). (42)

Thus, a state ¢ € P(H) is a ray in Hilbert space consisting of all non-zero vectors that are
related by multiplication with a non-zero complex number c.

The tangent space 7,P(H) represents the space of changes 61 around an element
1 C P(H). Changing a representative |v) in the direction of itself, i.e., |61)) o< |v), cor-
responds to changing |3) by a complex factor and thus does not change the underlying state
1). Two Hilbert space vectors |X),|X) € H therefore represent the same change |51)) of the
state [v) € v, if they only differ by some « |¢)). We define tangent space as

TyP(H)=H/~, (43)
where we introduced the equivalence relation
IX)~|X) & 3JceC with |X)—[X)=c|y), (44)

leading to a regular (not projective) vector space.

We can pick a unique representative |X) of the class [|61)] at the state |¢) by requiring
(xp|X) = 0. Viceversa, two vectors |X) # |X) both satisfying {(1|X) = (1|X) = 0 belong to
different equivalence classes. We thus identify 7,,P(#) with

Hy = {X) e M| (yIx) =0} . (45)

Given a general representative |61) € [|61)], we compute the unique representative men-
tioned above as |X) = Q,;, [61)) with

ay I59) = |5¢>—% ) . 46)

There is a further subtlety: representing a change 61 of a state v as vector |6)) will al-
ways be with respect to a representative |3). If we choose a different representative
l4) = c|p) € 4, the same change 51 would be represented by a different Hilbert space
vector |51) = ¢ |6). It therefore does not suffice to specify a Hilbert space vector |51)), but
we always need to say with respect to which representative |v) it was chosen. This could be
avoided when moving to density operators®.

8We can equivalently define projective Hilbert space as the set of pure density operators, i.e., Hermitian, positive
operators p with Trp = Trp? = 1. The state ) is then given by the density operator Py = M and its change 61

154) (W +1) (541 (il
pl+|y
by dpy ="y
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The fact we can identify the tangent space at each point with a Hilbert space pr enables us,

given a local real basis {|V,)} at 1), such that ’Hi = spang{|V),)}, to induce a canonical metric
& uv» Symplectic form ,,, and J#, onto the tangent space, which thus is a Kéhler space, as
discussed previously. We see at this point that on the tangent space 7,,P(#), it is convenient
to choose N = (y|v) as normalization for the Kahler structures. The rescaled metric %g o
is well-known as the Fubini-Study metric [40,41], while the symplectic form gives projective
Hilbert space a natural phase space structure.

Manifolds such as P(#), whose tangent spaces are equipped with differentiable Kéhler
structures, are called almost-Hermitian manifolds. In appendix C, we show that P(#) satisfies
even stronger conditions, which make it a so called Kéahler manifold.

Example 4. The projective Hilbert space of a Qubit is P(C?) = §2, equivalent to the Bloch sphere.
Using spherical coordinates x* = (0, ¢) and the complex Hilbert space basis {|0),|1)}, we can
parametrize the set of states as

[P (x)) —cos( ) [0) +e“”sm( )I1) . 47)

The elements of P(H) are the equivalence classes Y)(x) = {c [ (x)) | ceC,c# 0} Consequently,
the tangent space 7;077(@2) HL of the Bloch sphere at x* = (0, ¢) can be spanned by the basis

V) = Qy (55) W (x)) with

V1) =—§sm( )|0) +—cos( )Il)

(48)
|V,) = —Qsm( )sm9|0)+ cos( )sm@ll

Using the definition (33) of the metric and symplectic form from the Hilbert space inner product,
we can compute the matrix representations

(1 0 _ 0 sin 6
guv = 2(0 sin? 9) and w,, = 2(—sin9 0 ) (49)

We recognize g, dx"dx" = %(d 62 + sin%(0)d¢?) to be the standard metric of a sphere with
radius 1/+/2. Similarly, we recognize w,,dxPdx” = %sin 0dO Ad¢ to be the standard volume
form on this sphere. Finally, it is easy to verify that J?> = —1 everywhere.

In summary, a given pure state can be represented by the equivalence class 1 € P(H) of all
states related by multiplication with a non-zero complex number. Similarly, a tangent vector
[1X)] € T,P(H) at a state 4 is initially defined as the affine space [|X)] of all vectors |X)
differing by a complex multiple of |1)). A unique representative |X) can be chosen requiring
(xp|X) = 0. This leads to the identification TyP(H) ~ ’pr, such that the Hilbert space inner

product (-|-) induces local Kéhler structures onto 7, P(H).

3.3 General variational manifold

The most general variational family is a real differentiable submanifold M C P(H). At every
point ) € M, we have the tangent space 7, M of tangent vectors |X),,. 7, M can be em-
bedded into Hilbert space by defining the local frame |V,,) » € H, such that |X) = X*|V,), as
before. Note, however, that in general the tangent space 7, M = spang{|V,,)} is only a real,
but not necessarily a complex subspace of . Thus, we will encounter families, for which |X)
is a tangent vector, but not i|X).
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o

Figure 2: Tangent vectors. We sketch the basis vectors |V,,) of tangent space 7y, M for
a manifold M parametrized by two coordinates (x!, x2).

In practice, we often parametrize 1(x) € M by choosing a representative |Y(x)) € H.
This allows us to construct the local basis |V, (x)) of tangent space 7, M

|V,u(x)> = @qj)(x) a,u WJ(X)) > (50)

at the state |1)(x)), where Q,, was defined’ in (46). To simplify notation, we will usually drop
the reference to 1) (x) or x and only write |V, ), whenever it is clear at which state we are. The
schematic idea behind tangent space is sketched in figure 2.

Similar to projective Hilbert space, we define restricted Kdhler structures on tangent space

TyM C Ty P(H) as

2Re(V,|V,)

2Im(V,|V,)
8uv= WOyy=—"7—~

T R )

There are two important differences to the corresponding definition (33) in full Hilbert space.
First, with a slight abuse of notation, |V,,) here does not span the Hilbert space, but rather the
typically much smaller tangent space. Second, we set N = (|¢) just like for P(#), such that

(V,|v,) = @ (g +iwy,) . (52)

(51

This has the important consequence that the restricted Kahler structures are invariant un-
der the change of representative |1) of the physical state. Namely, under the transformation
) — c|vp) with |V,,) = c|V,,), our Kéhler structures will not change. This ensures that equa-
tions involving restricted Kéhler structures are manifestly defined on projective Hilbert space
and thus independent of the representative |1)(x)) € H, we use to represent the abstract state
Y(x) e M CcP(H).

We have 7, M C H and for |X),|Y) € H, we have the real inner product Re(X|Y) on H
inducing the norm |||X)|| = +/Re (X|X) = +/(X|X), which is nothing more than the regular
Hilbert space norm. We then define the orthogonal projector P, from H onto 7, M with

respect to Re(:|-), i.e., for each vector |X) € H we find the vector P, [X) € 7,;, M minimizing
the norm |[||X) — P, [X}|].

°The projector Q,, is important to ensure that IVM) can be identified with an element of ’pr ~ Ty P(H) as
discussed in Section 3.2, i.e., (l,lJIVH) = 0. For derivations, it can be useful to go into a local coordinate system of
x*, in which |V} = 9, [+), i.e., the action of Q, can be ignored. This can always be achieved locally at a point
and any invariant expressions derived this way, will be valid in any coordinate system.
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Table 1: Comparison: Kdhler vs. Non-Kdhler. We review the properties of restricted
Kahler structures in each case. See appendix C for a review of the conditions for a
general manifold to be Kahler.

. Non-Kahler
Kahler
(non- (degenerate)
degenerate) &
Restricted metric g symm((;;l;;,iic’)smve symmetric, positive definite,
inverse G (Gg = 1) invertible invertible
Restrlctfi:)(: niycrilplectlc antlsytrclirzloezlg,) ,closed antisymmetric, may not be closed
inverse 2 (Qw =1) or non-
. non-degenerate degenerate
pseudo-inverse 0 degenerate
Restricted complex J2=—1, 0> 02> -1,
structure J
inverse or seudo
pseudo-inverse invertible with J ™! = —J invertible pseud
1 invertible
J T =-Qg
We can write this orthogonal projector in two ways:
2|V,) G*"Re(V,| 2G*"Re(V.
Py = — =, ”Dfﬁﬁ’ (53)

(Y1) (1)

such that we have P, = V) [P’Z. The difference lies in the co-domain: While P, : H — H
maps back onto Hilbert space, e.g., to compute pr = P, we have that Pi :H—> TyMis a
map from Hilbert space into tangent space. Due to 7, M C T, P(H), we have

Py =PyQy=0QyP, and P, =P, Qy, (54)

which follows from Qy, |[V,) = |V,,) and @L = Qy. In contrast to Qy, the projector P, is in
general not Hermitian.

Provided that there are no redundancies or gauge directions (only changing phase or nor-
malization) in our choice of parameters, g, will still be positive-definite and invertible with
inverse G*”. We find that

2GH7Re(V, |i|V,)
(Ylp)

is the projection of the multiplication by the imaginary unit (as real-linear map) onto 7, M.
It will not square to minus identity if multiplication by i in full Hilbert space does not preserve
the tangent space.

JH, =—G"w,, = = [P’Zi v,) (55)

If g,,, is not invertible, it means that there exists a set of coefficients X" such that
X'g X" =0, that is [|[X* |V} || = 0 and therefore X" |V,) = 0. In other words, not all vectors
|V,,) are linearly independent and thus also not all parameters are independent. If this is the
case, it is not a real problem as the formalism introduced can still be used with little modi-
fications. More precisely, the projectors (53), as well as all other objects we will introduce,
are meaningfully defined if we indicate with G*” the Moore-Penrose pseudo-inverse of g,
Le., we invert g, only on the orthogonal complement to its kernel (orthogonal with respect
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of the flat metric 6 v in our coordinates'?). Indeed, all directions in the kernel correspond to
a vanishing vector in the tangent space and therefore do not matter. In this case, also Q"”,
should be defined as the inverse of w,,, on the orthogonal complement to the kernel of g W.ll
However, it is still possible that w and J are not invertible even on this reduced subspace.

In this case, in order to define © one has to reduce oneself to working on an even smaller
subspace, that is one that does not contain the kernel of w and J. Here, however, the way
in which we reduce these extra dimensions is not equivalent, as these directions are not any-
more just redundant gauge choices of our parametrization. The reduction here effectively
corresponds to working on a physically smaller manifold, as we will explain better in the next
section. For what follows we will always suppose that Q is defined by inverting  on the tan-
gent subspace orthogonal, with respect to the metric g ,,, to the kernel of J. That is, £ is the
Moore-Penrose pseudo-inverse of @ with respect to g, i.e., the pseudo-inverse is evaluated in
an orthonormal basis. In appendix E, we elaborate further on the definition and evaluation of
this pseudo-inverse.

In conclusion, we see that we are able to define the restricted structures (g, w,J) which,
however, do not necessarily satisfy the Kdhler property. This is due to the fact that the tangent
space, as we have pointed out, is a real, but not necessarily complex subspace of . Note that
these objects are locally defined in each tangent space 7, M for ¢ € M.

Example 5. For the Hilbert space H = (C2)®2 of two Qubits, we can choose the variational
manifold M of symmetric product states represented by

lp(x)) =[P (x)) ® [(x)) (56)

with x* = (6, ¢), where |[3(x)) is a single Qubit state as parametrized in (47). The tangent
space is spanned by

W) =1V,,) ® [ () + [p(x)) ®V,) , (57)

where |V,,) are the single Qubit tangent vectors defined in (48). With this, we find

_ (1 0 _ 0 sin 6
Suv= (0 sin? (9)) and @,y = (—sin@ 0 ) (58)

leading to J> = —1 everywhere. We therefore conclude that the tangent space Ty M satisfies the
Kdhler property everywhere.

Example 6. For the single Qubit Hilbert space H = C2, we can choose the equator of the Bloch
sphere as our variational manifold M. This amounts to fixing 6 = 7/2 in the single Qubit
state (47) leading to the representatives

(@) = L 10)+ = 1) (59)

=—=0)+—11), 59
V2 V2

with a single variational parameter ¢. We have the single tangent vector |V) = |V;) as defined
in (48). From the inner product (V|V) = }P we find g = % and w = 0 implying J = 0. Con-
sequently and not surprising due to the odd dimension, the tangent spaces of our variational
manifold M are not Kdhler spaces. Moreover, neither w nor J are invertible.

191n the specific case of the manifold of matrix product states, there exists a different, more natural definition of
orthogonality [42].

"Note that the kernel of w v itself does not necessarily correspond to redundant directions of the parametrization
as X*w,,, = 0 does not imply X" |V,) = 0.
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Example 7. We consider a bosonic system with two degrees of freedom associated with annihi-
lation operators d; and d,. The vacuum state |0,0) satisfies d,, |0,0) = 0, d,|0,0) = |1,0) and
&; |0,0) =0, 1). We introduce

b = coshr a; +sinhr &; s (60)

with canonical commutation relations [b, b']=1and r being a fixed constant (not a variational
parameter). We then define the states of our variational manifold as

p(a)) = e =P |0) (61)

parametrized by a single complex number a. |Y(a)) is not the one-mode coherent state

la) = gad'—a’a |0), because b |0 0. Our variational manifold has two independent real pa-
D b
rameters given by x* = (Rea,Ima). After some algebra taking [b,b'] = 1 into account, we
find
|v;) = eab™=a’h (coshr |1,0) —sinhr|0,1)), 62)
|Vy) = eabl—a'b i(coshr|1,0) +sinhr|0,1)).

Metric and symplectic form take the forms

B 2 0 (0 2
gw,:costh(O 2) and w‘“’:(—Z 0). (63)

This gives rise to the restricted complex structure

0 -1
b=
J*, =sech2r (1 0 ) , (64)

which only satisfies J?> = —1 for r = 0.

In summary, we introduced general variational manifolds as real differentiable subman-
ifolds M of projective Hilbert space P(#). By embedding the tangent spaces 7,M into
Hilbert space, the Hilbert space inner product defines restricted Kahler structures on the tan-
gent spaces, whose properties we will explore next.

3.4 Kaihler and non-Kéihler manifolds

We categorize variational manifolds depending on whether their tangent spaces are Kihler
spaces or not. We will see in the following sections that this distinction has some important
consequences for the application of variational methods on the given family.

Definition 2. We classify general variational families M C P(H) based on their restricted Kdhler
structures. We refer to a variational family M as

e Kdhler'?, if all tangent spaces Ty M are a Kdhler spaces, i.e., J 2 = —1 everywhere on the
manifold,

127 general manifold M, whose tangent spaces are equipped with compatible Kéhler structures, is known as an
almost Hermitian manifold. However, if an almost Hermitian manifold is the submanifold of a Kdhler manifold
(as defined in appendix C), then it is also a Kdhler manifold itself. Thus, due to the fact that P(#) is a Kahler
manifold, all almost Hermitian submanifolds M c PP(?) are also Kahler manifolds, which is why we use the term
Kahler in this context.

21


https://scipost.org
https://scipost.org/SciPostPhys.9.4.048

Scil SciPost Phys. 9, 048 (2020)

e Non-Kdhler, if it is not Kdhler. If w is degenerate, we define £ as the pseudo-inverse.

This classification refers to the manifold as a whole. In table 1 we summarize the properties of
each class of manifolds.

Many well-known variational families, such as Gaussian states [43], coherent states [29,
30, 44], matrix product states [45] and projected entangled pair states [46], are Kéhler. On
the other hand, one naturally encounters non-Kihler manifolds when one parametrizes states
through a family of general unitaries ¢/(x) applied to a reference state |¢), i.e.,

[P (x)) =U(x) ) . (65)

For example, this issue arises for the classes of generalized Gaussian states introduced in [32],
for the Multi-scale Entanglement Renormalisation Ansatz states [47] or if one applies Gaussian
transformations /(x) to general non-Gaussian states.

Example 8. We already reviewed examples for these three cases in the previous section. More
precisely, example 5 is Kdhler, example 6 is non-Kdhler with degenerate « and example 7 is non-
Kdhler with non-degenerate w.

Given a submanifold M C P(H), we can use the embedding in the manifold P(H) to
constrain the form that the restricted complex structure J can take on M.

Proposition 1. On a tangent space Ty M C H of a submanifold M C P(H) we can always find
an orthonormal basis {|V,)}, such that g ,,, = 1 and the restricted complex structure is represented
by the block matrix

€1
—c,

cz (66)

with 0 < ¢; < 1. This standard form induces the decomposition of T, M into the three orthogonal
parts
TyM=TyMe&Ly,Me&D,M, (67)
~—_——

TyM

where T, M is the largest Kihler subspace and Ty, M is the largest space on which J and w are
invertible.

Proof. We present a constrictive proof in appendix B. O
Proposition 1 is also relevant for classifying real subspaces of complex Hilbert spaces. In-
terestingly, it is linked to the entanglement structure of fermionic Gaussian states, as made

explicit in [48].
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The manifold M is Kahler if there is only the first block in (66) everywhere. The symplectic
form w is non-degenerate if we only have the first two diagonal blocks. The next proposition
provides some further intuition for the non-Kéihler case, which is also known in mathematics
in the context of sub manifolds of Kihler manifolds [49].

Proposition 2. The Kdhler property is equivalent to requiring that T, M is not just a real, but
also a complex subspace, i.e., for all |X) € Ty M, we also have i|X) € T, M. Therefore, the
multiplication by i commutes with the projector Py, i.e., Pyi=iPy and P, is complex-linear.

Proof. We present a proof in appendix B. O

If a manifold admits a complex holomorphic parametrization, i.e., a parametrization that
depends on the complex parameters z, but not on z**, then the manifold will be Kéhler.
Indeed, taking Rez" and Imz* as real parameters gives the tangent vectors

0
"~ ORezt

) 0
Vi) (), ilv,) = P r—— [ (2)) - (68)
It is actually also possible to show that, viceversa, a Kahler manifold is also a complex manifold,
that is it admits, at least locally, a complex holomorphic parametrization.

As mentioned before, in order to define the inverse of w it is necessary to restrict ourselves
to work only in a subspace of 7, M. We now see that the definition we gave previously of
always defining Q as the pseudo-inverse with respect to g coincides with always choosing to
consider only the tangent directions in

TyM = spang {|V;)}. (69)

In order to apply variational methods as explained in the following sections, it may be
necessary to at least locally restore the Kahler property. We can achieve this by locally further
restricting ourselves to

Ty M =spang {[V,)}. (70)

Using the bases {IVH)} and {IVH) }, we can define the restricted Kéhler structures (?, , J),
which are compatible, and (g, @,J), where w and J are non-degenerate.

Our assumption on the definition of Q can be understood as taking £ to be zero on the
subspace D,, M, where w is not invertible, and equal to the inverse of w on m Note that
this definition is only possible because the tangent space is also equipped with a metric g,
which makes the orthogonal decomposition 7, M = 7:1,—./\/1 ® Dy, M well-defined.

In summary, a general variational family M C P(H) is not necessarily a K&dhler manifold.
We can check locally, if the restricted Kéhler structures fail to satisfy the Kahler condition. If
this happens, we can always choose local subspaces

TyM CTyM C TyM (71)

on which the restricted Kahler structures satisfy the Kéhler properties or are at least invert-
ible. Defining Q as the pseudo-inverse with respect to g is equivalent to inverting w only on
m. In what follows, we therefore do not need to distinguish between the non-Kéhler cases
with degenerate or non-degenerate structures, as we will always be able to apply the same
variational techniques based on .
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3.5 Observables and Poisson bracket

Any Hermitian operator A defines a real-valued function (A) on the manifold M and in fact on
the whole projective Hilbert space. The function is given by the expectation value

(Y ()IAlP(x))
(pp(x))

It is invariant under rescalings of |3) by complex factors and is thus a well-defined map on
projective Hilbert space P(#). We will use the notation (A) and A(x) interchangeably. For the
function deriving from the Hamiltonian operator H, we use the symbol E = (H) and call it the
energy.

Ax) = (A) (x) = (72)

Given a Hermitian operator A and the representative |1(x)), we have the important rela-
tion

PLAY) = 6"(2,), (73)

which is invariant under the change of representative [+) — ¢ |} and |V,,) — ¢ |V,,). It follows
from

2Re(V,|AlY) -
9,A= W)“T =g.,PUAIY) (74)

where we used product rule and (50).

The following definition will play an important role in the context of Poisson brackets and
conserved quantities. Every operator A defines a vector field given by @wA [4). If this vector
field is tangent to M for all ¢ € M, the following definition applies.

Definition 3. Given a general operator A and a variational family M C P(H), we say A preserves

M if
QuAlp) =(A—(A)IY) forall ¢ eM (75)
lies in the tangent space Ty M, i.e., @wAW) = P¢A|1/)).

The symplectic structure of the manifold naturally induces a Poisson bracket on the space
of differentiable functions, which is given by

{A,B} :=(9,4)Q""(9,B). (76)
In some special cases this can be related to the commutator of the related operators.

Proposition 3. Given two Hermitian operators A and B of which one preserves the Kdhler mani-
fold M, i.e.,

A— M) y) € TyM or (B—(B)) [y) € TyM, (77)
the Poisson bracket is related to the commutator via
(YI[A BI]p)
AB}=i—"T"—7"". (78)
BB =)
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Table 2: Action principles. We review the different action principles and how they
relate to the respective manifolds.

Lagrangian McLachlan Dirac-Frenkel
Definition Py (L —H) ) =0 Py (L +if) ) =0 both
Kéhler manifold always defined and all equivalent
Non-Kihler deﬁn.ed for chosen always defined )
. inverse Q .. not defined
manifold (see proposition 5)

(see proposition 4)

. conservation of
energy conservation

Advantage (see proposition 4) symmetries both
prop (see proposition 7)
Linearization . .
around ground possible not possible ossible
sta%e (see section 4.2.2) (see section 4.2.2) P
Proof. We compute

(PILABIY) _ 2Re(|(A—(A)i(B—(B))Iy)
Sy = W) : 79

As one of the vectors (A—(A)) |1) or (B—(B)) |p) lies in the tangent space Ty M, (34) applies,
giving

i — phAly) g, P iB 1Y) = 8,407 ,GP?9,B = 8,A0"74,B, (80)
where we used (74) and J = —J ! = Qg for a Kihler manifold. O

For M = P(H), above conditions are clearly met for any Hermitian operators A and B. For
a general Kéhler submanifold M C P(H), however, the validity of (78) depends on the choice
of operators considered. On a submanifold which is not Kéhler the statement is in general no
longer valid.

4 Variational methods

Having introduced the mathematical background in the previous section, we can now study
how variational methods allow us to describe closed quantum systems approximately. Given
a system defined by a Hilbert space 7 and a Hamiltonian H, we assume that a choice of a
variational manifold M c P(#), as defined in the previous section, has been made and show
how to (A) describe real time dynamics, (B) approximate excitation energies, (C) compute
spectral functions, (D) search for approximate ground states. In doing so, we will emphasize
the differences that arise between the cases where the chosen variational manifold is or is not
of the Kéahler type.

Following the conventions introduced in section 3, we present a systematic and rigorous
treatment of variational methods, for which section 2 served as prelude with some simplifica-
tions as discussed after example 2.
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4.1 Real time evolution

For what concerns real time evolution, we would like to approximate the Schrodinger equa-
tion (1) on our variational manifold M. There are different principles, used extensively in the
literature, according to which this approximation can be performed. We will see that only in
the case of Kéhler manifolds they are all equivalent.

4.1.1 Variational principles

Following the literature, we can define the following variational principles for |¢)) := |[¢(t)).

Lagrangian action principle [25]. The most commonly used variational principle relies
on the Lagrangian action, already introduced in (13),

N U S T (€ <] (7))
S_J;Ldt_ftidtRe ) s (81)

1

whose stationary solution satisfies

0 = Re (@59 [(if; — ) (82)

for all times and all allowed variations [51(t)) with Q,, [6v) = [6v) — (Zﬂm) [1) from (46).

This is equivalent to Schrodinger’s equation on projective Hilbert space'®. On a variational
manifold M C P(H), i.e., where we require Qy, [6v(t)) € Ty()M in (82), we instead have

Pyige ) =PyHp) . (83)

This gives rise to the equations of motion (9) anticipated in Section 2, which we derive in
Proposition 4. For a time-independent Hamiltonian, they always preserve the energy expecta-
tion value.

McLachlan minimal error principle [50]. Alternatively, we can try to minimize the error
between the approximate trajectory and the true solution. As we do not know the latter, we
cannot compute the total error, but at least we can quantify the local error in state norm

| & 1) — (i) )

due to imposing that %hp(x)) represents a variation tangent to the manifold,
ie., @d,% |(x)) € Ty M. It is minimized by the projection

. (84)

Qy £ |yp) =—Pyif [y) . (85)

This gives rise to the equations of motion (26) anticipated in Section 2, which we derive in
Proposition 5. The resulting equations of motion only agree with the Lagrangian action if M
is a Kéhler manifold. Otherwise, they may not preserve the energy expectation value.

Dirac-Frenkel variational principle [51,52]. Another variational principle requires

(6Y|(iL —A)y) =0 (86)

for all allowed variations |51(t)). It is easy to see that the real and imaginary parts of (86)
are equivalent to (83) and (85) respectively. Therefore, this principle is well-defined (and

13The fact that the projector Q,, onto projective tangent space Hi appears, shows that the resulting dynamics is
defined on projective Hilbert space, while global phase and normalization are left undetermined. We will explain
how to recover the dynamics of phase and normalization in Section 4.1.3.
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equivalent to the other two) only in the cases in which they are equivalent between themselves,
that is, as we will see, if and only if M is a Kéhler manifold. Otherwise, the resulting equations
will be overdetermined.

Expressing equations (83) and (85) in coordinates leads to flow equations for the manifold
parameters x(t). We can then define a real time evolution vector field X* everywhere on M,
such that

dxt
— = X%(x). 87
T (x) (87)
Integrating such equations defines the flow map &, that maps an initial set of coordinates
x*(0) to the values x"(t) that they assume after evolving for a time t.

In the case of the Lagrangian action principle, the vector field X takes the form given in
the following proposition. A similar derivation was also considered in [25].

Proposition 4. The real time evolution projected according to the Lagrangian action princi-
ple (83) is

dx* v .
'y =X =—Q"(0,E), (Lagrangian) (88)

where E(x) is the energy function, defined in the context of equation (72). Such evolution always
conserves the energy expectation value.

Proof. From the definition (50) of the tangent space basis, we have

. . (Pl EP)
L) =58, ) = xH|V,) + W ) . (89)

We substitute this in (83) and then expand the projectors using the relations (53), (55) and

P,ily) = 0 to obtain A

| 2Re(V, | A1)
(Ylp)

We further simplify the expression by using (74) and (J™1)*, = —Q¥Pg pv from (55). This
leads to

JH,XY =GH (90)

Xt = Y ,G" I, E=—Q"0,E. (91)
To obtain the variation of the energy expectation value E we compute directly

dE dx*

— = (8,E)— =—(3,E)Q""(3,E) =0, 92

T (“)dt (9, E)Q"”(0,E) (92)
where we used the antisymmetry of Q“”. If J (and thus also Q) is not invertible, one needs to
restrict to an appropriate subspace. O

The most important lesson of (88) is that projected time evolution on a K&hler manifold is
equivalent to Hamiltonian evolution with respect to energy function E(x). As was pointed out
in [24], already the time evolution in full projective Hilbert space, i.e., M = P(H), follows
the classical Hamilton equations if we use the natural symplectic form Q*”. Let us point out
that the sign in equation (88) depends on the convention chosen for the symplectic form,
which in classical mechanics differs from the one adopted here. One further consequence of
equation (88) is that the real time evolution vector field X'(x) vanishes in stationary points
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of the energy, that is points x, such that J,E(x,) = 0. These points will therefore also be
stationary points of the evolution governed by X" as illustrated in figure 3.

Let us here recall that, if @, is not invertible, Q" refers to the pseudo-inverse, as discussed
in sections 3.3 and 3.4. This convention means that in practice the Lagrangian evolution will
always take place in the submanifold of M on which e is invertible. There may be pathological
cases where w vanishes on the whole tangent space and therefore the Lagrangian principle
does not lead to any evolution. In appendix E, we present a method to efficiently compute the
pseudo-inverse in practical applications.

In the case of the McLachlan minimal error principle, the evolution equations take the form
given in the following proposition, which cannot be simplified further. It is also in general not
true that this evolution conserves the energy or that has a stationary point in energy minima.

Proposition 5. The real time evolution projected based on the McLachlan minimal error prin-
ciple (85) is

_ 2G""Re(V,liH |3
(Yhp)

Proof. By substituting (50) in (85), analogously to what was done in (89), we have

dx*
= XM = (McLachlan) (93)

XM = Ph(—iH ), 94)
from which the proposition follows by expanding the projector according to (53). O

To perform real time evolution in practice, either based on (88) for Lagrangian evolution
or based on (93) for McLachlan evolution, we will typically employ a numerical integration
scheme [53, 54] to evolve individual steps. It is generally hard to get rigorous bounds on
the resulting error that increases over time, but in certain settings there still exist meaningful
estimates [55]. Let us now relate the different variational principles, which has also been
discussed in [56].

Proposition 6. The Lagrangian, the McLachlan and the Dirac-Frenkel variational principle are
equivalent if the variational family is Kdhler.

Proof. To prove the statement, it is sufficient to see that equations (83) and (85) can be written
simply as applying the tangent space projector P, to two different forms of the Schrédinger
equation, i.e.,

Lagrangian: Pw(i% —HB)|y)=0 (95)
McLachlan: Pw(% +iH) |y) = 0. (96)

These two forms only differ by a factor of i. However, as we discussed in proposition 2, one
equivalent way to define the Kahler property of our manifold is that multiplication by i com-
mutes with the projector P,,. Therefore, if the manifold is Kahler, an imaginary unit can be
factored out of equations (95) and (96) making them coincide. If, on the other hand, the
manifold is non-Kéhler, this operation is forbidden and they are in general not equivalent. [

As discussed in Section 3.4, if the chosen manifold does not respect the Kéhler condition,
we always have the choice to locally restrict ourselves to consider only a subset of tangent

directions with respect to which the manifold is again Kéhler, i.e., 7, M. Then both principles
will again give the same equation of motion, which will have the same form as (88) where we
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Py
@ Xt =Pl (=) [y)
Y

Figure 3: Real time evolution. We illustrate real time evolution on a variational man-
ifold M according to the Dirac-Frenkel variational principle (where Lagrangian and
McLachlan principles coincide). The time evolution vector —iH |1)) at a state 1 is
orthogonally projected through P, onto the variational manifold M to define the
vector field X*. We further indicate how real time evolution near a fixed point v
follows approximately circles or ellipses.

just replace Q*” with Q*?, which will conserve the energy and have stationary points in the
minima of the energy. We will refer to this procedure as Kdhlerization.

We can compute explicitly how the vector fields of the Lagrangian and McLachlan varia-
tional principles differ. For this, we only consider the subspaces, defined in Proposition 1, in
which the complex structure fails to be Kéhler, i.e., where we have

7= @ (—ci Ci) ’ ©7

as in (66). On the enlarged tangent space including all vectors i|V,,), the enlarged complex
structure

¢ 1—c?
y —C; 1—¢?
Jj= i i 08
619 —y/1=¢f i %)
—y/1—=¢? —c;
clearly satisfies J2 = —1. For the time evolution vector field X = &;(a;, b;, a;, 8;) on the
enlarged space, we find the two distinct restrictions
_ vy, V1-¢? /1-=c?
XLagrangian =J 1[FD¢JX =0; (ai - c—iai: bi + c—lﬂl) (99)
XMcLachlan = ”:qu-)é = eai(ai» bl) > (100)

associated to the Lagrangian and the McLachlan principle, respectively. We see explicitly that
they agree for ¢; = 1, but also when a; = 5; = 0.

Example 9. We consider the variational family from example 7 for a system with two bosonic
degrees of freedom. We choose the Hamiltonian

o ey(fytiy)te_[(fy—riy) cos p+(a] dy+a, a5 sin ]

H 3 , (10D)

where €, and €, are the excitation energies with €, = € £ €,, while ¢ is a coupling constant,
such that H = e, + €511, for ¢ = 0. Figure 4 shows the time evolution of the expectation values
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(b) Non—Kihler, uncoupled (¢) Kéhler, coupled (d) Kéahler, uncoupled

g — exact

_/

-1.0 =05 0.0 0.5 1.0 -1.0 =05 0.0 0.5 1.0 -1.0 =05 0.0 0.5 1.0

--- Lagrangian -

— McLachlan -

/T
@
M
\

Figure 4: Comparison of variational principles. We illustrate how exact, Lagrangian
and McLachlan evolution differ in example 9. We choose €; = 1, €, = 2, initial condi-
tions £ = (1,0) and r = 0.3 for non-Kéhler, r = 0 for Kéhler, ¢ = 0.3 for coupled and
¢ = 0 for uncoupled. To indicate speed, we place an arrow at t € {1.5,3,4.5}. (a) All
trajectories differ, (b) Lagrangian and McLachlan give the same trajectories with dif-
ferent speed, (c) Lagrangian and McLachlan agree, (d) Langrangian and McLachlan
become exact.

2% =(q, p) for the two operators

=L (b"-b), (102)

_ 1t
= L(b'+b), L

Qe
hel

where b was defined in (60). For r = 0, the variational family is Kdhler and the two variational
principles give rise to the same evolution. For r # 0, the two principles generally disagree. The
explicit formulas can be efficiently derived using the framework of Gaussian states reviewed in
section 5.1, where we reconsider the present scenario in example 20.

Kéhler vs. non-Kéhler. On a Kéhler manifold all three variational principles are well-
defined and equivalent. They all give the same energy conserving equations of motion (88).
On a non-Kéhler manifold, only the Lagrangian and McLachlan variational principles are well-
defined, but they give in general inequivalent equations of motion given by (88) and (93).
Only the Lagrangian ones will manifestly conserve the energy and have stationary points in
the minima of the energy. In table 2, we review advantages and drawbacks discussed in the
following. While in most cases, the Lagrangian principle appears to be a natural choice, the
McLachlan principle is often preferable if w is highly degenerate—in particular, if w = 0 its
pseudo-inverse is £ = 0 and the evolution would vanish everywhere independent of H, such
that the McLachlan principle appears to be the better choice.

4.1.2 Conserved quantities

Given the generator A of a symmetry of the Hamiltonian H, i.e., [H,A] = 0, the expectation
value A(t) = (1,|A|y,) is necessarily preserved by unitary time evolution on the full Hilbert
space

o) = U() o) = e Japg) . (103)

We now consider if this continues to be true for projected time evolution on a manifold.

For a time-independent Hamiltonian H, we have seen that the energy expectation value
E is always conserved by Lagrangian projected real time evolution. However, projected time
evolution will not in general preserve expectation values of an operator A with [H,A] = 0. To
guarantee this, one has to further require that A preserves the manifold.
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Proposition 7. Given a variational manifold M and a Hermitian operator A, such that [H,A] = 0
and A preserves the manifold in the sense of Definition 3, i.e.,

QyAlp) = A— A ) e TyM Vo e M, (104)

the expectation value A(x(t)), defined as in equation (72), is preserved under real time evolu-
tion projected according to the McLachlan variational principle. It is also true for Lagrangian
variational principle, if the two principles agree, i.e., if the manifold is Kdhler.

Proof. We compute

d _ dxt 4 Lo A _ 2Re(pl(A—(ANM) _ iIIAAlY) _
(105)

where in the first line we used relation (74) for the gradient of A, the definition of McLachlan
evolution (85) and that P* (A) [¢)) = 0, in the second step we used that, thanks to the condi-

Y
tion (104), the restricted bilinear form g in the first line coincides with the full Hilbert space
one in the second line of (105). O

This result only applies the McLachlan projected real time evolution, for which the equation
of motion (94) holds. In the Lagrangian case, we would have

A=(9,A) X" =—(3,A)Q"0,E = {E,A}, (106)

which is in general not equal to i (})|[H,A]|1) (1 |) ™" on a non-Kéhler manifold'* and thus
not necessarily zero.

We see here the main advantage of the Kdhlerization procedure described in the previous
section. Indeed, through Kdhlerization we are able to define, even for general non-Kahler
manifolds, a projected real time evolution that shares the desirable properties of both, the
Lagrangian and the McLachlan projections, i.e., it is a symplectic, energy preserving evolution
with stationary points in the energy minima and at the same time preserves the expectation
value of symmetry generators satisfying (104). Note that Kadhlerization may spoil the conser-

vation laws of observables A, for which @UJA |4b) does not lie in the Kéhler subspace 7, M, in
which case we will need to enforce conservation by hand, discussed next.

For operators A where (104) is not satisfied, we have two options to correct for this:

(a) Enlarge the variational manifold M, such that condition (104) is satisfied.

(b) Enforce conservation by hand, for which we modify the projected time evolution vector
field X*.

While option (a) is typically more desirable, it requires creativity to find a suitable exten-
sion of a given family M. Of course, if A is an important physical observable that is relevant
to the problem, a manifold that does not preserve it may not be a good choice to approximate
the system’s behavior. In practice, however, it may still be worthwhile to check the predictions
of an approximated time-evolution adopting (b).

4For Kdhler manifolds, as discussed in the context of Proposition 3, {F, G} =i {(y|[F, G]|vy) (4|¢)) " only holds
if either ¥ or G preserves the manifold.

31


https://scipost.org
https://scipost.org/SciPostPhys.9.4.048

Scil SciPost Phys. 9, 048 (2020)

This is done by adding a further projection of the real time evolution flow onto the subspace
of the tangent space orthogonal (with respect to g) to the direction [FDZAWJ) = GH*”3,A. This
is equivalent to restricting ourselves to the submanifold

M={lyp) e M| S = 40} c M, (107)

where A, is the initial value ()(0)|A|1(0)) (1(0)[4p(0))~!. Note that this modified evolution
may spoil other conservation laws (e.g., energy) that were previously intact.

To preserve several quantities A;, we can project onto the subspace orthogonal to the
span of X; = [FDd,AI |y). If we also want to preserve the Kahler property, we should choose
X; = (I]J’wAl ) ,iPwAI [1)). We can then define g;; :X;‘ng}’ to define the projector

Pt =5",-X;'G"X g,,, (108)
where G'/ is the inverse (or pseudo inverse, if not all vectors X; are linearly independent) of
81

The modified Lagrangian evolution vector field XM is
Xt =-0""(6,E) with Q" =Pp" P’ Q°, (109)
while for the McLachlan evolution, we find
Xt =P+ X7, (110)

where X" represents the unmodified evolution vector field in the McLachlan case. It will
conserve all expectation values A;(t) by construction. In the Lagrangian case also the energy
will continue to be conserved by construction, which would need to be enforced by hand for
the McLachlan case.

Kéhler vs. non-Kidhler. On a non-Kidhler manifold, where we have two inequivalent
definitions of the evolution, only the one coming from the McLachlan principle preserves the
expectation value of symmetry generators satisfying (104). Thus a key reason to Kihlerize a
non-Kihler manifold is to conserve these expectation values also in the Lagrangian evolution.

4.1.3 Dynamics of global phase

Up to now we have always considered our variational manifolds M as submanifolds of pro-
jective Hilbert space and thus the tangent space 7,,M as a subspace of Hi. This means all
states are only defined up to a complex factor. In practice, our family (x) € P(H) will be
described by a choice [1(x)) €H i.e., for every set of parameters x", we will have a Hilbert
space vector |y(x)) representing the quantum state 3 (x) € P(H).

If the parametrization x* happens to contain the global phase or normalization of the
state as an independent parameter, we are overparametrizing our family and the evolution
equations (88) or (93) will keep the evolution of some parameters undetermined leading to
some gauge redundancy. This is due to the fact that normalization and phase do not change
the quantum state |1(x)) represents and our equations of motion only determine the physical
evolution of the quantum state and not of its Hilbert space representative.

We can include the time evolution of the global phase and the state normalization by
extending our parametrization by defining

[(x, K, @) =¥ [p(x)) (111)
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where k and ¢ are two additional real parameters. If phase or normalization were already
contained in x* this will lead to an overparametrization, but we have already explained how
to take care of this in Section 3.3.

Then, on top of the real time evolution equations (83) or (85), we obtain equations for
these extra parameters by projecting Schrodinger’s equation on the corresponding tangent
space directions, i.e., |V,) = |¥) and |V,,) =i|¥), to find the two equations

Re (¥|(—iL +A)|W) =0, Re(¥|L+iAw)=0. (112)

Equivalently, as anticipated in Section 2, we can use the Lagrangian action principle to find
the same equations by extremizing the alternative action

S =J fdtRe(\I/(t)|(i%—ﬁ)|\Il(t)) (113)

i

for the full set of parameters (x, , ¢) rather than S from (81) for only x.
In both cases, the time evolution of x*(t) is unchanged, but we find the additional equa-
tions

Re(yp| 2 1)
Wy

. Re(lir )

= 91 —E(t) and k=-—

(114
relating the evolution of phase and normalization with |[¢(x(t))). Interestingly, the time evo-
lution of x will ensure that |¥(x, k, ¢)) does not change normalization.

The procedure can be understood as follows. Global phase and normalization are conju-
gate parameters when considering Hilbert space as Kéhler space, as can be seen from |V(p) =i|V,).
When considering a variational manifold M c P(#), we have the following options:

1. When we are only interested in the time evolution of physical states ), we must project
out the information about global phase and normalization using P!, . Consequently, our
evolution equations will not determine how to change global phase or normalization as
this information is pure gauge. We followed this philosophy until the current section.

2. When we are also interested in the time evolution of global phase and normalization,
we can always extend M to include both phase and normalization as independent pa-
rameters. Given a generic parametrization [¢(x)), we can extend it to [¥(x,k, ¢)) to
ensure that it satisfies the Kahler property in the phase/normalization subspace. We can
then find evolution equations for ¢ and x. This is what we explained in the current
subsection.

Finally, let us emphasize that using equations (112) or extremizing action (113) without first
ensuring both phase and normalization are included as independent parameters may lead to
unphysical results.

Example 10. We consider coherent states parametrized as |(x)) = el¥(xix2)elxi+ixa)d’ o),
where the states are not normalized due to (Y)(x)|y(x)) = e*1™2 and we chose intentionally
a phase ¢(x1,X5). We further consider the Hamiltonian H = w@'d. The equation of motion on
projective Hilbert space based on the action (7) are

X =wxy, and Xx,=-—wxy. (115)
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However, if we use (113), we find the action

2

2
S= f de (3,35 — o3, — S23, — $2%, ) 101 (116)

which leads to the equations of motion given by

. 3 3 .
(1+xf+x§)(wx1 +X9) = (a_ixl_a_ZXZ)XZ’ 117)
. 3 F] .
(1+xf+y§)(wx2—x1)=(a—£x2—a—ix1)x1. (118)
They only agree with (115) if g—ixl - g—flxz =0.

4.2 Excitation spectra

We would like to use a variational family M to approximate the excitation energies E; of some
eigenstates |E;) of the Hamiltonian. Typically, we are interested in low energy eigenstates,
that is eigenstates close to the groundstate of the Hamiltonian. Suppose then that on M
we are able to find an approximate ground state [),), that is the state with energy w, that
represents the global energy minimum on M (we will describe a method for finding such state
in Section 4.4). Then there are two distinct approaches of deriving a spectrum: the projection
of the Hamiltonian and the linearization of the equations of motion.

4.2.1 Projected Hamiltonian

Given a tangent space 7,, M at a state 1, € M, we can approximate the excitation spectrum
of the Hamiltonian H from its projection onto Ty, M.

Based on the two action principles (Lagrangian vs. McLachlan), we define two different
projections given by
H", = [FDZOPAI |V,),  (Lagrangian)

. (119
RV, = —PZOiH |V,) . (McLachlan) )

On a Kdhler manifold M, we will have R*,, = —J¥ H? , and [J,H] = [R,H] = 0. In this case,
H represents a Hermitian operator on tangent space (which is complex sub Hilbert space) and
R is anti-Hermitian. In this case, the eigenvalues of H are real and come in pairs (wy, w,),
while the ones of R come are purely imaginary and come in conjugate pairs (iw;, —icw,). The
two associated eigenvectors of R are related by multiplication of J and also span the respective
eigenspace of H.

On a non-Kihler manifold M, the relation between H and R as well as their respective
spectra is non-trivial. The eigenvalues w, of H*, will still be real, while the ones of R*,,
continue to appear in conjugate pairs. The latter also implies that for an odd-dimensional
manifold R*, must have a vanishing eigenvalue, which is a pure artefact of the projection.

The projected Hamiltonian H*,, represents the full Hamiltonian restricted to the tangent
space. The Courant-Fischer-Weyl min-max principle states that the eigenvalues E, of H and
the eigenvalues w, of H", satisfy

Ey < @y < Ey_nit (120)

with N = dimg H and n = dimg 7,,, M, where we assume that all eigenvalues are sorted
and appear with their multiplicity. Therefore, every approximate eigenvalue «w, bounds a
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corresponding true eigenvalue E; from above. How good this approximation is will highly
depend on the choice of variational manifold. Note that the energy differences w,—w instead
do not necessarily bound E, — E, because the ground state energy w, might not be exact, i.e.,
() > Eo.

Furthermore, the eigenvalues ), are variational in the sense that if X f is an eigenvector
_ [0 : ; _ M
of H :l,, such that H", X = w; X/, then the corresponding Hilbert space vector |X;) = X, |V,,)
satisfies

X |HIX
(X(|H| E>=a)(. (121)
(XlXy)
Kéhler vs. non-Kdhler. On a Kdhler manifold, H*, and R", are related via R = —JH

and they will be the representations of a complex Hermitian and anti-Hermitian operators,
respectively. Real eigenvalue pairs (w,, w,) of H will be related to imaginary eigenvalue pairs
(iewy,—iw,) of R. On a non-Kdhler manifold, the eigenvalues w, of H could all be different
and unrelated to the ones R, which are still imaginary appearing in conjugate pairs.

4.2.2 Linearized equations of motion

A common alternative to projecting the Hamiltionian is to linearize the equations of motion
around a fixed point x such that X'(xy) =0

dx* d
%:X“ = Eéx“=K“v5xv, (122)

with 6x* = x“—xg and K", = 0,X"|,_, . Here, 6x" represents a small perturbation around
the approximate ground state. The frequencies w, appearing in conjugate pairs %icw, in the
spectrum of K*, represent the frequencies with which such perturbations oscillate around
the ground state and thus provide an approximation to the excitation energies E, — E, of the
Hamiltonian.

As pointed out in Section 4.1.1, the fixed point x; only coincides with the approximate
ground state 1), if the real time evolution is defined in terms of the Lagrangian action principle.
We thus assume the equations of motion (88) based on Lagrangian action principle. In this
case, we find

K", =8,X" =—3,(Q"3,F) = —0""(3,8,E), (123)

where everything is evaluated at x, after taking the derivatives. We used that J,E = 0 at the
fixed point®®.

By construction, K*, is a symplectic generator, because it satisfies KQ + QKT = 0, which
implies that M = eK preserves the symplectic form, i.e., MQMT = Q. Provided that 1,
is an energy minimum, the bilinear form h,, = 0,0,E is positive definite. By Williamson’s
theorem [57], K", is diagonalizable and the resulting eigenvalues appear in conjugate pairs
(i(l)e 5 —1(,()[)

From a geometric point of view, 6x" represents a tangent vector |51)) = 6x*|V,,) living
in the tangent space 7, M at the approximate ground state [1),). The time evolution of a

15Usually, defining a derivative of a vector field X* requires a way to relate tangent spaces at adjacent points
via a so-called connection. The resulting covariant derivative V,X* = 9,X" + Ffp AP will depend on Fi‘p that
encodes the connection. In our case X'* vanishes at the fixed point, so that the dependence of Ffp drops out and
the spectrum of K*, =V X" at |¢,) is canonically defined.
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tangent vector at a fixed point |1),) is described by the linearized evolution flow'®

Ao : Ty M — Ty M. (124)
K is the generator of the flow d®, leading to the important relation
dd, = ek, (125)

which shows that d®, is symplectic.

Unitary evolution on Hilbert space leads to a flow on projective Hilbert space that preserves
all three Kahler structures. However, when we project this flow onto a variational manifold
to find X*, we will project out the part of the vector field orthogonal to tangent space. When
using the Lagrangian action principle, the projected flow will continue to be symplectic, i.e.,
preserve Q, but none of the other two Kihler structures'’. Geometrically, this implies that the
trajectories of states near the fixed point 1, will be elliptic rather than circular, when measured
with respect to G.

Therefore, even if M is a Kdhler manifold, K", will in general neither commute with J
nor be antisymmetric with respect to G, i.e., satisfy KG = —GKT. This has the following
consequences:

e Right-eigenvectors E#(A) with K* ,EV(A) = AE¥(A) and left-eigenvectors éN’H(A) with
K“,,EM(A)zkgv(A) are not related via E4(A) = G‘”gv(k), but need to be computed
independently. This is important when computing spectral functions in section 4.3.

e There does in general not exist a Hilbert space operator K, such that K, is its restriction
in the sense of K, = [P’ZJOK |V,) or KM, = proiK |V,). Thus, K is not a restriction of a
Hamiltonian.

Kahler vs. non-Kéhler. On a non-Kéhler manifold, where we have two inequivalent defi-
nitions of the equations of motion, it only makes sense to linearize the ones coming from the
Lagrangian action principle, as their fixed point coincides with the approximate ground state.
The resulting generator K*,, will in generally not commute with J, even for Kdhler manifolds,
which has important consequences for its eigenvectors relevant for spectral functions.

4.2.3 Comparison: projection vs. linearization

In the following, we will compare the previously introduced approaches of approximating
excitation energy. This comparison is particularly illuminating in the case of Kihler manifold.

At a stationary point, i.e., J,E = 2Re (Vulﬁ |y)) = 0, we consider the symplectic generator
K", defined as

KW, =—01(3,8,E) = (I, 3,(PSH 1Y), (126)

16Mathematically, the linearized flow d®, is defined as the differential (also known as push-forward) of the flow
map &, defined after equation (87). In general it is a map from the tangent space 7, /M to the tangent space
Ty)M. In the special case of |1),) being a fixed point of the time evolution, it reduces to a linear map from 7, M
onto itself. One can then show that this map is generated by the linearization K*, of the vector field X* that
defines the evolution flow.

7Note that due to the 2-out-of-3 principle, any linear map M satisfying two out of the three conditions
MQMT = Q, MGMT™ = G and MJM™' = J will satisfy all three. Thus, any violation will necessarily affect at
least two Kéhler structures.
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where we only have J~! = —J for Kihler manifolds. Evaluating the derivative in (126) gives
the two pieces

) ([I:D“’th ))= IPC’H|V)+ (3,P° )H|1,b) (127)
where we evaluate everything at 1), after computing the derivatives. We recognize
H? , = [P’fpﬁ |V,) and define F7 , = (9,P¢ )H [y) = Ww G"'O (3,V, |H|v,) leading to

K*, = (7Y, (H, +F9,). (128)

In summary, we see that the linearization K*,, consists of the two pieces: First, the projected
Hamiltonian H and second, the derivative of the projector. These terms are multiplied with
the inverse complex structure J!.

In the case of a Kdhler manifold there is a further way to understand these two term that
make up K*,. In this case, we can use J? = —1 to decompose any linear operator K on Ty, M
as K =K, + K_ with

K.=3(K+JKJ), {K,,J}=0, [K_,J]=0. (129)

We will see that this decomposition coincides exactly with the one of K*, in (128). To do this,
we use the fact that a Kihler manifold of dimension 2n always admits'® a parametrization
=(xq, -+, Xy,) satisfyingfor 1 <j<n

Vi) =ilVoy)) s (130)

i.e., the coordinate x; is conjugate to x,;. In this basis, J and £ are

(0 —1 _1( —Imn™! —Ren™!
J:(H . ) nzg( Rent imat | (131)

where 7 = (VJ |Vi.). Then the structure of matrices that commute or anti-commute with J is

a b a b
e=(5 ) k=(22) 52

We can evaluate K*, to find exactly this form
K", =—Q"3,0,E = (K, )", +(K_,, (133)
where its two pieces are explicitly given by

_( Im(n7'h)  Re(n'h)
K+:(—Re(n‘1h) Im(n~'h) ) (134)

_( m(n7'f)  Re(n~'f) )
K——( Re(n™'f) —Im(n~'f) )’ (135

where hj; = (leI-AI|Vk) and fj = (aijlﬁlwo). This clearly shows that the two pieces are given
by K_=JH and K, = JF as defined before (128).

In conclusion, from the decomposition (133) we immediately see again that K", has two
contributions. One is related to the projected Hamiltonian H*, and commutes with J. The

18This ultimately coincides with showing that a Kihler manifold is also a complex manifold, that is it admits a
holomorphic parametrisation in terms of complex parameters z* = x* + iy®.
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other is related to the overlap of H |+),) with the double tangent vectors |0, V), which coincides
with the one we previously described in terms of the derivative of the projector and anti-
commutes with J. Thus K_ is a complex linear map, while K is a contribution that makes
K", non-complex linear.

Finally, if we complexify tangent space, i.e., treat complex linear combinations of |V,) as
linearly independent, there exists a basis transformation that makes J diagonal and brings K .
and K_ respectively, into block diagonal and block off-diagonal form, given by

—pn1 —1 £y*
i((ﬂ) _Oﬂ ) K_:i( " : (n‘?h)*)’ K+=i( —n(llf (7 Of) ) (136)

i.e., for Kahler manifolds the terms in (128) decouple nicely. For a non-Kéhler manifold, neither
H nor F may commute with J, but even the decomposition (129) will not work for J 241,

J

In the next section, we will see that the term K_ can be a blessing and a curse: on the one
hand, it can ensure that in systems with spontaneously broken symmetry the eigenvalues of
K", contain a Goldstone mode. On the other hand, for unfortunate choices of the variational
family M we may encounter such massless modes even if there is no spontaneously broken
symmetry (spurious Goldstone mode).

Kéhler vs. non-Kihler. We can relate the linearization K*, with the projected Hamilto-
nian H* , via (128). For Kéhler manifolds, this decomposition becomes particularly geometric,
as the two pieces correspond to its complex linear and complex anti-linear part.

4.2.4 Spurious Goldstone mode

The spectrum of K", is not variational. In contrast to a variational approximation of an eigen-
state, our eigenvector |E#(A)) of K*,, with

K", E"(A) = AEM(A), (137)
and |£(A)) = E¥(A)|V,,), does not satisfy
A=£(EWHAIEQR)) . (138)

The expectation value of the full Hamiltonian with respect to |£(A)) is in general not easily
related to A, as it would be for a variational state. It is also not true that for every eigenvalue
pair +iw,, there exists a true eigenstate |E,) of H with excitation energy E, — Eq < w,.

In fact, there are situations, where the true ground state |E;) is non-degenerate, but K*,,
still has a zero eigenvalue associated to a massless Goldstone mode. This typically occurs if
we have a conserved quantity A with [A,H] = 0, such that —iA|+)) € Ty M everywhere as
discussed in the context of Proposition 7. At this point, the question is if the global energy
minimum |¢)) on M is invariant under e or not. Whenever the global minimum on v, on
M is not invariant, i.e., there is a whole family |y ,(¢)) = eivA l1o) of approximate ground
states, the generator K*, will have a massless Goldstone mode

& = Pf‘po(—if\) lyo) with KM,EL=0. (139)

Whenever the true ground state |E,) of the system is invariant under e, this Goldstone mode
is spurious and merely an artefact of a spontaneous symmetry breaking on M, but not on full
P(H).
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[o(p)) = e 794 |p,)
|Eo) €H

Figure 5: Spurious Goldstone mode. Even if the Hamiltonian has a unique ground
state |E,) without a spontaneously broken symmetry in full Hilbert space, on a cho-
sen sub manifold M there may be inequivalent states [1(p)) = emivA [,) that all
minimize the energy. This leads to a spontaneous breaking of the symmetry gener-
ated by A and the appearance of a spurious Goldstone mode.

3.t>t 4. t>t

\
4

Figure 6: Linear response theory. We consider an approximate ground state
Yo € M. While [¢),) does not evolve in time, certain trajectories of nearby states
are approximately elliptic. A finite perturbation at time ¢’ changes the state to
[ (t) = ele? |1o). This state will then evolve according to the equations of mo-
tion. We linearize by taking the limit € — 0, where we find that the tangent vector
|6 (t)) = de | (t)) |c=o can be decomposed into eigenvectors of K*,, that rotate on
ellipses.

This was pointed out in [58] as an important problem of approximating the spectrum
via linearized equations of motion rather than using the projected Hamiltonian. However,
in [59] we found that this can also be desirable to capture features of the thermodynamic limit
for finite system size. In particular, the gapless Bogoliubov excitation spectrum of the Bose-
Hubbard model can be shown to result from the diagonalization of the generator (123) of the
linearized equations of motion on the manifold of coherent states. The Bogoliubov spectrum
is gapless independent from the system size, even though the true ground state |E,) becomes
only degenerate in the thermodynamic limit. This also extends from Bogoliubov theory to the
full Gaussian time dependent variational principle, as discussed in [59].

We illustrate this issue in figure 5, where the Hamiltonian is spontaneously broken only
on the variational manifold M, but not in the full Hilbert space, where it has a unique ground
state |Eg).

4.3 Spectral functions

Next, we would like to use the variational manifold M to estimate the spectral function of a
system with respect to the perturbation operator V.
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Given a Hermitian operator V, the spectral function is

A(w) = —% Im GR(w), (140)

where GR is the retarded Green’s function

<¢0|[V(t),‘7]|¢o>
{(Wolvpo) ’

with ©(t) being the step function and V(t) the Heisenberg evolved operator under the system
Hamiltonian H.

GR(w) = —ifdt el ®te(t) (141)

The definition in terms of the retarded Green’s function stems from linear response the-
ory. Indeed, let us suppose that a small external perturbing probe field e¢(t) couples to our
system through the operator V. That is, the system state |+.(t)) evolves under the perturbed
Hamiltonian H + e (t)V. Then, let us measure the response of the system through the expec-
tation value of the same observable V. As the perturbation is ideally infinitesimally small, we
only consider such response up to linear order in €. Consequently, we define the time-domain
linear response as

d (e (DIV (1))
o = — .
O= el L w00 (142
Then in frequency domain we have that
5\7(w)5fdt e @SV (1) = G(w)GR(w). (143)

That is, G is exactly the so-called linear susceptibility of the system, which is an experimentally
accessible quantity.

Given a variational manifold there are two possible paths to trying to approximate A(w).

1. We can calculate the quantity (142) after having projected the evolution of |1 .(t)) on the
manifold. In other words, we perform linear response theory directly on the variational
manifold. This leads us to express A(w) in terms of the eigendecomposition of the
generator of linearized real time evolution K", introduced in (123).

2. Alternatively, one can try to approximate on the manifold the quantity

e HY |aho) (144)

that appears in equation (141). In this case one should note that in general V [¢,) does
not belong to the variational manifold, so one has to perform some truncation even
before applying the time evolution operator e~ Ht The other subtlety here is that one
must make sure that the quantity (144) is calculated with the correct global phase, as
we explained in Section 4.1.3.

It seems to us that method 2 captures less the spirit of variational manifolds. Indeed one
has that the quantity V |+,) would morally represent a small perturbation around the ground-
state |¢,) and would thus naturally live in the tangent space to the manifold of states at |)).
Representing V |v),) as a vector of M therefore is only meaningful if the manifold itself is a
good representation of its own tangent space. But this is not true for general manifolds and
indeed there is no uniquely defined method for representing V [1),) on M. The first method,
on the other hand, can alternatively be thought of precisely as representing the perturbations
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generated by V on Ty, M. Furthermore, we will show that method 1 leads to a closed expres-
sion for the spectral function from which it is immediate to see that sgn.A(w) = sgn w (as it is
in the full Hilbert space), while this cannot be shown in general for method 2.

For these reasons in the next subsections we will focus on the details of the first method,
giving a final expression for the spectral function estimated in this way in Proposition 10.

4.3.1 Linear response theory

As mentioned, a possible way of calculating spectral functions is to perform linear response
theory directly on the variational manifold. In this subsection we will then briefly explain how
this can be done. The idea is illustrated in figure 6.

Let us consider a possibly time-dependent perturbation A(t) of our unperturbed Hamilto-
nian HO, such that A, ()= H’O +€A(t), and an observable B, whose response we are interested
in. For spectral functions, we will be interested in the particular case where A(t) = o(t)V for
arbitrary functions ¢(t) and B = V, but we will for the moment keep our treatment general.

Our perturbed Hamiltonian gives rise to the time dependent real time evolution vector
field X" (t), which is
X.(t) = Ay +eXy(t), (145)

where X, and X,(t) are the evolution vector fields associated to the Hamiltonians H, and A(t)
respectively. The solution of this perturbed evolution is | .(t)) satisfying

Qi [y () =x(D)IV,) . (146)

For the following Proposition 8 it would not be important whether the evolution vector
field is defined according to the Lagrangian or McLachlan variational principles, as long as it
has the form (145). However, later we will be interested in the case in which the perturbed
evolution happens around the approximate ground state |1,) and it will be important that this
state is also a fixed point of the time evolution. So, as was the case in Section 4.2.2, from now
on we will suppose that the evolution vector fields are defined according to the Lagrangian
evolution (88).

We are interested in the response in expectation value of the observable B at linear order
in €, that is

_ d (DIBIY(1) —
6B(t) = de W (ORp(0) —o 5X“(t) 8MB(x(t)), (147)
where we defined the propagated perturbation
5x1(0)IV,) = Quik [e(0) | _ € TyaM., (148)

which can be evaluated as follows.

Proposition 8. Given a variational manifold M we define (according to the Lagrangian action
principle) the free projected real time evolution |v(t)) as governed by the free Hamiltonian H,
and the perturbed projected real time evolution | .(t)) as governed by the perturbed Hamiltonian
H,.(t) = Hy + €A(t), both with the same initial state |1)(0)). Then, the propagated perturbation,
defined according to (148), is given by

t
SxH(t) = —f dt’ (d®,_,)*, QP 3pA(t/){,¢(t,), (149)

—0Q
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where d®, is the linearized free evolution flow'®.

Proof. This can be shown in a standard way by using the interaction representation. We sketch
a proof in Appendix B. O

Put simply, 6 x" is the superposition of all propagated perturbations, i.e., a perturbation
VY 1y —
_va Pw(t/)A(t )WJ(t )) =-—Q' apA P(t) (150)
at time t’ is evolved with the linearized free evolution d®,_,, to time t where it contributes
towards & x(t).

If we now take as initial state [1(0)) the approximate ground state |1), that is a fixed
point of the projected evolution, we have that the free evolution is trivial [1(t)) = |¢). It
also follows that d®, is a linear map from 7, M onto itself given by

d®, = ekt (151)

where K", is the generator of the linearized flow introduced in (123). The map d®, can
therefore be evaluated in terms of the spectral decomposition of K*,.

Proposition 9. The linear response to a perturbation A(t), measured in terms of the observable
B, for a system initially in the state 1\ € M is given by

6B() =~i ), sgn(iA,[€"(A),B f dt' HED[E M)A, (152)

V4 —0Q
where all derivatives are evaluated at [1,) and E¥(A,) is an eigenvector of K™, such that
K",E7(Ag) = A EM(AY), (153)

and normalised so that E¥(A;) ,,,£” ()" =1isgn(iA,).

Proof. We can always decompose K*, in terms eigenvectors £¥(A) with eigenvalues A and
dual eigenvectors®® &,(A), such that

K", => 2 A)E,(Ap). (154)
14

The eigenvalues A, will come in conjugate pairs +iw,, which implies that the associated eigen-
vectors and dual eigenvectors are complex and mathematically speaking lie the complexified
tangent space. However, as K*, is a real map, we must have £#(iw) = E*(—iw)*.

We then notice that Q*”E,(—iw) is an eigenvector of K with eigenvalue iw. To see this it is
sufficient to apply K to it and use the symplectic property KQ = —QKT. It is then always possi-
ble to normalize the eigenvectors £ such that the relation Q“ng(—io)) = —isgn(w)&*(iw) =
—isgn(w)E*(—iw)* holds.?! From this, inverting 2 and exploiting its antisymmetry, we have
&\ (—iw) = isgn(w)E”(—iw) w,,.

Using this and (154), we can rewrite (151) as

(d®), =i sign(iA) €™ EM(A) EP(A)" @, (155)
¢
Combining this with (147) and (149) we have (152). O

19See footnote 16.

20The dual vector gu(l) is defined by EM()L) EMAN =6,

2Doing this rescaling while maintaining the property £¥(iw) = E¥(—iw)" is actually only possible if
EH(—iw)w,, £ (iw) = ia with a > 0, Yw > 0. But this is always true because by definition K = —Qh,
where h,, = §,0,E is positive definite (Hessian at a local minimum). It follows that —wK > 0 and therefore
0 < —EM(iw) w,,K? £ (iw) = —iw(—iw)w,, £ (iw) = wa.
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4.3.2 Spectral response

To calculate spectral functions we now just need to evaluate the result (152) for A(t) = p(t)V
and B =V and then take the Fourier transform.

Proposition 10. The spectral function with respect to the perturbation operator V, estimated by
performing linear response theory on the variational manifold M, is

A(w) =sgn(w) Y [E4(iw) 8,V] 6(w — ), (156)
{

where E'(iw,) are the eigenvectors of K* , normalized such that E* (iw,)* ©,,E"(iwy) = isgn(wy),
and the sum runs over all possible values of w, (appearing in pairs of opposite signs).

Proof. Evaluating the Fourier transform of (152) and comparing with (143) leads us to the
estimate for the retarded Green’s function

GR(w) = —ingn(wg)\c‘f“(iwg) V| Jdt elle—edtg(tr)
¢ (157)
= sgn(w)|E(iwy) 3,V [* [p —ins(w— wg)] ,
{

w— Wy

where the Sokhotski-Plemelj formula has been used. The imaginary part of this expression
can be then be inserted into the definition of the spectral function (140), leading to the re-
sult (156). O

Spectral functions calculated in this way have the desirable property sgn.A(w) = sgn w.

Kéhler vs. non-Kédhler. On a non-Kihler manifold, where we have two inequivalent
definitions of the equations of motion, it only makes sense to perform linear response theory
with the ones coming from the Lagrangian action principle, as their fixed point coincides with
the approximate ground state.

4.4 Imaginary time evolution

In the previous sections we have assumed we knew the state |v),) that minimizes the energy
on the variational manifold M. Solving this optimization problem is often non-trivial and
different methods may be more appropriate in different situations. However, we would like
here to present a method, known as projected imaginary time evolution, that makes use of the
same geometric notions introduced in Section 4.1 for real time evolution.

On full Hilbert space, imaginary time evolution is

d A
i [y (7)) =—(H —E(T)) (7)), (158)
which can be integrated to the solution
—Ar
(7)) = —— iGN (159)

V (1 (0)]e=2A7|3)(0))

This will converge in the limit T — ©0 to a true ground state if and only if the initial state
[4(0)) had some non-zero overlap with the ground state space.
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Figure 7: Imaginary time evolution. We illustrate the imaginary time evolution vector
field 7* on the variational family M analogously to figure 3, which is given by the
orthogonal projection of —H |1}') through P, onto M. This vector field flows towards
the global minimum 1) of the energy function.

Given a variational manifold M, we can approximate imaginary time evolution on it and
hope that it will also converge to the approximate ground state |vy,). This can be done by
projecting (158) onto tangent space. Contrary to real time evolution, there does not exist a
formulation of imaginary time evolution in terms of an action principle, so the projection can
only be done according to the McLachlan minimal error principle.

We would like to minimize the local projection error
|4 1 (=) — (B — D) [y ()
imposing that dd—T [ (7)) € Ty M, which leads to

) (160)

47 [W(D) = Pyoy(E— D) (1)) = ~Py o H (7)) , (161)
where we used P, [) = 0.
This leads to the projected evolution equation
dx”
dt
from which we can define the imaginary time evolution vector field F* everywhere on M,
such that

V) = =Py Iy(1)), (162)

dx¥ BN Dl B
ST FHx) = —PyH [ (x)) . (163)

This vector field can be understood as follows.

Proposition 11. Given a manifold M, the projected imaginary time evolution is given by

dx*
d_ = .FM(X) = —G‘“’(@,,E), (164)
T

where E(x) is the energy function, defined in the context of equation (72). Its solution x(7T)
monotonically decreases the energy.

Proof. We apply the projector IPZ in (163) to find

Ft=—P'H|y) =— G""Re (V,|H |v) . (165)

2
(Y1)
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We simplify this by using (74). Plugging this back into the previous equations, we arrive
at (164). To show that the energy monotonically decreases, we find

dE dx*

— =(3,E)— =—(0,E)G"”(3,E) <0 166

o (“)dr (6,E)G*"(8,E) <0, (166)
which follows from the positivity of G*”. O

We thus recognize projected imaginary time evolution (164) as gradient descent of the
energy function E(x) with respect to the natural geometry encoded in the metric G*” on the
manifold M, as illustrated in figure 7. It is our experience that solving (164) numerically
has better convergence properties than performing a naive gradient descent, where we just
try to minimize the energy E(x) as a function of x* assuming a flat metric. Hence, when
replacing the fixed time step by a line search, imaginary time evolution becomes equivalent
to Riemannian gradient descent. Indeed, the literature on Riemannian optimization [60-63]
describes how the Riemannian geometry (i.e., the metric) of a manifold can be taken into
account in each of the standard optimization algorithms such as the gradient descent method,
Newton’s method, the conjugate gradient method, and quasi-Newton methods such as the
(limited memory) Broyden-Fletcher—Goldfarb—-Shanno scheme [64-67].

Kahler vs. non-Kihler. The results discussed in this section do not rely on the manifold
M being a Kédhler manifold. The McLachlan projection principle is the only one that can be
resonably defined for imaginary time evolution and leads to the desirable gradient descent
result for any real differentiable manifold, independently of the Kahler property.

4.4.1 Conserved quantities

In many situations, one would like to further constrain our variational manifold by requiring
that certain operators A; have fixed expectation values A;. Geometrically, this amounts to
restricting the search to the submanifold

M={wpem| Bl —avi}cm. (167)

For example, for Hamiltonians commuting with the total particle number operator N, one
often wants to find lowest energy state within an eigenspace of N with N |[¢)) = N |). To
approximate such a state on a variational manifold M, we can search for minimal energy
state on the submanifold of states with (N) = N.

In general, this manifold M will not satisfy the Kéhler property anymore. In particular, if
we only fix a single expectation value, we will generically reduce the dimension of a Kihler
M to an odd dimension, which cannot be again a Kdhler manifold. However, we have seen
that for the purpose of finding the state of minimal energy, we can apply formula (158) on the
reduced manifold, regardless of the Kéhler property.

Instead of finding a new parametrization of the reduced variational manifold, as long as we
choose an initial state for the imaginary time evolution that satisfies the desired constraints,
we can then just implement them locally. We can indeed modify the imaginary time evolution
vector field F by further projecting it onto the restricted tangent space 7M. In this way the
respective expectation values are preserved by construction.

If there are several quantities A; that we wish to fix, %M is given by the sub tangent space
orthogonal to the span of X f = [P’ZAI |y). To project onto it, we define

gIJ :X;’Lgqu})’ (168)
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which gives rise to the projector

pr,=5",—X'G"X g, (169)

where GV is the inverse of g;; (or pseudo inverse, if not all constraints are independent). The
modified imaginary time evolution vector field is then

FHh=pr F", (170)

which will conserve all the expectation values A;(7). In analogy to (109), this is equivalent to

Fr=-G""(8,E) with G""=P",P’,GP. (171)

If we want to fix the expectation value of the number operator N, we have the scalar
function N (x) = (N) with X* = PZ)I\AI l) = G*”3,N, such that

G""(9,N)

TH — M _
= GNGETr (N

(ON)F?, (172)

which clearly satisfies fl—I;I =(o,N )FH =0.

5 Applications

In this section we will apply the formalism developed in this paper to some examples of vari-
ational manifolds. The aim is to illustrate how different Kéhler and non-Kéhler structures can
arise in practice.

In section 5.1 we will discuss a very common and natural example of Kéhler manifolds,
namely bosonic and fermionic Gaussian states. Indeed, in the case of Gaussian states, Kdhler
structures arise naturally directly in the way these states can be parametrized. We will intro-
duce them using a formalism that stresses this aspect. In sections 5.2 and 5.3 we will focus on
states of the form |y (x)) = U(x)|¢p) where U (x) is subset of unitary transformations and |¢)
an appropriately chosen reference state. We will show how this class of states can give rise to
manifolds that violate the Kihler conditions to different degrees.

5.1 Gaussian states

We consider pure bosonic and fermionic Gaussian states, which are also known as quasi-free
states. Bosonic Gaussian states (squeezed coherent states) form a prominent variational family
in the study of bosonic systems, such as Bose-Einstein condensates [68], cold atoms in optical
lattices [59] and photonic systems [69]. Fermionic Gaussian states (generalized Hartree-Fock
states, including Slater determinants) are equally important for the study of fermionic systems,
including Bardeen—Cooper—Schrieffer theory [3] and the Hartree-Fock method [7]. Other ap-
plications range from field theory [70], continuous variable quantum information [71], rela-
tivistic quantum information [72] and quantum fields in curved spacetime [73]. Most impor-
tantly, they are completely determined by their one- and two-point function and they satisfy
Wick’s theorem. Interestingly, pure Gaussian states are in one-to-one correspondence to com-
patible Kéhler structures (g,p, Wqp,J%3) On the classical phase space. These Kéhler structures
are distinct from those (g ,,, @,,,,J",) on tangent space, but we will derive relations between
them.
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While the relationship between pure Gaussian states and Kéhler structures has been pointed
out before in the context of quantum fields in curved spacetime [73-76], the linear complex
structure J was only recently used as a convenient parametrization of states. This allowed for
a unified formulation of bosonic and fermionic Gaussian states [ 77,78], which enabled new re-
sults in the context of their entanglement dynamics [79-81], the typicality of energy eigenstate
entanglement [82-84] and in the study of circuit complexity in quantum field theory [85,86].

5.1.1 Definition

The theory of N bosonic or fermionic degrees of freedom can be constructed on the classical
phase space V ~ R2V, We denote a phase space vector by £* € V and a dual vector by w, € V*,
where we use the Latin indices a, b, c,d, e for phase space to distinguish from tangent space
indices u, v, 0, A. We will see in a moment how this relates to standard bosonic and fermionic
creation and annihilation operators.

The classical bosonic phase space V is always equipped with symplectic form Q% and its
inverse w,;, satisfying Q% w.;, = 693, which define the classical Poisson brackets and then give
rise to the canonical commutation relations (CCR). Similarly, one can define classical fermionic
phase space V by equipping it with a positive definite metric G?° and its inverse g, satisfying
G%g., = 6%, giving rise to the canonical anti-commutation relations (CAR).

We can always choose a basis of classical linear observables £¢ e (g1, ,9N>P1>" " »PN)>
which can be bosonic or fermionic, such that (w, Q) or (g, G), respectively, take their standard

form given by
w (0 —1 ap2e[ 0 1
Wap = (1] 0 ) , QY = (—1] 0) , (bosons)

w1 0 ab 92 1T 0 ]
gab:(o 1])’ G _(0 1])’ (fermions)

. 9.p . . . .
where we will use the symbol = throughout this manuscript to indicate that the RHS of the
equation show the vector or matrix representation with respect to the above standard basis.

(173)

Quantization promotes these linear observables £¢ to Hermitian quantum operators

£a LP

5 :(QIJ"':QN)ﬁla'H)ﬁN) (174)
satisfying the commutation or anti-commutation relations
[&%,¢
sq £b
{&9,¢

b1=i0® (bosons)

] =
175
} =G . (fermions) (175)

We refer to £ as quadratures for bosons and as Majorana modes for fermions. These relations
ensure that the bosonic or fermionic creation and annihilation operators &; = (§; +ip;)/v2
and &j = (§;—ip;)/v/2 will satisfy their standard commutation or anti-commutation relations,
respectively.

Given a normalized quantum state |¢), we define its one and two point correlation func-
tions as

2= (Y|EY) , (176)
C2 = (P|(€ —2)*(E —2)P ) . 177)
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The fact that £2 is Hermitian implies that z¢ is real. This does not apply to C2®, which we
therefore decompose into its real and imaginary part given by

1
cob = 3 (G* +ine?). (178)

It is easy to verify that G is real, symmetric and positive definite with inverse g,, and Q% is
anti-symmetric. For bosons, Q% is fixed by the commutation relations, while
for fermions, G is fixed by the anti-commutation relations. With respect to our basis
fa= (41, ,q4n,P1," " »Dn), they are given by (173). We define the covariance matrix

b _ rab b
rab ={ G =C5"+C)° (bosons) ’ 179)

Qb = —i(Cgb — Czba) (fermions)
which is the only part of Cgb that depends on |1)). Later on, we will use I'®? as parameters of
our variational manifold.

We define the linear complex structure J of [¢)) as
Jab =—Gaca)cb, (180)

as before. Note, however, that for fermions Q? may not be invertible, in which case we define
wgyp as its unique pseudoinverse with respect to G, i.e., we invert Q% on the orthogonal
complement of its kernel. We define

l) is Gaussian < JZ=-1. (181)

Put differently, pure bosonic and fermionic Gaussian states are those states, for which
(&ap> Wap,J*p) are compatible Kéhler structures as defined in section 3. For fermions, this
also implies?? z% = 0, while for bosons z¢ is a free parameter, which we call the displacement.
We denote a pure Gaussian state with displacement % and complex structure J by |J, z), which
is uniquely determined (up to normalization and phase) by requiring

(6%, +U)(E M) 10,2 = 0. (182)

Given a Gaussian state |J, z), we define the operators

1 )
&L =506% FiJGE -2, (183)

which satisfy £¢ = éi + &% 4+ 2% and €_|J,z) = 0. Put differently, we project onto the
eigenspaces of J with eigenvalues +i and displaced by z. These spaces, i.e., complex lin-
ear combinations of & or £%, correspond to the spaces of creation and annihilation opera-

tors,respectively. Most importantly, Ai satisfy the commutation and anti-commutation rela-
tions given by

[£4,€81=0, [£2,€21=cgb, (bosons) (184)
{€,€%) =0, {€2,€8}=cgb.  (fermions) (185)

Using these relations together with £_|J,2z) = 0, one can show the equivalence of (177)
and (182). Moreover, one can show that any higher order correlation function

Cr(lll...an — (.],Zl(é_z)a] .”(é_z)anL]’z) s (186)

with n > 2 can be computed purely from Cgb via Wick’s theorem, which states the following:

22There exist fermionic coherent states [87], where z¢ is a Grassmann number, which we do not consider here.
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(a) Odd correlation functions vanish, i.e., Cy,;1 = 0.

(b) Even correlation functions are given by the sum over all two-contractions

al Aon Z |(7| o(l)aU(Z) C A5 (2n—1)%0(2n) (187)
5

where the permutations o satisfy 0(2i—1) < o(2i) and |o| = 1 for bosons and |o| = sgn(o),
called parity, for fermions.

This enables us to compute arbitrary expectation values of observables O written as polyno-
mials in £° efficiently.

Example 11. The harmonic oscillator H = —(p + w?2§?) with standard position and momentum

operators [§, p] = i has ground state wave function y(q) = w/*e~®1 *2 from which we find the
one- and two point functions

2=0, C= (Gab+-srw)__ (1/°) 1). (188)
2\ -1 w
This leads to the linear complex structure
S =G a=| O M (189)
b — chb = —w 0 .

We can compute £ = %(1] +U)ab(é—z)b as

e 11 i/w\(q 1 a
S R

where & = ﬁ(wq +ip).

Example 12. The fermionic oscillator of a single degree of freedom is given by H = cw(fi — %),
where fi = a'a with @™ and a being fermionic creation and annihilation operators We can go to
Majorana modes q = f(a‘ +d)and p = T(aT — &) which satisfy q*> = p> 1 . There are only
two distinct fermionic Gaussian states given by |0) and |1). The associated complex structures are

w0 1 w0 —1
J+ = (_1 O) and J_= (1 0 ) , (191)
respectively. We have the annihilation operators éa_ = %(&,i&) for the state |0) and

é’a =1 (a —ia") for [1).

In summary, we showed how Kéhler structures can be used as unifying framework to treat
bosonic and fermionic Gaussian states on an equal footing. In particular, we can label pure
Gaussian states |J,z) by their associated complex structure J, rather than using their covari-
ance matrix. In praxis, we can quickly switch between the different Kéhler structures using
their relations as reviewed in appendix A.4.
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5.1.2 Gaussian transformations

There is a subgroup of unitary transformations that map pure Gaussian states onto themselves.
We refer to them as Gaussian transformations and we will see that they are given by the
exponential of linear and quadratic operators in terms of .

In this context, we will encounter the symplectic and orthogonal Lie groups and algebras.
We identify them with linear maps M, and K%, on the classical phase space V. Using the
symplectic form Q% (bosons) and the metric G2 (fermions), we define the symplectic and
orthogonal group G as

Sp(2N,R) = {M%, € GL(2N,R)|[MQMT = Q},

192
O(2N,R) = {M“, € GL(2N,R)[MGMT = G}, (192)
respectively, with their associated Lie algebras g
sp(2N,R) = {K%, € gl(2N,R)|KQ + QKT =0},
p bS8 (193)

s0(2N,R) = {K%, € gl(2N,R)|KG + GKT = 0}.

Group elements M € G are equivalent to the well-known Bogoliubov transformations. To

. . . . 2aq P A A A A ..
see this relation, we can pick a basis £ = (§q,...,q4yx,P1,---qy) of Hermitian operators sat-

isfying (175) and transform it to a new basis g =M abé b This fixes a transformation

A/

a = Z;V:l(ai ja; + B j&}.‘), which now takes the known standard form of a Bogoliubov trans-

formation.

We can represent Lie algebra elements K faithfully as anti-Hermitian quadratic operators
K given by

= i K¢ £afb b
K%y o R={ [20ulpcc” (bosons) (194)
58acKpE1E (fermions)
Using the canonical commutation, we can verify
[K1,K,] = [K3, K5 ], (195)

i.e., our quadratic operators K form a representation of the Lie algebra g. The respective
exponentials of K give rise to a projective representation of the associated Lie group G, i.e., we
have the identification

M=K & SM)=eK, (196)

between Lie group elements M and unitary operators S(M), which we refer to as squeezing
transformations.

For bosons, we also have displacement transformations
2% & D(z)=exp(iz®wg;El), (197)

i.e., we identify a phase space vector z € V with the respective unitary operator D(z).

For fermions, products of M = €KX for K € s0(2N,R) will only generate the subgroup
SO(2N,R), whose group elements satisfy detM = 1. To generate other group elements
M € O(2N, R) with det M = —1, we can take any dual vector v, € V* satisfying v,Gv;, = 2
to define

S(M,) = vaéa s (fermions) (198)
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representing (M, )%, = v.G“*v,—06%, € O(2N, R) with det M,, = —1. We can further check that
S(M,) is unitary. Moreover, we have ST(M,)£9S(M,) = (Mv)abé b Consequently, together
S(eX) and S(M,) for a single chosen v, generate the full orthogonal group O(2N,R), i.e.,
every element M € O(2N,R) with det M = —1 can be represented as a S(M) ~ S(eX)S(M,)
for a fixed v, and K =log MM .

Displacement and squeezing transformations form projective representations of vector ad-
dition in V and group multiplication in G. We define Gaussian transformations

UM,z)=D(z)S(M), (199)
where “=” refers to equality up to a complex phase. Using Baker-Campbell-Hausdorff, it is not
difficult to show

UT(M,2)EUM,z) = M EL + 22, (200)

Therefore, it is a projective representation with
UM, 2)UM,Z) UMM,z + M%), (201)
where (M£)® = M%,%°. The action of 2/(M, 2) onto a Gaussian state is particularly simple and
given by
UM, 2)|Jg,20) = |MIM ™Y, M2y +2) . (202)

Given a linear complex structure J,, there is a unique group of transformations M preserving
Jo, i.e.,

GL(N,C) = {M%, € GL(2N,R)|[MJ M~ = J,}. (203)

This group is indeed the complex linear group GL(N, C), because the complex structure J, can
turn V ~ R2N into a complex vector space V ~ CV with scalar multiplication ® : (C,V) —» V
satisfying (a +i) ® v = av + 8 Jyv. With this in mind, a transformation M € GL(N,C) can
be seen as a linear map on V ~ CV that commute with the representation J, of the imaginary
unit, i.e., MJy = JyM.

Consequently, the subgroup of G which also preserves J; is the intersection
GNGL(N,C)=U(N). (204)

This turns out to be the group of transformations that preserve all Kéhler structures (G, Q,J,)
on V, which are just the unitary transformations preserving the Kahler induced Hermitian
inner product on V given by

1
(2.2) = 5 (gap + iwgp)z 50 . (205)

Given a Gaussian state |J,, 0), we can reach another?® Gaussian state |J, z) by applying the
transformation

z 1
UK, 2) =2 D(z)eX with K= > log A, (206)
where we introduced the relative covariance matrix
A% =—J%(Jo)p =TTy, - (207)

Above transformation follows from J = eXJ e ¥,

23For bosons, all Gaussian states are connected and can be reached. For fermions, there exist two disconnected
sets of Gaussian states, which cannot be continuously connected.
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Example 13. The squeezing transformations of a single bosonic mode ga E (g,p) are

G = Sp(2,R), generated by

w(l 0 w0 1 w0 1
xe(t o). ve(® 1), 2[5, 1) o

with their associated quadratic operators

X=— =i 7= (209)

The Gaussian state |Jy,0) is preserved by u € U(1) with

w0 1 ep [ COS@  singp
Joz(_l 0) and u:(—sincp cosgo)’ (210)

where U(1) = Sp(2,R) N GL(1,C) and u = e¥? with [Z,J,] = 0. The most general Gaussian
state of one bosonic mode has complex structure

ap —cos ¢ sinh p sin ¢ sinh p 4+ cosh p 211)
~ \ sin¢ sinh p —cosh p cos ¢ sinh p ?
for which we can verify J? = —1. From the relative complex structure A = —JJ,, we compute the
generator
1 w P [sing cos¢
K—ElogA_ > (cosqﬁ —sing )’ (212)

such that eX |Jo,0) =|J,0).

Example 14. The squeezing transformations of a single fermionic mode ga E (q,p) are

G = 0(2,R), generated by

20 1 o ap—pd
qu"(_l 0) o X=1H (213)

and our choice of the additional group element

Mv‘*;"((l) _01) o S(M) =24 (214)

with v, = (v/2,0). As seen in example 12, there are exactly two distinct complex structures given
by J, and J_ from (191) which are related by J, = MVJ'_MV_1 and which both satisfy uJu™! = J
for u = eX. This is because u is the generator SO(2,R) which is identical to the subgroup U(1)
preserving J.

Example 15. The squeezing transformations of two fermionic modes ga E (41,42, D1, P9) are
G = 0(4,R) with six linearly independent generators K; satisfying KG + GKT = 0. Given the
linear complex structure

1
Jo = , (215)
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there is a 4-dimensional subspace of these generators also satisfying [K,J,], which generates
U(2) € O(4,R). The most general fermionic complex structure is

0 Fsin O sin ¢ +cos O +sin 6 cos ¢
a.p +sin 0 sin ¢ 0 —sin 6 cos ¢ cos
Je = Fcosf sin @ cos ¢ 0 sin @ sin ¢ (216)
Fsin 6 cos ¢ —cos 0 —sin 6 sin ¢ 0

We have J, = MJo,M ™! and J_ = M,MJ,M M, for v, = (+/2,0,0,0) and M = X with

0 0 cos ¢ 0 sin ¢

1 @p —cos ¢ 0 —sin¢ 0

K= ElogA: 9 0 sin¢ 0 —cos¢ (217)
—sin¢ 0 cos ¢ 0

for A =J,J,. From the explicit form of J., we see that (6, ¢) behave as spherical coordinates.
This agrees with the fact that the manifold of fermionic Gaussian states with two modes consists
of two disjoint spheres.

In summary, Gaussian transformations consist of squeezing (bosons and fermions) and
displacements (only bosons). The former changes both the complex structure (equivalently:
covariance matrices) and displacements, while the latter only displaces the state. Whenever we
choose a Gaussian state |J,, 24), it defines with the respective background structure (symplectic
form for bosons or metric for fermions) a subgroup U(N) of transformations in G that preserve
Jo-

5.1.3 Geometry of variational family

We will now shift gears. Rather than looking at the Kahler structures (g5, wqp,J%p) associated
to an individual Gaussian state |J,z), we now consider the full variational family M of pure
bosonic or fermionic Gaussian states to study the Kahler structures (g ,,, @,,J",) on tangent
space 7,, M. For this, we will need to compute the tangent basis vectors |V,,), which we will
split into two types |V,) and |V,;).

We introduced Gaussian states |J,z) as being uniquely (up to a complex phase) charac-
terized by their complex structure J and their displacement vector z. Consequently, a general
tangent vector is characterized by the pair (6J%,62%) describing the respective changes of
J%, and z%. However, the resulting expressions simplify if we express everything in terms of
the (bosonic or fermionic) covariance matrix I'*? as defined in (179). We will therefore label
states by |T',z) and tangent vectors by (6T, 6z) with

|6T, 62) = 6T |V,;,) + 627 |V,) e%linz). (218)

The tangent space 7(r ;)M thus decomposes as
Tz =Sr2 @Dy (219)

where S(r ;) corresponds to the changes of J and D, refers to the changes of z (only for
bosons). We will see that these spaces can be naturally identified with the space of one- and
two-particle excitations in Hilbert space (constructed as Fock space).

Squeezing tangent space S(r ,). The tangent space of squeezings is described by variations
5T of the covariance matrix. Note that such changes are constrained to preserve the complex

53


https://scipost.org
https://scipost.org/SciPostPhys.9.4.048

Scil SciPost Phys. 9, 048 (2020)

structure property J? = —1 and reflect the symmetry/antisymmetry of I for bosons/fermions,
respectively. We therefore have

5T =g§rPe,  §TJT=J8T, (bosons)

ab _ __stba T . (220)
oI’ =—46r°%t, 6IJT=J6T. (fermions)
The tangent vectors |V,;) = Q(r,z)% IT,z) are then?*
i fc £d
Vap) = { ety op1nz) (bosons) (221)
78acwpa €S IT,2) (fermions)

The set of tangent vectors |V,;) is overcomplete, but this does not cause any problems as for
any change 5T, the associated tangent vector is given by |6T) = 6T%?|V,,). Using Wick’s
theorem, we can compute the inner product

~ 1 . -
<6F|5F) = 1_6(gacgbd +1wacgbd)5F“b5FCd. (222)
We thus see that the inner product between squeezing tangent vectors can be computed from

the Kéhler structure (g, w,J) on the classical phase space V.

Displacement tangent space D ). The tangent space of displacements is described by
the variations 6z® of 2, which can be changed freely. Therefore, we can identify the tangent
space 7|r ,y with the classical phase space V, i.e., 52 € V. The local frame |V,) is

0 . £
|Va> = @(F,Z)@ |F,Z> = 1wab£f’r |F,Z> . (223)
We find the inner product
1
(62162) = 2 (gab —iwgy) 227, (224)

which implies that the tangent space is isomorphic to V embedded with metric g,;, and sym-
plectic form —w,;,.>> The spaces S(rz) and D, are orthogonal, because (V,|V}.) = 0 follows
from C?‘}bc = 0 in Wick’s theorem.

Kahler structures on tangent space. The tangent space of bosonic Gaussian states can be
decomposed into the direct sum of displacements and squeezings, which are orthogonal due to
(V,p|V.) = 0. The tangent space of fermionic Gaussian states, only consists of the squeezings.
Evaluating the respective inner products gives

o 1 . N
(6T, 02|6T,62) = 1_6(gcegdf _lwcegdf)5FCd5Fef

1 (225)
+ 5 (8ap —i00q)35°52",
giving rise to the Kahler structures
gqu('i'gab)@("'%gce@gdf), (226)
Wy = (_wab)ea(_%wce ®gdf)- (227)

24The most general tangent vector of the squeezing manifold is given by | V) = @(F,z)l? T, ), where K is a general
quadratic operator from (194). We can then relate |V ) to the change 6T = 2Re (T, z|(E0ED 4 EDEa— 22%92°)|V,) for
bosons and 5T = 2Im (T, 0|(€2€° — ébé“)WK) for fermions to find (221). For bosonic states |T,z) with 2% # 0, |Vy)
also has a component |5z) = 52z¢|V,) with 52¢ = K%,z® in the displacement tangent space Dt ), discussed next.
25The sign difference is due to our chosen conventions and related to the issue discussed in footnote 26.
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Here, e do not have (Vg |~Vcd) = %(gacgbd — iwg.gpq), but only
(6T|6T) = %G(gacgbd — 1w, 8pg)6T 6T where 5T needs to satisfy (220). Inverting them
on this subspace leads to the dual Kéhler structures

G* = (+G) @ (+8G ® G¥),
Q" = (—0?) @ (—8Q°° ® GV), (228)
JH, = (=T e (I, ®8%).

They are defined on the dual subspace spanned by (w,, W,;) with W, satisfying

Wy =Wy, WJI=JTW, (bosons)

229
Wy =—Wyp,, WJ=JTW, (fermions) (229)

dual to (220). Given a general W,;, we can define its projection | W | onto this subspace as
1 T
7(W—JTWJ)p) (bosons)
Wl =1 3 ‘ , , (230)
7(W—JTWJ)4p) (fermions)
with Wgpy = %(Wab + Wpq) and Wgp) = %(Wab — Wy,) referring to symmetrization and anti-

symmetrization, respectively. The resulting projection W, satisfies |W |, 5T = W,, 6T for
srab satisfying (229).

We find the action of i onto |6T, §z) to be
i|6T,82) = —J%. 8T |V ;) —J 1624 |V.) = |-J6T,—J6z) . (231)

Example 16. We consider the Gaussian state |Jy,0) of a single bosonic mode éa = (q,p) with

Kdhler structures
w0 1 w1l 0 w0 1
Joz(_l O),G:(O 1),9_(_1 0)' (232)

A change 6T of the covariance matrix T = G is constrained to satisfy (220), such that we have

e [ A b ep [ C
5F=(b —a) and 6z:(d). (233)

The associated tangent vectors are given by

A2 A
Vin) == Vpo) = 45 100,00, Vi) = £5100,0)

i(a"h? ig' (234)
Vig) = [Va1) = 5= 10,0) . [Va) = 510,00,
which leads to a general tangent vector
6T, 52) = [2(a+ib)(@")? + %(c +id)a"]|J,,0) . (235)

Example 17. We saw in example 14 that fermionic Gaussian states for N = 1 consists of two
points and thus is zero dimensional. Instead, we consider for N = 2 the state |T',0) and allowed
change 6T with

1 a b

—
<
—
2
S
|
Q
|
=

6T = . (236)
-1 —b a
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The non-zero tangent vectors are then

1aa

[Vis) = [Vag) = —1[Vo4) = —|V5y) = 21,0, (237)
Vi) = [Vas) == Vi) = —Vey) = —a'ﬁﬁ Ir,0), (238)

where we recall |V,;,) = —|Vp,). We thus find
|6T,0) = (a +1b)1&'&£ IT',0) . (239)

In summary, the Kéhler structure (g,p, wqp,J %) on the classical phase space V are in-
timately linked to the ones (g ,,,®,,,J",) on tangent space. For bosons, we saw that the
displacement tangent space D), ;) can be naturally identified with phase space V as Kéhler
space.

5.1.4 Variational methods

After having clarified the Kéhler geometry of bosonic and fermionic Gaussian states, we can
use them to illustrate the variational methods discussed in section 4. Applications include
(A) real time evolution, (B) excitation spectra, (D) spectral functions and (D) imaginary time
evolution.
Real time evolution. Based on (88), we have the Lagrangian evolution equation
M . .
dft = —Q’“’ aEv As Gaussian states are parametrized by x* = (T, z), we need to compute
arab and < aza As Q"7 is only defined on the subspace satlsfylng (229), we need to project ar

onto this subspace to find dtl"ab SQaCdeL = |cq and thus®

d a _ ab JE
az =X"=0Q 220

(240)
d pab _ yab _ 9E 3E db _ 9E JE yab

FTP =X =400 (SE —JTSET) G = 4(Q5EG — GSEQ)"
in agreement with the respective equations?” of [32]. We introduced the evolution vector field
X" = (X9 X). We can also define the instantaneous Hamiltonian

{ %kab(é—z)“(é—z)b + laéa —E (bosons)

H= 5>
Tke pEEL —E (fermions)

(241)
with [ = ‘Z—g and k = :I:ZL‘S—JIZ:J, where (+) applies to bosons and (—) to fermions. This is the

quadratic Hamiltonian whose time evolution on the Gaussian family agrees with the projection
XH, ie., —iH|T,z) = X*|V,). We further define the instantaneous Lie algebra element

ac
K, :{ Q%k., (bosons) , (242)

G%k., (fermions)

which allows us to write the time evolution equation for the linear complex structure and
displacement simply as

£=0Q%l, and J=[K,J]. (243)

2By construction the energy w111 only depend on the symmetric or antisymmetric part of I'*? for bosons and
fermions, respectively, such that w111 be automatically symmetric or antisymmetric.
Note the sign difference in 2 = Q&'E compared to X = —Q3E, which is due to the chosen conventions mentioned
in 25.

?7See equations (31) of [32], where 2 = Ay /v2, =0 and =G =T; for bosonsand G =1 and ' = Q =T,
for fermions.
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Table 3: Dimension counting. We count the dimensions of the Gaussian manifold for
N bosonic or fermionic modes.

Dis(pblz;grsnts Squeezings (bosons) Squeezings (fermions)
Change 529 sTab 570
Constraints none [eb =rba ATJT =J6T [ = _yba,
] ATJT =J6&T
Dimensions 2N N(N+1) N(N—1)

Note that these equations are in general non-linear, as K and [ depend on the state and thus
onJ and z.

Imaginary time evolution. We recall that on a general manifold, we have the the imag-
inary time evolution vector field ddxu =—-G" aE . This translates to d—Fab SQaCde[g—?JCd
and thus to?®

£20=—G L (244)
T = —4G™(SE —JTEET) 4G = —4(GSEG + QZEQ)™ (245)

which agrees with the respective equations®® in [32].

Excitation spectrum. We recall that we can approximate the excitation spectrum either
by linearizing the equations of motion or by projecting the Hamiltonian onto tangent space.
The latter can be straightforwardly done in the number basis by expressing H in terms of
creation and annihilation operators associated to the approximate ground state |y,). We
therefore focus here on the former case, where the spectrum is encoded in the eigenvalues
of K¥, = —Q"9(9,0,E). We evaluate K for Gaussian states at a stationary point, i.e., at x,
with (J,E)(x,) = 0. We use the real time evolution vector field X* = (X, X ab) from (240) to
compute

axe ‘ axa
dz¢ 0z¢
K= s (246)
B IEa
T dcd T ded
which can be explicitly computed as>°
a 0%E
X ae
= ) 247
9z Jgzcdze (247)
ab
aaxzc = 4(9616 zfall::ef Ffb re zfafiief be) (248)
X |2 _ Qe 3%E 3%E
Lﬁch -2 (arcdaze _J{ arfgazejgd) > (249)
ax |ab 3
|_8_)1£ch =4 (Qae arcdaref /b —ree arcdaref o'f + a0 rEec 5bd - 5ac ordf 2 P
fbrh fb th
+J8 r“@arghawﬂ Jhy—Js Q“eargarefr J" (250)
il
+70 2L altye, — (M) Eae 2L b,).

285ee footnote 26.
2 See equations (30) of [32].
30We make the assumptions discussed in footnote 26.
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Note that for fermions, we only have the last block L‘;—)F(J, as the others are related to the
displacement z“, which vanishes for fermions. For bosons, the spectrum of the first block
%)Z(C can be related to Bogoliubov mean field theory, as discussed in [59], i.e., it captures the

one- partlcle spectrum.

Spectral functions. We can then evaluate spectral functions based on formula (156) for
any operator V. In practice, all eigenvectors £%(A,) will be represented as

EH(Ay) = (629,6T9P), (251)
such that we can compute the dual vectors

a V—(aza; a[‘ab) (252)

Note that we will need to remove unphysical eigenvectors and dual eigenvectors, as discussed
in the next paragraph. The spectral function is then directly computed from (156). This
was done explicitly in [59] to study the excitation spectrum and spectral functions of the
paradigmatic Bose-Hubbard model, where V was chosen to either describe density variations
or lattice modulations.

As explained in table 3, the manifold of bosonic states is N(N + 3)-dimensional, while
the manifold of fermionic states is N(N — 1)-dimensional. In contrast, the matrix represen-
tation (246) has a much larger dimension, due to the fact that we do not implement the
constraints on I' directly in the basis of K, but rather by applying the projection (230) in the
definition of K. By construction, any forbidden change 6T violating the constraints (220) will
be projected out and thus contributes the eigenvalue zero to the spectrum of K. In practice,
we therefore have two options:

(a) We can just compute the spectrum of K as written in (246) and drop N(N F 1) vanishing
eigenvalues for bosons and fermions, respectively. If there are more zero eigenvalues,
the spectrum will have one or more zero modes. To identify the corresponding (physical)
eigenvector (2, 6 r°?), one would need identify those eigenvectors which do not violate
the constraints (220). All eigenvectors with non-vanishing eigenvalues are physical and
necessarily satisfy the constraint.

(b) We can also reduce the dimension of K by constructing an orthonormal basis & FiCd explic-
itly. This allows us restrict/project K onto this subspace. This is particulary important
when

There are large classes of examples where variational methods have been successfully ap-
plied to the family of Gaussian states to describe physical systems. Given a single fixed uni-
tary transformation U,, we can define the variational family of transformed Gaussian states
M’ = {U,|T,2)}. Using this variational family for a given Hamiltonian H is equivalent to ap-
plying our methods directly to the transformed Hamiltonian H’ = UgH Uy. This approach has
been successfully applied to various systems, such as the Kondo problem [19].

Example 18. We consider a free bosonic system with one degree of freedom. Let its quadratic
Hamiltonian be

w 0
= _habgagb with hZ ( 0 w) ) (253)
The manifold of Gaussian states was explicitly parametrizged in (211), such that we find the

= Zrh bl"“b + = h b2’ zb = —(coshp +z1 +22) (254)
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The change of 2% and T'®? under time evolution are

%qpco (_zél) , d—lg £ 20 sinh p (f2:n¢¢ :32(:;) (255)
leading to p = 0 and ¢ = 2w. Similarly, imaginary time evolution is given by
) B G A L I B
leading to p’ = —2sinh p and ¢’ = 0. Finally, we find
’|
K=|— : (257)

2w
—2w

from which we can read off the 1- and 2-particle excitation energies of the free Hamiltonian. For
the matrix representation of K, we chose the orthonormal basis (2%,T;)

(Srlq’z"(l _1), 5r2q’zp(1 1). (258)

Example 19. We consider a free fermionic system with two degrees of freedom. Let its quadratic
Hamiltonian be
Wy
A1 2o B ,
H==h,£%" with hZ| _ @2 (259)
2 Wy
—w,

This manifold of Gaussian states was explicitly parametrized in (216) with two coordinates
x* = (6, ¢) leading to the energy of the state with J given by

E= —%habr“b = —(wy = w;)cosh. (260)
The resulting equations for real time evolution are
drl' ap . —cos ¢ s —sin¢ e
E:(coz + w;)sinf sin —cos¢ (261)
—sin¢ cos ¢

leading to the equations @ = 0 and ¢ = (w, + wy). Similarly, imaginary time evolution is
described by

—sing —tan6 cos¢

dT 4p (coyte)sin26 sin¢ —cos¢ —tanf
E = 2 tan 6 cos ¢ sin ¢ (262)
—cos¢ tanf  —sing

leading to 6" = (w4 £ w,)sinO and ¢’ = 0. We can compute the matrix representation of K",
as

_ 0 w1 + Wy
K= (—w1 Lo, o ) , (263)

whose eigenvalues correspond to the 2-particle spectrum of the free Hamiltonian H. For the matrix
representation of K", we chose the orthonormal basis of variations

1 1

-1 -1

ony = , 00, = (264)
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Example 20. We now derive the time evolution for example 9 of a free bosonic system with two

degrees of freedom. We fix a basis £¢ = (G1,G2, D1, P2), with respect to which symplectic form and
covariance matrix of |T', z) are

1 1
Q= , I'= . (265)
-1 1

We now choose the 2-dimensional variational families of coherent states |T',z), where
a o2 . ca TP e ay
2 =(q1,P1,92, P2) depends on the two variational parameters 2% = (G, p) via

coshr 0
Q_ a sp ap | sinhr 0
Z T%p% with T = 0 cosh r (266)
0 —sinhr

which agrees with |y (a)) from example 7. The 2% are the expectation values of the canonically
conjugated operators

= ({, coshr — g, sinhr, (267)
= p,coshr —p,sinhr. (268)

We re;;)resent the orthogonal projector Py ;) as 2-by-4 matrix P%;, = P?r,z) |V,,) with P%, T? ,=06%
given by

(269)

p coshr —sinhr 0 0
0 0 coshr sinhr )’

where P acts on the tangent space of all displacements &z from (223) and orthogonally projects
onto the tangent space of our family described by 62. The Hamiltonian (101) can be rewritten as
A = 1h,,£9EP with

1 €3
er | C C
h=| 7 : (270)
1 €3
c3 Cy
where ¢; = 2 in? = €, sin® 2 dcy = 5 25in2¢. W id
1 = €1C08” ¢ + €58In" @, c; = €1 8in” ¢ + €5 cos* ¢ and c3 = —5-2sin2¢. We consider

the time evolution under H of the expectation values % = (4, p) for the following scenarios.
True evolution. The time evolution equation z* = X follows from (240) and is given by
X% =K%z with K% =Q%h,, 271)

and solved by z(t) = M(t)z(0) with M(t) = e'X.
Lagrangian vs. McLachlan evolution. The Lagrangian and McLachlan evolution are based on
projecting the equations of motion (240) in the two ways

X&grangian = PabXb = (Kl)ayiy 5 (272)
Xl\?[cLachlan = (j_l)aﬂpﬁc‘]chd = (Kz)aygﬁ 5 (273)

where we have X = K“bTbyéy. We compute

- p 0 —sech 2r w( 0 aF
— = .= 1
J=PJT _(sech2r 0 )’Kl_( )’ (274)
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where we introduced the constants given by

+ _, (e7—€y)cos2¢p+(e+€,)sech (2r)
a; = + 5 .

£_ 4 (e14€5) cosh 2r+(e;—€,)(cos 2¢ Fsin 2¢p sinh 2¢) (275)
Clz = 2 .

We can compare the time evolution of the variational parameters £* = (G, p) for the two varia-
tional principles with the exact evolution of the expectation values of (q,q) for the same initial
state |T, ), as shown in figure 4.

5.1.5 Approximating expectation values

In this section, we compare how the expectation value of observables changes depending on
if we evolve in the full Hilbert space with —iH or on our variational manifold with Py (—iH).
Clearly, any observable O that can be expanded in powers of £ can, in principle, be computed
exactly from the covariance matrix ['®? and displacement vector z¢ (for bosons) using Wick’s
theorem.

As it turns out, the derivative %(A) for linear-quadratic observables A agrees in the two

cases on the Gaussian manifold, ie., linear-quadratic observables are insensitive to
non-Gaussianities to linear order on the Gaussian manifold.

Put differently, the variation & (A) is insensitive if we perturb the Gaussian state |T, z) either
into the direction |64), which will generally leave the class of Gaussian states, or into the
projected direction Pr . |y), which is projected onto the Gaussian manifold. Here, we have
5(A) = % (A) if we choose |5)) = % [p) = —iH |4).

Proposition 12. Given a Gaussian state |T', z) and an arbitrary tangent vector |¢ ) with (T',z|¢) =0,
the change of linear-quadratic observables A= f,£% + %ha L ELED s

5(A) = 2Re (T, z|A|¢) = 2Re ([, 2|AP ,|) . (276)

Proof. The proof is rather simple and goes in two steps: First, we note that a linear-quadratic
operator A acting on [T, z) allows for the decomposition

All,2) =C|T,2) + X |V,) + X |V,;) . (277)

Second, the inner product between A|T',z) and the tangent vector |¢) only happen in this
subspace. Consequently, equation (276) follows. O

Corollary 1. The time derivatives of displacement vector ® and covariance matrix I'*? at a Gaus-
sian state |T',z) are the same for the true time evolution with some interacting Hamiltonian H
and for its projection onto the Gaussian manifold. In formulas, this means

39 =2Re(T, 2| E9Pp .y (—iH)|T, z)

P (278)
=(T,z|[—iH,£°]|T,z) ,
. A A ~ 2920
G =2Re(T, 21{€%, E* )P (—H)IT, 2) — 572 (279)
= (T, 2|[~if, {£%, EP}]IT, 2) — 2920 — 2%,
Q0 =2Re(T, 2[[€, EPIP .0y (DT, 2
< |[§ 5] (F,z)( )| ) (280)

=(T,2|[—iHA,[£%, EP]IT, 2)

where T = G for bosons and T = QQ for fermions.
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In summary, projecting onto the Gaussian manifold is equivalent to truncating the equa-
tions of motion of the n-point functions at second order, i.e., we integrate equations (278)
to (280) and ignore non-Gaussian evolution of higher n-point functions C, for n > 2.

5.2 Group theoretic coherent states

Standard coherent states of the form |a) = gad'—a’a |0) of a single bosonic degree of freedom
were introduced by Glauber [44]. From the perspective of Gaussian states, as presented in
the previous section, coherent states correspond to a submanifold of bosonic Gaussian states
with fixed complex structure J¢; (or covariance matrix rab ), but variable displacement vector
z%. Given a fixed Gaussian state |J,0), we can reach the set of coherent states |J,z) with all
possible z¢ € V by applying the displacement transformation |J,z) = D(z)|J,0). So, here, the
main structure is D(z), which gives a projective representation of the group of vector addition
V.

In this section, we generalize this construction by considering, instead of D(z), generic
unitary representations of arbitrary semi-simple Lie groups. This leads to construct the so-
called group theoretic coherent states. They were independently introduced by Gilmore [29,
88] and Perelomov [30,89]. While we follow the excellent review [90], we will particularly
emphasize the geometric structure of the resulting variational families and their advantages. In
particular, we will show that group theoretic coherent states constructed from certain vectors,
called highest weight vectors, always give rise to Kdhler manifolds. Furthermore, we will
connect to the previous section to show explicitly how the full families of bosonic and fermionic
Gaussian states can be naturally understood as group theoretic coherent states with respect to
groups G = Sp(2N,R) and G = O(2N, R) for bosons and fermions, respectively.

5.2.1 Definition

We consider a separable Hilbert space H, a real Lie group G with real Lie algebra g and a
possibly projective unitary representation U/ of G on H, i.e., we have

UM) - H — H with UM )U(M,) ~ UM M,), (281)

where ~ indicates equality up to a complex phase. We may later impose conditions, such as
requiring that the Lie group is compact or semi-simple. Given a basis =; of the Lie algebra g,
we have the Lie brackets®!

[1]

[Ei,E;]1=clEk, (282)

where cfj are called structure constants. Our group representation induces a representation of

=; as operators

A d =
& = S UE)| (283)
which are anti-Hermitian®? due to 24" = /~!. A general Lie algebra element A € g is then

represented as anti-Hermitian operator A = A'Z;.

We can always represent group and Lie algebra through their action on the Lie algebra
itself. This is called the adjoint representation. Here, a Lie group element M is represented as

*!In physics, some authors [91] choose the basis X; = —iZ;, such that A=A'E; = iA'X; and [X;, X;] = ic;E.
32A basis X; = —iZ; would lead to Hermitian operators X; = —iZ;.
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the linear map Ad,, : g — g with

d =
Ady,(E) = a1\/165~1M Yoso (284)
which reduces for matrices to Ady,(Z;) = ME;M ™!, Similarly, the adjoint representation of a
Lie algebra element =, is given by the linear map ad; : g — g with

ad;(8;) = [E;,Ej]=c

1= kg, (285)

k
ij
which implies that the adjoint representation of =; always takes the matrix form (ad;)* i= ck

ij
with respect to Z;. The adjoint representation defines the Killing form
}Cij = Tr(adiadj) = (adi)kl(adi)lk = Ciklcjl'k , (286)
which is non-degenerate for semi-simple Lie groups.

Example 21. We consider the Lie group SU(2) consisting of complex, unitary 2-by-2 matrices
with unit determinant. Its algebra is well known to be spanned by the matrices =; = %O‘i, where
o; are the Pauli matrices, with structure constants cf‘j = €k, j given by the totally antisymmetric
tensor with eh = 1. The Killing form is thus K;; = ekileljk = —26;;. We consider the following
two representations:

Spin-%. This is the fundamental representation and thus coincides with the definition. We repre-

sent the group on the Hilbert space H = C? and it is generated by the anti-Hermitian operators

[T | .

:.l':—io'i with
s 1 N & _ -1
=t -3 i , Dig = 1 5

which coincides with the definition =;.
Spin-1. This representation is also the adjoint representation and the matrices can be chosen to
be real. It is then given by real 3-by-3 rotation matrices acting on the Hilbert space H = C3. It is

generated by
0 -1 1
()z=(e )m=( ) (258)

which are infinitesimal rotations in the three planes. As matrices, they correspond to (Z; )< i= ek
which confirms that this is the adjoint representation.

[

=

3

D=

(™), (287)

(11>
[
Il
[
I

1 2 3

ij>
We will now explain how the choice of a reference state ¢ together with a projective

representation /(M) on some Hilbert space H defines a variational family M, C P(H).

Definition 4. Choosing a non-zero state |¢) € H defines the associated manifold of group theo-
retic coherent states

Mg ={UM)|¢) M €G}/~ CP(H), (289)

where [1)) ~ [1)) < |¢) = ¢ [} for some ¢ € C.

When applying variational methods to M, it is useful to parametrize states by group ele-
ments, i.e., [Y(M)) =U(M)|¢). Rather than taking derivatives with respect to some artificial
coordinates, we define local coordinates

(M, x)) = UMe*'Z) | ) = UM)e" = |¢) (290)
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around every state |y)(M)) with tangent vectors at x = 0

Vi) = Quany 3 WM, ) |,y = Quany U (M) E; | $) - (291)

This allows us to introduce a map between the Lie algebra g and the tangent spaces of the
manifold M, as follows.

Definition 5. For any M € G, we associate to every Lie algebra element A = A'E; the tangent
vector

A V) =AQuunU(M)E; |¢) € TyanMy - (292)

This map is only an isomorphism if there are no Lie algebra elements A that only generate
a change of complex phase and are thus mapped to A'|V;) = 0. Such Lie algebra elements
define a subalgebra b, generating the stabilizer group Hy, defined as

Hy={MeG|uM)|p)~I1$)}, (293)
hy = {A=ATE |A'|V)) =A'QyE; [p) =0} . (294)

As a manifold, we thus have My = G/H,. Consequently, all tangent spaces T, My are
isomorphic to g/hy = g/~ with A~ B if A—B € . If the Lie algebra is semi-simple, we can
use the then non-degenerate Killing form to uniquely represent g/, as

bi ={B=B'E;|K;AB =0VA€h,}. (295)

We can now proceed to calculate the restricted Kahler strucures for the manifold M.
We can use the Lie algebra induced tangent space vectors |V;), introduced in (291), to derive
simple expressions of the restricted Kihler structures independent of M.

Proposition 13. The restricted Kdhler structures of the manifold My are

__2Re(V(M)|V;(M)) _(¢|éiQ¢éj+é]’Q¢éi|¢>

&ij = THaDWADY eI . (296)
_22mWiMDV; (M) (12Qy E—5,Q4 )

©Wij = TN 1) , (297)

which are independent of M and thus everywhere the same.

Proof. We can straightforwardly compute
Vilv;) = <<I5EjUT(M)@w(M)U(M)éjW) =—(¢12,Q4E)19) , (298)
where we used U'i'(M)@w(M)Z/I(M) = Q4 and é: =—Z. O

Proposition 13 implies a dramatic simplification of the variational manifold My, because it
suffices to choose a single basis Z; of generators to bring the Kéhler structures into a standard
form which extends to all tangent spaces via the map of definition 5. This is particularly
important for numerical implementations as discussed in section 5.2.5.

Example 22. We will reconsider the Lie group SU(2) from example 21. As we are interested in
the possible families M4, we will need to understand which ¢ are inequalivant, i.e., do not give
rise to the same family M. We can compute the tangent vectors |V;) based on definition 5 for
the following representations.
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Spin-%. Up to a multiplication with a complex number c, we can use our fundamental represen-
tation U(M) to transform any non-gero vector into any other complex vector. As our definition of
M ignores complex rescalings, we therefore must have My = P(C?), i.e., for any non-zero state
¢, the resulting family is the full projective Hilbert space as discussed in example 4. To compute
the tangent space vectors, we take |¢) = (1,0) and find

V) = (‘_)) V)= ((j) V)= (g) . (299)
2 2

As |V3) = O, the tangent space is Ty My = spang(|V;),|Vs,)) leading to the restricted Kdhler

structures
(2 0 (0 2\ . (o —1
o= (2 9).o=(S 2= 7). -

which clearly satisfy J? = —1.

Spin-1. Our representation U(M) consists of standard 3-by-3 rotation matrices acting on C2.
In the basis of these matrices, we can thus represent any vector as column |¢p) = d + ib, with
d,b € R3. We choose this vector to be normalized, such that @ + b2 = 1. Multiplying with a
complex phase e'¥ corresponds to a rotation @ — cos(go)a’+sin(np)f) and b — cos (go)?)—sin(go)a’,
which we can use to ensure @ - b = 0 and @2 > T)Z, such that we can always choose 0 < 6 < %
with |d| = cos 6 and |_B| = sinf. We can then apply the rotation matrices U(M), such that
d = (cos9,0,0) and b= (0,sin 8, 0). Furthermore, we find the tangent vectors

0 0 —icos 20 sin 6
V)= 0 ,Vo)= 0 |, |Vs3)=| —cos26cosb |. (301)
—isin @ cos O 0
For this choice, we can compute the Kdhler structures
sin® 6 0 0 0 sin26 0
g=2( 0 cos? 0 0 |, w=2|—sin26 0 0 (302)
0 0 cos? % 0 0 cos? %

leading to the linear complex structure

0 —cotf O
J=|tan6 0 0f. (303)
0 0 0

For 0 < 6 < %, we have b, = span(|V),[Vs),[V3)) and M is degenerate non-Kdhler. For
6 = 0, we have by = span(|V,),|Vs)), on which w vanishes and M is again degenerate non-
Kdbhler. Only for 6 = 7, we have by = span(|V;),|V,)), on which J2 = —1 holds, and My
is Kdhler. The families My C P(C3) are 3-dimensional copies of SO(3,R) for 0 < 6 < 7 and
spheres S2, otherwise. Together these orbits foliate the projective Hilbert space P(C?) just like a
sphere can be foliated in circles of latitudes with single points at the poles.

5.2.2 Compact Lie groups

We are interested in geometry of the variational family My C P(#), namely its restricted
Kahler structures (296) and (297). In particular, we would like to find a simple criterion when
such a family of group theoretic coherent states is a Kdhler manifold. In this section, we will
focus on the representation theory of compact semi-simple Lie algebras, as discussed in [91].
Later, we will also consider Lie algebras that are not compact or not semi-simple, as discussed
in [92].
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For readers familiar with the theory of Lie algebras, let us emphasize that we need to
carefully distinguish between the theory of real and complex Lie algebras. In our case, we have
a real Lie algebra g, because we started from a real Lie group G and its unitary representation
U. We will be lead to also consider the complexification

gt ={A'5;|A eC}, (304)

but only real elements A € g C g will be represented by anti-Hermitian operators A. For a
general element A = A'E; € g, we define its conjugation as A* = A*'Z;, such that A is only real
if A=A".

We consider a compact semi-simple Lie group G with real Lie algebra g, i.e., the Killing form
K is negative definite, such that (A, B) < 0 for all non-zero A, B € g. Our construction relies
on first choosing a Cartan subalgebra b C g (not to be confused with hy), characterized by the
property that if [X,Y] € b for all X € h also Y € h. For semi-simple Lie algebras, this implies
that b is Abelian, i.e., [X,Y] =0 for all X,Y € h. We choose a basis of ) as H; = H}Ei, which
is smaller than Z; that spans g. While the choice of §j is not unique, they are all isomorphic for

compact semi-simple Lie algebras and they give rise to the following structures>3:

e The adjoint representation ad; = H} ad; of the Cartan basis H; has joint eigenspaces
v, C g¢ with

adI(Ea):[HI,Ea]:aIEa V EaEUa, (305)

134

where the set of eigenvalues a; is called a root”*, which always come in pairs (a, —a).

e The root system A is the set of all non-zero roots a. It can be split into the two disjoint
sets of positive roots A* and negative roots A~, such that for every a € A*, we have
—a€A.

e We have the root space decomposition given by

“=p‘e Po,00,, (306)

acAt

where all v, are complex and one-dimensional.

e For every root a € A, we have the generator®”
H, = a,(K")"H,; € ", (307)
such that [E,,E_,] = K(E,,E_,)H,.

e We can choose for each eigenspace v, an eigenvector E,, such that K(E,,E_,) > 0 and
such that

[Ew,Egl=NgpEqrp if a+pen, (308)

where N, are real and satisfy N, g = —N_, _g, while all other brackets [E,, Eg ] vanish.

33The same structures arise for non-compact semi-simple Lie algebras, but they are not necessarily isomorphic
anymore.

34Each root is a linear map a : h — C with a(A'H,) = Alq,.

35There is a slight abuse of notation: H, refers to a real basis of h and is distinct from H, € §° defined in (307).
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One can use the property of g being compact to show that above choices of E,, satisfy E}, = —E_,
and that all a; are imaginary. Thus, we have the real basis

E‘i = (HI)QaJP(Z)J (309)
where a € A* and we introduced the real generators

Qu=E,—E_, and P,=i(E,+E_,). (310)

When we represent Z; by anti-Hermitian operators =; on a Hilbert space , all H; = H}éi
commute with each other. A common eigenvector |u) € H of all H; with

Hylw) = py |u) (311)

is called a weight vector and the joint eigenvalues u; are called its weight®®. A weight vector

|u) is called highest weight vector®” if it is annihilated by all positive root operators E, with
a€ At ie.,

|u) highest weight < E, |lu)=0YVacA™. (312)

Different choices of h and different assignments of which roots are positive will lead to different
highest weight vectors. We refer to all vectors |u) as highest weight vectors, for which there
exists a choice of Cartan subalgebra h and an assignment of positive roots, such that |u) is
a highest weight vector in the above sense. For compact Lie groups, all such highest weight
vectors are related by applying U/ (M) for some M € G, i.e., the family M, for ¢ being a highest
weight vector is actually the set of all highest weight vectors with respect to all possible choices
of Cartan subalgebras and positivity of roots. The following proposition shows that such M,
is Kéhler, which was also recognized in [90].

Proposition 14. If ¢ is a highest weight vector and G a semi-simple compact group, the manifold
My is Kdhler:

Proof. As the group is compact, because of the discussion in section 5.2.2, a basis of the cor-
responding algebra is given by (309). Let |¢) = |u) the highest weight vector with respect
to the Cartan subalgebra h* spanned by H,. We split our set A" of positive root into those
a € At with £_z|u) = 0 and those a € A* with E_, |u) # 0. Note that £, |u) = 0 for all
a € A" due to |u) being highest weight. With this, we can split our basis Z; further into the
three parts Z; = (H;,Q4, Py, Qq, P,). We can construct the induced tangent space basis |V;)
from their definition (5) to find

Vi) = Q,H; |u) =0, (313)
Vi) =Q,Qslu) =0, (314)
V3) =Q,b;|u) =0, (315)
V) = Q,Qqlu) =E_ |u) o< lu—a) #0, (316)
V2) =Q,B, |u) =if_,|u) o< ilu—a) #0. (317)

Here, (|V}),[V2)) forms a basis of tangent space. Indeed E_, |u) is an eigenvectors of H;

with eigenvalue u; —a;, such that H,E_, |u) = (u; — a;)E_, |u) and as such are orthonormal.

Clearly, we have the pairs IV;) and IVi) =i IV;) ensuring that tangent space satisfies the Kéhler

property. 0
36Weights are linear maps u : h — C with u(A'H,) = Alu,.

37Technically, we could also call it lowest weight vector, if we switched the roles of positive and negative roots,
which is why some authors use the term ‘extremal weight'.
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Assuming |u) is a weight vector, i.e., an eigenvector of the Cartan subalgebra operators,
we can explicitly compute the matrix representations

(WllE_, E]+2E,E_ ) (1 0)
g=2 , 318
@ (] ) 0 1 ©18)
(ullE_,, E, ]Iu)( 1)
w=2 , 319
@ (ulu) 10 (19)
_ MI[A_a, E,lu) (0 —1)
- . (320)
EB (UIlE_q, Eq]+ 2B, E_luy \1 O

with respect to (IV;) , |V§)). We see immediately that such structures then take the canonical
Kihler form (J2 = —1) only if |u) is the highest weight, that is (u|E,E_,|u) = 0. In this case,
they only depend on the following factor which we evaluate explicitly using (307):

(LB Bl _ (KB B )Aal) _ _ K(Eq B o)u(Hy)
(ulu) - {ulu) {ulw) : (321)

This can be explicitly checked in the following example.

Example 23. We reconsider example 22 of SU(2) for the spin-% and spin-1 representation. SU(2)
is a compact group. We choose as real Cartan subalgebra b = spang(Z3), which gives rise to
E. = %(El +i=,), where we E, corresponds to the only positive root.

Spin-%. There is only one Mgy, which is the full space P(C2). Therefore every state in the
representation is a highest weight state with respect to some choice of h® and selection of positive
roots. For our choice, the highest weight state is |¢) = (1,0), for which we already computed the
tangent vector in example 22 and verified that M is Kahler.

Spin-1. Not every state is a highest weight state anymore With respect to our choice of positive
root vector E., the highest weight state is |¢p) = (T’ ,0), which corresponds to the boundary
case 0 = /4 from our previous considerations. ThlS agrees with our finding that M is only
Kdbhler for 6 = %. Note that we can always include more generators to construct a larger group
(here: SU(3)), so that also states for  # 0 # O are highest weight states (with respect to the
larger state) and M g will be Kahler (here: full P(H)).

5.2.3 General Lie groups

Proposition 14 shows that M is a Kdhler manifold if G is a compact semisimple Lie grup and
¢ a highest weight vector. How much of this analysis can be carried out for non-compact or
non-semi-simple Lie groups/algebras?

For a semi-simple, non-compact real Lie algebra g, i.e., K is not negative definite anymore
(but still non-degenerate), we can still choose a Cartan subalgebra h C g and use the same
root space decomposition (306). Not all choices of §) are isomorphic anymore, as K restricted
to h may have different signatures. This may lead to additional requirements for a highest
weight vector |u) to give rise to Kdhler manifolds. For any choice of Cartan subalgebra h and
a positive root system A+, we consider representations®® with unique highest weight vector
|u) annihilated by all positive root operators E,. We can distinguish the following cases:

Compact Cartan subalgebra. We refer to a chosen Cartan subalgebra h) as compact if the
Killing form K restricted to b is negative definite. In this case, all roots a € A are imaginary,

38For non-compact Lie groups, any non-trivial unitary representation will be infinite dimensional, in which case
there are also representations without highest weight vectors. We do not consider those.
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bosons fermions
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Figure 8: Root and weight diagrams for sp(4,R) and so(4,R). We illustrate the roots
and weights for the squeezing representation S(M) in the case of two bosonic (left)
and two fermionic (right) modes. The corresponding Lie algebras g are sp(4,R) and
s50(4,R), respectively. As Cartan subalgebra we choose H; = (ift; = %, ify & %). There
are eight bosonic and four fermionic roots. The root vectors are purely imaginary,
allowing us to represent Im(a;) by arrows in two dimensions (red = positive roots,
green = negative roots). The weight vectors are the number eigenstates |nq,n,)
with highest weight vector |0,0). They can also be represented in two dimensions
by plotting on each axis their eigenvalue with respect to one of the Cartan algebra
elements (black dots = even sector, blue dots = odd sector).

ie., all a(H;) € iR, and the positive roots A™ can be divided into two sets®: the set A, of
compact roots and the set A, of non-compact roots. The associated root operators E, satisfy
E} = FE_, with (—) for compact roots and (+) for non-compact roots. A real basis of the real
algebra g is then

Ei = (HI,QaE:PaE;iQap;iPap)> (322)

where a; € Ay, a, € A,,. At this stage, the proof of proposition 14 can be directly applied to
above basis Z; and M, is Kahler.

Non-compact Cartan subalgebra. Whenever the Killing form restricted to our chosen Car-
tan subalgebra is not negative definite, some roots a € A may be non-imaginary, in which case
M, constructed from the associated highest weight vector |u) may not be Kéhler. Only if all the
non-imaginary root operators E, annihilate the highest weight state |u),
ie., E,|lu) = E_,|u) = 0 for all non-imaginary roots a, we can once again apply the proof
of proposition 14. Indeed, in this case the basis of the real Lie algebra g will be given by (322)
plus some real basis vectors constructed from the non-imaginary root spaces. Those additional
basis vectors, however, annihilate the reference state and thus do not play a role in the prop-
erties of the tangent space and M, will again be Kéhler. In summary, a highest weight vector
|u) will give rise to a Kahler manifold M, if it is not only annihilated by the positive imaginary

root operators E,, but also by all non-imaginary root operators E,,.
Much less is known for general Lie groups that are not semi-simple, because their Lie

algebras are still not classified. Instead one can attempt to apply the presented analysis case
by case. Most importantly, this analysis works for the prominent family of regular coherent

391f the algebra is not compact, it can be divided into the two subspaces g = ¢ @ p, such that the Killing form
is negative definite on ¢ and positive definite on p. Having a compact Cartan subalgebra means h C ¢ and is
equivalent to having only imaginary roots. An imaginary root a is respectively compact or non-compact if v, and
v_,, are contained in £ or p©.
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states, constructed from the Heisenberg algebra that is not semi-simple, as we will explain in
example 25.

Example 24. Bosonic and fermionic Gaussian states |J,0) as defined in section 5.1 are group the-
oretic coherent states with respect to the groups Sp(2N,R) and O(2N, R) respectively, as defined
in (192). The corresponding algebras sp(2N, R) and so(2N, R) are represented by anti-Hermitian
quadratic combinations of the linear phase space operators £% as in (194). For bosons this rep-
resentation is reducible and decomposes over the even and odd part of the Hilbert space, i.e.,
H = H, ® H_ where H, are the eigenspace of the parity operator P = e™ with N being a
total number operator. For fermions, the group representation is irreducible due S(M, ) defined
in (198), which mixes the two sectors, while the algebra representation still splits over the even and
odd sector, as the bosonic case. The algebra is N(2N + 1) dimensional for bosons and N(2N — 1)
dimensional for fermions.

We can always select creation and annihilation operators c“ll." and @; with number operators

f; = dj&i. This allows us to choose the N-dimensional Cartan subalgebra, whose basis is repre-
sented as Hy = (ifi; £ 3, . ..,ifAiy £ 5), where (+) applies to bosons and (=) to fermions. We divide
the associated N(2N — 1 £ 1) roots into positive and negative roots and pick the corresponding

basis vectors as

, i6;6;,4 4)i <j,k <1} (bosons)
Eq € {A Sk lr=rk<l) N (323)
{a;4;,4,4;li <j,k <1} (fermions)
. {iafa],aarli <j,k <1} (bosons) (32
- {&;&?, &ir&kli <j,k<l} (fermions)

With this choice of real Cartan subalgebra all roots are imaginary. Only the roots associated to
d;a; and c“ljc“li.r for bosons are non-compact, while all others are compact. We verify Eor‘ ==+F
with (+) for compact and (—) for non-compact roots. Vice versa E}, = ¥E_,, with (—) for compact
and (+) for non-compact roots. With this choice, the weight vectors of the representation on H..
are the states |ny,-- - ,ny) with fixed excitation numbers n; for all fi; and ), n; even. The highest
weight vector is |0, ...,0). The representation on H_ is the same, except that we require Zi n; to
be odd, such that the highest weight vectoris |1, 0, ...,0). For fermions, the highest weight families
M of the two sectors are actually a single family (consisting of two disconnected components),
because we also represent group elements M with det M = —1 in our representation. For bosons,
only the family constructed from the highest weight, |0, ...,0), in the even representation is called
Gaussian. Let us highlight that the family M, for |¢) = [1,0,...,0) is an interesting Kihler
family whose properties are not fully explored. For N = 2, the Cartan subalgebra is 2-dimensional,
which allows us to plot roots and weights in the plane, as done in figure 8.

Example 25. Standard bosonic coherent states are probably the most well-known type of coherent
states used in physics. These are generated from the displacement transformations D(z) introduced
in (197). While D(z) is a projective representation of the Abelian group of phase space translations
(V,+) with D(2)D(%) = ei"a“’abibD(z + £), this is actually not true for its Lie algebra. Instead,
one can consider e'*'D(z) as a representation of the Heisenberg group with (2N + 1)-dimensional
Lie algebra represented by the anti-Hermitian operators 2; = (id1,ipq, .. .,14y,iPy,11). This Lie
algebra is not semi-simple and the standard approach of computing roots fails. However, if we
extend the Lie algebra even further to also include the N elements represented as number operators
in; = i&;r&i = %(6112 + f)lz — 1), we can construct a root diagram. The Cartan subalgebra is then
represented by H; = (ifiq, .. .,ifly,i1) with root vectors d; and &I.T. Consequently, the roots form
an orthonormal basis, the eigenstates |nq,...,ny) of the number operators fi are the weight states
and |0, ...,0) is the highest weight state, as for bosonic Gaussian states.
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To summarize we have the following cases:

e Semi-simple, compact algebra. Any compact group G has a compact Lie algebra g, for
which the family M, is Kéhler if |¢) is the highest weight state of the representation.
See example 24 of fermionic Gaussian states.

¢ Semi-simple, non-compact algebra. If the group is non-compact, not all highest weight
vectors give rise to Kdhler manifolds. For every highest weight vectors associated to the
real Cartan subalgebra b C g, we need to split the corresponding roots into imaginary
and non-imaginary roots. Only highest weight vectors that are also annihilated by all
(not just the positive) non-imaginary root vectors E, will give rise to Kdhler manifolds.
This includes in particular highest weight vectors, whose Cartan subalgebra is compact
and thus has only imaginary roots. See example 24 of bosonic Gaussian states.

e Not semi-simple algebra. The Kihler properties of the manifold have to be checked case
by case, as there is no general classification theory. In the physical important case of the
Heisenberg algebra (regular coherent states), the presented construction still works. See
example 25 of coherent states.

Our proofs and discussions only showed one direction, namely that ¢ being a highest weight
vector (and annihilated by non-imaginary roots, if there are any) implies that M, is Kéhler.
According to [90,93], the opposite is also true, i.e., group theoretic coherent states are Kahler
if and only if they constructed from such a state ¢. According to [90], variational families M,
that are Kéhler also satisfy the conditions of so called symmetric spaces [94].

5.2.4 Co-adjoint orbits

In the context of group theoretic coherent states, one often transforms the problem of de-
scribing the geometry of M to a real submanifold Oy of the dual Lie algebra g*, which is
called co-adjoint orbit. Using this language is particularly useful when we can establish an
isomorphism My >~ Oy, i.e., when they are equivalent manifolds.

Definition 6. Given a non-zero state |¢) € H and M € G, we define the dual Lie algebra element
Bum € g* as

(ol AU ¢)
Bu:g—-oRA—I . (325)
" (ble)
This gives rise to its coadjoint orbit as the submanifold
Oy =1{BulM €G} C g", (326)

where we can compute (By;); = (ﬁﬂ)j(AdM)ji.

The motivation for introducing the coadjoint orbit is that Oy and My will turn out to
coincide under certain conditions, including the important case where M, is of Kahler type.
Analogous to Hy and b, we define

Sp ={M € G| By = B4},

. 327
5 = (A€ gl (B )(ady); = (B (A ck) = 0}, 527

which are the stabilizer subgroup of the dual vector 8; =i(¢|=;|¢) / (¢ |¢) and the associated
Lie algebra. In other words, Sy behaves to the orbit Oy just like Hy to M,,.
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Proposition 15. We always have hy C 54 and Hy C Sy. If they are equal, O, and My are
isomorphic, i.e.,

Proof. We have Hy C Sy, because for M € H,, we have

P (A) = i LLLLEDROON) 5 (3 Ajys) = 1 (4). (329)

Consequently, we also have by C 5. O

Onlyif H, = Sy, we will have the equality while M is in general larger than O, i.e., there
may be distinct states U/(M) |vp) € M,, for which f8, are the same. The following proposition
allows the efficient computation of w;; from f;.

Proposition 16. The symplectic form w;; on M is

w;; = Bi([E, 5D = (B )kclkj . (330)
It is non-degenerate if and only if by = 54 or, equivalently, My = Og. This directly implies
My is Kdhler = My =0,. (331)

Proof. We compute explicitly

(15,04 5-5,Q45)1¢)

w

ij— i(plo)

_ (@IIE15l) | 2Im((PIZ:19){(I=;1))

=T, T 1) (332)
_i@lelElg)

=g t0=cf(Bo.

Degeneracy of w;; on tangent space means that there is a non-zero A'|V;) # 0 with Alw, ;j=0.
Recalling

by = {A'5;|A'|V;) = 0}, (333)
sy = {AE | (Byk(A'c)y) = Ay = 0}, (334)
implies such A' cannot exist if and only if he =54- O

The conclusion of this proposition is that w;; is only non-degenerate if My, = O, and
vice versa. It is well-known in the theory of Lie groups [95] that any coadjoint orbit comes
naturally equipped with a non-degenerate symplectic form and here we see that it agrees with
the one on M, if My, =0O,.

Example 26. Let us consider the example of SU(2) for the spin—% and spin-1 representation a

final time. The co-adjoint representation is isomorphic to the spin-1 representation (just like the
adjoint) and can be understood as real 3-by-3 rotation matrices acting on real dual vectors (f31)x.-
Therefore, all co-adjoint orbits for 31 # 0 are 2-spheres, while the orbit ; = 0 is the single point
{0}.

Spin-%. We recall that there is only a single My = P(C?), so that we can just compute Py for the
representative |¢) = (1,0). This gives the dual vector By = (0,0, %). Unsurprisingly, we have the
orbit O¢ o~ M¢ ~ §2,

Spin-1.  We were able to parametrize all possible families Mg by a representative
|¢) = (cosB,isin6,0) for 0 < 6 < Z. From here, we find f3; = (0,0,sin260). Consequently, the
orbit O, will be a sphere for 6 > 0. However, only for 6 = %, i.e., for ¢ being of highest weight,
we have My ~ Oy.
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5.2.5 Numerical implementation

The goal of this section is to explain how any class of coherent states, be it Kdhler or non-
Kéhler, allows for an efficient implementation of real and imaginary time evolution. Here, we
use the Lagrangian action for real time dynamics. The key advantage of coherent states lies
in the fact that we can use the Lie algebra to identify the different tangent spaces, such that
symplectic form 2V and metric G/ does not need to be evaluated at every step. This provides
a significant computational advantage compared to a naive implementation without taking
the natural group structure into account.

In practice, this reduces the calculation of real and imaginary time evolution tremendously.
Instead of needing to compute metric and symplectic form at every step with respect to given
coordinates, we can parametrize states by matrices M and use the identification

ToanMe = by (335)

from definition 5 to evaluate GV or Q¥ once based on proposition 13. This gives the following
dynamics.

Proposition 17. The equations of motion for M are
GO=MEZ X', (336)
M (1) =—-ME; G (4,E) (337)

for real time and imaginary time evolution respectively, where X' is given by (88) for Lagrangian
and by (93) for McLachlan evolution.

Proof. At each point M(s), with respect to the local coordinates introduced in (290) the time
evolution is
d

d d i) :
—M = —M(s) = —(Me* ®%) = ME;x! 33
M= M) = (M) ix', (338)

where s =t and x! is given by X from (88) or (93) for real time evolution and s = T and X'
is given by F' from (164) for imaginary time evolution. O

Consequently, a numerical implementation can be based on the following algorithm.

1. Choose a basis E; of hi represented as matrices and compute the required geometric

structure, such as g;; or w;; and their inverses G/ or 2". In many situations, it is con-
venient to choose =;, such that the associated geometric structures take some standard
forms.

2. Compute the gradient of E(M) at M as
— d SE;
SE(M) := —f (Me=)| . (339)

The evaluation of this derivative is the only problem specific piece to be
implemented. For Gaussian states [)(M)) = |MJ,M™',z), the energy function
E(M) = (MJ,M~',2|[H|MJ,M ™', 2) can be evaluated analytically using Wick’s theorem,
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such that also its derivative can be found as formal expression in terms of M and =;.
The evolution is then

—Qu (G;E)(M) (Lagrangian)

X(M)={ —Gi % (McLachlan) (340)

—Gij(ajE J(M) (gradient)

for real time (Lagrangian or McLachlan) or imaginary time evolution, respectively. Let
us emphasize that GV or 2V does not need to be evaluated again, as it does not depend
on M when parametrized in this way.

3. The evolution equation is then solved by performing discrete steps. Starting with some
initial matrix M, we compute

(341)

1+56M
Mn+1 =Mn 665Mn N]V[n ( 2 n) >

1—£6M,

where §M,, = X!(M,,) E;. Here, we approximate the exponential for small €, such that
Mn+1 €g.

Note that we need to choose € sufficiently small to ensure that the denominator has eigen-
values close to 1, which can be achieved by choosing e! larger than the largest eigenvalue
of 6M,,. For imaginary time evolution, we need further to choose € sufficiently small, such
that the energy decreases in each step. For real time Langrangian evolution, the energy is
only preserved for infinitesimal steps, while for finite ¢ some deviation may occur. There exist
various numerical schemes, including symplectic integration, to deal with this issue more ef-
ficiently [53, 54]. For real time evolution with varying step sizes, it is important to keep track
of the passed time to capture the correct dynamics of observables. This is less important for
imaginary time evolution where we are mostly interested in the convergence to the energy
minimum. The algorithm can be further enhanced by approximating the exponential function
in (341) to higher order, similar to higher order Runge-Kutta methods.

In [59], this method is used to study the ground state properties of the Bose-Hubbard
model in the superfluid phase. Apart from real and imaginary time evolution, the prescribed
method can be used for any functional optimization on the constructed manifold M. In [96],
these methods are used to evaluate entanglement and complexity of purification for Gaussian
states, which requires a minimization over all Gaussian purifications of a given mixed state.

5.3 Generalized Gaussian states

In the previous section we have considered manifolds made up of states of the form U(M)|¢),
where, as in definition 4, I/ is a unitary representation of the Lie group G, M is an element
of G and |¢) is a chosen reference state. We have seen that the geometric properties of the
manifold defined in this way crucially depend on the choice of |¢). Indeed, if |¢) is chosen as
a highest weight vector of the representation then the Kéhler property of the manifold follows
naturally from the group structure. On the other hand if |¢) is not a highest weight vector,
then the Kdhler property is not guaranteed.

We can schematically distinguish the following cases:

e Highest weight state |¢)
The family |[yy(M)) = U(M)|¢) is defined taking |¢) as a highest weight state with
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respect to the representation U/(M). If G is a compact semi-simple Lie group, the result-
ing variational family is always Kahler*®. As discussed in examples 24 and 25, several
commonly used variational fall into this class, in particular coherent states and general
bosonic or fermionic Gaussian states. We have reviewed in detail the Kahler properties
of bosonic and fermionic Gaussian states in section 5.1.

¢ Fixed non-highest weight state |¢)
The family [y (M)) = U(M)|¢) is defined taking a reference state |¢p) which is not a
highest weight state with respect to the representation /(M ). The resulting variational
family is typically non-Kihler. Nonetheless, these families maintain the advantages dis-
cussed in section 5.2, namely a natural basis in every tangent space, with respect to
which the restricted Kahler structures have the same matrix representations and need
not to be evaluated at every step.

e Family of reference states |¢(x))
The family |[y(M)) = U(M)|¢p(x)) is defined taking a reference state |¢(x)) that de-
pends on additional parameters. As |¢(x)) can include highest weight states, the full
manifold will in general consist of individual sheets labelled by x, which may be partially
Kahler and partially non-Kahler (making the full family non-Kahler). Such families were
recently [32] used to construct non-Gaussian states with correlations between bosonic
and fermionic degrees of freedom, as we discuss in section 5.3.2.

We will now illustrate this scheme in more detail by focusing on a specific choice of Lie
group and representation, i.e., the group of Gaussian unitaries U/(M, z) introduced in (199).
These are unitaries that can be written as the exponential of anti-Hermitian operators at most
quadratic in the linear operators £% and, as seen in example 24, they give a representation of
the Lie groups ISp(2N, R) for bosons and O(2N, R) for fermions.

As warm up, we will take the simple case of a single bosonic mode. Here, all the above
cases emerge depending on the choice of reference state |¢ ). Then we will move to the general
case of an arbitrary number of bosonic and fermionic modes, where we will use the formalism
of the previous sections to define the variational family of generalized Gaussian states [32] in
the group-theoretic language and study their Kahler properties.

5.3.1 Warm up examples (single bosonic mode)

Let us consider a single bosonic mode defined by the creation and annihilation operators bt
and b or the quadratures § = %(BT +b)and p= %(ET —b). As discussed in example 24, in
this case the Gaussian algebra is spanned by the Cartan subalgebra element H = i(1 + 2b™h)
and by the elements E, = bb and E_ = bTbT, corresponding to the one positive and one
negative root of the algebra. Then, the real basis (309) of the algebra is represented by the
operators

2, =X =b"?—b? (342)
2, =Y =i(b?+b?) (343)
Ey=Z=i(A+3), (344)

401f the group is not compact or not semi-simple |¢ ) may have to satisfy further conditions, as we will discuss in
section 5.2.3.
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where we followed the conventions of example 13. Indeed, the most general Gaussian squeez-
ing operator in such system can be then written as

U(x,y,z)= ex}eﬂ'?“é . (345)

We then consider the manifold of group theoretic coherent states of the form

[Y(x,y,2)) =U(x,y,2)¢) . (346)

As discussed in the context of defintion 5, for states of this form there exists a natural isomor-
phism between the tangent spaces at different points, which are all equivalent to a subspace
of the associated Lie algebra. It is thus sufficient to consider the tangent space at the point
|4 (0,0,0)) = |¢). At this point, tangent space is spanned by the vectors

V1) = Qg4 (b2 —b)|¢),
V) =iQy(b™ + %) [9) , (347)
|V5) = iQy (1 +27) |9)

which also coincide with the ones introduced in (291). The form of these states, after applying
the projector Q, depends on the specific choice of |¢).

We will now review some possible choices, showing that if we choose a highest weight
state of the representation (first case) we will obtain a Kdhler manifold, while if we do not
(subsequent cases) we can construct non-Kdhler manifolds of the different types discussed in
the previous sections.

Kihler (Gaussian) case |¢) = |0). As already discussed extensively, choosing |¢) as the
Fock vacuum leads to the manifold of one-mode bosonic squeezed states. We have seen that
these form a Kiahler manifold, as can be expected in the light of what discussed in Section 5.2.
Indeed, |0) is the highest weight state of the representation of Sp(2,R) we are using, so the
resulting manifold is Kéhler by Proposition 14. More concretely, we see that the last vector
in (347) will be proportional to |¢) and thus will vanish once the projector Q is applied. We
are then left with a two dimensional tangent space, spanned by the first two which form a
Kahler pair. Overall we indeed have

V) =v212), |V,)=iv2]2), [V;)=0. (348)

Note that, as we are only considering squeezing and not displacements, a similar behaviour
will appear also for |¢) = |1). This is indeed the the highest weight state of the odd sector of
the representation, as discussed in example 24.

Non-Kéhler non-degenerate case |¢) = |2). If we choose |¢) as a Fock state |n) with
n > 2 then we will similarly have that the the last vector in (347) vanishes after applying Q.
The remaining two vectors will however not form a conjugate pair. For n = 2, we find

V1) = vV12]4) —v2|0) (349)
V,) =i(V12]4) + v2]0)), (350)
|V3) =0. (351)

Through simple calculations one can see that in this case the symplectic form e« will be invert-
ible, but the complex structure J will, in the basis {|V;),|V,)}, have the form

[ o —5/7
J—(5/7 0 ) (352)
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which clearly does not square to —1.

Non-Kihler degenerate case |¢p) = %(IO) +12)). If we choose a |¢) that is not an eigen-
state of 1, for example a superposition of two different Fock states, then it will not be a weight
state of the representation. In this case none of the vectors in (347) will vanish after applying
Q. Therefore, we will have a three dimensional tangent space. Being odd-dimensional, it

cannot admit an invertible symplectic form . In particular, for |¢) = i2(|0) +12)) we have
V1) = V614) +12) —10) , (353)
V,) =iv64), (354)
Vs) =iv2(vV2—0). (355)
This leads to the complex structure
[ 0 -3 —v2
J==| 4 o0 o0 , (356)
22 0 0

from which we have that J2 has eigenvalues 0, —1 and —1. We see therefore that the manifold
is not naturally Kahler, however if we invert w only on the two-dimensional subspace where
this is possible (i.e., with the pseudo-inverse), as discussed in section 3.4, then the resulting
manifold is Kahler.

Variable reference state |¢(a,T,2)) = elai” IT',z). Finally, we can also consider the case
where |¢) is not a fixed state, but rather depends itself on some parameters that will then be
part of the total parameter set of the manifold. In this case, different instances of the pos-
sibilities discussed above may occur at different points of the manifold. In particular, let us
consider for |¢) the states obtained by applying the unitary eiaﬁz, depending on the single real
parameter a, to the family of Gaussian states, parametrized by T, z) according to the conven-
tions of section 5.1. Here, at a generic point of the manifold, varying the parameter a will lead
to a single independent unpaired tangent vector Qg Baei“ﬁz T, z), which will necessarily make
the tangent space non-Kéhler. However at the special points where J = 1 and z = 0, that is
|¢) = |0) for any a, we have that the tangent space will be isomorphic to the one of Gaussian
states, that is Kahler.

5.3.2 Definition of a class of generalized Gaussian states

As seen in the previous section, choosing variable reference state |¢(x)) can lead to mani-
folds with rather elaborate geometric structures. In this section, we will introduce a set of
states that can be considered as a generalization of such example to the case of an arbitrary
number of bosonic and fermionic modes. These states were first introduced in [32] as a varia-
tional ansatz in many-body physics that extends Gaussian states. We will define this family in
group-theoretic terms, study their Kdhler properties and thereby show that they do not form
Kéhler manifolds. Thus, they are an important example to apply the methods introduced in
the previous sections.

We consider a Hilbert space containing both bosonic and fermionic degrees of freedom,
ie., H = Hy, ® H; where Hy, is the bosonic Fock space of N, bosonic modes and H; is the
fermionic Fock space of N; fermionic modes. We refer to the classical phase spaces Vj, ~ R
and V; ~ R2M, On this space, we fix a basis of bosonic and fermionic linear operators

Ee=(ay,,an.BY o PR,) (357)
Er =y, an DL Py (358)
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which also determine the number operators

Al o= % (@@ + ()" 1) (359)

foralli=1,..., Ny.

Gaussian states of systems with bosonic and fermionic degrees of freedom are defined as
the tensor product

|Fb)zb7 Ff) = |Fb52b> ® |Ff7 0) (360)

and are thus unable to capture correlations between bosons and fermions. This is an impor-
tant drawback when studying correlated boson-fermion mixtures, which generalized Gaussian
states are able to overcome. Gaussian transformations on the mixed Hilbert space H = H, ® H;
are defined as the representation of the group ISp(2N,,, R) x O(2N;, R)

UMy, My) = Up(My, 2,) ® Ur(Mg), (361)

with My, € Sp(2N,,, R), 2, € V4, and ¢ € O(2N;, R), such that U4y, and U, are the representations
of respectively bosonic and fermionic Gaussian unitaries defined in section 5.1.

We now consider states of the form U(My, M¢)|¢(x)) for variable choices of the state
| (x)). More precisely, we consider the non-Gaussian reference states

| (e, Ty, 21, T5)) = Ung(@) [Ty, 2p, T) - (362)

Here, Uy is a non-Gaussian unitary, acting on the full Hilbert space H = H, ® H, parametrized
by the real parameters a and |T}, 2, I}) is Gaussian.

There are two important choices for the unitary Uy, depending on the type of correlation
between the bosonic and fermionic sector one wishes to introduce,

£ oaiad bfai a)
1(a nbnb+a A +a nbnf)

UB(ab, of, ") = (363)

£ oaiaj bf £
bf) 1(0‘1]”1) b+0L nfnf+a § ) (364)

J

(2)((1 af,a

where the indices i, j run over the bosonic modes and i, j run over the fermionic ones. The
resulting family of non-Gaussian states is then given by

lY(M,a,T)) =UM)Unc(a)IT) , (365)

where we have M =(My, z,, My), a=(a®, af, a®®) and T =(T}, 2, T;). Note that this parametriza-
tions certainly contains redundancies and careful analysis of the resulting family is desirable.
This choice of non-Gaussian unitaries is motivated by the fact that, while going beyond the
space of Gaussian transformation, they still allow for efficient computations. They satisfy the
property U;Gé U = Ug) P, where U is a Gaussian unitary combined with a linear trans-
formation of the é a

Moreover, these states can be understood as true generalizations of Gaussian states in the
sense of a generalized Wick’s theorem. As discussed in [32], the evaluation of n-function fol-
lows from a quadratic generating function, just like in Wick’s theorem. However, what makes
them truly different from Gaussian states is that this generating functional is different for dif-
ferent n, such that more interesting correlation structures (such as boson-fermion correlations,
but even within one sector) can be captured. For this reason any n-point function can be effi-
ciently computed for the states introduced in this section, generalizing the property that in the
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case of Gaussian states follows from Wick’s theorem. For this property to hold, the unitarity
of Uy is essential. With this in mind, the parameters a should be considered real and not
extended to the complex plane.

Therefore, the previous considerations about Kiahler manifolds apply directly. Clearly, the
manifold decomposes into equivalence classes (sheets) of states U |¢ (x)) related by Gaussian
transformations. In particular, the sheets constructed this way will only be Kdhler where the
reference state |¢(x)) is the highest weight state of the representation, i.e., the vacuum state
T}, 2, ;) = |0), ®|0)¢, while the overall manifold (collection of sheets) will not be Kéhler. Con-
sequently, these states provide a natural playground for the concepts and methods introduced
in this paper and vice versa a rigorous understanding of variational methods for non-Kéhler
manifolds is required to use generalized Gaussian states in practice.

6 Summary and discussion

We have presented a systematic geometric framework to use variational methods for the study
of closed quantum systems. Our results build on extensive previous work ranging from the ge-
ometric formulation of the time dependent variational principle by Saraceno and Kramer [25]
to the formulation of group theoretic coherent states due to Gilmore and Perelomov [29,30].

The main contribution of the present work is to recognize the Kédhler property as an im-
portant criterion in the classification of variational families, to extend existing methods to the
non-Kihler case and thereby provide a systematic framework for such calculations. While
section 2 served as less rigorous exposition, we wrote a concise review of the necessary math-
ematical background in section 3 to understand our main results in section 4.

Real time evolution (4.1). We gave explicit formulas for the Lagrangian evolution (88)
and the McLachlan evolution (93), whose equivalence for Kdhler manifolds was shown in
proposition 6. We also compared their conservation laws when the two evolutions differ (non-
Kihler case).

Excitation spectra (4.2). We rephrased the two approaches of computing excitation spec-
tra from tangent spaces geometrically, namely projecting the Hamiltonian according to (119)
vs. linearizing the equations of motion according to (122) a la Gross—Pitaevskii, and discuss
their relations for Kihler and non-Kihler manifolds. For the latter approach, in (123) we
introduced the local generator K*,, of time evolution.

Spectral functions (4.3). We formulated linear response theory in our geometric language
to derive a new approximation of the spectral function in (156) using the eigenvectors of K",
which can be applied to both Kihler and non-Kéhler manifolds.

Imaginary time evolution (4.4). We gave a geometric derivation of projected imaginary
time evolution (164), which makes its equivalence to gradient descent explicit and does not
rely on the Kéahler property.

In our application section 5, we considered commonly used families of states under the
light of variational methods and K&hler geometry: We started with the well-known families
of bosonic and fermionic Gaussian states (5.1), where we related for the first time the Kéhler
structures on tangent space (g, w, J) of the family with the ones on the classical phase space
(g,w,J). We then reviewed group theoretic coherent states (5.2) a la Gilmore-Perelemov .
Finally, we investigated the recently introduced families of generalized Gaussian states (5.3)
through the lense of group theory and Kéhler geometry.
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Geometric formulations of quantum theory have a long tradition [24,26-28] in the math-
ematical physics community, but their usage for everyday applications in quantum many body
physics and quantum optics has been limited for several reasons. Studying real and imaginary
time evolution on high dimensional variational families requires extensive computational re-
sources, which were not available thirty years ago. While it was often sufficient in the past to
do a first order calculation based on standard families, such as coherent states, more complex
models and more complicated physical questions (often inspired by experiments) often require
new approaches, such as larger variational families. Finally, finding suitable variational fam-
ilies is always about striking a balance between choosing the family’s dimension sufficiently
large to capture interesting physics, but also sufficiently small to make calculations feasible.
While the dimension of Hilbert space typically scales exponentially with the number of degrees
of freedom N, most effective variational families scale polynomially (coherent states ~ N,
Gaussian states ~ N2, generalized Gaussian states ~ N2).

We expect that in the near future the systematic application of existing and newly proposed
variational families in quantum many body problems will contribute to a better understanding
of the involved physics with the potential of making new predictions relevant for experimental
studies. We believe that with the present paper we have laid the theoretical foundations for
the exploration of general variational families and methods. A prominent example of these
are generalized Gaussian states as proposed in [32] and reviewed in section 5.3. They present
a new approach for the variational study of various systems, ranging from boson-fermion mix-
tures in Holstein models [21] to Su-Schrieer-Heeger models and Kondo models [32], but their
geometric and mathematical structures have been largely unexplored. They form manifest
non-Kihler manifolds and this makes our formalism particularly suited for their study. Even
revisiting known models with enlarged variational families can reveal new properties. For ex-
ample, moving from coherent to the larger family of bosonic Gaussian states revealed recently
that the ground state of trapped Bose-Einstein condensates with attractive s-wave interaction
exhibits features of a squeezed state [97,98].

The present paper focused exclusively on variational families of pure quantum states, used
for the study of closed quantum systems, i.e., at zero temperature. A natural extension of our
formalism would be to also incorporate open quantum systems by allowing mixed states within
our variational family. The approximate ground states 1), minimizing the energy would be
replaced by density operator p, minimizing the free energy. Non-equilibrium phenomena are
often treated in their Markovian approximation, where time evolution is governed by master
equations of the Gorini-Kossakowski-Sudarshan-Lindblad form [99,100]. Using this to derive
meaningful variational equations is an important challenge, which has been only partially
accomplished in the context of specific variational families [101, 102]. We believe that the
geometric perspective laid out in the current manuscript may also be helpful for developing
variational methods to study the dynamics of open quantum systems.
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A Conventions and notation

In this appendix, we review the conventions and notation used in this manuscript. The goal of
our formalism is to be largely self-explanatory with an easy conversion between abstract objects
(vectors, tensors, operators) and their numerical representation (lists, matrices, arrays).

A.1 Nomenclature

The following list contains most of the symbols and their meaning, used throughout this
manuscript.

Symbol Meaning
Yy eH Hilbert space vector
[Y(x)) e M family of Hilbert space vectors M C H
[v,) tangent space vector on M C H
Wy Euvs Ity restricted Kahler structures on M C ‘H
€ Expectation value & = (|H|))
L Lagrangian on M
Y e P(H) quantum state in projective Hilbert space
YP(x)e M family of states M C H
V) tangent space vector on M C H
TyM tangent space of M at 1
u,v,0,yv tangent space indices
[T TR Lt restricted Kéhler structures on M C H
L Lagrangian on £
E Expectation value E = (y|H|p) / (|y)
Hi vectors orthogonal to 1)
Qy orthogonal projector onto Hi
Py, orthogonal projector onto 7, M
A(x) = (A) (x) expectation value of A for state 1(x)
{A, B} Poisson bracket on M for functions A, B
XH real time evolutation vector field
FH imaginary time evolution vector field
P, projector onto conservation laws subspace
XH, F conservation laws preserving vector fields
M manifolds of constant conserved quantities
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|W) = eXF1% ) family with variable phase/normalization
K", linearized time evolution flow
Ay = Fiw, eigenvalues of K*,
EX(A) right-eigenvectors of K*
éN’M(A) left-eigenvectors of K*,,
A(w) spectral function
%4 classical bosonic/fermionic phasespace
a,b,c,d classical phase space indices
Zab> Oab>J%p Gaussian Kahler structures
Gab, Qab inverse Kahler structures
29, Cgb one-point and two-point function
reb bosonic/fermionic covariance matrix
Cpn n-point function
K representation of generator K
S(M) squeezing transformation
D(z) displacement transformation
UM, 2z) Gaussian transformation
A=—JJ, relative complex structure
Vo) € Dir displacement tangent vector
[Vab) € Srz) squeezing tangent vector
g,9 Lie group and Lie algebra
i,j,k,l1 Lie algebra indices
=, Lie algebra basis
=8 operator representation of Lie algebra
Kij Killing form
Vi) Lie algebra induced tangent space basis
o,|p) reference state and state vector
Mgy CP(H) group theoretic coherent states
Hgy, by stabilizer group and algebra of ¢
b real Cartan subalgebra
I,J,K,L Cartan subalgebra indices
H; Cartan subalgebra basis
v, root spaces with roots a
E, root vectors with root a
Bk eg* expectation value of 5
Oy co-adjoint orbit of ¢
Sps5¢ stabilizer group and algebra of f3;
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A.2 Abstract index notation

Throughout this paper, all equations containing indices follow the conventions of abstract index
notation. This formalism is commonly used in the research field of general relativity and
gravity, where differential geometry plays an important role, but we believe that it is also of
great benefit when studying the geometry of variational manifolds.

The formalism is suitable to conveniently keep track of tensors built on a vector space.
Given a finite dimensional real vector space V with dual V*, a (r,s)-tensor T is a linear map

T:V¥x-+ - xV*xVx---xV->R. (366)

In particular, a (1, 0)-tensor is a vector, a (0, 1)-tensor is a dual vector and a (1, 1)-tensor is a
linear map. To keep track of the type of tensor, abstract index notation refers to the (r,s)-tensor
T as T""%y 3, L.e., we assign r upper indices and s lower indices. Typically, we choose the
indices from some alphabet to indicate which vector space, we are referring to. For tangent
space Ty M of a variational manifold M, we use Greek letters u, v,v, 6, while we use Latin
letters a, b, c,d to refer to the classical phase space V of a bosonic or fermionic system. In the
context of group theoretic states, we use i, j,k,[ to refer to the Lie algebra and I,J,K,L to
refer to its Cartan subalgebra.

The key advantage of abstract index notation in the context of variational manifolds is that
it helps us to keep track of what types of tensors, we are dealing with and which contractions
are allowed. Apart from vectors X and dual vectors w,, we are mostly dealing with tensors
that have two indices, namely linear maps J¢, bilinear forms g ,,, and dual bilinear forms £2°°

In the present paper, we often deal with linear maps and bilinear form, i.e., tensors that
have two indices. They are naturally represented as matrices, in particular, for numerical
evaluation. For convenience, we will also use the notation, where tensors with suppressed
indices are implied to be contracted, just as standard matrix multiplication works. Obviously,
this means that only such expressions are allowed where the adjacent indices are given by one
upper and one lower index.

A.3 Special tensors and tensor operations

In the following, we review common matrix and tensor operations and emphasize how they
are defined if we do not have a natural identification between a vector space and its dual
space. This highlights that certain formulas involving matrix operations (such as computing
determinants, traces, eigenvalues or transposes) are only well defined in certain cases, i.e., if
the respective matrix represents a linear map in some cases or bilinear form in other cases.

Identity. Every vector space V comes with the canonical identity map 69, satisfying
0%,X?* = X“. Note that the notation 19, would also be consistent, but we stayed with the
commonly used Kronecker delta. There does not exist a canonical analogue as bilinear form,
e.g., aform &, or 5%° which only make sense with respect to a specific basis and are therefore
not canonical, but rather a specific choice, such as a metric g ;.

Transformation rules. An invertible linear map M%, : V — V of the vector space V acts
on a general (r,s)-tensor T* "%, ., and transforms it to

M(llc cee Marcr (M_l)d] bl o (M—l)d§ bs TC]-..Crdl‘ Q- (367)

1 Tl

In particular, a vector X¢ transforms as M, X?, a dual vector w, as w,(M~1)?,, a dual bilinear
form $2° as M B°¢(MT),?, a bilinear form s,;, as (M~1T), b.4(M~1)?, and a linear map K%,
as M2 K9 ;(M~1)4,.
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Determinant. The determinant det(M) is only well-defined for a linear map M%;. The
determinant of a bilinear form s, or S is ill defined, unless we have a reference object, such
as a metric g,, or G®°. Then, we can compute the determinant of the matrix of the linear
maps S%g., or Gs,p.

Trace. The trace tr(M) = M, is only defined for a linear map, not for bilinear forms S°
or s,p, unless we again have a reference object, such as a metric.

Eigenvalues. Without additional structures, we can only defined eigenvalues for a linear
map M?,, where an eigenvalue A associated to an eigenvector X¢ satisfies

M xP=2axb. (368)

This is well-known from linear algebra. A bilinear form X does not have intrinsic eigenval-
ues, but we can compute its eigenvalues relative to another bilinear form. Given a bilinear
form s,, and a metric G*° or symplectic form Q%°, we can define the metric or symplectic
eigenvalues as the regular eigenvalues of the linear map Gs.;, or Q%s,;, respectively.

Transpose. The transpose of a linear map M%, : V — V is the map (MT),? : V* — V*,
We have the relation (MT),> = M?,, which means that the two represent the same tensor
and typically one does not distinguish between the two in abstract index notation. However,
for our shorthand notation, it is important to keep the order of indices in right order. From
the perspective of abstract index notation, there is not really much point to use the transpose
operation, but we will still write the respective expressions for convenience, so that they can
be easily converted to matrix expressions, e.g., for numerical implementations.

Gradient. Given a function f (x) on some manifold M, its gradient (df),, = 0, f is field of
covectors, also known as 1-form. This means that the gradient alone does not define a tangent
space direction, e.g., to move in the direction of steepest ascent. Indeed, only if we have a
metric G*”, we can define typical gradient vector field 7* = G*”(9, f ). The reason is that the
gradient df as dual vector encodes the linearized change df (X) = df, X" of the function f,
when performing a step in the direction X*. Clearly, by increasing our step size, we can make
this change arbitrarily large, so there is no “steepest” direction. Only if we have an absolute
measure of our step size, e.g., a norm ||X|| = ,/X*g,,X” induced by an inner product g ,,, we
can find a unique direction, for which a step of fixed size maximizes the change.
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A.4 Common formulas

Given a triangle of Kéhler structures (G, 2,J) with inverses (g, w,—J), we have the following
relations. We list them both in abstract index notation and in shorthand notation.

—J2=1 = —Je g =6%, (369)
—UT2=1T = —UN), UM =6,° (370)
—J 1=y = —(He, =J9, (371)
JUT =0 = Je.QdUT),b =qab (372)
—QT=JQ = —Qen), b =20t (373)
JGIT=G & Je.GUIT),P =G (374)
—GJT=JG & —G*(JT) =GP (375)
Q=G = QT =G (376)
-JQ=G & —Je Qb =GP (377)
Quw=1 = Q%w., =069, (378)
wQ=1T = w P =5, (379)
Gg=1 = G%g., =69, (380)
gG=1T = 8,.G =6, (381)
—wGw=g¢g = —0qc G = gap (382)
—gQg=w = —20c2%G g, = wgp (383)
Qg=J = Q%gp,=J% (384)
—Gw=J = —G% e = JY (385)
—QT=0 = —Qba = qab (386)
GT=G = Gba = gab (387)

A symplectic group element M%; € Sp(2N, R) and a symplectic algebra element K¢}, € sp(2N,R)
are characterized by the following properties.

MOQMT=Q = M4 Q4 (MT),;° = qab (388)
OMTw=M"" = QM) wyy = (MDY, (389)
—QKT=KQ = —Q(kT).b =k2.Qb (390)

An orthogonal group element M %, € O(2N) and an orthogonal algebra element K¢} € so(2N)
are characterized by the following properties.

MGMT =G = Me.GY(MT),b =Gab (391)
GMTG=M"" =3 G*(M™), %Gy = (M1, (392)
—GKT =KG = —G¥(KT).> =Kk2.GP (393)

B Proofs

In this appendix, we present several technical proofs of selected propositions from the main
text, whose proof would have interrupted the reading flow.
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Proposition 1. On a tangent space Ty M C H of a submanifold M C P(H) we can always find
an orthonormal basis {|V,,)}, such that g ,,, = 1 and the restricted complex structure is represented
by the block matrix

€1
—

. ¢ (394)

—c,

<
=
Il

with 0 < ¢; < 1. This standard form induces the decomposition of T, M into the three orthogonal
parts

TyM=TyMe L, Me&DyM, (395)
N—_——

ToM

where T, M is the largest Kihler subspace and Ty, M is the largest space on which J and w are
invertible.

Proof. We focus on a single tangent space 7y, M C H and refer to the Kahler structures on H,
rather than the restricted ones on 7, M, as (g, w,J). To shorten notation, we define A := 7, M
and B as its orthogonal complement in H with respect to g, so that H = A® B. We will refer
to the restricted Kahler structures on A or B by (g4, wa,J4) and (gg, wg,Jp), respectively. The
relation J = Gw = —Qg implies g = —wJ or, equivalently, g(v,w) = —w(v,Jw), and also
gWv,Jw) = g(v,w) for all v,w € H. From here, g(Jv,w) = —g(v,Jw) follows and we can
derive for a,a’ €A

gA(JAa7 a/) = g(Ja, a/) = _gA(a,JAa/) > (396)

which implies that J, is antisymmetric with respect to g, and thus is diagonalizable, has either
vanishing or purely imaginary eigenvalues with the latter appearing in pairs %c;. Furthermore,
we can always choose an orthonormal basis, such that g, = 1 and J, is represented by (394).
Next, we show that ¢; € (0,1]. We define the orthogonal projectors P,:H — Aand Pg:’H — B,
such that

Jy A— A a— Py(Ja),
_ JA ‘]AB JB: B—>B, bHPB(Jb),
J‘( Jga | Jg ) Jag: B> A, b— P4(Jb), (397)
JBA: A_)B, aHPB(Ja).
We write J2 — 1 = 0 in blocks to find

( J2+JapJpa—14 | ZAJAB +JapJp ) 0.
JpJpa +JpaJa | Jg +JpaJap — 13

(398)

We consider an eigenvector a € A of J, with J,a = ica for non-zero c, which implies Jj a=—c?a.
We compute
g(a,a) = g(Jaa +Jpaa,Jpa +Jpaa)
= g(Jaa,Jpa) + g(Jpaa, Jpaa) (399)

> g(JAaJ‘]Aa) = _g(a’Jja) = ng(az a)
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where we used that A and B are orthogonal which eliminates crossing terms. This implies the
inequality c? < 1 and thus, we can choose c; € (0,1] as in (66). O

Proposition 2. The Kdhler property is equivalent to requiring that T, M is not just a real, but
also a complex subspace, i.e., for all |X) € Ty M, we also have i|X) € T M. Therefore, the
multiplication by i commutes with the projector Py, i.e., Pyi=iPy and P, is complex-linear.

Proof. We want to show that J j = —1, implies that for all a € A, we also have ia = Ja € A.
Therefore, we need to show that Ja = J,a, which is equivalent to Jz, = 0. For arbitrary a € A,
we compute

8(Jpaa,Jpaa) = g(Ja,Jppa) = —g(a,JJgaa) = —g(a,JapgJpaa) . (400)

This expression vanishes if J j = —1,, because in that case JygJgy = J j — 1, =0 follows from
the first block in (398). Since g is non-degenerate, this implies Jz, = 0. Similarly, we can use
the last block in (398) to conclude J 5 = —1p, which implies Jz4, = 0. With vanishing J,z and
Jga, J is block diagonal and commutes with the projectors. In the language of complex vector
spaces, this implies that P,i = iP,,. O

Proposition 8. Given a variational manifold M we define (according to the Lagrangian action
principle) the free projected real time evolution |)(t)) as governed by the free Hamiltonian H,
and the perturbed projected real time evolution | .(t)) as governed by the perturbed Hamiltonian
H.(t) = Hy + €A(t), both with the same initial state [))(0)). Then, the propagated perturbation,
defined according to (148), is given by

t
SxH(t) = —f dt’ (d®,_. )", QP ﬁpA(t’)\w(t,), (401)

—00
where d®, is the linearized free evolution flow.
Proof. Let us define the perturbed evolution flow ®{ as the map that sends the coordinates of

an initial state x*(0) to the coordinates x*(t) of the state time evolved under the projected
perturbed real time evolution. It is governed by

d

7 2000 = X (2, (x)) = Ao (2 (x)) + eXp(2;(x)), (402)
where X, and X, are the evolution vector fields associated to the Hamiltonians H, and A
respectively. We define the free evolution flow <I>? analogously by just setting e = 0 in the

previous expressions.
Let us now define the interaction picture flow ¢ = <I>O_t o®?. It has the useful property that its
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time evolution only depends on the perturbing vector field:

d ~ ~
Ecpf(x) = —X(®6(x)) + d®°, X (9¢(x)) (403)
= —X(®€(x)) + dd° Xy(®€(x
(@£ (x)) - ol t(e)) “404)
+edd” Xy(P7(x))
~ d
= —X,(®¢ — &% o%9°
JCHE)F B HE) 405
+e d(I)O_tXA(CDi(x))
~ d 0
= —XO(q)i(X)) + E e ét/_téi(x) (406)
+e dCIJO_tXA(éi(x))
= —X,(®€(x)) + Xp(@°, &€ (x
0(@;(x)) + Xo( ~ e 2) “407)
+edd” Xy(P5(x))
= e d®?, X, (2¢(x)). (408)
We are interested in the propagated perturbation
d ~ d ~
5xh(t) = E‘ezocpfcpﬁ(x) = de? (E‘ezocpﬁ(x)) . (409)

The quantity f—e‘ 5ﬁ(x) is for all times a vector of 7,,)/M and its time evolution can be

obtained by using_(408) after having commuted derivatives:

dMd] geoled| [da

E [E ezoq)t(x)] B dele=0 |:dtq)t(X):| (410)
=] _,¢ d®°, X, (2¢(x)) (411)
=da?, X,(%(x)). (412)

The solution to this equation follows from integrating as

d

t
o ezO%f(x) =J dt’ de°, X (2% (x)). (413)

—0Q0

Combining this with (409) and the expression (88) for the Lagrangian real time evolution
vector field XA(d)?/(x)) leads to the result (401). O

C Kahler manifolds

Kéhler manifolds play a central role in this manuscript. For completeness, in this appendix we
will discuss their definition and properties. More information can be found in [49]. A Kéhler
manifold is a manifold M equipped with a metric g,,, and a symplectic form w,, that satisfy
several properties. These include some local properties, that is that J*, = —G"° w,,, verifies
J? = —1 at all points, and also some non-local properties (closedness of w and vanishing
Nijenhuis tensor). The precise definition is as follows.

Definition 7. A real manifold M is called Kdhler if each tangent space is equipped with a pos-
itive definite metric g, and a compatible symplectic form w,, as in definition 1, such that
J¥, =—G" w,, with J> = —1, and the following conditions are satisfied:
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e Symplectic form w is closed (dw = 0) with

([d)pro = £ (0u®r0 + 8,00y + Op @y — 0,00y — 8,0y — Opy,) . (414)

e Nijenhuis tensor N; vanishes (N; = 0) with
(N =J4 8t —J*, " +I%5 (8,0 — 8,07). (415)

In essence, a Kdhler manifold is simulteneously a Riemannian, a symplectic and a complex
manifold, such that the respective structures in every tangent space are compatible in the sense
of definition 1.

For the purpose of the methods presented in this manuscript, it is of interest only whether
the restricted Kéhler structures on M satisfy the compatibility conditions from definition 1. If
they do, the manifold is known as an almost-Hermitian manifold. We do not use the additional
properties of w being closed or N; vanishing.

However, as shown in the following proposition, if an almost-Hermitian manifold M is
also a submanifold of a Kdhler manifold, the additional non-local conditions are automatically
satisfied and M is itself a Kdhler manifold. In the context of this manuscript we always deal
with manifolds M c P(H), where projective Hilbert space P(#) is known to be a Kihler
manifold [73]. For this reason, for all the manifolds we encounter, the local compatibility
conditions from definition 1 are sufficient conditions for the manifold to be Kihler and we will
therefore refer to manifolds that satisfy them as Kahler.

Proposition 9. Given a Kdhler manifold M with compatible Kéhler structures (g, @,J), a sub
manifold M C M equipped with the restricted Kdhler structures (g, w,J = —Gw) is itself a
Kdhler manifold provided that J? = —1.

Proof. M satisfies all local Kihler conditions. We therefore only need to show that e is closed
and N; = 0. We consider local coordinates ¥” on M, such that x* = (x*, x" “/) where changes
in x* preserve the submanifold M, while changes in x” W are orthogonal to it. We can fur-
ther choose x* and x'* locally, such that the matrix representations of the Kéhler structures
(w, g,J) with respect to the decomposition fi = (u, u’) are

()b e= (o) =)
g= , W= ,J= , (416)
0|g’ 0| o 0fJ

which is a consequence of J> = —1, as proven in proposition 1. Thus, this implies that
J = J @ J’ with respect to this decomposition TyM=TyMe (%M)L.

e Symplectic form is closed. In the above basis, (dw),,,, corresponds to a sub block of the
array (d®);;5. Consequently, d& = 0 implies dw = 0.

e We restrict N5 on M to M to find

(N =Jh, 8508, — T4, 8504 + J%5 (8,04, — 8,0%,) 417)

vo

which is not obviously equal to (N;),,, due to the contraction over A, which takes the
full manifold into account. However, our previous considerations showed that J=JaJ'.
This implies that J Au =J 7‘“, which proves the equality. Consequently N5 = O implies
NJ == 0

We therefore conclude that any submanifold M of a Kihler manifold M with J% = —1 every-
where is again a Kdhler manifold. Note that this implies in particular that M is also a complex
and a symplectic manifold. O
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D Normalized states as principal bundle

We introduced projective Hilbert space P(#) as the space of distinguishable quantum states,
where normalization and phases of Hilbert space vectors can be ignored. However, in practice
we usually parametrizing a variational manifold M c P(#) by a set normalized states |y(x))
which depend on some real parameters x'. It is therefore useful to introduce the manifold of
normalized states

NH)={ly) e H| (plyp) =1} . (418)

This manifold will play an important when we are interested in relative phases between states.
Mathematically, N'(#) is a principal fiber bundle over the base manifold P(#). Given a quan-
tum state v € P(#), we have a corresponding fiber e'? |1)) € N(#) of normalized Hilbert
state vector representing this state. We also have a natural U(1) group action onto such fibers
given by multiplication with a complex phase, i.e., [1)) — el [1p) with el¥ € U(1).

We can now ask if we can use any structures of the Hilbert space to define a natural notion
of parallel transport, i.e., how to choose the complex phases when changing the quantum state
continuously. This question is well-studied in the context of gauge theories and amounts to
choosing a natural notion of horizontal tangent spaces, which encode how to move naturally
through the principal fiber bundle. Interestingly, N'(#) is equipped with a natural notion of
moving horizontally, namely by requiring that a horizontal curve | (t)) satisfies

WOI& () =0, (419)

i.e., we require that the tangent vector % |y (t)) is always orthogonal to the state [y(t)). The
tangent space of normalized states is given by

TipN(H) = {l¢) € H|Re (|¢) = 0} . (420)
Locally, we can decompose this space into
TN (H) = spang(1y)) ® Hy; , (421)

where the former the former is vertical space along the fiber and the latter is our natural choice
of horizontal subspace.

We can understand the local choice of complex phase el¥ as pure gauge and U(1) as the
corresponding gauge group. This implies that our description of normalized states N () is
equivalent to electromagnetism on the base manifold P(#). In particular, we can compute
the gauge field A, and its field strength tensor F,,,.

Example 27. We consider the Bloch sphere with
[P (x)) =cos(%)|0)+ei"’ sin(%)lo) . (422)
We can compute the gauge field A; as
Ay =Tm (Y (x)]3, 19 (x)) = (0,5in*(3)). (423)
As differential form, we therefore have A = sin? (%) d¢. Wefind the field strength as its differential

F=dA=2sin(§)dO Ad¢. (424)
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We can compute the change of phase Ay, also called holonomy, if we move horizontally in N (H),
such that our path describes a circle at constant latitude 6 when projected onto the Bloch sphere.
We find

2n
Ay =f dpA=2msin®(%). (425)
0

We can also use Hamiltonian evolution by
H=E,+wo, (426)

to compute the time evolution. The Hamiltonian vector field is given by

xt=x"=(0,—2w), (427)
such that the solution of the equation of motions is just ¢(t) = —wt. The quantum state will
return to its original state at t = ., where ¢(t) = —2m. However, we will pick up a relative
phase given by the integral

/2
m(Eg +
Ap = J (A, x* —E)dt = —(O—w), (428)
w
0

where we used E = E + w cos 6.

In general, we conclude that the change of complex phase after returning to the same
quantum state through time evolution is given by

T
Ay = J (A x* —E(x)), (429)
0

where E(x) = E(x;) is constant for time-independent Hamiltonians.

If we go to variational families M C P(H), we can still use (429) to compute the holon-
omy associated to projected time evolution. This is important if we want to compute spectral
functions from real time evolution on M rather than via the linearization around a stationary
point.

In practice, we therefore see that the only required additional structure on a variational
family M is the computation of the gauge field A,,. Once this is computed, we can derive the
change of relative phases from integration over A, and the energy expectation value, which is
constant for time-independent Hamiltonians. Once, we have taken the relative phase in the
time evolution into account, we can also use it to compute inner products between different
state vectors, while ensuring the correct complex phase.

E Calculation of the pseudo-inverse

In section 4.1, we have described how calculating the Lagrangian real time evolution amounts
to solving the differential equation of motion
dx*

T = X'u = —Q’“’(avE) . (430)
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In practical applications, this equation will be integrated numerically, requiring to calculate its
right hand side at each time step.

The numerical complexity of computing this quantity lies in the cost of evaluating the
gradient J,E (which will depend of the specific structure of the energy function E(x) under
consideration) and in the cost of computing the matrix £ and contracting it with such gradient
vector. As discussed in sections 3.3 and 3.4, the matrix € is a certain pseudo-inverse of the
symplectic form , namely the one where we invert @ on the orthogonal complement of its
kernel.

In this appendix, we will present a method to correctly evaluate this pseudo-inverse Q*”
and simultaneously contract it with the gradient J,E to optimize the numerical cost of the
operation. The need to compute a pseudo-inverse rather than a regular inverse lies in the fact
that w may be degenerate and thus not invertible in the regular sense. In other words, w may
have a non-trivial kernel

kerw = (v € R*| w,,v" = 0}. (431)

We can distinguish two types of vectors inside ker w:

1. Vectors v* that also lie in ker g, i.e., g ,,v" =0.

2. Vectors v* that have a non-vanishing length with respect to g, i.e., ||v|*> = v/g uv’ >0

The vectors of the first type arise due to redundancies in the parametrization of the variational
manifold M. In this case, not all vectors |V,,) will correspond to linearly independent directions
in tangent space, so that it is possible to find such non-trivial linear combinations of them that
vanish, i.e., v/ [V,,) = 0 for v* of the first type. Consequently, such v* will have vanishing matrix
elements in g and w. The vectors of the second type, instead, represent physical directions
in tangent space and may arise if M is not a Kéhler manifold, as explained in section 3.4. In
particular, such directions always exist in odd dimensional manifolds M.

The vector X'*, we wish to compute in (430), must solve
wWXv =—0,E. (432)

If w is non-degenerate and thus invertible, this solution is unique and given by X* = —Q*”(9,E),
where Q is defined as the regular inverse of w. If, however, w is degenerate, then equa-
tion (432) will generally be ill defined and not admit a unique solution. The set of possible
solutions of equation (432) has the form A}, + ker w, where Xé‘ is one possible solution of the
equation. To find a meaningful solution, we need to consider the following:

(a) If two solutions differ by an element in kerw of the first type discussed above (i.e., arising
from an overparametrization of the manifold), any of them could be picked without
influencing the physical results of the calculation. Indeed, one would obtain the same
physical vector, just parametrized in two of the many possible redundant ways.

(b) If, instead, two solutions differ by vectors of ker w of the second type (i.e., physical
vectors), then it is necessary to specify which solution should be picked. This essentially
amounts to specifying how to compute the pseudo-inverse of w.

(c) Finally, it may be ill defined because J,E may not vanish on ker w, i.e., there may be v*
with v“ww =0, but v“BME # 0, which implies that (432) cannot be solved.

In section 3.3, we explain how issues (a) and (b) can be addressed by imposing that we
pick a solution that is orthogonal with respect to g to ker w. In other words, we pick the
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solution X' € &, + ker w, such that X*g,,v" = 0 for all v* € ker w. This corresponds to
choosing to move only in the submanifold in which J can be put in the form discussed in
Proposition 1 without the diagonal zero block. This solution can also be identified*' as the
element X' € X, + ker w with minimal length || X||? = X*g uv X", Thus, the problem of cor-
rectly computing X'* in (430) is equivalent to finding a solution of (432) that also minimizes
the quantity A*g ,,X"”. In summary, we have recast the pseudo-inversion as the linearly con-
strained quadratic minimization problem (quadratic program):

Minimize A*g,, X" suchthat w,,X”+J,E=0.

It is known [103] that such problems can be solved by introducing the Lagrange multipliers
A% € RN and finding a stationary point of the Lagrangian function

f(X,2)=X"g X"+ A (0w, X7 + GLE). (433)
A stationary point of f (X, A), in turn, is given by a solution of the equation
of
v | [ 28 o X 0\ _
(5)o( &) (5)o( &)
' A B

This is a 4N -dimensional linear problem of the form Ax + B = 0 which, for large system sizes,
can be efficiently tackled numerically. While we have succeeded in reducing the complicated
pseudo-inverse problem to the linear problem (434), this problem still contains in itself all the
intrinsic redundancies that characterize the pseudo-inverse problem. Here, however, these
redundancies are re-expressed in such a way that they can be easily dealt with. More specif-
ically, redundant solutions of (434) can be produced either by shifting X by an element of
ker g or by shifting A by an element of ker w. In the first case, we are just shifting between
different redundant parametrizations of the same physical state. In the second case, we are
not creating any physical differences, as we are just modifying the Lagrange multipliers which
play no physical role in the theory. So any solution of (434) returned to us by our numerical
solution method corresponds to a physically acceptable value for X'* that can be used in the
integration scheme of our choice for (430).

Finally, we also need to address (c), i.e., that (432) and thus also (434) may actually not
have any solutions if JE has some overlap with the kernel of w. In this case, the best we can
do is to minimize ||Ax + B||, which is equivalent to projecting out the components of B in kerA.
Indeed, (Ax + B) can be split into two orthogonal components (Ax + B);; and (Ax +B) |, which
are in kerA and (kerA)* with respect to the flat metric of equation (434). Clearly, (Ax +B); = Bj
is independent of x, while (Ax + B), can be made to vanish exactly as A is invertible in the
orthogonal complement to its kernel. Therefore minimizing ||Ax + B|| is equivalent to solving
Ax + B = 0 after having removed the component B of B. This can be done efficiently by
multiplying the whole equation by AT = A, that is solving

A(Ax +B) =A?’x +AB =0. (435)

Such equation indeed is solved if and only if (Ax+B), = 0. Another advantage of (435) is that
now the coefficient matrix A% is non-negative definite and the problem can thus be efficiently

“IFor this, we observe that since g is non-negative the quantity |w||*> = w"g u»w” admits a global minimum at
Wy, defined by the stationarity condition 2w} g urOow” = 0, for all possible variations 6w of w around w,. Such
minimum may not be unique because g might be degenerate. However, such arbitrariness corresponds precisely to
variations along directions reflecting redundant parametrizations which, as we just explained, do not change the
physical result. In our case, the possible variations around any point inside the set of solutions X, +kerew correspond
to all vectors v € ker w. Therefore, the solution vector of minimum length is identified by X*g ,,v" = 0 for every
v¥ € ker w, i.e., it is also orthogonal to ker w.
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tackled with conjugate gradient methods. Such methods typically converge to an approximate
solution more efficiently than relying on performing a full singular value decomposition.
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