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Abstract

An algebraic approach based on the multimode two-photon Lie algebra and
its corresponding Lie group is followed to derive a formal solution to the
time-dependent Schrodinger equation. This solution is written as an expansion
series whose leading term corresponds to the thawed Gaussian approximation
(TGA). Our scheme provides the most general expression reported so far for
this approximation. By using the coherent state representation of the formal
solution, the correction term to the TGA is analysed in the zero /i asymptotic
limit. The error is generally found not to vanish in this semiclassical limit.
The same approach is followed to study the remainder to the TGA initial value
representation (IVR) of the quantum propagator. This correction is found
not to vanish either in the zero 7 limit. Hence, the TGA IVR would not be
the correct semiclassical asymptotic form of the quantum propagator. The
origin of this behaviour is shown to be in the existence of contributions from
unphysical saddle points in the semiclassical limit. These would unveil an
incorrect analytic structure of the TGA IVR propagator in that limit.

PACS numbers: 03.65.Sq, 03.65.Fd, 03.70.+k

1. Introduction

In a seminal paper published 30 years ago [1], Heller proposed an approximation for
the quantum evolution of an initial coherent state (i.e. a Gaussian state in the coordinate
representation) that is known as the thawed Gaussian approximation (TGA). This assumes that
the initial Gaussian state remains Gaussian with time-dependent parameters. These parameters
are then obtained from the system classical trajectories. The TGA provides an exact solution
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of the time-dependent Schrodinger equation (TDSE) for quantum Hamiltonians that are at
most quadratic in the coordinates and momenta. In general, it just gives a local quadratic
approximation to a mixed representation of the quantum propagator; this representation is
defined as the propagator matrix element between a position state and a coherent state.

A decade later, Heller and coworkers [2, 3] showed that the parametrization of a Gaussian
wave-packet is not unique. In other words, they found a set of possible forms known as
the initial ket manifold. By a proper choice of the parameters, this generalization of the
TGA, which is known as generalized Gaussian wave packet dynamics (GGWPD), was shown
to be both equivalent to and derivable from a WKB approximation to the solution of the
TDSE. Using this formulation and Heller’s [4] extension of Miller’s semiclassical theory
[5], these authors also derived the semiclassical expression for the matrix elements of the
propagator between coherent states. A similar approach was followed by Weissman [6, 7]
to obtain the same semiclassical expression. This coherent state representation of the
semiclassical propagator was known from the work of Klauder [8§—10]. Its derivation from
the coherent-state path integral expression of the propagator is also possible by using the
stationary phase approximation. A careful realization of this approach, followed initially by
Klauder [8-10], was carried out by Baranger et al [11]. These last authors show how different
forms of the semiclassical propagator are obtained in correspondence with the symbol (Q, P,
Weyl, etc) chosen for the classical Hamiltonian associated with its quantum counterpart.
Recently, a derivation of this most general semiclassical expression from a WKB-like solution
to the time-dependent Schrodinger equation (TDSE) in the Bargmann representation has been
reported [12].

More useful than this representation of the quantum propagator as a coherent state matrix
element are the so-called initial value representations (IVR). The semiclassical IVR (SCIVR)
are integral representations that can be evaluated using classical trajectories and in which
the integration is performed over all possible initial conditions. The well-known TGA IVR
is obtained by expanding the given initial state in the overcomplete basis set of coherent
sates and evolving each one of these independently with the TGA. Kay argued [13] that
this form is a correct SCIVR, i.e. he showed that what has been assumed so far to be the
leading semiclassical asymptotic contribution to its coordinate matrix elements provides the
semiclassical Van Vleck expression [14]; we will show in this work, and anticipate here,
that such an assumption is not generally correct. Later, Baranger et al [11], after a thorough
analysis of this approximation, derived a generalized one-dimensional expression valid for
choices of the classical Hamiltonian other than the Weyl symbol of its quantum counterpart.
The multidimensional generalization was obtained by Pollak and Miret-Artés [15]. Recently,
Parisio and de Aguiar [16] have presented a more general expression that includes the previous
ones as particular cases. In a different class of SCIVR propagators we find the one obtained
by Herman and Kluk [17], which is closely related to a form derived by Solari [18] for
one-dimensional systems. The work carried out on the HK propagator has been reviewed by
Grossmann [19], and more recently by Miller [20] and by Kay [21].

Kay [13] has developed an approach to derive all these and other more general IVR
propagators; all of them are assumed to be valid in the semiclassical limit (in other words,
the Van Vleck semiclassical expression [14] is obtained from what is considered to be the
leading asymptotic contribution). Kay also compared numerically [22] several of these forms
and found, in particular, that the TGA IVR is inferior to the HK propagator, even though
propagators in the TGA class have preexponential factors decreasing with time, while those in
the HK class have growing preexponential factors; furthermore, later numerical experiments
[23] showed a loss of unitarity as time increases in the TGA IVR propagator. Despite
these results, a recent debate [24, 25] has opened again the issue on the best choice for the
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semiclassical IVR of the quantum propagator, and it has been argued [25] in this context that
the HK class cannot be derived from asymptotic methods. However, this conjecture has been
proved to be false recently [12, 26]. Besides, a generalized form of the HK propagator that
is valid for any of the possible classical representations of a given quantum Hamiltonian and
for any of the possible operator ordering schemes used to quantize a classical Hamiltonian
function has been obtained as a correct semiclassical asymptotic limit [12].

A similar asymptotic analysis of the TGA IVR is currently lacking. Pollak and coworkers
[27-29] have used this SCIVR (as well as the HK SCIVR) as the zeroth order term of an
expansion of the exact propagator. Then, this expansion is written in terms of a correction
operator and allows for the evaluation of the quantum propagator up to the desired accuracy
within the same SCIVR scheme. However, the i — 0 asymptotic analysis of this scheme has
not been performed either. These tasks will become the main goal of this work. Specifically,
we shall prove that, unlike the HK SCIVR, the TGA IVR is not generally a semiclassical
asymptotic approximation to the quantum propagator. This is an important result that refutes
previous opposite statements [11, 13, 25]. Our analysis will follow an algebraic approach that
will make use of many results and properties of the multimode two-photon Lie algebra and
its corresponding Lie group. As a first step, we will derive a formal expression for the exact
solution of the TDSE corresponding to an initial generalized coherent state. This expression
depends on a set of arbitrary parameters, a set equivalent to Heller and coworkers’ initial ket
manifold [2, 3]. The formal solution will be written as a perturbative expansion whose leading
term corresponds to a generalized local quadratic approximation that includes the TGA as a
particular case and the GGWPD as a more general one. We will also provide the explicit form
of the correction term in this solution. After projecting the derived solution on a representation
(the coherent state representation shall be chosen), we will show that the TGA approximation
differs from the formal solution in a correction term whose perturbative expansion includes
contributions proportional to all positive and negative powers of /1. Yet, for a particular choice
of the arbitrary parameters, the contribution from all the negative powers vanishes; the resulting
h expansion then becomes a true semiclassical asymptotic series whose leading term provides
the well-known semiclassical expression for the coherent state matrix elements of the quantum
propagator. However, this choice presupposes the use of complex trajectories defined by a two-
time boundary condition, which is in contradiction with the particular scheme followed in the
SCIVR. Namely, in this integral representation of the quantum propagator, trajectories must be
defined by their initial conditions; thus the freedom we had in the evaluation of the propagator
matrix elements now disappears. Consequently, the TGA IVR correction will generally yield
terms proportional to the negative powers of 72, which prevents this particular IVR from being
the asymptotically leading semiclassical representation of the quantum propagator; hence,
for instance, Pollak and coworkers’ correction operator to the TGA IVR [15, 27-29] would
also present a bad behaviour in the zero 7 limit. In all these cases, the badly behaved terms
are associated with spurious saddle points appearing in the asymptotic evaluation of generic
matrix elements of the TGA IVR propagator. The existence of these saddle points have been
noticed in earlier works [13]; however, their effect has been ignored so far, which has led to not
always correct conclusions about the validity of the TGA IVR as a semiclassical propagator.
Other inadequate behaviours of this propagator such as the fast loss of unitarity may have
an explanation in this unveiled analytic structure. Despite these negative conclusions, we
will show that the TGA IVR can provide a good approximation to the quantum propagator
when the terms higher than quadratic in the expansion of the Hamiltonian around the classical
trajectories behave as a small enough perturbation.

This paper is organized as follows. Section 2 is an introduction in which we present
our algebraic approach and provide some relevant results and properties of the multimode
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two-photon Lie algebra and its corresponding Lie group. In section 3, we define our generalized
coherent state and write its Gaussian expression in the coordinate representation. In
section 4, we derive a perturbative expansion to the solution of the TDSE for an initial
generalized coherent state whose leading term corresponds to a quadratic local approximation.
From this leading term, we recover in section 5 the GGWPD and the TGA. The -asymptotic
analysis of the correction term corresponding to both the TGA and the TGA IVR are performed
respectively in sections 6 and 7. We end up in section 8 with the main conclusions of this
work.

2. The basic formalism of the algebraic approach

2.1. The d-mode two-photon Lie algebra

In this paper, we will follow an algebraic approach and make use of group-theoretical methods
to construct multimode coherent states, i.e. states that are Gaussian wave packets in the
coordinate representation. The relevant algebraic structure in our case is provided by the
multimode two-photon Lie algebra and its corresponding Lie group. This algebra for a system
with d degrees of freedom is spanned by the set of operators

B Smn n
{afnai,aman,a}nan + %I,ai,an, I; m,n= 1,...,d}, (1)

where 1 is the identity operator; @, and a) are respectively the annihilation and creation
operators of each mode. One can easily check that the algebra is indeed closed under its
binary operation of commutation, with [a,,, a,t] = 6 and [a,,, a,] = [a,L, a,t] =0.

The d-mode two-photon Lie group associated with this Lie algebra is obtained through
the exponential map. The following four operators belonging to this group are particularly
relevant for this work.

(1) The generalized displacement operator,

D(a. ) =exp [ (aa - B* @), )
where o and (3* are d-dimensional vectors with complex components o, and S
respectively (as usual, we use the superscript * for complex conjugation), and a and
a' are d-vectors with operator components a, and a,. The product of two of these
vectors, as appears in this equation, shall be performed as a dot product; e.g., a af =
al a = ZZ:I apay and af* = Bra = Zizl a,B;. The displacement operator will be
unitary only if 3 = «. Equation (2) shows explicitly the 7 dependence which, in other
notations, is generally included in the complex a and 3* parameters.

(2) The generalized squeezing operator,

S(2,II") = exp [%(aT Zal —alIl* a)] , 3)
where = and IT* are d X d complex symmetric matrices. The product involving
two vectors and a matrix, as appears in this equation, shall be performed as a dot
product of one of the vectors with the matrix linear transformation of the other;
eg.alMa =Y Y aMua,.aMa =32 Y aM,ua,. 8 Ma =
Zi:l Zle B M,,a,, where M is a general d x d complex matrix. Only if IT = E,
this squeezing operator will be unitary.

(3) The operator

T(Y) =exp[a’ T a— L(Tr1)]], ©))
where Y is a d x d complex matrix. This operator will be unitary only if Y is an
anti-Hermitian matrix, i.e. if Y =-7.
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(4) The operator
R(®) = exp(i®]), 5

where ® is a complex number; only if & is real, then R is unitary. This operator commutes
with all the others.

In terms of these four operators, a general element, G, of the Lie group may be written as

G(x) = D(a, BHR(®)SE, TIHT(Y). (6)

Therefore, the number of complex independent Lie group parameters is Ng = d(2d +3) + 1;

we shall denote these parameters with the Ng-dimensional vector x, and the dependence

of G on them by writing G(x). The two subsets formed respectively by all the operations

{D(a, B)R(®); Vo, B*, @} and {S(E, IT")T(Y); VE, IT*, Y} are subgroups of the d-mode
two-photon Lie group.

2.2. The smallest faithful matrix representation

The smallest faithful (i.e. one-to-one) matrix representation (SFMR) of both the d-mode two-
photon Lie algebra and the corresponding Lie group has dimension (2d +2) x (2d + 2) [30].
By definition, its matrices preserve the algebraic and group structures; we shall write them in
the following form:

nip 0 0 0
my My Mo 0
m3 Mz Msi 0|
M4 My g3 May

M = (7

where M ;; represents a complex d x d matrix, m;; a complex d-vector (written here as a
column vector with a tilde denoting the corresponding transpose row vector), m;; a complex
number, and 0 is either a null d-vector or a null element (later on it will also denote a d x d null
matrix). For the operators spanning the algebra, we have m; = ma4 = 0, while for the group
elements G, m;; = mas = 1. Our faithful matrix representation, M, differs from that defined
in [30] (let us denote this as M); however both representations are completely equivalent
because they are simply related by M; ; = MO ;) ¢(;), where f is a bijection from the set
of indexes {i; i = 1,2, ..., 2d +2} to itself. Our choice is more convenient for the purpose of
this work. We shall use the symbol M to denote the central 2d x 2d block of M, namely

My M
M = < 2 23) _ ®)
M3z,  Ms;

For instance, the most general linear superposition of the operators spanning the
multimode two-photon algebra and its matrix representation are respectively
A= [aT'Ilca — %(Tr \Ilc)f] + %(afllllaT) + %(a\Il,a) + £1aT +&.a+ %gi

0 0 0 0

& v, v, 0
_Er -, _‘I’TC ol

-5 =& =& 0
where ¢ is a complex number, & and &£, are complex d-vectors, ¥, and ¥ are complex
symmetric d x d matrices, and ¥ is a general complex d x d matrix (the tilde over a matrix

denotes its transpose). Furthermore, the exponential of this matrix provides a representation
of the general element G of the Lie group. A convenient parametrization of these elements,

—)A:

€))
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different from that given in equation (6), and its matrix representation are written respectively
in the form

G =exp (%(ﬂ\l’laT + SIaT) exp [aT\Ilca + %(Tr W)l + %gi] exp (%a\I’ra + §ra)

1 0 0 0
& —Te Vg, eV —Te VW, Ye ¥ 0 "
9= —e"i’ﬂfr —e"f’C‘Ilr e 0 (10)

—c+§eVg g+ W, —fe T ]

Many other parametrizations of the group element G are possible by changing the ordering
of the exponentials or the operators included in each of the exponents [30]. Relations among
them can be established by the so-called disentangling theorems, which can be directly derived
with the help of the SFMR.

To conclude this section, let us write the matrix representation of the four operators defined
in section 2.1.

(1) The generalized displacement operator:

1 0 0 0
bapy—p— | L 00 (an
— —
* B0 1 ol
0 nF —hiE |
where I is the d x d identity matrix.
(2) The generalized squeezing operator:
1 0 0 O
A Trw 0 A Q0
SEM —s=[, . x o] (12)
0o 0 0 1
where
Q = O !(sinh®)=, (13a)
A* =II*(sinh ®)O !, (13b)
A = cosh®, (13c¢)
0’ = EII". (13d)
(3) The T operator:
1 0 0 0
7(Y) r=|° v 00 (14)
_— — ~
0 0 T 0
0 0 0 1
(4) The R operator:
1 0 0O
N 0 I 0 0
R(®) — R = 0 01 0 (15)
—-2i® 0 0 1
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Since the matrix representation of a group element is unique, we must have G = DRST;
then from this equality and the one-to-one property of the SFMR, we can establish the
relationship between the two parametrizations given respectively by (6) and (10), and derive
in such a simple way the corresponding disentangling theorem.

2.3. Some useful results derived with the help of the SFMR

With the help of the SFMR, one can readily derive the following operator transformations:

R . he

D (e, B (ZT) Dla, B = (a‘::h_lg) (16)
§71(E 1) <Z'> $Em) =S5 (ZJ : (17)
7-1(7) (Zl> Ty =T (Zl> , (18)

where D~ (a, B*) = D(—a, —3%), §~Y (B, II*) = §(—Z=, —II*), and T-1(X) = T(-Y)
are inverse operators, and (;) is the notation for the 2d-dimensional column vector built up as
a direct sum of @ and a'; later on, we will use the same notation to introduce other 2d-vectors
such as ( g) We stick to the notation introduced by (7) and (8) and call S and T the central
2d x 2d blocks of & and 7, respectively; these matrices are given by (12) and (14).

A useful property of the group element G, which is a consequence of the algebraic
structure, is that its derivatives with respect to the group parameters x, can be expressed in
the following simple way:

3G (x)
9 Xn

where the left Al,l(x) and right Am (x) operators are elements of the algebra as those given in
(9). The particular form of A}, and A,, can be obtained by writing (19) in the SFMR, namely

Ay =¥ 100, A =g 00T
9 Xn 9 Xn
From these matrices and the one-to-one correspondence established by (9), we can readily
obtain the operators A]n and Am.

If the (self-adjoint) Hamiltonian operator H(r) of a quantum system has the linear
form given in (9), the corresponding (unitary) evolution operator U (r) will be an element
of the multimode two-photon Lie group. If H(¢) and U(z) are their corresponding matrix
representations, then the Heisenberg equation ih dU (t)/dt = H (t)U (1), together with its
usual initial condition U 0) = I, can be written in matrix form as [30]

= An(0)G(x) = GO An(X), (19)

(20)

ih? =H(U(t), (2la)
Uu©o =1, (21b)

where Z is the (2d +2) x (2d + 2) identity matrix. If the expansion of H (t) in the operators
spanning the algebra does not have terms proportional to I, @ and a', then U (¢) will belong
to the subgroup {S’(E, H*)T(Y); VE, IT*, T}; hence, the matrices in (21a) and (21b) can be
restricted to their corresponding central 2d x 2d blocks H, U, and I, these being defined in
accordance with (7) and (8); namely,
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dU (1)
d

ih

=HOU®), (22a)
U©0) =1. (22b)

The SFMR is also very useful in the evaluation of operator expectation values. For
example, if |0) represents the normalized vacuum state (i.e. @,|0) = 0, Vn, and (0]0) = 1),
the vacuum expectation value of any operator belonging to the Lie group is, from (10), given
by

2 2

where in the second equality we have written the expectation value, in a parametrization
independent form, in terms of the matrix elements of the operator representation G defined as
in (7).

A remarkable property of the SEMR of the group elements G is that its central 2d x 2d
block, G, is a symplectic matrix. Namely G satisfies

GJG = J, (24)

where J is the 2d x 2d skew-symmetric matrix J = (91 10
which is also the central 2d x 2d block of the matrix G~! representing the inverse operator

G, is given by
G'=J'GJ. (25)

Furthermore we have det G = 1, which implies detG = 1.

On some occasions, we will have to make use of the coordinate ¢, and conjugated
momentum p, operators for each mode (in vectorial notation, g and p). As a primary choice,
we shall take the following relationships:

a) 1 qma) e
(a*)‘m(q—ip ' 20

Yet, a more general definition of the creation and annihilation operators in terms of the position
and momentum operators is provided by the transformation

a a\_ s gfa)s 1 q+ip
(aT> - (c”) =" (a*> Y= (?1 - ii))’ @7

where W is an operator (usually unitary) belonging to the subgroup {S(Z,II*)T(Y);
VE, IT*, Y} and W is its corresponding 2d x 2d matrix representation. The operators in
the set {a’, @’} satisfy the same commutation relations as those in {a, a'}, thus a two-photon
Lie algebra can be analogously associated with the former. Now, if A’(¢)') is a general element
of this new two-photon Lie algebra and G’(x’) a general element of the corresponding Lie
group, we have

N 1 ! 1
(0]G10) = exp |:§(Tr W+ §)} = (detG33) "z exp [—& +-943(Ga3)™! 931} , (23)

). Hence, its inverse matrix, G,

Ay =WTA@HW, (28)
G'(x)=Ww'GxHW, 29)

where A(w/ ) and G(X’) are the corresponding operators in the {a, a'} two-photon Lie algebra
and Lie group, respectively. Hence A’(¢) and G’ (%) are obtained from A(¢)') and G () by
replacing in the latter the operators in the set {a, a'} by those in the set {a’, a''}, respectively.
Throughout the text we will keep this notation and use primed operators to represent those
belonging to the two-photon algebra and group associated with the general set {a’, a’t}. Note
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that the representation matrices for the operators A/(d/ ) and G’(X’) in the algebra based on
{a’, a't} coincide, respectively, with the representation matrices for A(z// ) and G(X’) in the
algebra associated with {a, a'}; we shall denote these two matrices as A’ and G’ and their
2d x 2d central blocks as A" and G', respectively.

To end up this section, we should remark that all results in the following sections that
will be derived without requiring an explicit choice of the expression relating the creation and
annihilation operators with the coordinate and momentum operators are completely general
and therefore valid for any such choice, let it be either the particular one given in (26) or the
more general one given in (27).

3. The multimode coherent state

Once we have introduced the algebraic formalism, we are ready to write the expression of the
most general coherent state provided by the d-mode two-photon Lie algebra, that is

Ix) = G(I0) = D(a, BHR(®)SE, TT)T(Y)|0)
=exp (i® + 1 Tr Y) D(c, B S(E, I1)0), (30)
where we have used the parametrization given in (6).

Combining equations (16)—(18) and (12)—(14) with the identity a|0) = 0, we obtain the
following set of eigenvalue equations for the generalized coherent state defined in (30):

GaG~'G10) = exp(-T)[A(a —Ti2a) — Q(al —7728%)]Ix) =0, 31)

where the matrices A and €2 have been defined in (13a)—(13d)

Let us next derive the form of this coherent state in the coordinate representation. For this
purpose, we shall use at this time the relation between the set {a, a'} and the set {§, p} given
in (26). Consistently, we will also make use of the corresponding classical variables ¢, and
pn (in vectorial notation g and p) defined through the equation

a)_ 1 q+ip> 3
<ﬂ*>_ﬁ<q—ip ' 42

As in general we have a # 3, g and p may generally take complex values.

In the coordinate representation |x) (i.e. ¢ |x) = @ |x)), the generalized coherent state
(z|G|0) will be a function of the coordinates z and of the N group parameters x. By writing
(31) in that representation, we arrive at the following set of differential equations:

3(xz|G|0)
ox

where f,, is a vector field of dimension d depending on « and on the N group parameters x.
Furthermore, by writing down the relations given in (19) in the coordinate representation, we
can obtain additional differential equations satisfied by the coherent state, namely

3(x|G|0)
ox

= f,(x|G|0), (33)

=f,(z|G|0), (34)

where fx is a differential operator vector field of dimension Ng depending on X, x, and
D = —ihd/dx. Since all these differential equations are linear in (z|G10), they can be easily
integrated. An arbitrary constant factor appears; we may fix it by requiring that the vacuum
state (x|0), be normalized and real. Then, by taking

o =0, (35)
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we finally obtain

R 1\ 1 i 1
(x|G0) = (E) Ng* exp [—E(m —QT@—q+_p (sc - Eqﬂ : (36)
where
Ng = det(Gas + G33) = e ¥ det(2 + A), (37)
and
= (G —Gn)(Gu+Gn) ' = Q+A)(A-Q). (38)
The matrix T can be shown to be complex symmetric. Besides, if G is unitary, we also obtain
NG| = (detT)" 2, (39)

where T, is the real part of T'.

Let us proceed now to show how the previous results change if we use the two-photon Lie
algebra associated with the set {a’, a’f}, which was defined in (27), to set up the corresponding
generalized coherent state. If |0) is the vacuum state for the vector operator a, i.e. a|0) = 0,
then |0)) = W~'|0) will be the vacuum state for a’; in effect, @’ W—'|0) = W~'al0) = 0.
Therefore, the general form of the multimode coherent state with respect to the Lie group
corresponding to {a’, a’’} may be defined, using (29), as

IX)' =GN0 =WG(X)I0) = G10) = Ix) - (40)
Let us establish next the relationship between the parameter vectors x’' and x. Using for
both G (x) and G (x’) the parametrization given in (6), the equalities in (40) then lead to the
following identities:

W&, T (YY) = SE, IIHT(Y), 41)
and

WD/, BW = D(e, 8. (42)

These two equations provide the unprimed parameter set {c, 3*, B, IT*, Y} in terms of the
corresponding primed parameters. In particular, if « and 3* are written as in (32), we have

o 1 g+ip
=—W 7). 43
(/3“> V2 (q - 1P> @9

This equation is the classical analogue of (27). With these relations at hand, we conclude
that the parameter vector x in (40) represents precisely the set {«, 8%, @, E, IT*, Y} or,
equivalently, the set {q, p, ®, G}, with ® = @', and G being the 2d x 2d central block of the
representation matrix for G(x); for this block-matrix, we obtain

G=W"G. (44)

where G is the 2d x 2d matrix representation of S(Z', II*)T (Y’) (i.e. the 2d x 2d central
block of the matrix representation of G(X’)). Hence, in the coordinate representation we have
(x|x') = (x]x); thus the form of this wavefunction can be easily obtained by combining (36)
and the relationship just established between the parameter vectors x and x’.

A useful alternative parametrization of the operator G(x), different from that used in (30)
to define the coherent state, is given by

G(x) = R(®)SE, INT(X)D(~, 5%, (45)
where, with the help of the SFMR, one obtains

(g) =57 (}) =G (3) ’ (46)
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with G being, as usual, the 2d x 2d central block of the representation matrix for G. If we
use the disentangling theorem

D(~,6") = exp (—’;(:) exp (h’%ﬁyaT) exp (—h’éé*a), 47
then we obtain that the state

exp (’;—‘;)G(xnm = G.(v. B, 1", T, 9)0), (48)
where

Gu(v, B, I, X, @) = R(®)S(E, )T () exp (=~ 7va'), (49)

is independent of &*.2 However, as equations (32) and (43) evidence, the choice of this
parameter vector determines the values of the classical variables q and p; in other words, we
have many different forms to write the same state G,|0) in the coordinate representation in
terms of different values for those variables. The set of all possible §* values is equivalent to
Heller and coworkers’ initial ket manifold [2, 3]. This manifold can be embedded in a larger
one if we make use of the general disentangling theorem

D(a, BHR@)SE, TINT(Y) =exp (1a'Tia’ + & a')
X exp [a"'\Ilca + %(Tr W)l + %gi] exp (%a\Ilra + £ra). (50)

Hence, the state exp[—(¢ + Tr¥.) /Z]G(x) |0) will be independent of the parameter set
{&,, ¥} (the parameters ¢ and W, are irrelevant since they can be always associated with
complex phase-like terms). Within the TGA and GGWPD schemes, one can show that £, (or
equivalently §*) becomes the only relevant free parameter, but one can imagine other schemes
in which the enlarged initial ket manifold could be very useful. We shall leave the analysis of
this issue for a future work, and here just consider the original ket manifold corresponding to
all possible d* values.

4. A perturbative solution to the time-dependent Schrodinger equation for an initial
coherent state

The goal of this section is to obtain a formal solution of the time-dependent Schrédinger
equation

. d .
in d—tl‘l’(t)> = H()|V (1)), (51)
for an initial Gaussian (i.e. coherent) state. For convenience, we shall take
0\ A A
|W(0)) = exp (é—h)G(X)IO) = Gu(v, E,II', 1, 9)|0), (52)

with G, given in (49) and G given by any of the two equivalent forms provided by (6)
and (45).

For simplicity, let us assume first that the quantum Hamiltonian operator of the multimode
system, H (a!, a, 1), is obtained as the normally ordered form of a classical Hamilton function
H(a*, o, 1), €.

H@a', a,1) = N{H(a", a, 1)}, (53)

2 The state G,|0) is always an unnormalized coherent state, even if R, § and T are unitary. We use the subscript u
for that reason.
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where A is the normal ordering operator, which replaces o, by h%aj, and «, by h%a,, with all
ajl written to the left of all a,,. In this case, the classical Hamiltonian function is just the Q

symbol (or Q phase space representation) of the quantum Hamiltonian,

Ha", a,t) =Ho(a*, a, 1) = (ol H®)|e), (54)
where

@) = D(a, a")|0) (55)

is the one-photon coherent state. As the function H(a*, «, ), we can use without loss of
generality its power series expansion

d
Ha", a, t) = Z ci; (1) 1_[ a;i"a-,{”, (56)
.7 n=I

where ¢ and j are d-vectors whose elements are indexes i, and j, taking values in the set of
integer numbers equal or greater than zero, and c;;(¢) are complex coefficients. Hence, the
quantum Hamiltonian becomes an expansion in the positive integer powers of the parameter
ne , namely

d
A@ a.n=Y ci0[](n2a))" (h2a,)". (57)
i,J n=1

We write the solution of the TDSE corresponding to the initial state in (52) as
W (1)) = exp (%)U (t)G10), where U (¢) is the quantum propagator. By defining

Uy() =U)G, (58)

this new propagator (we use the subscript g to remind its dependence on G) is thus solution
of the evolution equation
dU 4(t A
ihd—gt() =HMU, @), (59)
with the initial condition
U4(0) = G(x) = R(®)D(a, BHSE, IHT(Y), (60)

where a and 3* are related to v and 6* by (46); let us remind that while -~ is a fixed parameter,
we have total freedom to fix the arbitrary parameter vector §*.

From section 2.3, we know that the quantum propagator for a system with a Hamiltonian
that is at most quadratic in the creation and annihilation operators is an element of
the corresponding multimode Lie group. Therefore, in systems where a local quadratic
approximation might be valid, the previous result moves us to choose for U ¢(?) the ansatz

Us(t) = G)U, (1), (61)

where G(t) is a time-dependent element of the Lie group evolving from its initial value
G(O) = G(X). The operator 0 +(t) (the subscript r stands for remainder) is only constrained
by the initial condition U 0) = i , and is expected to remain close to this initial value if our
previous assumption is correct.

The two main component in the time evolution of our initial coherent state will be a
time-dependent overall phase and the motion of the state centre along a given path in phase
space. This motion may be represented by means of a displacement operator ﬁ(u,, vy), and
the operator R(®,) can account for the phase changes. Therefore, in order to accommodate
these features within our scheme, and without loss of generality, we shall write

G(t) = D(p, . v)R(®)Gq (1), (62)
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with

()= () ®
and

D) = P, (64)
and where Gq(t) is another evolving Lie group element with initial value

Gq(0) = S(E, )T (). (65)
Hence, from (61) and (62)

Uo(0) = D(py v} R(@) Gy () U+(1). (66)
Substituting this last relation in (59), we obtain
Gy (1) dlii‘t(” _ [D-‘Hi) —inb! dDdt(t) +hd£t} G(OUL(1) — ithdqt(t) 0.). (67

From the properties of the generalized displacement operator given in (16) and (19), we
have
DN, v A, a,)D(p,, v = H(a" +h 2vf a+h 2y, 1), (68)
and
dD(u,, v})
dr

Performing now a Maclaurin expansion of the operator on the right-hand side of (68), we
arrive at

vy A . r .. . I -
iD= (u,, v) = E(Vtu,—u[,ul)+h2(u,tﬁ—u a). (69)

A h
H(a'+h 2uf a+hi iy, 1) = HW!, 1) — S TrHoz,

+h% aH(V:5 ,U;,t)a-r_'_aH(V;, H;,t)a
vy op,

] +Hy+H,, (70)

with H q being the quadratic symmetrically ordered Hamiltonian (thus the subscript q stands
for quadratic)

I-AIq = h(aTHU;M,a + % TrH,, + %aTHU;V;aT + %aHu,M,a), (71)
where we have used d x d matrices H,,, with &,y = v}, u,, whose elements are
(H ) un = % In (70), the remainder A, has the following form:

d
Aual a.) =Y e p. 0[] (2a))" (W2an)". (72)
2,7 n=1

where Z; j is a restricted sum that excludes the terms with ZZ=1(iﬂ + ju) < 3. Therefore,
the leading term in this /1 2 -expansion of H, is O(i>/?).
We now substitute equations (68) and (69) in (67) and choose the parameters v and

p,; so that the terms O(h%) in this equation, which are linear in a’ and a, cancel out. This
requirement leads to the following set of complex Hamilton equations:

| . —aH(V:, [T t)/ay;‘
('?) B 1( IHW}, py, 1) /04, ) (73)
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which must be solved subject to the initial condition given in (63); as we know, the initial
values a and 3* are obtained from ~ and the arbitrary §* by means of the transformation given
in (46). In view of these results, we conclude that the phase space path chosen to be followed
by the centre of our initial coherent state coincides with that of a generally complex classical
trajectory.

The phase ®, in the operator R(®,) is next chosen so as to remove the operator-
independent first two terms appearing in the expansion of the Hamiltonian given in (70)
and the operator-independent term in (69) from the evolution equation (67); hence

F £
P, =0+ —+—, (74)
2 h
with
t
F= f deTrH,,. (75)
0
and
, .
£ = / de[~HO 0+ 5k~ i) (76)
0

Once the O(1) and O(h%) terms have been removed from (67), the operator Gq(t) in
(62) is then defined so that the remaining quadratic O(%) terms in that equation vanish, which
requires

ih

dG P
;(” — A, G40, (77)

This new evolution equation must be solved subject to the initial condition in (65). But since
H ¢(t) is just quadratic in the creation and annihilation operators, the corresponding propagator,
as we know from section 2.3, can also be given the form

Gq(t) = S(&, TINHT(Y)). (78)
Then, by writing (77) in the SFMR, restricted to the central 2d x 2d block, we obtain
., Gy (?)
in dqt = Hy(1)Gq(1), (79)
with the initial condition
Ae¥ Qe ¥
G,0) =G = ~ =]. 80
a©) <A* e’ Ae_T> (80)
But since, from (71),
H - H .« «
H (1) =h< T ) ®1)
_Hlf-rﬂt _HU;IM

i.e. Hy(t)/h is the second derivative matrix of the classical Hamiltonian function H (v}, ,, t)
along the classical trajectory {v}, p,; 0 < 7 < 1}, (79) is nothing but the classical evolution
equation for the fundamental linear stability matrix associated with that trajectory. This
fundamental stability matrix shall be called U 4(¢); it is known to satisfy the initial condition
U4(0) = I, and can be written as the matrix of the coordinate transformation from the set
{n,, v7} to the set {pg, 5}, ie.

(s v7)

Ve = 5o o)

(82)
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Therefore, the solution of (79), subject to the initial condition in (80), is just
G.t) =Uq0)G. (83)

As comes out from the form just established for Gq(t), this operator accounts for the changes
in the quadratic Gaussian fluctuations of our evolving state.

With the choices made for D (u, vy), R(®,),and Gq(t), equation (67) yields the following
evolution equation for the remainder propagator U (1),

dU,(t A
in dt( ) _ H®U. (1), (84a)
U.0) =1, (84b)
where
A1) =G (OH )Gy (). (85)
For the solution of (84a) and (84b), we can write the following formal expansion:
U.t) =1+C@), (86a)
o0
Cy~Y 0P, (86b)
=1
where each term in this sum is given by
. 1\ N N N
U@ = <—> / dt,, ..., dndt AN (z,), ..., H(n)H (). (87)
in 127,... 12211 20

The explicit form of U®(¢) can be obtained from the expression for A, given in (72), the
definitions of H£ and G4(r) given respectively in (85) and (78), and from (17) and (18); in
normal order, this form should comply with the following general expression

d
00 = Z uil; l_[ aling)n, (88)
2.J n=I1

with

Mi? = hNi(;') Z uilj)k(E’ H*, T, o V(;» l)hk, (89)

k>0
where uilj) . are complex coefficients depending on time and on the initial state parameters,
and
0 _ 0 +nij)/2 if l,’j > 3]

Ny = {(l +ng —2ng/2D)/2  ifli; <31, 0)

where
d
lij = Z(ln + jn), (91)
n=1

n;; = |l;;j — 31|, and |n;;/2] gives the integer part of n;;/2. In light of these equations,
we conclude that the expansion (86b) for the correction operator C () may include terms
proportional to any positive integer power of h.

The present analysis has been performed for a quantum Hamiltonian obtained from its
classical counterpart following a normal-order scheme of quantization. Had we started from
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a Hamiltonian differently derived (e.g. by means of either the antinormal-order scheme or the
Weyl-Wigner scheme), we could still write it down in normal order in a form similar to the
expansion given in (57), but the coefficients c;; would include now contributions proportional
to integer powers of 71, namely

cij(t) =Y ciju (R, (92)
k=0
This does not alter our previous analysis, and the only important detail to remark is that
the classical Hamiltonian function from which the classical trajectories and all their required
information are derived is, in all these cases, the smooth Q symbol, H ¢, defined in (54).
Alternatively, we could have started from a form of a general quantum Hamiltonian
written, for instance, as an expansion of either antinormally ordered or symmetrically ordered
products of creation and annihilation operators (a one-parameter family of choices does indeed
exist). For all these cases, (70) can then be generalized as

Aal +h 30t a+h i, 1) = HWF g, 1) — h%TrH

+7"l% H.Y(V;v I’l/tvt)a]‘_i_aHS(V;’ Mtvt)
vy opt,;

*
SVr

ai| + Hg+ Hy,, (93)

in which H, (8%, «, t) is a general Hamiltonian classical symbol given by

S f hi(s—1) 9 - hi(s+1) 0 A o
s(B, a) = B+T£ ) a+T8,@* AR 94)

where s is a real parameter, 1 > s > —1, whose value fixes the symbol or representation
chosen as the classical Hamiltonian function; e.g. s = 1 corresponds to the Q symbol, s = 0
to the Weyl-Wigner symbol, and s = —1 to the P symbol. The differential operator on the
right-hand side of this equation, which acts on the unit constant, is obtained by replacing
a' and a in the original power series expansion of H(a', a, 1) by the specified differential
operators [31]. The classical Hamiltonian H;(38*, , t) can be generally expressed as the
expansion provided in (56), but with coefficients c¢;; () that are i-dependent, as those given in
(92). The quadratic Hamiltonian H sq 18 like that displayed in (71), with the second derivative

FH, W,

matrices obtained from Hy, i.e. (Hyy)mn = F ) (x, y = v}, p,); finally, ﬁ” is given

by the general normally ordered form

d
3 Yin . Jn
H, = E €5 1_[(1,', a,’l s (95)
ij  n=l

where
€ij = hNij Z eij;khk, (96)
k>0
with
l3/2 ifl;; >3
Nij = 1372 if j; =1 97)
2 if l;; = 0,2,

and /;; having been defined in (91).
Our analysis can then be readily repeated for all these choices, and leads to the following
general expression for the state |\W(¢)) evolving from the initial state | W (0)) given in (52),

Yo
2h

*

| (1)) = exp ( ) GO+ C(1]10) = Gu()[T + C(1)1]0), (98)
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with
G(t) = D(p,. v)R(@)Gy (1), (99)
where
F £
D, =D+ 4, (100)
2 h
with
t
]—':/ dr Tr H,.,, (101)
0
and
. .
€= f e [0t 0+ 5 W, — )| (102)
0

The classical trajectory {v}, u,; 0 < T < t} required in these equations is a solution of the
complex Hamilton equations

I (= OH (W, g, ;)/ay;>
) = . ’ 103
<vf> (am(u,, [y, 1)/, (103)
which must be solved subject to the initial condition

Ko\ _ (&) _ v
(£)-(3)-<(z)

with G given in (80); here again, we have complete freedom to fix the value of §*. The
operator Gq(t) in (99) is obtained from its restricted matrix representation, G(t), which, as
established by (83), is related to the fundamental stability matrix associated with the previous
classical trajectory, i.e. G(t) satisfies

dGy(1)

dr
with G4(0) = G, as given in (80). The operator C(t) has always the form given in (86b) and
(88), but its coefficients depend on the symbol s chosen for the classical Hamiltonian; i.e. the
general form

ih = H(1)Gy(1), (105)

A0 = 6 0 Ay ()G (1) (106)

should be used in (87) instead of I:I}(t). Therefore, also in this general case, the expansion
(86b) for C(r) includes terms proportional to any positive integer power of nz.

With the right choice for C (t), equation (86a) can be considered to yield an exact
form for the propagator U.(r). However, the expansion supplied in (86b) and (87) for the
correction operator C (1) may not generally converge, but just provide an asymptotic series
for this operator. In such case, this series must be considered as a perturbative expansion for
C’(t); hence, it will be useful only if H ir(t) behaves as a small enough perturbation. We will
demonstrate in sections 6 and 7 that this requirement is not always satisfied in the semiclassical
limit.

The scheme followed in this section can be readily extended to Hamiltonians H'(a,a’h)
and their corresponding quantum propagators U’ (¢) written in terms of the more general pair of
creation and annihilation vector operators {a’, a’*} defined in (27). In this case, our procedure
leads straightforwardly to the following solution to the TDSE

IX'), = U ()G (x)10) = U'(t)G(x)|0)’
= D'(u, vHR (@) G (E;, T, XD +C' (v}, 0]]0), (107)

t
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where we have used (40), and [0) = W~1|0) is the vacuum state for the set {a’, a't}, as it was
introduced in section 3. As was established in section 2.3, all primed operators are functions
of @’ and a’'; p) and v/* are the corresponding classical variables

/ ] s
(“;*) —W <“;> - W (q’ “.p’) . (108)
Vt Uz \/z qt _lpt

These arise from the solution of the appropriate classical Hamilton equations corresponding
to the classical Hamiltonian 7, (p’, v™, t), which is the first term in the operator-ordering

dependent expansion of H'(a't + v /h% ,a + /h% , 1), when such an expansion is performed
in complete analogy with (93). As initial condition for p, and v} we take that given in (104),

so that
Ko\ _ a) _ (o _ Y\ _ (Y
()= ()= () =we () =< () 1o

The operator G;(r) in (107) is obtained from its 2d x 2d matrix representation G:l (t) inthe

algebra associated with the set {a’, a't}; this matrix satisfies an evolution equation analogous
to (105) , i.e.

. dG;(t) ) )
in " = qu(t)Gq(t), (110)
with the initial condition
AeY Qe T
/ !/
Gq(O) =G = <A/* o I e_?> . (111)

In this evolution equation, H ;q is the 2d x 2d matrix representation of the symmetrically
ordered quadratic term ﬁ; q in the above expansion of the Hamiltonian H’ (i.e. the term
analogous to 1’-A1Sq in (93)). The solution to (110) and (111) is

G;(t) = Uﬁl(t)G/, (112)
which is written in terms of the fundamental stability matrix
8 / , /%
U0 = 2B g we, (113)
8(l1'oa L) )

where U (1) is the original stability matrix given in (82).
The operator c "(p, v}*, t) in (107) is the analogue of C (1) in (98); it is associated with
the operator H| , which includes the non-quadratic terms in the previous expansion of the

Hamiltonian. Finally, the phase ®; has the form given in (100)—(102), with the substitution
of p, and v} by the new classical variables p; and v}*, respectively; we thus have

¢;:¢+%ﬁ+% (114)
with

F = /tdr TeH,,.,, . (115)
and i

! i
= / e [~H 0 0 + S0 — o))
0

t :
1
:/ dr [—Hx(u:,p,,r)+§(u:pr—D:ur)], (116)
0
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where H, (v, p., 1) = H;(V?%, p,, 7). The equality of the two forms for £ in (116) is a
consequence of (108), which defines actually a canonical transformation between the variable
sets {yt,, v7} and {y;, v}*}. Then such an equality follows from the invariance of the Poincaré—
Cartan 1-form under this kind of transformations.
Equation (108) is equivalent to the relationship

D, v)) =W Dy, vHW. (117)
Making use of this equation and of the relation between unprimed and primed operators given
in (28) and (29), equation (107) can be rewritten in the form

X =WOMG(NI0)

= D(p;, V))R(D1)Gq(E,;, II}, Y[ + C(py, v/, 1)]]0), (118)

where @, = ®/; here, we have made use of the relation

Gy, I}, X)) = WGy (B, T, Y)), (119)

which can be established since both W~! and Gq belong to the subgroup {S' (&, H*)]A"(T);
VE, IT*, Y'}. The new parameter set (Z,, IT7, Y,) is obtained from the unique solution to this
equation, which in 2d x 2d matrix notation reads

Gy(t) = WG (0). (120)
By using (112) and (113), we then obtain from (120)
G) =W UG =U,0 )W 'G' =U,1)G. (121)

In summary, we have brought the general state |x’); into our original form |x), =
U060 = U ¢()10), which is written in terms of the new parameter set x (1) =
{u,, vy, @, 5/, II7, X} or, equivalently, x (1) = {p,, v}, ®;, Gy(1)}.

5. Recovering the generalized Gaussian wave packet dynamics and the thawed
Gaussian approximation

We shall show in this section how to recover both the thawed Gaussian approximation (TGA)
and the generalized Gaussian wave packet dynamics (GGWPD) from the formal solution
obtained in the previous section. The GGWPD, which contains the TGA as a particular case,
is a local quadratic approximation that consists in truncating the perturbative expansion in
(86D) at its leading zero order term, i.e. one assumes C (t) ~ 0. Hence, we have

Ug(t) ~ G(t) = D(p,, v))R(®) G (1). (122)

The initial ket manifold of the GGWPD would correspond to the complex space in which the
arbitrary parameter vector 6 takes all its possible values. As we know, in this general case
the coordinates, g,, and momenta, p,, of the classical trajectory are defined as complex valued
functions of time. On the other hand, the TGA is obtained for the particular choice § = ~,
which implies that the trajectory initial condition is

£)-(2)
VO (8%

and that g, and p, are real.
Therefore, in this local quadratic approximation the state evolving from the state G|0) is
just U (t)G|0) = G(1)]0). Its form in the coordinate representation is obtained by substituting
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in (36) the time-dependent parameters obtained from equations (100) through (104) or the
more general expressions given in (108)—(121). This yields

G0 = (- " (is]-"+iA)[N =
(|G (@)]|0) = 7 exp (5 - G

1 i 1
X exp [—ﬁ(:c—q,)I‘,(m—qt)+%p, (:B— Eq,>i| , (124)

where according to (35) we have chosen ® = 0; g, and p, are respectively the generally
complex (real in the TGA) coordinates and momenta of the classical trajectory as generally
defined in (108). Such a trajectory is a solution to the complex Hamilton equations given in
(103) subject to either the general initial condition given in (104) (GGWPD choice) or the
particular one given in (123) (TGA choice). The action integral, A, in (124) is given by

! 1
A= / dr [—qu,, P+ 5 (e, - pfq»} : (125)
0

where H;(q,, p,, 7) is the classical Hamiltonian written in terms of the chosen classical
variables g, and p,. The rest of the symbols in (124) are given by

Now = No det[a(qnpo) .94 90 } (126)
t) — )

9(qp, Py) 3(po» 90)

9 9 9 9 !
r,:-i[ ®.Py) . (p,,qo)r][ @.po) . (q,,qo)r} L w

9(qg, Po)  9(po: qp) 9(qo. po)  9(Po, o)

These last two equations have been written in terms of the d x d blocks of the (p, q)-
fundamental stability matrix. Finally the function F’, which was defined in (115), can be
equally written as

Sqqx + WPPHSPrpr + Ziququrpr) ’ (128)

1 t
F = 5/0 dt Tr (W, H

where we have used the Hamiltonian second derivative matrices with elements [H ], =
3H,

(x, y = q,, p,), and in terms of the d x d blocks of the matrix W in (108) we have

0, 0yn
Wy =1+ WuWay + WosWay — W Wy — Wi Wi, (129a)
Wy =T+ WuWos + W Wi+ W W + Wy W, (1295)
W, = WuWas — WosWay — W Wy + Wy W, (129¢)

Equation (124) provides the most general expression so far reported for the TGA in the
coordinate representation. In Heller’s original work [1] the phase % was absent (Weyl’s
choice). Particular values for this phase were considered by Baranger et a/ [11] in one-
dimensional systems and by Pollak and Miret-Artés [15] in multidimensional ones.

In the following two sections, we will not be required to make an explicit choice for the
relation between the operator set {a, a'} and the set {g, p}, and thus between the classical
variable sets {y,, v7} and {q,, p,}. Therefore, the results and conclusions arising from our

analysis shall be in this respect completely general.
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6. Semiclassical asymptotic analysis of the correction term in the formal solution

In order to obtain the error in the TGA in the semiclassical limit, we have to analyse the
correction operator C defined in (86b). Our goal consists in performing an analysis of
its i+ dependence by rewriting its perturbative expansion, obtained in the previous section,
as an expansion in powers of 7. This analysis is particularly simple in the generalized
Bargmann representation [32]. For our state |W(¢)) = U(1)|(0)), where |¥(0)) = G,|0) =
R(®)S(E, IIHT(Y) exp(h_%c a")|0), we define this representation as the scalar product with
the left state (0] exp(h 2n*a)T~1(X)8~' (&, IT*) R~ (d), namely

W', 1) = (0lexp (" 2n"a) T (NS (E, 10 (1) SE, TT) T (X) exp (2 ¢a')[0).
(130)

Therefore, this Bargmann representation of the state |[W(f)) is a complex valued
function of the complex variable n* with the parameters ¢, =E,IT* and Y fixed by
the initial state. Note that 7-'(¥)S8~'(Z, II"U (r)S(E, II*)T(Y) corresponds to the
evolution operator of the transformed Hamiltonian operator (not necessarily self-adjoint)
T-1(0)S Y=, I H (1) S(E, IT*) T (), which takes, as we know from section 2, the same
general form as H. Hence we do not lose generality if we set to zero the parameter matrices
=, IT* and Y, and analyse the behaviour of the matrix element

(O exp (h™28%a) U (1) exp (i aal)|0) = (B0 (1) | ), (131)
where
la) = exp (™2 aal)|0) (132)

is the standard Bargmann state, i.e., an unnormalized d-mode one-photon coherent state; the
corresponding normalized state was defined in (55). From the disentangling theorem provided
in (47), we obtain the relation |a) = exp [—ﬁ(a*a)]a). The magnitude given in (131)
is then known as the Bargmann or coherent state representation of the quantum propagator.

Substituting the formal solution of the TDSE derived in section 4 in (131), we obtain

BIU (1)|er) = (0] exp (2 B*a) G (v, vy, DI + C (e, v, H]]0), (133)
with
Gula, v}, 1) = exp <%au6) D(,, vHR(®@,)Gy (1), (134)

where &, is defined in (100), and Gq () is obtained from its restricted matrix representation,
G (1), which is given by (83) with G4 = I; hence G(t) = U4(t). Note that 1y = «, and
that v plays now the role of the arbitrary parameter vector defining the initial ket manifold.

Whereas the operator C(¢) in (133), whose perturbative expansion was given in (86b) and
(88), acts on the vacuum state |0) and is written in normal order, the non-vanishing terms will
be those corresponding to products of just creation operators; these correspond to null index
vector 7 in (88), i.e.

Cla, v, 0l0) ~ YY" E (@, v, 1)10), (135)
=1

with

d
¢ (o vg 1) = uf (o vg. 1) [ afi. (136)
n=1
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In light of these two equations, the operator vacuum expectation values needed in the
evaluation of the right-hand side of (133) can all be derived from the generating function

1 A !
Go(B*, e, v, 13 ) = (Ol exp (™2 B*a) Gulex, v, 1) exp(vah)|0). 137)
The operator product on the right-hand side of this equation is an element of d-mode two-

photon Lie group; thus its vacuum expectation value can be readily derived from its SFMR by
means of (23). We obtain in this way

1 . 1 * * 1 *
Go = (detU ,»,+)" 2 exp {1CI>, + i(uoa —vip)+ 5,6' p,,}
1
X exp {%(”? =BV 1 (U ey) ' (V) — ﬁ*)}

1 — * * 1 -
xexp{—;v(UW) ' =B = 37WUne) ‘wa}, (138)
2

in which we have denoted the blocks of the fundamental stability matrix U () according to
the expression

_(Uu Uy
Uq(z)_<UW U) (139)

Then we have, for instance,

d
(Olexp (™2 8%a)Gula, vp, 1) [ al10)

n=1
[ LA L RN S )} (140)
= o h a0, vy, Ly .
Ay, Yy 0y =0
Combining this equation and (136) yields
(Olexp (172 8%a) Guler, v, DCP10) = 5% v (1)Go (8%, v, v, 137 = 0), (141)
with
o[~ if 1; > 31
Ny = {—l +n; — |n;/2] if l; <31, (142)
and
v;l) () = Z vgl)c(ﬂ*, a, v, VAR (143)
k=0

In these equations, /; = l;p = Z::l iy (see equation (91)), n; = |l; — 3I|, and |n;/2] gives
the integer part of n;/2; vl(li (8%, a, v, t) are new complex coefficients, which can be written

in terms of the old ones u%); «» defined in (89). There will generally exist terms with [; > 31.
Collecting all these results, we arrive finally at the following expression for the coherent
state matrix element of the quantum propagator,

BIU )|y =UB", a, v, D1 +C(B", o, v, D], (144)
where

UPB, a, vy, 1) =GB a, vg, 1y = 0), (145)
and each /-order term of the perturbative expansion for the correction term C (),

ey~ U, (146)
=1
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can be written in the following form:

U ==y wl (B, a. v nnk, (147)
k=0
which shows explicitly its dependence on 7.

With the right choice for the correction term C, equation (144) may be taken as an exact
form for (ﬁlﬁ (t)|ar). However, the i dependence of the perturbative expansion obtained
for C and given by (146) and (147) implies that every term in this expansion will generally
diverge in the small 7 limit; hence, even the exact form for C will not vanish in this limit;
otherwise, the perturbative expansion, which is valid precisely for small C, should vanish at
least asymptotically as 7z goes to zero. In other words, since the remainder C does not generally
vanish as i goes to zero, the expansion given by (146) and (147) does not provide an asymptotic
series in the zero & limit; thus U (8%, o, v, t) cannot be generally identified with its leading
term as /i tends to zero. However, we still have the freedom to fix the arbitrary parameter v/ .
Let us consider first the TGA choice; in this case we have v = o*. Then one can readily check
that, in general, the negative powers of 7 remain in our perturbative expansion of the correction
term, implying that the TGA does not provides generally the leading semiclassical asymptotic
contribution to the quantum time evolution of an initial coherent state. This statement does
not mean that the TGA will always be a bad approximation. As discussed at the end of
section 4, under the right circumstances, A ! () may behave as a small enough perturbation,
so that the corresponding perturbative series becomes, at least, an asymptotic expansion in this
perturbation limit. Nonetheless, as discussed earlier, the negative i1 powers in the correction
term imply that this situation is not generally going to take place in the semiclassical limit,
where the TGA should thus be a poor approximation.

Interestingly, there exists a particular choice of the v/ parameter vector for which all the
coefficients w'” in (147) with k < [+ (I + 1)/2] vanish, so that the perturbative series for C(r)
in (146) becomes an fi-expansion starting at first order. Namely, vg must be chosen such that
v; = 3. The previous assertion then follows from the particular form of Gy (8", o, v, t; )
(see (138)) in this case: the derivatives of this generating function required in (140) will not
provide n2 powers, and the contribution in (141) from all terms C‘i(l) with /; odd vanish. The
required condition for v}, together with that for pg, define the two-time boundary condition

Mo (&
()= ()

For this choice, which corresponds to a particular case of the GGWPD, the expansion in (144)
and (147) has as its leading term

U=U =T b exp [%Sf(,@*, o)+ %S(a*, 3, t)] , (149)
with
oWy, po, 1) oWy, po, 1)
T ) = TW}, g, 1) = det [—} =det[*— , (150a)
o Ho (. 1. 1) AT
t
FB o 1) = FWr, po. 1) =/ dr Tr H,,. . (150b)
0
t
SPB o, 1) =8SW;, py, t) = —ivip, +/ [—H, W%, p,) +ipvi]dr. (150c¢)
0

The identification (3|U (1)|a) ~ U, is the well-known semiclassical approximation for
the coherent states matrix elements of the quantum propagator [4, 6—-12]. The correction term
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in this case admits therefore the following expansion:

CB a)=CB o~y Y w@. o npt

I=1 k>l+|(+1)/2]

= > wi (B, o, A, (151)
k=1
so that we have finally
BIU®)|) ~ U1 +Ce(B, e, D)]. (152)

As argued in [12] the solution to the two-time boundary condition given in (148) does not
have to be unique—many and even infinite physical and unphysical branches are possible. In
such cases, if U in (149) wants to represent the semiclassical transition amplitude (3| U 1)),
one should sum the contributions from all the physical branches. As time ¢ goes to zero only
one of these branches turns out to produce a non negligible contribution with the right t = 0
limit (3|a) for such transition amplitude. On the other hand, the factor I/ in (149) and the
full expansion for C. given in (151) should be evaluated for just one of these branches; this
fact is a strong indication that, in general, this formal series for (3|U (t)|c) may not converge
when 7 tends to zero. As a sensible rule then, one should choose the branch that provides the
least divergent expansion for the given time ¢ (the optimal branch may depend on time); in the
semiclassical limit, this expansion will be, hopefully, asymptotically valid.

In summary, we have shown that for a right choice of the v parameter vector (i.e. of
the point in Heller’s initial-ket manifold), the perturbative expansion of the coherent-state
matrix element of the quantum propagator provides an 7i-asymptotic expansion whose leading
term corresponds to a branch of the well-known semiclassical approximation for that matrix
element. However, for other choices of v/j, such a perturbative expansion is not in general an
h-asymptotic expansion, so that its correction term C does not vanish in the zero % limit and,
consequently, its leading term U/ does not provide the correct semiclassical approximation to
the propagator coherent-state matrix element.

An illustrative example of these issues is provided by the nonlinear Kerr Hamiltonian A =
Ih?ata?, for which we are going to evaluate its propagator matrix element A = (0|U ()|c),
whose exact value is A = e¢~//@®_ by means of the previous approximations. Let us take
the Q-symbol of H as the classical Hamiltonian, i.e. H = (¢*a)? /2, for which J = a*« is a
constant of the motion. Then, if we use the TGA to propagate |«), we obtain Arga = e~ //@)
for Jt < 1, and Arga = (1 +iJt)~1/? expliJt/2 + (iJzt/Z — J)/h] for Jt > 1. On the
other hand, if we use the GGWPD asymptotic result, we obtain the exact value for all time 7.
Therefore, we can observe that for short time (much smaller than a period of the classical
motion), where the TGA is expected to be valid, it provides indeed a good result. But for longer
times, the approximation fails to provide an 7/i-asymptotically valid result, since the relative
error (A — Arga)/Arca does not tend to zero as 7 goes to zero, but it diverges exponentially.

Similar asymptotic analysis can be carried out for the expectation value
(W) 0|V (1)) /(W (0)|W(0)) of operators, 0, having a well-defined classical limit. If one
expands these operators as done with the Hamiltonian in (57) and (92), and makes use of
the formal solution derived in section 4, then one can readily prove that, in contrast with
our previous results, the correct /i-asymptotic expansion is obtained only for TGA choice,
v = o, and not for other choices of this arbitrary parameter.

Before concluding this section, we should mention that other kind of approximations
different from the TGA, but which like the TGA use real classical trajectories, have been
recently derived [33] for the mixed matrix element (|U(1)|a). In principle, the present
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formalism could be used to analyse the corresponding correction terms and to determine their
validity conditions.

7. Semiclassical asymptotic analysis of the correction term to the TGA IVR

In constructing the TGA IVR, one starts out from the generalized coherent state resolution of
the identity operator

. d¢de* oy A A ~n

I= | =—=—eSY"G, (¢, B, II*, X, ®)|0)(0|Gl (¢, —&B*, —II, —B*, =Y, &*). (153
i ¢ © )I0)(0I1G (¢ ). (153)

where according to (49)

Gu(¢ BT, Y, ®)[0) = exp (i® + 1 Tr Y)S(E, I1*) exp (=2 ¢al)[0). (154)

In (153), the integral measure is understood as the classical phase space measure d¢ d¢* =
]_[Zzl idp, dg,, written in terms of the coordinates ¢, and generalized momenta p, of the
modes. As in the previous section, we do not lose generality and gain simplicity by setting to
zero the parameter matrices = and IT*; thus we shall just take the usual resolution

X d¢d¢ R
I= | =2 : 155
oo € Mol (155)
where [¢) is a Bargmann state as that defined in (132).

In these expressions, the integral over the phase space (g,, p,) of each mode can also
be understood as an integral in the complex manifold defined by the two complex variables
¢, and ¢, these being considered independent of each other. Integration takes place then
in a particular two-dimensional surface I'; ;- parametrized by the phase space variables g,
and p,; in this surface ¢, and ¢ are complex conjugates of each other. If the function to
be integrated satisfies some boundedness and analyticity criteria, I'; .- can be conveniently
deformed. Hence, under these conditions, we could also write

X d¢ dn* .
1= — e T : 156
ﬁw,anmw 1) @l (156)
where I'¢ ;- = 1_[21:1 FRTE

Acting now with the quantum propagator, U (¢), on the left-hand side of (156) and using

the formal solution obtained in section 4, we obtain
N d¢ dn* o m A A A
U(t) = ———— e TGy (m, vy, DI+ C(n, v, 0)1]0) (n], 157
) /FW Qi © (n, vy, D[ (n, v5, H110) (7l (157)
where GU(C, v, t) has the form given in (134), with the substitution of a by ¢; for instance,
we have now

o = ¢. (158)
However, note that for each value of ¢ and n* on the integration manifold I'¢ ,~, we have to
fix the arbitrary vf; parameter vector, i.e.

vy = v n") = vi(pg, mY). (159)
Therefore, if we perform in the integral of (157) the change of variables (¢, %) — (g, v5),
we obtain

N dpodrg _ e (Vg o) - A oA
U(r) Z/ ——— e det | —2 | Gu(pg, v DI+ Clpg. v, D110) (],
oy (2RD) A, po) 0o 00

(160)
where n* is a function of both p and v}, i.e. (n| = (0] exp [h’%n*(uo, vyal.
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We can write (160) as
U(t) = Urga(t) + Crea(t), (161)

where U 1G6A (1) and CTG A (t) correspond to the contributions to U (1) comlng, respectively, from
the terms proportional to I and C in the integrand of (160). Then U TGa(?) is a generalized
form of the TGA IVR, and C TG (t) would correspond to its correction term; the latter is related
to the correction operator defined by Pollak and coworkers [15, 27-29], as will be shown later
in this section.

We will not explore here the different formulations of the TGA arising from the freedom
one has in the choice of the function v/;(¢, n*) in (160), but we shall just fix it as in the standard
TGA IVR, namely

vy =mn" (162)
With this choice, we can write
A d/.l.Qd O _
Urga(t) = e VoH/M G (o, V5, )]0 , 163
1GA (1) / (Zﬂhl)d (o> v, D10) (ol (163)

Croaty = [ B Gy, v, 0 C . 5, 010) ] (164
P (2mhi)

Note that (163) provides a generalized form of the TGA IVR propagator in which the initial

phase space manifold I',, ,» can be arbitrarily defined. The common choice for ', . is just

the real phase space (py = v), but (163) allows for the use of general complex trajectories

and thus opens new possibilities worth exploring.

Let us now focus our attention in the semiclassical asymptotic analysis of Urga (1) and
C’TGA(I) as defined in these two equations. As in the previous section, without loss of
generality, we will make use of the coherent state representation. Combining (163), (164) and
(144) we obtain

N dpg dug . .
BI016a (1) = / W00 5 o, g, v 1), (165)

r, . (2whi)
1oV

P dIJ‘O dVB * * * *
(BICrga(D)]a) = Gg(B", o, po, v, C(B™, po, vg, 1), (166)

r . (271'7“)‘1
10

where
G(B*, a, po, v, 1) = e Voko/M MGy (3% g, v, 15y = 0), (167)

with the function Go (8", o, V5, t; ) given in (138), and C(8*, g, V5, t) being the correction
term whose perturbative expansion is provided in (146) and (147). Let us rewrite
G(B*, po, V5, t; ) in the following useful form:

1 isF i 1 1
G = (detU - ,+) 2 exp |:T + T_zR(““ V) + g(ﬁ*ﬂz +rya) + ﬁQi| , (168)

with
Q= 3w, — B, U,..(v; — B, (169)

and a new action integral

t
Rk, v, 1) = ipg + / [~H, (2 i) + i) de, (170)
0
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which depends only on p, and v, and satisfies

. OR(py, v, 1) .

o vy, (171a)
OR(p,, vy, t
1% S (171b)
Yy
IR(py, v, 1) .
RN — ). (171¢)

We shall next proceed to evaluate the integrals in (165) and (166) by the saddle-point
method. For convenience, before this, we shall perform the change of variables from the
set {pg, g} to the set {p,, v4}; thus we have dpydv = dp, dvj(detU,,)~". The new
integration manifold I'y, .+ should then be deformed so as to include the stationary points of
the rapidly varying exponent in G. These stationary points determine the value of each of these
two integrals (in (166) each term in the expansion of C(3*, g, v, t), as given in (146) and
(147), is assumed to be a slowly varying function within such a manifold) . Differentiating
the term proportional to 1/% in the exponent of G with respect to p, and v, and making use
of (171a) and (171b), we arrive at the saddle-point conditions

* * 8Q
B —vi+— =0, (172a)
op,
d
o — o+ Q* =0. (172b)
vy

Since Q has the form given in (169), a particular solution to these equations is given by

Mo (&
()= ()

which is a two-time boundary condition fixing the saddle-point classical trajectory. As we
know from section 6, for this trajectory, all coefficients corresponding to the zero and negative
powers of 71 in the perturbative expansion of the correction term C vanish; hence, these terms
do not contribute to the asymptotic expansion around this saddle point. We shall call this
kind of stationary point a regular saddle point. However, there may exist in general other
kind of solutions to (172a), (172b), in which the behaviour of the function Q plays a crucial
role. These shall be called spurious saddle points, and they do generally exist in nonlinear
systems. Although their existence had been noticed earlier [13], these spurious saddle points
have been considered to be unimportant and thus disregarded in the asymptotic evaluation of
the integrals in (165) and (166). However, since at these stationary points both positive and
negative powers of 71 are going to appear in the perturbative expansion of C, their contribution
in the semiclassical limit is expected to be far from negligible. We shall soon verify this
hypothesis.

Before going any further, we shall mention that not all the stationary points should be
included in the stationary phase approximation, but only their subset called physical saddle
points. This is closely related to the Stokes phenomenon [34-36]. The choice of the physical
saddles is going to depend on the location of the stokes and antistokes lines (hypersurfaces in
higher dimension). It is very unlikely that this location be such that all the spurious saddle
points should be discarded. Furthermore, these stationary points change the whole analytic
structure, which might as well affect the subset of the physical regular branches.
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For a physical regular saddle point, we can easily evaluate the determinant of the second
derivatives required in the saddle-point approximation; this determinant can be written in
terms of determinants of the d x d blocks of the fundamental stability matrix U4. With all
these results at hand, we readily arrive at the following expressions:

BIU1ca®)| ) = Use (1 +U™), (174a)
(BICr6a (1) ) = Use(Coe + US) = UseCrca. (174b)

where Uy, would correspond to U, the latter having been defined in (149), and Cs, to the
function C. given in (151). If the solution to the two-time boundary condition (173) is not
unique, a sum over contributions ¢/ and C, from the physical regular branches may be assumed
in the determination of both U in (174a) and C. in (174b); this sum is what makes U, and Cy,
distinct from U, and C,, since the latter are evaluated for just one of those solutions. U and
Cyc provide, respectively, the leading contribution to the integrals in (165) and (166) coming
only from the physical regular saddle points; ™ and U© are the remainders, which are
determined by the analytic structure link to the spurious saddle points.

Let us remind at this point that U is the correct asymptotic semiclassical approximation
to the Bargmann representation of the exact quantum propagator [12]. This asymptotic
contribution is thus contained in the Bargmann representation of the TGA IVR propagator,
but in this case U is only link to the physical regular saddle points, that is, there exists still an
additional term, i.e. the remainder /") in (174a), whose asymptotic limit has to be carefully
analysed, since this limit is going to be determined by the spurious saddle points. The effect of
these stationary points is particularly dramatic in the behaviour of the other remainder 2/, and
therefore in Crga. This conclusion arises from the analysis carried out in the previous section;
namely, one can easily show that each term in the perturbative expansion of the correction
term C given in (147) at any of the spurious saddle points will generally diverge as 71 goes to
zero, which totally invalidates such an expansion in the semiclassical limit. Consequently, the
remainder Ctga, Whose value is determined by the behaviour of C at these spurious saddles,
cannot vanish asymptotically in the semiclassical limit whenever such stationary points do
indeed exist. We shall next proceed to prove that the remainder /") is going to present as
well this property, which implies that, contrarily to what has been always assumed, U is not
generally the correct asymptotic semiclassical expression for the Bargmann representation of

the TGA IVR propagator.
The proof is quite straightforward. Summing up equations (174a) and (174b), we obtain
BIU M) = (BIU16A 1) + Craa®)| ) = Use(1 +Croa +U™). (175)

But, on the other hand, we can also write the following expression of the Bargmann transition
amplitude in terms of its leading semiclassical asymptotic form:

BIU (1)) = Use (1 +Cy), (176)

where C; is the corresponding remainder, which vanishes asymptotically in the semiclassical
limit. Then from the last two equations we obtain

U™ = C, — Crga. (177)

But C; vanish asymptotically in the zero % limit. However, since Crga will not generally
vanish asymptotically in that limit, so will occur with 2/{"). This proves our statement, i.e. Us.
cannot be generally taken as the leading semiclassical asymptotic contribution to the Bargmann
representation of the TGA IVR.
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From (174a), (176) and (177), we deduce that Ctga can be identified with the error
associated with the TGA IVR relative to the semiclassical value, i.e.

BIU(t) — Uroa(t)|x)

Crga = e (178)
and that the error relative to the TGA value is
BIUW = Ora®le) __ Croa 179
(BlUtca (1)) 1+C: — Crea

thus, these errors, as we know, do not vanish asymptotically in the semiclassical limit if the
spurious saddle points contribute to Ctga; again, the TGA IVR propagator, U 1Ga (1), 1s not
generally a valid semiclassical propagator from a rigorous asymptotic analysis.

We will conclude this section with an extension of our analysis to the IVR scheme
proposed by Pollak and coworkers [27-29], when this is applied to the particular case of the
TGA IVR. These authors represent the exact quantum propagator as an expansion series in
terms of a correction operator C‘p(t), which, for the TGA IVR and in our notation, can be
written as

~ dpodvy _ . A .
cp<r)=/r 'ﬁe W/ 2 (o, v, 1)]0) (vol (180)
1V

with
E(po, v, 1) = =D (p,, v Hs () D™y, 1) Gupag, v, 1)
= —Gu(po, v, DA (1), (181)

where I-Algr(t) was defined in 2106). The operator E is related to Gu(uo, vg, t) (e.g. (134)) and
the Hermitian Hamiltonian H (¢) through the equation

déu(ﬂ’(}a V6a t)
dr

Pollak and coworkers [27-29] provide a formal solution for the propagator U (¢) in terms
of Cp (), which we write in slightly different but equivalent form as

i = H(0)Gu(po, V5. 1) + E (o, v, 1). (182)

U(t) = Uo(t)+hif ', HCy(t), (183)
0

where U o(t) = U 1GA (?) (as defined in (163)) is easily shown to satisfy the equation

ihdUO(t)
d

=HnOUo@) + (1), (184)
and U(t,t") = UT(¢', 1), with U(t) = Uz, 0), is the exact propagator thus satisfying

dU(t, 1)

ihT =HnU (@, 1), (185a)
du @, . .

ih% =-U@, AT, (185b)

U@, 0)=1. (185¢)

The solution to (184) is then written as the expansion [27-29]

00 =) 0,0 (186)

=0
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with

Ui () = % /Ol A’ Ui, ) Cy()). (187)
Let us evaluate the first correction

Ui(t) = hi/oldt’ Ui, )G, (188)

in which we will use the TGA form for U (¢, t). This is given by an expression similar to
(163) for an initial time 7 and final time ¢’. Since ¢’ < ¢, this TGA requires back propagation of
classical trajectories; the Hermitian conjugated form of this expression is then used in (188).
SubsAtituting later in this equation the expression for C’p(t’) given in (180) and the expression
for Gy (py, V5, t) given in (134), we arrive at

01(t) = ~ / Ao %5 v / L O, DG, vy VAL @l (189
in Jr, . Qhi)? 0 0 o
Bov

But according to (106),
~ 1 ! N
UV = — / dr' 2 (1) (190)
i 0
is just the first term in the series expansion of the correction operator C (1) (see (86b) and (87)).
Thus performing an integration by parts of the time integral in (189), with H! (') being the
easily integrable factor, we obtain

Y 1 ! Ara ’ ’ ’y ’ s ’
Uity =UD () + E/o d'[Cla . nuD @) - 05’ neP @), (191)

where C‘p(t’, t) is the correction operator corresponding to U ot 1),

A dpgdvy ., 04 . A .
U(l)(t)=/ 2°h_2e /MGy (g, v, YU (19, v, 1)]0) (] (192)
T (27hi)

is the first correction to the TGA propagator in our scheme, and

*
V) = /F * % e Vit F (o, v, UL (g, 5, D10) (vo| — (193)
KO-
is an operator that is of second order in the non-quadratic perturbation A ! . Hence, as one
should have been expected, the first correction U1 (r) in our expansion differs from the
analogous one, 0 1(?), in the expansion of Pollak and coworkers only in terms of second
order in the perturbative parameter. This result can be generalized to all orders, so that when
both expansions are truncated at a given order / they differ only in terms of order / + 1 in the
non-quadratic perturbation A I . Therefore, the wrong behaviour found in our series expansion
for U,(¢) in the semiclassical limit is also expected in the series in (186), when the TGA IVR
is used for the zero order term U o(t).

8. Conclusions

An algebraic approach based on the multimode two-photon Lie algebra and its corresponding
Lie group has been followed to define the most general Gaussian state for a multidimensional
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system and to obtain its time evolution. This has yielded a formal solution to the time-
dependent Schrodinger equation that is written as an expansion series whose leading term
corresponds to the thawed Gaussian approximation (TGA). Our scheme provides the most
general expression so far reported for this approximation, which includes a parameter fixing
either the quantization scheme or the Hamiltonian classical symbol. The correction term to
this approximation is then analysed in the zero 7 asymptotic limit, using the coherent state
representation for this solution. The error was generally found not to vanish in the semiclassical
limit. Only if the point in the initial ket manifold is properly chosen, the corresponding
generalized Gaussian wave packet dynamics (GGWPD) provides an approximation to the
exact solution that is correct in the semiclassical limit.

The same approach has been followed to analyse the error in the TGA initial value
representation (IVR) of the quantum propagator, which was found not to vanish either in
the zero 7 limit. Hence, this approximation to the quantum propagator does not provide the
correct semiclassical asymptotic form for this operator. The origin of this behaviour is shown
to be in an incorrect analytic structure of the TGA IVR which in the semiclassical limit leads
to unphysical asymptotic saddle-point contributions. These contributions have been so far
disregarded, which has led to the wrong conclusion that the TGA IVR provides the correct
asymptotic semiclassical limit. Inadequate behaviours of this propagator such as the fast
loss of unitarity may have an explanation in the unveiled analytical structure. Despite these
negative results, we have shown that the TGA IVR can provide a good approximation to the
quantum propagator when the terms higher than quadratic in the Hamiltonian expansion and
included in the operator H I can be considered a small enough perturbation.

This behaviour of TGA IVR contrasts markedly with that of the Herman—Kluk IVR [17].
The semiclassical asymptotic limit for the coherent-state matrix elements of this propagator
can be easily obtained following the approach presented in [12]. All contributions in this
limit come from regular saddle points so that the correct semiclassical expression is attained
in this case for such matrix elements [12]. Besides, in [12, 26] it is shown that the use
of a rigorous asymptotic approach always leads to the Herman—Kluk propagator as the
leading semiclassical propagator. These results and our present analysis are therefore fully
consistent.

Our approach has also provided a few interesting side results which are worth a closer
analysis. Here we will highlight just two of them. The first one is the existence of an initial
ket manifold bigger than that originally discovered by Heller and coworkers [2, 3]. This
result expands significantly the space of possible forms to express a given Gaussian state by
choosing different values for the parameter vector x. The second side result is the existence of
different formulations of the TGA arising from the freedom in both the choice of the function
vy(¢, n) in (160) and the choice of its complex integration manifold Iy, ;. We leave for a
future work the analysis of these new results and their consequences in the search for improved
numerical procedures. For this goal, the use of variational methods may be very valuable, and
our algebraic approach is particularly suited for implementing these methods.

As a final comment, one should accept the fact that the TGA is the simplest of all
Gaussian wavepacket approximations, since it solves the propagation problem with a single
real trajectory for a known initial condition. On the other hand, IVR propagators involve
the calculation of a large number of trajectories; thus one expects more accuracy from
these approximations, although the physical interpretation in terms of classical processes is
more difficult. Intermediate approaches that use a few real or complex trajectories have also
been proposed [33]. In all these cases one would always like to measure the associated error,
and the approach followed in this work can be very useful for such purpose, as we have shown
for the TGA and TGA-IVR approximations.
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