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Abstract

Sharp large deviation estimates for stochastic differential equations with small noise, based on
minimizing the Freidlin—Wentzell action functional under appropriate boundary conditions,
can be obtained by integrating certain matrix Riccati differential equations along the large
deviation minimizers or instantons, either forward or backward in time. Previous works
in this direction often rely on the existence of isolated minimizers with positive definite
second variation. By adopting techniques from field theory and explicitly evaluating the large
deviation prefactors as functional determinant ratios using Forman’s theorem, we extend the
approach to general systems where degenerate submanifolds of minimizers exist. The key
technique for this is a boundary-type regularization of the second variation operator. This
extension is particularly relevant if the system possesses continuous symmetries that are
broken by the instantons. We find that removing the vanishing eigenvalues associated with
the zero modes is possible within the Riccati formulation and amounts to modifying the
initial or final conditions and evaluation of the Riccati matrices. We apply our results in
multiple examples including a dynamical phase transition for the average surface height in
short-time large deviations of the one-dimensional Kardar—Parisi—Zhang equation with flat
initial profile.
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1 Introduction

In its classical formulation, large deviation theory (LDT) is often used to gain access to the
limiting behavior of probabilities or expectations at an approximate, i.e. exponential scale,
which is the content of notions such as large deviation principles in general or Varadhan’s
lemma (see e.g. [1]). However, in any practical application where quantitative estimates
are required, it is desirable to refine such an analysis to get absolute and asymptotically
correctly normalized results instead of mere scaling for the probabilities of rare events,
effectively supplementing the exponential LDT estimate by a sub-exponential prefactor. Such
precise Laplace asymptotics, which are the subject of this paper for the specific scenario of
stochastic differential equations (SDEs) subject to small Gaussian noise, have a long history
[2].

In the past decades, sample path LDT or Freidlin-Wentzell theory [3] and the related
notion of instanton calculus in theoretical physics [4, 5] have been widely applied as
a tool to study rare event probabilities in stochastic dynamical systems, either numer-
ically, e.g. in [6-10], or through analytical analysis of the corresponding minimization
problems, e.g. in [11-15]. Reviews of the theory, highlighting connections of large devi-
ation theory to field-theoretic methods and optimal fluctuations or instantons in theoretical
physics are given by [16—18]. For the metastable setup for reversible systems prefactor
corrections are classical [19, 20], and recent generalizations and rigorous progress has
been made [21-25]. With some notable exceptions such as [26-28], however, most of the
work for general irreversible systems and extreme events has focused only on exponential
asymptotics using the large deviation minimizers themselves, solution to a determinis-
tic optimization problem. As an additional, concrete motivation to go beyond such rough
estimates in practical applications, it has been pointed out very recently that for assess-
ing the relative importance of different instantonic transition paths, knowledge of the
LDT prefactor at leading order may be vital even at comparably small noise strengths
[29].

In the last year, there has been a lot of activity to provide generic numerical tools that
also allow for the computation of the leading order term of the large deviation prefactor
for the statistics of final time observables of small noise ordinary SDEs using symmetric
Riccati matrix differential equations, either forward or backward in time [30-33]. In an
abstract setting, expressions for prefactors in this context, even at arbitrarily high order,
have already been known rigorously since the 1980’s [2, 34-36] and are, not surprisingly,
related to a certain operator determinant at the leading order. The Riccati formalism then
allows one to compute such determinants in a closed form through the solution of an initial
value problem instead of eigenvalue computations (see [37] for a recent work in the latter
direction, as well as [38]), much in the spirit of the classical Gel fand-Yaglom technique
in quantum mechanics [39] or its later generalization via Forman’s theorem [40]. This is
advantageous if either, from a numerical point of view, the spatial dimension of the system
is not too large, with the Riccati matrix being of size n x n for a n-dimensional SDE, or
if an analytical analysis of the resulting equations is desired. Our first contribution in this
paper is to make the connection to functional determinants more precise and to add to the
existing derivations of the Riccati equations using (i) a WKB analysis of the Kolmogorov
backward equation [31] (ii) a discretization approach of the path integral [30] or (iii) the
use of the Feynman-Kac formula for Gaussian fluctuations [30, 33] a fourth derivation that
makes explicit use of Forman’s theorem. Furthermore, in contrast to previous derivations,
we also include the case of Itd SDEs with multiplicative noise here. In general, we stress
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the technical advantage of working with the moment-generating function (MGF) as the
principal quantity of interest here, only later transforming onto probabilities or probability
density functions (PDFs).

This groundwork then opens the way to treat a new class of problems using Riccati
equations compared to the previous works. Notably, all of the cited previous works on
this approach have been limited to unique or at least isolated large deviation minimiz-
ers with positive definite second variation of the associated functional at the minimizers.
In contrast to this, we extend the Riccati approach to cases where compact submanifolds
of minimizers exist. There, the application of the infinite-dimensional Laplace method
requires the removal of the zero eigenvalues of the corresponding second variation oper-
ator, as discussed in a general setting in [34] already. The eigenfunctions corresponding
to these zero eigenvalues are usually called zero modes. In the context of mean tran-
sition times in the small noise limit, a paper that deals with related problems is [41].
Carrying out the procedure described above through a boundary-value type regulariza-
tion that builds on the work of [42] among others, we obtain Riccati equations with
suitably regularized initial or final conditions in this paper that implicitly remove the
divergences that would otherwise be encountered in the solution of the Riccati equa-
tions.

Situations where degenerate families of instantons exist are in fact far from pathological.
Importantly, many stochastic dynamical systems, in particular stochastic partial differential
equations (SPDEs) motivated from physics, possess certain symmetries, such that the equa-
tions of motion are invariant e.g. under translations, rotations, Galilei transformations and
so forth. If, in addition to the SDE itself, the observable whose statistics are computed has
the same symmetries, then it is possible to search for unique minimizers or instantons of the
large deviation minimization problem obeying the same symmetry. Generically, however, the
global minimum will not be attained this way, but instead the true minimizer will break the
symmetry and hence be comprised of a family of equivalent possible solutions related by the
symmetry group of the system. Of particular interest is the case of a dynamical phase transi-
tion, where this symmetry breaking happens spontaneously with the extremeness of the rare
event under consideration as the control parameter. Relevant examples of this phenomenon
in the context of sample path LDT include the one-dimensional Kardar—Parisi—Zhang (KPZ)
equation [43—46] for the surface height at one point in space and with two-sided Brownian
motion initial condition (leading to discrete mirror symmetry breaking), the two-dimensional
[47] and three-dimensional [48] incompressible Navier-Stokes equations and a Lagrangian
turbulence model [49] (all with rotational symmetry breaking). In all of these cases, due to
the underlying symmetries, it turns out that it suffices to integrate a single Riccati equation,
corresponding to a single reduced functional determinant evaluation, which thereby allows
for a generalization of earlier results [30—33] without increasing the computational costs. In
addition to the examples listed above, further systems where the methods and results of this
paper could be applied are those within the scope of the macroscopic fluctuation theory [50],
e.g. the Kipnis-Marchioro-Presutti model on a ring where a dynamical phase transition for
the current due to translational symmetry breaking is known to occur [51, 52].

Regarding limitations of this paper, we consider only systems where the drift term of the SDE
has a unique, stable fixed point. Further, we do not explicitly discuss the extension to infinite
time intervals which could be done through an appropriate geometric parameterization [53]
that could be incorporated similar to [31]. We formulate our general results only for ordi-
nary stochastic differential equations in R”, and leave the (at least on a purely formal level)
simple extension towards stochastic partial differential equations to the reader, treating this
extension only by means of an example in this paper. The presentation throughout, which is
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based on stochastic path integrals, is not rigorous in favor of intuition and brevity, while still
using a structure in terms of propositions, lemmas and derivations for clarity.

This paper is organized as follows: In Sect. 2, we start with the rederivation of known Riccati
matrix results for unique large deviation minimizers with positive definite second variation.
We introduce the general setup in Subsect. 2.1 and give the main results for prefactors of
MGFs in Subsect. 2.2. The transformation onto PDF prefactors is carried out in Subsect. 2.3.
Afterwards, Sect. 3 follows the same structure for the zero mode case. In Subsect. 3.1, we
briefly motivate degenerate Laplace asymptotics in finitely many dimensions and then derive
analogous results to Subsects. 2.2 and 2.3 in Subsect. 3.2 and 3.3. Afterwards, we consider
four specific examples with degenerate instantons in Sect. 4 and compare the result of our
leading order degenerate Laplace expansion to known theoretical results or direct sampling
of the SDEs at hand. In addition to three finite-dimensional systems, we also deal with a
dynamical phase transition in an irreversible one-dimensional stochastic partial differential
equation (SPDE) in this section, namely the KPZ equation where we investigate the proba-
bility distribution of the average surface height at short times with flat initial condition. We
conclude the paper with a discussion of the results and comments on future extensions in
Sect. 5. Appendix A contains the general statement of Forman’s theorem for second order
ordinary differential operators as well as general Lagrangian and Hamiltonian formulations
of the theorem for second variation operators. Appendix B states a general expression for the
MGEF prefactor in the non-degenerate case for an arbitrary continuous time Markov process
satisfying a large deviation principle as a reference. Finally, appendix C deals with an ana-
lytical computation for the LDT prefactor in the KPZ equation when expanding around the
spatially homogeneous instantons of Subsect. 4.4.

2 Prefactor in the Nondegenerate Case
2.1 Freidlin-Wentzell Theory Setup
Forn € IN and ¢ > 0, we consider the Itd6 SDE

dX; = b (X])dt + eo (X[) dB;, Xj=x€eR" (1

on the finite time interval [0, T'], T > 0, with multiplicative Gaussian noise. We assume that
the process starts deterministically at x € R". The drift b : R" — IR" is not necessarily
gradient. We assume it to be sufficiently smooth and to possess only a single fixed point
x, € R" which is stable. The process B = (B);[o,77] i a standard n-dimensional Brownian
motion, and the diffusion matrix a := oo " : R" — R*", also assumed to be sufficiently
smooth, as well as nonvanishing at x, is not necessarily diagonal or invertible'.

We are interested in obtaining precise estimates, as the noise strength ¢ tends to zero, for
the PDF p? : R+ [0, 00) of a random variable f(X%) where f : R” — R is a possibly
nonlinear observable of the process X? at final time 7. Typically, we are interested in situa-
tions where n is large, as in the (semi-)discretization of an SPDE, and f corresponds to the

1 We do not attempt to give mathematically strict conditions on the drift field b, diffusion matrix a and
observable f in this paper, which, beyond the existence and uniqueness of solutions of (1), would also guarantee
the rigorous applicability of the results of the following sections. For the case of component projections as
observables and unique instantons, we refer the reader e.g. to [13, 14] for works in this direction.
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observation of a real-valued physical quantity that is characteristic for a process described
by an SPDE, either at a single point in space or averaged over the spatial volume. In the
limit ¢ | O, it is intuitive that trajectories (X f) 1€[0.7] concentrate around the deterministic
trajectory ¢o solving

$o =b(¢o), ¢0(0) =x. 2)

LDT tells us that this concentration happens exponentially fast in €, and deviations from this
deterministic behavior correspond to rare events.

The Freidlin—Wentzell rate (or action) functional that governs the concentration of the path
measure on ¢y is given by [3]

1,. . .
Iy 310 =b@.a”' @) [~ b@)]),dr. ¢ € ACIO.TLR"). § —b(@) € im@(@)) ac.. $(0) =x

Slol = -
=:L(¢,$)

+00, else ,

3

where a~! is the Moore-Penrose inverse of a, (-, -),, 1s the standard Euclidean inner product
on R" and AC ([0, T], R") is the space of absolutely continuous paths ¢: [0, T] — R".
Note that we will treat a as invertible below, but no final result will contain any inverse of a,
and all results remain valid if the limit to singular diffusion matrices is considered carefully.
The asymptotic LDT estimate for the PDF p? as ¢ | Oreads

gﬂ)lSIng?(z) = - ¢3&§f:x S[p] = —Slg.] = —1r(2). 4)
F@(T)=2

We call I the rate function of the observable. The minimizer ¢, also termed the instanton,
is a solution to the constrained minimization problem (4), and thus satisfies the first order
necessary conditions in Hamiltonian form (cf. the derivation of Proposition 2.2.1)

¢, = b () +a(e,)b, $.(0)=x, f(p.(T) =z

: T 1 ®)
0, =—=Vb(¢;) 0, — 2 (0, Va(@)0;), ,» 0(T) =iV [ (¢(T)) ,

where 6, = dL(¢., ¢.)/d¢ is the conjugate momentum of the instanton ¢, and A, € R is
a Lagrange multiplier, suitably chosen to enforce the final time constraint f (¢.(7T)) = z.
Comparing (5) to the SDE (1) indicates that ., = o | (¢,)6, can be interpreted as the optimal
(in the sense of most likely) forcing realization that drives the system towards the outcome

fX5) =z

The mere exponential scaling estimate from Freidlin—-Wentzell theory, as given in (4), can be
refined to next order to obtain a prefactor estimate in the small noise limit. These refinements
rely on the fact that a sample path large deviation estimate formally corresponds to an infinite
dimensional application of Laplace’s method, and higher order estimates can then be obtained
by integrating the Gaussian integral of the second variation around the minimizer to obtain
a ratio of determinants as prefactor. In this section, we will rederive the results of [30,
31] following this strategy, including the explicit evaluation of the appearing functional
determinants using Forman’s theorem. Importantly, we only consider the case of unique
instantons and positive definite second variations in this section.
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In Sect. 3, we will then demonstrate that the approach can be generalized to SDEs and
observables with degenerate instantons which are rendered non-unique due to an underlying
symmetry of the system. While an extension towards multiple isolated global minimizers of
the action functional is trivially achieved by simply summing over the contributions of each
individual minimizer, we here consider the case of a degenerate family of instantons that
define an r-dimensional submanifold ./\/l; with r € {1, ..., n} in the space of all permitted
paths ¢ : [0, T] — TR” that fulfill the boundary conditions ¢(0) = x, f(¢(T)) = z,
such that the action functional S is globally minimized and constant on M?. In order to
formally derive an analogue procedure in this case, we will rely on well-known tools from
field theory, where the spontaneous symmetry breaking of instantons is known to generate
zero- or Nambu-Goldstone modes that need to be explicitly integrated out. The small noise
expansion for sample path large deviations then necessitates removing zero eigenvalues from
the second variation of the action at the instanton.

2.2 Moment-Generating Function Prefactor Estimates for Freidlin—-Wentzell Theory
with Unique Instantons

We define the moment-generating function (MGF) of the real-valued random variable f(X%)
as

A
A‘}: R — [0, oo], jf()\) = [exp{gf(XgT)” , 6)

and assume in the remainder of this paper that the scaled cumulant-generating function
GpiR—>R. G():=lim [slogA’;(x)] o)
e :

exists in R for all A € RR.. For systems and observables where this assumption is not fulfilled,
a convexification of the rate function /¢ through a reparameterization of the observable as in
[54] makes our results applicable.

We will proceed to derive precise large deviation results for Ajc, which is simpler on a
technical level than directly computing the PDF, and only afterwards perform an inverse
Laplace transform onto the PDF, which can again be evaluated by a saddlepoint approximation
ase | 0.

Remark 2.2.2 We set (Vb);j = 9,b; and use the short-hand notations [{V2b(¢).6) ], :=

Y i1 0i0jbr(9)0k as well as [Va(@)];; = Y j_; djaix(¢)6; and [(6, v2a(¢)9)n]u =
Y i1 > 9;0;ak1(¢)6x06;. The precise meaning of the ratio of functional determinants
in (14) will be explained below, where we will also rederive efficient computational methods
in order to evaluate it. Throughout this paper, we denote functional determinants by Det with
the boundary conditions under which the determinant is computed as a subscript, whereas
ordinary matrix determinants are written as det with the dimension of the respective matrix
as a subscript. The operator a in the functional determinants in (14) is to be understood as
pointwise multiplication with a(¢ (¢)) for all r € [0, T].
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Proposition 2.2.1 (Sharp estimates for MGF's via functional determinants) Denote
by ¢, and ¢ the instanton and the “free” instanton with conjugate momenta 0, and
6o = 0, unique solutions to the minimization problems

argming o _, (S[P] = Af(S(T)) = ¢ and  argming_, S[B] =do  (8)
for the Freidlin—Wentzell action (3). Further, for variations y : [0, T] — R", let
1 T
Pstolivi =3 [ . 01olpy ©)

be the second variation of S around ¢, where the Jacobi operator Q2 is given by

d d
Qlg] = [—a — Vb(¢)" — (Va<¢>9>T] a(¢) [5 — Vb(p) — <Va<¢>9)] (10)

1
= (V26(@),6), = 5 (0, VZa(@)9),
and we impose mixed Dirichlet-Robin boundary conditions
y(©0) =0
: 11
’ [;(T) = AV2 £ (@ (T))y (T) o
for variations along ¢ = ¢,. Here
d
¢=a"'(¢) [a ~ Vb(@) - (Vaw)e)} v (12)

is the conjugate momentum variation associated with y. Then we have the following
sharp asymptotic estimate for Ajf:

A5 X Ryexp {—e ! (S[da] — 1.f (@x(D))} (13)

with prefactor

o (Dew (a(msz[m]))‘”z
7 \ Deta, (a(¢o) Qo))

T
X exp {_%/o (V- b($) + tr [Va($)0:] =V - b(¢o)) dt} .14

Remark 2.2.3 The exponent
q)(i(gf:x (Sl = Af(@(T)) = zlglg (Iy(z) —2z) = =G (V) 15)

in (13) is (minus) the Legendre-Fenchel transform of the rate function 7, evaluated at A,
which yields the scaled cuamulant-generating function and is finite by assumption.
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Derivation of Proposition 2.2.1 We express the MGF A% at A € R as a Wiener path integral
over all realizations of the increments # = d B/dt of the Brownian motion B on [0, T']

S D0 exp {20 = 4 fy (0, e}

[ Dn exp {—% OT n, ), dt}

50 = : (16)

where X7.[n] indicates that X7, is a functional of the realization 1 of the noise, and we divide

by the “free” path integral [ Dn exp [—% OT (n, n), dt] to ensure correct normalization

B[] =1 (17)

of the path measure. We now perform a change of variables  — X?¢ in the path integrals,
which necessitates including the correction terms

1 T
Clg] = e"f’{‘ifo Vb ) + ¢ [Va@)el - = [V -a@)

—(V-a@).a” @)V -a@)),] dr} (18)

for a midpoint discretization of the path integral (see [55, 56] and in particular [57] for a
detailed discussion), so that the rules of standard calculus apply in the subsequent expansion
around the instanton. We obtain

Sy D% Cldlexp [~ (SI91—Af @(T))}
Jo)=x D9 Clglexp {— 1 S[g1}

where S is the Freidlin—Wentzell action functional (3). Both path integrals have a free right
boundary and hence consider all paths that start at x, regardless of their final position at
t = T. The only difference is the final time boundary term in the numerator, which imposes
different boundary conditions for the first and second variation of the action functional. We
apply an infinite-dimensional version of Laplace’s method to both path integrals in the small
noise limit ¢ |, 0, which leads to the computation of a ratio of functional determinants for
the pre-exponential factor. Note that the additional terms in the exponent originating from C
are irrelevant for the determination and expansion around the minimum as ¢ |, 0, and will
just be evaluated at the expansion point.

For the denominator of (19), the first variation of the action around a fixed path ¢ becomes

L) =

; 19)

r d
S[¢ + Vey] — S[p] = Ve ( /0 <y, [—5 - Vb(«b)T] 60— 310, w(¢>9>n> de

+ Oy ) +O @), (20)

where 6 is the conjugate momentum of ¢. Since ¢ (0) = x due to the only boundary condition
of the path integral, we have y(0) = 0 for all variations. Demanding that the first variation
around ¢ should vanish hence imposes the natural boundary condition 6(7) = 0 for a
stationary path. We conclude that the deterministic trajectory ¢ with vanishing momentum
0o (1) = 0 is the unique stationary point of the action functional in the denominator of (19)
with S[¢p] = 0. Expanding S around ¢ to second order as in appendix A, we see that
in addition to y(0) = 0, the variations need to satisfy ¢(7") = 0 for the boundary term
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% (y, {)n|g to vanish in the path integral [58], i.e. we obtain the boundary conditions (11)

for . = 0. Hence
1 £l0 —1/2 1 (T
/ D¢ Clgplexp | —=S[¢ly ~ [Deta, (a(¢0)L [$o])] exXpy—5 / V- b(go)dr ¢,
$(0)=x 3 2 Jo
2D
where we used the expansion

¢ — ¢o + V2mea(po)y . (22)

Note that, for any discretization 0 = 1y < t; < --- < txg = T of the time interval [0, T'] with
spacing At = T /K, the Jacobian of this transformation cancels the divergent normalization
constants of the discrete path measure

K dn¢,
Qrean™ 2] ——177 (23)
i=1 [deta (7"5"?"“)]

and also leads to a second order coefficient of the second variation operator of —1 in the
determinant

Deta, (o7 (@02 (4010 ($0)) = Deta, (@(@0)2Lgo)) - 4)

For the expansion of the numerator of (19), we first need to determine the instanton
¢, (with conjugate momentum 6,) which minimizes S under the given boundary condi-
tions. Additionally expanding the term —A f (¢ (7)) around ¢, results in the first order
necessary conditions (5) for a stationary path ¢,. The boundary conditions of the fluctu-
ations y are given by y(0) = 0, and, taking into account the additional boundary term
—% <y(T), sz(m(T)))/(T))n as well as the boundary term % (v, ;)n|g from the general
expansion in appendix A,

¢(T) = AV2 f (@MDY (T), (25)

i.e. the boundary conditions (11) (cf. [59, 60] for examples of path integrals with similar
boundary conditions). Proceeding with the application of Laplace’s method to the numerator
in (19) with these boundary conditions for the fluctuations, we conclude that

el0

1 —
/M)_ D¢ C[¢16Xp{—g(S[¢]—/\f(¢(T)))} X [Deta, (a(@nIeD]

T
xexp{—% fo V'b(¢x)+tr[Va(¢x)9x]dt}CXP{—é(S[m]—)»f(qu(T)))}- (26)

The functional determinants in Proposition 2.2.1 can either be defined as the (divergent)
product of all eigenvalues of the differential operator under the boundary conditions in ques-
tion when suitable ratios of operator determinants are considered, or individually via zeta
function regularization [61]; see e.g. [62] for a short introduction. Since the top order coeffi-
cient of both operators in Proposition 2.2.1 is identical (and equal to - 1), the spectra of the two
operators should agree for asymptotically large eigenvalues and we can expect their determi-
nant ratio to be finite. This idea is made precise for example by using Forman’s theorem [40],
which is a generalization of the initial work of Montroll [63], Gel’fand and Yaglom [39] and
others on ratios of functional determinants of Schrodinger operators in quantum mechanics.
While the results of [40] are valid for the general case of elliptic differential operators on
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Riemannian manifolds, we only need the special case of second order ordinary differential
operators on finite time intervals as stated in appendix A. In a Hamiltonian formulation in
terms of fluctuations and momentum fluctuations, applying the general proposition A.2 to
the Freidlin—Wentzell action (3) directly yields the following proposition in order to evaluate
the ratio of functional determinants in (14):

Proposition 2.2.4 (Hamiltonian formulation of Forman’s theorem for the second vari-
ation of the Freidlin—Wentzell Lagrangian) Let Y;, Yo : [0,T] — R2%21 pe
two fundamental systems of solutions with arbitrary (invertible) initial conditions
Y5.(0), Yo(0) € R¥"*2" of the first order differential equation

d y\ _ %
m<§>—nm(g> @7)

B Vb(¢) + (Va(¢)6) | a(e) (V)
—(V2b(9).0), — 5 (0. VZa(®)0),|-Vb@®) " — (Va)0)" ] \ ¢

for ¢ = ¢y and ¢ = ¢y, respectively. Fix any matrices M, Ny, Mo, Ny € R>">*%"
that realize the boundary conditions A, and Ay from (11) via

r(0) y(T)\ _
M(am>+N<an>‘°' @9
Then the ratio of functional determinants in (14) can be expressed as
Dety, (a(¢p)S2¢n]) _ detan (MuT5(0) + Ny T5(T)) deta, To(0)
Det 4, (a(¢o)Rpol)  deta, (MoYo(0) + NoYo(T)) deta, Y5.(0) °

(29)

Remark 2.2.5 We call (27) the (first order) Jacobi equation for the Freidlin-Wentzell action
functional (3). Expressing it in terms of y and y, i.e. from a Lagrangian instead of a Hamil-
tonian perspective, the Jacobi equation can equivalently be stated as a second order ordinary
differential equation

Qely =0, (30)

with the Freidlin-Wentzell Jacobi operator €2 defined in (10). This transformation is carried
out explicitly for a general action functional in appendix A.

Remark 2.2.6 A particularly convenient aspect of proposition 2.2.4 is the fact that it makes
the dependence of the functional determinants on the boundary conditions very transparent
and easy to calculate. We just need any fundamental system of solutions Y for each of the
operators €2, which is entirely independent of the imposed boundary conditions, and then, for
given boundary condition matrices M, N, we can immediately evaluate the right-hand side
of (29) from our knowledge of the Y'’s. The separation of the fundamental system of solutions
and boundary condition dependence is the crucial feature that allows for the treatment of zero
eigenvalues via boundary perturbations later.

Remark 2.2.7 Since I'[¢] is traceless, det Yy (¢) and det Y (¢) are constant for all ¢ € [0, T].

Remark 2.2.8 Some examples, treated in [42], for typical boundary conditions encountered
in physics and their representations in terms of matrices M, N € IR?**?" (which are unique
up to GL(2n) transformations) are
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(i) Dirichlet boundary conditions y (0) = y(T) = 0:
Liscn |Onxn <On><n Onxn
Mpisichier = . Nbirichler = : 3
Dirichlet (Onxn Onxn Dirichlet lnxn Onxn ( )

In quantum mechanics, functional determinants of operators with Dirichlet boundary
conditions typically appear in the computation of semi-classical propagators.

(ii) Periodic (Antiperiodic) boundary conditions y(0) = p - y(T), ¢(0) = p - ¢{(T) with
p=1l(p=-1x

M, = (lnxn Onxn) . N, = <_P' 1n><n‘ Op xcn ) ' 32)

Onxn|Inxn Onxn ‘_P “Tnxn

Functional determinants with periodic (antiperiodic) boundary conditions need to be
evaluated for the calculation of partition functions and other thermal averages of bosons
(fermions) in quantum statistical physics and field theory.

For the boundary conditions (11), possible choices for M, N are

M, = My = ((l)nxn 8n><n) LN, = 2011><n ‘Onxn C No= <8n><n (1)n><n> .
nxn|Ynxn —\V f(qb)\(T))‘lan nxn|lnxn

(33)
Using proposition 2.2.4 and choosing T3 (0) = Yo(0) = 13,x2, the prefactor R; in (14)
simplifies to
T —-1/2
Ry = [detn (—)»sz(du(T)))/(T) +¢(T)) exp </ V - b(¢y) + tr[Va(,)0,] dt)}
0
(34)

with (y,¢) : [0, T] — R21xn solving the Jacobi equation with boundary conditions

d(r\_ y YO\ _ ( Ouxn
dz<;>‘”¢”(;>’ (;(0))‘<1nxn>' (35)

As remarked in [30, 31], considering the example of an Ornstein-Uhlenbeck process with
b(x) = —Bx for 8 > 0and o(x) = /2 shows that the equation for ¢ in (35) should
naturally be integrated backwards in time due to the appearance of —Vb(¢,) " on the right-
hand side, in contrast to the formulation above in terms of an initial value problem. For
large T, we consequently expect that the determinant in (34) will diverge to 400, whereas
the exponential term will tend to 0. The following transformation onto a symmetric matrix
Riccati differential equation mitigates this problem and is hence in particular well suited for
numerical calculations of the prefactor R :
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Proposition 2.2.9 (MGF prefactor estimate via forward Riccati equation) We have
the following exact expression for the prefactor R, as defined in (14):

exp {4 fy w [(V26@0), 6), + 3 (6, V2a@0)61),) 1]
- [dety (Luxn — AV2 £ (¢2(T)) Q1 (T))] ’

where Q) : [0, T] — R"*" solves the forward symmetric matrix Riccati differential
equation

R; (36)

0, =a@)+0n[Vb@) + (Va@)6) ]
+[Vh ($2) + (Va($2)0:)] Q. + 05 [(V2b(2). 63),
+3 (62, VZa(¢1)63) ] 0.
01(0) = 0pxn € R,

(37)

This result quantifies the impact of the Gaussian fluctuations around the instanton in a
numerically convenient way. These fluctuations satisfy the linear SDE

dY; = [Vb(gr (1)) + (Va(gr ()0 ()] Y df + o ($:.(1))dB;, Yo=0€R", (38)

and from a probabilistic point of view, proposition 2.2.9 effectively computes the expectation
R, —E [eg(yr,w F@n(T)).Y7), e% I (5 [(9266:0.0.00), 43 6:0. Va0, ), | n)ndr] .

(39

Computationally, the inefficient approach to estimate Aaf (1) for small & using Monte Carlo
simulations is thus replaced by the (e-independent) problem to minimize the action functional
S, subject to final time boundary conditions 6, (T) = AV f(¢(T)), plus the numerical
integration of an initial value problem for Q,. For moderate dimensions n (e.g. if the SDE at
hand stems from the semi-discretization of a one-dimensional SPDE), the direct numerical
integration of Q poses no problems.

Derivation of Proposition 2.2.9 The transformation of the Jacobi equation (35) to the solution
Q = y¢~! of the forward Riccati equation (37) is explained for a general action functional
in appendix A. Hence, the proposition is obtained by factoring out ¢(7') in (34) and using
det = exptr log for

_ dety (6(T)) _ Td _ Tt
det, (¢(T)) = det, G 0) —exp{/(; atr [log¢] dt} —exp{/0 trce ]dt}
27

T
= exp{—/o tr [((V2(2). 62), + 3 (61, Va(#2)63),) 0:.] dr

T
—/0 V- b(¢y) +tr[Va(e;)6,] dt} .

It is also straightforward to derive a representation of the prefactor R, in terms of a
backward Riccati differential equation from Proposition 2.2.4:
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Proposition 2.2.10 (MGF prefactor estimate via backward Riccati equation) We have
the following alternative, exact expression for the prefactor R, as defined in (14):

1 T
R; ZGXP{§/O tr [a(¢x(t))Wx(t)]dl} ; (40)

where W, : [0, T]1 — R"*" solves the backward symmetric matrix Riccati differential
equation

W, = —Wua@) Wi — [Vb (@) + (Va(@)6:) " | Wy
—Wy [Vb () + (Va($:)0:)] — (V2b(¢1). 02), — % (02, VZa($)6y), -
Wi(T) =AV2f(¢(T)) € R
(A1)

Derivation of Proposition 2.2.10 The general transformation of the Jacobi equation (35) to the
solution W = ¢y ~! of the backward Riccati equation (41) can also be found in appendix A.
Instead of the initial condition Y} (0) = 12;,x2,, we now pick (assuming for simplicity that
V2 f(¢,.(T)) has full rank)

]‘nxn ‘]‘nxn
L= (W%(@(T))onxn) .

as final condition of the fundamental system of solutions. Hence dety, Y, (T)
= det, (—AV? f(¢5(T))) and

dety, (M 7.(0) + Ny Yo(T)) = det,, (—AV? £ (¢ (T))) det,y (0), (43)

where y is composed of the upper left block of the fundamental system of solutions. Again
computing

det, (y(0) r'd Lo
det, (y(0)) = m =exp{—/0 Etr[logy]dt} =exp{—/(; tr [)/)/ 1]dt}

27 T T
= eXP{—/O tr [a(¢A)W)\]dI—/O V -b(¢y) +tr[Va(;)6,] dl} 44)

completes the derivation.

2.3 Probability Density Function Prefactor Estimates for Freidlin-Wentzell Theory
with Unique Instantons

Assuming, as usual, strict convexity of the rate function z — I7(z):
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Proposition 2.3.1 (PDF prefactor estimate from a sharp LDT result for the MGF) If
an asymptotic estimate

A% (k) Rx exp {—& " (S[gn] — A f (62 (T)))} (45)
of the MGF A? holds, then for any z € R, we have

=i/2

1
exp{—gs[mz]} . (46)

P d
) X @re) 2 Ry, [M 5 f(du(T))}

with A, uniquely determined by f (¢, (T)) = z.

Remark 2.3.2 By Legendre duality, we have A, = [ } (z) for the observable rate function
Ir(z) = S[¢;,], so the additional term in the PDF prefactor in Proposition 2.3.1 compared
to the MGF case of the previous section can be written as

—1/2
d 4
|:dk N f(¢A(T)):| = /1), 47

where the second derivative of I is positive by our assumption of strict convexity.

Derivation of Proposition 2.3.1 Since the scaled MGF is a two-sided Laplace transform £ of

the PDF
& & )\'
A5 = E [exp{ FX5 >”=c[pf] (—g>, (48)

it can be inverted by contour integration (with a suitable shift « € R for the contour):

1 a+ioco AZ
0@ =g [ asmen |-l a
wie J,

—ioco

o 1 aFoo 1
~ / R;, eXP{—g (S[¢pr] — A(f (@5.(T)) —2))} d

2rie Jo—ico
=:5;(%)
0 R, 1 1 i -
40 K exp{—fS[d))hz]}f / exp{—ns;’(xz)(x)z} A, @9)
2me 3 I Joico N

where we applied a saddlepoint approximation in the last line. At stationary points of the
Lagrange function S, we demand that the first derivative

T
s;mzf <5S d¢’\>dz+< 6,(T) ,‘Lﬁm>
0 — A n

3¢
vv-/ AV f(r(T))
=0
= (f(@n(T) —2) = & <Vf(<m<r)> i (T)>
= —(f(@(T)) —2) (50)

vanishes, and hence f (¢, (T)) = z at the unique minimum. Furthermore, we see that
S';’ ) = —% f (¢, (T)), thereby concluding the derivation.
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Remark 2.3.3 Via partial integration, as detailed in [64], it is also straightforward to derive
an asymptotic expression for ftail probabilities 1P [ fX5) > z] from Proposition 2.3.1: For
any z € R such that S [¢.] increases monotonically on [z, 00) with dS[¢;]/dz > O (where
¢; == ¢5.,), we have

-1/2 . .

F@um)| A exp{—gS[mz]},
Az

(51)

P )~ Y e, |

with A, uniquely determined by f(¢5.(T)) = z.

Expressing the derivative of f (¢, (7)) with respect to A at A, in terms of the forward
Riccati matrix Q; = Q,_ (similarly ¢, = ¢;._, etc) finally recovers the full result of [30] for
the PDF of one-dimensional observables:

Proposition 2.3.4 (Complete PDF prefactor estimate in terms of forward Riccati
matrix) We have the following asymptotically sharp estimate for the PDF of f(X7) at
zeR:

oxp {1y w[(V*(@0),02), +5 (0:, Va)6),) 0] dt
1/2
[dets U (V£ @1, 01UV 1 (@:(T) |

< exp i _Sled] } 52)

0
P50 % ey

2
with

Uz = Luxn — AV f ($2(T)) Qo (T) € R (53)

Remark 2.3.5 Note that, alternatively, we could have directly evaluated a path integral expres-
sion for the PDF at z, which necessitates integrating over all paths that start at ¢ (0) = x and
end with f(¢(T)) = z. This results in the boundary conditions

y(0) =0
Az 2y (T) LV f(e(T)) (54)
¢(T) = 1V f(p(T)y(T) || V(. (T))

for the quadratic fluctuations and functional determinant, thereby making the application of
Forman’s theorem and the introduction of the Riccati matrices more involved. Nevertheless,
it would also be possible to derive the PDF prefactor results in this section using this direct
approach.

Derivation of Proposition 2.3.4 The fluctuation mode (d¢; /dX, d6, /dA) satisfies the bound-
ary conditions

4o () —
{ e (55)

Yo (T) — AV f (9 (T) L (T) = V £ (90.(T)),
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as well as the Jacobi equation (27) along (¢;,, 8,). Hence, choosing (d¢, /dA, d6, /d)) as the
first column of n linearly independent solutions (y, ¢) : [0, T] — R2"" with y(0) = 0and
Q =yt~ results in

£(T) = AV2 F @)Y (T) = (051(T) = 2V £ (6,(T)) 7(T)
= (VS @(T)), ®nxn-1)) - (56)
where (%)% x—1) 1 a placeholder for the further n — 1 irrelevant columns. Then

d -1
%(T)z(Q;‘(T)—sz(m(m) VI(@u(T) = QDU 'V f @ (T)). (57)

and consequently

d
PG (D) = (VF@u(T). Qa(DIU; 'V F(60(T) - (58)

3 Prefactor in the Presence of Zero Modes
3.1 Motivation and Finite-Dimensional Examples

In this section, we derive in detail analogous statements to the previous section for situa-
tions where an r-dimensional continuous family M of instanton solutions exist for a given
observable value z. We are in particular interested in the case of dynamical phase transitions
due to spontaneous symmetry breaking of the instanton, where the action functional and
boundary conditions as a whole possess a certain symmetry, the possible violation of which
beyond a critical observable value z gives rise to a continuous family of degenerate instan-
tons and associated flat directions or zero modes in the function space of all variations. An
alternative to a phase transition at a critical observable value for zero modes to occur would
be the “trivial” case where all instantons at any observable strength must necessarily break
the symmetry of the problem, an example of which is sketched in Fig. 1. On the level of rate
functions, these two different scenarios roughly look as sketched in Fig. 2. These examples
will be discussed in Sects. 4.1 and 4.3.
Both of these situations are not only relevant in many examples, but furthermore convenient
from a numerical perspective, since, due to the underlying symmetry of the entire problem,
it will turn out that it suffices to consider a single, arbitrarily chosen instanton in M? and
compute a modified prefactor for this particular instanton by solving the same Riccati equa-
tions as before. We will again proceed first on the level of MGFs and afterwards transform
onto the PDF. Despite the fact that in the case of spontaneous symmetry breaking, the rate
function can become non-convex as in Fig. 2, the final results for the PDF prefactor remain
valid in this case as well. The idea is that even though some instantons might be unobtainable
through minimization at fixed A [54], as in Fig. 2 with z € (z1, z2), they can still be computed
directly using different minimization strategies such as penalty methods [48], and of course
correspond to some value of A depending on their final time position and momentum, which
can then be used to compute the prefactor. If the rate function branches are then locally con-
vex individually (or convexified appropriately), then the corresponding prefactor derivations
go through without changes.

In order to derive appropriately modified prefactor formulas, we will use the following,
conceptually simple strategy: First, we split the integration in path space into components
along the submanifold of degenerate minimizers and the subspace which is L2-orthogonal to
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—f=z
i (“"’g(f/»r{[n )
L] xo

Fig. 1 Left: Example for the simplest scenario where the instanton has to break the symmetry of the system
including the observable at any z or A. Here, b is a radial vector field and f(x) = ||x||,. An example of this
kind is discussed in Sect. 4.1. Right: Example for a problem with spontaneous symmetry breaking. Suppose
that the whole system is three-dimensional, such that the plot only shows the (x1, x2)-plane at x3 = 0, and that
the system is rotationally symmetric about the x| axis. Then, the instanton realizing a given value of z = x
at the final time, as indicated by the red planes, could, for a suitably constructed drift, break its symmetry
beyond a critical value z., thereby transitioning from a solution with (x7, x3) = 0 along the whole path to
a continuous family of instantons, indicated by the green arrows symbolizing out of plane rotation. A toy
example for such an instance of spontaneous symmetry breaking is considered in Sect. 4.3.

21 Ze 2

z A z

Fig.2 Top row: The simplest scenario where the rate function /¢ is strictly convex, its Legendre-Fenchel dual
I; (that is computed by minimizing the augmented action functional at fixed A) is finite and differentiable
everywhere, and transforming from the MGF to the PDF via a saddlepoint approximation yields the original
rate function. Note that this situation can still occur if there are zero modes present in the computation of
the prefactor of the MGF A%.. Bottom row: A different rate function where at a critical observable value zc,
the instanton solution spontaneously breaks some of its symmetries in order to realize a given observable
value with less action cost than on the symmetric, dotted branch. In the specific case of a first order phase
transition as sketched here, the rate function is no longer convex, its dual is non-differentiable at a critical ¢,
and transforming from the MGF to the PDF yields the convex hull of the original rate function
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it. For each point on the submanifold, we can then use Laplace’s method on the normal space,
where all flat directions of the second variation of the action are removed by construction.
Then, a boundary-type regularization procedure [42, 65, 66] is used to compute functional
determinants with removed zero eigenvalues by integrating a Riccati equation similar to the
non-degenerate case.

We start with a brief motivation in finitely many dimensions, as well as two simple examples:
Consider the Laplace-type integral

Jo = f h(x)e SW/Eqny | (59)

in the case where there is a family of global minimizers M" of § : R* — R,and4 : R" — R
is any continuous function. We assume that M” = arg min S is an r-dimensional submanifold
of R" with 0 < r < n. Then, we know that for small ¢ > 0, the integral J. is dominated by
the behavior of S in an open neighborhood U4 of M", such that

5 Y / hyeSWegny Y f d"u(@y) A"z h(y + 2)e S0 (60)
Upmr M Ny M”"
where the integration was split into the integration along M” (with surface measure d” i)
and the (entire, for & | 0) normal space N, M" perpendicular to the hypersurface M". This
split of integration directions is usually done formally using the Faddeev-Popov method [67]
in the physics literature, which consists of inserting a suitable Dirac § function into the initial
integral. For each y € M", applying Laplace’s method in z yields

h(y)e S0/e

Jaet,_, (v25(3)
= 2me)n=2=S00)/e / e h(y)
Mr

[det, _, (V25(y))

where det),_, denotes the removal of the r zero eigenvalues of the matrix V2S(y) € R™*"
from the determinant that correspond to eigenvectors in the tangent space 7, M". In the
second line, we used that S is constant in M” in order to pull the exponential factor out of
the integral, evaluated at any yo € M”. Now, there are two cases: If det],_, (V2S) and h are
constant along M", the volume of M”" factors out and we obtain (if this volume is finite;
otherwise, the integral is infinite and needs to be regularized in some way in order to make
sense of it, e.g. by normalizing it with respect to the volume)

h(yg)e S00)/e

Jdet, (V2S(y0))

Otherwise, the integral along M" in (61) needs to be evaluated explicitly. It is easy to find
two-dimensional examples (n = 2, r = 1) for either case (with 2 = 1):

0
Je X @meynnr / & ()
Mr

(61)

0
Je )12 vol (M7) 62)

(i) Consider S : R*> - R, S(x, y) = (14+x*)y?. Then the set of minimizers of S is given by
the (r = 1)-dimensional manifold M! = {(x, 0) e ]Rz} with S|, = 0, and Hessian
V2S(x,0) = diag(0, 2(1 + x*)). Since the integration along y for each x is already
Gaussian, (61) yields the exact result

—_

2
F(Z) «/5 (63)

Je = (2me)'/? /OO dx = (me)'/? /OO & _
- S S -
—o[det| (VS(x, 0)) —o V14xt 2
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Notably, in this case, det, _, (V2S) is not constant along the family of minimizers, and the
dependency of V2S on x was needed in order to obtain the correct, finite result despite
the infinite volume of the family of minimizers. Also, in this example, while the action
on M! is constant (and equal to 0) under translations x — x + §x, this is not true for
the action S on all of R2.

(i1) Next, consider S : R? > R, Sx,y) = (x2 + y2 — a2)2 with a > 0, such that the set
of minimizers is the = 1-dimensional manifold M' = {(x, y) € R? | x> 4+ y* = a?}.
Here, the eigenvalues of the Hessian at the minimizers are given by Ao = O and A = 842.
In this case, the eigenvalues are independent of the position on M!, since the entire

2)-1/2

0
action is rotationally invariant. From (62), we obtain J, e 2re)'?27a(8a

73/2¢1/2 | in accordance with the ¢ | O asymptotics of the exact result J, =
m32e2[1 + erf (a?/g)] /2.

3.2 Moment-Generating Function Prefactor Estimates for Freidlin-Wentzell Theory
with Zero Modes

In our setup of sample path large deviation theory, we will only consider the second scenario
where the volume of the manifold factors out and is finite. Note that in this sense, the volume
part in the prefactor can always be trivially found, such as a sphere or box volume of the
“equi-observable” hypersurfaces, and the nontrivial part of our analysis is to find the exact
way in which the Riccati approach can be adjusted when the second variation functional
possesses vanishing eigenvalues.

Usually, when solving the instanton equations (5) for (¢, , 65) in the situation that there
is an r-dimensional submanifold, » > 1, of global minimizers M}, we will find a specific
parameterization of M}, u +— ¢! foru € D C IR’. Then, a basis of the tangent space
Ty M is given by the zero modes

8
vl % 1[0, T] - R” (64)
withi =1, ..., r. We denote the corresponding momentum fluctuations as
bl [ d
g =2 =a | — = Vb@) — (Va(@)oy) | vy ;. (65)
ou; dt ’
We make the following two observations:
o The zero modes w}i pi=1 .. satisfy the Jacobi equation (27) (or, equivalently, (30)),
since
8S d/ou; %S
%M:OVMED EN W WA,—Q[db]wM_OVueD (66)

as well as the boundary conditions Aj of the second variation, because

¢l =xVueD "Byl (©0)=0

3/614,‘

0;(T) =2V f($UT)) =" & (T) = AV (@ (TN (T). (67)

Hence, each of the zero modes is an admissible eigenfunction of the Jacobi operator 2[¢}]
under A} with eigenvalue )\;0) = 0 and it follows that Det 4, (SZ[d)K]) =0.
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e We can immediately conclude that » < n since there are at most » linearly independent
solutions of the first order Jacobi equation (27), i.e.

(2)-riea(?)

that satisfy the initial condition y (0) = 0 € R".

It is now straightforward to formulate the analogue of Proposition 2.2.1 in the presence
of zero modes:

Proposition 3.2.1 (Sharp estimates for MGF's via functional determinants in case of
broken symmetries) Denote by ¢ € M}, parameterizedbyu € D C R’, the elements
of the r-dimensional submanifold of instanton solutions of the minimization problem

inf (S[¢] —Af(e(T))) (69)
¢ (0)=x
and by ¢q the unique “free” instanton, solution to the minimization problems
inf S[¢] (70)
¢ (0)=x

or the Freidlin—Wentzell action (3). Further, for variations y : [0, T] — R", let
i

1 T
251611 = 5 /0 (y. Qply), di (1)

be the second variation of S around ¢, where the linear operator Q2 is given by (10)
and we impose mixed Dirichlet-Robin boundary conditions A3°, defined in (11), along
¢ = q);fo for any uy € D. Then we have the following sharp asymptotic estimate for
the MGF Aaf:

A5 () £40 Qre) "Ry exp [—e 7! (S[#}°1 — A f (¢5°(T)))} (72)
with
Det’y (a(@{"209;°) ) "
Det 4, (a(¢0)S2[¢0])

R;. :=vol (M}) (73)

T
xep {4 [ (7500 + u[Va@i0f"] - 7 -biow) ar}

Here, Det’ denotes the functional determinant after removal of all r zero eigenvalues.

For the given parameterization u — ¢, the volume of M} can be computed as
vol (M}) =/ det, (v |vy) du, (74)
D
where (! |) € R™" is the Gram matrix defined via

s o)y = (v sovi ) : (75)

L2([0,T],R")
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In order to be able to compute the ratio

Det’ g (a(¢})p°1)
Det 4, (a(¢0)S2[¢o])

(76)

in R, efficiently using Forman’s theorem, without having to compute and multiply all non-
zero eigenvalues of both operators, we use a technique based on boundary perturbations. The
concept of the following treatment is described in [42], who discuss the case of an arbitrary
number of zero modes with Dirichlet and (anti)-periodic boundary conditions. A related
paper in this regard is also [68]. Note, however, that these references do not derive mani-
festly parameterization-invariant results, and further discuss neither the boundary conditions
specific for low dimensional observables in sample path large deviations, nor the relation to
efficient numerical prefactor computations using Riccati equations.

The idea of the boundary regularization procedure to compute Det:4 0 (a(¢KO)Q[¢;‘O]) is

as follows: We modify the boundary conditions A}, realized through M;°, N, € R2<2n,
using a small perturbation, that is, we replace them by M;°(8), N;°(8) € R*"?" with
8§ = (81,...,8,) € R, such that M;°(0) = M;° and N;°(0) = N,°. The boundary
perturbation has to be chosen in such a way as to remove all zero eigenvalues of Q[¢;°].
Then we carry out the following three steps:

1. Explicitly compute the leading order asymptotics of the r nonzero eigenvalues
226, ..., 12 (8) of Q[P under MU (8), N (8) that tend to 0 as § — 0.

2. Apply Forman’s theorem to evaluate the full, nonzero determinant
DetA:() ®) (a (¢KO)Q[¢;O])

3. Evaluate

m

Det 4 a(¢,")2[e;°]
=i 0[ A (10101] )] 7

0
[T= »2®

Of course, step 2 and 3 only make sense when considering ratios of functional determinants;
however, since it is irrelevant to the following discussion, we omit the division by the free
determinant for the time being and denote equalities up to division by the free determinant

Det’ uy (a(9})2A¢;°1)

via “=" as in [42].
In our setup, there are different types of regularization that can be chosen depending on the
assumptions. We start with the case of a nonlinear observable with positive definite matrix

(W DIV £ (@5 (TP (T)) e R, (73)

where
WDV F@O D)y = (Vi D).V F@ETWE M) - (79

Importantly, the zero modes (y¥*, £%) are, due to their initial conditions ¥*(0) = 0 and
£"(0) # 0, part of the n solutions (y, ¢) that make up the forward Riccati matrix solution
with Q = yg“_l and Q(0) = 0. Now, since sz(qbf (T)) is non-degenerate on the space of
final time zero mode states y* (T'), we conclude that £%(7") will also be nondegenerate due to
the boundary conditions of the zero modes. Hence, the forward Riccati differential equation
for O remains well-posed and Q(¢) does not explode as t — T, the only problem being the
removal of zero eigenvalues of det,, (lnxn — Asz (P (T)) QA(T)) in Proposition 2.2.9.
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In this case, the problem can be regularized using the perturbation
NU — ( zonxn Onxn)
* =V F(@5(T)) [ 1nxn

uo o Onxn ‘ Onxn )
- N "< SV F @) | Ten + S 81 B @ B (80)

where [5:,01""755,(;} is any (oriented) orthonormal basis of the vector space

span [éi‘f’l(T) &) 10 (T)} C R" spanned by the zero mode momenta at t = 7. Let us

denote by w ;(9) the elgenfunctlons of Q[qf)f"] under these boundary conditions .A”O (8) that
tend to the zero modes ¥/ 5., as8 — 0.Then we have the following leading order asymptotics

of [Ti_; )Lgo) (8) for step 1 with this particular regularization:

Lemma 3.2.2 (Leading order behavior of the quasi-zero eigenvalues) For the bound-
ary regularization (80), the asymptotic behavior of the regularized zero eigenvalues of

Qlg;] is

L -0 det, (Y (T)|AV2 f () (T))ll/f (1))
)\,(0)(8) BNO det (W)\ ( 8;
[T det, ([} H

(81)

Derivation of Lemma 3.2.2 The modified boundary conditions at t = T read

() =av2 @ty ). ES) = =5 (cn.E) L i=1r (D)

Forany i, j € {1,...,r}, we compute

eigenvalue

(w1, 2le 1w )

adjommg Q <

SROIARTIO)

L2([0,T],R") L2([0.T].R")
g0 o) || - (e o) [+ (e, o)

=0

(WS, 69, @ () = 292 F@ (D)9, O(D))

L2([0,T],R")

boundary conditions

—Z(w““ms o) (E1% 619, G)(T) = V2@ (TN 6T

s {50 00
= (Wi @IE)diag, 6) E°1E ()
IR ([ ) ding, (1 (‘”)>,-j . 83)

Computing the determinant of these expressions yields

r ugo uo r
l—[kl@(a) _ detr (¢, " (DIE;, " O)(T)) I 50 detr (Y (T[] (T) ]_[5

84
e, PP LI det, VTV &

In the last step, note that it will not be true in general that 5(8) — 1//Af)i as § — 0 for each
i = 1,...,r individually (cf. [42]), but due to linearity, the transformation matrices from
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lims_0 ¥, (8) to ¥, and from lims_,¢ &, (8) to &, will coincide and their determinants
therefore cancel in the last step.

Lemma 3.2.3 (Forman’s theorem for the perturbed boundary conditions) For the
boundary regularization (80) and any § € R’, the functional determinant of Q¢z°
under A'ZO (8) can be expressed as

Det 40,5, (a(¢y)RU¢p;°1) = det),_, (¢(T) — AVZF (¢} (T)y(T)) x (85)

det, (&, (T)|€,°(T r
X\/et( (D)l (>>.<H5i>,

det, ((E°1,°(0)))

i=

where (y, ¢) : [0, T] — R is the solution of

4 (7 Z g y) <y(0>>_ Uz
a (1) =rim(?). (0)= (590, 00 v, vay) |

(86)
Derivation of Lemma 3.2.3 We pick an orthonormal basis of R” by extending {5;‘ O ees Nf’or }
by n — r additional unit vectors vy, ..., v,—,. In this basis, the right boundary matrix N /'\‘ 2(8)
from (80) becomes
Oan ‘ OnXﬂ
N)Ifo(a) = —AV2f(¢K(T)) Lrxr +diagr (%) 0r><(n—r) . 87
O(n—r)><r l(n—r)x(n—r)
For the fundamental system of solutions Y, we choose the initial condition
1”Xﬂ‘ - Onxn
T(0) = 0 (E°16° @ =0)| 0rx(n—r) (83)
nxn 00,
(U|éf)L (r=0)) 1(nfr)><(nfr)
such that
detz, T(0) = det, ¢ (0) = det, (£1,0), ... &% O, o1, .. o)
= det, (1810 =0)) (89)
and

dety, (M;°Y(0) + N,°(8)Y(T))

lan ‘ Oan
(0, 128 ) E1E @ = 1)) (B)r x1=r)
O(n—r)xr [2(T) — AV (@ (T))y(T)] |

= dety,

= (]‘[&) /detr< 10t = T)IES (1 = T))det,,_, (£(T) = AV f($°(T)y(T)) . (90)
i=1

Combining the previous two lemmas with Proposition 3.2.1 and observing that for the solu-
tions (y, ¢) of the Jacobi equation in Lemma 3.2.3, we have

det),_, (¢(T) — AV2 £(¢°(T))y (T))
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= det),, (Inxn — AV F($;° (1)) Q(T)) det (1) , oD

Jdet (1 (T (7))

which yields the following concrete formula to evaluate the MGF prefactor in the presence
of zero modes for nondegenerate, nonlinear observables:

Proposition 3.2.4 (MGF prefactor with zero modes via forward Riccati equation for
nondegenerate, nonlinear observables) The prefactor R)_ in (74) can be computed as

exp {4 fi w[(Vb(@). 6°), + 3 61°, V2agi06r°),) 0] ar
A= 12

[detn r (1nxn - )\sz(d)x (T)) Q)L (T))]
. /D et (WD) AV F@ETHIVAT)) &'

92)

for any ug € R, where Q}° : [0, T] — R"*" solves the forward Riccati equation

0 = a@;) + 03" [Vo (41") + (Vasi)6y") |
[0 (47) + (Va@iME)] 010+ 020 (V@) 6, o3,
+1(05°, V2a(¢;0)6;°), ] 0°

Q:O(O) = 0pxn € R™".

The second case that we consider is when the matrix

(W (DIV? £ (@} (THIY(T)) € R (94)

is not positive definite, which is in particular relevant for the important case of linear observ-
ables. Here, the regularization procedure of the previous proposition will not work and the
solution of the Riccati matrices with unmodified initial or final conditions can diverge since
the zero modes can provide solutions of the Jacobi equation (27) with y (0) = Oand ¢(T") = 0.
We will instead suppose in the following that the matrix

(WD) Lysen + AV F(@E(T)IY(T)) € R7" 95)

is positive definite and regularize the final time boundary condition as

N}l\,t() — < 20n><nu0 Onxn)
—AV f(d))L (T))‘lnxn

0 0
s NHO(§) = - nxnr - - n><n> ’ 9
a (—WU(@O(T)HZ,-:I&~wx?,-®mf’,-1m ©6)

where {1};01,...,1/}”0} is any orthonormal basis of the vector space

span {1//1"01 (T), .. 1//A“° (T)} C RR” spanned by the zero modes at r = T. Going through a
similar calculation as above results in the following proposition 3.2.5, now with

©0) g 820 detr (Y ()|, (T))
oo = o e -
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for the quasi-zero eigenvalue behavior as § — 0, and final condition

Lyxn | Ly

—1rsy [ IAV2 f (¢4(T)) [v) (98)
WIAVA L (@MDY I Ta-rxn—n
for the fundamental system of solutions Y in an orthonormal basis

T UuQ T uo .
{w)hlﬂ'-a }\’ravlv"'vvl‘l—r}'

Y(T) =

AVEf (¢2(T))

Proposition 3.2.5 (MGF prefactor with zero modes via backward Riccati equation)
The prefactor R, in (74) for a linear observable f : R" — R can be computed as

T
R; = exp {%/0 ir [a(@ ) W!] dt}

/ ety (W) L + A2 F @ THIWAT ) (99)
D
for any ug € R, where Wfo : [0, T] — R™*" solves the backward Riccati equation

WO = —Wla@ W — [Vb (#0) + (Va@)60) T e
W [Vb (%) + (Va(@;)6;°)] = (V2b(@)), 6,°),
—3 (620, V2a(¢;")6;°), .
Wy (T) = AV2F(9°(T)) — W) (W [Lnsen + AV2 £ (@3 (T (0] .
(100)

Remark 3.2.6 The final condition of the backward Riccati matrix in Proposition 3.2.5 is to
be understood as

WO(T) = AV2 £ (¢;°(T))
=D W s + AV L@ (TIP3 @ 9% € R™ - (101)
i=1 j=1

in index notation, with

T n + V2@ ANy = (TS [Lan + 2V @O TD] L) € R

(102)
as usual. For linear observables f, it reduces to
,

WiOT) = = U5 @ i (103)
i=1

3.3 Probability Density Function Prefactor Estimates for Freidlin-Wentzell Theory
with Zero Modes

Again performing an inverse Laplace transform leads to a proposition for PDF prefactors in

the presence of zero modes. This is the main result of the paper. It constitutes a complete
recipe for the computation of the PDF when zero modes are present, since every quantity can
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be evaluated numerically, after numerically integrating a Riccati equation along the symmetry
broken instanton.

Proposition 3.3.1 (PDF prefactor estimate with zero modes) For any z € R and with
r zero modes, we have

0 r ~ d
) ¥ ey R, [

—-1/2
uo 1 ug
: f@ﬂﬁﬂ ew{-1sfo]} . a0y

)“Z
with A, determined by f(¢;,(T)) = z and

(i) For nonlinear observables with positive definite matrix
(WHD)IVF@T)IPET)) € R (105)
the prefactor can be computed as
exp {3 fy tr[(V2b(@t). 610), + F (6. V2a(atoret),) 0t ar
[dety_, (Lnxn — 22 V2 F @2 (T) 02 ()] /2

7 =

(106)

></D\/detr(W;‘(T)I?»zvzf(@‘(T))Iwé‘(T)) d'u

for any ug € R’, where Q%° : [0,T] — R™ " solves the forward Riccati
equation

0% = @)+ 0% [V ()" + (Va(@!*)6*)" |
+[ Vb (#2°) + (Va(i®)e:°)] Q° + Q20 [(V2h(¢:°). 6:°), + 3 (020, V2a($:*)6:°), ] Q¥
04(0) = Opcn € R
(107)

(ii) For observables with positive definite matrix

(W (D) yn + 2V f (@ T)IYE(T)) € R (108)

the prefactor can be computed as

T
R, = exp [%/ tr [a(p ) W] dt} X (109)
0

X /D\/detr(llfz“(T)llnxn +AV2f (@ (T (T)) d"u

for any ug € R, where WY° : [0, T] — R™ " solves the backward Riccati
equation

W = —wa) W — [V (#2) + (Va(s)er) T wie
_quo [Vb ((151“0) e (Va((bzuuwzuo)] _ (Vzb(qﬁ?“), 9;0)'1 _ %<9;0’ Vza((zbgo)Qé‘U)n ,
WE(T) =2 V2@ (T)) = I9E0) (W [ + A V2 F (@2 (THIPE) (P10

(110)
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Alternatively, the regularization on the left boundary

M;O — <1n><n 0n><n) N Mgo((S) — <1n><nZ;=1 d; ‘;G:ZM? ®§;(,)) (111)

Onxn OI’[X}’! Oan‘ On><n

leads to the following expression for the PDF prefactor using the same techniques as outlined
above:

Proposition 3.3.2 (PDF prefactor with zero modes via forward Riccati equation with
modified initial condition) The prefactor R in the asymptotic estimate

0 r+l ~ 1
pr@ X @rey TR, exp{—;S[d)go]} (112)
for the PDF p in the presence of r zero modes can be computed as
exp 3 i w[((V20@1), 60), + 3 610, V2a(s)6!),) 0] dr}

= 12"

[(—1rdet, Ut (V@tomy), 02T () V@) |

vol (6,(0))

(113)
for any ug € R”, where Q3° : [0, T] — R™ " solves

0% = a(@!) +[ Vb (#2) + (Va(@)6%) ]
+[ Vb (¢2°) + (Va(g:")6:°)] Q¥ + Q¥ [(V2h(9%), 6:°), + 5 (62°, VZa(9:")6:°),] 0%°
07°0) =3I & ®EY,
(114)

as in the non-degenerate case and vol (0,(0)) is the r-dimensional volume of {0} (t =
0) | u € D} that can be computed as

vol (0:(0)) = f det (€2(0)[&2(0))d"u . (115)
D

Remark 3.3.3 Note that, again, the initial conditions were modified in a suitable way as to
remove divergences from the Riccati equation and render the determinants in the denominator
non-zero. While this result is convenient in that it can be used regardless of whether the
Hessian V2 f (¢7°(T)) is non-singular, it may be inconvenient for taking the stationary limit
T — oo. As an example, consider an SDE with additive noise and initial position x = x, at
the fixed point. Then vol (6,(0)) will tend to O in this case for T — oo. Similarly, the Riccati
matrix Q will “forget” its regularizing initial condition and instead tend to its stationary
solution Q. determined by the Lyapunov equation

0=ua+ Vbh(xs)O0s + 0:.Vb(xs) . (116)

Remark 3.3.4 We observe that the determinant of the L2-scalar products of the zero modes
in (74) cancels in each of the expressions which we have derived via boundary regularization,
and we are always left only with integrations over the zero modes at the initial or final time 7.
This is a generic feature of the regularization procedure as remarked already in [42].
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4 Examples

In this section we illustrate the application of the propositions to compute PDF prefactors in
the presence of zero modes in four instructive examples. We start with the arguably simplest
case in Subsect. 4.1: A multidimensional Ornstein-Uhlenbeck process with a purely radial,
linear vector field as drift and the norm of the process as the observable as sketched in Fig. 1
(left). Here, all results on both finite and infinite time horizons 7' can be found analytically.
In Subsect. 4.2, we consider again a diffusion process in a rotationally symmetric vector field
with the radius as our observable. Here the vector field is constructed to be non-linear and to
possess an angular component to break the detailed balance property of the process. In the
limit 7 — oo, the problem can again be solved exactly, and, in addition to this limiting case,
we compare the numerical solution of the instanton and Riccati equations to direct sampling
of the SDE for finite times. Third, in Subsect. 4.3, we analyze a three-dimensional diffusion
process in a potential landscape of the type sketched in Fig. 1 (right). This is the first concrete
example with a dynamical phase transition that is considered in this paper, and, restricting
ourselves to the infinite time limit 7 — oo for clarity, we show that the Riccati formalism
correctly predicts the PDF prefactor in the quadratic approximation and compare it to the
full prefactor at different finite noise strengths ¢ > 0. Finally, in Subsect. 4.4, we show
by means of the one-dimensional KPZ equation with a dynamical phase transition for the
average surface height that the formalism developed in this paper remains formally applicable
and numerically feasible for out-of-equilibrium systems with infinitely many spatial degrees
of freedom. Numerical applications to spatially extended systems in fluid dynamics and
turbulence theory are left as a subject of future, separate publications.

4.1 n-Dimensional Ornstein-Uhlenbeck Process with Radius as Observable

We consider the case of an n-dimensional Ornstein-Uhlenbeck process with n > 2, as
sketched in Fig. 1 (left) forn = 2,

dXf = —BXfdr ++2¢dB,, X5=0. (117)
We take b(x) = —px for the drift with 8 > 0, a = 2 - 1, «, for the diffusion matrix and
f(x) = |Ix||, for the observable. In this case, the radial symmetry will always necessarily

be broken by the instanton at any z > 0 and generate n — 1 zero modes. As a reference, the
PDF p? of X7, is always Gaussian for any 7 > 0 with

n/2 2
(ry — -n/2 p 1 Blixl, }
P = @re) [1—eXP{—25T}] exp{ c2(—oxpl—2py |- P

Note that the prefactor of the full PDF, given by (2r&) /2 [B/(1 — exp {—28T}]""*, is just
a constant in x, such that the reference radial PDF

£ -n n— B "2 n—
pi(2) = @me) ™ vol,y (S 1>[m} .

1 Bz?
P {_Eza —exp (—2pT)) } (1%

with vol,_ ($"~1) = 27"/2/T (n/2) merely acquires a z-dependent prefactor through the
multiplication with a hypersphere volume. Here, I" denotes the gamma function. Furthermore
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we can evaluate the MGF A‘; for A > 0 using the probability density and applying Laplace’s
method: '

o0 A
Aj,(x):/O dzp}(z)exp{f}

n—1

e,to —"2;1 n—1 # B "
Qre) vol,_1 (S ) |:1 _ exp{—ZﬂT}] g
A% 1 —exp{—28T)
5 exp{?T} ) (120)

Starting with the computation of the MGF using instantons, for any unit vector ¢, € R" and
with V f(x) = x/||x||,, a valid solution of the instanton equations is

¢y(1) = % (exp (B — T)} —exp{—BGt + D) e, 121
0, (1) = rexp{B(t — T)}eu,
with corresponding action
u )\'2
S[o4] = 35 (1 —exp (=267 . (122)
so that
A1 — —28T
exp {—&1 (S[¢°] — A f (41°(T)))} = exp { ?%} (123)

as expected.

For the prefactor, we note that with n — 1 zero modes corresponding to angles on the hyper-
sphere, the e-scaling of the prefactor of the MGF in (72) is correct. We first evaluate the
prefactor R, according to (107), i.e. using the forward Riccati equation with unmodified
initial condition: The solution of the forward Riccati equation

04 =2(Lnxn — BQY),  Q4(0) = Oxs (124)

1 —exp{—28t} !
nXxn »
B

and with V2 f(x) = pr,1/||x|l,, where pr,. denotes the orthogonal projection onto the
subspace xt c R", we obtain

o4(t) = (125)

Luscn — AVZF@(THQ(T) = ey @ ey . (126)
Hence, n — 1 eigenvalues are 0 and
det]_(,_1) (Loxn — XV2 f@L(T)Q(T)) = 1. (127)

Since V2b = 0, we are left with evaluating

Ry = [D et (W (T)AV2 F @ (TP (T) &' = /D Jdet (Wi (D)D) d'u

n—1
_ e [1—%}_2/3”] 7 ol (5771 (128)
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thereby correctly reproducing the MGF (120) including the prefactor. In order to get the
PDF (119) using Proposition 3.3.1, all we have to do is note that

. p
Z o o~ A Z
1 —exp{—28T}

which immediately leads to (119) via (104).
Alternatively, we can use the backward Riccati approach (107), i.e. using the backward
Riccati equation with modified final condition. Then, the volume term becomes

(129)

/ \/detr (W3 (D) nsn +Asz(¢,\(T))|1/f (1) d

n—1

=[1+—1_6Xpﬂ{ 2’3”} [—l_eXpﬂ{ Z'BT}]T)\"_IVOIn—l (") a3

and solving the Riccati equation

Wi = =2 (W) +28W) . WET) = — (luxn — eu ® eu) (131)
to get
u exp{28(t — T)}
Wy (’):—W(lnxn —e, Qey) (132)
leads to
r | —exp(—28T)] "7
exp[/ tr[W,{‘]dt} = [1 + #} , (133)
0

thereby correctly reproducing the full prefactor.

Finally, we compute the prefactor using Proposition 3.3.2 with a forward Riccati equation
with modified initial condition. This is instructive in that it demonstrates the singular limits
of the individual terms as T — oo. We note that Iéx and its constituents in the previous
paragraphs have a well-behaved limit as T — oo, which is in contrast to the PDF prefactor
computation via Proposition 3.3.2 presented here. First

n—1
vol 6:0) = [ Jaet (@) 01 = vol, -1 (5771) ({LEREED )

(134)
tends to 0 as T — oo, whereas, since with
r
QU0) =) EY, @&, = Lyn —eu ®ey (135)
and
exp{—28T}
Uzu =e, ®ey — % (Inxn —eu ®ey) (136)
we get
_28T n—1
det, Ut = (1! (LR E2AT) (137)
: 1 —exp{—28T}

@ Springer



Symmetries and Zero Modes in Sample... Page310f62 50

and
_ 1 — exp {—28T
(v, ot ) v rrary) = =22 sy
such that the regularized denominator from Proposition (3.3.2)
1 12
[V den,u2 (Vr@t@n, 0u) (U Vr@tTy) |
B .
= <m> exp{—(n — 1)BT} (139)

also tends to zero as T — oo and only their quotient R;, remains finite.

4.2 Rotationally Symmetric Two-Dimensional Vector Field with Swirl

Asasecond example, we slightly modify the situation of the previous subsection to anonlinear
radial vector field, to which we then also add a rotationally symmetric nonlinear swirl.
Restricting ourselves to a spatial dimension n = 2, we consider the following drift vector
field in polar coordinates (r, ¢):

b(r, ) = =V/(r)e, +1(r)e,, (140)

with unit coordinate vectors e, = x/||x|| = (cos ¢, sing) and e, = (—sing, cos ). We
again consider a diffusion process (X7 )[o,7] in this vector field starting at xo = 0 with final-
time observable f(X%) = || X% ||, and the radial symmetry of this problem will generate one
zero mode in this case. Even though the drift is not gradient, the leading order behavior of
the PDF pg in ¢ as T — o0, i.e. in the stationary case, can be found analytically here. The
reason for this is that the drift given in (140) is already specified in terms of its transverse
decomposition [3, 69]

b=VV 4L, (VV(&),€(x)),=0VxeR?, (141)
where V is the quasi-potential. In our example, we have V(x) = V,.(||x|]) and £(r, ¢) =
[(r)e,. The stationary PDF of the process itself is given by [31, 33]

0 _ 172 *°
plo(x) ~ (2me) ! [deta V2V (x0)] / exp [—/ V. K(qu(t))dt}
0

1
X exp {—g (V(x) - V(xo))} . (142)

Since the transverse vector field ¢ in our example is divergence-free, we conclude that the
PDF p; of f(X7)as T — oo and ¢ | 0 will be given by

P52 < @re) ! [det V2V (x0)] 7 @r2) - exp {—é V() — vr<0>)} Ca#y

For finite times, no easy analytical solution is available, so we have to solve the instanton and
(forward) Riccati equations numerically in order to obtain the precise small noise asymptotics
of the PDF ,o;. For the specific example

1 1
Vi) = grt o, 1) =17, (144)
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—— T'=0.01
—0— T =01
—— T=1.0

T =50
== T =00

.............. 1014

<}

(2me) - pfj (2) - exp {+1)(2) /2

10% 4

= (¢2())elo.)

....... ||| = =

* Zo

Fig. 3 Left: Sketch of instanton trajectories (¢?0(1)),e[0,ﬂ for different T € {0.01,0.1, 1,5} from the
example in Sect. 4.2 with the specific potential and swirl (144) at a fixed value of the observable f(x) =
[lx|l = z = 3. The coloring is the same across all subfigures and explained in the right panel. All numerically
obtained trajectories have been rotated to the same initial angle u¢. For small 7', the instanton is almost radial,
and for large T, it follows the angular component £ of the vector field b, with a purely radial momentum
(9;0 (t))refo,1] acting against the radial force —VV. Center and right: Comparison of the instanton and
Riccati results from Sect. 4.2 to Monte Carlo simulations of the SDE with (144). For fixed ¢ = 0.05 and
the different final times T, we obtained 108 samples || X ET || each through Euler-Maruyama integration of the
SDE in order to estimate the PDF ,oﬁ_”. The resulting PDF estimate, indicated by the squares, is compared to

the theoretical PDF asymptotics (104), which were obtained as detailed in Sect. 4.2 and are shown (without
any free parameters) by the solid lines. The right subplot compares the full prefactor of the PDF, defined
via pﬁ'H - exp {+I 11/ s} and obtained through direct sampling (with the same data as in the center) to the

theoretical result for the quadratic approximation (solid lines).

we compare the results of this numerical procedure to Monte Carlo sampling at a fixed, small
noise level ¢ for different times 7 in Fig. 3. For T € {0.01, 0.1, 1., 5.}, instanton solutions
(¢7°, 079, ;) were computed directly for different, equidistantly spaced z € [0, 3] using
the augmented Lagrangian method for the final time constraint and the L-BFGS algorithm
using adjoints as detailed in [48], with n; = 4000 time discretization points in all cases and
Heun time steps. Here, ug € [0, 2m) is the arbitrary angle characterizing the numerically
found instantons. Afterwards, for each instanton, the forward Riccati equation from Proposi-
tion 3.3.1 (i) was solved numerically with the same time discretization and time stepping. In
order to evaluate the prefactor (107), the det’ expression was computed by only taking into
account the single positive eigenvalue of 15,5 — A, V> f (@2 (T)) Q% (T) (the other eigenvalue
being close to zero). The zero mode volume prefactor is

2
/0 WDV £ (@4 (D) Y2 (1)) du = 2 [y (T). £2°(T)),

=27\ J[$L°(T), 02°(T)), = 2w/ - 2,

(145)

where, in the last line, we used that due to rotational symmetry, the scalar product of the
tangent vectors is the same as for the original instanton, as well as 0 (T') = A,V f(¢2(T)) =
A:9Y (T)/1Ig2(T)|l. The last ingredient for the prefactor (104), the derivative dA; /dz, was
simply computed by numerical differentiation of the obtained map z +— X, from the instanton
computations. As Fig. 3 shows, both the limiting case T — oo, as well as the Monte Carlo
data at smaller 7" and ¢ = 0.05 are well reproduced.
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4.3 Dynamical Phase Transition in a Three-Dimensional Gradient System

For a system dimension of n = 3, we consider a first instructive example exhibiting sponta-
neous symmetry breaking beyond a critical observable value z. > 0 as sketched in the right
subplot of Fig. 1. Choosing a gradient system

dX; = —VV (X])dt ++2¢dB;, X{=xo (146)

on the time interval [0, 7] and focusing on the stationary limit 7 — oo allows us to treat
this case in an exact manner. We assume that the potential has a unique global minimum
at xo = (0, 0, 0) with V2V (xo) positive definite. Furthermore, V should be symmetric in
the first component x1, i.e. V(—x1, x2, x3) = V(x1, x2, x3), and rotationally symmetric in
(x2, x3) for any xi, i.e. for all x; € R and b > 0, V(x, bcosu, bsinu) is constant in
u € [0,2m). We assume that there exists z. > 0, such that for all x; = z € R with
|z] < zc, the function V (z, -, ) : R? — R has a unique, nondegenerate global minimum
at (x2, x3) = (0, 0), and for all z with |z| > z¢, V(z, -, -) has a continuous family of global
minima at (x(z) cos u, x(z) cosu) with x(z) > Oand u € [0, 27), as sketched in Fig. 4 (left).
A specific example of such a potential is

2 (.2 2)2 2\ .2 2 2
X X5 +Xx X x5 +x by
V(xl,xz,x3):Vo|:<l> b +x5)° 43) +<1—<‘)) 270 +<—1) } (147)
Zc a Zc a Zc

with constants V), a, z. > 0, which indeed exhibits a Mexican hat-like structure in the x»-x3
plane for x| = z > z. with minima at radius

2
N P
() =7 1 <Z> (148)

As our (linear) observable, we take
f=pr:RP—= R, (x1,x,x3) 11, (149)

which allows us to test the backward Riccati equation for the prefactor from Proposition 3.2.5
in the limit 7 — oo. Since the system is gradient, we known that the stationary PDF pg :
R? — [0, o0) of X¢ is given by

1
pgo(x):zglexp{—g\/(x)} (150)
with normalization constant
1 3
Z, = expy—V(x)pdix. (151)
R3 &

Applying Laplace’s method on the PDF of the marginal distribution

1
,osrl () =2z / exp {—fV(z, X2, X3)} d*(x2, x3) (152)
R2 &€
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Fig.4 Left: Sketch of the potential V from the example in Sect. 4.3 at different values of the observable x; = z.
The figure shows a cut through the (x7, x3) plane at x3 = 0. Note the double well/Mexican hat structure
beyond z¢, which is responsible for the dynamical phase transition. Center and right: Comparison of the
theoretical results from Sect. 4.3 to Monte Carlo simulations of the SDE (146) with the specific potential (147)
(with Vg = z¢ = a = 1) as an example. For each ¢ € {0.25, 0.1, 0.05}, about 1.3 - 109 samples from the
invariant measure of the SDE were obtained (with Euler-Maruyama integration steps of length At = 1073
and sampling after each time unit) in order to estimate the PDF psr I Center: Comparison of the Monte Carlo
results on a logarithmic scale, where —¢ - log psrl collapses onto the rate function for small €, as expected.
Note in particular that the lower branch corresponding to the symmetry-broken minima of the potential
correctly matches the Monte Carlo results. Right: Comparison of the full prefactor of the PDF, defined via
psr | eXp {—i-Ipr1 /8}, obtained either through (i) direct sampling (circles, triangles and squares) with the
same data as in the center, or (ii) numerical evaluation of the integral (152) for the marginal PDF (dashed
lines), to the theoretical result for the quadratic approximation (solid lines). Note that the prefactor is correctly
approximated both below and above z¢

of the first component X{ (approximating both Z, and the (x2, x3)-integral) yields

) 1/2
(re) /2 [ ¥V e 1 exp {~1 (V(2,0,0) = Vo)) . 12l <z

el0
Ppr, (2) ~ (27,8)—1[ det3 V2V (x9) ]‘/2 i)

det| V2V (z,%(z) cos ug, X (z) sin ug)

x exp {—1 (V(z, X(z) cosug, X(2) sinug) — V(xo))} lz] > zc
(153)

forany ug € D = [0, 27). Here, det; denotes the restriction onto the (x3, x3)-plane, and det’]
reduces to the single nonzero eigenvalue of the matrix in the (x;, x3)-plane corresponding to
the radial eigenvector. For the specific example (147), the result is

2
_ V2V \ 4
ool | @TT R e = () <
pry

(154)
Qre) ' 2N exp [_EW]
Z }

P i |z > zc
as a reference result, with discontinuous second derivative of the rate function at z = z. and
divergent prefactors as z 1 zc.

In order to reproduce this result using sample path large deviations, we first note that the
unique (for the chosen potential) solution to the instanton equations for any endpoint x =
(x1, %2, x3) € R?

G =—VV ($) +26x, $:(0)=x0, ¢x(T)=x

. 155
O, = V2V (¢e) 0, O(T) =12y € R3, (153

@ Springer



Symmetries and Zero Modes in Sample... Page350f62 50

is given by
bx = VV () = by (156)

as T — 00, i.e. by time-reversed deterministic dynamics, such that
o0 2 o0 .
Sigd = [ 10:13dr = [ (VY@ di)ydr = Vi - Vo). asD
0 0

By the contraction principle, i.e. by minimizing this result over all (x2, x3) € R? for a given
x1 = z € R, we obtain the correct rate function

S[¢c0.0)] lz] < zc

N [d’(z,i(z) cos up,x(z) sin uo)] szl > ze

V(z,0,00—-V , <

_ { (2.0,0) = V (x0) 2] < ze 158)

V(z, x(z) cosug, x(z) sinug) — V(xo), Iz > zc.

Iprl (2) = {

with any up € D = [0, 2m). For the prefactor in the nondegenerate case |z| < z¢, we first
evaluate exp { [, tr [W.]} following [31]: The backward Riccati matrix W solves

2 2 2 d 2
We = <2W2 £ V2V W: + WPV (90) + = (VV(92) . Waloo) = 0. (159)

Defining W, = CZ_IC"Z with C;(c0) = 1343, C"Z(oo) = 0343, we have, on the one hand,

o0
det3C,(0) = det3C,(c0) exp{— f tr[WZ]dt} , (160)
0
and on the other hand, from (159),
i N 2 — _(C _ 2
P (C. = C.V°V(9)) = — (C. — C.V°V () We., (161)

SO

(162)

det (C;(00) — C2(00) V2V ($(c0))) e {_ /wtr[w] dt}
detz (C(0) — C.(0)V2V (¢.(0))) 0 : '

Using the boundary conditions and equation (160) as well as noting that necessarily C -(0) =
033 in the stationary limit, we obtain

{/oot [W]dt} = dets (V2V (x0) "
U T T dets (Co00V2V (2, 0,0) — Ca(00))

_[ dety (V) ] (163)
_ 1B

det3 (V2V(z,0,0)

The second ingredient for the PDF prefactor is

~12
d _
[ pry <¢z<oo)>] = [(Vn0r$x(0)),, ]

1122
dal; = [(Vecotsea)]

(156)

[(Vzv( OO)),l]_l/z_ dets (V2V(z, 0, 0)) 172
o | deta (V2V (2, 0,0))

(164)
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thereby correctly reproducing the reference result below the critical observable value z¢
from (153) via Propositions 2.2.10 and 2.3.1.

Above the critical observable value z., the final condition for the backward Riccati equation
becomes

W, (00) = -y ® Lo, (165)

where /X0 is, in particular, a unit eigenvector corresponding to the single vanishing eigen-
value of the Hessian V2V (z, X(z) cos ug, ¥ (z) sin ug). Setting C.(00) = —y2° @ /+° in the
computation above yields

1/2
dets (V2V (x0))

o0
exp {/ tr [W0] dt} = - -
0 dets (VZV(z, %(2) cos ug, £(2) sinug) + ¥ ® w;‘))

(166)

Hence, as desired, the modified initial condition renders the fraction well defined by replacing
the single zero eigenvalue of the matrix in the denominator by 1. Furthermore, we have

q —12
|:dk N pr (¢z(00))j|

—1/2
[(Ve, 00y b2 (00)),] % = [((vex@om(oo))l ) }
(W ) 11

- 12
= ((V2V(z,)E(z)cosuo,i(z)sinuo))‘@uo)L)

11

_ . ~ 12
det3 (VZV(z, X(z) cosug, x(z) sinug) + ¥2° ® 1//2‘0)

B 1
det) (V2 V(z, x(z) cosug, x(z) sin uo)) (167)

by restricting to the invariant subspace (1/7? °> . of the Hessian V2V (z, X(z) cos ug, ¥(z) sin ug)
on which it is invertible for the computations, and afterwards reintroducing the full matrix
including the modified eigenvalue 1. All in all, we have thus correctly reproduced the PDF
prefactor above the critical value in (153). For the specific example potential (147), the sit-
uation considered here is sketched and compared to the results of Monte Carlo simulations
of the SDE (146) in Fig. 4.

4.4 Average Surface Height for the One-Dimensional KPZ Equation with Flat Initial
Condition

The KPZ equation [70], an SPDE describing nonlinear surface growth, and in particular its
large deviation statistics have been the subject of various studies. Here, particularly note-
worthy works are [43—46] for an investigation of a short time dynamical phase transition for
the distribution of the surface height at one point in space, starting from a stationary sur-
face. Furthermore, recently, in [15], an exact computation of the rate function for the same
observable with general deterministic initial condition has been carried out; and for the flat
initial condition, the exact distribution of the height at one point in space for all times has
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already been found in [71]. A systematic short-time expansion for the height distribution at
one point and droplet and Brownian initial conditions, which goes beyond the rate function
and includes subleading prefactor terms, can be found in [72]. All of the works listed above
deal with the KPZ equation on an unbounded spatial domain. Here, we proceed in the spirit
of [43-46], but modify the setup to study continuous symmetry breaking instead of only a
discrete mirror symmetry. Accordingly choosing the spatially averaged surface height as an
observable necessitates considering a bounded spatial domain. For such a domain, the large
deviation statistics of the surface height at one point have been computed in detail in [73], with
the analysis of the spatially averaged surface height left as a future task there and predicted to
display a second order dynamical phase transition. Here, we will confirm this prediction and
compute the leading order PDF prefactors for both phases numerically. Furthermore, we ana-
lytically compute the PDF prefactor when the spatially homogeneous instanton dominates,
which, in particular, allows us to determine the critical observable value z.. We will focus on
a single choice of the only parameter of the system, the non-dimensionalized domain size /,
and use / = 7 throughout this paper. We remark that it would be an interesting future work to
systematically study the large deviation properties of the system for different domain sizes /
using the methods developed here, and to derive a complete phase diagram in the (/, z) plane
for the system, similar to [73].

To be more precise, we consider the KPZ equation in one spatial dimension on a bounded
interval in space [0, L] with periodic boundary conditions for the surface height A : [0, L] x
[0,T] - R,

S H(x,t) = vy H(x, 1) + % (0:H(x,1))> +vDn(x, 1), (168)

starting from a flat initial profile H (-, 0) = Hp = 0, and are interested in precise asymptotic
estimates for the probability distribution (and in particular its tails) of the spatially averaged
surface height at time 7,

L
fHET)) = %/ H(x,T)dx, (169)
0

for small 7. In (168), we denote by v > 0 the diffusivity, by & > 0 (the choice of sign is
without loss of generality) the strength of the nonlinearity, and by D > 0 the noise strength.
The noise term 7 is assumed to be space-time white Gaussian noise with

Eln(x,0l=0, B[, Hn', )] =80 —xNs@ —1). (170)
The non-dimensionalization t — 7T, x — ~/vIx, H — 2vH /A and n — (vT3)_1/4 n
leads to the following model that we will consider for all computations in the following: For a
dimensionless noise strength ¢ = DA2T1/2/(4\15/2) > 0, we consider H¢: [0,1] x [0, 1] —
R withl = L/+/vT the solution of

WH® = e HE + (3 H®)? + Jen,
He(-,0)=Hy =0, (171)
H®0,1) = H(,t), 0.H®(0,t)=0.H(,t) Vtel0,1].

and are interested in estimating the PDF of the mean surface height

!
FHEC D) = %/ Hf(x,1)dx (172)
0
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at the final time as ¢ | 0. The small noise limit in these dimensionless variables can be
seen to directly correspond to either of the limits D |, O or A | O in the physical variables.
Additionally, as mentioned above, we choose a fixed and finite non-dimensionalized domain
size | = m in all of our numerical computations , so the usual short-time limit 7 | 0
considered in KPZ large deviations actually corresponds to simultaneously taking 7 | 0
and v oc T~ 4 00 in this setup if the physical domain size remains constant.

For spatially white noise, the KPZ equation (171) is only well-posed after renormalization,
the noise being too rough for the nonlinearity —5 L (9, H* )2 to make sense otherwise [74,
75]. While this is not an issue on the level of i 1nstanton computations, the solutions of which
are expected to be classically differentiable, renormalization is necessary when dealing with
the random fluctuations around the instanton. We interpret (171) as the result of applying a
Cole-Hopf transformation to the field Q°: [0, [] x [0, 1] — (0, 00), solving the well-posed
stochastic heat equation (SHE) with multiplicative noise in the It6 sense

0,Q° = 05, Q° +ﬁQS'7,
Q°C,0)=1.

Then, the height field of the KPZ equation (171) is given by
=log O°, (174)

(173)

and a formal application of 1t6’s lemma shows that the Cole-Hopf transformation generates
a counter-term —§(0), where § is Dirac’s delta function, on the right-hand side of (171)
that intuitively cancels the divergences in the original KPZ equation. We will compute the
contribution of the Gaussian fluctuations to the distribution of the observable (172) within
this interpretation of the KPZ equation, i.e. actually consider the observable

F(QF (1)) i= f log Q° (x, 1) dx (175)

for the SHE.

The instanton equations (5) for the example (171) and (172) that determine the instanton
(hy, h 2, A7) written in terms of the original field and its conjugate momentum read (see [76]
for an early reference that derives these equations)

Bhe = duchs + Quho +he. h(0)=0, f (el 1>>—lf0h(x Dv =z
e = —eehe + 20 (edehs) . heC.T) =V f (e T = B (70

In terms of the SHE, the instanton equations for the fields (¢;, p;, A;) with
g: =explhz} . p:=h;exp{~h:} (177)
become

019z = 0xxq: +q12pz ) q:(.0) =1, F(g(,1)= %Jé logq.(x, 1)dx = Z(178)
dpe = —duxp: —q:p?, P, T) =M VF (q:( T) = ¢ -

The idea is now that a trivial spatially homogeneous critical point (h}z‘om, ﬁ}gom, )»2“"“) of
the action functional for the average height observable, i.e. a solution of (176), is always
given by

RO ) =zt, hM(x )=z, A" =1z, (179)
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with corresponding SHE instantons

gl (x, 1) =expfzt}, plo™(x, 1) =zexp{—zt}, MM =lz, (180)
leading to the Gaussian rate function
1
1" (z) = S [t = =122 (181)

2

for all such z € R for which this critical point realizes the global minimum of the action
under the boundary condition f (h;(-, 1)) = z. However, one might expect (with reference
to the typical growth patterns of the KPZ equation due to the nonlinearity and diffusion, as
sketched in [70], as well as the results and scaling estimates of [73]) that for sufficiently
large z > z in the right tail of the distribution of f (H®(-, 1)), the KPZ nonlinearity will
favor a nonuniform surface growth in order to achieve a large average height, such that the
rate function displays a non-equilibrium phase transition to a continuous family of spatially
localized global minimizers { (hlzoc"‘o, jlocuo klzf’c) |uo € [0, l)} of the instanton equations.
This intuitive picture is indeed confirmed by our numerical computations of instantons for
this example, performed directly for (176). The corresponding results for the rate function as
well as the space-time evolution of typical instantons are shown in Fig. 5. For these instanton
computations, we used a pseudo-spectral discretization in terms of n, = 128 Fourier modes
in space [0, /] with [ = 7 and a second-order explicit Runge-Kutta integrator in time [0, 1]
with an integrating factor for the diffusion terms with n, = 2 - 10* equidistant time steps
of size At = 5- 107> The comparably high resolution in time turned out to be necessary
for the subsequent Riccati equation integrations, for which the instantons serve as an input,
as detailed below. In order to directly compute instantons for different and given observable
values z, equidistantly spaced in [—10, 20], we use a penalty-type method, and minimized
the action using L-BFGS steps with exact discrete adjoint gradient evaluations in order to
reduce the LZ-norm of the action gradient by a factor of 10° in each subproblem. For details
on the optimization procedure, we refer the reader to [48].

From the results of the instanton computations, we see that this constitutes an example
of a dynamical phase transition in an irreversible SPDE where the associated symmetry that
is broken is continuous, thereby allowing us to apply the methods developed in the previous
section in order to compute not only the large deviation rate function, given by the pointwise
minimum of the two branches in Fig. 5, but also a more refined, asymptotically sharp prefactor
estimate. The phase transition is second order, as can be seen from the derivative of the rate
function in the left subplot of Fig. 6, and we also show the L norm of 9, &, for the instantons
as an order parameter for the different phases in the center subplot of Fig. 6. Since the KPZ
equation is a non-equilibrium system, in contrast to the previous example 4.3, the complete
Riccati formalism and the corresponding numerical integration of a Riccati partial differential
equation with regularized boundary data is now required to get the leading order prefactor.
When the spatially homogeneous instanton dominates, the rate function of the average surface
height in the small noise limit is Gaussian with
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Fig. 5 Results of the numerical instanton computations for the non-dimensionalized one-dimensional KPZ
equation (171) and average surface height observable (172) for different heights z. Left: The action S[/;] of
the two different branches that were found; on the one hand, a Gaussian branch (181) stemming from the
critical point (179) which is uniform in space and shown as a solid line, and on the other hand, a branch
given by localized and spatially non-uniform instantons that splits off at z¢ &~ 2.8259, indicated by the dotted
vertical line, as derived analytically in Appendix C. The inset shows a zoom onto the critical point, suggesting
a second-order phase transition (see the left subplot of Fig. 6 for the first derivative of the rate function). Two
specific instanton configurations, both with z = 8, are labeled by A and B and visualized in the right half of
the figure. Center and right: Each column shows one instanton height profile /1, as marked in the left subplot;
the top row shows the height profile at the final instance in time and the bottom row shows the full space-time
history of the instanton height profiles. Both columns use the same axis scaling and color map normalization

0 1
P7(2) s Qre)~12 12 R, expl s %lz2 } , (182)
d 5 h 12 hom
L[] apae

but the prefactor component R, can still depend nontrivially on z. The only restriction on
the function R. is that at z = 0, we have Ry = 1 for correct normalization of the PDF
as ¢ | 0. In the case of the spatially homogeneous instanton, the prefactor component
R; can be found analytically using probabilistic methods without explicit reference to the
functional integration methods developed here, which is carried out in detail in Appendix C.
The analysis of R, for the homogeneous instantons in particular yields the prediction that
the critical observable value z. for the second order phase transition, where the (k = 1)-
contribution to the prefactor is found to diverge, is the smallest nontrivial real solution of the

equation
2 27\ ? 27\ ! 27\ 2
tan T’T 2zc(z)—<7”> +(T’T> 2zc<l)—(7”) =0,  (I183)

for/ = 7 and hence z.(I = ) &~ 2.8259 as sketched in Fig. 5, which matches the numerical
results of the instanton computations quite well.

Now, we turn to the numerical prefactor computation in the SHE formulation using Riccati
fields. We use the backward Riccati formalism? from Proposition 3.3.1. The result for the

2 The system athand is an example where, regardless of the spontaneous symmetry breaking and indeed already
for the spatially homogeneous instanton, the forward Riccati equation can be ill-posed for certain observable
values, whereas the backward equation remains well-posed for the same observable values. Conceptually, we
conjecture that this is due to the fact that divergences of the backward Riccati matrix W = ¢y 1 are related
to conjugate points and violations of the positive definiteness of the second variation at the instanton, whereas
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PDF of F(Q°(-, 1)) as e | 0 is given by

L0 Qre)~1/2 R; [ikhom]l/z exp {—éS [h}z‘om]} , 2<Zc,

& dz "z
)~ ~ 184
Pr@) Qre) 'R, [dizklz°°]l/2 exp {—%S [hlzoc’uo]} . 7> Zc. (184)
In (184), the prefactor components
1! ! 2
R. :exp{E/ dt/ dx (g™ (x, 1)) Wz(x,x,t)} (185)
0 0

and

B 1 1 1
R, =1V (z q;°°’"0,w;0)exp{§/ dt/ dx (q;"c’%(x,z))2 W;O(x,x,t)} (186)
0 0

with volume factor

1/2
l loc
loc,u u u 2 )"Z 1
V (25 ¢29", y10) = (Yo, D) [1- =2 —— | dx (187)
’ ’ 0 ’ l loc,ug
(a0 )
depend on the backward Riccati field W, : [0, N?*x[0,11— R solving
FWo(x, y, 1) = — (po(x, )2 8(x — ) — (ux + dyy) Wolx, y, 1)
-2 (qz(x’ t)pz(x’ I) + qZ(y’ t)pz(y’ t)) WZ(x9 Vs t)
I
- / W, (x, x', 1) (q.(x', ) Wox', y, Hdx’ (188)
0
for both cases along the respective instantons, and with final condition
) hom Sx —
Wox,y, 1) = — 2o S0 =) (189)
! (q?om(x, 1))
for the homogeneous instanton and
)\'IOC S _ B 2 B
Wiy, 1y = = P (5 gl ) ) e, 10, 1)
(a0 1)
(190)
for the spatially localized instanton. In all of these expressions, the zero mode is given by
PEO(x, 1) = 3:g° " (x, 1) (191)

with ug € [0, /) denoting the reference position of the localized instanton, and the normalized
zero mode is defined by

Yo 1) = Sl 172
[f(ﬁ (o ', 1)) dx’]

(192)

divergences of the forward Riccati matrix Q = y{_l can appear when the momentum passes through zero
without “physical” consequences. In the example of this subsection, one can find parameters for which the
solution of the forward Riccati equation in (C20) passes through a singularity in (0, 7'), prohibiting forward
numerical integration, while the analytical result (C21) remains finite. This is the reason why we use the
backward Riccati approach for all numerical computations in this subsection.
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Fig.6 Left: Lagrange multiplier A, which, by Legendre duality, is equal to the derivative of the rate function
I, for the KPZ instantons. At the critical observable value z = zc, the first derivative I’F is continuous but

not differentiable, hence the phase transition is second order. Center: The L2 norm of the derivative dxhy

for the KPZ instantons as an order parameter. Right: Results of the numerical prefactor computations for the

non-dimensionalized one-dimensional KPZ equation (171) and average surface height observable (172) for
1/2

different heights z. The solid dark red line shows R; dklgom /dz as obtained from numerical solution

of the backward Riccati equation (188) with numerical parameters as detailed in the main text, whereas the
light red line indicates the corresponding analytical result from Appendix C, eqgs. (C23) and (C24) (with the
appearing products evaluated until k = 100 for this figure). Beyond z = z, visualized by the dotted black

line, the dashed blue line shows the prefactor Iéz [d)\lz"C /dz]l/ 2, computed by solving the backward Riccati
equation with modified final condition (190). Higher temporal resolution of the Riccati equation close tot = 1
would allow to extend the results to z > 9

Numerically evaluating the prefactor by solving the Riccati equation and differentiat-
ing A]ZOC with respect to z using finite differences, we obtain the results shown in the right
panel of Fig. 6 for the leading order prefactor

lgiirol [(Zns)% P (2) exp {‘f’é[f(l)}} , (193)

where r(z) = 0 for z < z. and r(z) = 1 for z > z.. For the solution of the Riccati
equation (188), we also used a pseudo-spectral, anti-aliased code at spatial resolution n, =
128 with the Cole-Hopf transformed KPZ instantons as an input. For the time stepping, the
same Heun integrator with an appropriate integrating factor in Fourier space was used, but
we had to choose a different time resolution for numerical stability reasons. It turned out
that the final condition (190) requires extremely small time steps in the vicinity of t = 1,
and accordingly, we divided the time interval [0, 1] into two subintervals I} = [0, 79] and
I, = [1o, 1] with time steps of a different, smaller size A#, within I, compared to A#; within
I,. All results shown in Fig. 6 were generated using fo = 0.99995, At; ~ 1.1 107 and
Atr = 5- 1072 with n, = 10° time steps in total. Further increasing the resolution would
allow to extend the dashed curve in Fig. 6 to higher values of z, the relevant influence being
the size of At, here. We made sure that the results shown are invariant under modifications
of At, Aty and tj as long as these yield finite results.

From the left subplot of Fig. 6, we see that for the spatially homogeneous instanton, the
numerical results from solving the backward Riccati equation (188) closely match the ana-
lytical calculations from Appendix C. Further, the prefactor beyond the critical observable
value z. only has a weak dependence on z, and the behavior at z > 9 is only due to the fact
that a higher time resolution would be needed there. Furthermore, we show the instanton and
the corresponding solution of the Riccati equation at different times for observable values
7 =2 < zcand z = 8 > z. in Fig. 7. All in all, we have demonstrated with this example
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instanton ¢,(x,t) Riccati field W, (x,y,t)
1
=) .
i
1 = 1= 1.00}—r
) /2 >
0 — T 0
1 - —{t=000}— —{r=011}— t=022 =033 —(t=044}— 7
5213.3 . » | . i $ " . I
o el .| . . . [
w 3
- 5 — ———t0
304 " r Fm/2 =
0 —— —— —t — 0
"/2 ™ 0 /2 7 0 /2 T 0 /2 T 0 /2 T 0 /2 T

T xr xT xT T

Fig. 7 KPZ Instantons in SHE variables (177) (left) and corresponding backward Riccati solutions of (188)
(right) for two different observable values z = 2 < z. (top row) and z = 8 > z. (bottom row). All fields were
computed at n, = 128 and with n; = 20000 time steps (with uniformly spaced time steps for the instantons,
and At; = 5.6- 1073, Aty =2.5- 108 and to = 0.99995 for the Riccati fields). The color bar ranges for all
Riccati snapshots are adjusted to the current maximum absolute value of the field and chosen to be symmetric
around 0, with red symbolizing positive field values. For the spatially homogeneous case z = 2, we see that
the Riccati field remains Toeplitz for all times, starting from a Dirac § final condition (189). For the localized
case z = 8 the final condition for W;(-, -, 1) is clearly dominated by the zero mode dependent part of (190),
leading to a quadrupole-like structure. For decreasing ¢ |, 0, the field transitions into a similar structure but
with a flipped sign

that the formalism developed in this paper can indeed be employed to analyze nontrivial,
spatially extended non-equilibrium systems in the presence of phase transitions.

5 Discussion and Outlook

Going beyond large deviation estimates and obtaining sharp limits for rare events in stochas-
tic systems is important for many applications, including nonequilibrium phase transitions.
Importantly, one obtains the full limiting rare event probability or probability density instead
of merely its exponential scaling, in regimes where direct sampling methods are completely
intractable. In this paper, we have first set out to rederive such prefactor formulas at lead-
ing order for unique instantons [30-33], expressed in terms of Riccati matrices, explicitly
using tools from field theory, i.e. by evaluating the appearing functional determinants using
Forman’s theorem [40]. The resulting derivations are short and conceptually simple. We
stressed the role of the MGF for a vast simplification of the computations, which in particular
simplifies the boundary conditions of the second variation operator in path space. Secondly,
writing the prefactor in terms of operator determinants allowed us to extend the Riccati for-
malism to situations where the second variation around the instanton path that is used for
the expansion is only positive semi-definite due to the presence of zero modes, i.e. degener-
ate submanifolds of instantons. We have demonstrated, using boundary-type regularizations
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[42], that the Riccati approach remains feasible in this case, i.e. that the reduced functional
determinant with removed zero eigenvalues can still be expressed through the solution of
the same matrix Riccati differential equation, only with modified initial/final conditions or
evaluations involving knowledge of the zero modes. Afterwards, we have verified our results
in four different examples involving linear and nonlinear, reversible and irreversible SDEs as
well as a nonlinear irreversible SPDE, the KPZ equation, exhibiting spontaneous symmetry
breaking of the instantons for the average surface height.

With the general treatment of zero modes completed, it is now theoretically possible to com-
pute leading order large deviation prefactors even for multi-dimensional SPDEs such as the
two-dimensional or three-dimensional Navier-Stokes equations where spontaneous symme-
try breaking of the rotational symmetry of instantons has indeed been observed [47, 48]. The
remaining complication for numerical computations is the high dimensionality of the involved
Riccati matrices, and it would be interesting future work to consider low-rank approxima-
tions of the Riccati differential equations [77] in this regard, that could e.g. make use of
the sparsity of the large-scale forcing typically used in turbulence simulations. Alternatively,
an approach based on computing only the dominant eigenvalues of a Carleman-Fredholm
determinant expression for the prefactor [36] could be used for numerical computations,
which will be the subject of a future publication. Another interesting project would be the
development of efficient importance sampling algorithms for rare events as e.g. in [78] for
systems with non-unique instantons due to symmetry breaking.
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Appendix A: Forman’s Theorem for the Second Variation of a General
Action Functional

Proposition A.1 (Forman’s theorem for second order ordinary differential operators
[40, 42]) Let QY, i € {1, 2} be two second order differential operators

. d? o d

Q» = pp— + PV —

0,2 T 4

acting on functions y : [0, T] — R"™. Here, Py, Pl(i), Pz(i) : [0, T] — R™" are

matrix-valued functions. The highest-order coefficient Py, which is identical for both
QW and QP , is assumed to be invertible. We impose boundary conditions

0 J/(O)> (i)(V(T)>_
M (y‘(m TNE @ ) =0 (A2)

on the functions y on which QW acts, where M, N© e R?"*?"_ Then the quotient
of the functional determinants of QW and Q@ under these boundary conditions,
assuming Q@ has no zero eigenvalues, is well defined and can be computed as

+ P (A1)

1/2
Detym yo (L) dety, (MO YD (0) + NDYD(T)) [ det, YO (0)dety, YO (T) /
2 = . (A3)
Detyo) yo (Q®)  dety, (M@ TR (0) + NOYR(T)) | deta, YD (0)detr, YD (T)

Here, Y® : [0, T]1 — R¥*?" is any fundamental system of solutions of the homoge-
neous first order equation

) d ~ . 0 ‘ 1xn V4
Qy =0 o —(?):r[sﬂ”](’f):( nxn ) (V).
i’ ar \ 7 v) \= PP |- TP )\ ¥

(A4)

In the remainder of this appendix, we focus on operators originating from the second
variation of a generic action functional

T
S[p] = /0 L. §)dr (AS)

for paths ¢ : [0, T] — RR” with boundary conditions that we do not specify in this section.
Expanding the action to second order around a stationary path ¢ yields the following quadratic

form:
2 LT y> Vil VyVuL <y>
5S[¢>][y]—2/0 <<y \v;vor v 5 ant, (A6)

with the convention

<V¢V~L) - L (A7)
7)1 aiog;

and all derivatives of L evaluated along ¢. We transform this expression into the form
1T . L .
5 Jo (v.Qy), dr via partial integration:

sty = [ 5.(53)3), b (90530)3), - (53%08) ), b (532) ), 0

= =1
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n= 3 (A3 ) b (38 5)), @
=3 [0S (e (5ve))) (e (Svet) )+ (%o 95] ) 7)o
1 Z+f()T<V’ ([%,vq;] L) %y>n—<y,%(V¢V¢L> y>ndt.

5 {r (Vvor) ),
(A8)

Here, [-, -] denotes the commutator of two operators. With the definition 6 := V¢L for the
conjugate momentum and hence

= (Vq%L) v+ (vd;vd)L) y (A9)

for the momentum fluctuations, the additional boundary term that we obtain and that needs
to vanish through the imposition of suitable boundary conditions (cf. main text) for the

T . .
0° leaving us with

. .1
fluctuations is 5 (v, ¢),

ssionn =3 [ [-5 (30 &)+ (5o ve] 1) 5
=3 Ve \Vet ) & »Velt) 4
d
2 _ - .
+ (V¢L) o (V¢V¢L)] y>n dr . (A10)
Written in this way, the Jacobi operator [79], i.e. the second order linear differential operator
d 2.\ d d 2 d
Q= Q] = [_E ((vd.)L) 5) +([Vs. 9] 1) =+ (Vi) - = (V¢V¢L)]

(A11)

realizing the second variation is L2([0, T, R")-self-adjoint, i.e. (y1, Qy2) = (Qy1, y2) for
all fluctuation paths with boundary conditions such that (¢1, y2), |g — {(y1, &), |g =0.
For the first order equation in Forman’s theorem, we read off

Py = —viL (A12)
d
Pi=[Vo. V4] L - 3 (V3L) (A13)
d
_w2;_ Yo
Py=ViL- - (V¢V¢L) . (A14)

The first order version of the Jacobi equation
Qloly =0 (A15)

appearing in Forman’s theorem hence becomes

d a Onxn nxn
dr (;) :F[Q]@) B (—(PorI PZ}—uiorl Py ) (Z)
_ _ Onxn ‘ _ luxn v
B ((ViL) (3L 8 (gver))|(v3L) ([Veva) - & (V;L))) (V) ‘

(Al6)

In many application, such as in this paper, it is more natural to switch to a Hamiltonian instead
of a Lagrangian formulation of the Jacobi equation. In fact, we have already seen above
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that the natural boundary conditions for the fluctuations include the conjugate momentum
fluctuations. Due to this reason, we associate to the fundamental system of solutions Y of €2,
understood as a first order differential equation (A16) in (y, y), the following fundamental
system of solutions

s lan Oan
T: =AY, A== . (A17)
<V¢V¢,L viL
The transformation is invertible iff Py = —V;L is invertible (which is exactly an assumption
of Forman’s theorem) with
1 lan ‘ Ol’lX}’l
AT = 2\ ! >\ T - (A18)
—(V2L) vgVeL|(v3L)
A straightforward calculation then shows that
d - . s -
ET =(AAT +ATAT) T =T[Q]T (A19)
with
-1 -1
2 ) 2
rQl = _(véL) (V¢V¢1L) ‘ (Vq'sL) - = (Vevg”’ Vit )
2 . 2.\ . . 2.\ —V4H |-V4VoH
V3L —(pVyL) (V3L) <V¢V¢L>‘(V¢V¢L) (v3L) o1 Ve
2
:< Onxn ‘1”") Vol ‘V‘PZ‘)H = JV2H, (A20)
_1n><n‘0n><n V9V¢H‘ VoH

where J is the standard 2n x 2n symplectic matrix. The second equality in (A20) holds if ¢ is
a critical point of the action functional, or, equivalently, (¢, 6) is a solution of the canonical
equations of motion

d (o) _ _( VeH(¢,0)
E(@)_JVH(¢’0)_<—V¢H(¢,0)) (A21)
The Hamiltonian H is defined via
H(,0) =sup ((0,y), — L(®,y)) = (0. $(0.0)) — L(¢, (6., 0)), (A22)
y

where the second equality follows by assuming strict convexity of L in ¢ and solving the
implicit equation 0 = 9L (¢, ¢)/0¢ for ¢. Let us summarize the results of the transformation
in the following proposition.

Proposition A.2 (Forman’s theorem for second variations in Hamiltonian formulation

(cf. [80])) Let
T
S[p] = /0 L. §)dr (A23)

be an action functional with V(?)L independent of ¢ and é, and consider two paths

é1,¢2 1 [0, T] — R" that are critical points of the action. Then the quotient of
Sfunctional determinants of Q[¢;], realizing the second variation of S along ¢; as

1 T
8 S[eilly] = 5/0 (r @, (RQeily)(@)), dt (A24)
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with boundary conditions A; imposed on the fluctuations, can be computed as

Detyr, v, (1)) _ detay (M1 Y1(0) + N1 T1(T)) [detznTz(O)detznTz(T) } 2
Detu, v, (R[2])  dety, (M2 Y2(0) + NaYo(T)) [ dety, Y1 (0)detr, Y1 (T)

(A25)
Here, M;, N; € R¥*? impose the boundary conditions A; for (y,r) =
(v, (V;L) y + (V¢V¢L) y) as

y(0) y(T)
M; N;j =0, A2
(4(@)* <c<T>> 0 $2
which we assume to guarantee the condition
(€1, v2)alg = 1. 2)alg =0 (A27)

for all variations (yy, ¢1) and (v2, ©3). Further, Yy : [0, T] — R*"™?" is any funda-
mental system of solutions of the Jacobi equation

N B
dt(g)_J V2H (¢, 6) <§> (A28)

Remark A.3 1If the second order coefficient matrix V;L does depend on the path around
which the expansion is performed, as is the case for multiplicative noise in the main text,

—-1/2
then considering variations (V;L) y instead of y naturally leads to the computation of
the ratio

. —1
Detys, v, <(V;;L(¢1,¢1>) Q[m)

— (A29)
Dety v ((vj,L(«pz, 9)) Q[¢2])

instead, to which the proposition can then be applied without any further changes (note that
for these new operators, the second order coefficient matrix will be negative unity, and the

N
other coefficients are multiplied by (V; L(¢i, i )) , which yields the same equation in (A4)
as before, thereby leaving (A28) invariant).

Example A.4 For the Freidlin-Wentzell Lagrangian
. 1,. .
L) =5 (b —b@).a” ) (§~ b)), . (A30)
the corresponding Hamiltonian is given by
1
H(¢,0) = (b(9),0), + 3 0,a($)0), - (A3D)

The derivatives of L and H are

ViL=a""'(¢) (¢ —b(@) =0, VsL=-Vb@) 030, Va(g)0), .
ViL=a"'(9)
V3L = Vb(g) a ' (¢)Vb($) — (V2b(9).0),
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+Vb(@)Ta” (@) (Va(@)0)"
+ (Va(@)0) a~ ' ($)Vb($) + (0. Va(p)a™ (0)Va(9)0), — 3 (0. VZa($)0),
VpViL = —=Vb($) a~'(¢) — (Va(@$)0) a ' (@),
ViVl = —a”' ($)Vh(¢) —a” ' (¢) (Va(@)h) , (A32)
and
VoH =b($) +ab, VoH =Vb(@$) 6+ 16, Va)e), ,
ViH =a(@), ViH =(Vb(¢).0) + (0. V?a(#)0), .
VeVeH = Vb(@)" + (Va()0)" . VoVeH = Vb(g) + (Va(@)0) . (A33)

where we use the notation

[Va(9)0];; = 9;aix(9)0k . (A34)

Hence

d d
Qlp] = <—— —Vb(¢)" — (Va(qs)ef) a'(¢) (5 — Vb(¢) — <Va<¢>>9>)

dr
—(V2b(9).6), — %(9, V2a($)o), (A35)
and
_ Vb(¢) + (Va(¢)b) \ a(®) )
Flel= <—(V2b(¢),9>n — 100, Va8 |-Vb@ - Vap) ) A0
Example A.5 For the Lagrangian
. 1 .
L@, ) =Sl + V($) (A37)
appearing in quantum mechanics in imaginary time, with Hamiltonian
1 .
H(.0) = 319l = V), (A38)

Jacobi’s equation becomes
d Y Onxn | lnxn Y )
— = A39
dt(§> (v V(¢>onxn><c (A3

d2
[—@ + V2V(¢)] y =0, (A40)

or

which is the classical Gel’fand-Yaglom formula [4, 39].

It is well known from the calculus of variations that, if the Jacobi equation (A15) has no
conjugate points [81] in [0, T'] (“Jacobi condition”), then it is possible to construct a solution
of a certain symmetric matrix Riccati differential equation [82], either forward or backward
in time, out of solutions (y, ¢) : [0, T] — R2%" (if, depending on the solution, either y (#p)
or ¢ (p) is invertible for any #y € [0, T'] and hence for all ¢ € [0, T] [83]):
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o W:=¢y [0, T] - R"™" satisfies the backward Riccati equation
W =—ViH—WVeVyH — (VyVoH) W — W (V;H) W. (A41)
e Q=W =y¢71:[0, T] - R"" solves the forward Riccati equation

QO =VIH+ QVyVeH + (VoVyH) O+ Q (vgﬂ) 0. (A42)

Remark A.6 1f it exists, the solution of the backward matrix Riccati equation W can naturally
be connected to the positive definiteness of 828 [79], which is why the fact that Riccati
matrix differential equations appear in the functional determinant computations is not very
surprising from a calculus of variations perspective: Observing that

-1
2 X 2
ViL=W o+ (W=VyvyL) (V3L) (W= V;9L) (A43)

and inserting this expression for V(%L into the second variation, we obtain, assuming that

V;L is positive definite (“Legendre condition”),

2

52SIelly] = % Ve Wy ale + ;/OT H(ng)l/z [y - (qusL)_l (W= v;9L) y] dr,

(A44)

which can be used to show that §2S[¢][y] > O for all y # 0 under appropriate boundary
conditions.

Appendix B: Sharp Moment-Generating Function Estimate for Nonde-
generate Instantons from WKB Analysis for a General Hamiltonian

As a reference, we state a general sharp estimate for the MGF of a final-time observable
fR"—> R

A% (L) = By [exp {%f (X;)” (B1)

for a (¢ > 0)-indexed family of continuous-time Markov processes (X v ) 1€[0.7] with state

space R”, deterministic initial value X° = x € R” and generator L, which we assume to
satisfy a large deviation principle as ¢ | 0. Defining (see e.g. [84])

H.p :=8exp[—f}Lgexp{f} (B2)
e e
for test functions ¢: R” — R as well as the LDT Hamiltonian H: R"” x R" — R,
(¢.60) — H(¢,0) via
H(-,V¢) =lim Hyp, (B3)
el0
we have the following result, obtained via WKB analysis of the Kolmogorov backward
equation for A";} \):
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Proposition B.1 (Sharp MGF estimate for nondegenerate instantons from WKB anal-
ysis for a general Hamiltonian) The MGF A‘“} for e | O satisfies

e 1
450 Y R/\CXP{ (xf ($4(T)) — / <ex,d¢x>n+H<¢x,9A>T>} (B4)

e
with leading-order prefactor

Trq
R, =exp / (— HSS> de ¢ . (BS)
o \del,—o (. 2.(6)

Here, (¢y., 6).) solve the instanton equations

d (&) _ _( VoH (. 6) _ ~
dr (0,\>_NH(¢*’ ek)_<—V¢H(¢,\,0A)) » $2(0) = x, 0,(T) = AV f($2(T)) .
(B6)

which are the relevant characteristic for S: [0, T] x R" — R, solving the Hamilton-
Jacobi equation

0, S, x)+ H(x,VS(t,x) =0, ST,x)=xrf(x), B7)
such that
VS (t, ¢2.(1)) = 0,.(2) . (B8)
For the evaluation of the prefactor R, the second derivative of S along the character-
istic
VS (1, g2 (1)) = Wi (1) (B9)
with W,_: [0, T] — R™*" can be found by solving the backward Riccati equation

(B10)

Wi = —V3H — WyVgVeH — (Vs Vo H) Wy — Wy (ViH) Wy,
Wi(T) = AV f($r(T)) .

Remark B.2 Asremarked in [31], it is possible to transfer the backward to the forward Riccati
equation in general solely on the level of Riccati equations (if both are well-posed for the
problem at hand), the general link being

dety (Inxn — W(TQ(T)) ! ) (o2
dety (Inxn — W(0)Q(0)) _eXp{/o w|(vim) e (VQH)W]d’} B

with Q solving

Q':V§H+Qv¢,v9H+(V9V¢H)Q+Q(V§H)Q. (B12)
Derivation of Proposition B.1 Analogously to [31], we define
ug(T —t,x) = E, [exp {%f(xf)” » ug(T,x) =exp {%f(x)} (B13)
such that A?()\) = u(0, x) and u; solves

Oiug + Leug =0. (B14)
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The WKB ansatz
S, x)
£

ug(t, x) = Zg(t, x) eXp{ } s S(T,x)=rf(x), Z(T,x)=1, (B15)
where we later assume that Z, = Z + O(¢), leads to
S1[1 Ze
expy—¢ | —Ze0;S+0,Z. + —H: (S+elogZ:)| =0. (B16)
e)le &
Expanding H; yields

d
H. (S+elogZ)=H(,VS) +e [d—

vz
H,S + <V9H(-, vS), 7>

|+oe.

€ le=0 n
(B17)
50, at order £ !, we obtain the Hamilton-Jacobi equation
S+ H(,VS)=0 (B18)

for § as expected, which can be solved by the method of characteristics, yielding the instanton
equations (B6). Differentiating (B18) twice and plugging in the characteristics results in the
Riccati equation (B10). For the determination of the leading order prefactor Z, we note that

at order &9,

d
%Z+(VeH (-, VS),VZ), + (&

H€S>Z:0. (B19)
e=0

so evaluating Z (¢, x) along the characteristic ¢, where Vo H(-, V.S) = @ results in

d d
EZ(I’ $(1) = — ((T HaS> Z(t, $p(1)), (B20)
! €le=0 . 6(1)
which can then directly be integrated to get Z(0, x). m}

Example B.3 For an It6 diffusion

{dxf = b(X?)dr + /o (XP)dB, , B2
X5=x
with the generator L. acting via

(Le f) (x) = (b(x), V f(x)), + %tr [a@) V2 F ()] (B22)

we have

1
(He f) (x) = {b(x), V() + 2 (Vf(x), a)V f (D), + %tr [a@) V2 F()] . (B23)

so the Hamiltonian is of course given by

1
H(g.0) = (b(¢).0), + 5 (0. a(@)b), . (B24)

Furthermore, since
d
de
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and

. 1
(97 ¢)n —H(p,0) = E (0, a((p)@)n s (B26)

we indeed arrive at the MGF estimate

e 1 1 (7
4500 Y R/\CXP{ (Af(m(T))—E fo <0A,a(¢x)ex>ndt)} (B27)

&
with prefactor
1 T
R =exp {5/ tr [a(¢x)WA]dt}
0

exp 3 f w[(Vb(@n). 0], + 3 (62, V2a(63),) 0] ar]
B [dety (Lnxn — AV2 £ (1(T)) Q1(T))]'?

where the Riccati matrices Wy, Oy : [0, T] — R"*" solve

(B28)

Wy = —Wialgn) Wi — [Vb (9T + (Va(g)on) "] Ws
—W,. [Vb ($2) + (Va()00)] — (Vb (). 9A>,, — %(9» Vzd(db\)@x)n ,
Wi (T) = AV f($(T)) € R,
(B29)

and

01 =a@+ 0 [V @ + (Va6 |
+ (V6 (¢) + (Va@)0)] Qs+ 0 [(V6(@). 6;) +1 (0. V2a(6:06) 01
0,(0) =0nxn.
(B30)

Example B.4 Since previous papers [30-33] have mostly dealt with additive noise, we test
the more general case of multiplicative noise that is included here in a simple toy example.
Consider the one-dimensional Ito SDE

{de = —BXfdr + 2 XEdB,

B31
X1 (B31)

describing geometric Brownian motion. Using It6’s lemma, this SDE can be solved explicitly
to get

X; =exp{~(B+e + 2B} , (B32)

and hence the distribution of X, is log-normal with PDF

e, L1 | (ogx—(B+eT)
po(x) = JameT x exp{ 2T } . (B33)
Choosing
fx) = % (logx)? (B34)
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as our observable, we can explicitly evaluate the MGF Agf (») for A < 1/(2T) by integration
of the PDF, obtaining '

AS() = [1 — 2271712 {’3”2} { erT? } {*W}
rR) = =2 E e ) T [P s a — oy | P e 20 — 2ol |

=R, =1+0(s)

(B35)

We will now reproduce this result at leading order using the general theory stated above. For
the Hamiltonian

H($,0) = (¢0)* — Bg0 , (B36)

the instanton equations become
b= (1. 00) = =B + 2070, $:(0) =1
6 = =5, 6,) = +B6, — 26,67, 6,(T) =280 .

In addition to the Hamiltonian H being conserved along the instanton, we can read off that
the quantity

B37)

e = @0, = 6,.(0) = Alog ¢ (T) (B38)
is also conserved. We obtain
. 2c§ — Bea
o= e = Cer =B s = (1) =exp{2cy — Bt} (B39)
and hence
) = AT (B40)
T
from the final time condition, the instanton trajectories then being
(1) pt 0 pi (B41)
=expyi——— ¢, =crexpy———1¢ -
* PlrT—aar PEOEP\T o
The O (8’1)-contribution of the instanton in the exponent becomes
1 T 1 C2 A ﬂZTZ
—(» T)) — 202 | = - (2 - T | =2 ——— B42
s(f(‘m ) /0 0 ) g<2x K & 2(1—2AT) (B42)
as expected. The prefactor at leading order in ¢ is
T T
R;. = exp {/ qb%WAdz} =: exp {/ det} (B43)
0 0
for
Wy, = =202 — 2(4cy — BYWy, — 202 W2,
[WA(T) _ 1=loggn(T) (B44)
@(T))

and hence, for the transformed Riccati solution Wx = qb% Wi,

7 2 i )
{VV)L = —ZC/\ — 4C)LW)\ — 2WA , (B45)

Wi (T)=xr(1-2).
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The solution of this Riccati equation with constant coefficients can easily be integrated to get

- 1+ ¢, (C), —2t) 1d
Wa(l)=——F"—"—" = — ——log (2t — C B46
2 (1) G Cl+2dz og ( 2) (B46)
where the integration constant C,, determined through the final condition, is
1 —2AT
C)=——. (B47)

A
Evaluating (B43) then reproduces R, as found in (B35).

Appendix C: Prefactor for Spatially Homogeneous KPZ Instantons

In this section, we want to evaluate the term

R —F [e%,\*;"m Jedx Y(x,1)v2f(q§“"“(T))Y(x,1)e£fo1 dr fldx fidy Y(x,t)26(x7y)(p?"m(y,t))zY(x,t)]

I 2 1 I
=]E[exp{—§/o dx (exp{—z} Y (x, 1))2+%/0 dt/o dx (exp{—zz}Y(x,t))zﬂ
(ChH

for the Gaussian fluctuations Y = (Y (x, 1)) ¢[0.1, ref0,17 around the spatially homogeneous
KPZ instanton (179) for the PDF prefactor in (182), where we consider the fluctuations in
the Cole-Hopf transformed fields. These fluctuations satisfy the linear SPDE

atY(x7 l) = aXXY(x7 t) + qu(X’ t)pZ(xv t)Y(-xv t) + qZ(x7 Z)n(x7 t)
= 0y Y (x, 1) +2zY (x, 1) + exp {zt} n(x, 1) (C2)

with initial condition Y (-, 0) = 0. We define the Fourier transform of Y as

N 1 /! kx
Yi(t) = 7/ dx Y(x,t)exp —27117 (C3)
0
for k € Z, such that
A k
Yoo, 1) =3 Tet) exp izm—x} . (C4)
keZ !

Then R, becomes

! . 1z* ! .
R; :E[exp[—gzwxp{—z} Yk(1)|2+%/0 er|exp{—zt}Yk(z)|2” (C5)

keZ keZ
in terms of the Fourier modes (I}k (t)) solving
keZ, t€[0,1]
d ., 27k \? . R R
aYk(I) =—|\7) - 2z | Yi(@) +exp{zt} (), Yi(0) =0 (C6)

with white in time and uncorrelated complex Gaussian noise

E [ (1) (e ()] =17 e wrdt — 1), (C7)
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i.e. for k # 0 the real and imaginary parts of 7y are independent real Gaussian variables with
variance (21)~!, and fj_; = fi; due to n being real. For k = 0, Im7p = 0 and Re 7)o has
variance /~!. Hence (simultaneously rescaling all Re /i to unit variance)

A 2 1 A
R.=FE |:exp =;|exp{z}Re To(D)2 + %/0 dr|exp {—zt} Re Yo(t)|2” x

2
) 2 a1 00
x {E |:exp{;Zlexp{z}Refk(l)|2+2/0 dt2|exp{zt}Re?k(z)2}H (C8)
k=1 k=1

1
=K |:exp —g (l exp{—z}Re I?o(l)l2 - Z./O dr|exp{—zt}Re ?0(1)2> }:| X

2
o0 1
X |:k1i[lE |:exp {—; (l exp{—z} Re Vx(1)|? —z‘/o dr |exp {—zt}Re ?k(t)|2>}:|:| (C8)

For z = 0, we have R, = 1 of course, and we start by considering the case z < 0 now where
the spatially homogeneous instanton remains the global minimizer of the action functional
for all z. Then, rescaling to a standard real Ornstein-Uhlenbeck process via

21k \? 5 2mk\?
Z= (T) +lzl|  exp{—zt}Re¥i, s= (T) +lzl|r

—-1/2

2
1| () vra] re 10

172

el B 2l (35) "+
x 1_[ E | exp 3 2 )2 + 3 f ds ZS2
k=1 2 [(27117k> + |Z|:| (%) Hzl (27*]() + 1zl 70
(C11)
with
dZ, = —Zds +dW,, Zy=0. (C12)

Hence, the problem reduces to the computation of the expectation

T
E[exp{a (Z% +20{/ ds Z?)” (C13)
0

of a standard one-dimensional Ornstein-Uhlenbeck process with &, T > 0. This problem can
be solved using the same functional integration methods as in the main text, or e.g. by using
the Feynman-Kac formula. We follow the latter strategy here. In order to cover all cases that
will appear for positive z as well, where coefficients 0 and +1 for the Ornstein-Uhlenbeck
drift are possible, we consider

T
E@B,T)=E [exp {(x ((zﬁ)z + 2a/0 ds (Zf)2> ” (C14)
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with
dzf = —pzPds +aw,, z§ =o0. (C15)

in the following where 8 € {—1, —0, +1}. Then we know that

E(a, B, T):/ dy exp{ay?} Kqo.5(y, T;0,0) (C16)

—0oQ

where the propagator Ky g(y, s; x, t) from point x at time ¢ to point y at time s solves

aSKavﬁ(y’S;O’ 0) =:33y (yKa,f}(y,l;O,O))—F %3nya,ﬁ(y9t;0, 0)
+20%y2 Ko p(y, 1;0,0), (C17)
Ko p(y,0,0,0)  =368(y).

A Gaussian ansatz for Ky g leads to

s 2
Ky p(y,5:0,0) = [271’ Qo,,,g(s)]fl/2 exp :20[2/ ds’ Qa,,g(s’)} exp {— Y }
0

ZQOl.ﬂ(S)
(C18)
with
& 0up(s) =1 =280 p5(s) +4a% Q0 p(5)?, ©19
Oa,p(0) =0.
The solution of the Riccati equation in the relevant cases that we need are:
inh 2_4 26
sini (»,//3 o A) ’ 40{2 - ﬂz,
B sinh(\/ﬂ2—4a2 s)+\//32—4a2 cosh(\/ﬂ2—4a2 s)
s 40[2 — /32
— ) 1+Bs> , 5
Q. () sn( /35 L (20)
s 4o > B~
ﬂsin(\/4a2—/32 s)+\/4a2—ﬁ2 cos<\/4a2—/32 s)
tangiots) ’ 40 > g2 =0.
Hence, the expectation is
o , exp {20[2 fOT ds’ Qa,ﬁ(s/)]
E(@, B, T)= / dy exp oy’ Ko p(y,T;0,0) =
. a7} K VT 2000 5(T)
_ 12
exp{BT}/ B2 —4a? 4(12 < 52
Ny cosh<\/ﬂ274a2 T)+(ﬁ72a)sinh( B2—4a? T) ’ ’
- -1/2
exp{BT} 2 _ p2
_ [1+(ﬂ—2a)T] : ot =p7,
=1r 1/2
exp{BT}+/ 402—p2 4a2 -~ 52
\/4a2—ﬁ2c0s(\/4a2—;32 T)+(ﬂ—2a)sin( 42— 2 T) ’ ’
- —1/2
[ﬁsin (% —2aT)] , 40% > g2 =0.
(C21)
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For negative z, the cases that appear are

K=0: a=1 p=1,T=]z, case 4o’ = p%in (C21)
2200 =2/ (2[(F) + 1)) B=1. T = (FE) + 1, (C22)

case 4a2 < B2 in (C21)

and we thus find

= 27k \ |22 |z[2
RZ:exp—i-?H Al + Izl l—ﬁ l—ﬁ
i ()" + 1] ()" + ]

2 2 ]
x cosh 1- % |:<271Tk) + Izl 1- ] |Z2|
[(”;—k) +|zl] - ) 4kl
\
-1
2 2 ]
% sinh 1- % |: ?) + Izl (C23)
[(27£)? +1a) :

for the prefactor at negative z, which increases monotonically with increasing absolute value
of z and can be seen to be finite for all z < 0. For z > 0, a similar analysis leads to the
following cases:

2

=)
~

0=(Z) <z: a=-1, p=-1, T =2z, caseda® = B2 in (C21)

0<(#)2 D a=-z/2, =0, T =1, caseda® > g2 =0in (C21)

0<(27;—k)2< Da=-z7/(2 z—(#)z),ﬂ:—l,T:Z (M)Z,case4a2>ﬂ2in(c21)

0< z<(2’lf—k) Ca=—z/(2 (#)z—z),ﬂ (7) -z, cases4oc2Eﬂzin(CZI)possible,

(C24)

and the corresponding E(«, 8, T)’s need to be multiplied together for each z to get the
prefactor.

In particular, we can use this result to explicitly find the critical point z. = z.(/) if the
dynamical phase transition is second order. At this point the first factor, namely for k = 1,
diverges and becomes negative; i.e. at the critical observable value the spatially homogeneous
instanton ceases to be a minimizer and transitions into a saddle. Setting the denominator in
the third case of (C21) to zero fork = 1 and z > 0, we find that the critical point is determined

via the equation
2w 27\ 7! 2
2Zc(l) l + T 21(:(1) - l =0.

Focusing on / = m as in the main text and numerically determining the smallest nontrivial
real solution to (C25) yields

tan (C25)

zc(l = ) =~ 2.82588980079639 . (C26)
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We remark that for other domain sizes, it is possible that the transition is first order and hence
the point where the prefactor for the homogeneous instanton diverges is a priori unrelated to
the critical point, or that other modes than k = 1 become unstable first.
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