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NUMERICAL ANALYSIS OF PARALLEL REPLICA DYNAMICS

GIDEON SIMPSON! AND MITCHELL LUSKIN!

Abstract. Parallel replica dynamics is a method for accelerating the computation of processes charac-
terized by a sequence of infrequent events. In this work, the processes are governed by the overdamped
Langevin equation. Such processes spend much of their time about the minima of the underlying poten-
tial, occasionally transitioning into different basins of attraction. The essential idea of parallel replica
dynamics is that the exit distribution from a given well for a single process can be approximated by the
distribution of the first exit of NV independent identical processes, each run for only 1/N-th the amount
of time. While promising, this leads to a series of numerical analysis questions about the accuracy
of the exit distributions. Building upon the recent work in [C. Le Bris, T. Lelievre, M. Luskin and
D. Perez, Monte Carlo Methods Appl. 18 (2012) 119-146], we prove a unified error estimate on the exit
distributions of the algorithm against an unaccelerated process. Furthermore, we study a dephasing
mechanism, and prove that it will successfully complete.
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1. INTRODUCTION

Parallel replica dynamics (ParRep) is a numerical tool first introduced by Voter in [26] (see also [22,27])
for accelerating the simulation of stochastic processes characterized by a sequence of infrequent, but rapid,
transitions from one state to another. A standard and important problem in which such a separation of scales
is present is the migration of defects through a crystalline lattice; see [22] and references therein for examples.

Roughly, the idea behind parallel replica dynamics is as follows. Suppose a trajectory spends time ¢ in a
particular state, before transitioning into another. Furthermore, assume t is large, relative to the scale of the
time step discretization. We wish to avoid directly simulating a single realization for time ¢. We approximate the
simulation of a single trajectory for time ¢ with N independent copies, each simulated for time ¢/N, and follow
the particular trajectory that escapes first. This holds out the promise for a linear speedup with the number of
independent realizations we are able to simulate.

Of course, this is not exact, and error is introduced. A particular concern is error in the exit distributions of
the system as it migrates from one state to another — does ParRep disrupt the state to state dynamics? Inspired
by the tools proposed in [4], we prove an error estimate on the exit distributions over a single “cycle” of ParRep
(the transition from one state to the next).
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1.1. The algorithm

We assume the system we wish to accelerate evolves according to the overdamped Langevin equation,
dXt = —VV(Xt)dt + 2/671(:13,5, Xt S Rn, (11)

where B; is a Wiener process and [ is proportional to inverse temperature. Though ParRep was originally
developed for the Langevin equations, it is readily adapted to this problem.

We next assume that our system is such that V' has a denumerable set of local minima, z;, j = 1,2,... For
each minima, we associate a set W; C R™, the “well.” W; could be the basin of attraction of z;; if y(t) solves
the ODE

y=-VV(y), y(0)=yo€R",

then
W = {yo 2 dim y(t) = l‘j}-

However, this definition is not essential; for the sake of our analysis, W; need only be a bounded set in R" with
sufficiently regular boundary.
This motivates defining the well selection function,

S:R" =N, (1.2)
which identifies the basin associated with a given position. Associated with this is the “coarse grained” trajectory,

S = S(X) (1.3)

which only identifies the present well.

If the wells are “deep” with well-defined minima, then X; will infrequently transition from one to another.
Such a well corresponds to a metastable state. Much of the simulation time will be spent waiting for a jump to
occur. The goal of ParRep is to reduce this computational expense by providing a satisfactory approximation

of the form
S, ~ S ArRer, (1.4)

In other words, we are willing to sacrifice information about where the trajectory is within each well, for the
sake of rapidly computing the sequence of wells the trajectory visits.

We now describe the ParRep algorithm in the following steps: the decorrelation step; the dephasing step; and
the parallel step. These steps are diagrammed in Figures 1 and 2. We assume that the reference process X}°f
enters well W; at time tgip,.

A. Decorrelation Step: Let Xtref evolve under (1.1) for tgim < ¢ < tgim + teorr-
o If
S(XI) = S(X;1)

tsim
for all tgim <t < tsim + teorr, then time advances to tgim + tcorr and proceed.
e Otherwise, denote the first exit time from the well,
T =inf {t| S(X{, 10) # S(X5)}
and time advances to tgm, + 7. Return to the beginning of the decorrelation step in the new well.

B. Dephasing Step: In conjunction with the decorrelation step, we launch N replicas with starting positions
drawn from distribution ughase. These are run for tppase amount of time, the dephasing time. If at any time
before tpnase @ replica leaves the well, it is restarted. A replica has successfully dephased if it remains in the
well for all of ¢, hase-
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FI1GURE 1. An illustration of the decorrelation and parallel steps of the ParRep algorithm in
the case that the reference walker never leaves well W. th* is the first process to exit the well,
doing so at the computer time t.orr + 7*. This is then translated into the lab, or physical, time
tsim + teorr + NT*. See Figure 2 for an illustration of a dephasing step.
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FI1GURE 2. An illustration of a dephasing step for the ParRep algorithm. In this implementation,
the replicas all start from the same position; ,ughase = 8, When X2 leaves before tphase, it is
relaunched from the same position.
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At the completion of the decorrelation and dephasing steps, assuming the reference walker has not exited,
we have N independent walkers with the same distribution. We discard the reference process. If at any time
during the dephasing process the reference walker leaves the well, the dephasing process terminates and the
replicas are discarded.

C. Parallel Step: We now let the N replicas evolve independently and define

ky = arg}gnin T", (1.5a)
X=X/, (1.5b)
T =T". (1.5¢)
The system advances to the next well:
tsim = tsim + teorr + NT* (1.6a)
Xttt NT: = X (1.6b)

Finally, we return to the decorrelation step.

This is a different dephasing algorithm than described in [4]. There, after the decorrelation step, the replicas
are initiated at the the position of the reference process and run for ¢,phasc. The simulation clock is not advanced,
and replicas are replaced as need be should they exit the well. Our implementation has the advantage that no
processor sits idle.

The reader may wonder why we would want to have a distinguished reference process — why not relaunch the
reference process, as we would a replica, should it exit? We retain this feature to allow for realizations where
the process is in a well for a very short period, far less than the decorrelation time. These correlated events,
such as recrossings, appear in serial simulations and should be preserved. One may also ask why we discard the
reference process. This is to simplify the analysis, as it permits us to declare that the N replicas are drawn from
the same distribution when the parallel step begins.

In addition to the choice of tcorr and tpnase, there is also the question of what ughase should be. Again, there
is significant flexibility. One possibility is to allow the reference process to evolve for some amount of time,
and then the replicas could be launched from its position. A method used in practice is to find a local minima
associated with the well, and initiate the replicas from that position, [21]. We emphasize that the dephasing
mechanism need not depend on any information associated with the reference process.

In principle, ParRep offers a nearly linear speedup with the number of independent replicas, provided tcopy 18
short relative to the typical exit time. With the explosion in the availability of distributed computing clusters,
parallel replica dynamics is an attractive tool for studying infrequent event processes.

1.2. Main results
The essential aspects of a process undergoing infrequent transitions are

e How often does it transition from one state to another?
e What state does it transition to?

These properties are captured in S;. To assess how well Sp 7P

: approximates it, we are motivated to first
consider the exit distribution of a process, and how well it is preserved. In [4], the authors proposed a rigorous
framework in which to study ParRep. The purpose of this study is to unify those ideas and assess the total

error, over a single cycle of ParRep, as a function of the parameters.
Note. For brevity, we shall now take tg, = 0 and W; = W. Throughout our paper, we shall assume:

e W C R" is bounded;
e OW is sufficiently smooth;
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e V is sufficiently smooth on W.

Though W need not correspond to a basin of attraction, we shall continue to call it a well.
To motivate our results, we introduce some important objects. Let p; denote the law of Xy, conditioned on
having not left the well:
Pro[Xy € A, T > ]

u(A) =P (X, € A| T >t] = P [T > 1 . (1.7)

The above expression is the probability of finding the processes, X;, in the set A C W, at time ¢, conditioned
on the exit time from the well, T, being beyond ¢, and X being initially distributed by po. Additional details
on our notation are given below, in Section 1.4. Under certain assumptions, the limit

tlim e =V, (1.8)

exists. v is the quasistationary distribution (QSD) and characterizes the long term survivors of (1.1) in well W.
The properties of v are reviewed for the reader in Section 2.

In the following theorems, we shall refer to “admissible distributions.” This class is quite broad and includes
the Dirac distribution. It is defined and explored in subsequent sections. First, we have the following result on
the convergence of the exit distribution of X;.

Theorem 1.1 (Convergence to the QSD). Assume g is admissible. There exist positive constants Ao > A1, C
and t, such that for all t >t and bounded and measurable f(7,¢) : RT x OW — R we have

B [f(T, X7)] — B [f(T, X1)]| < O f]| oo™ 27201,

The constant C' is independent of t and f.

Taking t sufficiently large so as to make this small corresponds to the satisfactory completion of the decorrelation

step; this reflects (1.8). We give a more precise statement of this theorem at the beginning of Section 3, after

introducing some additional notation in Section 2. This result also plays a role in studying the dephasing step.

The constants C' and ¢ depend on pg, V, and the geometry of the well. We will use the notation Cppase and

Ceorry and Lpae and £, to distinguish the constants induced by the dephasing and decorrelation steps.
The next result ensures that the dephasing step terminates successfully:

Theorem 1.2 (Dephasing process). For an admissible distribution ,ughase and tphase > Lphase”

A. Dephasing produces N independent replicas with distributions jiphase;
B. Given any € > 0, by taking tphase >t

phase’
|Ellphase [f(Tk,Xéik)] _ Y [f(T, XT)H < Cphasee—(Az—Al)tphase HfHLoc

C. The expected number of times a replica is relaunched is finite.
Next, the error in the parallel step cascading from the dephasing step can be controlled:

Theorem 1.3 (Parallel error). Given tphage > t let

phase’

= —(A2—=A1)tphas
ephase = phasee ( 2 1) phase’

and assume the dephasing step has produced N i.i.d. replicas drawn from distribution fiphase-
Then the exit time converges to an exponential law, with parameter Ny,

|[P>thase [T* > t] - eiNA1t| < ]\/vephatse(1 + ephase)NileiNAlﬁ
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If we additionally assume that Nephase(1+€phase)Y ~1 < 1, then the hitting point distribution is asymptotically
independent of the exit time

prove (X € 4|7 > 1] - [ dp’ < _N6phuse(l + ephase) ™!
T A ~1l- ]\/vephatse(1 + 6phase)N_1 ’

where p is the hitting point density and A C OW.

Thus, for tphase large enough, we achieve the ideal factor of N speedup and we do not disrupt the hitting point
distribution too much. The reader may find the N dependence in the error terms to be disconcerting, but it
can easily be controlled by taking tphase 2 log N/(A2 — A1). We will return to this in the discussion. We also
note that there is a slight abuse of notation in the above expressions. The superscripts, v and piphase, should be
interpreted as N-tensor products, with a distinct realization drawn for each replica.

A more detailed statement of this theorem, with explicit constants, is given at the beginning of Section 5.
The hitting point density p is defined by (2.14).

However, Theorem 1.3 is only a comparison between the parallel step and the QSD. Our final result is
a comparison between the ParRep algorithm, including decorrelation, dephasing and parallel steps, with an
unaccelerated, serial process:

Theorem 1.4 (ParRep error). Let X; denote the unaccelerated (serial) process and X} denote the ParRep
process, and let both the serial process and the reference process be initially distributed under ug, an admissible
distribution. Furthermore, assume the replicas are initialized from ughase, also an admissible distribution.

Given teorr > teop Nd tphase > Lohases let
—(A2—=X1)t
€corr = Ucorr€ (A2=A1) o
_ —(A2—A1)tphas
€phase = Uphase€ (h2=2) phase,

Letting T® and TP denote the physical exit times, we have
|PHo [T° > t] — PHO[TP > ¢
< [ecorr +N€phase(1 +€phase)N71] o~ (t—teorr) 4
If, in addition, teor 18 sufficiently large such that €corr < 1, then for A C OW,

IPHO (X5, € A | T° > 1] — PR [XB, € A| TP > ]|

2 N—-1
€corr + N 6phaLse(l + 6phase)

1- €corr

S

Thus, over a single cycle, the error in ParRep can be approximately decomposed as
Error = Decorrelation error + Parallel error(Dephasing error), (1.9)

where we view the parellel error as a function of the dephasing error. The speedup can be seen when TP is given
further consideration. When TP > t.opp, TP = NT™* + teorr Where T is the exit time of the particular replica
which escapes first. There will be no speedup if the exit is before tcopr.

1.3. Outline of the Paper

In Section 2, we review some important results for (1.1). Our main Theorems are proven in Sections 3, 4,
and 5. We then discuss our results in Section 6. Some additional calculations appear in the appendix.
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1.4. Notation

Random variables, such as the position, Xy, and the exit time from the well, T, will appear in capital letters.
Deterministic values, such as x, ¢, tcorr, ete. will be lower case. We will frequently use indicator functions in our
analysis, which we write as 14, with A indicating the set on which the value is one.

We are often interested in probabilities and expectations of solutions of X; solving (1.1), and its exit time T’
from some region W. When we write

E [f(T, X7)] or P* [T > t] = E® [17>¢]

the superscript z indicates that = is the initial condition of X;; Xy = x, and the expectation and probability
are then taken with respect to the underlying Wiener measure of B;.
When X is given by some distribution pg over W, we write

B A Xr) = [ B [T X)) dpo(e).

When we write a conditional expectation with respect to distribution pg, we mean

Ero [f(T, X1) 1154
Pro [T > 4]

E* [f(T, X7) [ T > 1]

For the reader more accustomed to the computational physics literature,
E* [O(X)] = (O(1)) -

It is helpful to explicitly include the starting distribution, po associated with the process X;, to avoid any
ambiguity.

When we write f < g, we mean that there exists a constant C' > 0 such that f < Cyg, but that the constant
is not noteworthy.

2. PRELIMINARY RESULTS

Before proceeding to our main results on ParRep, we review some important results on the overdamped
Langevin equation. These results are where our regularity assumptions on V', W, and W are needed.

Two essential tools in our study of (1.1) are the Feynman—Kac formula and the quasistationary distribution,
which we briefly review here; see [4] for additional details. First, let us recall the Feynman-Kac formula which
relates solutions of a parabolic equation with corresponding elliptic operator

L=-VV.-V+5'A (2.1)
to solutions of (1.1).

Proposition 2.1 (Prop. 1 of [4]). On the parabolic domain W x R*, let v solve

O = Lu, (2.2a)
vlow = ¢: OW — R, (2.2b)
v(t=0)=wvy: W —R. (2.2¢)

Then,
v(t,x) = E* [1p<id(X7)] + E* [1rsivo(Xe)] . (2.3)
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To say a bit more about the elliptic operator L, recall the invariant measure of (1.1):
dp = Z Vexp (—BV(2)) dz, (2.4)

where Z is the appropriate normalization. We introduce the Hilbert space Li, with inner product

(f,.9),= /fgdu- (2.5)

An elementary calculation shows that L is self adjoint and negative definite with respect to this inner product
when supplemented with homogeneous Dirichlet boundary conditions on 9W. Standard functional analysis and
elliptic theory tell us that L has infinitely many eigenvalue/eigenfunction pairs (Ag, ux); the eigenvalues can be
ordered

0> - >—-XA>—-A3>...;

and the eigenfunctions form a complete orthonormal basis for LZ(W) In addition, the ground state, u;, is
unique and positive. For details, see, for example, [13,14,16]. The A\; and A2 appearing in our theorems are
precisely the first two eigenvalues.

When solving (2.2) with ¢ = 0, the solution can be expressed as

o0
v(w,t) = ZG_A” (vo, uk) , k- (2.6)
k=1

Out of this spectral problem, we build the norm

(oo}
2
2
1 ey = D A% [(Frur),| (2.7)
A
k=1
This generalizes to measures
0o 2
2 s
ol = D% | [ wnduo (2.8)
k=1
and to sequences, a = (a1, az, .. .)
2 s 2
lall% = 7% laxl?. (29)
k=1

If 110 has an Radon-Nikodym derivative with respect to p, (2.7) and (2.8) agree. We then define the function
spaces,

HS = {v e WY |lolly, < oo} : (2.10)

where .7 is the set of smooth functions with support in W, and .’ is its dual. We also define the projection
operator, Pr, where 7 C N,
Prf = (f,uk), k. (2.11)
kel
Having introduced these spaces and norms, we can now clarify what was meant by the term admissible distribu-
tion used in the introduction. In this work, a distribution will be admissible with respect to W if supp uo C W,
and for some s > 0, ||u0HH;s < 0.

The aforementioned quasistationary distribution of (1.1) associated with the set W is closely related to the
spectral structure of L. The QSD, v, is a time independent probability measure satisfying, for all measurable
ACW and t > 0:

Jw PP [Xi € A, t <T]dv
Jw P [t < T)dv

V(A) = —P' X, € A|t<T]. (2.12)

The QSD measure v exists and
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Proposition 2.2 (Prop. 2 of [4]).

urdp ure Ve

dy = = .
v fW wurdp fW ure=fVdzx

(2.13)

We refer the reader to, amongst others, [5-7,19, 20, 25] for additional details on the QSD. The utility of the
QSD stems from the property that if X is distributed according to v, then:

Proposition 2.3 (Prop. 3 of [4]). Let ¢ : OW — R be smooth. Then fort >0
E" [lr<p(Xr)] = PV [T <] BV [p(X7)] = (1 —e™™) [ ¢dp
where the exit density is given by

1 _dv V(ue V) -n
dp=-——v nds, = — s, 2.14
P="NF a9 MPB [y wre— PV dx 5 (2.14)

with n the outward pointing normal and dS, the surface measure.

In words, T is exponentially distributed with parameter A1, and the first hitting point is independent of the
first hitting time. Being initially distributed according to v is, in a sense, ideal. As shown by Proposition 5
of [4], were this the case for the replicas, the parallel step of ParRep would be exact. In practice, X is never
distributed by v, and it is the propagation of this error that we explore.

Many of these quantities can be reformulated in terms of the Fokker—Planck equation for density p®(¢,y),
reW,

Op” = L'p* =V, - (p"VV + 57'Vp"),
p*low =0, pg = 62(y)-

Though we will not make use of this, the reader more accustomed to Fokker—Planck may find it helpful to
re-express various quantities in terms of p*. With regard to exit distributions,

E* [p(X1)17 <] :/o /aw —¢(y)B~'Vp* - ndS,,

P* [t<T]=/ / —67'Vp® - ndS =/ p*(t,y) dy.
t oW w

These can be integrated against the density of the QSD, g—Z, which solves L*% = —)\1‘;—;, to obtain

dv
v t) = 7)\1t_
p'(y,t)=e Q

as a particular solution of the Fokker—Planck equation. This directly shows the independence of exit time and
hitting point. Substituting into the above integrals reproduces Proposition 2.3.
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3. CONVERGENCE TO THE QSD — PROOF OF THEOREM 1.1
In this section we prove Theorem 1.1, which we first restate with more detail:

Theorem 3.1 (Convergence to the QSD). Given s > 0, let ug be a distribution with supp po C W and
HMOHH;S < oco. There exists

4/(n+2s)
12 {1 Pecsll e / [ wrcuo 1)
such that for all t >t and for all bounded and measurable f(7,€) : RT x OW — R
B [f(T, Xr)] = BY [f(T, X7)]|
e </ u1dﬂo) 71t_n/4_s/2e—(x2—xl)(t—z) HP[Q,OO)MOHH;S . (3.2)

This is a refinement of Proposition 6 from [4], which now admits initial distributions which lack an L? Radon—
Nikodym derivative. Indeed, for appropriate s, po can be a Dirac distribution. Though this is a parabolic flow
which will instantaneously regularize such rough data, it is essential to an analysis of ParRep as one often wants
to use Dirac mass initial conditions.

In addition to this result, we present an extension which is essential to obtaining the results in Section 5 on
the parallel step.

3.1. Proof of Theorem 3.1
Proof. We first write

E“Wﬂ&%=/

w
where we have defined F(x) = E* [f(T, Xr)]. Thus,

E [£(T, Xr)] dus = /W Fo)du

Jo B [F(X)1rse] dpo .

E* [f(T, X1)] = fW E2 [17s] dpo

(3.3)

Applying Feynman—Kac, (2.3), to this,

_ fw 'U(tv x)d/iO
fW 'l_}(ta x)d/iO

where v solves (2.2) with vg = F and ¢ = 0, while & solves it with vg = 1 and ¢ = 0. For brevity, let

BV [£(T, Xr)] (3.4)

Fk = /Fukdu, ik = /ukdu, ﬂng = /ukduo. (3.5)

Expressing v and v as series solutions using (2.6), we have

v(t,x) = Ze_’\ktﬁ’kuk(x), o(t,x) = Ze_’\ktikuk(ac). (3.6)
k=1 k=1

After a bit of rearrangement, the error can be expressed as
e(t) = [E™ [£(T, X1)] — E¥ [£(T, X7)]|
S em et (Fk — 1 deV) fo,k
ilﬂO,l -+ Zk e*()\k*)q)t]ikﬂo’k

|
—~
w
EN|
~—
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where the sums are from k = 2 to oo since Fl = 11 fW Fdv. Noting that

§/|Fuk|du+/|F|dzx/|uk\du

<21 fl,m / gl dpe < 21 f]] e v/ OV),

Fk—ik/Fdll

we can rewrite the numerator as

Ze_(Ak—Al)t (Fk _ ik/Fdl/) ﬂO,k
k=2

<20/ (W) [ fll e Y e P20 g
k=2

<9 M(W) Hf“Loc ef(A27)\1)(t7t1) Ze*(Ak*)\l)tl ‘ﬂo,k|
k=2

(oo}
<20/ (W) || f[ oo € P27 A0 Ze%/\m |fi0,k
k=2

where Kk = 1 — A1 /Ay and ¢ > t; > 0. Applying Proposition A.2 from the appendix to this, the numerator is
bounded by

Zefw—mt <ﬁk - 1k/qu> fio,k
k=2

P (3.8)

N ||P[2700)'U’0||H;S

The constant that has been absorbed into the < symbol is independent of ¢, f and uyg.
To ensure the denominator is uniformly bounded away from zero, we use a similar treatment,

oo oo
Ze—(xk—xl)tikﬂw < /—M(W)e—(xz—xl)(t—tz) Ze—mm |fio.x

k=2 k=2
(>\2—>\1)tt*”/4*5/2
2

< [Pe,cpbto]| o e”
for ¢t > t5 > 0, which may differ from ¢;. Therefore,

il/:LO,l + Z e‘()xk-)xl)tik/lo,k
k=2

2 Lifiog —em Qom0 M2 1Py ol
"
For a sufficiently large t >t > t2 > 0, the denominator is bounded from below by
> 1 1
11/10,1 +kz_;€_(>\k_>\l)tlkﬂovk Z 5 1/?6071 = 5 /uldu/ulduo > 0. (39)

Roughly,
}4/(n+2s)

2 { Pl -/ [

Taking t; =ty = ¢ in (3.8) and (3.9) we have that for ¢ > ¢

—1
€(t) ,S (/ uld/,(,o) e*(>\2*)x1)(t7§) (t)*ﬂ/475/2

X 11l [[Prasertol] e
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Finally, for this estimate to hold for general bounded and measurable f, we apply a density argument with
respect to the L norm. O

The inclusion of [ ujdug in the preceding result is deliberate as pg is, to a degree, a user specified parameter.
Moreover, [uidug could be quite small. Indeed, when a X, first enters W, it is near 9W and the support of fig
is in a neighborhood of W; we may have pg = 6, where z is close to OW. As u; is continuous and vanishes
on OW,

/ w8y = O (dist(x, W) .
w

We also see that as py — v, ||P[2,oo)M0|| — 0, and the error vanishes.

H;®

It remains to identify distributions and values of s for which Il2o]| mye < 00. In the case that po has an L2
Radon-Nikodym derivative, one readily sees that ||uol| e < 0 for s < 0. Indeed, when s = 0, this results
collapses onto the Li estimate of [4]. This extends to yo possessing Lf, densities for any p > 2.

For the case 10 = 9., a Dirac mass, we shall have that pig € H, ® when s is large enough to embed H,; into L>.
If the OW is sufficiently smooth, then by standard elliptic theory, H;; and H* will be equivalent for s > 0, and
we have the embedding for s > n/2, [1,13,14]. Refined elliptic estimates may weaken such assumptions on the
boundary.

3.2. Exit times

In the case that we are interested in exit times, we have a result closely related to Theorem 3.1.
Theorem 3.2. Assume g satisfies the assumptions of Theorem 3.1 and ty > t. Then fort >0,
[P0 [T > t] — e M| < CemMtem (o A)ho (3.11)
where C' is the pre-exponential factor in (3.2) and is independent of t and to.

Proof. As before, we rely on (2.3) and the series expansions (2.6) to write

PHOT >t + 1] _ Zzozl ef)"“(tthl)ik/:LO,k
Pro [T > tl] Z;ozl e—Akt1 ik/:LO,k ’

Ph [T > ] =

Comparing against the QSD,

0 =X (t+t1)], p
Speg e M 1)1k/i0a’€_e_>\1t
oo — N A
Zk:le Aktllkﬂo,k
00 — A (t+t —Arti—A1t) 7, 7
_|Zk=1<e L) Nt gy

o0 - N
Y opeq e M g g

|]P’“t1 [T >t] — e_’\1t| = |

In the numerator, the £ = 1 term vanishes, leaving

—(Ar=A gt 77 —Xito |3 7
oMt Drea(l—e (P l)t) e M gk <e Mt Dpep €0 ’116/10,’6’
Zzil ef,\ktlikﬂo’k - |Zz?;1 ef)\ktoikﬂo’ﬂ
Using the same methods as in the Proof of Theorem 3.1,
_ N —1

Z/iize Arty |10,k —n/d4—5/2 —(A2—X1)(to—t
’ZOO e=Metilyfig k’ : i g/ rem R m by HP[Zoo)MOHH;S H

k=1 ;
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This estimate plays an important role in our analysis of ParRep. Indeed, we will frequently confront terms of the
form Etto [f(X,T)1rs:], and we will want to compare against the corresponding term for the QSD. One could
naively apply Theorem 3.1 to estimate such a term, with observable g;(£,7) = f(&,7)1,>+. However, this is
wasteful, as the observable is going to be taken over realizations which not only have not left the well before %,
but remain in the well for at least an additional ¢. We thus have the following identity.

Lemma 3.3. Given t,ty > 0,
BV [f(Xrs T)Lysd] = B0+ [f(Xp, T+ D] P¥0 [T > 1] (3.12)

Proof. This reflects the Markovian nature of the process. Writing out the lefthand side,

BV [f(Xr, T)1rsq] = /W EF [f(Xr, T)Lrse] ey ()

fW E? [f (X7, T)1pse PHo [ X, € da, T > to]
Pro [T > to}

The numerator is

/ E* [f (X7, T)1rs P [Xy € do, T' > to] = E* [f (X7, T — to)17—to>t 17>t
w

= [EH° [f(XT7 T — t0)1T>t0+t] 5
where t( is subtracted off to make the observable consistent. The same argument shows

Ero [f( X7, T — to)lr>tt]

Ettott [f(Xp, T +t)] = Pro [T > t + o]

Combining these three expressions completes the proof. O

In principle, we can use this lemma and Theorem 3.2 to obtain refinements on Theorem 3.1 for observables
that include 17 terms.

4. THE DEPHASING STEP — PROOF OF THEOREM 1.2

We now examine our dephasing step,

Theorem 4.1. Given s > 0, assume supp ughase C W and Hughase
Hy

. <oo. Then
A. The dephasing step produces N independent replicas with distributions fiphase,

0
Mphase (A) = PHphase [Xt €A | T> tphase] 5

phase

B. There exists t and Cphase such that for tpnase >t

Zphase — Zphase’

|[Etwrece [£(T*, X5i)] = B [f(T, X1)]] < [|f]l oo Cphasee™ P27 A1) tphace;
for any bounded measurable f : RT x OW — R and all k=1,...,N.
C. The expected number of times a replica is relaunched is finite.
To prove Theorem 4.1, we must establish:

A. The replicas are independent and have law fiphase;
B. The error of piphase can be made small;
C. The expected number of relaunches is finite.
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The first property is obvious as each of the replicas is driven by an independent Brownian motion, and we
only retain realizations for which 7" > thase. The second property follows from Theorem 3.1.

To prove the third property, we must establish that replicas initiated from ,ughase have a nonzero chance of
surviving till pnhase:

Lemma 4.2. Assume that /ighase satisfies the hypotheses of Theorem 4.1,
Phonace [T > to1.0] = p > 0.
Proof. Observe that we have the following monotonicity property for to > 1,
0 < PHonase [T >ty) < PHphase [T > t].

We now argue by contradiction. Assume that at some t; > 0, PHphase [T > t1] = 0. By the above monotonicity,
PHpnase [T > t2] = 0 for all t9 > 1. Using a similar approach as in the Proof of Theorem 3.1, we write

[ee)
Priovse [T > t] = 0(x,t) = Y e M / wk A hase / urdp
k=1
where ¥ solves (2.2) with vg = 1 and ¢ = 0. Therefore,

o) 0

= _ § : —Apt2 10 _ § : —Art2 10 1

U($7t2) - e 2/f‘phaLse,k /ukd/’L - e 7k 2:uphase,k1k
k=1 k=1

oo
—A1to ~0 7 —(>\2—>\1)t2 —KAgts |7 ~0
>e {/”Lphause,ll1 —€ € |1k| ’/”Lphase,k|
k=2

—Mta [ A0 A —(Aa—Ap)to g —n/4—s/2 0
Z e " {:U‘phase,l]-l —€ (h2=21) 2t2 ||P[2700)/~Lphase||H;S}

Then taking to sufficiently large,

(A2—A1)t2 t;”/4—s/2 |

'aghase,lil —e |P[2a°°)6w||H;S

1. N 1
> ilu‘lo)hase,lll = 5 /uld/ighase /uld/i > 07

since fuld,ughase > 0. Thus, we have a contradiction. g

This calculation reveals a role played by the choice of ughase. If concentrated near the well boundary,
PHohase [T’“ > tphase] = p could be quite small. This will induce the replicas to relaunch many times, as the

next result shows. Thus, for computational efficiency, a distribution concentrated deep in the well’s interior is
desirable.

Lemma 4.3. Assume that ughase satisfies the hypotheses of Theorem 4.1, and that PHpnase [Tk > tphase] =p>
0. Then .
E#enase [Number of relaunches) = (1 —p)/p < oo

Proof. The probability of relaunching m times is the probability of exiting m times and surviving on the m+1-th
0
time. Interpreting this in terms of T* and using the assumption, P*»hase[m relaunches] = (1 — p)™p. Thus,

EFphace [Number of relaunches| = Z m - Phobase [m relaunches]
m=0
:Zm(l—p)mp:T<oo. O

m=0
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5. THE PARALLEL STEP — PROOFS OF THEOREMS 1.3 AND 1.4
First, we restate Theorem 1.3 with additional detail:

Theorem 5.1 (Parallel error). Given tphase > t let

Zphase’

— —(A2—A1)t .
€phase = Cphasee (X v phasea

and assume the dephasing step has produced N i.i.d. replicas drawn from distribution piphase. Then the exit time
distribution of the parallel step converges to an exponential,

|Provace [T > 1] — 6NN < eppase N (1 + eppase) ¥ Lo VA0 (5-1)

If ¢ : OW — R is bounded and measurable, the exit distribution converges to one that is independent of exit
time,

EHphase [1T*>t¢(X;w )} _ e—Nklt/ ¢dp
oW

S N2(1+ ephase) ™ ™ ephase |0 o €. (5.2)

If, in addition, Nephase(1 + €phase)™ "+ < 1, then

B o(X7) | 7 1] - [ o)

< N? H(bHLoo 610hase(1 + 510hase)N_1
~ 1- Zvephase(1 + 6phaLse)N_1

(5.3)

Proof. To prove (5.1), we begin by writing,

|[Protase [T* > ¢] — e NN = | I Prevese [TF > ¢] — [N PV [TF > ¢

— ‘]Pllphase [Tl > t]N _ e—N)qt

—_ |]P)thase [Tl 7)\1t|

N-—
Z Phovase | >t]ke—(N—1—k)A1t _
k=0

From Theorem 3.2, we know
|Pﬂphase [T > ﬂ _ e—>\1t| < ephasee_Alt

Therefore,
|HW‘phase [T* > t] - e_N>\1t| < 6phasee_kltzv(1 + €phase)N_1e_(N_1)>\lt~

To prove (5.2), we begin by writing the expectation as

o Lo 0K )] = B0 [ 95 )]

N
_ Z [ phase [1Tk>t¢(X§—vk)1k=k’*:|

k=1

N
Z upmqe 1T’°>t¢( Tk)ﬂl¢k1T1>Tk1Tl>t]‘
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In the above expression, we have used that since T* > t, T > t for each I. Then, using Lemma 3.3 on each of
the processes,

[EHphase [1Tk>t¢(X§“k)Hl7ﬁk1Tl>T’“ Lyis ] = EFipbase [QS(X%’“)Hl#leka] Iz P [T >
= [EHtphasett [?b(Xéc“k)lk:k*] PHrnase[T > t]N'

This leads to the expression
B (L (X )] = Bt [ (X )] Bonese [T > 1], (5.4)
Comparing against the QSD,

‘Ellphase [1T*>t¢(X’;"* )} o ]EV [1T*>t¢(X;“* )H S ‘Elttphase‘f'f« [¢(X;;* )H |I[D/»¢phase [T* > t} _ e—N)\lt|
+em VAL B tphase t [G(X 1. )] — B [6(X7)]] - (5.5)

The first difference can be treated by (5.1), but the second difference requires more care.
Given an arbitrary admissible distribution n for Xy, we define

Pty =PT >t]=P"TF >¢], k=1...N. (5.6)

Consequently, P¥(t) = et and

M=

EHtohase ™ [p( X5 )] =y EFtenecett [¢(XE) s lgy 513, ]

x~
Il
_

[ tphase +t [¢(X§€~)P“‘phase+f«(Tk)Nfl] . (5.7)

I
M=

~
Il
-

An analogous expansion can be made with v in place of i, .+¢. Taking the difference of the two sums, and
comparing term by term,

Bt [P e (TH)N1] — B [p(X5)P (%)Y |
< [ttt [G(OXE)PHtoe (TH)N L] — B [(X5 )PPt (TH)N 1]
B [k P ot (TRIN 1] — B [o(XF)P(THN 1] (5.5)
By Theorem 3.1 the first difference in (5.8) is bounded by
Bt [P ottt (TR)N 1] — B [ PHtomac s (TF)V )|
< cpmasee™ O )]

since P < 1.
For the other difference in (5.8), we can replicate the proof of (5.1) to obtain, for any 7 > 0,

P’U‘tphase"'f«(T)N*l _ pu(T)N71|
< (N - 1)€phaseei(>\27>\l)t(1 + Gphaseeio\z7>\1)t)N7267(N71))‘17
S (N - ]-)Ephase(]- + Ephase)N72~

Therefore,
[E [P et (TF)V 1] — B [(X5)P (1) ]|
< H¢HL°° 6phaSB(N -1+ 6phaSE)N72
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So (5.8) can be bounded by
Bt [ YP ot (TN 1] — B [6(Xh)P (1) ]|
< H¢HL°° €phase [1 + (N - 1)(1 + €phase)N_2] .

Returning to (5.5), using (5.1) to treat the first difference and the preceding calculation to treat the second, we
have:

(B Lo (X7 )] = BY [Lesed(X7)]] < N [|9] o €phasee™ (1 + €phase) ¥
+ N (8]l oo €phasee™ "M [14 (N = 1)(1 + €phase) ¥ 2]
S N2 116] Lo phasee™ (1 + €phase) ¥ . (5.9)
Finally, to prove (5.3),
[Brehece [p(X 7)) [ T > t] = B [p(X7.) [ T > ]|
(B [3(Xp)1re sl B [B(XE)1re5]
Phphase [T* > {] Py [T* > {]
1
Mphase * — v * e
< [Bfrree [@(X 7 ) s = BY O ) Lresd]| g [T > 1]

|PHohase [T* > ] — PV [T > ]|
Prenase [T* > ] PV [T* > ]

+ B [( X7 )17 ]|

For the first difference,

1
Mphase * N I ni% ** .
|EFehase [p(X T ) 1pes] — B [0(XTx)1rese]| T T > 1]
< N2 ||¢||Loc 6phause(l + Ephause)Ni1
~ 1- Nephase(]- + Gphase)N71

For the second difference,

IP),U‘phase [T* > t] — IP)V [T* > t”
E” (X7 )17s |
| [¢( T ) T >t” PHphase [T* > t] Pv [T* > ﬂ

< N H¢||L<>c 6phaLse(1 + fphase)Ni1
- 1- Nephase(l + Gphase)N_l

Combining these estimates, we have our result. O

Lastly, we prove Theorem 1.4, which we first restate with additional detail:

Theorem 5.2 (ParRep error). Let X§ denote the unaccelerated (serial) process and X} denote the ParRep

process, and assume that both Xtref and X§ are initially distributed under po, an admissible distribution. Also

assume that /ighase s admissible.
Given teorr > t and tphase > t

— Zcorr — Zphase~

let

_ —(Aa—=A1)t
6CC)I‘I‘ - COI‘I‘e ( ) Corr’

ephase - Cphasee_(XQ_Al)tphase.
Letting T® and TP denote the physical times, we have
[PHO [T° > ] — PH [TP > {]|

S EcorreiAlt + 6phause]\/v(]- + Gphase)Nilei)\1 (titcon)Jra (510)
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[EX [( X7 ) 1sse] — B [¢(X 7w ) 110 4] |
5 [Gcorr + 6phase-NQ(]- + 6phase)N_l] ||¢||L°C e_Al (t_tcorr)+ . (511)

If, in addition, €corr < 1, then
[EX [p(X7e) | T° > 1] — EF [¢(X7) | TP > 1]

corr aSeN2 1 ase N71
Coorr + Ephase V71 F Ephase) 770y (5.12)

1 — €corr

S

Proof. We begin by decomposing

PHOT® > 1] = PHO [T >t | T° < teorr] P* [T° < teor)
+ PHOT® >t | T® > teorr] PHO [T° > teorr] -

We analogously decompose P#0 [TP > t]. For t < oy, the serial algorithm and the reference process of ParRep
have the same law. Hence,

PHOT® < teore] = PHO [TP < teon],
PHO [T > t | T < togr] = PP [TP > £ | TP < teon]

Consequently, error only manifests itself if the parallel step is engaged,

‘Plto [Ts > t] _ pro [Tp > t]\
= PHO [T > tegr] [PHO [T® >t | T® > teor] — PHO [TP > ¢ | TP > teor]| .

Comparing against the QSD,

|PHO TS > ¢] — PHO [TP > ¢
S PNO [TS > tcorr] UPW‘O [TS >t ‘ Ts > tcorr] - PV [T > (t - tcorr)—i—“
FPHO TS > teor] [PHO[TP >t | TP > teor] — PV [T > (t — teorr)+]| - (5.13)

Examining the first term,
PHO [T > ¢ | T > toor] = PP [T° > (t — teore)+]
By assumption and Theorem 3.2
|PHeors [T% > (t — toorr)4] — PV [T > (t — teorr)+]| < €corre™ M Eteorr)+ (5.14)

For the other term, since the exit time is beyond t... the parallel step engages. The single reference process is
replaced by the ensemble of N replicas drawn from fiphase, and TP = NT* 4 tqo,,. Hence,

PO (TP > ¢ | TP > toore] = PFo2ese [T > 2 (t — toorr)+] -
Therefore, by Theorem 5.1

|Probese [T* > L(t — teore) 4| — PV [T > (t — toorr)+]]|
< 6phaLse]\/v(l + 6;)h<"Lse)N_1e_>\1(t_tm")+ (515)

Substituting (5.14) and (5.15) into (5.13), we obtain (5.10).
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To obtain (5.11), we again decompose as
ENO [¢(X%S)1Ts>t} = ]EMO [¢(X§‘S)1Ts>t ‘ TS S tcorr} ]PNO [TS S tcorr]
+ ]EMO [¢(X%S)1Ts>t ‘ TS > tcorr} ]PNO [Ts > tcorr] .

and analogously decompose the ParRep expectation. Again, for ¢ < t¢q.r, the serial algorithm and the reference
process of ParRep have the same law. Thus

BFO [p(XF)Lrest | T < teorr] = B* [(X 7o) 1rest | TP < teon] -
Consequently,
[EX [¢(X e ) Lrese] — BF [(X 7w ) o]
= PHO[T° > teor] [EX [p(XFo)1rest | T° > teors) — B [0(X D0 ) 1res | TP > teort]| -
Using the QSD as an intermediary,
B [@(X e ) 17sst | T° > teor] — BH [@( X0 ) 1oss | TP > teon]|
< ’]EMO [(A(XTs ) Irsse | T° > teor]) — EY [¢(XT)1T>(t—tm")+”
+ B [O(XT) 15 (1t ] — B [(X P ) Lrose | TP > teon]| - (5.16)
For the first term,
[E#o [¢(X%S)1Ts>t | T > tcorr] = [EHeor [¢(X%S)1TS>(t—tcorr)+]
— E#tcorr+(t—tcorr)+ [¢(X§“s):| [PHcorr [TS > (t _ tcorr)Jr} .

Hence,
|]]4:,U‘0 [¢(X%S)1Ts>t ‘ TS > tCOI’I’] - EV [¢(XT)1T>(t7tcorr)+j||
< €corr [|@]] e @7 T te0m) (5.17)
For the other term, since the parallel step has engaged,
BP0 [9(X5 ) Irose | TP > feom] = B [0(XF ) Lrms 3 (i, ] - (5.18)

By Theorem 5.1,
|]EV [¢(XT)1T>(t*tcon-)+] —E# [¢(XJEP)1TP>t ‘ TP > tcorr”
= ‘EV [¢(XT)1T>(t—tcorr)+] — Ephace |:¢(X;“*)1T*>%(t7tcorr)+]
< 61ohaseN2 9l L (1+ 6I>hatse)1\[7167>\1(titwrr”- (5.19)
Using (5.17) and (5.19) in (5.16) gives (5.11).
(5.12) is proved using the preceding estimates,
B [p(X7e) | T° > t] — B [p( X7 ) | TP > 2]
EF0 [¢( X7 )17es ] — BH [p(XTp ) 170> 1]
Pro [T > ]
Pho [TS > {] — PHo [TP > {]
Pro [T > t]PHo [TP > {]
_Al(t_tcorr)+Plto [Ts > tcorr]

<

+ [E [¢(X 7o) 17w

_ €
S [Gcorr + 6phasez\/a(l + 6phase)N 1] ||¢HL°°

Pro [T > {]
—A1(t—teore)+ PHO [TS > ¢
N-1 € [T° > teor]
+ [Gcorr + €phaSeN(1 + Ephase) ] H¢HLOO Pro [Ts N t}
—A1 (tftcorr)#»]PHO TS > t
_ € corr
S [ecorr + 6phasezvz(1 + 6phase)N 1] ||¢HL°° [ ] : (520)

Pro [T > {]
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Since (¢ — toorr)+ + teorr >,
[po [TS > (t - tcorr)Jr + tcorr} < PHo [TS > t} .

Therefore,
PHO [T > teorr) - PHO [T > teop) B 1
Pro [T > ] = Pro[TS > (t — teor)+ + teorr]  Preor [TS > (t — teorr) 1]
and
e_)\l(t_tCOI‘I‘)‘F]P):U‘O [TS > tCOTT] < 1
PHo [TS > t] 1 —€corr .
Substituting this estimate into (5.20) yields (5.12). O

6. DISCUSSION

We have proven several theorems on the convergence of the exit distributions of parallel replica dynamics to
the underlying unaccelerated problem. We have also demonstrated the effectiveness of a dephasing algorithm
done in conjunction with the decorrelation step. However, there remain several problems associated with ParRep,
both in fully justifying it as an algorithm, and implementing it in practice.

6.1. Error estimates

As we pointed out in the introduction, the error estimates in Theorem 1.3 and Theorem 1.4 include terms

which grow as N — oo. If we take
log N
t ase 2 k ase N
ph ~ fvph )\2 _ Al

for some multiplier, kphase, then the most egregious term in the estimates is bounded by

. _ . _ _ N—1

J\;gnoo Nzephase(]- + Gphase)N 1 S ngnoo Cphasee Ephase/2 (1 Te kphasecphase/N)

— e_kphase/2ecvphaseeikph'"LSE .

Hence, taking kphase large enough, the error can be made arbitrarily small. In contrast, the decorrelation error

is independent of N, and reducing the decorrelation error will not correct for the error due to more replicas.
The error estimate on the exit time in Theorem 1.3 is a bit deceiving and merits additional comment. It

would appear that when we consider this cumulative distribution function at any ¢ > 0, then, sending N — oo,

the error vanishes. This is a reflection on the estimate being an absolute error. Dividing out by e N1t lets us

evaluate the relative error, which we see is uniformly bounded in ¢.

We also remark that since

E[T] = /OOO P[T > t]dt,

we can obtain error estimates on the expected exit time. Using the estimates in Theorem 1.3, we see that
provided Neéphase(1 + €phase)Y 71 < 1, we have

1
]Eﬂpl\ase [T*] — W S NEphase(l + GphaSe)N_l- (61)
1

Similarly, using the estimates in Theorem 1.4,

‘EHO [TS] — EHe [TPH 5 €corr + ]\/vephase(1 + 6phase)N71- (6.2)
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It remains to be determined whether our estimates are sharp — is the growth in N real or an artifact of our
analysis? While we cannot yet address the sharpness, a simple numerical experiment indicates that there is
growth in the error as N increases. Consider the problem

dX, = —4X,dt + v2dB, (6.3)

for the well W = [—1, 1], and suppose we launch N replicas from the Dirac distribution Xy = .1. By symmetry,
we know that if we had perfect dephasing, then during the parallel step

PY[XF. = 1] =P [X}. = —1] = 3.

But if we incompletely dephase, then, because of our asymmetric initial condition, we expect a higher probability
of escaping at 1 than —1. For this problem, we can compute by spectral methods that A\; =~ 0.971972 and
Ao & 8.98262.

To test our conjecture, that the error increases with IV, we ran 10000 realizations of the dephasing and parallel
steps with values of N = 100, 200, ..., 1000. We employed Euler-Maruyama time stepping with At = 1074, We
then ran this with with ¢ hase = .05, .1 and .2. The results appear in Figure 3.

As we predicted, the errors decrease as tppase increases. For the smallest dephasing time, we also see the
error increase with N. At ¢,hasc = .1, there is still some increase in the error as N increases, though it is less
dramatic. When tphase = .2, the trend appears to have been lost to numerical error and sampling variability.

6.2. Numerical parameters and eigenvalues

An essential question is how to choose of the dephasing and decorrelation time parameters. Based on the
arguments in the preceding section, roughly, if we desire the errors from decorrelation and dephasing to be of
the same order, then,

2 log(N)tcorr ~ tphase~

So, while they should not be the same, if we can estimate one, we can infer the other. There will also be some
mismatch due to different starting distributions for the reference process and the dephasing replicas.

teorr must be large enough so as to be representative of the QSD while remaining computationally efficient.
Taking too large a value of ¢, will just replicate the serial implementation with no acceleration. Theorem 3.1
provides some insight, already discussed in [4]. The error of ficorr is controlled by the following quantities:

e The py initial distribution,
||P[2,oo) 140 || =+ the mismatch between the initial distribution of the reference process and the quasistationary
P

distribution, v;
The value of t;

Jurdpo;
Ao — A1, the spectral gap between the first two eigenvalues.

Based on these quantities, and how they relate to o, to make the decorrelation error small, we would certainly
need

In [(f uldﬂo)_l HP[?,OO)“OHH;S]
+1

t T 6.4
COTIT A~y )\2 o )\1 ( )

The eigenvalues also play an important role in determining which problems would benefit from ParRep is an
outstanding problem, which is an outstanding issue. For ParRep to be efficient, we need

1
teorr <K EHeor [T} ~E” [T} = N (65)
1
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FIGURE 3. Three experiments on the impact of imperfect dephasing for (6.3). With perfect
dephasing, the probability of exiting at = 1 would be 1/2, but because the initial condition
is .1 and the dephasing time is finite, there is a persistent bias and growth in the error as IV
increases. 95% confidence intervals are plotted for 10000 realizations of each value of N.

This is desirable because, in the event X; does not leave the well during the decorrelation step, it is will now
take a comparatively long time to exit. In [4], the authors suggested

toorr < EFO[TT].

However, this can be problematic, depending on pug. As previously discussed, if the replicas launch from a
position too close to the boundary, E#°[T] might be rather small. This is mitigated as t¢orr becomes larger,
leading to E#<r[T] approaching the escape time of the QSD, )\fl.

We can see from (6.4) and constraint (6.5) that ParRep will be most effective when

1 1
A2 — A\ < A

or, alternatively, when \; < A2 — Ay. Under these conditions, ficorr converges to v much more rapidly than we
expect X; to exit W. (6.6) can also be viewed as a characterization of when W corresponds to a metastable
state for (1.1).

Computing A; and Ay directly from a discretization of the elliptic operator L is intractable for all but the
lowest dimensional systems. Instead, one must use Monte Carlo methods, such as those found in [11,12,17,18,23].

(6.6)
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However, these studies, some of which use branching particles processes like Fleming—Viot (discussed below),
only yield A;.

In a forthcoming work, we explore a mechanism for computing \s — A\; using observables. The idea stems
from calculations in Theorem 1.1, that, for an observable O(z), as t — oo,

B [O(X,) | T > ] = /W O(2)du(z) + C(ug, O)e~ P22t 4 | (6.7)

In principle, Ao — A1 could be extracted from a time series of E#° [O(X;) | T > t]. This introduces a variety of
questions, such as what observables to use and how to perform such a fitting. Thus, we will have a method for
dynamically estimating tcorr and tpnase-

6.3. Dephasing mechanism

The efficiency of our dephasing algorithm can be improved by the availability of multiple processors. For
instance, assume we have N processors available for the replicas and that k replicas have successfully been run
until feorr. We are still waiting for N — k replicas to successfully dephase. Rather than let k processors sit idle,
they could record the successful replicas, and run independent realizations. As more replicas finish dephasing,
more processors can be brought to bear on the outstanding replicas.

In practice, as replicas are deemed to have been successfully dephased, they are promoted to the parallel
step, [21]. Thus, there is no bottleneck at the dephasing step from waiting to get IV realizations dephased.

There are other approaches to dephasing too, such as Fleming—Viot or Moran branching interacting particle
processes, [2,3,9,15]. These merit consideration for ParRep. These approaches, which randomly split a surviving
process every time another process exits the well, can provide additional information, such as an estimate of \;.
Moreover, no processor sits idle at anytime. However, two challenges are introduced. On a practical level, one
needs to implement additional communication routines and synchronization across the processors to request and
send configurations as trajectories are killed. The second challenge is analytical, as the dephased processes will
now be only approximately independent. This complicates the analysis of the how the error in the dephasing
step cascades through the parallel step.

6.4. Other challenges

Another task is to assess the cumulative error over many ParRep cycles. The hitting point distribution
will be perturbed by the algorithm, meaning that the sequence in which the states are visited would also be
perturbed. Quantifying the error across many steps, and showing that it may be made small, would complete
the justification of ParRep over the lifetime of a simulation. But to begin such a study, one must decide how to
measure

dist(S;, SFReP).

The challenge is that S; is not a Markovian process. A particle that sits near the edge of the well is likely to exit
much sooner than one which is near the minima of the well. But that information is lost in the coarse graining.
Knowing how long X; has been in the well provides some amount of information; it tells us the proximity to
the QSD, from which we can get an exponential exit time.

Despite the challenge of studying the coarse grained flow, we can report that ParRep appears to work as
predicted over multiple wells. Consider the flow

dX, = —2msin(rX,)dt + V2dB;. (6.8)

For this equation, with initial condition Xy = 0, we examined the time it would take to reach the wells centered
at = £10. In other words, we sought to compute

T:I:lO = inf {t ‘ ‘Xt| Z 9} .
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FIGURE 4. The cumulative distribution for the time for it takes trajectory (6.8) to reach the
wells centered at £10. 10000 realizations of each case were run with time step At = 1074, teorr
and tphase relate to keorr and kphase via (6.9). As expected, larger values of tcop and tphase give
better agreement with an unaccelerated process.

For this problem, we ran the full ParRep algorithm (decorrelation, dephasing and parallel steps) within each
well. During dephasing, the replicas were initiated from the minima of the present well, 0, £27, +4x,... We ran
10000 realizations of this experiment, varying kcorr and kphase, where

corr — ma tphase = m

Since the wells are periodic, we can use spectral methods to compute A\; ~ .202280 and Ay ~ 16.2588 once,
and we then have these values for all the wells. The results, with At = 10~ and N = 100 replicas, appear in
Figure 4

As we expect, for sufficiently large values of tcorr and tpnase, the distributions agree with the serial process.
Indeed, in the cases kcorr = Kphase = 5 and kcorr = 1, kphase = 5, the exit times agree with the serial realization
at 5% significance level under a Kolmogorov—Smirnov test. In addition, this experiment also supports our
calculations that, through the dephasing error, the total error should be magnified by N since increasing the
dephasing time improves the fit much more than increasing the decorrelation time does.

Finally, we remark that we have only analyzed the continuous in time problem, though we are ultimately
interested in the associated discrete in time algorithm. Much of the analysis carries over to the discrete in time
case. A discrete in time quasistationary distribution exists, and there are extensive results on using interacting
particle algorithms for dephasing, [9,10]. As in the continuous in time case, there remains the subtlety of how
to analyze the parallel step when the dephased ensemble is only approximately independent.

However, the discrete time step introduces other subtleties. Assume one uses Euler-Maruyama time dis-
cretization with time step At, and define the exit time as

TA =inf {t, | X:, ¢ W}. (6.10)

¢ kcorr k;phase . (69)

For a uniform time step, we see that with no acceleration of the dynamics, the exit times are integer multiples
of At. For ParRep, this remains true for exits that take place during the decorrelation step. But for exit times
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taking place during the parallel step, the exit times will be determined by multiples of NAt. With a large
number of processors, this effective time step could be quite large. When comparing against the continuous in
time problem, the error of discretization could be magnified in ParRep. In the preceding experiment, N At = .01,
which is small relative to the exit time scale (1/A; ~ 4.9) and the decorrelation time scale (1/(Aa — A1) &~ .062).
Clearly, the discrete in time case warrants a thorough investigation.

APPENDIX A. SUMMATION BOUNDS

Much of our analysis relies on bounding series solutions, (2.6), of (2.2), to obtain information about X
through the Feynman—Kac equation, (2.3). The key estimates needed in our work stem from Weyl’s Law for L:

Proposition A.1 (Weyl’s law for L). There exist positive constants ¢1 and ¢, independent of k, such that the
eigenvalues of (2.1) satisfy
k™ < M\ < k™. (A.1)

Recall that n denotes the dimension of the underlying problem; X; € R™.

Proof. We will not reproduce the proof here, which is accomplished by rewriting the eigenvalue problem as
—B7V - (e7PVVu) = e PV u (A.2)

This is justified because V is smooth and W is bounded; thus e #" is smooth and nondegenerate. This is now
in the form of Theorem 6.3.1 of [8] on Weyl’s Law, yielding the result. O

Using Weyl’s Law, we have our main summation result,

Proposition A.2. Given s >0, let a = (a1, a2, ...) salisfy

s 1/2
— 2
{mem } = |lall -+ < oo.
k=1

Let f be defined as

)= aphpe ™. (A.3)
k=1
For a > 0, we have:
A.
Sup /(7)) § AR 240) a < oo (A.4)

T>a

B. The convergence of the series is uniform in 7 > a;
C. f is continuous.

To prove Proposition A.2, we first have the following lemma.

Lemma A.3. Let A\, be the eigenvalues and eigenfunctions of L, (2.1). There exists a constant C > 0, inde-
pendent of T, such that for all T > 0,

Z/\ge_T)\k < CT—n/2—max{a,0}. (A5)
k=1

The reader should rightfully expect the lefthand side of (A.5) to grow as o — oo. Indeed, the constant C'
depends on « and will grow. However, as « is fixed, and we are interested in an estimate in 7, this is suppressed.
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Proof. For o <0,

oo ) oo ,
2/n
E efr)\k)\% < E :ef‘l')\k)\? < E efclTk? )\?
k=1 k=1 k=1

<op [er o™ agen) L4 3.
0 2

In the above computation, we approximated the sum as the lower Riemann sum of the integral.
For o > 0, we begin by estimating

o0

o0
_ — 2/m
§ :e *r)\k)\;cy SE :e ek szyk2oz/n.
k=1

k=1
n/2
k> by = K&) l |
1T

the summand is monotonically decreasing, while for k& < ki, it is monotonically increasing. Splitting the sum
up,

For sufficiently large k,

%) k1 %)
§ :e—clrkz/”k_2a/n — § :e—clTkQ/"k;2a/n+1 + § : e—clTkQ/"Lk2a/n
k=1 k=1 k=ki1+1
k?l (o]
< e T § k2a/n + E efcl‘er/"kQOc/n.
k=1 k=k1+1

Crudely bounding the first sum in terms of a max, and treating the latter sum as a lower Riemann approximations
of an integral,

o0

oo

N ek R/ oy g / ok e ngy
k

k=1 1

n/2 2a/n+1
[(_) 1
1T

(oo}
+ / ek e ng
0
_ _ 2a/n+1
(47) e [H(CI_T)"”] N
«

«

IN

IN
|3

(cyr)~ /2o [% + a}

N

T—n/2—a 0
The integrals were computed using Mathematica, with the commands

Integrate [Exp[-c*t*k~(2/n)],{k,0,Infinity}]

Integrate [Exp[-c*t*xk” (2/n)]*k" (2*a/n+1) ,{k,0,Infinity}]

Now we prove Proposition A.2.

Proof. We first observe that f is well defined and bounded:

o oo 1/2
PO < lak] A ™ < {Z W?ae?*kf} lall 7«
k=1 k=1
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Applying Lemma A.3 with a +— s+ 2« and 7 — 2a,

0o
Z}\s+2ae—2>\ka < (2a)—n/2—max{s+2a,0}
k=1

To prove uniform convergence, let
m
fm(T) = E apAge TAE
k=1

denote the partial sum. Obviously, each partial sum is continuous in 7. Then

oo
F() = (D <> Jar] Age™™
k=m++1
- 1/2
< { Z )\Z+2ae2>\ka} ||P[m+1’oo)a||H;s
k=m-+1
- 1/2
< ||a|H“S{ Z /\2+2oce—2>\w} :
k=m+1
Examining the sum,
LS LS
Z AS+2046*2>\1«/0« < Z k_?s/n+4o¢/nef2clak2/"
k ~ :
k=m+1 k=m+1

Taking m sufficiently large, the summand will be strictly decreasing in k, so we can treat it as a lower Riemann
sum for the integral

/OO k25/n+4a/n672c1ak2/"dk.

Changing variables by letting k2/™ = [,

0 [e%e}
E )\Z+2a672>\ka 5 / ls+2a+n/271672c1aldl.
k=m+1 m?/m

If s+2a+n/2—1<0, then

o [e’s} 1 y
2/n
2 : Az+2a672)\ka 5 ef2claldl — 672771 cia
& i m2/n 261(1

=m

On the other hand, if s+ 2a+n/2—1 > 0, we can trade some of the exponential decay to eliminate the

algebraic term,
oo

0o
Az+2a672)\ka < / efclaldl — 1 efmr‘)/"cla
E S —_— .

J——— m2/n c1a

In either case, we see that for any a > 0,

lim sup [f(7) — fm(7)| = 0.

m— 00 TZ(l

Since the partial sums converge uniformly to f, it is now a classical result to conclude that f is continuous for
T>a >0, [24]. O
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