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A simple-to-implement weak-sense numerical method to approximate
reflected stochastic differential equations (RSDEs) is proposed and analysed.
It is proved that the method has the first order of weak convergence. Together
with the Monte Carlo technique, it can be used to numerically solve linear
parabolic and elliptic PDEs with Robin boundary condition. One of the key
results of this paper is the use of the proposed method for computing ergodic
limits, that is, expectations with respect to the invariant law of RSDEs, both
inside a domain in R and on its boundary. This allows to efficiently sample
from distributions with compact support. Both time-averaging and ensemble-
averaging estimators are considered and analysed. A number of extensions
are considered including a second-order weak approximation, the case of ar-
bitrary oblique direction of reflection, and a new adaptive weak scheme to
solve a Poisson PDE with Neumann boundary condition. The presented the-
oretical results are supported by several numerical experiments.
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1. Introduction. This paper is devoted to weak approximation of stochastic differential
equations (SDEs) with reflecting boundary conditions in a multidimensional domain G C R?.
Many models from physics, biology, engineering, and finance can be described using SDEs.
In some of those scenarios reflected SDEs (RSDESs) can be used as a modelling tool. Let us list
a few examples from different fields. Applications of reflected diffusion processes in stock
management as well as in quality control were considered in [9]. Heavy traffic behaviour
of queuing systems is modelled using the reflected Brownian motion in [5]. In [22] (see
also [39]), it is demonstrated that the solution (known as the optimal portfolio process) of
consumption investment problems with transaction cost are governed by RSDEs. In [45],
the authors used RSDEs to model dynamics of reacting chemical species with the constraint
that concentration of species cannot be negative. Related issues in sampling measures and
modelling natural phenomena in constrained space using reflective boundaries arise in many
different connections, for example in molecular modeling [4], biological models [36, 41],
continuum mechanics [27], chemistry [21, 64], and statistical inference [1, 23]. We expect
our study therefore to be of wide interest.

The Feynman—Kac formula gives the probabilistic representation of solutions of parabolic
and elliptic PDEs with Neumann/Robin boundary condition as the expectation of a func-
tional of the reflected diffusion process. Solving such PDEs using deterministic methods, for
example finite difference methods, requires approximating solutions in the whole domain,
therefore the computational cost increases exponentially with increasing dimension. The use
of the Monte Carlo method to find solutions of such PDEs is preferred when the solution is
not needed in the whole domain but only at certain points. Further, in the case of the Monte
Carlo methods, independent trajectories can be simulated using parallel computers.

Another important application of RSDEs is in making use of a stochastic gradient system
with reflection for drawing samples from higher-dimensional distributions with compact sup-
port (see [14] and Section 4 here). This application is one of the main objectives of this paper
in the setting of ergodic limits (Section 4).

Let G c R? be a bounded domain with boundary 0G, Q :=[Tp, T) x G be a cylinder in
R4*+1 and S be the lateral surface of Q. Let b: Q — R? and o : Q — R?*4_ Consider the
RSDEs

an dX(s)=0b(s, X(s))ds+o(s, X(s))dW(s) + v(X () Isc(X (s)) dL(s),

X(t))=x,To<to<T,to<s<T,xeG,
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where W (s) is a d-dimensional standard Wiener process defined on a filtered probability
space (2, %, (Fs)s>0, P); v(z), z € 3G, is the inward normal vector to the boundary dG;
and I3 (z) is the indicator function of z € dG. Further, L(s) is the local time of the process
X (s) on the boundary G adapted to the filtration (.%y)s>0. A local time is a scalar increasing
process continuous in s which increases only when X (s) € dG (see the precise definition in,
e.g., [28, 38, 47]):

t
L(t):/t Ihg(X(s)dL(s) as.
0

We also note [47] that in the integral form of (1.1) the term

t
K(t) = / V(X () Ty (X () dL(s)
fo
is a d-dimensional bounded variation process.

The following questions are considered in this work:

e How to numerically (in the weak sense) solve RSDEs and the related linear parabolic
equation with Robin boundary condition?

The proposed simple-to-implement weak approximation of (1.1) numerically solves a
linear advection-diffusion equation with Neumann boundary condition, and its extension
solves an advection-diffusion equation with a decay/growth term and with the nonhomo-
geneous Robin (in other words, third) boundary condition (see Sections 2-3).

e How to compute ergodic limits in the domain G as well as on the boundary G ?

We introduce time-averaging and ensemble-averaging estimators to numerically calcu-
late expectations with respect to the invariant density of a reflected diffusion X (¢) which
lies in G. We also propose estimators to compute integrals with respect to the normalised
restriction of the invariant density of X (¢) on G (see Section 4).

e How to sample from distributions with compact support using Brownian dynamics?

This directly follows from the previous point. Drawing samples from compactly sup-
ported targeted distributions has many applications, especially in machine learning and
molecular dynamics. The proposed algorithm applied to a stochastic gradient system
(Brownian dynamics) with reflection efficiently samples from distributions whose sup-
port is a compact set G as well as from distributions whose support is a d — 1-dimensional
hyper-surface dG (see Section 4.1.4).

e How to numerically solve a linear elliptic equation with Robin boundary condition?

The probabilistic representation of the solution of the elliptic Robin problem involves
integration of functionals of X (¢) on [0, c0). The weak method of Section 2 is applied and
analysed in the case of the elliptic problem (see Section 5). The special case of the Poisson
equation with Neumann boundary condition is treated separately, for which a new adaptive
time-stepping algorithm is proposed (see Section 5.2).

The approaches to numerically approximate the solutions of RSDEs driven by Wiener
processes have taken three directions. The first two approaches are penalty methods [57, 63,
68] and projection methods [7, 18, 48, 57]. Introduce the projection map onto G: IT(x) =
arg minyeé |x — y|, x € R¢. We note that if x € G then I1(x) = x. In projection schemes, the
map [1(x) is applied at every step of a numerical scheme (e.g., the Euler method) approximat-
ing the RSDEs with the local time term omitted. To construct penalty schemes, one replaces
the reflection term in the RSDEs with 8, (X (s)) ds, where 8, (x) := (x — [1(x))/A,x € R,
and A is a positive constant. We note that 85 (x) = 0 for x € G. Then these resulting SDEs are
approximated, for example, by the Euler scheme (see a brief description of penalty and pro-
jection methods in [57], Section 5.6, and the references therein). The convergence of penalty
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schemes is mainly shown in the mean-square sense (see [63, 68]). In this paper, we are inter-
ested in weak approximation.

Liu [48] proposed a weak scheme by combining projection and orthogonal transformation
of the diffusion matrix and obtained weak first-order convergence. Costantini, Pacchiarotti
and Sartoretto [18] obtained weak order 1/2 through a projection scheme. Expectations of
complex functionals of local time can be evaluated using their scheme.

Methods which are neither penalty methods nor projection methods, we term reflection
methods [6, 12, 34, 35, 53, 57]. Milstein [53] (see also [57]) proposed a weak scheme with
first order of accuracy to solve the Robin boundary value problem for parabolic PDEs. The
scheme is not easy to implement as it requires to change the local coordinates when the dis-
cretized sample path reaches the proximity of the boundary (see its implementation in [10]).
Gobet [34, 35] suggested a reflected scheme in half space which locally approximates G and
gained a half order of weak convergence for any oblique direction of reflection. The order
is improved to one for the co-normal reflection. Bossy, Gobet and Talay [12] analyzed an
Euler scheme combined with a symmetrized procedure for simulation of reflected diffusion
with oblique reflection and obtained first order of accuracy. Since their scheme is based on
Gaussian increments, they propose to restart the simulation if a discretized sample path takes
a very large increment outside the domain. Approximating ergodic limits inside the domain
G using the scheme of [12] was considered in [16], where the corresponding convergence in
time step was proved with an order lower than 1. The other possible limitation of the method
is that it is not known how to adapt it to compute expectations of integrals with respect to
local time.

In this paper, we propose a new reflection method to numerically approximate RSDEs.
The method does not require any orthogonal transformation of diffusion matrix or change of
local coordinates thus it is easy to implement. This new method is based on the idea of sym-
metrized reflection on the boundary, however we apply the weak Euler scheme which uses
bounded random variables making sure that discretized sample paths cannot move beyond
the boundary outside the domain by more that O(v/h), where / is the time step. We note
that although our method is based on symmetrized reflection like [12], our approach to prove
convergence is entirely different — we use appropriate PDEs as in typical proofs of weak
convergence [52, 53, 57, 69]. Further, the path we take for the analysis allows us to compute
expectations of functionals of local time accompanied by optimal error estimates. Moreover,
our approach works for time averaging estimation of ergodic limits, both in the domain G
and on the boundary dG, and the corresponding first-order convergence in the time step is
proved in both cases. We also extend our algorithm to approximate SDEs with reflection in
any oblique inward direction with first order of convergence. In addition, we modify our al-
gorithm by introducing a new procedure near the boundary which results in a second-order
method.

As already highlighted earlier, our method can be used to solve elliptic PDEs with Robin
boundary condition, where the two cases are considered separately: the first with a decay
term (equations (5.1)—(5.2)), where we achieve first order accuracy; the second case (equa-
tions (4.1)-(4.2)) is without a decay term (the Poisson problem), which causes additional
difficulties. We introduce an adaptive time-stepping scheme based on a novel idea of double
time-discretization to solve the Poisson problem with first order accuracy.

In, for example, molecular dynamics (see [43] and references therein) and Bayesian statis-
tics (see, e.g., [3, 44, 72] and references therein), it is usually necessary to compute the
expectation of a given function with respect to the invariant law of the diffusion (ergodic
limit). There are two common approaches to computing ergodic limits. One is to simulate
a numerical trajectory over a long period of time and take the average at discretized points
(time-averaging estimation, see, e.g., [16, 52, 58, 69] and references therein). The other is to
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simulate many independent numerical realizations of the associated SDEs and average them
at a sufficiently large finite time (ensemble-averaging estimation, see, e.g., [58]).

In this work we are interested in finding how close numerical time-averaging and
ensemble-averaging estimators are to the corresponding expectations with respect to the RS-
DEs’ stationary measure. In [52] it was shown how an appropriate Poisson equation can be
used to obtain the long time average of the functional of diffusion processes. In the same
spirit, here we make use of the Poisson equation with Neumann boundary condition for anal-
ysis of numerical time-averaging estimators. For proving accuracy of the ensemble-averaging
estimators, we exploit a parabolic PDE with Neumann boundary condition.

In many applications it is required to sample from distributions with compact support, G
(see, e.g., [11, 17, 40]). Although there are methods which have been proposed to sample
from distributions subject to certain constraints, most of them are not well studied theoret-
ically except for example, [13, 14], where [14] uses a projection scheme and [13] exploits
a penalty method for sampling from log-concave distributions with compact support. Both
works establish bounds on a distance (in total variation norm or Wasserstein distance) be-
tween the stationary measure of a Markov chain generated by a numerical method and the
corresponding stationary measure of the underlying reflected Brownian dynamics. We are in-
terested in establishing closeness (including convergence order) of estimators to the ergodic
limits with respect to generic ergodic RSDEs allowing us to sample from arbitrary distribu-
tions with compact support G.

Finally, in this paper, we also develop a methodology to sample from a targeted probability
distribution which lies on the hyper-surface dG that can be considered as the boundary of a
bounded domain G. There are geometric Monte Carlo methods for sampling from distribu-
tions lying on dG (see, e.g., [15, 33] and the references therein). Our approach is different
and is based on weak approximation of the local time of the reflected diffusion X (¢) on the
boundary 0G (see Section 4.1.4 for details).

2. Numerical method to approximate reflected SDEs. In this section, we first discuss
the existence and uniqueness of solutions of RSDEs (1.1).

In the paper we will use the following functional spaces. Let C B3 e (Q) (or CPTe€ (G))

N .. . . .. i+1j1
be a Holder space containing functions u (¢, x) (or u(x)) whose partial derivatives W
(or %) with 2i 4+ |j| < p + € (or |j| < p + €) are continuous in O (or G) with finite
(p+e) (p+e)

norm | - |Q (or|-|5 "), wherei e NU{0}, p e NU{0},0 <€ < 1, j is a multi-index, and
| - |PT€ is the Holder norm (see details in [42], pp. 7-8). However, for brevity of the notation,

in what follows we will omit € and write C%p(Q) (or CP(G)) instead of CPT%”’“(Q) (or
CP+€(G)), which should not lead to any confusion. The notation f(¢,z) € C 5.p (S) will have
the same meaning as explained above. In what follows we will omit € in the notation of the
Holder norm by writing | - |? instead of | - [P1€. We also denote by C(Q) the set of functions
which are continuous in Q.

‘We make the following assumptions regarding the problem (1.1).

ASSUMPTION 2.1. The boundary 3G of domain G belongs to C*.

ASSUMPTION 2.2. The coefficients b(¢, x) and o (¢, x) are Cl’z(Q) functions.

If Assumptions 2.1 and 2.2 hold, there exists a unique strong solution to the RSDEs (1.1).
The meaning of existence of unique strong solution is same as given in [38], p. 149. We note

that the unique solution of (1.1) exists when b(t, x) and o (¢, x) are just Lipschitz continuous
in x and the domain G is either a convex set or CZ smooth [47, 66, 70]. Assumptions 2.1-2.2
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FIG. 1. Four possible realizations ()X} | of X} | given Xy in two dimensions.

are used in subsequent sections to prove optimal (highest possible) order of convergence for
the proposed algorithm. At the same time, we note that the algorithm can be used in practice
under weaker assumptions.

Now we construct a new algorithm which approximates RSDEs (1.1). Let (7p, x) € Q. We
introduce the uniform discretization of the time interval [fg, 7] so that fg < --- <ty =T,
h:=(T —ty)/N and tyr1 =1t + h.

We consider a Markov chain (#;, Xy )r>0 with Xo = x approximating the solution X, , (¢)
of the RSDEs (1.1). Since X (f) cannot take values outside G, the Markov chain should
remain in G as well. To this end, the chain has an auxiliary (intermediate) step every time it
moves from the time layer # to #x+.1. We denote this auxiliary step by X} ;. In moving from
X to X, +1» we apply the weak Euler scheme

@2.1) Xjy1 = Xk + hbg + 1Py,

where by = b(t, Xi), o = 0 (tx, Xp) and &1 = (1, ..., &L, DT & i=1,....d k=
0,..., N — 1, are mutually independent random variables taking values =1 with probability
1/2.

Taking this auxiliary step X} 1 While moving from Xy to X represents cautious be-
haviour and gives us an opportunity to check whether the realized value of X , is inside the
domain G or not (see Figure 1). If X}, € G then on the same time layer we assign values to
X1 as

(2.2) Xky1 = X1/<+1.

However, if the realized value of X 41 goes outside of G then we need an additional con-
struction so that X4 € G (see Figure 2). First, we find the projection of X 41 onto 9G
which we denote as X7, ; and we calculate ry4; = dist(X A +1» Xi41) which is the shortest
distance between X ,/( 41 and X7 - Note that dist(Xg, X ,/{ D= O(h'/?), therefore under As-
sumption 2.1 and for sufficiently small , the projection X7, ; of X}, on dG is unique [12],
Proposition 1. Moreover, the projection X7, ; and the shortest distance ¢ satisfy the fol-
lowing equation, X', | = X,’€+1 + ri+1v(X7, ), where v(X[, ) is the inward normal vector
to the boundary G at the projection X7 ;. Thereafter, we add r¢+1v (X7, ;) to X7 | to arrive
at a point which we take as Xy 1. This transition from intermediate step X ,’< 4 to Xx+1 makes

sure that X411 € G. We also highlight that X; , ; and X;| are symmetric around X7, ; along

’
Xk+1
.

Y

FIG. 2. One step transition in two dimensions from XI/<+1 to X1 using projection X17<T+1 of XI/<+1 on 9G.
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Algorithm 1 Algorithm to approximate normal reflected diffusion
Step 1: Set Xo=x, X, =x, k=0.
Step 2: Simulate &1 and find X, | using (2.1).
Step 3: If X,’CJrl € G then X4 = X//<+1’ else
(i) find the projection X7, ; of X, on 3G,
(i1) calculate rgy1 = dist(X,’{H, XZH) and find Xy according to (2.3).
Step 4: If k + 1 = N then stop, else put k := k + 1 and return to Step 2.

the direction v(X7, ;). Therefore, combining the above steps of calculating X7 from X; |
and then Xy from X7, we have

(2.3) Xk1= X1/¢+1 + 2rk+1V(X/7<T+1)-

We formally write our algorithm as Algorithm 1.

REMARK 2.1. To approximate the RSDEs inside the domain G in Algorithm 1, we ex-
ploit a particular method with discrete random variables used for approximating the Wiener
increments, the weak Euler scheme (2.1). Instead of (2.1), one can use any approximation
with local weak order 2 and bounded increments (e.g., the walk over spheres as in [53, 57]
(see also [10]) or any other method with discrete random variables) and complement it with
the symmetric reflection (2.3). Such versions of Algorithm 1 have the same convergence
properties as the ones proved in this paper for Algorithm 1. We restrict ourselves here to the
weak Euler scheme (2.1) because it is the simplest scheme and also for definiteness.

3. Solving parabolic PDEs with Robin boundary condition. In Section 3.1, we intro-
duce a parabolic PDE with Robin boundary condition along with assumptions required for the
existence of its solution and with the link to the reflected diffusion process via the Feynman—
Kac formula. Section 3.2 describes an extension of Algorithm 1 to solve the Robin parabolic
problem. We state the main convergence theorem of the proposed algorithm in Section 3.3
and prove it in Section 3.4.

3.1. Probabilistic representations. Consider the parabolic PDE

u 1 &
—+ = a’(t,x)
@G o %21

% S B0 et xu+ gt =0
— ,X)— +c(t, x)u ,x)=0,
dxt ox/ P ax! &
(t,x) € 0,
with terminal condition
(3.2) u(T,x)=¢(x), xe€G,
and Robin boundary condition
au
av
where v = v(z) is the direction of the inner normal to the surface dG at a point z € 9G.
We can write equation (3.1) in a more compact form as

0 1
(3.4 —u+(b-V)u+§(a:VV)u—I—cu—}—g:O,

(3.3) +y,u=v(t,z), (2 €S,

ot
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where (:) denotes the Frobenius product of two matrices, (-) denotes the scalar product of two
vectors, ¢ = c(t, x) and g = g(¢, x) are scalar functions, and a(¢, x) = {a"/ (t,x)} isad x d

symmetric matrix, thatis, a : Q — Réxd,
In addition to Assumptions 2.1-2.2, we also make the following assumptions.

ASSUMPTION 3.1.  g(t,x) € C12(Q), p(x) € C*G), and ¥ (1, z) € C133(8).
ASSUMPTION 3.2. ¢(t,x) € C2(Q) and y (1, z) € C'23(S).

ASSUMPTION 3.3. The symmetric matrix a = {a'7} satisfies the condition of uniform
ellipticity in Q, that is, there exists a positive constant ag such that for all y € R¢:

(3.5) aolyl* < (a(t, x)y-y), (t,x)€Q.

Define a sequence of functions vy recursively as

k k
k : 0
Vo =@, vk+1=—z<i>d(”vk—i—a—tf(T,X),
i=0
with
. 1 & gl 32y 4 3ipi v dic

sz(l) = — —(T, - —(T,x)— + — (T, .
v 2le::1 a7 ( x)8x18x1+j:1 a7 ( x)8x1+8tl( X)v

ASSUMPTION 3.4. The compatibility condition of order 1 is fulfilled for the problem
(3.1)—(3.3), that is, the following relationship holds:

ko (k) D'y
[W*i;(i) o1 ,:T”’“}

It is known [42] that if Assumptions 2.1-2.2 and 3.1-3.4 are satisfied then the problem
(3.1)—(3.3) has a unique solution u(¢, x) € C2*4(Q) satisfying the inequality

4 2 4 3
(3.6) uly <) (Iglg +lelg’ + w15,

_ v

s otk

, k=0,1.
t=T

where C(T') is a positive constant dependent on 7'. We also note that u(z, x) satisfies the PDE
(3.1) in Q under Assumptions 2.1-2.2 and 3.1-3.4.
Let a matrix o (¢, x) be found from the equation

o(t,x)o(t, x)T =a(t, x).

As is known [28, 31, 38], the probabilistic representation of the solution of problem (3.1)—
(3.3) is given by

(3.7 u(to, x) = E(@ (X9, x (1)) Yig,x,1(T) + Zsy,x,1,0(T)),

where Xy 1 (5), Yig,x,y(5), Zty,x,y,2(5), s = 19, is the solution of the Cauchy problem for the
system of RSDEs

(3.8) dX(s)=0b(s, X(s))ds+o(s, X(s))dW(s) + v(X () Isc(X (s)) dL(s),
(3.9) dY(s)=c(s, X($))Y(s)ds + y(s, X(5))Is6(X ()Y (s)dL(s),
(3.10)  dZ(s)=g(s, X ()Y (s)ds — ¥ (s, X () Isc(X (5))Y (s)dL(s),

with X (1)) =x, Y(to) =y, Z(to) =2, To <to <s < T,x € G.
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Algorithm 2 Algorithm to approximate (3.8)—(3.10)

Step 1: Set Xo=x, Yo=1, Zo=0, Xy =x, k=0.

Step 2: Simulate &1 and find X, | using (2.1).

Step 3: If X}, € G then X; i = X4, and calculate Yy1 and Zi1) according to (3.11)
and (3.12), respectively, else find X1, Yi+1, and Zg41 according to (2.3), (3.13)
and (3.14), respectively.

Step 4: If k + 1 = N then stop, else put k := k + 1 and return to Step 2.

3.2. Numerical method. In this subsection we modify our Algorithm 1 to construct a
Markov chain (fx, Xk, Yk, Zk)k>0 With Xo = x, Yo =1, Zyp = 0 to approximate the solution
u(tg, x) of (3.1)—(3.3) at (rp, x) € Q We approximate RSDEs (3.8) according to Algorithm 1
and complement it by an approximation of (3.9) and (3.10). If the intermediate step X,

introduced in Algorithm 1, belongs to G then we use the Euler scheme: o
(3.11) Yip1 =Yk + he(tx, Xi) Y,

(3.12) Ziy1=Zi +hg(ty, Xi) Y.

If X}, ¢ G then

Yip1 =Y+ he(te, X Y + 2rep1y (tren, X1) Ya

(3.13) . n
+ 211 v (e 15 Xi1) Y,
G14) Zir1 = Zi + hg(te, Xi) Yie = 2ri1 ¥ (ten, X3y ) Ve
= 2rg ¥ (ks X))y (s Xr) Yis
where X7 | is the projection of X}, on G and ry41 = dist(X;_ |, X7, ;) which is the

shortest distance between X, ; and X7, ;.

The approximation (3.13)—(3.14) is derived via numerical analysis (see Lemma 3.3 and
Theorem 3.1) aimed at obtaining first-order weak convergence of the proposed algorithm.
We write this modified algorithm as Algorithm 2.

We note that Algorithm 2 can be applied to the Robin problem (3.1)-(3.3) in the layer-
wise manner. Recall (see [57], Chapters 7-8, and also references therein) that layer methods
are deterministic numerical methods for PDEs which are constructed using probabilistic rep-
resentations of the PDEs’ solutions together with the weak-sense approximation of SDEs.
Based on Algorithm 2, we can write a layer method which is a deterministic method with
fictitious nodes for (3.1)—(3.3). In the one-dimensional case such a layer method was pro-
posed in [56] (see also [57], Section 8.4.4). It was applied to a one-dimensional semilinear
parabolic PDE with Neumann boundary condition. Thanks to the results of our paper, we
now have a probabilistic representation of that layer method from [56] and hence can prove
its global order of convergence. Furthermore, based on Algorithm 2, we can construct a layer
method for a multidimensional semilinear Neumann problem, which is simpler than the layer
method proposed in [56] (see also [57], Section 8.5) for the multidimensional case which
used the weak approximation from [53]. This connection of Algorithms 1 and 2 with layer
methods also provides further intuition for the approximation of X (#) near the boundary:
from the weak-sense perspective, we replace the directional derivative in the Robin boundary
condition with the central finite-difference using a fictitious node outside the domain.

3.3. Finite-time convergence theorem. We state the main theorem of this section which
gives the estimate for the weak-sense error of Algorithm 2 at finite time.
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THEOREM 3.1. The weak order of accuracy of Algorithm 2 is O(h) under Assump-
tions 2.1-2.2 and 3.1-3.4, that is, for sufficiently small h > 0

(3.15) |E(p(XN)YN + Zn) — u(to, Xo)| < Ch,
where u(t, x) is solution of (3.1)—(3.3) and C is a positive constant independent of h.

We will prove this theorem in the next subsection. The scheme of the proof is roughly
as follows (cf. [53, 57]). We first prove two lemmas on weak local errors of Algorithm 2:
Lemma 3.2 gives order O(h?) for the one-step approximation for the intermediate step X [

(i.e., of the Euler approximation) and Lemma 3.3 gives local order O(h3/?) for X;,1 when
X 41 goes outside G. The number of steps when X, 41 € G is obviously O(1/h). The sense

of Lemma 3.4 is that the average number of steps when X, ¢ G is O(1/+/h). Appropriately
combining the three lemmas, we get first order convergence as stated in the theorem.

3.4. Proof of Theorem 3.1. This subsection is devoted to analysis of the error incurred
while numerically solving the Robin problem (3.1)—(3.3) using Algorithm 2 and the prob-
abilistic representation (3.7). In Section 3.4.1 we prove two lemmas regarding the one-step
approximation corresponding to Algorithm 2. In Section 3.4.2 we prove a lemma on the av-
erage number of steps when X | ¢ G. Theorem 3.1 itself is proved in Section 3.4.3. We in-
troduce the additional notation to be used in the future analysis: ug+1 = u(txt1, Xi+1), Uk =
u(ti, Xi)s ug = u(te1, Xgo)s oy = uter1, Xy ), ak = ate, Xi), b = b(te, Xi), cx =
c(te, Xi)» 8k = (e, Xi), ity = Vet Xpp)» Vi1 = ¥ ka1, Xi)s ok = o (te, Xp)s
Yiy =Ye+heY, and Z; | = Zy + hgyYy. For d-dimensional vectors V;, j =1,..., p,
we denote the pth spatial derivative of a smooth function v(x) evaluated in the directions V;
by DPv(x)[Vi, ..., Vpl:

DPv(x)[V1,..., V,]= Z ey v(x)l_[V’

It is not difficult to see that in Algorithm 1, under Assumptlons 2122, ry =
dist(X,/c, X7) = O(hl/z) whenever Xl/<+l e G¢. Under Assumption 2.1, we can introduce
a d — 1-dimensional surface outside G parallel to dG whose distance to dG is r which is
large enough so that for all k, we have rx < r and r = O(h!/?). We denote this surface
as S_,, and we denote the layer between the two surfaces dG and S_, as G_, and also
Q_,:=[Ty, T) x G_,.

3.4.1. One-step approximation. In this subsection, we will prove two lemmas. Lem-
ma 3.2 estimates the error of the one-step approximation in moving from X; at time layer
t to X ,’( 4 at time layer #;1, that is, it is about the local weak error of the Euler scheme.
Lemma 3.3 estimates the error of the one-step approximation at the same time layer ;41 in
moving from X ; to X4 given that X;_ , goes outside G.

We will use the following result. It is known [30], Proposition 1.17, that under Assump-
tion 2.1 the solution u(z, x) € C**(Q) can be extended to a function u(¢, x) € C>*(Q U
0_,). This extension of u(t x) and its derivatives will be used in proofs where we need to
expand u(t, x) around x™ € 3G when x € G¢. We pay attention to the fact that u(z, x) and its
derivatives are uniformly bounded for (¢, x) € QUO_,.

LEMMA 3.2. Under Assumptions 2.1-2.2 and 3.1-3.4, the one-step error of Algorithm 2
associated with moving from Xy to X}, 41 Is estimated as

By Yisy + Ziyy — Y + Z)I1 Xk, Ye, Zi)| < CYieh?, k=0,1,...,N —1,

where C is a positive constant independent of h.
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PROOF. This is a standard result (see, e.g., [57]) for the weak Euler approximation (2.1),
(3.11)—(3.12) used in Algorithm 2 but we include its proof here as we will refer to it later (in
Section 4), where we will need to take into account dependence of the error on time.

We expand u}c 41 first around (7, X ,/( ) and then around (7, Xx):

ouy h
—— +h(br - V)ug + E(ak VV)ur + Ry kg1 + Ry g1,

Uy =g +h a1

so that
Ry 41 = (h*/2) D*uplbr, bl + (0 /6) D urlby, bi, bil + (h*/2) D2 ur[bi, o1, o1
+(1/24) D*ult, X818k, Sttt 811 + 1P (bic - V) Dy
+ (1/2) Dy D*u(tr, X)[8k1, Sk1] + (2 /2) DFu(tr, Xjop ),
Ro st =12 (0t - Vyug + (h/2) (D urlondir, orbist] — (ax - VV)ur)
+ 12 D2urlbr. oxéir1] + (72 /6) D uplonkis1. oxbis1. okbis1]
+ (12 2) D3ug by, br, oxbi+1] + /> (0kErt1 - V) Dyug,

where D} = % with j = 1,2, 81 = hby + h'20p&ps1, tr = tx + arh, X = Xi + a2biy1
with some o1, ap € (0, 1). Notice that

E(& 11Xk, Ye, Zk) =0, E(& & |1 Xk, Y. Zk) =0, i j,

E(Ef 1880 )1Xe Y Z) =0, E((E )1 Xk Ve Ze) = 1,

where i, j,m = 1,...d, then it is not difficult to deduce that E(R2 x+1|Xk, Yk, Zx) =0,
k=0,..., N — 1. Further, again using moments of &, noticing E(8k+1)2 =00), k =
0,..., N — 1, and recalling that the function u(z, x) is uniformly bounded for all (¢, x) €
[To. T] x GUG_,, we get [E(Ry x+1|Xk, Y&, Zt)| < Ch?, k=0,..., N — 1. Therefore, us-
ing equation (3.4), we obtain the desired bound as

E(hi1 Yigr + Ziqy — Ye + Z0)| Xk, Yo Z)|

= |E(ujp (Vi + herYi) —urYi + Zyyy — Zil Xi, Yi, Zi)|

=

ou (ar : VV)
<uk + ha(tk, Xi) + h(bi - V)ug +hfuk>(Yk + herYy) —urYe +hgi Y
+ [E(R1 k41 + Rajt11 Xk, Yi, Zi) (Vi + hepYi)| < CYih?. O

LEMMA 3.3. Under Assumptions 2.1-2.2 and 3.1-3.4, the one-step error of Algorithm 2
near the boundary is estimated for all k =0,...,N — 1 as

(3.16) |kt 1Yirr + Zirr — (g1 Yigr + Zpgo)| < CYinenihlge(Xp ) - as.,

where C is a positive constant independent of h.

PROOF. It is obvious that the left-hand side of (3.16) is equal to O when X, 411 € G.
Let us consider the error on the event {X 41 € G€}. We have

luks1Yir1 + Ziy1 — (U1 Vi + Ziy)|

= (a1 — 1) Yir1r +wpp g (Yer1 = Yig) + Zir1 — Zigy

’

where we have three errors to analyse: I'y := (ug+1 — u ) Yir1, Do i=up Vi1 — Vi),
and '3 :=Zg1 — Z; 4.
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Taylor expansion of uy1 and uj, | around the boundary point X7, | of the same time layer
fr41 gives
(3.17) k1 = U4y + ket (V- VUl + (7 /2) DPul v, vl + Ra gt
(3.18) M;C_H =up =1 (v-Vug g+ (r,%+1/2)D2uZ+1[v, v]+ Ry pt1,
where v is evaluated at X,’;H and for j =3, 4,
Rjip1 = (=D /6) DPultirr, XEy + (=D Majrpv)v, v, 0], aj €0, D).

We notice that (rx41)" < Ch™/?, k=0, ..., N —1,forany m > 1. Recall u(t, x) € C>*(QU

Q_,) which implies that
|Rj,k+llfcr]§+]$ j:3’47

where C > 0 is a nonrandom constant independent of /.
Using the expansions (3.17)—(3.18) and substituting Y1 from (3.13), 'y becomes

Ty =2kt (V- VUl (Ye 4 hew Ve + 21 v Yo + 202 (vF0) V)
+ (R3k+1 — Rak+1) Yit1
=211 VeV - VU + g v Ve - Vul |+ 2hripi Ve (v - Vug,,
+ard (V;ZTH)ZYk(V Vug |+ (R3 41 — Ragr )Yyt
Similarly I', gives
o= (ufy) — rep1 (v Vg ) @reer v Y+ 200 (v 1) Ye)

2

.
+ (%Dzuzﬁ[v, v]+ R4,k+1)(Yk+1 — Y1)

2
= 2 ey — 2 Ve Ye v - gy + 2r 0 () Yaug
2
2 r
=21 (V) Yk - Vo + (—kgl D*uf v, v] + R4,k+1>(Yk+1 — Y1)

and, using the value of Z; | and Z; +1» I'3 becomes
I3 = —2re ¥ Yie — 2r/3+1)/1§1+110£+1 Y.
Combining I'(, [';, '3 and using the boundary condition (3.3), we obtain
[Ty + Ty + T3] < [2hrgpicx Y (v - Vug, |

2
2 r
2 (V) Y- Vug %Dzuﬁrl[”v VI(Yig1 — Yipp)

+ |R3,k41Yk+1 — Rakr 1Yy | < CYihrigr,

which gives the error estimate in the case {X} 11 € G°). O

3.4.2. Lemma on the number of steps when X}, ¢ G. Consider the Markov chain (#, X})
generated by Algorithm 2. Recall that X can take values outside G.IfX € G*¢, to calculate
X ,’C L we first determine X according to (2.3) and then simulate & to find X ,’C 4188 in (2.1).

Let P, = P be the one-step transition operator for the Markov chain (#x, X ,/(), k=
0,...,N:

(PhV)(t,x)=PV(t,x):=E[V(t+h, X])|to=t, X[ =x],
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where (2, x) is an arbitrary point in [7p, 7) x G and V (¢, x) is a function from [7p, T'] x (GU
G _;) to R. We note that
E[V (tk41, Xiy1)| X = x] = PV (1, x).
Consider the boundary value problem associated with the Markov chain (#, X;):
(3.19) qgx)PV(t,x)—V(t,x)=—g(t,x), (t,x)el[To,T —h]x (GUG_,),
(3.20) V(T,x)=0, xe(GUG_,),

where g(f, x) > 0 and g (x) > 0. The solution to this problem starting from (¢, x) = (#, x) is
given by [55, 57, 73]:

N—1 i—1
(3.:21) V<rk,x>=E[Z g (i, X7) l_[q(X;)IX,'<=x:|.

i—k j=k

The next lemma is related to an estimate of the number of steps which the Markov chain
X, spends in the layer G _, that lies outside the G. It is used in proving the main convergence
theorem (Theorem 3.1).

LEMMA 3.4. Under Assumptions 2.1-2.2, for any constant K > 0 and for sufficiently
small h, the following inequality holds:

N-1 k—1
E(Z nde (X)) [T+ Krilg., (X;))> <C,
k=0

i=0
where C is a positive constant independent of h.
PROOF. Let ro(x) be the distance of x from boundary 0G. If we take g(t,x) =

ro(x)Ig_, (x) and g(x) = (1 + Kro(x)Ig_,(x)) in (3.19), then the solution to (3.19)—(3.20)
is (cf. (3.21)):

N—-1 k—1
v(to, x) = E(Z rilg_, (X}) l_[(l + Krilg_, (X)) Xg zx),
k=0 i=0

where r; = dist(X ,/(, 0G) as before. If we can find a solution V (¢, x) to (3.19)—(3.20) with a
function g (¢, x) such that it satisfies the inequality

(3.22) g, x) =ro(x)Ig_, (x),
forall (¢, x) € [To, T — h] x (G U G_,), then we have

v(t, x) < V(t, x).
Introduce the function

0, G\G,
(3.23) wx)=1{_ , ¥ € G\Gr,
dist“(x,S;), xeGUG_,.
Since Algorithm 2 takes steps according to (2.1)—(2.3), we can write
AX' =X —x=2ro(x)viG_ (x) +3,

where the normal v = v(x™) is evaluated at the projection of x on dG, that is, x™, and
8§ =b(t,x +2ro(x)I_, (x)v)h + o (t, x +2ro(x)IG_, (x)v)h'/2&. Note that

(3.24) E@)|=0h),  8>=0Mh), |AX'[F=0n).
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We have the following approximation when x € G,UG_, (cf. [53, 57]):

4T
X )Cl

(3.25) dist(x + AX', S)) = dist(x, S)) + (Ax/ : ) +Oh),

lx — xf|
where x;* is the projection of x onto the surface S;. Hence, we have

E(dist(x + AX', 7))

R 4 2
(3.26) = E(dist(x, Sy + <AX/- al xlﬂ ) + (’)(h))
lx —x;"|
. 2 . , x—=x
= (dist(x, Sy))” + 2dist(x, S))E| AX g 7 + O(h).
X — xl
Also, define another function U (¢, x) as
: (t,x) (T} x (GUG_,),

3.27 U(t,x)= 0
G20 ) {e’““—”emm, (t,%) €[To, T =hl1 x (GUG ),

where K| and K> are positive constants which choice will be discussed later in the proof.
Applying the one step operator P to U, fort < T we get

PU(t, x) = K1 T—1=W (K (X))
We note that if x as well as X ’1 € G; UG_,, then due to (3.25) and (3.26) we ascertain

PU(t,x) = eKl(T_t)esz(x)(l —Kih+ O(hz))

(3.28) x — xT

x E(l + 2K, dist(x, Sy) (AX’ : m) + O(h)),
1

where O(h?) depends on K and O(h) depends on K.

Thereafter, we calculate (1 + Kro(x)Ig_,(x))PU(t,x) — U(t, x) at points (¢, x) lying in
different regions identified by four different cases discussed below with the aim of finding
g(t, x) satisfying the inequality (3.22). Introduce the region S, = {x|dist(x, S;) < K3h'/%
where K3 is chosen so that for x € G;\ Sy, in one step transition, any of the 24 realizations of
X/, cannot cross S;. We also note that for x € Sy, in one step transition X} may or may not
cross the surface S;. In the first case, that is, in Case 1, we discuss the scenario when x € G_,.
In Case 2, we choose x € G;\ S}, so that Xﬂ cannot cross S; and remains in G; U G_,. In
Case 3, we take x € G\(G_l U Sy) so that all realizations of X’1 also belong to (_?\(_?1. We
examine the scenario when x € S} in Case 4.

Casel: xeG_,.
In this case dist(x,S;) = + ro(x). Since S; is parallel to dG, v(x™) = v(x]"). Further,
X .Xl

using (3.28), (3.24), rg(x) = O(h), and (v(x]") - _—Z) = —1, we get

|x_x1 |

(14 Kro(x))PU(t,x) —U(t, x)

_ eKl(T—t)esz(x)((] + Kro(x))(l — Kih+ O(hz))

x (1 —|—4K2r0(x)l(v- |x — ) n (’)(h)) — 1)

x — x|

= (— (4K2r0(x)l - Kro(x))
1
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— (Kith — Bi1(K2)O(h) + B2(K1, K2)O(h/?)))eX1T =D oK)
2

where |(9(hk)| < Ch* with C > 0 being independent of &, K1, and K>, B1(K>) is a func-
tion of K», and (K1, K») is a function of K| and K>.

Case 2: x € G;\S), and hence all realizations of X| € G;U G_,.
In this case AX’ =8, where 8 = b(t, x)h + o (t,x)h'/?&. Using (3.24) and (3.28), we
obtain

PU(t,x)—Ul(t,x)
_ el(l(T—t)esz(X)(l — Kih+ O(hz))

» (1 +2K2(b(t,x)- |x o
x —

= (~hK1 + B1(K)O(h) + Ba(K1, K2)O(h?))ef 1T ek,

) dist(x, S;)h + O(h)) K1 (T =1) ,Kyw(x)

where |O(h*)| < Ch* with C > 0 being independent of 4, Ky, and K», B1(K>) is a func-
tion of K7, and B>(K, K>3) is a function of K| and K> (note that the functions §; here are
different than the ones in Case 1).
Case 3: x € G\(G,; U S;) and all realizations of X € G\G.
We have, PU(t,x) — U(t, x) = eK1T—1=0) _ oKi(T=0) — (_K 1 + O(h?))eK1 (T,
Cased: x € Sj.
It can be observed that w(x) = O(h) and w(x +§) = O(h). Hence

PU(t,x) = U(t,x) = (—Kih + K20(h) + Bo(K 1, K2)O(h?))eX1 T =1,

where |O(hk)| < Ch* with C > 0 being independent of i, K, and K> and 82(K1, K>3) is
a function of K and K».

Now first we analyze Case 1. We take K, > £ +1 which ensures that term 1 is always greater
than r9(x). Then we choose K| in a manner that not only term 2 in Case 1 is positive but
also f(t,x) =—((1+ Kro(x)Ig_, (x))PU(t,x) — U(t, x)) is positive in Case 2 as well as in
Case 4. It is evident from the second and fourth case that such a choice of K is dependent
on K»>. As one can see, Case 3 trivially satisfies the condition that f(¢,x) = —(PU(¢t,x) —
U (t, x)) is positive. We take g(¢, x) = f(¢, x) which is greater than ro(x) in G_,. As can
be easily observed, we have constructed a function V (¢, x) = U (¢, x) which is a solution
of (3.19)—(3.20) with g(x) = (1 + Kro(x)Ig_,(x)) and g(t,x) > Ig_, (x)ro(x). Therefore,
v(to, x) < V(ty, x) and the lemma is proved. [J

COROLLARY 3.1. Under Assumptions 2.1-2.2, for any constant K > 0 the following
inequalities hold:

N k—1 C
(3.29) E(Z [T+ Krile_, (X] ))) <—
k=1i=0 h
and also
N—-1
(3.30) E(]‘[ (1 +KriIG,(X£))> =C,
i=0

where C is a positive constant independent of h.
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PROOF. Again consider the boundary value problem (3.19)—(3.20) related to the Markov
chain (#, X,/() with the solution given by (3.21). If we chose g(¢,x) =1 and g(x) = (1 +
rolg_, (x)) then the solution of the problem is

N—1k—1
(331) v(t, x) =E<Z [Ta +1<r,~zc_,(x;))|x6=x).

k=0 i=0
If we can find a solution to (3.19)—(3.20) with a function g(¢, x) > 1 then v(z, x) < V (¢, x).
Keeping this in mind, one can easily check if we take g(¢, x) = f(¢,x)/h where f(z,x) is
constructed according to the cases discussed in Lemma 3.4 then our aim to get g(¢, x) > 1 is
fulfilled. In turn we obtain v(#y, x) < V (g, x) where V(¢t,x) = U (¢, x)/ h.
We now show that IE(]_[fv:_Ol(l + Krilg_, (le))) < C, where C is independent of /. Note
that

N-1 k—1
E( > rede, (X)) [T(1+ Krilg., (Xi-)))
k=0

i=0

= 42( X (110+ ke ) - Tl + ., )

k=0 \i=0 i=0

= % ([i‘[lu + Krilg_, (X)) — 1),

i=0

which on using Lemma 3.4 gives (3.30). We have v(tp, x) < C/h, where v(fy, x) is from
(3.31), which together with (3.30) yields (3.29). U

3.4.3. Convergence theorem. In Lemma 3.2 we have shown that the order of the one-
step approximation in moving from (X, Yk, Zi) to (Xj 1, Yipys Zpyy) is O(h?) and in
Lemma 3.3 we have obtained the order O(hry41) of the one-step approximation in the case
X ¢ G. Now we combine these two lemmas along with Lemma 3.4 and Corollary 3.1 to
obtain the weak order of convergence of Algorithm 2.

PROOF OF THEOREM 3.1. We have

|E(e(XN)YN + ZN) — u(to, Xo) Yo

N—1
= ‘E(Z (k1 Yi1 + Zi1 — i Yy + Zk)))’
k=0

N—1
= ‘E(Z w1 Yiert — i Yy g1 Yy — Vi + Ziwt — Zj g + Zjyy — Zk>
k=0

/ ~ 7 v/ 7/
When Xy € G, we have up41 = Uyps Yer1 =Y and Zy41 = Ziiqs therefore

[E(@(XN)YN + Zn) — u(to, Xo) Yol

=<

N—1
E( Z (k1 Yi1 — M;c+l Yl£+l + Zjy1 — Zl/<+1)IG7r (X;<+1))'
k=0

N—1
(3.32) + ‘E(Z(u;+ly,g+l —ukYi + Zjyy — zg)‘
k=0
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<

N—1
E(Z (k1 Yir1 — w1 Yy + Zir1 — Zi) I, (Xl/c-i-l))‘
k=0

N-1
+ ‘E(Z By Vi — wk Yk + Zioy — Zil Xk, Y, Zk)) ‘
k=0

Now we apply Lemma 3.2 and Lemma 3.3 to get

N1
|E(o(XN)YN + Zy) — u(to, X0)Yo + Zo| < Ch'E< > reYele, (X1/<+1))‘

(3.33) k=0
N—1

EZYI{-

k=0

+ Ch?

From (3.11) and (3.13), we have
Yi = Yio1 4+ hew1Yior +2rvf Vi1l (X}) + 22 (vF) a1 I, (X)),

which, using the uniform boundedness of y (¢, x) and c(¢, x), (¢, x) € Q, and recalling ry =
Oh'?), gives

Yi < Yk_l(l + Cih + Corilg_, (X,i)) <Yi_1(1+ Clh)(l + Corrlg_, (X,/())
(3.34)

k k
<Yo(+Ci)* [](1 + Corilg_, (X])) < T [](1 + Corila_, (X})),
i=1 i=1

where C1 and C, are some positive constants. Then substituting (3.34) in (3.33), we obtain

|E(p(XN)YN + Zn) — u(to, Xo)|

< ChE(i relG., (X,;)k]:[l(l + Carilg_, (X,‘))>

(3.35) k=1 i=1

+Ch2E<§:1:[ (1+ Carilg_, x))),
k=1i=1

which, together with Lemma 3.4, (3.29) and the fact that ry = O(h'/?), implies the required
result (3.15). O

REMARK 3.1. We observe that Lemma 3.4 does not require Assumption 3.3 and the
proofs of Lemmas 3.2-3.3 and Theorem 3.1 rely only on sufficient smoothness of the solution
u(t, x) of (3.1)—(3.3). This implies that Assumption 3.3 can be replaced by an appropriate
hypoellipticity condition, but we do not pursue such a refinement of our results here. We
also note that Milstein’s algorithm [53] (see also [57]) does intrinsically require the strong
ellipticity (i.e., Assumption 3.3) as its construction rests on changing local coordinates near
the boundary.

REMARK 3.2. If we define the PDE (3.1) on [0, T) x G (cf. (4.73)—~(4.75) and (4.83)—
(4.85) in the next section) then under Assumptions 2.1-2.2 and 3.1-3.3 the solution u(z, x)
of (3.1)=(3.3) belongs to C>*([0, T) x G) [35, 42] and C(Q) [49]. Under these relaxed
conditions, we can also prove the result of Theorem 3.1 (cf. Lemmas 4.9 and 4.11).
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4. Computing ergodic limits. In Section 4.1, we set the scene required for introduc-
ing and analyzing time-averaging and ensemble-averaging estimators for computing ergodic
limits. In Section 4.2, we introduce continuous time-averaging and ensemble-averaging esti-
mators, and in Section 4.3, we present their numerical counterparts, which is computationally
the main part of this section. Sections 4.4 and 4.5 are devoted to error analysis of numeri-
cal time-averaging and ensemble-averaging estimators, respectively. Section 4.6 addresses
the question how close the stationary measure p of the RSDEs’ (4.7) solution X (¢) and a
stationary measure u” of the Markov chain (Xy) k>0 (constructed according to Algorithm 1)
are.

Here we consider computing ergodic limits using the simple-to-implement Algorithm 1.
At the same time, we note that for this purpose one can also use Milstein’s algorithm [53] (see
also [57], Chapter 6). As we mentioned in the Introduction, weak first-order convergence of
this algorithm at finite time was proved in [53]. The theoretical results of this section on com-
puting ergodic limits by Algorithm 1 can be transferred without any additional ideas required
to the use of Milstein’s algorithm for computing ergodic limits (see also Remark 3.1).

4.1. Ergodic RSDEs and Poisson PDE. This subsection is divided into four parts. As it
was mentioned in the Introduction, the main tool for obtaining continuous time-averaging es-
timators and analysis of errors of numerical time-averaging estimators is the Poisson equation
with Neumann boundary condition. We discuss the existence and uniqueness of its solution
in Section 4.1.1. We consider ergodic limits with respect to the invariant density of the solu-
tion X (¢) of RSDEs in a bounded domain G in Section 4.1.2 and integrals with respect to the
normalised restriction of the invariant density of X (¢) on the boundary dG in Section 4.1.3.
We showcase our methodology by demonstrating how to sample from a given measure on G
or on dG using Brownian dynamics (in other words, stochastic gradient system, which is also
called Langevin equations in the fields of statistics and machine learning) with reflection on
the boundary in Section 4.1.4.

4.1.1. Poisson PDE with Neumann boundary condition. Consider the Neumann problem
for the Poisson equation

14 . 2 0
@.1) u()i=3 Y a0 ”;x)j Zb’( ) ”(x) —¢1(x), x€G.
ij=1

(42) (Vu(z)-v(@)=¢(2), z€9G.

We will need the following assumptions in addition to Assumption 2.1.

ASSUMPTION 4.1. The symmetric matrix a = {a%/} in the operator <7 is uniformly el-
liptic in G.

ASSUMPTION 4.2. a(x) and b(x) are C*(G) functions.
ASSUMPTION 4.3.  ¢1(x) € C*(G) and ¢>(z) € C3(3G).
By 7 denote the co-normal vector on the boundary 0 G whose direction cosines are

et

k=1

aik

cos(n(z), e') cos (v(2), e ) 7€ 0G,
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where ¢/, i =1,...,d, represent the standard basis in the Cartesian notation, cos(v(z), )
are the direction cosines of the inward normal v(z) at z € dG, and «(z) is the normalization
factor given by

d d aik(z) 2\ 172
aO(Z)=<Z<Z 5 cos(v(z),ek))) , z€0G.

i=1 \k=1
Under Assumptions 2.1, 4.1, and 4.2, there is a unique solution p(x) of the following
Robin problem for the stationary Fokker—Planck equation [8, 59]:

d 2

1
4.3) w*p(x):zz >

d
.. a .
ij . Y _
el oxi 9xJ (a (X),O(X)) ; o (b (x)p(x)) =0, xe€G,

with boundary condition

(4.4) o*(@)(Vp(@) 1) — b(x)p(2) =0, z€dG,
where n*(z), z € G, is a unit vector whose direction cosines are
2a0(z) a(z)

cos(n*(z), e') = cos(n(z), e') — cos(v(z), e').

o*(2) a*(2)

Here the normalization constant, a™(z), is such that Zflzl (cos(n*(z),e))*> =1, and

1
4.5) a(z) = ap(z) cos(n(z), v(z)) = E(U(Z) ~a(2)v(2)),

while b is given in [59], pp. 13—15. Since the expression for b is cumbersome and not used
in this paper, we do not provide it here. Note that p(z), z € 3G, in (4.4) is the trace of p(x),
x € G. We note that (4.3)—(4.4) is an adjoint homogeneous problem to (4.1)—(4.2).

As is known [28, 59], solvability of the problem (4.1)—(4.2) requires the compatibility
(centering) condition

(4.6) lL¢mwmmdx+AGm@m&m@wh=u

If Assumptions 2.1, 4.1, 4.2, and 4.3 hold along with the centering condition (4.6) then the
problem (4.1)—(4.2) has a unique solution (up to an additive constant) u(x) € C 4(G) (see [8,
591, [32], Chapter 6, [46], Theorem 3).

4.1.2. Ergodic limits in G. Consider the RSDEs
4.7) dX(s)=b(X(s))ds +0o(X(s))dW(s)+v(X($))Ihc(X(s))dL(s), X(0)=x.

If Assumptions 2.1, 4.1, and 4.2 hold then there exists a unique invariant probability mea-
sure of the process X (¢) governed by the RSDEs (4.7). Moreover, this measure is absolutely
continuous with respect to Lebesgue measure. We denote this invariant measure by 1 (x) and
its density by p(x), x € G, and we state that p(x) > 0 and p(x) € C*(G) (see [8] for more
details). Indeed, p(x) is the solution of the stationary Fokker—Planck equation (4.3), and the
restriction p(z), z € dG, of the invariant density p(x), satisfies the boundary condition (4.4).
We are interested in computing ergodic limits inside the domain, that is, in calculating the
following integral for some function ¢(x) € C 2(G):

48) ¢=L¢umqu

We consider the corresponding approximations in Section 4.3.
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4.1.3. Ergodic limits on 0G. There are two aspects related to computing ergodic limits
on the boundary dG using RSDEs as explained below.

(i) Consider the (restricted) function p(z) defined on dG. We denote [, p(z)dz as «
and define

(4.9) p'(2) = p(2)/k.

One can notice that p’(z) is a probability density on the boundary dG. We can calculate, for
some function ¥ (z) € C3G),

(4.10) V= [ v
G
To find ¥/, we first need to calculate

(4.11) 1ﬁ=/ V(2)p(z)dz.

(i) Using L(z) as the random time change process allows us to build a Markov process
X (1) = X, (r) from the solution X () = X (¢) of RSDEs (4.7). We obtain this process X (1)
on the boundary dG by putting X (1) = X(L™'(r)), where L™ (¢) is the right continuous in-
verse of L(t). Note that hm;_>Oo L(t) = oo (cf. (4. 29)) Denote by Z and Jt the smallest
sigma algebras which make {X (1),0 <t < o0} and {X (s),0 < s <t} measurable, respec-
tlvely Further, let P be the probablhty measure defined by ]P’(B y=P(X(L™'(-)) € B), where
BeZ (see [67]). The process X (¢) is a strong Markov [71], Theorems 1 and 2, jump [60]
process on 9G. It induces the following semigroup 7; on C(3G) [67], Theorem 9.1:

(4.12) T f () =Ef (X)) =Ef (X (L' 0)),

where f is a bounded measurable function on G, x € 0G, E(-) is expectation with respect
to the probability measure P. Under Assumptions 2.1 and 4.1-4.2, X(t) has a unique sta-
tionary distribution on dG [28], p. 174, which we denote as [ and its density we denote as
0. Hence, computing ergodic limits on the boundary dG also means evaluating the integral
[56 ¥ (2)p(z) dz, which is the expectation with respect to the invariant law of X(1):

(4.13) V= /BG V(2)p(2)dz.

We will discuss the relationship between the densities p(z) and p(z) in Section 4.2.1.

We consider approximations of ¥/’ and ¥ in Section 4.3.

4.1.4. Gradient system for sampling from a given measure with compact support. This
subsection highlights one of the major applications of this paper. Consider the simplified
RSDEs

(4.14) dX (s) = b(X (5)) ds +adW(s) + v(X (5)) [y (X (5)) dL(s),

where o > 0 is a constant.
Under Assumptions 2.1 and 4.2, the above RSDEs has a stationary distribution whose
density, p(x), solves the following stationary Fokker—Planck equation:

d

a
(4.15) Z(a ,)2p<> Y Gt/ 0p@)=0. reG.
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with boundary condition (note that 15(z) reduces to b(z) in (4.4), cf. [59], pp. 13-15):

o2

(4.16) >

(Vo) v(@) = (b(2) - v(2)p(2) =0, z€dG.

Suppose we are given a probability density p(x) € C3(G), p(x) > 0 for x € G from which
we want to sample/with respect to which we would like to compute some integrals. As we
mentioned in the Introduction, such problems often occur in statistics [3, 44, 72] and in
molecular dynamics [43]. To solve this problem, we can use the RSDEs (4.14) analogously
to how SDEs (Brownian dynamics and Langevin equations) are used for this task in R? (see,
e.g., [43, 58, 65] and references therein). Indeed, if we take in (4.14)

O_2
4.17) b(x) = 7Vlog,o()c),

then the equations (4.15)—(4.16) are trivially satisfied. The RSDEs (4.14), (4.17) are a
stochastic gradient system with reflection, or, in other words, Brownian dynamics with re-
flection. Long time simulation of the gradient system (4.14), (4.17) can be used for sampling
from a given distribution having density p (x) with the compact support G.

As we have emphasized in the Introduction, using the methodology developed in this paper
we can also sample from the distribution having density p’(z) with support on the boundary
dG. To illustrate the normalised restricted density p’(z), let us look at a simple example.
Consider G = {x% + x% <1},0G = {z% + z% = 1}, and the density function

1
p(x) = Z(xl2 —i—x%)eﬁxl, xeG,

where B > 0 is a constant and Z is the normalisation constant. Further, k = [, p(z) dz =

W, where Iy(8) is the modified Bessel function of order 0. Then the normalised restric-

tion p’(z) is given by p'(z) = %, z € 3G. We write p/(z) in the polar coordinates to
get

e,Bcos(G)
2 1p(B)’

which is the probability density function of von Mises’ distribution. The motivation for con-
sidering this particular example lies in the fact that this distribution has a number of applica-
tions in directional statistics (see, e.g., [50]). Algorithm 1 described in Section 2 as well as
the estimators of Section 4.3 can be used to sample from von Mises’ distribution. The same
approach is applicable to von Mises—Fisher, Bingham, and Kent distributions or any other
distribution on d — 1-dimensional hyper-surface dG (see a related numerical experiment,
Experiment 7.3, in Section 7.2), which are widely used in bioinformatics, computer vision,
geology, and astrophysics (see, e.g., [51]).

To conclude, the application of Algorithm 1 to the gradient system with reflection (4.14),
(4.17) allows us to efficiently sample from any given distribution with the density p(x) de-
fined in G and from its normalised restriction p’(z) on 3G.

p'(0) =

4.2. Time-averaging and ensemble-averaging estimators. In Section 4.2.1, we obtain
continuous time-averaging estimators for ¢ from (4.8) and for ¥’ from (4.10). In Sec-
tion 4.2.2, we introduce continuous ensemble-averaging estimators for the same.
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4.2.1. Time-averaging estimators. Time-averaging estimator for ¢ from (4.8). Consider
the Neumann problem

(4.18) dux)=px)—¢, xeG,
(4.19) (Vu(z) -v(z)) =0, ze€dG.

It is not difficult to verify that the compatibility condition (4.6) is satisfied for the problem
(4.18)—(4.19). Then, under Assumptions 2.1, 4.1, and 4.2 for any ¢(x) € C?%(G), there exists
a solution u(x) € C*(G) (see Section 4.1.1). Apply Ito’s formula to the function u(X (¢))
with X (¢) from (4.7):

t t
u(X @) —ux) = / du(X(s))ds —}—/ Vu(X(s))-o(X(s))dW(s)
(4.20) 0 0

t
+ /0 (Vu(X(s)) - v(X(s)))dL(s).
Rearranging the terms in (4.20), dividing by ¢, and using equation (4.19), we get
M) . u(X () —u(x)
t t '

where M (t) = fé Vu(X(s))-o(X(s))dW(s) is a martingale with respect to (.%;);>0. Then
(4.18) implies

1 ! -
(4.22) ;/0 o(X(s))ds —gp=—

1 rt
4.21) ;/O Au(X(s))ds = —

Mt(t) n u(X(t))t —ux)

We know from Ito’s isometry that E(M (t)?) < Ct, where C is some positive constant inde-
pendent of 7. As a consequence of uniform boundedness of u(x) in G, we obtain

1t N\ C
(4.23) E<?/0 (p(X(s))ds—go) 57.

Kronecker’s lemma [24], Theorem 3.3, implies @ — 0 a.s. as t — co. Again uniform

boundedness of u(x), x € G, yields that the last term on the right-hand side of (4.22) goes to
0 as t — oo. Therefore, we have

1 t
(4.24) lim — / o(X(s)ds=¢ as.
t—oo t Jo
If we take expectation on both sides of (4.22), we get
1 i c
(4.25) ‘;E(/ <p(X(s))ds) - (,5‘ < e
0

Consequently, it is natural to take % fOT ©(X(s))ds as a time-averaging estimator of ¢. We
can also say based on (4.25) that

Bias(% /OT(p(X(s)) ds> = (9(%)

One may notice that by combining (4.23) and the above bound on the bias, we get

Var(% /OT (X (s)) ds) = (’)(%)

Time-averaging estimator for W' from (4.10). To obtain results related to ergodic limits on
the boundary, we will consider the PDE problem (4.1)—(4.2) with ¢»(z) = Lo YRV

[6) @ >
where «(z) depends on a(z) (a(z) is the restriction of a(x) on dG), and hgnzce we geiad a
new assumption on a(x) to ensure that ¢»(z) € C 3(G) and therefore to guarantee that the

solution u(x) € C*(G) (cf. Assumption 4.3).
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ASSUMPTION 4.2". a(x) € C3(G) and b(x) € C3(G) in (4.1).

Before we move ahead to discuss estimators for ¥, we need to look at the asymptotic
behavior of the integral fé m dL(s). Consider the following Poisson equation with Neu-
mann boundary condition:

(4.26) dulx)=—-k, xeG,
(4.27) (v() - Vu(z)) =1/a(z), z€dG,

where « and a(z) are defined in Section 4.1.3 (see (4.9)) and Section 4.1.1 (see (4.5)), re-
spectively. Note that under Assumption 4.1, a(z) > 0 for all z € 0G. If we take ¢1(x) =
and ¢ (z) = a(z) in (4.1)—(4.2) then it is not difficult to notice that compatibility condition
(4.6) is satisfied. This implies that under Assumptions 2.1 and 4.1, 4.2’ the solution u(x) of
(4.26)—(4.27) belongs to C*(G).

Introduce the notation

Z1(t) = Ot MdL(s), Z(t) = /t dL(s).

1
a(X(s)) 0 a(X(s))

Applying Ito’s formula to u (X (¢)) with u(x) being the solution of (4.26)—(4.27) and acting
analogously to how we obtained (4.23), (4.24), and (4.25) above, we get

1 e
(4.29) tl_i)rgo ;Zz(t) =Kk as.,
(4:30) TE(Z0) k| < T,

1
(4.31) [Jim ;E(ZQ(Z)) =

We use a similar reasoning to find an estimator for /. For that purpose, first consider the
problem

(4.32) Hu(x)=0, xeG,
(4.33) (Vu(@) -v(@) = (¥ () —¥')/a@), z€dG.

As one can check, the compatibility condition (4.6) is verified. Then under Assumptions 2.1
and 4.1, 4.2/, for any ¢ € C 3(8G), there exists a solution of (4.32)—(4.33) which is unique
up to an additive constant (see Section 4.1.1). Therefore, Ito’s formula again gives us (4.20),
however in this case @u (X (s)) =0 and (Vu(X (s)) - v(X(s))) = (Y (X (s)) — &’)/a(X(s)).
Consequently, after rearrangement and dividing by ¢, we have

(4.34) / V(X (s) 1 _ M@ +M(X(t)) u(x)

X (s L~ i’y oa(X(S))dL(s)_ : :

Using (4.29) and applying the same arguments as used above, we obtain

1 - _
(4.35) lim -Z1(t) =Y’k =v¢ as.
t—00 t
If we take expectation on both sides of (4.34) and use (4.30), we get

| C
-E(Z1(1) — | < -
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where C is some positive constant independent of time ¢, and
.1 -
(4.36) lim -E(Z(2)) =
t—00 t
Moreover, one can also show

(4.37) E(th(t) - &)2 < g

Note that using (4.28) and Chebyshev’s inequality, we get

P10 =0)< ",

where C > 0 is independent of 7.

Furthermore, from almost sure convergence in (4.29), we have a set ¢ C 2 with P(Q2¢) =
1, and for every w € Qg and for every € > 0, there exists a fy(w, €) such that for all ¢ >
to(w, €) |Z2(t)/t — k| < €, whence choosing € =k /2:

ez <X

2 2
consequently, for sufficiently large + we have Z>(t) > 0 a.s. Then, combining (4.29) with
(4.35), we get

(4.38) lim (Z1()/22(0)) =V" as.

Note that the limit (4.31) guarantees that for a sufficiently large r we have E(Z,(¢)) > kt/2.
Therefore, by taking expectation of (4.34) and using (4.30), we get the following for suffi-
ciently large :

- Cc
(4.39) [E(Z1(1))/E(Z2(1)) — ¥'| < -

Furthermore, we have

=] 23 ([ gy e

which implies

Z1(1)\?
<Zz(t)) [0.00)(Z2()) = C as.,
where C > 0 is independent of ¢. Therefore,
Zy (1) 2
E i 0 7
(z 0 000 (Z2(0) - w)
Z1(t)/t 7
- E<Z;(t);t 10.00)(22(1) = %I(O,om(zz(t))
/ Z z >
(440) — %I{Zg(t)zo} _ l(lj)/t ](0’00) (Zz(t)) + l(lj)/t I(O’OO) (Zz(t))>
Z(1) 0, 2
= c(B( AV 10 2200 (22 1))

+E<Zl(r) z/‘/)z +P(Z2(t) :0)) < %
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where C > 0 is independent of ¢. In the similar manner, using the Cauchy—Bunyakovsky—
Schwarz inequality, we get

Z1(1) -,
‘E(zm) looo(Z2(0)) =¥ )

5 (22
@41 x (?Et; L10.00)(Z2()) — W ))' + 7/ E(Zzt(t) - x) +U'P(Zy(1) =0)
() (o720
+ %/ E(Zzt(t) - K>‘ P(Za(1) = 0) < g

For a fixed T, we can view
(4.42) (Z1(T) /) Z2(T)) 0,00 (Z2(T))

as a time-averaging estimator for ¥’. It follows from the above analysis that the bias and
variance of the estimator (4.42) is O(%).

Time-averaging estimator for  from (4.13). In Section 4.1.3, we discussed the invariant
density 5(z) of X (¢), a jump process evolving on dG. From [61] and (4.12, Lemma 2.1), we
have

L0,00)(L(1)) [! -\?2
E(T 0 w(X<s))dL<s>—w)
10.00) (L L) \2
(4.43) :E(% X 1//(X(L_l(s)))ds—¢/>
~ (10 00y (L L@ . -\ 2
=E(7(0’ L)((t) ®) 1//(X(s))ds—1p) :

Recalling that )~((s) is an ergodic process, lim;_, o, L(t) = oo (cf. (4.29)) and also (4.13), it is
not difficult to see that the right-hand side of (4.43) converges to 0 as t — oo. Introduce

(4.44) K= f a(2)p(z)dz and Vo= / Y (2)a(z)p(z)dz,
3G G
where a/(z) is from (4.5). It follows from (4.35) that

. .1t L)
(4.45) Yo= lim — / V(X(s))dL(s) as. and &K= lim —
t—oo t Jo [—>oo
We can also obtain the following by the same procedure used to ascertain (4.40):
o ¥ (X () dL(s) v
0 0
(4.46) E(’ J20) 10,00)(L(1)) — 7) < T
t
where C is a positive constant independent of ¢. Furthermore,
(4.47) @ i / (X (s))dL(s) as.
K t—>oo L(t)

Comparing (4.43) and (4.46), we get
v =0/,



SIMPLEST RANDOM WALK FOR REFLECTED DIFFUSIONS 1929

and by (4.13) and (4.44), we arrive at the relationships between the densities p(z), p(z), and
p'(2) (see (4.9)):

(4.48) p(2) =a@)p(x)/k =a(2)p'(2)k/k
and
(4.49) p'(2) =kp(2)/ (ka(2)).

Based on (4.45) and (4.47), we can take

1 Lo Lpeo(L®) [f
t fo Y(X@)dLE). T Ty VX)L,

as the continuous time-averaging estimators for g, &, and ¥, respectively.

REMARK 4.1. If we replace v(X(s)) by a(X(s))v(X(s))/2 (one should note that
a(z)v(z)/la(z)v(z)| represents the conormal direction at dG) in RSDEs (4.7) then the com-
patibility (centering) condition to be satisfied for the existence of the solution of correspond-
ing Poisson PDE (4.1) with boundary condition (a(z)v(z) - Vu(z))/2 = ¢2(z) is (see [8]):

f $1()p () dx + / $a(2)p(2)dz=0.
G G

In this case, one can show that K =k = [;; p(z) dz and Vo=19 = J56 ¥ (@) p(2) dz which
implies p’(z) = p(z). In particular, this equality also holds for the RSDEs (4.14) when
V(X (s)) is replaced by o2v(X (s))/2. See also Section 6.2.

4.2.2. Ensemble-averaging estimators. It is known [28] that reflected diffusion governed
by (4.7) satisfies Doeblin’s condition under Assumptions 2.1, 4.1, and 4.2, and therefore for
any bounded and measurable function ¢,

(4.50) Eo(X (1)) — | < Ce™,

where ¢ = [; ¢(x)p(x)dx, p(x) is invariant density of X (¢) (see Section 4.1), and C and A
are positive constants independent of ¢. This implies that we can compute ¢ approximately
by evaluating Ep (X (¢)) for sufficiently large ¢ using the Monte Carlo technique.

Further, from (4.39)—(4.41), we infer that we can calculate v/’ defined in (4.10) by evalu-
ating

E(Z1())/E(Z2(1) or E((Z1(1)/Z2()) 110,00/ (22(1)))

for sufficiently large ¢.

REMARK 4.2. At the end of Section 4.2.1 we introduced the continuous time-averaging
estimator to find . In the same manner the ensemble-averaging estimators for calculating
the expectation with respect to the invariant law of X (¢) are

L0,00)(L(2)) [!

E(/(;ZW(X(S))CZL(S)>/]EL(Z‘) and E< o Olﬁ(X(S))dL(S)).
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4.3. Numerical time-averaging and ensemble-averaging estimators. We now come to
the central part of this section. We first introduce the discrete time-averaging estimators ¢y
and WN to compute ¢ and w (see (4.24) and (4.38)), respectively, as well as ky and lﬁN to
estimate x and ¥ (see (4.29) and (4.35)), respectively:

1 N-—1
4.51) Z e
(4.52) by 23 e B e (X)),
: kKN = G\ k1
Nh k=0 i
A 2 N2 reyl
(4.53) Un = %I@ (Xit1):
Nh k+1
N N— lrk+11//k+1
.y Yo o, e (X)) R
(4.54) Yy =~ 1(0,00) (KN),

1
Z/iv 0 Z{H Ige(Xpyp)

where X is the approximation of RSDEs (4.7) according to Algorithm 1, X, is the
auxiliary step from Algorithm 1, ryy; = dist(X,’cH, Xi0)s o = (X)), ¥ = v(X7 s
o, =a(X7, ), and X7 is the projection of X;_ ; on dG. In Section 4.4, we prove (The-
orems 4.2 and 4.7 and Lemma 4.4) that the bias of all the above numerical time-averaging
estimators is O(h + 1/T) and that the second moment of the error of the estimators (Theo-
rems 4.3 and 4.6 and Lemma 4.5) is O(h* + 1/T).

Further, we take the expectation E(py) as a discretized ensemble-averaging estimator for
computing @. For calculating ', we take the following as discretized ensemble-averaging
estimators:

N=2 Fk+1¥ , N=Z2 e
(4.55) E Zan—l(—;c(xk W) JVEL DD 15 (Xpp)
k=0 k+1 k=0 k+1
or
456 E N_lr"“w’?“l— X! IS AL 1 (X0 ) M o000 (R
(4.56) Yo g (X)) Y e (Xir) 0,00 (RN) |-
k=0  %k+1 k=0 %k+1

In Section 4.5 we prove (Theorem 4.10) that the error of the estimator E(py) is O(h + e T
for some A > 0 and (Theorem 4.12) that the error of the estimator (4.55) for 1}’ isOh+1/T).
The upper index of the sums in (4.55) is N — 2 due to the error analysis (see Remark 4.5).
The error of (4.56) is same as the bias of (4.54).

REMARK 4.3. At the end of Section 4.2.1, "0 iy (X (5)) dL(s) was introduced
as the continuous time-averaging estimator to calculate the expectation with respect to the
invariant law of X (¢), that is, . To approximate ¥, we take the discrete time-averaging
estimator wN as

~ VA ~
Uy = 22 L 0.00/(Zaw),
Zo N

and discretized ensemble averaging estimators as

E(Zi,n-1) ZiN >
""" or E<~—I(0,oo)(zz,N)>,
E(Za,n-1) 4

2,N
here Z1 v = Y0y T e (X, dZyn =30y et lge (X,
where 1,N—Zk:0 rk+1¢k+1 Ge( k+1) an 2,N—Zk:0 Tie+11 e ( k—H)‘
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4.4. Error analysis for numerical time-averaging estimators. In this subsection our aim
is to establish the closeness of numerical time-averaging estimators obtained through the
approximation of RSDEs (4.7) by Algorithm 1 to their corresponding ergodic limits. Our
approach to the error analysis of numerical time-averaging estimators is analogous to the one
used in [52] in the case of the usual SDEs.

For brevity, we write uy = u(Xy), uj, = u(X}), by = b(Xy), o = 0(Xp), vf = v(X[),
of =a(X7), ¢1.x = ¢1(Xx), and ¢721,k = ¢2(X7), where X; and X7 are as introduced in
Algorithm 1. From Proposition 1.17 in [30], it is known that under Assumption 2.1, u(x) €
C*(G) can be extended to a function in C*(G U G_,), where G_, was introduced in the
beginning of Section 3.4. This also implies that #(x) and its derivatives up to fourth order are
uniformly bounded on G U G _,.

We write u(Xg4+1) — u(Xg) as

/ / / / /
Ut = W = g1 — Uy y gy — uk = () — w1 ge(Xpq) + Uiy — ux
since ug1 =uy if X; | € G. Using the Taylor expansion, we get
/
Uit — wk = (2rk193 541 + Rkt + Roir1) Ige (Xii1)

+hé1k + Ry k+1 + Rg k1,

(4.57)

where

Rs k1 = (41 /6) DPu(X 4y + o1 viy ) V1 v v ]

Rek+1= —(r,§+1/6)D3u(X,7€’+1 — 0P 1V ) Vi1 Vit Vigd )

Ry kv1 = (1 /2) D?urlbi, bil + (h*/2) D urlby, oxéis1, okdit] + (B /6) D ulby, b, byl
+ (1/24) D*u(X i + 381D [8k41. Sk 1. ks 1. Se1],

Rs k1 = h'"*(ox&r i1 - VIug + (h/2)(D*ur[okErs1, okrs1] — (ax 1 VV)uy)
+ 12 D?urlbe, ox&s 11 + (0772 /6) D uplonirt, orrrt, okkis1]
+ (72 /2) D uk[ by, by, o1,

with 841 = brh + Gk%‘k_;_]hl/z and a1, az, a3 € (0, 1).

Let us estimate the error terms R xy1, j =35, ..., 8. It is not difficult to deduce that for
any k=0,...,N —1:
(4.58) E(Rg k+11Xx) =0.
Recall that the functions b(x), o (x) € C? for x € G and u(x) € C* x € G U G_,. Then,
using boundedness of &1, we obtain for all k =0, ..., N — 1:
(4.59) IRijt1l <Criy, as.i=35,6,
(4.60) |R7x+1] < Ch? as.,
where C is a positive constant independent of 7" and A. Proceeding in the same way as above,
we can also get the following estimates for all k =0, ..., N — 1:
(4.61) [Rikt1Rjhi1| <Criyy as.i, j=5,6,
(4.62) |R7 1| =Ch*  as.,
(4.63) IR§ 41| <Ch  as.,

where C is a positive constant independent of 7" and 4.
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The next lemma is related to an estimate of the number of steps which the Markov chain
X, spends in the layer G_,. We note that in comparison with the analogous Lemma 3.4 the
estimate in the below lemma has explicit (linear) dependence on time 7', which is important
for the error analysis of the numerical time-averaging estimators introduced in the previous
subsection.

LEMMA 4.1. Under Assumptions 2.1 and 4.2, the following inequality holds for suffi-
ciently large T:

(Z relG_, ) <CT,

where C is a positive constant independent of T and h.

PROOF. The proof follows the same arguments as those in Lemma 3.4, but with (cf.
(3.27))

0, (t,x) e {T} x (GUG_,),
U(t,x)= _

(K(T —1)+w®)/I, (t,x)€l0,T—hlx(GUG_,),
and with an appropriate choice of K. Here w(x) is from (3.23) and [ is the distance between
S;and 0G. O

We will first consider estimates for bias of the estimator goN (see (4.51)) and second mo-
ment of its error followed by respective error estimates of Ky, WN, and WN (see (4.52)-
(4.54)).

THEOREM 4.2. Under Assumptions 2.1 and 4.1-4.2, the following estimate holds for
¢ € C*G):
R _ 1
(4.64 B@w - ¢l =C(h+ 5 ).
where @y is from (4.51), ¢ is from (4.8), and C > 0 is independent of T and h.

PROOF. Consider the Neumann problem for Poisson equation, (4.18)—(4.19), that is, the
problem (4.1)—(4.2) with ¢1 (x) = ¢(x) — ¢ and ¢(z) = 0. Then (4.57) becomes

U1 — ug = h(gr — @) + R7 k1 + R8 k1 + (R5 41 + Rek+1) 1 ge (Xjq1),

and, summing over the first N terms, we get

N-1 N-1 N-1
D uppr —u)=h Y (g — @)+ Y (Rrxs1 + Reps1)
k=0 k=0 k=0
4,
(4.65) N-1
+ Y ((Rsps1 + Roxs D 1ge (Xii1)),
k=0

whence by reordering terms, taking expectation on both sides, dividing by T = N A, and using
(4.58), we obtain

| N—-1

1
+ — ER
i kg(:) IER7 r+1l

|Euy —

|E(¢n) — @] < T

N—-1

I
+ 7 20 E((Rs.rt + Rojer) I (X)),
k=0
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Notice that |Eupy — ug| < C and using (4.59)—(4.60), we obtain
1 C N-1
|E(gn) — | < c(; + h) + 7’1”3(2 Pl Ge (X;H)),
k=0

which by Lemma 4.1 gives the quoted result. [

THEOREM 4.3.  Under Assumptions 2.1 and 4.1-4.2, the following estimate holds for
¢ € CX(G):
A -2 2, 1
E(gy =@ =C{h"+ ).
where C is a positive constant independent of T and h.

PROOF. The proof is based on two steps. We first square both sides of (4.65) and use
the estimates (4.62)—(4.63). The second step is to apply the following inequality obtained by
using (4.59) and (4.61):

N—1 2
(X Rt (xi.0)

k=0

N—1
= E( Z Rl%+11(}c (Xl/<+1))

k=0

+2E<2N: IE( % RjIGC(X})IX;’(>Rk1cc(XIQ)>

k=1 \j=k+1
N—-1 N N
< Ch5/2E<Z rkHI(—;C(X}m)) + ChIE(Z]E( > rjlge (X;)|X,;) Rilge (X,Q)),
k=0 k=1 \j=k+1

where Ri41:= Rsk+1 + Re k+1 and C is a positive constant independent of 7 and /. Then
one can obtain the desired result using Lemma 4.1 and combining the above stated two steps.
O

Assumption 4.2 suffices for proving the previous two theorems. However, in the subse-
quent lemmas and theorems we will need Assumption 4.2’
Now we proceed to error analysis for time-averaging estimators related to ergodic limits

on the boundary. The next lemma is proved analogously to Theorem 4.2.

LEMMA 4.4. Under Assumptions 2.1, 4.1, and 4.2, the following hold for any ¥ €
C3(3G):

(4.66) |E(RN) — K| < C<h + %),

n _ 1
4.67) Ey) — 9] < C<h + ?),

where Ky is from (4.52), « is from (4.9), &N is from (4.53), 1} is from (4.11), and C is a
positive constant independent of T and h.

The next lemma is proved analogously to Theorem 4.3.
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LEMMA 4.5. Under Assumptions 2.1, 4.1, and 4.2/, the following hold for any { €
C3}9G):

A 2 2 1
(4.68) E(ky —k)° < C(h + ?),

A - 1
(4.69) E(y —¥)* < C(h2 + ?),
where C is a positive constant independent of T and h.

Using Chebyshev’s inequality and (4.68), we have

(4.70) PRy =0) < c(;ﬂ + %)

where C > 0 is independent of T and /.

THEOREM 4.6. Under Assumptions 2.1, 4.1, and 4.2, the following holds for any v €
C3}9G):

n - 1
E(y —9')° < C(h2 + ?>,
where lﬁ,’v is from (4.54), ' is from (4.10), and C is a positive constant independent of T

and h.

PROOF. Since ¥ (z) € C3(3G), we have (cf. (4.52) and (4.53)):
" 2 N vl ? 2 N2 re ? >
= (— > I 1 (X)) = O 3 16 (X)) = CRE
Nh (= o Nh (= @i
Under Assumption 4.1, ¢ (z) > 0 for all z € G (see (4.5)) which implies
(4.71) (U /&) 10.00) (kW) < C.
We have
A =12 E(l/fNKA— VKN

" 2
I ky) — —Iip, —
i (0,00) (KN) . {KN—O})

S . 2

E((lﬂN W)KNA (K K)WNI(O,OO)(/GN)_ﬂl{IQNZO}>
KNK Kk

VN

KN

_ 2
< C(Eomv 0t E(@N - K)2< ) 1(o,oo)</%N)) + PGy = 0)).
Using (4.71), we get
E(y — ') < CEWy — ¥)* +Eky — k)* + Py = 0)),
which by (4.68), (4.69), and (4.70) gives the desired result. [J

THEOREM 4.7. Under Assumptions 2.1, 4.1, and 4.2/, the following holds for any { €
C3(0G):

n _ 1
(4.72) E(yy) —¥'| < C(h + ;),

where C is a positive constant independent of T and h.
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PROOF. We have

By — |

_ E(@I(O,w(m) - f‘
KN K
Uk — VRN . v

= E(TI(O’OO)(KN)> - ;1{:21\/:0}
(UN — VRN + (kK — Rn) Y . J

= E( YN ¥ N NYN 1(0,oo)(KN)> - £1{2N=0}‘

KNK K

lApN 10,00) (IQN)>‘ +¢'P(ky =0)
KN
Iﬁ/

K

1 A - 1
<—|E(yn) —y|+ —‘E<(K —kN)
K K

1, . o1 o . . o
< ;IIE(wN) AR ;IIE(K —kN) Yy — V)| + —|E( —kn)| + ¥'Pky =0).

By the Cauchy-Bunyakovsky—Schwarz inequality, we get |E(x — I%N)(l/;//\, — Y| < (E(k —
RN)DYV2E®Wry — ")) /2. Then, using (4.66)~(4.68), (4.70), and Theorem 4.6, we obtain
4.72). O

REMARK 4.4. In Remark 4.3, we introduced the numerical time-averaging estimators
for the ergodic limit ¥, for which we can prove the following error estimates analogously to
the proofs of Theorems 4.6 and 4.7 for y:

~ ~ 1 ~ ~ 1
Biy-dl=c(hty).  EGw-i?=c(n+ )
where C > 0 is independent of T and 5.

4.5. Error analysis for numerical ensemble-averaging estimators. In this subsection our
aim is to estimate errors when we approximate the stationary averages ¢ and v’ using dis-
cretized ensemble-averaging estimators introduced in Section 4.3. We split our discussion in
two parts. First, we will consider the error of the ensemble-averaging estimator for ¢. The
proof exploits the backward Kolmogorov (parabolic) equation (cf. the similar approach in
[69] for the case of SDEs in R? ). In the second part, we will estimate the error of the numer-
ical ensemble-averaging estimator for v/’. We take # = 0, therefore Q =[0,T) x G.

Consider the parabolic equation with nonzero terminal condition and homogeneous bound-
ary condition:

9 )
4.73) 8—1:(t,x) +ut,x)=0, (t,x)€[0,T)xG,
(4.74) u(T,x)=¢kx), xeG,
9
(4.75) 8—u(t,z):O, 0<t<T.z€dG.
V

If Assumptions 2.1 and 4.1-4.2 hold with ¢(x) € C*(G) then the solution u(t, x) of the
problem (4.73)—(4.75) belongs to CZ4([0, T) x G) [35, 42]. Further, u(t, x) € C(Q) [49].
The probabilistic representation of the solution is given by (see Section 3.1):

u(0,x) =Eo(X (7)),
where X (s) is the solution of the RSDEs (4.7).
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Introduce the norm for ¢t € [0, T')

(u(t,x))%: Z max| D! D u(z, x)
2i+jl=p

’

j 1l .. . . .
where Dlu = ax?lj '; 77 and j is a multi-index. We make the following natural assumption for

the solution of the Neumann problem (4.73)—(4.75).

ASSUMPTION 4.4. There are positive constants C and A independent of 7" such that the
following bound holds for all ¢ € [0, T'):

4
(4.76) Y fut, ) < Ce M0
p=1

A bound of the form (4.76) but with supremum over G is given in Theorem 4.1 of [34]
under Assumptions 2.1, 4.1, and 4.2. We also mention that such a decaying bound for the gra-
dient of the solution was proved for the heat equation with homogeneous Neumann boundary
condition in [62]. A bound similar to (4.76) is proved for the Cauchy case in [69].

From [30], Proposition 1.17, if Assumptions 2.1, 4.1, 4.2, and 4.4 hold then the solu-
tion u(r, x) € C**([0,T) x G) of problem (4.73)—(4.75) can be extended to a function in
CE40, T) x GUG_,) satisfying the bound (4.76).

Under Assumptions 2.1, 4.1, 4.2, and 4.4, the following error bounds hold for all k =
0,1...,N—2:

(4.77) |E(ufyy — uklXg)| < Ch2e T 70,
(4.78) st — )y | < Chrggpre ™ T00 12 (X)) as.,

where C > 0 is independent of 7" and 4. The above bounds directly follow from Lemmas 3.2
and 3.3 together with Assumption 4.4 if we note that under Assumption 4.4, the terms ap-
pearing in Rj x+1 in Lemma 3.2 will be bounded by Ch?e=*T=%) and the terms R3 k41 and
R4 k+1 in Lemma 3.3 by Cr,':’ﬂe_MT_tk“).

Next, we state an appropriate lemma related to the average number of steps which the
chain X spendsin G_,.

LEMMA 4.8. Under Assumptions 2.1 and 4.2, the following inequality holds for any
A>0:

N
(4.79) E(Z Ml (X,;)) <ce',
k=1

where C is a positive constant independent of T and h.

PROOF. We take U(t, x) in Lemma 3.4 as (cf. (3.27))

0, (t,x) €{T} x (GUG_,),

U(t,x)= KT _em<K _ %w(x))’ (t,x)e [0, T — h] x ((_; U G_r),

where w(x) and [/ are as in Lemma 3.4. Following arguments similar to the ones used in the
proof of Lemma 3.4 with an appropriate choice of K, we can obtain the desired result. [
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LEMMA 4.9.  Under Assumptions 2.1, 4.1, 4.2, and 4.4, the following inequality holds
for ¢ € C*(G):

IE(¢(Xn)) —u(0,x)| < Ch,
where u(0, x) is the solution of (4.73)—(4.75) and C > 0 is independent of T and h.

PROOF. Analogously to the proof of Theorem 3.1, we have (cf. (3.32)):

[E(p(Xn)) — u(0, Xo)| <

IE(NX_:Z(“kH —us)lG, (X1/<+1)>‘

k=0

+

’

N—2
E(Z E(up, — ”k|Xk)>‘ +|Ee(Xn) —u(tn—1, XN—1)
k=0

then using (4.77) and (4.78), we obtain
[E(p(Xn) — E(p(X(T)))]

N-2
< Ch‘IE( > e My I, (XI/<+1)> ‘

(4.80) =0

N-2
+Ch*e™ 3" M 4 [E(p(Xn—1) — ultn—1, Xn—1))| + Ch.
k=0

Notice that due to Taylor expansion of u(fy,Xy—_1) around (fy—_1, Xny—1), we have
lu(ty, Xn—1) —u(tn—1, Xny—1)| < Ch, where C is independent of T under Assumption 4.4.
Using Lemma 4.8, we obtain

(4.81) |E(e(Xn)) — E(p(Xo,x(T)))| < Ch. O
The proof of the next theorem directly follows from combining (4.50) and (4.81).

THEOREM 4.10.  Under Assumptions 2.1, 4.1-4.2, and 4.4, the following inequality
holds for ¢ € C*(G):

(4.82) |6 —E(p(Xn))| < C(h+e*T),

where C is a positive constant independent of T and h.

Now we move to estimating the error of the discretized ensemble-averaging estimators
corresponding to (4.55). Notice that the error bound for the discretized ensemble-averaging
estimator (4.56) has already been proved in Theorem 4.7.

Consider the parabolic equation with zero terminal condition and nonzero Neumann
boundary condition:

ou _
(4.83) 5 G0+ S =0, .1 €[0.T)xG,
(4.84) u(T,x)=0, xeG,
(4.85) W y=YO =V T . ehG.
ov o(2)
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If Assumptions 2.1, 4.1, and 4.2 hold with y(z) € C 3(8G) then there exists a solution
u(t,x) € C>*([0,T) x G) of the problem (4.83)—(4.85) [35, 42]. Further, u(t, x) € C(Q)

[49]. The probabilistic representation of the solution is given by (cf. (3.7)):
T—t o — (X
(4.86) u(t.x) = E(/ v —vX6)
0 a (X (s))

where X (s) is the solution of the RSDEs (4.7).
We make the following natural assumption for the solution of (4.83)—(4.85).

dL<s>>,

ASSUMPTION 4.5. The following inequality holds uniformly for (¢, x) € [0, T) x G:

4
(4.87) > > sup |DiDiu(t,x)|<C,
p=02i+|jl=p[0.T)xG

where C is a positive constant independent of 7'.

With respect to Assumption 4.5, we note that the solution of the problem (4.83)—(4.85)
converges to the solution of a stationary problem [19, 29] when time T goes to infinity (cf.
the case of the problem (4.73)—(4.75) where the solution converges to a constant). Also,
note that the solution u(z, x) can be expanded asymptotically in powers of 1/(T — t) (see
Theorem 3 and Section 7 in [29] for more details).

From [30], Proposition 1.17, if Assumptions 2.1, 4.1, 4.2, and 4.5 hold then the solution
u(t, x) € C*([0, T) x G) can be extended to a function in C2*([0, T) x GUG_,) satisfying
the bound (4.87).

Now we state two results which directly follow from Lemmas 3.2 and 3.3 provided As-
sumptions 2.1, 4.1, 4.2’, and 4.5 hold along with v (z) € C39G):

(4.88) |E(ufyy — uklXk)| < Ch?,
(4.89) 1 — wyy + Zipr — Ze| < CriyIge(Xpyy)  as.

where C is independent of T and h,and k=0,1..., N — 2.
Before proceeding further, we introduce the additional notation

N-2 2 T N-=-2
k1Y 211
Zin-1=) — e (Xi),  Zan-r= > 16 (Xip1)-
k=0 k+1 k=0 “k+1
Recall that ¥ = lim7_, oo %ggg (see (4.39)) and the ensemble-averaging estimator for 1’ is

equal to %ng (see (4.55)).
LEMMA 4.11. Under Assumptions 2.1, 4.1,4.2', and 4.5, the following inequality holds
for ¢ € C3(3G):
[E(Y'Za,n—1 — Z1,n-1) —u(0,x)| < ChT,

where u(0, x) is from (4.86) and C is a positive constant independent of T and h.

PROOF. Analogously to the proof of Theorem 3.1 (cf. (3.32) with Zy_; = 1ﬁ/ ZyN-1—
Z1,n—1), we have (note that (7, x) =0 and Zy = 0):
E(W'Zon—1 — Z1.n—1) —u(0,x) — Zo|

N-2
E(Z ]E(”;c—i—l — uy| Xg, Zk)>‘

k=0

=
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N-=2
+ ‘E< D (g1 — iy + Ziyr — Zi) I, (X1/<+1)) ‘
k=0

+ |E(uty, Xn—1) —un—1)|.

Note that |E(u(ty, Xny—1) — un—1)| < Ch due to the Taylor expansion of u(ty, Xy—_1)
around (#y_1, Xny—1). Then, using (4.88), (4.89), and Lemma 4.1, we obtain

E(W'Zo,n—1 — Z1,n—1) —u(0,x) — Zo|

N-2
< Ch|E<Z revilc, (X//<+1))'
k=0
+ Ch*(N — 1)+ Ch < ChT. 0

REMARK 4.5. The solution u(z, x) of (4.83)—(4.85) belongs to C>*([0, T) x G) and
C(Q), which does not allow us to use Taylor expansion in the previous lemma as we have
done in the proof of Theorem 3.1 (cf. Lemma 3.2) in the final step, that is, from k = N — 1
to k = N. Instead, in the above proof we use the fact u(7,x) = 0, take the estimator
E(Z1 nv-1)/E(Z2,y—1) and expand only in time ¢ in the final step fromk =N —1tok=N.
This also, in particular, explains why we have used N — 2 and not N — 1 in the estimator
(4.55).

THEOREM 4.12. Under Assumptions 2.1, 4.1, 4.2/, and 4.5, the following inequality
holds for ¥ € C3(3G):

E(Zin-1D

4.90
(450) E(Z2,n-1)

1
<Clh+ =),
=c(r+7)

where V' is from (4.10) and C is a positive constant independent of T and h.

&/

PROOF. From Lemma 4.11, we have E(Z) y_1 — Zz,N_nﬁ’ + u(0,x)) = OWT,
whence by rearranging the terms we get

E(Zin-1D 7= OM)T —u(0, x)
E(Zy n-1) E(Zy n-1)

Then, using (4.87) and (4.66), we ascertain

EZin-1) | _Chtg) _ Clhtq) <C( 1)

- = < <Cl\h+=).
E(Z2,n-1) M K+ O+ L) T 0

REMARK 4.6. For the discretized ensemble-averaging estimators introduced in Re-
mark 4.3 for i/, we can get the following error bound in the same manner as we did in
Theorem 4.12 for y':

E(Zin-1) - -
E(Z2,n-1)

where C > 0 is independent of T and 5.
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4.6. Error analysis for a stationary measure of Algorithm 1.  We can express Algorithm 1
(its part for Xy) as the following recursive formula:

Xir1 = F(Xk, E1) + 2ro(F (X, E+))v(F Xk, 1)) I ge (F (X, Ek11))
= H(Xk, §k+1),

where F(x,&) = x + b(x)h + o (X)ERV2, ro(F(x, €)) = dist(F(x, £), dG), v(F(x,&)) =
V(F™(x,&)),and F™ (x, &) is the projection of F(x, &) on dG for all realizations of &, x € G,
and F(x) € GUG_,. Under Assumptions 2.1 and 4.2, F(x, £), F™ (x, &) and v(F (x, £)) are
continuous functions on G for every realization of &. Note that for y = F(x,£&) € GUG_,,
I#c(y) is discontinuous but ro(y) I 5. (y) is continuous on GUG_, provided Assumption 2.1
holds. This implies that H(x, &) € G is a continuous function for all x € G and for ev-
ery realization of £. Consider a function g(x) € C (G), where C(G) denotes the class of
continuous functions on G. Now take a sequence {x,},eN such that x, — x as n — oo.
From the above discussion, it is clear that g(H (x,,&)) — g(H(x,&)) a.s. as n — o0o. Us-
ing the bounded convergence theorem, we obtain Eg(H (x,,£)) — Eg(H (x,&)) as n — oo.
This shows that Pg(x) € C(G), where Pg(x) is the one-step transition operator defined as
Pg(x) =E(g(X1)|Xo=x). Hence (Xy)r>o is a Feller chain [37]. Since the state space G is
compact, it follows from the Krylov—Bogoliubov theorem [20] that there exists a stationary
measure 1" of Xj. We note that u” is, as a rule, not unique.

In this subsection, our focus is on how close 1 and p”* are. To this end, introduce the metric
D between two probability measures @ and wuo:

D(1, o) = sup
fer

’

/ £ (dx) — / £ ua(dx)
G G

where H={f:G — Rand | f |E—J,2) < 1}. Now we are in a position to state the theorem.

THEOREM 4.13. Let Assumptions 2.1, 4.1, and 4.2 hold. Suppose u" is a stationary
measure of the Markov chain (X)r>o described in Algorithm 1, then

D(u, ") < Ch,

where C is a positive constant independent of h.

PROOF. Denote by E, the conditional expectation with conditioning on the initial point
X (0) = x. We have

f Foouh (dx) = / E, f (X" (dx).
G G

where X} is from Algorithm 1 and f € H. Therefore, we can write

1 N
h - | = h
/Gf(X)M (dX)—/G NkEZIExf(Xk)M (dx).

Using Theorem 4.2, we get

' [ 1@ @) = piao)

= INE X Fludx)| <c(h !
‘/Gﬁg xf(k)—fﬂ(x)_(-i-ﬁ),

where f is the expectation of f with respect to the invariant measure ;. and (in comparison
with Theorem 4.2) the constant C does not depend on f as here we consider only f € H. By
letting N — oo in the above equation, we obtain the stated result. [J
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5. Solving elliptic PDEs with Robin boundary condition. In Section 5.1, we introduce
elliptic PDEs with Robin boundary condition and discuss their link to reflected diffusion
processes via the Feynman—Kac formula. We use Algorithm 2 to numerically solve elliptic
PDEs with decay. However, the same algorithm does not work (we highlight the reason for
that later) when employed to solve the Poisson PDE with Neumann boundary condition. To
deal with that, we propose a new adaptive time-stepping algorithm in Section 5.2. We state
the two convergence theorems for the two cases (with decay and without decay) in Section 5.3
and prove them in Section 5.4.

5.1. Probabilistic representation. Consider the following elliptic equation:
(5.1) du+cxX)u+gx)=0, xeg,
with Robin boundary condition
ou
av

where o7 was introduced in Section 4.1.1. We make the following assumptions in addition to
Assumptions 2.1, 4.1, and 4.2.

(5.2) +y@Qu=1v(), z€0dG,

ASSUMPTION 5.1.  g(x) € C*(G) and ¥ (z) € C3(3G).

ASSUMPTION 5.2.  ¢(x) € C%(G) is negative for all x € G and y(z) € C3(3G) is non-
positive for all z € 9G.

If Assumptions 2.1, 4.1-4.2, and 5.1-5.2 are satisfied then the problem (5.1)—(5.2) has
a unique solution u(x) € C 4(G) (see [32, 59] and [46], Theorem 3). Further, the following
estimates hold (see [2, 46]):

4 2 3
ul & < Cgle’ + ¥ 150).
The probabilistic representation of the solution of equations (5.1)—(5.2) is given by [28]:
u(x)= lim E(Z.(T)),
T—o0

where Z,(s), x € G, is governed by the following RSDEs:
dY (s) = c(X(9))Y (s)ds + y (X () oG (X ()Y () dL(s).  Y(0)=1,
dZ(s)=g(X(s))Y(s)ds — ¥ (X () Ihc (X (s))Y(s)dL(s), Z(0)=0,
and X (s) is from (4.7). The diffusion matrix o (x) in (4.7) is related to a(x) as o (x)o (x) T =
a();}l;e case c(x) =0 and y(z) = 0. Consider the Poisson equation (4.1) with Neumann
boundary condition (4.2). We discussed the existence and uniqueness of the solution of (4.1)—

(4.2) in Section 4.1.1. The probabilistic representation of the solution u«(x) has the form [8,
28]:

(5.3) u(x)= lim EZ,(T) +u,
T—o00
where i = [; u(x)p(x)dx, p(x) is the solution of the adjoint problem (4.3)—(4.4) (note that
p(x) is the invariant density of X (s) from (4.7)), and Z,(s) = Z(s) is governed by
(5.4) dZ(s) =—¢1(X(s))ds — ¢2(X (s))lyG (X (5))dL(s), Z(0)=0,
where X (s) is given by (4.7).
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5.2. Numerical method for the Poisson equation. We will numerically solve elliptic PDE
(5.1) with Robin boundary condition (5.2) using Algorithm 2 and will prove its first order of
convergence when 7T — oo in Section 5.4. However, if ¢(x) = 0 and y(z) = 0, that is, if
we consider the Poisson problem (4.1)-(4.2), and use Algorithm 2 to numerically solve it
then the algorithm’s error increases linearly with N for fixed / € (0, 1), that is, Algorithm 2
diverges for this case when 7" — oo. Therefore, this case needs a different approach and
a new algorithm. This new algorithm (Algorithm 3) constructed in this subsection is based
on double partitioning of the time interval [0, T'] and is convergent in & and T, while its
computational cost grows with decrease of tolerance only slightly higher than linear. This
idea is of potential interest in other stochastic numerics settings.

We discretize the interval [0, T'] as follows

where N; is the number of steps and 4 is the time step size in the interval (T;_1, T;]. The
h; and N; are given by

h T
J ' hjj

where 0 < £ < 8 <1, h > 0 is a fixed sufficiently small number, and Y > 0 is a constant
chosen independently of 7'. One can see that A;T <Y/ j¢. Now we define a constant A as
the smallest natural number so that the following inequality is satisfied:

A
(5.5) T<Tr:=) A;T.
j=1

We note that A is well defined because of A ;T > Y/ it —h j and the condition0 < £ < 8 < 1.
The total number of steps until time 7 is equal to

and set Ny =0 and N = N}, . Note that A ;7 is independent of /.
Consider an interval (7;_1, T;]. In this interval, as in Algorithm 2, while moving from X
to X}, in (2.1), we take the following step:

1/2
(5.6) Xjp1 = Xi+hjbe+h o, k=N ... Ni—1.
Let us denote ¢y x = ¢1(Xx) and @7, = ¢o(X}). If X € G then
(5.7) X1 = X4, Zipi=Zr —hjdix,
else we take the reflection step as in Algorithm 2:

(5.8) Xk+1 =X]/{+1 +2rj k+1v, k=NJ/-_1,...,N/~ —

J 1’

where r; ;11 denotes dist(X,’cH, X,’;Ll) in time interval (T;_1, T;], X,’{T_H is projection of
X,’chl on 0G and v is the inward unit normal at X,’C’Jrl € 0G. Analogous to (3.14), we write

(5.9 Ziv1 =Zk —hjbri = 2rj k195 40, k=Niy,...,N; =1
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Algorithm 3 Algorithm to solve (4.1)—(4.2)
Step 1: Set Xo=x, Zo=0, To=0, j =0, k=0, N(’):()‘

Step2: ¥ Tj <T,set j:=j+1,hj:= j%, NJ’. :=N}_1 + L#J, Tj:=Tj— +hth;r7J,

and Goto Step 3, else Stop.
Step 3: Simulate &+ and find X)_; using (5.6).
Step 4: If XI/<+1 € G then find Xk+1 and Zy41 according to (5.7),
else find X1 and Z; 1 according to (5.8)—(5.9).
Step 5: Putk:=k+1landifk < N ; then return to Step 3 else return to Step 2.

5.3. Two convergence theorems. Theorem 5.1 shows the estimate of error incurred while
solving the Robin problem for elliptic PDE using Algorithm 2. Theorem 5.2 gives the error
estimate when Algorithm 3 is employed to solve the Poisson PDE with Neumann boundary
condition.

THEOREM 5.1. Under Assumptions 2.1, 4.1-4.2, and 5.1-5.2, the following inequality
holds for sufficiently small h > 0O:

(5.10) IE(Zn) —u@)| < C(h+e*T),

where Zy is calculated according to Algorithm 2 approximating the solution u(x) of (5.1)—
(5.2), and C and X\ are positive constants independent of T and h.

THEOREM 5.2. LetO<{f<B<1land¥f/2+ B > 1 and Assumptions 2.1, 4.1, 4.2,4.3
hold along with the centering condition (4.6). Assume that v(t, xo) = Eu(X; »,(T)) satisfies
Assumption 4.5, where u(x) is the solution of (4.1)=(4.2) and X, y,(s) solves (4.7). Then

(5.11) E(Zy) - lim Zyy(T)| < C(h+e7T),
— 00

where Zy is calculated according to Algorithm 3, Z(s) solves (5.4), C and ) are positive
constants independent of T and h, and N = N/} .

The proofs follow the same procedure as in Section 3.4, that is, we first obtain error esti-
mates for local approximation and prove a lemma related to the number of steps the Markov
chain X; spends in G _,, and then based on them we prove the main convergence theorems.
Computational complexity of Algorithm 3 together with an optimal choice of £ and B is
discussed at the end of Section 5.4.2.

We remark that, in Theorem 5.2, Assumptions 2.1, 4.1, 4.2, 4.3, and the compatibility
condition (4.6) guarantee (see Section 4.1.1) that the solution u(x) of the considered elliptic
problem (4.1)—(4.2) belongs to C 4(G). Hence we can consider the parabolic problem (4.73)—
(4.75) with the coefficients as in (4.1)—(4.2) and with the terminal condition u(x) instead of
¢(x). Consequently, the solution v(¢, x) = Eu (X, ,(T")) of this parabolic problem can be as-
sumed to satisfy Assumption 4.4, which is natural (see the discussion after Assumption 4.4).
However, to prove Theorem 5.2, it is sufficient to assume a weaker assumption on v(¢, x),
Assumption 4.5.

REMARK 5.1. If we take ¢ (x) = — f(x) + f and ¢»(z) = 0 in (4.1)~(4.2), where f =
J& f(x)p(x)dx and p(x) is the invariant density of (4.7), then, for any f(x) € C%(G), the
solution of (4.1)-(4.2) is given by u(x) = lim7_. - E(Z(T)) = fooo E(f(X(s)) — f) ds under
Assumptions 2.1, 4.1, and 4.2. The solution of this stationary problem is of potential interest
for certain applications (see, e.g., [25]).
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5.4. Proofs. We first (Section 5.4.1) consider the case of (5.1)—(5.2) with c¢(x) <0, x €
G,and y(z) <0,z € 0G. The case of (4.1)—(4.2) with c(x) =0,x € G and y(z) =0,z € 0G
is considered in Section 5.4.2.

We need the following notation, u+1 = u(Xg+1), ux = u(Xp), ug; = u(Xj, ), Uy =
u(Xp), ok = o(Xp), ¥t = v (X7, Vi = v (XT)s & = 8(Xk), ek = c(X), by =
b(Xi), ax = a(Xy), ox = o (Xy), where Xy, Yx, Zk, X}, Y}, Z;, X7 are appropriately as
in Algorithm 2 in Section 5.4.1 and Algorithm 3 in Section 5.4.2. Here u(x) denotes the
solution of (5.1)—(5.2) in Section 5.4.1 and of (4.1)-(4.2) in Section 5.4.2.

5.4.1. The case c(x) <0 and y(z) <0. We first give error bounds on one-step ap-
proximations. Under Assumptions 2.1, 4.1-4.2, and 5.1-5.2, the following hold for all
k=0,1...,N—1:

(5.12) [E(ufy Yisy + Zhoy — uYe — Zil X, Yi, Zi)| < Ch*Yy,

(5.13) k1 Yirr + Zipr — w1 Yigy — Zig| < Chrepi Yidge(Xy) - s,

where C is positive constant independent of # and 7. With the change of notation as intro-
duced in the beginning of the current subsection, we can obtain (5.12) and (5.13) by following
exactly the same procedure as in the proof of Lemmas 3.2 and 3.3, respectively. The inde-
pendence of C from T trivially follows from the fact that we are dealing with the elliptic
equation.

The next lemma gives a bound related to the number of steps which the chain X; spends

in G€.

LEMMA 5.3.  Under Assumptions 2.1, 4.1, and 4.2, the following bound holds for A > 0
and sufficiently small h > 0:

N-1
E(Z rrg1 (1 — Ah)kléc(X,/(H)) <C,

k=0
where C is a positive constant independent of T and h.
PROOF. For XA > 0, consider the elliptic problem
dvx) —rv(x)=0, xe€G,
(Vu(z) - v(z))=—1, z€dG.
In this case it follows from (3.11) and (3.14):

(5.14) Y = (1 — Ah)k < e,
k—1 ]

(5.15) Zr =2 ris1(1 — A0 Ige(X/4,).
i=0

Using (5.12), (5.13), and (5.14), we get
[E(ig1 e — ve¥e + Zpyy — Zil Xi, Zi)| < Ch?e™ ",

vkt Yt = V1 Yy + Ziewt = Zigy| < Chripre™ e (X)) - as.
Similar to the proof of Theorem 3.1, we obtain

N-1
IE(u(Xn)YN + Zy) — v(X0)Yo — Zo| < ChE(Z ripre g, (X12+1))
k=0

N-1
+Ch? Z e Mk,
k=0

(5.16)
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Using (5.14)~(5.16) and the facts that ¢4 = O(h'/?) and v(x) is uniformly bounded for
x € G, we get (note that Zy > 0 for Ah < 1):

N—1
E(Z re+1(1 — )»h)kIGC(Xllcﬂ))

k=0

1
=5E(Zy)

N-1 N—-1
< [v@)| + |[Ev(XN) YN | + cm@(Z repre MG, (X,;+1)) +Ch* Y e
k=0 k=0
N—-1
< C+C(h3/2+h2) Z oMk
k=0
which completes the proof. [J

PROOF OF THEOREM 5.1.  Using the notation introduced earlier in this section, we begin
the analysis with an inequality analogous to (3.32) from the proof of Theorem 3.1 combining
which with (5.12) and (5.13), we get

N—1
’E(M(XN)YN + ZN) —u(Xo)Yy — Zo‘ < Ch’E(Z rec1 Yl (X//c-l—l))’
(5.17) k=0

+ Ch?

{(57)

From (3.11) and (3.13), we have

Yi = Yio1 + heet Yy + 20y Yeei I, (X5) + 202 (v ) Yeer Do, (X))
Under the assumption y (z) < 0 and sufficiently small 7 > 0, we have 2r; ) Yy _116_, (X ,’() X
(1 4+ r¢yr) <0. Hence
(5.18) Ve < Vii(I+c1h) < (1= ah)* <e%,
where A = min g |c(x)| > 0. Then substituting (5.18) in (5.17), we obtain

N-1
IE(Zy) — u(x)| < C|Eu(Xy)|e T + ChIE( > (=i, (X,QH))
(5.19) - k=0

+ Ch? Z e Mk,
k=0
Applying Lemma 5.3 to (5.19), we get (5.10). O

5.4.2. The case c(x) =0 and y(z) =0. Consider the problem (4.1)—(4.2) as described
in Section 4.1.1 together with the probabilistic representation (5.3), (4.7), (5.4).

Now we are in a position to state two results regarding the one-step approximation in the
time interval (7;_1, T;]. Under Assumptions 2.1, 4.1, 4.2, 4.3, these results directly follow
from (5.12) and (5.13) for all k = NJ’-_I, e N.;- —1:

(5.20) \E(ufsy + Zpsy — uk — Zil Xk, Zi)| < Ch3,

(5.21) |uk+1 + Zpy1 — Lt;<+l — Zl/<+1| < Chjrj’k_f_lléc(X;ch]) a.s.,

where C is a positive constant independent of 7" and 4.
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Recall that the layer G_, was introduced in Section 3.4. We now state a lemma which is
related to the number of steps of X} in G _,. For that purpose, we first consider a surface Si;
which belongs to G and is parallel to the boundary dG. The distance between G and Sy, is

(5.22) I; =min{(A;T)"%, R/2,1},

where R is the radius of the uniform interior sphere inside G. We take R/2 in (5.22) so that
a surface Sy;, which is parallel to dG, exists when R is not sufficiently large. We assume that

h > 0 is sufficiently small so that /; > h}-/ 2, By virtue of Assumption 2.1, /;-neighbourhood
of any point x € S;; entirely belongs to G. The layer between S;; and 3G will be denoted as
Gy I

LEMMA 5.4. Under Assumptions 2.1 and 4.2, the following inequality holds:

!
N;

Aj T
(5.23) ]E( Z rj,kIG_r(X,Q)|XN;_1> <C—— .- j=1,..., A,
k=N’ +1 ' J

where C is a positive constant independent of A ;T and h.

PROOF. Letus fix j € {I,..., A} and hence consider ¢ € [T;_1, T;]. Define a function
U(t,x) as
0, (t,x) e {T;} x (GUG_,),
Uit,x)=11
(KT =0+ we), @0 el Ty —hj]x (GUG-),

where w(x) is from (3.23) but with distance from the surface Slj. Introduce the region Sh; =
{x | dist(x, Slj) < th}/z}. We choose K so that for any point x € Glj\Shj, there is zero
probability that in one step transition any of the 2¢ realizations of X }’1 cross the surface Sy,
where X', ! 1 1s constructed according to Algorithm 3 given X0 " o = x. Note that the region Sh;

contains pomts x starting from which one-step reallzatlons of X' .1 ay or may not cross
the surface S;.. i As we did in Lemma 3.4, we calculate PU (¢, x) — U (¢, x) at points (t, x)
lying in different regions identified by four cases: (I) x € G\(Gy; U Sp;), when X ;.71 remains

in G\Gy;; (1) x € Sp;; () x € G;;\Sp;5 AV) x € G_,. We analyze PU(t,x) — U(t, x),
calculated according to the above four cases, analogously as in the proof of Lemma 3.4 to
obtain the desired bound. [

The next lemma gives an error estimate for Algorithm 3 applied to (4.1)—(4.2) accumulated
over an interval (T;_1, T;].

LEMMA 5.5. Under Assumptions 2.1 and 4.1-4.3, the following inequality holds for all
j=1,...,A
hjA;T

lj

(524) |E(M(XNJ/)+ZN]/ —M(XN;_I)_ZN;_IIXN/

1o 2]

Jj—1

)I=cC
where C > 0 is independent of hj and A;T.

PROOF. We can write

[B(u(Xn) + Zyy —uXny )= Zyy Xy Zy )|
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’
Nj—l

< E( Z (Mk+1 - Lt;H_l + Zikt1 — lec—i—l)IG—r (X//<+1)|XN}_1’ ZN}—I)’
k=N’_,
N_;-—l
i ’]E< Y E(pyr + Zigy — uk — Zel X, Zi)1 X, ZN}I) ‘
k=N’

Jj—1

Using the inequalities (5.20), (5.21), Lemma 5.4, and (5.22), we ascertain (5.24). [

The probabilistic representation (5.3) of the solution of (4.1)-(4.2) contains two parts,
limr_ o Z(T) and u. In Theorem 5.2, we estimate the error incurred in approximating
lim7_, o0 Z(T), which proof is presented below.

PROOF OF THEOREM 5.2. We have
Eu(Xy)+ Zy —u(x))
A
= E(Z:IE(”(XN}) tZy —uXy )= Zy, Xy Zyy 1))
j:

Using Lemma 5.5, we get

>

[E(Xn) + Zy) —u(x)| <

From (5.22), we know that either /; = (AjT)l/2 orlj = (R/2) A 1. Therefore, we have

A
(5.25) E(u(Xn) + Zy) —u@)| <C D hi(A;T +(A;T)?).
j=1
Now consider the parabolic problem (4.73)—(4.75) whose solution we denote as v(¢, x) in-

stead of u (¢, x) and whose terminal condition at t = T is u(x) instead of ¢ (x). In the current
setting we have assumed that the solution v (¢, x) satisfies the following bound:

4
(5.26) > Y sup |D/Div@t.x)|<C,

p=02i+|l|=p[0,TA)xG
where C > 0 is independent of T, . Then, analogously to the previous lemma, we can prove
hiA;T

(5.27) ]E(v(t‘,-,XN;)—v(t.,-,l,XN;_l)|XN}_l)]§C’l. . j=1,...,A,
’ J

where C > 0 is independent of T (hence also of T) due to (5.26). Note that to obtain
(5.27) in the interval (T'o_1, Tp], we use the facts that Eu(Xy) = Eu(Xy_1) + O(hp) and
lv(tn, Xn—1) — v(tny—1, Xn—1)| < Chp (cf. the proof of Lemma 4.9). Therefore, we have
(cf. (5.25))

|Eu(Xn) — Eu(X(Tp))| = |Eu(Xn) — v(0, x)|

A
<CY hj(A;T +(A;T)'?),
j=1
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which together with (4.50) (though with the appropriate change of notation) gives

A
(5.28) Eu(Xy) —it| < C(Z hi(A;T +(A;T)V?) + e—”>,
j=1
where i is from (5.3), and C and X are positive constants independent of 7.
Using (5.3), (5.25), (5.28), and the fact that 1 < £/2 4+ 8 < 3/2, we obtain

'E(ZN) — lim Z(T)‘

= [E((u(Xn) + Zy — u(x)) — (u(Xy) — i))|

(Zi: (AT + (A T)V?) + T)
40

(5

We now discuss the cost of Algorithm 3. Recall that the cost of Algorithms 1 and 2, in all
applications considered in this paper, is proportional to 1/ 4. First, let us define (cf. (5.11)) the
tolerance of Algorithm 3 as tol := %(h + e *T). Taking h = e 7 (i.e., equal contributions
from the two sources of the total error), we get tol=/h and T = —%. Further, we choose

A to guarantee T < Tp < Z;-\Zl jll Let £ # 1. Then T ~ YA~¢*!. Therefore, we need
A ~ |Inh|Y/1=9 (we dropped A and Y because here our only concern is to know how the
cost grows with decrease of the tolerance tol via decrease of &). The cost of Algorithm 3 is
appropriate to measure via the number of steps of a single trajectory of the algorithm which
is equal to

A A
Cost = Z = Z
j=1 j=1

We need to choose £ and § so that factor % is small in the cost while the constant m
in the error (5.29) is not too big under the constraints £/2+ 8 —1>0and0 < <g <1.In
this case it is optimal to take § = 1 and small £. For example, £ = 1/10 gives % =10/9,

(5.29)

[A

C

| /\

A 1
—AT
Z 11/2+,3 e+ﬂ) te )

+h+e‘“r>. -

1 1

< —e+1 1+2 1 1+£
~-3 — AP |1nh| it = —|Intol|! 17,
jt T tol

A;T
h; =

R‘I»—‘

m = 20 and Cost ~ . Hence, we infer that with appropriate choice of £ and 8,
the cost of Algorithm 3 is only slightly higher than linear in 1/ A.

We note that instead of using the two level partitioning of the time interval [0, T'] we could
use the following single partition of [0, T]: T = Z,ﬁ\: 1 k% with 0 < B8 < 1. For this single
partition, by similar arguments as in the proof of Theorem 5.2, we would only prove

- 3/2 A1 AT 2h3/ AT
E(zy) — Jim Z(1)| = C(1*P Y g e sc( te )
j=1

3 —2

2/3<pB<1.
Here again it is natural to define the tolerance tol := %(h3/ 2 4+ ¢7*T) and again to take h>/? =
e~*T . Then the cost in terms of tol is

Cost e A T\ l/(1=8) |1nt01|1/(1—/3) -3 |
ost ;= (ﬁ) W’ /3<pB <1,
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which is significantly worse than linear increase in 1/tol (e.g., for g =2/3, we have Cost ~
|Intol|? /tol?). This emphasizes the importance of the idea of double partitioning of the time
interval in Algorithm 3.

6. Extensions. In Section 6.1, we present an algorithm to approximate RSDEs (3.8)
with second order of weak convergence based on adaptive time stepping near the boundary.
In Section 6.2, we generalise Algorithm 1 to approximate RSDEs in a weak sense when
reflection is in an inward oblique direction.

6.1. Second-order approximation. In this subsection we modify Algorithm 1 to construct
a second-order weak approximation of the solution X (¢#) of the RSDEs (1.1) on an interval
[T, T'] (for simplicity, we do not include here a second-order approximation of (3.9)—(3.10)).
To obtain a second-order method for (1.1), we need an approximation of weak local order 3
for SDEs without reflection, which we will use inside the domain G, and we need a more
accurate approximation of the reflection than in Algorithm 1. To achieve the latter, we will
introduce an adaptive (random) time step so that the auxiliary chain X j( belongs to GUG_,
with r = ©(h), where the notation G _, was introduced in Section 3.4.2 and the Landau big
theta notation, ® (%), implies that there are constants C1, C> > 0 independent of % such that
Cih <r < Cyh. When X ,’( € G_,, we will use the same reflection as in Algorithm 1, but
because the layer G_, is of size @ (h) in this subsection, the one-step error of reflection will
be O(h?). Note that in Algorithm 1 X} € G UG _, with r = O(h'/?) and the one-step error
of reflection was O (h3/?).

Let us write a generic approximation of weak local order 3 in the form suitable for this
section:

6.1) X =x+8(t,x; h; £),

where i > 0 is a time step, & is a random vector the components of which are some bounded
mutually independent random variables, and § is such that for all x € G

(6.2) Ef(Xix(t+h) —Ef(x + 80, x;h: ) =0(h%),

with X; x(# 4 h) being a solution of the SDEs (1.1) from which the reflection term is excluded,
and f being an arbitrary sufficiently smooth function with bounded derivatives. Note that &
and £ in (6.1) used in this subsection are different from § and & associated with Algorithm 1
which have been used everywhere else in this paper except this Section 6.1. There are various
numerical approximations satlsfymg (6.1)—(6.2) (see, e.g., [57] and references therein).

Introduce a layer S; , € O such that if (7, x) € Q\St » then X from (6.1) belongs to G and
if (¢, x) € S;,;, then at least one realization ;)X of X does not belong to G. Consequently, if
(t,x) € Q\S, n, we can use (6.1) to approximate (1.1).

If (¢, x) € S5, we find the largest time step 6 € [h2, h] such that all realizations of x +
8(t, x; 0; &) belong to G UG_, with r = ©(h). Then we draw a realization of & and compute

X' =x+08(t,x;0;8).
If X' € G, we set X = X/, otherwise
X =X+ 2rpv(X7),

where as usual ro = dist(X’, X™) and X” is the projection of X’ on 9G.
Having the above two ingredients, we now can construct a Markov chain X approximat-
ing the solution of (1.1) in the weak sense, which is formulated as Algorithm 4.
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Algorithm 4 Algorithm for second-order approximation

Step 1: Set 9 =19, Xo=x, k=0.

Step2: If 1y <T — h,then hy =h;else hy =T — 1.

Step 3: If (w, Xi) € Q\Srk,hk, then simulate &1 independently of &1, ..., & and

Tet1 = Tk + hi,
Xir1= Xp +8(tie, Xie; hie; §k11)s

where § satisfies (6.2). Goto Step 6.

Step 4: Find the largest time step Ogy1 € [h2, hi] so that all realizations of X +
8(tk, Xk; Ok+1; Ex+1) belong to G U G_, with r = ©(h). Simulate &r+1 indepen-
dently of &1, ..., & and

Te41 = Tk + Okt 1,
Xjr1 = Xic +8(th, Xis O 15 Ekt1)-
Step 5: If X,’CJrl € G, then Xj41 = Xl/<+1’ else (the case X,/<+1 ¢ G)
Xiy1 =Xy g +2r01v(X7 ),

where 741 = dist(X}, ;, X, ;) and X7, is the projection of X; ., on 3G.
Step6: If 1341 >T — h? then the random number of steps »z = k + 1, the final state of the

chain X,, = X1 and STOP; else k = k 4+ 1 and Goto Step 2.

Using the ideas introduced to study first order convergence of Algorithm 1 in Section 3,
one can prove convergence of Algorithm 4 with weak order 2, that is,

IEf (X, x(T)) —Ef(X,)| < Ch?,

where X; (T), To <t < T, is the solution of (1.1) and C > 0 is a constant independent of
h. It can be shown that the average number of steps of Algorithm 4 is O(1/h). The Markov
chain (7, Xy) on average spends O(1/h) steps in the domain Q\S,k,hk and also O(1/h)
steps when (7, Xx) € S¢, ., . The proof of the latter exploits the rule how 6 is chosen in the
algorithm and also that, thanks to the definition of S; j, if (tx, X) € Sz, n, then at least one
realisation of Xy ¢ G.

6.2. Oblique reflection. Consider the RSDEs
(6.3) dX(s)=0b(s, X (s))ds+o(s, X(s))dW(s) + n(X () Isc(X (s)) dL(s),

where 7 is a unit vector field belonging to class C#, and we assume that there exists a constant
co > 0 such that

(6.4) (n(2) - v(2)) > co,

for all z € dG. The uniqueness and existence of the strong solution of SDEs with reflection
in the oblique direction was proved in [47] under weaker assumptions than Assumptions 2.1—
2.2, but we will continue using Assumptions 2.1-2.2 to ensure first-order of weak conver-
gence of our algorithms. We note that » in this subsection is an arbitrary oblique direction,
while in Section 4 n was the co-normal, however this should not lead to any confusion. For
applications of (6.3) see for example, [4].

In Section 3, we proposed Algorithm 2 to approximate the system (3.8)—(3.10). Here, for
simplicity we only consider approximation of the RSDEs (6.3). Again we assume a uniform
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Algorithm 5 Algorithm to approximate obliquely reflected diffusion
Step 1: Set Xo=x, Xy =x, k=0.
Step 2: Simulate &4 and find X,/(Jrl according to (6.5).
Step 3: If X,’(Jrl € G then Xj41 = X,’<+1, else
(i) find the projection, X7 iy of X ,’c 41 0n 3G along the oblique direction n(X7 )
according to (6.6)—(6.7);
(i) compute rgy = dist(X,’ﬁLl, XZH) and find Xy according to (6.8).
Step 4: If k + 1 = N then stop, else put k := k + 1 and return to Step 2.

discretization of the time interval [ty, T], to < --- <ty =T, h = (T —ty)/N, and tx1 =
tx + h. As was elaborated in Section 2 while constructing the Markov chain (Xj)x>0, we take
an auxiliary step

(6.5) Xjy1 = Xk + hbg +h' oy,

where by = b(tx, Xr), ox = o (tx, Xx), and &4 represents the same random vector as in
(2.1). We follow the same idea as in Algorithm 1 of first taking an intermediate step, X _ ;. If
Xii1 € G then we set X4 = X,
of implicit equations:

(6.6) Xip1 = Xpyr +dist(Xgq, X)) n(Xis),
(6.7) Xi. 1 €9G,

41» and if X 11 € G° then we solve the following system

in order to find the projection X7 ; of X 41 on 3G along the direction (X}, ), where
n(X¢, ) is the inward oblique direction at X7 ;. By [12], Proposition 1, there exists a unique
solution of the system of equations (6.6)—(6.7) under Assumption 2.1 for all X ,’( 1 € G_,.

We denote riy; as the distance of X} 41 from the boundary dG along the direction
n(XZ, ), thatis, rgy1 = dist(X, , X7, ). If X}, goes outside G, the following symmetric
step is taken:

(6.8) X1 = X1 + 2rk411(X41)-
This algorithm is presented in a formalized form as Algorithm 5. One can prove its first-order

of weak convergence analogously to proofs for Algorithm 2 considered in earlier sections.

7. Numerical experiments. In this section we perform numerical experiments to sup-
port the theoretical results obtained in Sections 3-5.

To evaluate the expectation EI" where I' is a generic random variable with some finite
moments, we use the Monte Carlo technique in the usual fashion:

. -
7.1 Er Ty i=— Y ',
(7.1 M MmX::l

where T are independent realisations of I'. The Monte Carlo error is computed via the
sample variance:

A 1 1 ul mNn2 =2

m=1

The 95% confidence interval for EI is I’ wE£2/Dy.
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TABLE 1
Numerical solution of the parabolic problem (7.2)—(7.4) using Algorithm 2

h M 1i3(0,0,0) £2,/Dyy e

0.1 10° 36.5301 £ 0.0408 23331
0.05 100 35.4104 +0.0133 1.2134
0.025 106 34.8223 £ 0.0135 0.6253
0.0125 100 34.5120 £0.0136 0.3150

7.1. Parabolic PDE. In this subsection we solve a parabolic PDE with Neumann bound-
ary condition using Algorithm 2.

EXPERIMENT 7.1. Take the circular domain G = {xl2 —I—x% <R%* and 3G = {xl2 —I—x% =
R?}. Consider the parabolic problem
ou

du 132 92 d
—u+——L2t+ —l;—xz—u—l—xl——l—S(l—i—exp_(T_t))
(7.2) ar  209x3 0x5 x| 0x2

—(25—x7—x})exp T =0, (t,x)€[0,T)xG,

with terminal condition

(7.3) w(T,x)=2(25—x} —x3), x€G,
and Neumann boundary condition

u
v
The solution of the above problem is given by u(¢, x1, x2) = (25 — xl2 — x%)(l + exp_(T_t)).
The exact solution at (¢, x;, x2) = (0,0,0) with R=2 and T =1 is 34.1970 (4 d.p.). We
note that the construction of the model problem in this experiment follows the same path as
in [54] (see also [57], Chapter 6).

We consider the absolute error e = |u(0, 0, 0) — i1 57|, where 11 is the Monte Carlo estima-
tor for u(0, 0,0) = E[u(T, Xn)Yn + Zn] which approximates u(0, 0, 0). Here (Xn, Yy, Zn)
is due to Algorithm 2 applied to the problem (7.2)—(7.4). The results are presented in Table 1
and Figure 3, which demonstrate that the numerical integration error incurred in solving the

parabolic problem (7.2)—(7.4) is of order O(h) and hence it is consistent with the prediction
of Theorem 3.1.

(7.4) 2R(1+exp~"™"), ze€dGandrel0,T).

7.2. Calculating ergodic limits. In this subsection we approximate ¢ (cf. (4.8)) and ¥’
(cf. (4.10)) using the numerical time-averaging estimators (cf. (4.51) and (4.54)) and the nu-
merical ensemble-averaging estimators (cf. (4.82) and (4.90) together with the Monte Carlo
technique (7.1)) based on Algorithm 1.

There are three types of errors incurred while computing ¢ and v’ via numerical time-
averaging estimators ¢ and 12/,’\, [52, 58]: (1) the error due to discretization of RSDEs (4.7)
(the numerical integration error) which is estimated by Ch, (ii) the error incurred because
integration is over finite time 7 (the time truncation error) which is estimated by C /T, and
(iii) the statistical error. The statistical error is also controlled by the final finite time T (see,
e.g. [52] for further discussion on the statistical error).

In practice to find the statistical error of ¢ and 1%\,, we simulate a long trajectory (here
according to Algorithm 1) and split that trajectory into L blocks of time length 7', which
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25

2

1.5

error

1

0.5

0

002 004 006 0.08 0.1
h

FI1G. 3.  Plot to show the first order of convergence of Algorithm 2 applied to (7.2)—(7.4). Error bars correspond
to the Monte Carlo error.

means that the total length of the simulated trajectory is T = LT'. We calculate f @) (here
f @ is either é(’ ) or v’ (’)) computed over the ith block, i =1, ..., L, and the statistical error
is estimated as
(7.5) A i(f(i)f (L ZL:f(n ’

. L\LH L5 '
This implies that the 95% confidence interval of E f is given by f + 2,/ Jr, where the time-
averaging estimator f is computed over the whole trajectory with the length 7 = LT'.

EXPERIMENT 7.2. Consider the circular domain G = {xl2 + x% < R?} with boundary
0G = {xl2 + x% = R?}, where R > 0 is the radius. Consider the RSDEs

X1(s) 4 X2(s)

[Xm (S)}

_ 2 4
x| T 7| Xil) | Xl |4
4 2
sin(X(s) + X2(s)) cos(X1(s) + Xa(s)) AW (s)
(7.6) sin(Xl(s) + Xo(s) + %) Cos(Xl(s) + Xo(s) + %) [sz(s)]
1 Xl(S)
~ % Lxaio)) L0

The invariant density of the RSDEs (7.6) is

! o (T Hx3)/2.
27 (1 — e~ R?/2)
It is not difficult to verify that the density function p(x1, x2) satisfies the stationary Fokker—
Planck equation (4.3) with Neumann boundary condition (4.4) corresponding to the RSDEs
(7.6).

In this experiment, we approximate the ergodic limit ¢ (cf. (4.8)) with ¢ (x1, x2) = x12 +x§
using numerical time-averaging estimator (cf. (4.51)) and discretized ensemble-averaging
estimator (cf. (4.82) together with (7.1)) based on Algorithm 1. To evaluate the performance
of Algorithm 1 for computing ergodic limits, we have the exact value of ¢:

p(x1, x2) =

2 _ 2€—R2/2 _ R2€—R2/2
v= 1 —eR/2
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TABLE 2

The parameters for calculating ¢ are L = 104 and T' = 10 and the parameters for calculating ¢py are T =5
and M =2 x 10*

h on £24/J1, EITOIty oM £2 Dy €ITOley
0.4 1.6590 + 0.0073 0.2850 1.6651 %+ 0.0167 0.2911
0.25 1.5428 + 0.0072 0.1688 1.5403 + 0.0164 0.1663
0.2 1.5039 £ 0.0072 0.1299 1.4989 + 0.0161 0.1249
0.1 1.4236 + 0.0070 0.0496 1.4262 + 0.0154 0.0522

For R =2, we have ¢ = 1.3739 (4 d.p.). We introduce errory, = |@ — @n|, which is the
absolute error of the time-averaging estimator (4.8), and errore, = |@ — @], where @y is the
Monte Carlo estimator (see (7.1)) of E@(X ) (see (4.82)), that is, errore, is the absolute error
of the ensemble-averaging estimator. The simulations are run by taking (0, 0) as the starting
point in both time-averaging and ensemble-averaging.

In Table 2, the second column corresponds to time-averaging estimation of ¢ and it also in-
cludes the statistical error. The fourth column corresponds to ensemble-averaging estimation
of ¢ and it also includes the Monte Carlo error. Table 2 and Figure 4 verify the theoretical re-
sults of Theorem 4.2 (see (4.64)) and Theorem 4.10 (see (4.82)) as the absolute errors errory,
and errore, are of order O(h).

EXPERIMENT 7.3. Consider the sphere G = {xl2 + x% + x32 < 1} with boundary 0G =
{xl2 + x% + x% = 1} and the RSDEs
(V (V- X(s))
T Ty (a2
| X ()] 1X ()]

where W (s) is a three-dimensional standard Wiener process and V = (1/2,1/2,1/ «/E)T.
The invariant density of the above RSDE:s is

dX(s) = X(s)) ds—i—«/idW(s)—X(s)dL(s),

3
_ (V-2)/lx]
px) 477 sinh 1 ¢ ’

and the corresponding normalised restricted density p’(z) is
1
() — (V-2)
P 4zsinhl’

where x = (x1, x2,x3) € G and z = (21, 22, z3) € dG. The function p’(z) is the density of
Fisher distribution with the concentration parameter 1 and mean direction V [26].

We are interested in calculating « (see (4.9)) and V' for ¥ (z) = z1 + 22 + z3. The exact
value of « is 3 and of ¥’ is 0.53438 (5 d.p.). We introduce the absolute errors e = |1ﬁ N — /|

and e; = |ky — k|, where WN is from (4.54) and K is from (4.52).

—f—error in ¢y, ie. erroreg,
—f—error in Py, ie. errore,

0.1 0.2 0.3 0.4
h

FIG. 4. Plot to show linear dependence of the errors in computing the ergodic limit, errory,, and errorey, on h.
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TABLE 3
The parameters used are T' =30 and L = 10%. The initial point taken for simulation is (-0.5,-0.5,-0.5)

h &I/\liz Jr el Ry £2J1 e

0.1 0.5673 + 0.0025 0.03294 3.1183 £ 0.0065 0.1183
0.075 0.5602 + 0.0025 0.02577 3.0813 + 0.0071 0.0813
0.05 0.5557 £ 0.0026 0.02127 3.0510 £ 0.0039 0.0510
0.025 0.5457 £ 0.0026 0.01130 3.0227 £+ 0.0040 0.0227

The second column in Table 3 corresponds to the estimation of ¥ and the fourth column—
to the estimation of « via the time averaging estimators (4.54) and (4.52), respectively. One
can see from Table 3 and Figure 5 that the absolute errors e and e, decay linearly with 4 for
sufficiently large T = LT’, which verifies Theorem 4.7 and the estimate (4.66) of Lemma 4.4.

7.3. Elliptic PDEs. In this subsection we present two numerical experiments to verify
the theoretical results proved in Section 5.

EXPERIMENT 7.4. Consider the torus G = {( x12 + x% —R)? —I—x32 < r?} with boundary
G = {( xl2 + x% — R+ x% =r?}, where 0 < r < R, and the elliptic equation

19%u N 598%u N 9%u N 0%u s 0%u u u
——t - —+— —X
2 8x12 2 ax% 8x32 0x1 0x2 0x2 0X3 9x1 9x)

7.7 0
7.7 +xza—u—2u+2x33—3xzx32+2x%—2x1x2+2x1 —5x3 —5=0,
X3

(x1,x2,x3) € G,

with Neumann boundary condition
(7.8) a”—l(< K 1)( +222) 33> ( ) € dG

. 8]) —r \/m <1 Z2 Z3 ’ 21,422,213 .

1 2

In this experiment we solve the elliptic equation (7.7) with boundary condition (7.8) and
verify the estimate (5.10) that the numerical integration error decays linearly with respect
to step size h for sufficiently large 7. For this experiment, we choose r =2 and R = 4.
The exact solution is given by u(xy, x2, x3) = x1 + x% + xg and at (x1, x2,x3) = (1,2,1/2)
the solution is 5.125. We denote the absolute error as e = |u(1,2, 1/2) — iy, where 1y
is the Monte Carlo estimator (see (7.1)) of the approximation of the solution to (7.7)—(7.8)
computed using Algorithm 2. Table 4 and Figure 6 confirm the result of Theorem 5.1.

0.14

| |—F-error in ¢y, i.e. €1
—J—error in Ay, ie. ez

0.10

error

0.06-

0.02/ //
002 004 006 008 0d
h

FIG. 5. Plot to show the dependence of the errors e1 and ey on h.
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TABLE 4
Results of numerical simulation for the elliptic problem (7.7)—(7.8) with T =4

h M U (1,2,12) £2,/ Dy e

0.1 100 5.5144 £ 0.0168 0.3894
0.08 106 5.4615 £ 0.0167 0.3365
0.04 100 5.2874 + 0.0163 0.1624
0.01 107 5.0820 % 0.0050 0.0430

EXPERIMENT 7.5. Consider the circular domain G = {xl2 + x% < 4} with boundary
0G = {xl2 + x% =4} and the Poisson PDE

10%2u  10%u 1 0%u (x1 xz) ou

Stz —St+ts——— +—)—
2 2
(7.9) 2 0x] 2 0x; 2 0x10x2 2 4 ) 9xq
0
—(%—F%)a—;z:Z—xlz—x%—xlx% (x1,x2) € G,
with Neumann boundary condition
ou
(7.10) 3= —4, (z1,22) €9G.

Note that the underlying RSDE for (7.9)—(7.10) is (7.6). It is not difficult to show that the
compatibility condition (4.6) is satisfied for (7.9)—(7.10). The exact solution is given by
u(xy, x2) = x12 + x%, (x1,x2) € G. In this experiment we use Algorithm 3 to solve the Pois-
son problem (7.9)—(7.10). As we know from Section 5.4.2, we can numerically evaluate the
solution of the Poisson PDE with Neumann boundary condition up to an additive constant
u. For comparing the exact solution and numerical solution, we computed the exact value
of u =1.374 (3 d.p.). We evaluate u(xy, x2) — u at (x1,x3) = (v/2, 4/2), the exact value of
which is 2.626 (3 d.p.). We introduce the absolute error e = |u(ﬁ, V2)—i— i y|. Table 5
and Figure 7 show that e = O(h) that verifies the result of Theorem 5.2.
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FIG. 6. Plot to show linear dependence of absolute error e on h.



SIMPLEST RANDOM WALK FOR REFLECTED DIFFUSIONS 1957

TABLE 5
Numerical solution of the Poisson problem (7.9)—(7.10) at W2,32) up to the additive constant u using
Algorithm 3 with parameters T =5,=0.1,=1,T =1

h M iy (V2,4/2)%2,/Dy e

0.5 10* 3.781 £ 0.111 1.155
0.4 10° 3.438 £ 0.035 0.812
0.3 10 3.194 £ 0.034 0.568
0.2 10° 2.998 +0.035 0.372

1.2

1

Sos8

®06

0.4

0.2 0.3 0.4 0.5
h

FI1G. 7. Plot to show linear dependence of the absolute error e on h. Error bars correspond to the Monte Carlo

error from the third column of Table 5.
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