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1. Introduction

With significant increases in computational demands of Monte Carlo simulation, methods for increasing efficiency
have attracted substantial interest, in particular for routines to be run frequently. It is thus worthwhile to carry out some
initial analysis yielding more efficient simulation. In this spirit, in standard parametrized variance reduction methods, the
parameter value is chosen in advance in the way to reduce, hopefully minimize, the estimator variance with differences in
computing costs put into consideration. This parameter choice can be done, for instance, by taking a pure guess, or a more
plausible guess from the past experience, or by running a pilot simulation for a while, etc., all without strong confidence of
optimality. In particular, running a sufficiently long pilot simulation is a little contradictory from a practical point of view,
in the sense that we might have been better off spending this effort running the crude Monte Carlo simulation longer, as
well as, in the first place, the sufficient length of the pilot run is not obvious in advance.

Adaptive Monte Carlo variance reduction methods aim at concurrently running a Monte Carlo simulation and a search
algorithm for optimal variance reduction parameters, where common replications can be used for both procedures without
changing the sampling distribution at each iteration, rather than generating two independent sets of replications. Adaptive
Monte Carlo methods require a certain amount of such initial work for its implementation, while it has the potential to
provide significant variance reduction as a result. Equally importantly, the adaptive framework avoids the need for frequent
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recalibration of the parameters of the variance reduction techniques when changes occur in the experimental conditions
governing system performance. The idea of adaptive Monte Carlo simulation and its practical use has been studied for a long
time in various formulations and problem settings; for example, parametrized distributions [ 1-6], mixture densities [7-11],
and (combinations of) control variates, importance sampling and stratified sampling [ 12-17], to mention just a few.

This paper is concerned with the construction and analysis of adaptive importance sampling variance reduction methods,
for general multivariate probability laws, more precisely, the uniform law on the unit hypercube. Focusing on the uniform
law is not a restriction but a generalization, in the sense that the expected value of a functional of a multivariate random
vector can be rewritten with the standard uniform random vector in the same dimension with a suitable change of variables
or the principle of inverse transform sampling. In the proposed framework, both target and proposal laws are simply the
same uniform law on the unit hypercube. In particular, one class of parametric adaptive importance sampling methods is
designed to adaptively reform the proposal law to make it closer to the target law (e.g. [10,17]), while the other class relies
largely on special properties of the target distribution. For instance, a Gaussian random vector after an exponential change
of measure is identical in law to the original Gaussian random vector with a suitable mean under the original probability
measure (e.g. [1]), or a gamma random variable after an exponential change of measure is identical in law to a scaled original
gamma random variable under the original probability measure (e.g. [ 14]).

The proposed framework is built upon a principle different from all those: it relies on no particular properties of the target
and proposal laws. The key principle can be summarized as follows; first rewrite the expected value on the uniform law by
a suitable parametric probability law with the principle of inverse transform sampling, secondly change the probability
measure on the parametric law, thirdly rewrite the parametric law back to the uniform law under the original probability
measure again with the principle of inverse transform sampling, and finally find optimal parameters introduced in the
second step in the way to reduce the estimator variance. As is clear, the parametric law is employed in the second step
solely to inject a parametrization into the expression of the expected value, whereas it does neither appear in the expected
value in the final form nor change the underlying probability measure. For those reasons, we give the name of the bypass
distribution to this parametric law in the second step. As a Monte Carlo simulation and a search algorithm for optimal
variance reduction parameters are both expressed with common random elements under the original probability measure,
the existing optimal parameter search techniques can be applied, such as the stochastic approximation [1,13-15,3,4,6] as
well as the sample average approximation [2,18], under suitable technical conditions.

The rest of this paper is organized as follows. In Section 2, we begin with general notation and then briefly summarize
background material on adaptive Monte Carlo variance reduction methods. In Section 3, we introduce the principle of bypass
distributions so as to induce importance sampling. The choice of bypass distributions is quite flexible as far as technical
conditions are satisfied, whereas theoretical over-complications often do not contribute to the practical effectiveness. In
Section 4, we thus pay particular attention to the continuous canonical exponential family, a relatively simple yet wide class
of continuous distributions. The derivation of the results entails rather lengthy proofs of somewhat routine nature. To avoid
overloading the paper, we omit non-essential details in some instances. We provide numerical examples to demonstrate
in Section 5 the procedure of the proposed method, as well as to illustrate the performance relative to the choice of
bypass distributions. We also show that well-known adaptive importance sampling formulations in the literature can be
easily rewritten in the proposed framework. In Section 6, we formulate the adaptive Monte Carlo simulation, along with
convergence results and numerical illustrations of searching the parameter by the stochastic approximation and the sample
average approximation. Finally, Section 7 concludes this study and highlights future research directions.

2. Problem setup

We begin with general notation which will be used throughout the paper. We use the notation N := {1,2,...} and
denote by | - | and || - ||, respectively, the magnitude and the Euclidean norm. As usual, for a square matrix A, we denote by
|Al, IAll,AT, A®2 and +/A, respectively, the determinant, a suitable matrix norm, the transpose, the outer product and a lower
triangular matrix of the Cholesky decomposition of A, provided that those are well defined. We denote by ¢, @ and &1,
respectively, the standard normal density function, the standard normal cumulative distribution function and its inverse.
We denote by Leb(D), int(D), dD, D and #(D), respectively, the Lebesgue area, the interior, the boundary, the closure and the

Borel o-field of a domain D. We denote by 1p(x) the indicator function of a set D at x. We let Z and £ denote the identity
and convergence in law. For the sake of simplicity, we use the notation dy for the gth partial derivative with respect to the
univariate variable x, as well as Vx and Hessy indicate the gradient and the Hessian matrix with respect to the multivariate
variable x.

Throughout this paper, we are interested in constructing a fairly general framework of parametric adaptive importance
sampling Monte Carlo methods for the integral

C::/ ¥ (u)du =FEp [¥ (U)], (2.1)
(0,1

where ¥ is a function mapping from (0, 1)¢ to R, and where U is a uniform random variables on (0, 1)¢ under the probability
measure P. We reserve the capital “C” for this integral value throughout the paper. To avoid triviality, we impose a finite
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second moment;
/ @l du = [19 )] < +oo, (22)
0,1)

as well as non-degeneracy of the integrand P(|¥ (U)| > 0) > 0.

We reserve the notation {Ug}rey for a sequence of i.i.d. uniform random variables on (0, 1)¢ and define the natural
filtration (% )ren generated by the sequence {Uy}ken Of i.i.d. uniform random variables on (0, 1)%, that is, for each n € N,
Fn = 0({Ui}k=1,..n) is the o-field generated by the i.i.d. uniform random vectors Uy, ..., U,. Throughout the paper,
there is no need to specify under what probability measure the expectation E is taken, since we end up with taking
expectations under PP all the time, although we do change the probability measure in the middle of derivations. We thus
set (£2, 7, (F)ken, P) as our underlying filtered probability space throughout.

We now define the family of probability distributions, which we will shortly name the bypass distribution.

Assumption 2.1. We choose in advance an open set ©®, C R¢ with Leb(®p) > 0, a family {g(-; 8); 0 € Oy} of probability
density functions on RY and a family {G(-; #); @ € ©,} of functions on R? in such a way that

(a) The support D of the probability density function g(-; ) is open and independent of the parameter 0;

(b) For almost every z € D (with respect to dz), the probability density function g(z; ) is twice continuously differentiable
atf € Og;

¢) Foreach @ € ® and B € #(D), it holds that fD 1(G(z; ) € B)g(z; §)dz = Leb(B);

d) For each # € ©,, the inverse G~ (u; #) (with respect to u) is well defined and continuous in u on (0, 1)¢;

e) Foreach @ € ® and B € #(D), it holds that f(o,l)d 1(G™(u; 0) € Bydu = [, g(z; 0)dz;

f) For almost every z € D (with respect to dz), it holds that limp4 4 o SUDgesk, £(2; #) = 0, where {K;}cn is an increasing
sequence of compact subsets of the open set @, satisfying U,.Tj? Ky, = ©g and K, € int(Kp41).

=

—~

—_—

—~

Assumption 2.1(c), (d) and (e) indicate that if Z is a random vector in R¢ with density g(z; @) and U ~ U(0, 1)¢, then

Gz:0Zu, zZ6'U:0). (2.3)
Assumption 2.1(f) will serve as an important requirement for convexity of the estimator variance later in Theorem 3.3.
Example 2.2. Although we have set up Assumption 2.1 in a somewhat abstract manner for theoretical purposes, it will soon

turn out to be important in practice that the function G and its inverse G~! can be written in closed (at least, computable)
form. That is, in practice, we wish to focus on independent components

d
2z 0) =[]a@: 0. z=(.....z)" €D, (2.4)
k=1
where each gi(z; 0) is a probability density function on Dy for a suitable D, C R with Leb(D,) > 0. Then, the function G
can also be written componentwise, as G(z; 0) := (G1(z1; ), . .., G4(zq4; 6)) T, where each Gi(z; 6) is defined by either
Gr(z; 0) == / 1(x <2z) g(x; 0)dx, or Gi(z:0) = / 1 (x > z) g (x; 0)dx. (2.5)
Dy Dy

Clearly, G¢(Z; 0) ~ U(0, 1) if Z is arandom variable with density g, (z,; ), and thus the multivariate version (2.3) holds true
on the whole. For illustration purposes, we consider exponential and standard normal distributions for the first and second
components, thatis,d = 2,D = (0, +00) x R, and

2(z;0) =01 "¢ (2o —6,), 0= (61,6,)". (2.6)

The support D = (0, +00) x R is independent of the parameter 6. The function g(z; 6) is well defined as a joint probability
density function on D, as long as # € (0, +00) x R. For each z € D, the joint probability density function g(z; ) is twice
continuously differentiable at 6 in (0, +00) x R.If @ in (0, +00) X R, then the random vector Z := (Z;, Z;) " with density
g(z; ) has independent components, where Z; ~ Exp(6,) and Z, ~ .#(6,, 1). Then, we have

Gz 0) = (e, @ (z, — 92))T . Gl 0) = (-6, " In(uy), 6, + ¢_1(UZ))T . (2.7)

Note that the first components of G(z; #) and G~!(u; ) are obtained based on the latter definition in (2.5). As a matter of
course, the former definition in (2.5) can be used as well, then we obtain 1 — e~1%1 and —91’1 In(1 — uy) instead. Finally, for
almost every z € D (with respect to dz), g(z; #) tends to zero, whenever 8; — {0, +00} or |6;] 4 +00. Hence, we can set
®y = (0, 4+00) x R, which is open and independent of #. We will continue this problem setting in Section 5.1.1. O
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The handiest adaptive Monte Carlo variance reduction method is perhaps the one based on control variates. For instance,
with the centered variates U — Ep[U], one can construct an adaptive Monte Carlo simulation

1< 1
Vn (n 3 (@ U) — (M. Ui — Ex[U]) — Ez [wam) 5o (o, Vars (¥ (U)) — — A7 ||2> , (2.8)

k=1
with A := 0 and

12 k—1 1 k—1
M= == D (w W) - — ; v (Um)> (U — Es[U])

=1
— argmin Varp (¥ (U) — (A, U — Ep[U])) =: A7,

reRrd

under suitable technical conditions, where {Uy}rey is a sequence of i.i.d. uniform random vectors on (0, 1)¢. (We refer the
reader to [15,16] for details.) This control variates method is often effective when the magnitude ||A*||? is large. If, however,
|lA*||% is very small relative to the crude estimator variance Varp(¥ (U)), that is, the random variable ¥ (U) is not strongly
correlated to the uniform random vector U, then this method fails to reduce variance much. A typical situation is the rare
event simulation, in which the integrand ¥ (U) returns the value of exactly zero with a relatively high probability. The main
scope of the present paper lies in such situations where control variates (2.8) are not very effective.

3. Change of measure and importance sampling through bypass distributions

We are now in a position to construct our theoretical base. We use the family {g(-; #); # € ©q} of probability density
functions to introduce a parametrization so that the estimator variance may be reduced.

3.1. Change of measure through bypass distributions

Fix a point 8y € ©,. By changing variables u = G(z; 6y) thanks to Assumption 2.1, the desired integral (2.1) can be
rewritten as

f W(u)du=fllf(6(z; 00)) g(z; 0p)dz,
(0,1)d D

where the right-hand side can be interpreted as an integral of the integrand ¥ (G(z; 6y)), with respect to the probability
measure g(z; 6p)dz on the support D. Next, pick a @ € ®g, which can be distinct from y. Note that the definition of ®; and
the independence of the support D from the parameter # ensure that the probability measure g(z; 6y)dz is equivalent to the
probability measure g(z; 6)dz on the support D. Hence, by changing variables z = G~!(u; ), we obtain

/ ¥ (u) du = / W (G (z: 00)) g(z: 00)dz — / 8@ 00) G (2 80)) g z: 0) dz (3.1)
(0,14 D p &(z; 6)

:/ g(G™1(u; 0); 6)
0.1d &G (u; 6); 0)

The expressions (3.1) and (3.2) can be written in a probabilistic manner. Recall that P is the original probability measure
under which U ~ U(0, 1)¢, as originally appeared in the desired expectation (2.1). Define the probability measure Qp, with
0 € Oy, under which the random vector Z has the joint probability density function g(z; #) on the support D. Then, we
obtain

Ep [¥ (U)] = Egy, [¥ (G (Z: 60))]

g(Z; o) .
Qp [g(Z; 0 v (G(Z; 00)):|

_E [g(Gl(U;ﬂ):Oo)
=R | TR0
g(G'(U; 0); 0)

The first progression is concerned with the transform U <— G(Z; 6p) under the probability measure Qg,, whereas the last
progression employs inverse transform sampling Z <— G~!(U; ) under a different probability measure Qg, with @ # ;. In
the other words, the first two estimators ¥ (U) and ¥ (G(Z; 6,)) are identical in law, but written in different forms. Similarly,
the last two expressions are identical in law, again written in different forms. Moreover, if # = 6y, then even the second
and third expressions are identical. With @ # 6,, however, the second and third estimators follow distinct laws, without
changing the expected value C(=Ep[¥ (U)]). Hence, by wisely choosing the parameter #, we may achieve a smaller variance
under Qp, compared to the original variance under Qy,.

¥ (G(G' (u; 0); 6p)) du. (32)

v (G(G(U;0); 00))] . (33)
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3.2. Importance sampling through bypass distributions

The estimator variance of (3.3) is defined as the L?(D)-distance of the integrand from the integral value C with respect
to the probability measure g(z; #)dz, that is,

. 2 . 2
/[“L%mez%»—C]g@ﬂﬂzzf(éaﬁ”)|wwaﬁwwgawnu—@
bl &z 0) p\ &z 6)

=/g“””wwcawwwgawwm—cz

p £(z;0)

L[ st
©0.1d 8(G1(u; 6y); 0)

provided that the integrals are all well defined. The second term C? is obviously independent of the parameter . Hence, we
wish to choose @ in such a way that the first term is minimized. To this end, we define

2(G'(u; 6y); 0p) 2 [g(G_l(w 00); 60) 2]
V(@) = gy |1/ du=Fp | >¥—"Z|¥ (U .
© Amgm*M%xm'(w e P T S

This expression is particularly useful, in the sense that the underlying probability measure Pis independent of the parameter
0, as well as that the random element involved is identical in law to the uniform random vector U in the original expectation
(2.1).

Hereafter, we reserve the notation @y for a fixed point in ®, and introduce the following notations

_ 8(G"(u; 6p); 6o) 2(G"(u; 6); 6p)

| (w)|* du — C?,

0= cmo o MU= w0 G

so that
Ep [ (U)] = Ep [M(U; ) (G(G" (U; 0); 65))] . (3.5)
V(0) =Ep [HU; 0) ¥ (U)*]. (3.6)

Note a slight difference between H(u; ) and M (u; 6).

Remark 3.1. Those simplified notations (3.4) are helpful not only to simplify the mathematical expressions, but also for
ease of programming on an implementation level. That is to say, declaring H (u; #) and M (u; ) as user functions in advance
simplifies the programming to a large extent. In fact, we may introduce a further simplification, such as

. __ &G (u; 1); 6o)
oL = ni 0

for programming purposes. Nevertheless, we do not use the notation Q (u; 8, 1) in the present paper, as it turns out to be
an oversimplification causing rather unnecessary confusion. O

H(u; 0) = Q(u; 6, 6y), M(u; 6) = Q(u; 0, 0), (3.7)

In order to discuss the estimator variance indexed by the parameter 6, we restrict our attention to the following set
O = int{ﬂe@ot / H(u; 0)|lI/(u)|2du<+oo}. (3.8)
0,1y

Clearly, ®, is (the interior) of the set of the parameter # with which the second moment V (0) is well defined, whereas
smoothness of V() in @ is not guaranteed yet. In order to avoid triviality, we assume the following.

Assumption 3.2. Throughout the paper, we assume

(i) Leb(®,) > 0;
(i) infypeo, V() > C2.

Since 6y is chosen from the set @ in Section 3 and due to the original integrability condition (2.2), the set ®; contains, at
least, ;. If the set ®; were a singleton against Assumption 3.2(i), then there would be no room for a variance reduction.
Assumption 3.2(ii) indicates that the estimator variance cannot be reduced to zero in any way, that is, perfect importance
sampling is impossible. This assumption is required to avoid technical issues later on the convergence of the parameter
search phase in Theorem 6.1. In principle, however, this assumption is automatically satisfied due to parametricity of the
bypass distribution.
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We define the set

VoH (u; 6 H H(u; 6
®, = int U {B : / supmax{l, ’ o (u; 6) , essy(H(u; 6)) “H(u; 0) ¥ (u)|? du < 400,
BCO, (0,])d 0cB H(“’ 0) H(“’ 0)
and for almost every z € D, (g(z; #)) is strictly convex in 6 on B}, (3.9)

which enables us to take a close look at the structure of the function V (0), as follows. Note that in view of (3.4) and (3.7),
the convexity requirement (3.9) on (g(z; 8)) ! in @ for almost every z ensures the convexity of H(u; 8) and Q (u; @, 1) in 8
for almost every u as well as for each A, provided that the inverse G~'(u; 1) is well defined.

Theorem 3.3. (i) It holds that

lim inf V() = 400,
nt+o0 0ok,

where {K, }nen is an increasing sequence of compact subsets of ©1, satisfying U:j‘{ Ky, = ©®1 and K, C int(K;41).
(ii) If Leb(®,) > 0, then V() is twice continuously differentiable and strictly convex on ©,, with

VeV (0) = E» [VeH(U: 0) |¥ (U)[*] (3.10)
Hessg (V (8)) = Ep [Hessy (H(U; 0)) [ (U)[*] . (3.11)
In particular, if ®1 = ©,, then
0" := argminV (@), (3.12)
0Oy

is a unique interior point of ©, satisfying VoV (6*) = 0.

It is ideal to find the minimizer " in the set @, of the second moment V(@) for Monte Carlo simulations with the least
estimator variance. The results above indicate that there exists at least one #* in the interior of @4, not located towards the
boundary d®; (or at infinity if unbounded), while the minimizer is unique if ®; = ©,.

Proof. (i) By the definition (3.8) of the set @1, the claim holds true for every point § in 9@, \ d©,. Next, the integral in (3.8)
explodes as @ — 9©; N IOy, since the denominator g(G~!(u; y); @) of the likelihood in (3.8) tends to zero for almost every
u € (0, 1)%, due to Assumption 2.1(f).

(ii) For ease of notation, we denote by Vg the gth derivatives. Fix @ € ©, and let {0}y be a sequence in ®, converging to
6. Since then 6 € ®; C Oy, H(u; 0) is twice continuously differentiable for almost every u with respect to |¥ (u) |>du. The
integrability conditions in ®@, ensures that the families {VgH (u; 0); 0 € ©,} are dominated by a nonnegative function in u,
independent of @, integrable with respect to |¥ (u)|*du. It thus holds by the dominated convergence theorem that for each
qg=0,1,2,

Jim_Ep [Vg (H (U: 60) 1# (U)I°] = E- [k?ﬂ‘m Vi (H (U; 6,)) |W(U)|2} =Ez [Vy (H (U ) [# ()],

which shows the continuity of V() and the right-hand sides of (3.10) and (3.11). For ¢ = 0, 1 and for every h € R¢ with
|lh]| = 1, there exists ¢ > 0 satisfying @ + ¢h € ®, and
V4H(u; 0 + ch) — V/H(u; 0)

/ H |W<u)|2du=/
(0,1)d € (0,14

where 6, j, is an intermediate point on the line segment joining two points 6 + ¢h and 6, again due to twice continuous
differentiability of H(u; #), and the last inequality holds by the integrability condition in the domain ®,. Hence, it holds by
the dominated convergence theorem that forq = 0, 1,

Vit H (u; 6. p) H |¥ ()]? du < +o0,

lim

/ VyH(u; 6 + ¢h) — V/H(u; ) |¥ (u)|? du
el0 (Q])d ’

VIH(u; 0 + ¢h) — VIH(u; 6
|11/(u)|2du=/ lim ~o/1(: 6+ &) = VoH (u: 6)
1

(0, 1)d el0 &
which gives the identities (3.10) and (3.11). Finally, the strict convexity of V (6) on @, follows from the last condition in (3.9).

The uniqueness and the first-order necessary optimality condition at #* are obvious when ®; = @,, due to Theorem 3.3(i)
and the strict convexity. O



446 R. Kawai / Journal of Computational and Applied Mathematics 319 (2017 ) 440-459

4. Continuous exponential family

The choice of the bypass distribution is quite flexible as long as Assumption 2.1 is satisfied, whereas as discussed in
Example 2.2, we wish to apply a somewhat approachable family of bypass distributions for implementation purposes. In this
paper, we would rather adopt one of the simplest parametric families of continuous distributions, that is, the continuous
exponential family. (In our context under Assumption 2.1, it suffices to focus on continuous distributions.) Recall that a
continuous distribution is said to be in the exponential family if its probability density function can be written in the form

8(z;0) = exp[(n(0), T(2)) +«(0) +S(2)]1p(2),

wheren : @9 — R4 T:D — RY k : @) — R,S : D — R, and the support D is independent of the parameter 6. Restriction
to the exponential family simplifies the likelihood ratios (3.4) and derivatives, to a large extent, as

M (u; 6) = exp[(1(80) — n(0). T (G~'(w; 8))) + k (Bo) — x(8)] .
H(u; 0) = exp [(1(80) — n(8). T (G~ (u; 6))) + k(Bo) — k (B)],
VeH (u; 6) B
m ==V, 10T (G (u; 8)) — Vo (6),
Hessy(H (u; 6)) VeH(u; 0)\®* & 5
;(u; 0 ( 13<u; 9) ) - ;TJ (G™" (w3 8)) Hessy (n;(6)) — Hessy (k (8)) .

where we write 7() = (71(9), ..., 74(0))" and T(z) = (T1(2), ..., T4(2)) " and let V, n(#) indicate the transpose of the
Jacobian matrix of (6). In particular, the term S(z) disappears. In our context, 1;(#) and Tj(z) depend, respectively, only on
the jth component of @ and z, since we have restricted our attention to the case of g(z; #) with independent components
(2.4). Hence, as soon as we focus on the exponential family, our bypass distributions are not curved. Moreover, since every
non-curved continuous distribution in the exponential family can be converted to canonical form, that is, n(#) = 6, it is not
really a restriction to focus on the continuous canonical exponential family, with

8z 0) = exp[(0, T(2)) + x(0) + S(2)] 1p(2),
M(u; 0) = exp[(6o — 0, T (G~ (u; 8))) + x(80) — k(0)],
H(u; 0) = exp[(6o — 0. T (G~ (u; 8p))) + x (8) — x(0)],

VeHw: 0) 4 _ (4.1)
Huw o) T (G~ '(u; 6)) — Vo (6),
Hessp(H(u; 0))  ( VoH(u; 0)\**

H(u: 0) _< H(u;o>> — Hesso ()

so that (3.5) and (3.6) are as simple as
Ez [@ (U)] = e OF; [exp [(6o — 0, T (G (U; 8)))] ¥ (G (G (U; 0);5 60))], (4.2)
V() =e @~ Or, [exp[(6o — 0. T (G (U; 60)))] I¥ (V)] (4.3)

In light of the expressions (4.1), we impose the additional assumption of second differentiability of « (f), which is usually
the case. Also, it is beneficial to simplify the definition of the set (3.9) as follows;

®, = int U [B: / dmax[l,
0,1)

BC®,

T (G (u; 8p)) ||2] sup H(u; ) |¥ ()| du < +oo0,
0cB

and Hessg (x(0)) < 0, 0 € B} .

The concavity of k(@) holds true for our numerical experiments throughout the paper.
For later use, we summarize the behavior of the likelihood ratio H(u; #) and its derivatives when exponential (i) and
normal (ii) bypass distributions are applied. Since all cases are in the canonical form with (#) = 0, the reduced expressions

(4.1) can be applied. Moreover, all cases satisfy the convexity condition in ®, (subject to the integrability conditions) since
k(0) is concave.

Lemmad4.1. (i) Let g(z; 0) = e %, and fix 6y = 1. Then, D = (0, +00), n(#) = 0, T(z) = —z,5(z) = 0, and k (8) = In(H),
which is strictly concave on D.
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(i-a) If G(z; 0) = e~%, then it holds that foreach® € D, G~ '(u; 6) = —6~'In(u), T(G™'(u; 6)) = 6~ In(u),
Hu;0) =exp[—In®) + (1 —6) In(u)],

ot 10100 + 11 fo7"u " Inw)|, asu | 0,

|89H (uv 9)' =u 92 972’ asu T 1’
aur o 1g(@In(u) +1)% +1 o7 (nw))®, asu | o,
OpH (u;0) = u 63 2/63, asu 4 1.

(i-b) If G(z; 6) = 1 — e~ %, then it holds that foreach® € D, G™'(u; 8) = =60~ "In(1 —u), T(G™'(1; 8)) = 6~ In(1 — u),
H (u; 0) = exp[—1In(®) + (1 —0) In(1 —u)],

\pH (s 6)] = (1 — =010 MA =W T {910 —u)'’In(1 —w], asuo,

92 072, asut 1,
2oy g oee @I —w + D21 [2/0°, asu 0,
9pH ;) = (1 —u g3 011 —w)' (In(1 — u))?, asut 1.

(i) Let g(z;0) = ¢(z — 0), and fix 6y = 0. Then,D =R, n(#) = 6, T(z) = z,S(z) = —2z2/2 — In/27, and k (0) = —6?/2,
which is strictly concave on D. If G(z;0) = ®(z — ), then it holds that for each & € D, G '(u;0) = 6 + &~ (u),
TG '(u;0)) =60+ &~ (u),

H(u; 6) = e 7% @02,
|9gH (u; 6)] = ‘9 _ qﬁ’l(u)| e—0¢’l(u)+92/2 ~ |<1>’1(u)| 679¢*1(u)+92/2’
8§H (u; 0) = ((9 _ cb_l(u))z n 1) e—9¢—1(u)+52/2 N |<D_1(u)|2 e—6¢‘1(u)+62/27
where the asymptotic equivalences hold true as either u |, Oor u 1 1.

Remark 4.2. Apart from the exponential family, one might wonder whether the class of linear probability density functions
can act as a more reasonable bypass distribution. This is not the case. Consider the simplest linear case g(z; 0) = 0(z —
1/2) + 1,z € (0,1) with & € (—2 + 2). Note that this density function is not in the exponential family. Although
G(z;0) = (0z%> + (2 — 6)z)/2 is still simple, its inverse is quite intricate. The case of piecewise linear density functions
is even worse. Consider a triangular distribution on (0, 1) at mode 8 € (0, 1), that is,

2

zZ

25, z € (0, 0], %, z € (0,0],
gz:0)=1 1-2 » o G0 = (1—z)?

2]_9, ze 0,1 1-— T ze 6,1,

which are at most quadratic. First of all, this density function violates the condition in the set ®y as it is not twice contin-
uously differentiable with respect to #. Moreover, the computation of, for example, the likelihood ratio g(G~!(u; 6,); 6)/
g(G™(u; 6y); 6p) turns out to be surprisingly involved. Two distinct break points 6, and 6 (for instance, 6, < 0) induce
the function g(G~'(u; 6y); 0) piecewise-defined on three domains, that is, (0, 6y], (6g, #] and (6, 1). The (non-triangular)
trapezoidal distribution is even a worse choice. Two break points in the trapezoidal distribution result in either four or five
pieces of the function g(G~(u; 6p); ). O

5. Examples

In this section, we provide examples with numerical results to present the procedure, illustrate that the choice of bypass
distributions affects the effectiveness of the proposed method (Section 5.1), and demonstrate that the proposed framework
is general enough to cover problem settings under a variety of multivariate probability laws (Section 5.2).

5.1. Choice of bypass distributions

We start with a toy example of a Monte Carlo simulation of an area on the unit square (0, 1)2. To be precise, we examine
an estimation of the area of the indicator function

C

W(u)=1<uz§Cz—C—2u1), 0<a<e=<1 u=@u,u.
1

Throughout this numerical experiment, we fix (cy, ¢c;) = (0.1, 0.2), and thus

C C1Cy T
C=Ep[Y )] =Ep|1(U: <~ —U; =7=0-01, U= (U Uy) ,
€1
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with the crude estimator variance
51%) €1€2\2
Var (v (U) = =° — (7) — 0.0099.
Suppose first we apply the adaptive control variates (2.8), which is available in closed form as

1< 1.,
Jn (n ;[w (U — (a1, Ug — Es[U])] — c) L (0, Vary (¥ (U) = = | ||2),

A = 12 ngl v (Uy) — 71 "gl ¥ (Uy) | (U — Ep[U]) — 26 -3 = A"
n—1 - m k (S15 AT,
! n—1 k n—1 h i "212¢, -3

k=1 m=1

where {Uy}xen here is a sequence of i.i.d. uniform random vectors on (0, 1)2. The optimal parameter and limiting minimized
variance when (cq, ¢;) = (0.1, 0.2) are given by

A* = (—0.056, —0.052)T, Var L=
= (—0.056, —0. , » (¥ (U)) 5 [A*]|” = 0.0094133.

This adaptive control variates method (5.1) accelerates the convergence of a Monte Carlo simulation in the long run by
only a variance factor of 1.052 (& 0.0099/0.0094133), which indicates effectively no improvement. (This control variates
is however not always useless at all. For instance, the variance factor increases monotonically up to 3, as ¢; and c; increase.)

5.1.1. Exponential-normal bypass

We first examine the exponential and normal distributions for the first and second dimensions with (2.6) and (2.7) of
Example 2.2. For further simplicity, we fix 8, = (1, 0) . That is, in the form of the exponential family in canonical form, we
have

2 2
n@) =0:= 6,6, T@=(z1,2)", K(o)=1n(91)—%2—1n«/5, S(z)=—%2.

Clearly, ®g = (0, +00) x R. With the expressions

1—-6;

M(u; 6) = exp |:— In (6;) + In (uy) — %922 — Gy ! (uz)] ,

1
H(u; §) = exp [— In(6;) + (1 —67) In (uy) + %922 — 0, p7! (uz):| , (5.1)
G (G (u:0);6p) = (u}”l, @ (0, + @ (uz)))T,

the probabilistic representations (4.2) and (4.3) can be written as

1-6,

Ex [ (U)] = Ep [exp [— In (1) + In (Uy) — %93 — 607" (Uz)] v (v @O+ (Uz)))] . (52)

V() = Ep [exp [— In(6;) + (1 = 6;) In (Uy) + %93 — G ! (uz)} 1'% (U)|2:| .

As illustrated in Fig. 2, the function ¥ (u) is 1, supported only around the origin, and vanishes whenever u; 1 1 and
u, 1 1. Hence, it suffices to check the behavior around the origin u = (0, 0) . It is straightforward to check that V(6) is
well defined in ©; = (0, 2) x R(C @), where we have used fol e 0 gy = Jeeoydy = ¢/ With the aid of the
reduced expression (4.1), the score function and Hessian matrix are given by

VeH(u; 0)  [—1/6; — In(uy)

CHw 6) [ 62— @~ (12) } ’ (53)
Hessy(H(u; 0)) (' VyH(u; 6) ®2 16> 0

H(u; 6) _< H(u; 6) ) +[ 0 1]' (5.4)

For the integrability condition in ®, it suffices to check componentwise. With the aid of Lemma 4.1, it is easy to show that
foreach k € N,

/ max {1, |In(w)|*} sup 0 ' fdu < 400,
(0,¢)

Oeltk+1)~1,2—(k+1)~1]
/ max [1,
(0,¢)

— 2 _ —1 2
o ()| ] sup e 9P W 2qy « oo,
fel—k.+k]
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Fig. 1. The left figure plots the estimator variance V (§) — C2, along with two filled circles indicating the crude Monte Carlo case g, as well as the minimizer
0*. The right figure plots a typical convergence of the minimum variance Monte Carlo simulation with the minimizer * (solid), and that of the crude Monte
Carlo simulation (dash-dot), along with the true mean Ep[¥ (U)] (dash).

b

0 1 0 1 0 1
ﬂ<“2§627%”1) 1 (q; (05 + @ ' (u2)) Sczf%zui/sf) IL<<I>(O.5+<I>*1(M2)) Sczf%u}/“)

1

Fig. 2. Domain {u € (0,1)? : &6, + ®~ (1)) < ¢; — %u}/g’ }, with 8y = (1, 0)T (left), with the minimizer #* (middle), and with a wrong choice
0=(1.1,05)".

where we have used [ ; |6~ (w)2e?? ' Wdu = [°_ |yPe ¥ ¢(y)dy < +oo. Moreover, «(8) is concave in 6. Hence,
®, = (0, 2) x R, which means ®; = @,. Theorem 3.3 ensures that the function V(@) is well defined and strictly convex on
(0, 2) x R, and thus there exists a unique minimizer #* in its interior.

In this numerical experiment, we find the minimizer 6* = (0.288600, —1.499630)" by a numerical approximation.
The estimator variance attains the minimum V(6*) — C?> ~ 6.869 x 10~ Hence, the optimal variance reduction in this
framework reduces the estimator variance by a factor of 14.41(~ 0.0099,/0.0006869). We plot the estimator variance
V() — C? in the left of Fig. 1, along with the transparent flat plane indicating the crude Monte Carlo estimator variance. For
further illustration, we give two filled circles to indicate the crude Monte Carlo case 6, = (1, 0) T, as well as the minimizer
0*. In the right figure, we plot a typical convergence of the minimum variance Monte Carlo simulation with the minimizer
0" (solid), and that of the crude Monte Carlo simulation (dash-dot), along with the true mean Ep[¥ (U)] = 0.01 (dash), to
illustrate the effectiveness of the achieved variance reduction.

We plot in Fig. 2 the support of the indicator function

— _ C;
w (u}/el, ® (6, + 07! (uz))) =1 <q> (62 + 27 W) <2 — iu}/el) . ue (0,17

in the expectation (5.2). The leftmost figure corresponds to the case when importance sampling is not applied at all, that is,
6, = (1,0)T. From the original formulation Ez[¥ (U)] = 0.01, it follows that, on average, 99% of i.i.d. realizations return
the value of zero since they fall into the unfilled section. The middle figure indicates the support with the minimizer 6*,
that is substantially expanded to a Lebesgue area of 0.3408. Rather than throwing out 99%, this importance sampling allows
us to make use of 34.08% of i.i.d. realizations of non-zero integrands for Monte Carlo estimation. A wrong choice of the
parameter 6 may deteriorate the simulation, as illustrated in the rightmost figure. That is, this choice yields a Lebesgue area
of 8.34 x 1074, that is, around 99.92% of i.i.d. realizations will return zero.
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Exponential: g(z;60) = 8¢~ % Gaussian: g(z:0) = ¢(z—6) Beta: ¢(z:6) = %
0 ={08(-0-), 1L.0(--), 1.2(-x-)}, 8={-02(-0-),0.0(--), 102(-x-)}, O =1{15(-0-),2.0(--),2.5(-x-)}
6h=1.0 6, =0.0 6h=2.0

Fig. 3. The density function of the transformed random variable G(G~'(U; 0); 6y) through the exponential bypass (left), the normal bypass (middle) and
the beta bypass (right).

We can show that the probability density function of those two components is given, respectively, by
3P (U}/‘*l < x) —ox"1, xe(0,1),

-1 —
WP (@ (62 + @7 (Uy) <x) = %

which are illustrated in the leftmost and middle figures in Fig. 3, for two representing values of the parameter # around
the crude case 6y. As is now obvious in comparison with Fig. 2, the integrand lI/(u}/G‘, @ (6, + @ '(uy))) is more likely to
return the value of 1 than the original integrand ¥ (u) thanks to more mass on values towards u = (0, 0) T (and thus less
mass towards u = (1, 1)7), by suitably choosing 6; < 1and 6, < 0, both illustrated by the density functions with (- o -)
in Fig. 3. In comparison between the exponential and normal bypass distributions, the normal bypass can symmetrically
weight more on an end and less on the opposite end.

In addition, we plot in the rightmost figure in Fig. 3 the density function of the transformed random variable
G(G™1(U; 8); o), through the beta bypass g(z; 8) = z°~1(1 — z)>~1/B(8, b), which is given by

_ B(6o, b)
" B, b)

Indeed, what this beta bypass offers does not seem significantly different from what the exponential distribution does
(the leftmost figure). An important point here is that the computation of G(G~!(u; 8); 8,) with the beta bypass is far more
expensive (although some mathematical tools have preset functions for beta cumulative distribution function and its inverse
as default). Hence, it does not seem very convincing to employ the beta bypass, in particular in place of the exponential
bypass.

, xe€ (0,1,

(G 60) ™, xe (). (5.5)

0P (GG (U; 0); 60) < )

Remark 5.1. In the standard importance sampling method, the beta distribution is a very useful parametrized proposal
distribution to directly control the weight of the uniform distribution, provided that all relevant integrability conditions are
satisfied, as

B(a, b)

Ep [ (U)] =E [W

U’(Z)]

where the random variable Z on the right-hand side has the probability density function z¢~'(1 — z)*~1/B(a, b) on (0, 1).
The density function (5.5) indicates that the change of measure by the beta distribution above has nothing to do with the
beta bypass in the proposed framework. O

Remark 5.2. The exponential bypass g(z; 0) = @e™%

exponential tilting of the uniform distribution, that is,

o 6 ifo <0
B - ifo <
et fet e —1 e —1)" ’

= IS
E[efY] e —1 ] oe’ i
—— — ), if6 >0,
e —1" e —1

in our context should not be confused with the widely applied
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Estimator variance V (0) — C? 1 (u;/ez <o-— %”}/91 )

Fig.4. The left figure plots the estimator variance V(@) — C?, along with the locations of the crude parameter 6 and of the minimizer #*. The right figure

plots the domain {u € (0, 1)? : u;/ez

<cy— %u:/gr},with the minimizer 6*.

which is evidently different from the exponential bypass. This exponential tilting of the standard uniform distribution
is however within our scope as well in that it is in the canonical exponential family with g(z; 8) = 0e%?/(e? — 1) =
exp[6z + In(8/(e’ — 1))]10,1)(z) and G 1(z;0) =6~ 'In(1 + (¢’ — 1)2), which are somewhat unexpectedly not as simple
as the exponential and normal bypass. O

5.1.2. Exponential-exponential bypass
We next examine the exponential bypass for both first and second components, with d = 2, D = (0, +00)?, and
2(z; 0) = 01e~"1%10,67%2%2 where @y = (0, +00)>. Then, the resulting Monte Carlo estimator is given by

1-6

1 1-6p 1-6
Bl (U] =Es | U, " 0, w (U™, 0}/ |
0,05

whereas the second moment is given in closed form by

1 10,,1-9 2 2-0, 2-6, B(2— 01,2 —07)
V) =E | —U U2 )R | = 2 TS T
@ “”[6192 i I v s

With the minimizer #* ~ (0.2912, 0.3569) T, the estimator variance attains a minimum

2-0f 2-05 BQ—67,2-67)

v(e)-ct=c 'c C? ~ 0.0010521.
@) VO 0rer4— 0 —6))

Hence, we obtain a reduction of the estimator variance by a factor of 9.41(~ 0.0099/0.0010521). We plot the estimator
variance V(@) — C? in the left of Fig. 4, along with the crude Monte Carlo estimator variance indicated by the transparent

flat plane. In the right figure, we plot the optimal domain {u € (0, 1)? : u;/gz <c— %ul/el }, with a Lebesgue area of

0.2561. This choice of bypass distributions (exponential-exponential) fails to reduce the estimator variance as much as the
previous choice (exponential-normal) of Section 5.1.1.

5.1.3. Normal-normal bypass
The next choice is the normal bypass for both first and second components, with d = 2, D = R? and g(z;0) =
d(z1 — 01)p(z2 — 0,), where @y = R2. Then, the resultant Monte Carlo estimator is given by
15 -1 15 -1
Ep [¥ (U)] = Ep | exp —591 — 0197 (Uy) — 592 — 0,07 (Ua)

xW¥ (P (r1+@ "' (Uy)), P62+ (uz)))} :
whereas the second moment is given by

V() = Ep [exp [;93 — 0,07 (Uy) + %922 — 6,7 ! (Uz)] 1'Z (U)|2j| .



452 R. Kawai / Journal of Computational and Applied Mathematics 319 (2017 ) 440-459
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Estimator variance V(8) — C? 1 <<I>(92* + & (uy)) <cr— 1 C + 7! (ul)))

Fig. 5. The left figure plots the estimator variance V(#) — C?, along with the locations of the crude parameter 8, and of the minimizer #*. The right figure
plots the domain {u € (0, 1)? : @65 + @ (1)) <, — %<I>(91* + @~ '(uy))}, with the minimizer 6*.

With 6* &~ (—1.798, —1.502) T, the estimator variance attains the minimum V (6*) — C? ~ 0.00038966. Hence, we obtain
a reduction of variance by a factor of 25.41(& 0.0099,/0.00038966). We provide numerical results in Fig. 5. The Lebesgue
area of the support is now 0.4563.

As observed in Sections 5.1.1-5.1.3, the choice of bypass distributions affects the effectiveness of the proposed method.
In this problem setting, the normal bypass results in more reduction in estimator variance compared to the exponential
bypass. Yet, it is difficult to draw a universally convincing conclusion, as the effectiveness is generally unforeseeable and
depends largely on the integrand ¥ (u) as well. This model selection problem is outside the scope of this paper, although it
would deserve a separate investigation.

5.2. Non-uniform laws

We next demonstrate that the proposed framework is general enough to equip adaptive importance sampling for non-
uniform multivariate probability laws.

5.2.1. Gaussian law
The first example is the multivariate Gaussian law, under which adaptive importance sampling can be formulated
parametrically by the exponential change of measure, applied in [1,2,13,4]. Consider the expected value C = ]E‘Q_)o0 [F(Z2)],

where F : R? — R and Eq, denotes the expectation taken under the probability measure @y, under which Z ~ (6, 1y).
(Recall that the probability measure Qg has appeared in (3.3).) We denote § = (81,...,6;,)" andz = (z1,...,29) ",
and fix 6 = (0,...,0)T without loss of generality, since an appropriate matrix multiplication (such as the Cholesky
decomposition) on Z can be embedded in the integrand function F so as to generate non-unit variance-covariance structure.
Then, without changing the expected value C, the mean of the normal random vector can be shifted as
z z+0
€=, F2)1 = [ Fotstoie= [ O rapua— oz = [ PELD
0 Rd rd $a(z — 0) rd  Pa(z)

where ¢, denotes the joint standard normal probability density function on RY, that is, ¢4(z + 0) == ]_[L] ¢(zk + 6¢). The
practical relevance of this density transform is that the likelihood ratio ¢4(z + 6)/¢4(z) reduces to the exponential tilting
(also called the Esscher transform) of the standard normal random vector Z, that is, ¢4(z + 0) /¢4(z) = (%2 /Eqy, [e—%02).
To represent those identities in our framework, first rewrite the left-hand side as

C = Eg [F(2)] = /d F(z)¢q(z)dz = / ) F(®;' w)du=E;[F(o;'(U))],
R 0.

0.1

F(z + 0)¢4(z)dz,

where <Dd_1 () +0 = (@ (uq) + 64, ..., P '(ug) + 6)". This indicates that the original expectation (2.1) recovers this
by setting ¥ (u) = F(®, Y(w)) andg(z; 0) = ¢q(z — 0), which is clearly in the canonical exponential family. Moreover, we
have

$a(z+0)

-1
D F(®; () +6)du

Ga(®; ' (u) +6)
F (/] dz = rarTd VT 7
@+ 00z /(o,l)d (@7 (W)

. [w@;l(U) +6)

PP F(o;'(U) +0)] :
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which is nothing but the expression (3.2). In the framework of Section 4, all those can be represented with
1 1
T@) =z S = —5||z||2 —dnv27, k@0 = —5||0||2, D=R"
-1 1 2
H(u; 0) = exp | — (0, &7 ' () + 6o) + 5 hen-| -
In a similar manner, we obtain the second moment and its derivatives:
V() =Ep [e‘w’q’f(”))““”"”z/z |F (®;1(U))|2] ,

VoV (0) = Es [(0 —o7'(U)) o= (0.2 W)+10]%/2 IF (‘pa_](U))|2] 7
Hessy (V(8)) = Es [((0 _ (pd—l(u))®2 n Hd) ef<e,¢;1(u)>+|\0||2/2 |F (q;d—l(u))‘Z] .

For instance, consider one-dimensional barrier option under the standard Black-Scholes model, discussed in
[2, Section 3.2.1], where the integrand is given by

(r—02/2)T+0 /T/d f ()
Fz) = F (¢ ' (w) =e | See k=1 -K

+

Jj
(rfoz/zw/dwwwdkz ()
=1

x 1 Soe EL,]:l,,d

This integrand contains discontinuities in the variable z (and thus in the variable u as well), due to the indicator function. It
is reported that witho = 0.2,r = 0.05,T = 2,59 = 100, K = 110 and d = 24 (that is, 24-dimensional normal random
vector), the exponential change of measure has the potential for reduction of variance by a factor of roughly 8 to 12 for
different L's between 70 and 95.

5.2.2. Gamma distribution

The gamma distribution is another example where adaptive importance sampling can be constructed parametrically
by the exponential change of measure. Here, for ease of notation, we restrict ourselves to the univariate setting but can
obviously extend to the multivariate setting with independent components. Consider the expected value E[F(Z)], where
F : (0, 400) — R and Z here denotes the gamma random variable with density f (z; b) := b®/I"(a)x*" e~ on (0, +00),
where a is a fixed positive constant. The gamma distribution possesses the so-called scaling property; for 6 < b,

f(z;b)
F - b)dz = " F b —0)d
/(Oym) (2)f (z; b)dz /(o_m)f(z;b—@) @)f (z )dz
=/ fbz/(b—6);b)
(

0,4+00) f(bz/(b—6); b —0)

provided that the integrals are all well defined. That is, the integrals at the both ends of (5.6) are taken with respect to the
common probability measure f(z; b)dz, but the integrands are written on two different scales. The scaling property (5.6)
has been employed for adaptive variance reduction methods as well as sensitivity analysis [ 14,19-21]. Again, the likelihood
ratio reduces to an exponential tilting of the original gamma random variable Z, as

f(bz/(b = 6); b) ( b ) e, e

fbz/(b—6);b—0) \b—6

F (b f ez>f(z; b)dz, (5.6)

E[e?]

The original expectation (2.1) recovers this by setting g(z; 0) = f(z; b — 0), which is in the canonical exponential
family, and ¥ (u) = F(y~'(a, I'(a@)u)/b), where y ~!(a, z) denotes the inverse of the lower incomplete gamma function
y(a,x) = f; t%~le~tdt with respect to the variable x, that is, the identity (5.6) can be rewritten as

/ F <y‘1(a,1“(a)u)> du = / (—b >ae_b€9}’1(“*r<“)”>F (y‘%a,l"(a)u)) du.
o1 b o1 \b—10 b—6

For instance, adaptive importance sampling methods for the Gamma copula model (101 independent components) and the
intensity Gamma model (2121 independent components) in the context of credit derivatives pricing [ 14, Section 5] can be
rewritten in the formulation above.
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Fig. 6. The estimator second moment V(6) against 6, with the success probability p = 0.8 and the Pareto index « = 0.5. Two circles indicate no
importance sampling & = 1(=6p) and the unique optimum 6*.

5.2.3. Random sums of random variables

We here demonstrate that the proposed framework is able to construct adaptive importance sampling in problem
settings, where adaptive importance sampling cannot be constructed parametrically by the exponential change of measure
in their original form. For instance, consider the tail probability of the random sum of random variables P(X; +- - - +Xy > x),
where N is a non-negative integer valued random variable, and {X };cy is a sequence of i.i.d. non-negative random variables.
Here, we let N be a geometric random variable with success probability p, where P(N =n) = (1—p)"p,forn =0, 1,2, ...
We let {Xi}rew be a sequence of i.i.d. Lomax (Pareto type II) random variables [22] with probability density function
f(x) = a(1+x)"*"1on (0, +00). It holds by appropriate conditioning and asymptotics that

1- 1
P44 Xy >0 =(1—pPXo+Xi -4 Xy >0~ —L " x4 too, (5.7)
o (A+x°

where Xj is an additional i.i.d. Lomax random variable. Such tail probabilities are of practical importance in various fields of
application, such as the ruin probability in insurance, the operational risk in finance, and the steady-state waiting time in
the queueing theory. Without Monte Carlo methods, the accurate evaluation would be difficult, particularly due to random
and unbounded dimensionality of the problem.

Instead of the original expression of the tail probability above (without the term Xp), it is convenient to use the second
expression (with the term Xp), so that the term X, necessarily exists, irrespective of the geometric random variable N. For
the sake of simplicity and clarity, we describe the potential for reduction of estimator variance when importance sampling

is applied to the term X; (and no other variance reduction methods are applied). Noting that i.i.d. Lomax random variables

can be generated exactly by the inverse transform method as X, Z U,:]/ % — 1, we parametrize the tail probability above

with the parameter 0 through the exponential bypass distribution with 6y = 1, as

N
PXo+Xi+ - +Xy>x) =Ep [11 (U—V“ —1+Zxk >x>:|
k=1

N
= Ep {ewl?’n <U91w -1+ Zx,( > x>i| ,

k=1

whose value is independent of 6, while the second moment of the rightmost expression above is given by

N
V(0) = Ep [9%}‘91 (UW —1+) Xe> x)] ,
k=1

which now depends on 6. (Note that there exist numerous techniques proposed in the literature for improving the estimation
efficiency for tail probabilities of this type. In combination of those existing methods, it is naturally expected to induce a
further variance reduction. We do not go into this direction, as it is outside the scope of the present paper.) To illustrate the
effectiveness of this importance sampling, we plot in Fig. 6 the estimator second moment V (9) against the parameter 6 for

the tail probabilities P (Z'kv:l X > x) ~ 1 x 107k for k = 3, 4, 5, with the success probability o = 0.8 and the Pareto

index o« = 0.5. The threshold x is fixed on the basis of the asymptotic equivalence (5.7). Those show a reduction of variance
by a factor of 3 to 4 quite easily through importance sampling on the term X, alone.



R. Kawai / Journal of Computational and Applied Mathematics 319 (2017 ) 440-459 455

6. Monte Carlo simulation concurrently with optimal parameter search

In this section, we discuss the concept of importance sampling through bypass distributions in the framework of adaptive
Monte simulation, that is, a Monte Carlo simulation concurrently with optimal parameter search. Recall that (%) ey denotes
the filtration generated by a sequence {Uy }xen of i.i.d. uniform random vectors on (0, 1)%.

The following summarizes convergence results of the adaptive empirical mean and variance. In short, the condition (6.3)
is imposed to justify the Lindeberg condition for the martingale central limit theorem, while the condition (6.5) ensures
the convergence of martingale difference related to the sequence {orf}neN of empirical variances. The conditions (6.3) and
(6.5) are left in their current form on purpose, rather than newly setting up (almost unverifiable) domains of @ for those
conditions to be satisfied. Recall that * denotes a deterministic minimizer of V (), defined in (3.12), whereas V (0) is well
defined for each 8 € ©;. Also, in Assumption 3.2, we have imposed V(#*) > C?, with strict inequality, that is, perfect
importance sampling is impossible. (We refer the reader to, for instance, [3] for details.)

Theorem 6.1. Let {0, }ren be a sequence of random vectors in ©,, adapted to the filtration (%) ey and 6, — 67, P-a.s. Define

1 n
o= D M (U ) ¥ (G (G (Uki k1) : 60))
k=1

l n
2. ) 2_ 2
o = k§:1 H (Uy; Ok—1) |¥ (U)I™ — g

(i) It holds that

Ep[un] =C, neN, (6.1)
and that asn 1 +o0,
un — Ep [¥(U)], P-as. (6.2)

(ii) If there exists q > 2 such that

n

1 2/q
limsup - > (/ (H; 0,_1)3~ 1w w)|? du) < 400, P-as., (6.3)
nt+oo 3= \J(0,1)d

then it holds under the probability measure P that

Vi — B [WO)]) S v (0,V (6%) = %), n 4 +oo. (6.4)
(iii) If moreover

n

- 1 . 2 s
limsup = > (HW; 0,_1)) |¥ (w)|* du < +o00, P-as., (6.5)
nt4oo M 3= J(o,1)¢

then it holds under the probability measure P that limp44oo 0,12 = V(") — C? as., and

\/ﬁw £ 40,1, nt+oo. (6.6)

Remark 6.2. In the context of Theorem 6.1, specification of the sequence {0}y is not necessary, as long as the sequence
resides almost surely in &, and (% )ren-adapted. In particular, the strong law of large numbers (6.2) requires only the
existence of V() and the almost sure convergence §;, — 0*. Moreover, the sequence {6y }xen does not have to be convergent,
but the condition lim sup,; n~' Y i, V(6 < +oo is sufficient for (6.2). We however do not go into this direction as
the key results are the central limit theorems (6.4) and (6.6), in the context of the Monte Carlo simulation. O

For the rest of this section, we demonstrate some ways for constructing the parameter sequence {6}y convergent
to 0%, using the stochastic approximation and the sample average approximation. In the present paper, in order to
achieve our demonstration purpose in a concise manner, we intend not to go beyond the most standard versions of the
stochastic approximation and the sample average approximation and do not go into too much technicality. We present the
performance in the simple problem setting of Section 5.1.1, with the integrand ¥ (u) = 1(u; < ¢; — (cz/c1)uq) and the
exponential-normal bypass distributions, so that the convergence of the parameter sequence {6y }xcn towards the minimizer
0" can be illustrated effectively in two-dimensional plots.
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6.1. Parameter search by stochastic approximation

Here, we examine the sequence {0}y constructed recursively by

0 = [ [ (01 — &xVoH (Ui i) ¥ (UDI°), ke,
K

where K denotes a nonempty compact convex subset of ®, and [, denotes the metric projection onto the set K, that is,
[1x () := argmin [|@ — 6'||2, and where {&y}xey is a sequence of (deterministic) positive non-increasing constants satisfying
0'cK
Err1 < Eks ZkeN &r = +o0o and ZkeN 8,3 < +00. Clearly, the sequence {0}y is adapted to the filtration (% )ren, Whereas
the initial point 6y is a deterministic vector chosen in Section 3. When the parameter search is conducted by the stochastic
approximation algorithm above, it is known [G] that the martingale central limit theorem (6.4) can be made a little more
specific with theoretical variance of the adaptive empirical mean at each iteration. We present Theorem 6.3, which is a
consequence of the existing results [6,23] adopted in our framework. Note that the order of the upper bound of the difference
in variances below in Theorem 6.3 is at most n=>/2 by the Cauchy-Schwarz inequality (}_,_, &x)* < n)_,_, ¢ and the

PR 2
condition ), &x < +00.

Theorem 6.3. Let K be a compact and convex subset of ®, with Leb(K) > 0, and define Ly = supgcx f(o 1yd | VoH (u; 6)|?]

¥ (u)|*du and Dy = Supg, g,ex 1101 — 0,1 If 0* € K and Ly < o0, then it holds P-a.s. that 0, — 6*, and that for each
neN,

1 D L n
0 = Vare (ua) = (v (07) =€) = 2n2K8 2:1(2 Zek

Proof. For ease, we use the notation Q; (u; 8) := M(u; )W (G(G™!(u; 6); 6y)) — C, and Q,(u; 0) := VeH (u; 0)|¥ (u)|?, so
that we have p, —C =n""Y ,_; Q1(Uk; Ok—1), Ok = [ 1 Bx—1 — £kQ2(Ui; Ox_1)), and Ex[Q2(U; )] = VV (#). We omit the
proof of the first claim, which is quite well known, and refer the reader to, for instance, [23, Chapter 5]. The second claim is
due to [6]. For the sake of completeness and since our framework is slightly more general, we provide a proof in a concise
manner. Due to (6.1), it holds that

1 n
Varp (un) = Ep [(un — 0)°] = o} Z Ep [Q1 (Us; Ok-1)°]
k=1

2
+ 5 ) Ep[Qi (Ui ,-1) Qi (Uky: O1,1) = ZEP Ep [Q1 (Uk; 0k-1)* | Fi1]]

1<ki<ky<n k=

2
+ = Z Ez [Ep [Q1 (Uky: 0ky-1) Q1 (Uky 0kp—1) | Fip—1]]
1<kq<ky<n
1< 2
- ) Ep [V (Ok-1) — Cz] + o} Z Ep [Q1 (Uky: Ok, —1) Ep [Q1 (Uky: Ok,—1) | ykzq]]
k

1<ki<ky<n

Il
=
i

=

(Ee [V (k—1)] — C?),
k=1

:N‘ —_

where we have used the fact that Uy,, 6y,—1 and 6y,_; are .#,_;-measurable for the last equality. We obtain the lower
bound immediately by the definition of the minimizer *. For the upper bound, by noting that the projection || [ ], (61) —
[1c(02)11> < 16, — 6>]|? and let U be a uniform random vector on (0, 1)¢ independent of {Uy }xew, we have

2

5 18 — 0[] 2] = |

[ ]k —1s1Q Ui 00) = [ ] (67)
K

K

< Ep [||0k — Q2 (Us ) — 0°°| %]

= [0 — 6°[* + 2,1 e [11Q2 (U: 00112] 7i] — 261012 [(Q2 (U: 6) . 0 — 67)| 7]
= [0 — 0°[” + &2, e [11Q (U; 0011] 7i] — 26101 (VoV (B1) , O — 07)

< =0 + €12 [1Q2 U3 0017] 7] = 2600 (V @0 — V (7))
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Fig. 7. A typical convergence of the sequence {6},_; 05, towards the minimizer 6 (cross). The first filled circle is the deterministic initial point 6y,
whereas the following filled circles indicate the first 10 actual updates.

due to the smoothness and convexity of V(#) in ®, by Theorem 3.3(ii), that is, V(6*) > V(0) + (VyV (), " — 6) for 6 € ©,.
Note that in the above progression, we have replaced Uy with U under the condition expectation on .%, since 0y is .Z-
measurable, while Uy is independent of .%,. Taking expectation, rearranging and summing yields

n—1 n—1 n-1
23 BV O -V () =S — (B (10— 0717 — e [0 =0 ]) + X evrame [ 3 601°)
k=0 k=0 k+ k=0

I A

n—1
16007+ Z (— - 1) B [0 — 01| + Y enaBe [ll02 U: 6017]

Elkt Ek k=0

which yields the upper bound with the aid of Ep[||6; —6*||?] < Dx and Ep[||Q2(U; 8)|1?] < Lg foreveryk =0,...,n—1. O

Example 6.4. We have known from Section 5.1.1 that ©®, = (0, 2) x R and 6* ~ (0.288600, —1.499630) " . For the central
limit theorem (6.6), observe that |¥ (u)|* = |¥ (u)|, and that for each k € N,

2
-1 2
/ sup (6~ "u'" 9) du < 400, / sup (e_(’qb @+9 /2) du < 400,
(0,¢) OBy (0,¢) O€[—k,+k]

where B, = [c/(k+ 1), 3/2 — c¢/(k + 1)], for some small ¢ > 0 such that By is not empty. Since the minimizer #* lies in the
set, both central limit theorems (6.4) and (6.6) can be applied.
Setting the tuning sequence &, = 70k~>/4 and writing 8, = (6.1, 6x2) " and Uy = (Uy.1, Ur2) |, we recursively compute

70 1
O = l;[ <0k—1 oh | (U |* exp [—lﬂ (Or=1,1) + (1 = Ok—1,1) In (Up1) + 29k 12— Oke1297 (Uk,z)]

y |:_1/9k—1,1 - 111(%,1)])
O—12— @ ' (Uk2) |)°

where we have set K = [1073, 1] x[—2, 0], using the prior knowledge of the minimizer #*. Note that this algorithm is known
to be very sensitive to a choice of the tuning sequence {ey}xen. Those issues are of great practical importance but outside
the scope of the present paper, so we do not go into those issues. In Fig. 7, we plot a typical convergence of the sequence
{Ok}k=1, nforn=1x 10° iterations, towards the minimizer @*, indicated by the cross mark. In this particular experiment,
we observe overshooting from the compact subdomain K only 7 times. Out of 1 x 10° iterations, the algorithm has made
actual updating (that is, 6; # 6,_;) only 1065 times. The very first filled circle indicates the initial point 8, = (1,0)7,
whereas the following ones are the first 10 of such actual updating, which took place at k = 765, 768, 770, 994, 1005, etc.

The right figure plots a typical convergence of the resulting adaptive Monte Carlo simulation, on top of Fig. 1. Until
the first actual updating (at the 765th iteration), the adaptive version remains identical to the crude version. Although the
adaptive version is less stable than optimal version (with the minimum variance from the beginning), it shows a faster
convergence than the crude version. This is so because an adaptive Monte Carlo simulation with improving importance

sampling parameters ) (even before reaching the minimizer *) is much more efficient than running the crude version
with 00. O
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Fig. 8. The left figure plots typical results of #, and the corresponding estimates of the reduced estimator variance at n = 5 x 104, 1 x 10%, 3 x 10°,
5 x 10°,and 1 x 10°. The right figure illustrates a typical convergence of 8, towards the minimizer 6* (cross) along with a one-sigma contour ellipse.

6.2. Parameter search by sample average approximation

We next construct the sequence {6 }ren by the sample average approximation. For # € ®; and n € N, define
-l n
Va (8) := = > H (U 0) 1% (U,
k=1

which is an unbiased estimator of V (@), that is, V(0) = Ep[V,,(0)] for every @ € @, and n € N, and define

0, .= argmin V, (0), (6.7)
0K

where K denotes a nonempty bounded compact subset of the domain ©,, as in Section 6.1. Clearly, the random vector 6,
is measurable with respect to the o-field o (U : k = 1, ..., n), whereas the initial point 6 is again a deterministic vector
chosen in Section 3. We further define the square matrix

¥ = [Hessy (V (67))] " Es [(WH (U; 67))™ |¢I(U)|4] [Hessy (V (607))] " € R, (6.8)

where the expectation in the middle is the variance-covariance matrix of the random vector VgH (U; 6*)|¥ (U)|?, since
its first moment vanishes due to the first-order necessary optimality condition. It then holds P-a.s. that §, — 6* and

Va(0,) — V(6%),asn 1 +oo. Also, if the matrix X exists, then \/n(6, — 6*) =l (0, X),asn 1 4o00. (We refer the reader
to, for instance, [23, Chapter 5] for details.)

Example 6.5. We continue the problem setting of Example 6.4. In this experiment, we examine the performance at some
fixed n’s on the compact subdomain K = [1073, 1] x [—2, 0], as before. Fig. 8 plots typical numerical results of §, and the
corresponding estimates of the reduced estimator variance, atn = 5 x 10*,1x 10°, 3 x 10°, 5 x 10°, and 1 x 10°. The sample
average approximation (6.7) cannot be considered to be an algorithm in the sense that it needs to be solved by numerical
approximation. We use the MATLAB fmincon for the operation (6.7). We feed empirical gradient and Hessian based on the
expressions (3.10) and (3.11) along with (5.3) and (5.4).

Although @, tends to the minimizer #* as n increases, the estimation quality of the estimator variance is very poor (way
below the true variance in this particular experiment). We conjecture that the reason is that the majority of iterations gave
|@ (U)|> = 0, which makes no good contribution to the estimation. This issue is of great practical importance and will be
investigated in a subsequent paper [18].

Next, for sufficiently large n, we expect 6, i (@, n~1X). In the right figure of Fig. 8, we replot the progression
of 6, on a plane (that is, a 2D version of the 3D plot in the left figure), along with a one-sigma contour ellipse 8, +
JZ/n(cos(£),sin(£))T, & e [0, 27), for illustration purposes. We estimate the variance-covariance matrix X (d,) using
the expressions (3.11), (5.1),(5.3),(5.4)and (6.8). O
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7. Concluding remarks

We have constructed adaptive parametrized importance sampling variance reduction methods for general multivariate
probability laws on the basis of the principle of bypass distribution, without relying no particular properties of the target and
proposal distributions. We establish the asymptotic normality of the estimator of the mean and of the importance sampling
parameter when running Monte Carlo estimation and optimal parameter search concurrently. Throughout the paper, we
have provided numerical results to illustrate the applicability and effectiveness of the principle of bypass distribution as
well as the proposed simulation algorithm with a mixture of exponential and normal bypass distribution.

An important future research direction is the trade-off issue between a reduction in estimator variance and its required
additional computing time, to which we did not pay much attention in the present study. In particular, we have observed that
the convergence of importance sampling parameters could be extremely slow, unfortunately together with poor estimation
quality. An acceleration of the parameter search phase is certainly beneficial and would deserve a separate research.

The proposed adaptive Monte Carlo framework can perhaps be considered as one of the most general parametric forms,
relative to the existing adaptive Monte Carlo methods under rather restrictive distributional assumptions. In particular,
considering all random elements involved is the standard uniform law, the most interesting field of application may be,
for instance, natural and computer sciences, rather than the social science in which the existing adaptive methods are
often effective due to particular assumptions on the underlying distribution such as multivariate Gaussian and gamma
distributions.
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