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In this work, we propose a method to construct a uniform error bound for the SK predictor. In investigating the asymptotic
properties of the proposed uniform error bound, we examine the convergence rate of SK’s predictive variance under the
supremum norm in both fixed and random design settings. Our analyses reveal that the large-sample properties of SK prediction
depend on the design-point sampling scheme and the budget allocation scheme adopted. Appropriately controlling the order
of noise variances through budget allocation is crucial for achieving a desirable convergence rate of SK’s approximation
error, as quantified by the uniform error bound, and for maintaining SK’s numerical stability. Moreover, we investigate the
impact of noise variance estimation on the uniform error bound’s performance theoretically and numerically. We demonstrate
the superiority of the proposed uniform bound to the Bonferroni correction-based simultaneous confidence interval under
various experimental settings through numerical evaluations.
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1 Introduction

In the recent decades, research on metamodeling techniques for stochastic simulation experiments has received
considerable attention from the simulation research community [2, 15, 34]. Several metamodeling methodologies,
such as stochastic kriging (SK) [2, 10, 11], have been proposed for approximating the mean response surface
implied by a stochastic simulation.

Built on Gaussian process regression (GPR), SK is suitable for simulation metamodeling under the impact of
heteroscedasticity (i.e., the simulation output variance varies across the input space) [12, 46]. Similar to kriging,
a popular GPR-based methodology for design and analysis of deterministic computer experiments [37], a key
element of SK prediction is the use of conditional inference based on GP. At each prediction point in the input
space, the conditional distribution of a GP is normal with the predictive mean and the predictive variance in
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closed form. A pointwise confidence interval of the mean response value at a given prediction point with a
prescribed coverage probability can be constructed based on this conditional distribution. In many applications,
however, it is often desirable to have a joint confidence region of the mean response values at an arbitrary set of
prediction points with a prescribed simultaneous coverage probability. For example, in materials science and
engineering, researchers are interested in chemical sensor calibration in a drifting environment via GPR-based
statistical inference of the functional relationship between the sensor response and the analyte concentration and
the environmental factors with rigorous uncertainty quantification, aiming at obtaining a calibration model of
the desired quality [20]. To draw comprehensive and reliable inferences regarding the effectiveness of a treatment
on individual patients, investigators in clinical trial studies aim to infer individualized treatment effects based
on observational data via multi-task GPR modeling. Simultaneous confidence intervals are sought to provide
measures of confidence in the estimates, a crucial aspect for realizing the full potential of precision medicine
[1]. To the best of our knowledge, the methodology for constructing uniform error bounds for SK is relatively
underdeveloped. Existing approaches to construct a joint confidence region for SK typically rely on bootstrapping
[20, 26] and correction methods such as Bonferroni or Sidak [1, 14] and only apply to a finite number of prediction
points. It would be desirable to develop a method capable of providing high-probability bounds on the maximum
approximation error achieved by the SK predictor across the input space. Such a bound proves especially valuable
in addressing predictive uncertainty, providing an overall measure of confidence in the model’s predictions across
the entire input space.

A closely related topic in nonparametric data analysis is simultaneous confidence bands (SCBs). SCBs play
a crucial role in global inference for unknown functions, such as detecting the overall shape of an unknown
function or testing whether the curve adheres to specific functional forms that describe the underlying input-
output relationship [5, 6, 38]. SCBs were first constructed for nonparametric density estimation [4] and further
extended to nonparametric regression in both the random design [22] and the fixed design settings [18]. Recent
advancements in nonparametric methodology for constructing SCBs have significantly expanded in terms of
techniques and objectives. For example, asymptotically correct SCBs were proposed for estimating either the
mean or the variance function or both of a nonparametric regression model [6]. Various SCBs for single-index
link functions [21], cumulative distribution functions [43], and functional data [8] also emerged. Adaptive SCBs
that automatically adjust to the smoothness of the underlying function were also investigated [7]. Last but not
least, various approaches were explored to construct bootstrap-based SCBs for enhancing the small sample size
performance [24] or for obtaining the minimum band width [38].

Uniform error bounds for GPR are not new; they have been studied as an essential component of GP-upper
confidence bound (GP-UCB) approaches. These methods are used to address stochastic multi-armed bandit
problems with a continuous arm set, assuming that the underlying response function of interest is either a
sample from a GP or has a bounded reproducing kernel Hilbert space norm [see, e.g., 13, 40]. Recently, there
has been a growing interest in establishing uniform error bounds for various GPR models. These bounds are
crucial in enhancing our understanding of the convergence rate and uncertainty quantification associated with
the respective models. For example, Wang et al. (2020) derived uniform error bounds of the simple and universal
kriging predictor built on noiseless observations [47]. Lederer and Umlauft (2019) proposed a uniform error
bound for GPR under the impact of homoscedastic noise, where the true underlying function f is assumed to
be a realization of a GP with kernel K satisfying some regularity conditions [29]. However, the exploration of a
uniform error bound for GPR under heteroscedasticity has been limited.

In this work, we extend the approach of [29] and propose a method to construct a uniform error bound for the
SK predictor. In investigating the asymptotic properties of the proposed uniform error bound, we examine the
convergence rate of SK’s predictive variance under the supremum norm in both fixed and random design settings.
Previous work provided theoretical analyses of the predictive variance for GPR modeling with observations
subject to zero [41] and homoscedastic noise [28, 44]. Our investigation fills the gap by conducting a counterpart
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study of SK’s predictive variance, which can be of independent interest. Our analyses reveal that the large-sample
properties of SK prediction depend on the design-point set determined by the design-point sampling scheme
and the budget allocation scheme adopted. Roughly speaking, adopting a quasi-uniform design facilitates faster
predictive variance convergence rates. Given a sufficiently large simulation budget, the smoother the underlying
function of interest is and the lower the input-space dimensionality is, the fewer distinct design points are
required, but more replications are needed at each, and vice versa. Moreover, this work reveals that appropriately
controlling the order of noise variances through budget allocation is crucial for achieving a desirable convergence
rate of SK’s approximation error, as quantified by the uniform error bound, and for maintaining SK’s numerical
stability. Last but not least, we evaluate the impact of noise variance estimation on the uniform error bound’s
performance theoretically and numerically.

The rest of the paper is organized as follows. Section 2 provides a review of SK and a summary of key notation
used in this work. Section 3 presents the main results on the proposed uniform error bound for the SK predictor.
Section 4 analyzes the convergence rate of SK’s predictive variance under the supremum norm in the fixed design
setting and studies the corresponding convergence order of the uniform error bound. The discussion of the
random design setting is deferred to Appendix C. Section 5 reveals some implications on simulation experimental
designs for SK and theoretically investigates the impact of noise variance estimation on the uniform error bound.
Section 6 conducts numerical experiments to demonstrate the proposed uniform bound’s performance. Finally,
Section 7 concludes this work with a discussion of our major findings and avenues for future research.

2 Background

This section offers a concise review of SK and establishes some notation that will be useful in the rest of the work.

2.1 Review of Stochastic Kriging

In SK, the system output obtained at a point x in the d-dimensional input space X C R? on the jth simulation
replication Y;(x) is modeled as

Yi(x) = f(x) +¢(x), (1)
where f(x) denotes the unknown true mean response that we intend to estimate at x € X. For ease of exposition,
we assume that f : X — R represents a sample of a stationary mean-zero GP [37], in line with a vast array of
GP literature [13, 32, 40, 44]. The spatial covariance between any two points in the GP is given by Zp(x,x’) :=
EK(x,x'), where Sy : R? x R? — R, denotes the spatial covariance function, £ is the spatial variance of the
GP, and K(x,x") denotes the kernel function satisfying K(x,x’") < 1 for all x,x” € X. The simulation noise terms
incurred at x on different replications, ¢;(x)’s, are assumed to be independent and identically distributed (i.i.d.)
normal random variables with mean zero and input-dependent variance V(x) := Var(e;(x)). The normality of
¢j(x) could be anticipated since in a discrete-event simulation, the output Y;(x) typically represents the average
of a large number of more basic random variables obtained on the jth simulation replication.

Given a fixed simulation budget B to expend for approximating the mean response surface via SK, an experi-
mental design for performing the simulation runs can be given as {(x;, ni)le : Z{-‘zl n; = B}, where k denotes
the number of distinct design points selected from the input space X, x;, X2, . . ., X, denote the k design points
in the design-point set D := {x;,i = 1,2,...,k}, and n; represents the number of replications to apply at x;,
i=1,2,...,k. Based on the simulation dataset Dy g = {x;, {Y; (Xi)}?ip i=12...,k: Zﬁ;l n; = B} obtained, one
can obtain the SK predictor of f(x¢) at any x, € X as follows:

pies(%0) = Zm (%0, X) T (X, X) +30) " Y5 )
and its corresponding predictive variance is given by
Ui,B(XO) = Zm(X0,X0) — Zm (%0, X) T (Em(X, X) +2,) ™" S (%0, X), 3)
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T _ _ _ _
where X = (xlT Xy, xT) denotes the k X d design matrix; Y = (VY (x1), Y (x2), ..., M(xk))T denotes the k x 1

k
vector of the sample averages of simulation outputs, with Y (x;) = f(x;) + (x;) and &(x;) denoting the average
random noise incurred at x;, i = 1,2,. .., k. With a slight abuse of notation, we use Xy (X, X) to denote the k X k

covariance matrix that records the spatial covariances across the k design points and Zm (%o, X) to represent
the k X 1 vector that contains the spatial covariances between the k design points and the prediction point x;
and the kernel matrix K (X, X) and the kernel vector K (xy, X) can be understood in the same manner. The k X k
diagonal matrix X, denotes the variance-covariance matrix of the k X 1 vector of average random noise terms
&= (2(x1),2(%2), ..., 5(x4)) " given by 3, = diag (V(x1)/ny, V(x2) ma, ..., V(xe) /).

A pointwise confidence interval (CI) of f(xo) at a given prediction point x, € X with a prescribed confidence
level (1 — «) can be constructed as pi p(Xo) * Z1-q/20k,B(X0), Where a € (0,1) and z;_4/, denotes the (1 — a/2)-
quantile of the standard normal distribution [25]. One way to construct a confidence region for f(-) at N prediction
points (say, xo; € X,i=1,2,..., N)with confidence level (1—) is to apply the Bonferroni correction and obtain a
simultaneous confidence bound comprising N pointwise confidence intervals [26]: yx g(X0i) & Z1-a/(2N) Tk B(X0,i)
i=1,2,...,N. Nevertheless, the literature on constructing a joint confidence bound for SK over an arbitrary set
of prediction points is sparse.

2.2 Notation

In the remainder of this work, we employ the following notation consistently. Given a function g : X — R,
let ||g]|lco denote its supremum norm. For a vector v, ||v|| denotes the Euclidean norm of v. Let I; denote the
k x k identity matrix. For any symmetric matrix Q, the £;-operator norm or spectral norm of Q is denoted as
[|Q]|, defined as ||Q]| := Amax(Q), where Apax (Q) and Ay, (Q) respectively denote the maximum and minimum
eigenvalues of Q. Define Vi nay = 1T?<)§c V(x;)/n; and Vi min = 1r<nii£1k V(x;)/n; as the maximum and minimum

noise variance at the k design pointsj Let < and > denote inequalities up to a constant multiple and write a < b
when both a < b and a > b hold.

3 Uniform Error Bound for Stochastic Kriging

This section presents the main results regarding the construction of the proposed high-probability uniform error
bound and then reveals its asymptotic order as the number of design points k and the budget B allocated approach
infinity.

To deepen understanding; we sketch the idea behind constructing the uniform error bound, which essentially
involves two main steps. First, consider any grid of points covering the input space X with the grid constant
7, denoted as X, satisfying maxye x minyex, ||x — x’|| < 7. Conceptually, we can visualize such a cover as a
collection of balls of radius z covering the input space X. We establish a high-probability uniform bound for the
approximation error | p(x’) — f(x’)| that holds simultaneously at all points x” in the grid X, by leveraging
properties of the Gaussian distribution, which follows from model (1) and Expression (2) and accounts for both
sampling and response-surface uncertainty. This step introduces a dependency on the number of points in the grid
and is accounted for by the coefficient (7) to be defined in (5) which involves the covering number M(z, X)—the
minimum number of points in X; to cover X given the grid constant 7. The second step is to extend such an
error bound from the points in the grid to any point in the input space X, yielding the high-probability uniform
error bound for SK. This extension is achieved by establishing the Lipschitz continuity of the predictive mean
P, (+) and the modulus of continuity s, ,(-) for the predictive standard deviation oy g(-) based on the Lipschitz
continuity and differentiability of the covariance function Zpm(-, -).

Theorem 1. Consider a zero mean Gaussian process defined through the continuous covariance function Zpm (-, -)
with Lipschitz constant Ly, on the compact set X € R%. Also consider a continuous unknown function f : X — R with
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Lipschitz constant Ly, and its noisy observations Y (+) s satisfying the assumptions stipulated under model (1). Then,
the predictive mean function i g(+) and the predictive standard deviation oy g(-) obtained based on a simulation
dataset D p = {x;,{Y; (xi)};'il,i =12,...,k: Zle n; = B} are continuous with Lipschitz constant L, , and
modulus of continuity ws, ; () on X, which are respectively given by

L Lz\/EH(zM(X, X) +25)‘1ﬂH,

Hk.B

oy (H) \/zhL2 (1 +/<H(2M(x, X) +zg)‘1||irin/g Sw(& x)) @)

where Ly, the Lipschitz constant of the covariance function Zym(+, ), is defined as
BEMm(X X)) Zm(x X)) AEmEx )\
%1 A%y o 9%Xq

Ly := max
x,x' € X

>

and wg, ; (h) measures how much the value of o g(-) can vary when moving from one point to another within a
given distance h > 0. Given any a € (0, 1), choose r € R, and set

B(z) = 2log (M(r, X)/a) andyip(7) = (L + Lp) T + VB(D) g (7), ®)
then it holds true that
P (15 (0 = (1 < VBDokp(x) + vien(r),¥x € X) 2 1-, ©
where Ly denotes a Lipschitz constant of f(+) that holds with probability of at least 1 — ap with ar € (0, 1) and can
be given as
A[2log (%) max [Z00 (%) + 12V6d max { may [Z20 (%, %), /rLgl}
Ly = ) .

+/21og (%) r&a{\)}(,mﬁ,‘d(x,x) + 12\/Qmax{r;1€a)?(,/2f/\d(x, X), ,[rL‘gd}

LZ" denotes the Lipschitz constant of the partial derivative kernel ij(x, x) on the set X fori = 1,2,...,d, and
r:= max ||x—X'|.
xx'eX

Proor. Theorem 1 is inspired by Theorem 3.1 in [29], whose proof is in the same vein as those of Theorems
3.1 and 3.2 in [29].'Specifically, we replace the homogeneous noise variance-covariance matrix oIy by the
heteroscedastic noise variance-covariance matrix 3, in the proof of Theorem 3.1. The Lipschitz constant Ly can
be obtained following the proof of Theorem 3.2. m|

Some comments follow immediately. First and foremost, we can construct a uniform bound for the function
f () in light of Theorem 1: it holds with probability at least 1 — & that

LB(x) < f(x) < UB(x), VxelX, (7)
where LB(x) := i p(x) — /B (1) 0k 5(%X) — yi.(7) and UB(x) := pi g(x) + /S (1) 0k 5(X) + yi (7) are respectively

the lower and upper limits of the bound at x € X. Second, the grid constant 7 is a parameter used in the derivation
of Theorem 1. Given a particular value of 7, obtaining a closed-form expression for the covering number M(z, X)
can be challenging. However, it is typically convenient to upper bound M(z, X). For example, for a hypercubic set
X C R9, an upper bound of M(, X) can be given as (1+r/7)¢, where r denotes the edge length of the hypercube.
Notice that f(7) and y g(7) in (5) can be obtained analytically given a simulation dataset Dy g and the covariance
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function X (-, -). Therefore, a probabilistic uniform error bound that holds true simultaneously for all x € X can
be constructed with a prescribed error level « and a choice of the grid constant 7.

The following result elucidates the order of the approximation error, quantified by the uniform error bound, as
k and B approach infinity. Below we make the choice of grid constant 7 depend on the number of design points k,
so f(r) and yx g(r) depend on k as well. The notation z(k), fx(7), and yx g(r) will be used hereinafter whenever
it is not cumbersome to emphasize the terms’ dependence on the number of design points k.

Theorem 2. Suppose that the assumptions of Theorem 1 are satisfied. The experimental design ensures that as
the number of design points k increases, the number of observations obtained at each existing design point also
grows. Furthermore, for any fixed k > 1, the numbers of replications allocated over the k design points satisfy that
Vimax/Vimin < 00. Assume that the absolute value of the unknown function f : X — R of interest is bounded above
by f € R,. Given any a € (0, 1), it holds that

P su/[\i lpes(x) — f(x)| =0 ((,Bk(r) -7(k) - kV,;jnin) + (k) + (k) - ka o+ VB(7) sug O'k)B(X))) >1-a.

ProoOF. Due to Theorem 1 with fi(7) = 2log (M(z(k), X)/(mra)) such that Z 7 = 1/2 and the union bound
=1
over all k > 1, the following event holds true with probability of at least 1 — « / 2:

sup i () ~ £ (9] < VB() sup 010 i (7 Vk 2 1. ®)
X€ X€

A trivial bound for the covering number can be obtained by considering a uniform grid over the hypercube
containing X. This leads to M(z(k), X) < (1+r/7(k))?, where r = maxz s c x ||X — X’||. Therefore, we have

Pr(t) < 2dlog (1+r/z(k)) — 2log(m) — 2log(e). 9)
Furthermore, recall the definition of L, , in (4) from Theorem 1,
Ly = LsVE[[Em(X X) +3,) 7 V]|
Since the matrix Xy (X, X) + X, is positive definite and £(-) is bounded above by f, it follows that
IEMXX) +2) 7 Y| <[]/ Amin En(XX) +3e) < (VEF + 11D /Viesmins

where the second inequality follows from the triangular inequality, and recall & = (2(x;), &(x3),...,&(xx)) .
Given that £ is multivariate normally distributed with mean zero and variance-covariance matrix %, ||&]|* is

equal to Z a; Z2 in distribution, where Z;’s are i.i.d. standard normal random variables and a; = V(x;)/n;, for
i=1

i=1,2,...,k ie, ||£||2 Z a;Z?. Then by Lemma 1 of [27], we have

i=1

k

P|l? = 2 (Z Vi(

2 k
X;) V(xi)
") ) VB + NVimaxllkn + < exp(~1k.)
i=1 !

i=1 i

for any 5y g > 0. Therefore, with probability of at least 1 — exp(—ng ), we have

V(x,

k
] 2(xy)
el < 2 (Z D) e + 2Vt + Z

i=1 1
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Hence, if we set i g = log (1/(mr)) so that )} m = 1/2, then applying the union bounds over all k > 1 yields
k=1

[EMX) + 30 || < | Vif + 2(2 (X)) m+zvkmaqu3+zv(x‘) Vilin (10)

i=1 1

for all k > 1 with probability of at least 1 — /2. Hence, by Theorem 1, the Lipschitz constant of the predictive
mean function i p(-) satisfies

1
2

v g V(x)
Lis < \/_f+ 2 (Z ) V1k.B + 2V maxNk.B +Z d kmln’ Vk >1,

i=1 i

=Uk,B

where Uy g denotes all the terms to the right of Ly in the inequality above and recall nxp = log (1/(mxa)).
Since (Zk v r(lx’)) < \/_Vk max> Zk V(nx‘) < kVimax> and Vi max/Vimin < 00, and ng g grows slowly (typically

_1
logarithmically with k for some commonly used {7} sequences), it follows that L, , < Uxp < kV, ! . with
probability of at least 1 — «/2.

The modulus of continuity wg, (-) of the predictive standard deviation defined in (4) satisfies

1

, (11)

since ”(ZM (X, X) + 26‘)71” = Amax ((ZM (X: X) + 26)7 ) y l/Amin (ZM (X, X) + 25) < l/Amin (25) = 1/Vk,mina
where we have used A (Em(X X) +2¢) = Amin (ZM (X, X)) + Anin (Z¢) = Amin (Z¢) due to Weyl’s Theorem.

0o (7) < [ZLzr(k) (k max m(x x )Vkmm )

Therefore, it follows that ws, (1) < (T(k) kv, mm) .

Due to the union bound, we have that y; g(7) in (8) can be bounded above with probability of at least 1 — « as
follows:

YeB(7) = VP(T) 0o (1) F (L s + L) T(K)

1

< I::Bk(f) -2Lst(k) (k ~l’l:llax >m(x, )N(’)/Vk,min + 1) + Lf‘['(k) + LzUk,BT(k)

< (ﬁk(r) (k) - kV,;}nin) +7(k) + 7(k) - ka : (12)
Therefore, it follows from (8) and (12) that

P [sup () = ()] =0 ((ﬂk(r) (k) - kv,;’}nm) + (k) +7(k) - kvk V(D) sup ak,B(x))) >1-a.
O

We briefly comment on Theorem 2, which sets up the foundation for the subsequent analysis. First and
foremost, the upper bound of the approximation error achieved at any x € X, v/f(7) ok g(X) + yk,(7), consists
of two parts. From (9), we observe that the smaller the grid constant 7(k), the greater the coefficient i (7). To
guarantee a vanishing approximation error for Vx € X, the choice of 7(k) must ensure that y; g(r) — 0 and
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Supyc x VP (7)ok p(x) — 0 as the number of design points k and the total simulation budget B approach infinity.
It is worth noting that the grid constant 7(k) can be chosen arbitrarily small, making the magnitude of yx 5(7)
negligible compared to +/fi () ox g(x) for Vx € X. We will use this fact to study the asymptotic performance of
the uniform error bound as k, B — 0. Second, given a fixed total budget B to allocate at k distinct design points,
the budget allocation scheme adopted impacts the width of the uniform error bound through oy 5(x) and y 5(7),
indicated by (8) and the upper bounds of w,, ,(7) and L, . In particular, efficient unequal budget allocation
schemes can potentially reduce the magnitudes of oy 5(x) and y¢ g(7) compared to the equal allocation scheme,
leading to a tighter uniform error bound. However, if 7(k) is sufficiently small, the impact of budget allocation
schemes may not be that obvious; see (12). Nonetheless, the explicit analysis of these impacts is challenging, and
we resort to numerical studies in Section 6 for a thorough investigation. Last but not least, understanding the
convergence rate of sup, . y ok (%) is crucial to determine the order of the vanishing approximation error. We
will conduct an in-depth investigation of this in Section 4.

4 Analysis of the Predictive Variance and the Uniform Error Bound in the Fixed Design Setting

In this section, we analyze the convergence rate of the predictive variance O'Ii 5(») under the supremum norm
in the fixed design setting and subsequently elucidate the corresponding order of the proposed uniform error
bound. Due to space limitations, the discussion of the random design setting is deferred to Appendix C.

We concentrate on the fixed design setting in this section, commonly employed in the design and analysis of
computer experiments [37]. In this setting, the design points are chosen according to specific sampling schemes
of our choice. Such designs encompass a variety of approaches, including, but not limited to, grid designs,
low-discrepancy sequences, maximin Latin hypercube designs, and optimal Latin hypercube designs. Our analysis
of the convergence rate of SK’s predictive variance in the fixed design setting leverages results from the scattered
data analysis literature, where the goal is to approximate or interpolate an underlying fixed function; see, e.g.,
[36] and [49].

Notice that the predictive variance O-/%,B (x0) can be upper bounded as follows:

O.li,B (XO) <2m (XOs XO) - 2M (XO: X)T (ZM (Xa X) + vk,maka) ! M (XOs X): (13)
where recall Vi pax = mayg< V(x;)/n;. Define A := Vi max /& hereinafter in this section. We can rewrite the upper
1<i<

bound for O.IE,B (x0) given by the right-hand side of (13) as & (KXO (x9) — I?XO (xo)) , where Ky, (x") := K(x,x") for
any x’ € X and recall from Section 2.1 that K(x,x’) = Zy(x,x) /£ for any x, X’ € X is the kernel function; in
addition,

Ky, (x') = K(x',X) T (K(X, X) + Al) " K(X, %o).

Inspired by [36] and [49], we realize that, for any given prediction point x, € X, EXO (+) is the solution to the
following regularized kernel based approximation using the noiseless observations of the function f := Ky, at the
k design points in the design-point set D = {x1,xz,..., X} C X:

k
1 = Ky, = argmin {Z (f(x) = s(x))” + Ausn?H}, (19)
seH j=1

where the solution s;(-) depends on the choice of the regularization parameter A = Vi max /&%, H denotes the
reproducing kernel Hilbert space (RKHS) associated with kernel K, and || - || ¢y denotes the norm equipped with H
(see a brief introduction to RKHS in Appendix B). Therefore, we can analyze the error achieved by the estimator,
specifically || f —salleo = [|Kx, — Exo || to investigate the convergence properties of the predictive variance ali ()
under the supremum norm. To begin with, we introduce some useful definitions next.
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Definition 1. Forv € N, q € [1, ], and a domain X C RY which is non-empty, open, and connected, the integer
order Sobolev space W (X) is defined as

W) (X) = {f € Ly(X) : Yo € N, |a| < v, D¥f € Ly(X)},

where N¥ denotes the set of multi-indices of size d, |a| = 2?:1 a; for a multi-index a = (ay, ty, . . ., ag) € N%, and
Pl

D% denotes the weak derivative operator corresponding to o which is defined as D% f = Fror e

For any function f € WqV(X), the (semi-)norms are given by
/q /q

e x 19 L & 19 i
Pl =| 20 IDEAIL o | andiflhgyey =| O, DAL o |+ ifg e lne),

| |=v |x|<v

|f|W°Z(X) = Squ ”Daf”Lm(,\?) and ”f”WDK(X) ‘= Ssup ”Daf”Lm(,\?), ifq = 09,
|at|=v lax|<v
with || - ||Lq(/\~,) denoting the usual Ly norm.

Sobolev spaces of fractional orders (v ¢ N) are defined analogously; see [3, 49] for details. In particu-
lar, for v > d/2, the Sobolev space WZ"(Rd) can be written as W;’(Rd) = {f € Ly(RY) : ||f||M]ZV(Rd) < 00}.
The Sobolev spaces on a subset (e.g., compact and convex) X C RY, W,’(X), can be defined
as W)(X) := {f X > R%: Elf € WZ"(Rd) such thatf(x) = f(x),Vx € X}, with norm || fllwyx) =

inf {||f||W2v(Rd) :f € WZ"(Rd) and f(x) = f(x),Vx € X}. The RKHS H associated with kernel K is said to be

norm-equivalent to the Sobolev space W,”(X), if there exists constants ¢y, c, > 0 such that
allfllwyxy < Nfllg < cllfllwrexy,  Vf € H.

That is, H is equivalent to W,’(X) as a set of functions. In this case, the kernel function K is called v-smooth.
One popular kernel function that is v-smooth is the Matérn kernel as given below.
For v > d/2, the Matérn kernel is given by

21 (v=d/2)

’ v—d/2 ’
K(xx) = comeis V2 a2 = X”) Byafo (\/Z(V azix=x1) (15)

I(v-d/2)
where I is the Gamma functlon, B,_a/, is the modified Bessel function of the second kind of order v — d/2,

and [ > 0 is the lengthscale parameter. The parameter v controls the smoothness level of functions in the
corresponding RKHS; the smaller its value, the rougher the functions.

Definition 2. Given the bounded input space X C R and the design-point set D = {x;,i =1,2,...,k} C X, the
fill distance hp x and the separation distance g are defined as

1
o= sup min [x =%l 40 = 3 min I~ x|
xeX 1 2 lsi"#jjsk

The design-point set D is said to be quasi-uniform with respect to a constant cq, > 0 ifqp < hp x < cqu - 4.

REMARK 1. A design-point set D with a small fill distance hy x guarantees that every point in the input space
X is close to some design point in D, while D having a large separation distance g indicates that the design
points in D are not clustered. Quasi-uniform designs achieve the optimal rates for the fill distance, namely,
hp.x = k™14, Vk € N [48, 51]. For example, the design-point set comprising regular grid points in a hypercube
(0,1)¢ is quasi-uniform. Points selected sequentially to minimize the GPR’s predictive variance for a v-smooth
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kernel with v > (d/2) + 1 form a quasi-uniform design. It is known that low-discrepancy point sets, e.g., the
Halton sequence and Sobol’ nets have small fill distances; and sequences such as the Halton sequence have a
fill distance hp x < k=9 (logk), achieving the optimal rate up to a logarithmic factor [41]. Latin hypercube
designs (LHDs) are not necessarily quasi-uniform. However, variants of LHDs, such as maximin and minimax
LHDs, exist that optimize the fill or separation distance [51]. |

We will ground the upcoming analysis on the smoothness level of the kernel function K, derive the conver-
gence rate of the predictive variance under the supremum norm, and investigate the asymptotic order of the
approximation error as quantified by the uniform error bound in the fixed design setting. Subsections 4.1 and 4.2
elaborate on the finite smoothness and infinite smoothness cases, respectively.

4.1 Finite Smoothness Case

This subsection performs an analysis in the fixed design setting when the kernel K has a finite smoothness level.
We start with the following result which provides an upper bound on the error of the regularized kernel based
approximation s, given in (14).

Proposition 1 (PROPOSITION 3.6 IN WENDLAND AND RIEGER [49]). Letv =k +s withk > d/2 and s € (0,1].
Suppose that X C RY is bounded and satisfies an interior cone condition—there exists an angle 6 € (0, 7/2) and a
radius 7 > 0 such that for every x € X there exists a unit vector { (x) suchthat the cone C(x, {(x),0,7) == {x+ yx :
xo € RY Il = 1, Xy {(x) > cos O,y € [0,7]} is contained in X. Let q € [1,00]. Suppose that s is the solution given
in (14) for the given design-point set D C X and the target function f € W,'(X). Then the following error estimate
holds:

vmjed(i-t) |
f = salwyx) < C\hox U hg N N flwrix), 0<j<xk—d/2,
which gives that, for A < hg’:\,d(lfz/q)+,
d(i-1

v—j- 1)+ .
lf = salwix) < Chpx SN llwypx), 0<j<xk-—d/2

where (x); = max{x, 0}.

We note that the interior cone condition essentially states that the input space X is sufficiently regular with
no sharp corners or cusps; and the d-dimensional unit cube X = [0, 1]¢ provides an example [41]. By setting
f =Ky, 51 = Kx,, j =0, and q = oo in Proposition 1, we obtain the following result which reveals the optimal
convergence rate of the maximum discrepancy between K, and its approximation K.

Corollary 1. Suppose that the conditions of Proposition 1 are fulfilled. If A < h%’;\ﬁi and the design-point set

D is quasi-uniform so that hp x = k™'/¢, then the maximum discrepancy between the function f := Ky, and its
approximation s, := Ky, achieves the optimal convergence rate:

2v—d
d .

||KX0 _EXQHOO < k™

. . . . 1. v—d/2
In the finite smoothness case under the fixed design setting, Corollary 1 indicates that o g(x¢) < k™ 2d

for any xo € X. The condition on the smoothness parameter A stipulated in Corollary 1 can be expressed as
Vimax S k-7 following the definition A = V. max/&2. This condition indicates that: (i) the upper bound of V. max
must decrease with the number of design points k; and (ii) given a fixed number of design points k, the higher
the smoothness level v (respectively, the higher the input-space dimensionality d) a given problem has, the faster
(resp., the slower) the decreasing rate required on Vi max. The above sheds light on the following important
aspects of a desirable simulation experimental design to achieve the optimal convergence rate of ||0']i plloo- First
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and foremost, the design-point set must be quasi-uniform. Moreover, the numbers of simulation replications n;’s
must grow with the number of design points k, and the smoother the kernel K, the faster n;’s must grow.

Given that the kernel has a finite smoothness level, the next result extends Theorem 2 by elucidating the order
of the uniform error bound as k, B — oo in the fixed design setting.

Proposition 2. Suppose that the assumptions of Theorem 2 and Corollary 1 are fulfilled, the kernel K hasv > d /2
smoothness level with v < 00, and Vi max =< k1=2v/d_ Given any a € (0,1), it holds that

P (su{g e s(x) - f(x)| =0 ((logk);kvzzﬂ)) >1-a.

Proor. We see from (8) that both yi g(7) and +/fk(7) sup,. y 0 3(x) must converge to zero-as k, B — oo to
guarantee a vanishing approximation error at Vx € X. In the finite smoothness case under the fixed design
setting, klim Yx.8(7) = 0 can be achieved if the grid constant as a function of k, r(k), decreases sufficiently

,B—0c0

1
fast. Recall from (12) that yx p(7) < ((,Bk(r) ~t(k) - kV:? )2 + (k) + 7(k) - kV_% ) . Since Vi max/Vimin < ©0,

k,min k,min

Vi.min < k1=2v/4 setting t(k) = O(k™%) as k, B — oo with a = 3v/d ensures that klgm Yk.8(7) = 0 and moreover

YkB(7) =0 (\/ﬂk(r) SUPyc x O'k,B(X)) as k, B — oo. The latter follows from the fact that S (r) = O(logk) due to

(9) and ox p(x) = O (k‘ Vgg/z) at Vx € X thanks to Corollary 1. Therefore, yx g(7) + /i (7) supyc x ok.5(X) <
VP (1) supye x ok.B(x) = O ((log k)%k‘%fl/z) as k, B — oo. O

4.2 Infinite Smoothness Case

When the kernel K has infinite smoothness, the corresponding RKHS H can be continuously embedded into
every classical Sobolev space W,/(X) for all v € N and some fixed p € [1, o) [36]. By restricting our attention to
two popular infinitely smooth kernels, respectively the Gaussian kernel (abbreviated as G): K(x,x") = exp(—||x —
x’||?/6) with 6 > 0 and the inverse multiquadrics kernel (abbreviated as M): K(x,x’) = (¢? + ||x — x’||?) ¢, where
¢ > 0and ¢ > d/2 (page 76 of [48]), we reveal the convergence rate of 0,3 (*) under the supremum norm and the
asymptotic order of the uniform error bound as k, B — o in the fixed désign setting. We first state a result that
provides an upper bound on the error of the regularized kernel based approximation s, given in (14).

Proposition 3 (THEOREM 6.1 AND COROLLARY 6.3 IN RIEGER AND ZWICKNAGL [36]). If X is a compact cube
with side length ¢, then for allq € [1, o], there exist constants hy, C, and C > 0 such that for all design-point sets
D c X with fill distance hpp x < hg and for all f € Hg in the RKHS of a Gaussian kernel G,

N =salle,x) < (2 exp (Clog(hp,x)/hp.x) + VAexp (é/hD,X)) 194>
which gives that, for A < exp (2 (C log(hp,x) — é) /hz),X),

I1f = salle,x) < 3exp (Clog(hop,x)/ho,x) || fllo-

For all design-point sets D c X with fill distance hp x < hy and for all f € Hy in the RKHS of an inverse
multiquadrics kernel M,

I = 2lle, ) < (2exp (~Clho,x) + Viexp (Crhn.x)) 10y,
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which gives that, for A < exp (—2 (C + é) /hz)!x),

If = salle,x) < 3exp (=C/hp.x) I fll#-
Notice that the constants C, C, and ho depend only on d, ¢, and q.

Setting f = Kx,, 53 := EXO, and g = oo in Proposition 3 yields the following result on the optimal convergence
rate of the maximum discrepancy between Ky, and its approximation Ky, in the infinite smoothness case.

Corollary 2. Suppose that the assumptions of Proposition 3 are fulfilled. For a Gaussian kernel, if A <
exp (2 (C log(hp x) — C’) /hz),x) and the design-point set D is quasi-uniform so that hp x = k™4, then the

maximum discrepancy between the function f := Ky, and its approximation s) := EXU attains its optimal convergence
rate:
= 1
1Ky, — Koy llow < exp (—de (log k)) .

For an inverse multiquardrics kernel, if A < exp (—2 (C + C’) /hz),x) and the design-point set D is quasi-uniform

so that hp x = k™4, then the maximum discrepancy between the function f = Ky, and its approximation s; := Ky,
attains its optimal convergence rate:

> 1
1Kz, — Ko lloo < €xp (—de) .

In the infinite smoothness case under the fixed design setting, Corollary 2 indicates that oy (%) <
exp(—Cké /2) at any x € X. The condition on the regularization parameter A = V. . /& stipulated in Corol-

lary 2 can be expressed as Vi max S €xp (— (ZCd‘l (logk) + 2@) kl/d) and Vi max S €xp (—Z(C + é)kl/d) for a

Gaussian kernel and an inverse multiquadrics kernel, or equivalently, Vi max < exp (—CkV9) with C = 2(C+C) if
the logarithmic factor term is ignored. It implies that: (i) the upper bound of Vi max must decrease exponentially
with k'/4; and (ii) given a fixed number of design points k, the higher the input-space dimensionality d of a given
problem, the slower the decreasing rate required on Vi max. The above also provides some insight into a desirable
simulation experimental design to achieve the optimal convergence rate of ||0'£’ lleo- First, the design-point set
must be quasi-uniform. Moreover, the numbers of simulation replications n;’s must grow with the number of
design points k at a much faster rate in the infinitely smoothness case compared to in the finite smoothness case.

Given that the kernel has infinite smoothness, the next result extends Theorem 2 by elucidating the order of
the uniform error bound as k, B — oo in the fixed design setting.

Proposition 4. Suppose that the assumptions of Theorem 2 and Corollary 2 are fulfilled, the kernel K has infinite
smoothness, and Vi max = exp (—Ck'/¢) with C = 2(C + C), where C and C are defined in Proposition 3. Given any
a € (0,1), it holds that

P (su/;\z lpep(x) — f(x)| =0 (kﬁ exp(—Ck;/Z))) >1-a.

Proor. We see from (8) that both y g(7) and +/fk(7) sup,. y 0k (x) must converge to zero as k, B — oo to
guarantee a vanishing approximation error at ¥x € X. In the infinite smoothness case under the fixed design
setting, kgm Yk.8(7) = 0 can be achieved if the grid constant as a function of k, r(k), decreases sufficiently

,b—00

3 _1
fast. Recall from (12) that y (1) < ((ﬂk(r) -7(k) - kV,;}mn) “ 4 r(k) + (k) - kv, fnin)~ Since Vi max/Vimin < ©

and Vimin = exp (—CkY9) with C = 2(C + C), setting 7(k) = O (exp (—aké)) where a > C + C ensures
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leim Yk,8(7) = 0 and moreover yx g(7) =0 (\/,B(T)Gk,B (X)) at Vx € X as k, B — oo. The latter follows from the
fact that i (r) = O(k#) due to (9) and oy, 5(x) = O (exp(—Cké /z)) at Vx € X thanks to Corollary 2. Therefore,
Yie.B(T) + /Bi (7) supyec x 0k,B(X) < /Pi(7) supyec x ok,3(x) = O (kﬁ exp(—Cké/Z)) as k,B — oo, O

We close this section with some practical insights into suitable experimental designs for SK metamodeling. To
achieve a desirable convergence rate of oy g(-) under the supremum norm given a sufficiently large budget B to
expend, an experimental design suitable for the infinite smoothness case is expected to use fewer design points
but with more replications allocated to each design point to fulfill its condition on Vi .y, hence a “sparse and
deep” design is recommended. On the other hand, an experimental design suitable for the finite smoothness case
can adopt relatively more design points but with fewer replications allocated at each point to fulfill its condition
on Vi max; hence, a “dense and shallow” design is recommended. Such insights echo those reported in other
contexts in the stochastic simulation metamodeling literature; see, e.g., [46] and [55].

5 Discussion and Extension

This section provides implications for simulation experimental designs for SK and theoretically investigates the
impact of noise variance estimation on the performance of the uniform error bound.

5.1 Discussion

This subsection provides some further insight into the impact of experimental designs and budget allocation
schemes on SK metamodeling in light of the results obtained in Section 4 for the fixed design setting.
Given a fixed number of design points k, it is not difficult to see that Vi .y = maugC V(x;)/n; is minimized by
1<i<

setting the number of replications at design point x; to

V(X,’) .
= Bi=12.. k. (16)
S5 Vi)

Under the budget allocation in (16), we have A = Vi nay /&% = (Bgvz)_1 {'(:1 V(x;). When k becomes large, it
follows that

i

k
A= (sz)'lk(%;v(xi)) ~ (B§2)1k(|X|1/XV(u)du) ~ k/B,

where the last step follows from |X|™! / v V(u)du < oco.
On the other hand, if an equal budget allocation rule is applied, i.e., n; = B/k fori = 1,2, ..., k, it is easy to see
that in this case A = (B£%) "'k max;<;<x V(x;). When k becomes large, we have

A= (B&) 'k (m@u%C V(xi)) ~ (B&) 'k sup V(x) < k/B,
1<i< X

where in the last step we have used supy V(x) < oo. In brief, when k is sufficiently large, different budget
allocation rules lead to the same order of A which only depends on the total budget B and the number of design
points k.

The discussion above sheds some light on the relationship between the number of design points k and the total
budget B to achieve the optimal decreasing rate of |0 5|/« In light of the results for the fixed design setting
in Section 4, we have the following remarks regarding the finite and the infinite smoothness cases. When the
underlying kernel function has a smoothness level v < oo, the discussion above and Corollary 1 indicate that

Axk/BZ kl_%, or equivalently, k < B%, when the budget B is sufficiently large. Therefore, in addition to
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adopting a quasi-uniform design-point set, to achieve the optimal convergence rate of oy g(+), one should use a
large number of design points k if the input-space dimensionality d of a given problem is high (respectively, the
smoothness level v is low), and vice versa. On the other hand, when the kernel function has an infinite smoothness

level, the discussion above and Corollary 2 indicate that A < k/B < exp (— (ZCd‘1 (logk) + Zé) kl/d) (for a

Gaussian kernel), or equivalently, k < (log B)? if the logarithmic factor terms are ignored, when the budget B is
sufficiently large. Hence, besides adopting a quasi-uniform design-point set, to achieve an optimal convergence
rate of ||ox gll in this case, one should use a relatively large number of design points k if the input space
dimensionality d of a given problem is high. However, the number of design points required is expected to be
much smaller than that in the finite smoothness case.

Last but not least, we note that the root mean squared error of SK is upper bounded by the predictive standard
deviation under the supremum norm:

1/2
RMSE := (/ cr,iB(x)dx) < lok,Bllco-
%k

Therefore, the aforementioned desirable simulation experimental designs for achieving the optimal convergence
rate of |0k Bl|« also apply if the target is to achieve an adequate global response surface fitting with a guaranteed
RMSE convergence rate.

5.2 Impact of Noise Variance Estimation on the Uniform Error Bound
In this subsection, we conduct a theoretical investigation of the impact of noise variance estimation on the
performance of the uniform error bound. Recall that, in light of Theorem 1, we can obtain a high-probability
uniform bound as given in (7) for f(-), assuming the knowledge of true noise variances V(x;) fori = 1,2,...,k.
Refer to this bound as the nominal uniform bound. Denote V(x;) as the sample variance calculated based on
n; > 2 replications simulated at x; for i = 1,2,...,k. Define LB(x) := [ip(x) — VB(7)Grp(x) — Vs(r) and
@(X) =tk p(x) + \/%Ek’lg (x) + yB(7), which are constructed using the sample variance V(x,—) in place of
V(x;) fori=1,2,...,k. We refer to [ﬁB(x), @(x)] as the empirical uniform bound for f(x) at all x € X and
study its performance as k and B tend to infinity.

Define n; := min; <;<x n; as the minimum number of replications allocated across the k design points, and recall
Vimax = max V(x;)/n;. The following result provides a high-probability bound of the maximum discrepancy

between the diagonal entries in the true noise variance-covariance matrix X, and those in its estimate ’2\38 =
diag (V(xl)/nl, V(xz)/ng, % V(xk)/nk), which holds for all k > 1.

Proposition 5. Fix @ € (0,1). Let np = log ((mxa)™') so that Y, m = 1/3. Suppose that the noise terms
k=1

incurred at x;, €j(x;)’s, are i.i.d. normal with mean zero and variance V(x;) ati=1,2,...,k, and n,*C > 2. Then, with
probability at least 1 — «/3, it holds that,

V(x;) - V(x;)

n;

<

max
1<i<k

“Vimaxs Vk =1

\/ 8 (.5 +log(2k))

(np—1)

The proof of Propostion 5 is provided in Appendix A.1. Based on Proposition 5, we can analyze the difference
between the empirical uniform bound and the nominal uniform bound as k and B tend to infinity.

Theorem 3. Fix a € (0,1). Suppose that the assumptions of Theorem 2 and Proposition 5 are satisfied and the
design-point set D is quasi-uniform.
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If the kernel K has v > d/2 smoothness with v < 00, Vi max < k'72V/4, and k-1 (logk) = o(ny), it holds
LB(x)-LB(x)
VB(7) ok, (X)+yk,B(7)

UB(x)-UB(x)

=0(1) as
VB(7)ok,B(X)+Yk,B(7) )

with probability at least 1 — a that, sup,¢ x =0(1) and supyc x

k,B — oo.
If the kernel K has infinite smoothness, Vi may = exp (~Ck'/?) for some C > 0, and k? (log k) exp(2(C +C)k) =

o(ny) with C,C > 0 as specified in the proof of Proposition 4, then it holds with probability at least 1 — « that,
UB(x)-UB(x)

VB ok () +rics (7)

sup LB(x)-LB(x)
*X€X | B oks () +yes(7)

The proof of Theorem 3 is deferred to Appendix A.2. We see from Theorem 3 that the difference between
the empirical uniform bound and the nominal uniform bound becomes negligible so long as the numbers of
replications at all design points grow sufficiently fast with the expansion of the design-point set 9. While the
conditions stipulated on the minimum number of replications n; may seem stringent, the numerical results in
Section 6 indicate that the empirical and nominal uniform bounds perform similarly in practice, unless the numbers
of replications at some design points become very small. We note that the conservativenessin the conditions arises
from the techniques used to upper bound various terms involving the inverse of X := (Xp + 2¢) in |ﬁ(x) —LB(x)|
and I@(x) — UB(x)| and to ensure that these terms vanish faster than the nominal uniform bound’s half-width
for all x € X. Other proof techniques may provide less stringent conditions. The proof of Theorem 3 also reveals
the importance of stabilizing the SK metamodeling process as the design-point set expands and the budget
allocated grows. To be more precise, the condition of matrix ¥ can become increasingly worse as k, B — oo,
which is reflected by the magnitude of ||[Z7}|| = 1/Ann(X) in the proof of Theorem 3. This also leads us to
briefly discuss the condition number of ¥, cond(X) = Aax (E)/Amin(X). It is known that the maximum eigenvalue
typically incurs no problem and behaves nicely compared to the minimum eigenvalue [Chapter 12 of 48]. Since
Amin(Z) = Amin (Em) + Amin (Ze) = max{Amin(Z:), Amin(Em)}s we know more about the stability and accuracy of
SK’s prediction if we know more about the lower bounds for Ayin (Zm) and Amin (2.). Lower bounds for Ayin (Zm)
are known to depend on the separation distance qp. Recall from Definition 2 that g < hgpx = O(k~/9)

=0(1) and supyc x =o0(1) ask,B — oo.

if the design-point set D is quasi-uniform. In this case, it is known that Amin(Zm) = q(zz)v_d) = O(k'~%v/d)
in the finite smoothness case [51], whereas in the infinite smoothness case, Apin (M) = exp(—Coq_DZ)qbd =
O(exp(—Cy - k¥?)k) for some Cy > 0 [Section 12.2 of 48]. To maintain SK’s numerical stability as k, B — oo,
Amin(Z¢) = Vi min should not diminish too rapidly. Since Amin () > max{Amin (Z¢), Amin(Em)} = Amin(Z¢) = Vimin
and |27 € 1/Amin(3,) = V;}mn, the condition Vi max/Vimin < o0 and that on the order of Vi max stipulated in
Theorem 3 ensure the numerical stability of SK while also fulfilling the regularization parameter role played
by the noise variances (manifested by Vi max) to achieve the best convergence rate of SK’s predictive variance.
We will examine the impact of noise variance estimation on the performance of the uniform bound through
numerical experiments in the next section.

6 Numerical Experiments

This section compares the performance of the nominal uniform bound assuming the knowledge of the true noise
variances (given by (7) in Section 3 and referred to as Cly), the empirical uniform bound built with noise variances
estimated (given at the beginning of Subsection 5.2 and referred to as Cley), and the Bonferroni correction-based
simultaneous confidence interval built with noise variances estimated (given at the end of Subsection 2.1 and
referred to as Cly) through numerical evaluations. We consider the following examples: an M/M/1 queueing
model and a dimension-flexible synthetic example.

We start by describing the general experimental setup for numerical evaluations. A simulation experiment is
performed with a total budget of B observations to collect at k distinct design points, with n; observations to
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obtain at design point x;, for i = 1,2,..., k. The k design points are chosen according to either a random design
or a fixed design, to be specified for each example. Three budget allocation schemes, i.e., the equal allocation,
unequal allocation 1, and unequal allocation 2, are considered. Specifically, the equal budget allocation scheme
sets n; = [B/k], where [a] denotes the least integer not less than a. Assuming that the noise variance function is

known, unequal allocation 1 sets n; = {kv(#)B-l while unequal allocation 2 sets n; = [— 'V(xi)B-‘. We note
Ty V) 25 V)

that the goal of unequal allocation 1 is to equalize the variance of sample means across all design points. This
approach has been explored in the literature on ranking and selection as well as multi-armed bandit problems
[9, 16, 19], aiming to alleviate the impact of heteroscedasticity. Unequal allocation 2 assigns the simulation budget
in accordance with the scale function p(x) := y/V(x) for x € X; it is proposed based on the optimal design density
h*(-) established for controlled nonparametric regression experiments. Specifically, h*(x) = p(x)/ f yP(wdu
achieves the asymptotic sharp minimax lower bound for the mean integrated squared error when x € X = [0, 1];
see [17] and references therein for more details. We consider various experimental settings comprising various
combinations of the total budget B, the number of design points k, the design-point sampling scheme to choose
k design points, and the budget allocation scheme adopted. The target confidence level is set to 0.95. SK is
implemented by adopting two types of kernel functions, respectively, the Gaussian kernel and the Matérn kernel
in (15) with smoothness parameter v = 5/2 + d/2, where d denotes the dimension of the input space X.

For performance evaluation, we repeat the simulation experiment under each experimental setting for M = 100
independent macro-replications and calculate the empirical simultaneous coverage probability (SCP) of a given
confidence bound defined as

M

— 1

SCP = i Z 1{f(x0;) € CI(xo,;) for each i = 1,2,..., N on the mth macro-replication},
m=1

where CI(xg;) refers to Cly, Cley, or Cl}, obtained at prediction point xo;, i = 1,2,..., N; and 1{A} is 1 if event
A is true and 0 otherwise. Moreover, we compare the half-widths of Cl, Cley, and CI;, constructed for the N
prediction points based on their respective maximum half-widths Hy,,y achieved on each macro-replication.

6.1 M/M/1 Queue

Consider simulating an M/M/1 queue with service rate 1 and arrival rate x with x € X = [0.3,0.9]. In this
example, the simulation output recorded on each replication at a given design point is the average number of
customers in the system from time 0 to T time units. It is well known from queueing theory that the steady-state
mean number of customers in the queue is f(x) = x/(1 — x), which is the mean function we intend to estimate.
The noise variance function is V(x) ~ 2x(1+x)/(T(1 — x)*) for T large [50]. When simulating the M/M/1 queue
at each design point, we initialize each replication in steady state and set the run length of each replication T
to 1000. Besides the general experimental setup given at the beginning of Section 6, the specific setup for this
example is as follows: The value of the grid constant 7 is set to ensure that +/f (7)o p(x) dominates y 5(7)
in (7). We consider using a total budget B € {2560, 25600} and varying the number of distinct design points
k € {16,32,128,512} when B = 2560 and k € {32,128,512,2048} when B = 25600. Given each choice of k, we
choose k design points according to a uniform design or a grid design, where the former comprises a sample of k
independent and uniformly distributed points and the latter k equispaced grid points in X. The three budget
allocation schemes mentioned at the beginning of Section 6 are applied given each combination of B, k, and the
design-point sampling scheme. A grid of N = 1000 equispaced points is selected from X for prediction.

Summary of results. Tables 1 and 2 show the SCP’s achieved by the empirical uniform bound (Cle,), the nominal
uniform bound (CI), and the Bonferroni correction-based simultaneous confidence intervals (CI},) under different
experimental settings when SK is implemented with the Gaussian and Matérn kernels. The following common
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observations are made across all experimental settings. First, given a fixed budget B, the SCP’s of Cley and CI, are
typically higher than the target level 0.95, while the SCP’s of CIy, are not close to 0.95, except when the number
of design points k is relatively small under the grid design. Second, the simultaneous coverage performance of
Cley remains satisfactory as the number of design points k increases until it reaches a point where only a few
replications are allocated to some design points, regardless of the kernel function and the design-point sampling
scheme adopted; see, e.g., the SCP’s of Cley obtained under the equal allocation and unequal allocation 1 when
k =512 and B = 2560. On the other hand, the simultaneous coverage performance of CI, typically deteriorates as
k increases given a fixed budget B, regardless of the kernel function adopted. This is evidenced by examining the
SCP’s of CI;, obtained across all experimental settings shown in Tables 1 and 2. Third, the SCP’s of all bounds
increase with the budget B given that the number of design points k is fixed. Lastly, applying unequal budget
allocation schemes typically help improve the SCP’s of CI;, when the number of design points k is not too large
relative to the budget B given. Such an impact on the SCP’s of Cley and Cly is not as obvious, however.

Table 1. SCP’s of Cley, Cly, and Cly, obtained for the M/M/1 example under the grid design.

Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
Cl, Cley CIy | Cly Clew Cly Cl, Clew Cly Cl, Cley CIL | Cly Clew Cly Cl, Clew Cly
16 | 0.80 1 1 0.97 1 1 0.98 1 1 0.76 1 1 1 1 1 0.99 1 1
2560 32 | 0.68 1 1 0.93 1 1 0.90 1 1 0.65 1 1 0.98 1 1 0.93 1 1
128 | 0.46 0.98 0.98 | 0.52 1 1 0.70 1 1 0.46  0.99  0.99 | 0.54 1 1 0.75 1 1
512 | 033 092 098 | 0.14 0.88 1 0.57 1 1 034 093 098 |0.01 0.28 1 0.64 1 1
32 | 0.98 1 1 1 1 1 1 1 1 0.97 1 1 1 1 1 1 1 1
25600 128 | 0.69 1 1 0.96 1 1 0.93 1 1 0.67 1 1 1 1 1 0.91 1 1
512 | 0.54 1 1 0.81 1 1 0.78 1 1 0.45 1 1 0.90 1 1 0.81 1 1
2048 | 0.58 1 1 0.33 099 1 0.72 1 1 0.44 1 1 0.31 0.99 1 0.72 1 1
Table 2. SCP’s of Cley, Cly, and Cl, obtained for the M/M/1 example under the uniform design.
Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
Cl, Clew CI, |Cly Clew Cly Cl, Clw Cly Cl, Clew CI, |Cl, Cley Cly Cl, Clw Cl
16 | 044 092 0091032 0.88 0.88 0.37 0.89 0.89 048 094 094033 091 0.91 0.39 0.93 0.93
2560 32 | 046 0.95 0.95|0.50 0.97 0.98 0.56  0.98 0.98 044 096 0.96 | 0.59 0.99 0.99 0.55 0.99 0.99
128 | 0.42 0.98 0.99 | 0.60 1 1 0.55 1 1 0.38 1 0.99 | 0.62 1 1 0.60 1 1
512 1 030 091 098 |0.18  0.81 1 0.70 1 1 0.23  0.93 1 0.02 0.36 1 0.67 1 1
32 | 0.60. 0.94 0.94|0.55 0.98 0.98 054 0.99 0.99 0.60 096 0.96 | 0.59 0.99 0.99 0.58 0.99 0.99
25600 128 | 0.51 1 1 0.83 1 1 0.74 1 1 0.48 1 1 0.85 1 1 0.75 1 1
512 | 0.61 1 1 0.82 1 1 0.74 1 1 0.56 1 1 0.81 1 1 0.74 1 1
2048 | 0.48 1 1 0.32 099 1 0.58 1 1 0.47 1 1 0.30 0.98 1 0.58 1 1

We next examine the maximum half-widths Hp,y of Cley, Cly, and CI}, obtained under different experimental
settings. Figure 1 summarizes the magnitudes of Hp,y (in a logarithmic scale) of Cley, Cl, and CI;, obtained
under the grid design with a total budget of B = 2560 when SK is implemented with the Gaussian and Matérn
kernels. The corresponding results obtained with B = 25600 and those obtained with B € {2560, 25600} under the
uniform design are shown in Figures 6—8 in Appendix D.1. We have the following observations from Figures 1
and 6. First, the Hp,y’s of Clgy and CI,, are larger than those of ClIj, under each experimental setting considered,
regardless of the kernel function adopted. Second, the magnitudes of Hp,y of Cley, Cly, and CI;, decrease with the
number of design points k when a large total budget B = 25600 is applied under all budget allocation schemes.
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However, this trend may not hold for a small total budget. Third, for Cley, CI, and CI},, when a given budget B is
allocated to a fixed number of design points, the magnitudes of Hy,ax produced under the equal allocation scheme
are the highest. It is worth noting that, regarding all bounds, the two unequal budget allocation schemes lead to
shorter half-widths than the equal budget allocation scheme without compromising the simultaneous coverage
performance, as observed in Table 1. The magnitudes of Hyay produced under the two unequal allocation schemes
are similar, with unequal allocation 2 leading to higher Hy,,x values than unequal allocation 1. Lastly, regarding
the impact of the design-point sampling scheme, the uniform design tends to lead to more outliers of the Hyax
values compared to the grid design; see Figures 7 and 8 in Appendix D.1 for details. Moreoever, under the uniform
design, the unequal allocation schemes yield shorter half-widths of all bounds compared to the equal allocation
scheme, but the difference between the two unequal allocation schemes is slight.

We summarize the impacts of noise variance estimation, the design-point sampling scheme, and the choice of
kernel function observed in the M/M/1 queueing example. First, comparisons based on the SCP’s and Hyay's of
Cley and CI indicate that the performance of the empirical uniform bound is very similar to that of the nominal
one, except when the number of replications is too few at some design points, since using the variance estimates
can incur additional variability in the SK model fitting. This corroborates the theoretical results provided in
Subsection 5.2. Second, with other experimental settings held constant, the performance of all bounds under the
grid design which is quasi-uniform typically outperforms that under the uniform design. This aligns with the
theoretical results provided in Section 4. Lastly, with other experimental settings held constant, the performance
of all bounds built with the Matérn kernel is comparable to that built with the Gaussian kernel for the M/M/1
queueing example. However, the magnitudes of Hp,x of all bounds built with the Matérn kernel tend to be
higher than those with the Gaussian kernel; this is because a faster convergence rate of the predictive variance is
achieved with the Gaussian kernel than with the Matérn kernel, corroborating Corollaries 1 and 2, along with
the comments following the results. Moreover, when the number of replications at some design points is too
small, using the Matérn kernel can result in fitting issues that render the SK model unstable and adversely affect
simultaneous coverage performance; see the SCP’s of Cley and CI}, obtained under unequal allocation 1 when
B = 2560 and k = 512 shown in Table 1 and the corresponding Hp,«’s shown in Figure 1 (d) in this subsection
and Figure 7 (d) in Appendix D.1.

6.2 A Dimension-flexible Example

Consider the following dimension-flexible example adapted from the one studied by [23], where X = [-1,1]¢
and d denotes the input-space dimension. The simulation output at design point x = (x1, X2, ...,%4) ' on the jth
replication is generated as Y;(x) = f(x) + ¢;(x), where ¢;(x)’s are ii.d. normally distributed with mean zero
and variance V(x). The noise variance function is V(x) = (2 + cos(7 + Zflzl x;/d))? for any x € X. The mean

2
function of interest is given by f(x) = sin(9x?) if d = 1 and f(x) = sin(9x?) + sin ((Zflzz 3x;/(d — 1)) ) ifd > 1.

We describe the specific setup for this example next and refer the reader to the beginning of Section 6 for the
general experimental setup. We consider two problem cases corresponding to d = 1 and d = 5. For d = 1, we vary
the number of design points k € {16, 64, 256,512} when B = 2560 and k € {16, 64, 256, 512, 2048} when B = 10240.
For d = 5, we vary k € {16, 64, 256,512} when B = 2560 and k € {64, 256, 512, 1024, 2048} when B = 10240. Given
each choice of k, a set of k design points are chosen according to a uniform design or a maximin Latin hypercube
design (LHD). The three budget allocation schemes mentioned at the beginning of Section 6 are applied given
each combination of B, k, and the design-point sampling scheme. On each macro-replication, we independently
generate a set of N = 2500 points from X according to a maximin LHD as the prediction points for performance
evaluation.
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Fig. 1. Boxplots of log(Hmax) of Cley, Cly, and Cl}, for the M/M/1 example obtained on 100 independent macro-replications
under the grid design with B = 2560.

Summary of results. We first look into the 1D case. Tables 3 and 4 present the SCP’s of the empirical uniform
bound (Cley), the nominal uniform bound (CIy), and the Bonferroni correction-based simultaneous confidence
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intervals (CI}) under different experimental settings when SK is implemented with the Gaussian and Matérn
kernels. Observations akin to those noted in the M/M/1 queueing example are summarized as follows. First,
given a fixed budget B, the SCP’s of Cley and Cl, are typically higher than the target level 0.95. Moreover, the
performance of Clgy is very similar to that of the nominal one in this 1D case, except when the number of
replications is too few at some design points. Second, the SCP’s of all bounds increase with the budget B given
that the number of design points k is fixed. Third, applying unequal budget allocation schemes typically help
improve the SCP’s of ClI;, when the number of design points k is not too large relative to the budget B given.
Lastly, the SCP’s of Cl, deteriorate as the number of design points k becomes large, regardless of the budget
allocation schemes adopted. We highlight that this 1D case differs from the M/M/1 example in the following
aspects. First, the SCP’s of CI, are not significantly lower than those of Cley and Cl, so long as the number of
design points k is not too large relative to the budget B given. Second, all bounds built with the Matérn kernel
achieve comparable or higher SCP’s compared to those built with the Gaussian kernel, especially when the
number of design points k is small.

Table 3. SCP’s of Cley, Cly, and Cly, obtained for the 1D case under LHD.

Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
Cl, Cley CI |CI, Clyw Cly CL, Clw Cl Cl, Cley CI, | CI, Cley Cly Cl, Clw Cl

16 | 090 092 092|092 0.95 0.96 093 0.94 0.94 1 1 1 1 1 1 1 1 1

2560 64 1 1 1 0.99 1 1 0.99 1 1 1 1 1 1 1 1 1 1 1
256 | 0.94 1 1 0.97 1 1 094 0.99 1 0.98 1 1 0.98 1 1 0.98 1 1

512 | 0.39 0.92 1 0.43 0.94 1 0.58 0.98 1 0.33 0.92 1 0.38 0.92 1 0.53 0.94 1

16 (093 099 099|094 0.99 0.99 092 0.99 0.99 1 1 1 1 1 1 1 1 1

64 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

10240 256 | 0.99 1 1 1 1 1 1 1 1 0.99 1 1 1 1 1 1 1 1
512 1 1 1 1 1 1 0.99 1 1 1 1 1 1 1 1 1 1 1

2048 | 0.31  0.99 1 0.34 097 1 0.48 0.99 1 0.25 0.93 1 1021 091 1 0.41 0.98 1

Table 4. SCP’s of Cley, Cly, and Cl, obtained for the 1D case under the uniform design.
Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
C, Clew CLy | CI, Clyy Cly ChL, Cly Cl Cl, Cley CIL | Cl, Clew Cly Cl, Cl,z CI

16 | 094 095 0.94 0.9 0.97 0.93 0.94 0.94 0.94 1 1 1 1 1 1 1 1 1

2560 64 1091 092 095099 099 0.98 0.96 0.96 0.97 0.99 1 1 1 1 1 1 1 1
256 | 0.97 1 0.97 | 0.97 1 1 0.95 1 1 0.98 1 1 1099 1 1 0.99 1 1

512 | 0.43 0.98 i 0.46 0.92 1 0.58 0.99 1 0.46 0.96 1 0.40 0.88 1 0.65 0.98 1

16 | 097 098 097|097 0.98 0.98 0.97 0.98 0.98 0.99 1 1 0.99 1 1 0.99 1 1

10240 64 1099 099 0991099 099 0.99 1 1 1 1 1 1 1 1 1 1 1 1
256 | 0.98 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

512 | 0.99 1 1 1 1 1 0.99 1 1 1 1 1 1 1 1 1 1 1

2048 | 0.30 0.97 1 0.38 0.98 1 0.56 1 1 0.17 0.93 1 0.29 0.91 1 0.47 0.99 1

We further delve into the maximum half-widths Hp,, of Cley, Cly, and Cl}, obtained under different experimental
settings. To save space, we concentrate on analyzing the results obtained under LHD with the equal allocation
scheme. Similar observations apply to the results obtained under LHD with the two unequal budget allocation
schemes and under the uniform design with all three budget allocations; see Figures 9 and 10 in Appendix D.2.1
for details. Figures 2 and 3 summarize the magnitudes of Hpay (in a logarithmic scale) of Cley, Cly, and CI,
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obtained under LHD with a total budget of B = 2560 and 10240. First, the Hyay’s of Cley and CI, are larger than
those of CI}, under each experimental setting considered, regardless of the kernel function adopted. Second, the
magnitudes of Hy,ax 0f Cley, ClLy, and CIy, decrease with the number of design points k when a large total budget
B = 10240 is applied. However, this trend is less discernible with a small budget. Third, the magnitudes of Hp,x
of Cle, and CIy are similar, except when k becomes large relative to the given budget B so that using variance
estimates based on a few replications can incur additional variability in SK model fitting, which impacts Cley;
this observation holds regardless of the kernel function adopted. Fourth, applying unequal budget allocation
schemes only slightly reduce the half-widths of all three bounds, as observed in Figures 9 (a)—(d) and 10 (a)—(d)
in Appendix D.2.1. Lastly, the magnitudes of Hy,ay of all bounds built with the Matérn kernel tend to be higher
than those with the Gaussian kernel, which explains the corresponding higher SCP’s observed in Table 3. We
also highlight some differences in the 1D case from the M/M/1 example. Given a fixed total budget B, especially
a small one, using a small number of design points k can lead to unstable SK model fitting when the Gaussian
kernel is adopted, resulting in highly variable Hy,, values for all bounds; see, e.g., the Hpay’s obtained for k = 16
in Figure 2 (a). This is because the true mean function f(-) in this 1D case is nonlinear and its trend changes more
frequently than that of the M/M/1 example across the input space, due to its combination of the trigonometric
function and higher-order polynomial terms. It is known that the Gaussian kernel is not flexible enough for
modeling a function with such features, and using a small number of design points exacerbates this deficiency in
capturing the true mean function f(-) in the 1D case.
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Fig. 2. Boxplots of log(Hmax) of Cley, Cly, and Cl, for the 1D example obtained on 100 independent macro-replications
under LHD with B = 2560.

We next investigate the 5D case. Compared to the 1D case, notice that the true mean function f(-) in this
5D case is more complex and changes more rapidly across its input space. Tables 5 and 6 present the SCP’s of
Cley, Cly, and CI}, obtained under various experimental settings. We observe that, similar to the 1D case, the
performance of CIy, built with the Gaussian kernel is notably weak, regardless of the budget size B. In contrast,
CI}, built with the Matérn kernel delivers relatively robust performance under the same experimental settings.
Furthermore, in this 5D case, an increase in the number of design points k is associated with higher SCP’s for CIy,
especially when the Matérn kernel is adopted, underscoring the need of using a dense design with more design
points for capturing the function in high-dimensional problems and enhancing the reliability of the confidence
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Fig. 3. Boxplots of log(Hmax) of Cleu, Cly, and Cly, for the 1D example obtained on 100 independent macro-replications
under LHD with B = 10240.

bound built. Regarding Cl¢,, and Cl, the Matérn kernel also facilitates consistently strong simultaneous coverage
performance across different experimental settings, highlighting its suitability for modeling highly nonlinear
and rapidly changing response surfaces in high-dimensional problems: In contrast, due to the limitations of the
Gaussian kernel in modeling the mean surface f(-) in this 5D case, the SCP’s of Cley and CI, suffer especially
when the number of design points k is small.

Table 5. SCP’s of Cley, Cly, and Cly obtained for the 5D case under LHD.

Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
C, Clw CI, | CL, Cl, CI Cl, Clz Cly Cl, Cley CILi | CI, Clew Cly Cl, Claz CI

16 0 0.51 0.49 0 0.51 0.50 0 0.52 0.51 0.10 1 1 0.07 1 1 0.08 1 1

2560 64 0 1 1 0 1 1 0 0.99 0.99 0.39 1 1 ]0.44 1 1 0.36 1 1
256 | 0.03 1 1 0.01 1 1 0 1 1 0.79 1 1 ]0.70 1 1 0.78 1 1

512 | 0.17 1 0.97 | 0.17 1 0.99 0.16 1 0.98 0.80 1 1 0.78 1 1 0.78 1 1

64 0 1 1 0 0.99 0.99 0 1 1 0.32 1 1 0.32 1 1 0.34 1 1

10240 256 | 0.01 1 1 0.01 1 1 0.01 1 1 0.65 1 1 1070 1 1 0.64 1 1
512 | 0.08 1 1 0.05 1 1 0.10 1 1 0.90 1 1 ]0.90 1 1 0.84 1 1

1024 | 0.17 1 1 0.19 1 1 0.19 1 1 0.92 1 1 0.89 1 1 0.92 1 1

2048 | 0.24 1 1 0.24 1 1 0.22 1 0.99 0.96 1 1 0.97 1 1 0.99 1 1

Figures 4 and 5 summarize the magnitudes of Hyay (in a logarithmic scale) of Cley, Cly, and Cly,, employing
LHD with a total budget B = 2560 and 10240. For simplicity, the discussion below focuses on the results obtained
under LHD with the equal allocation scheme. Similar observations apply to the results obtained under LHD
with the two unequal budget allocation schemes and under the uniform design with all three budget allocations,
which are detailed in Figures 11 and 12 provided in Appendix D.2.2. First and foremost, the variation exhibited by
the Hyax values of all bounds built with the two kernels demonstrates the notable difference between the two
kernels in this 5D case as the number of design points k increases, especially when the given budget B is small.
Specifically, the Gaussian kernel leads to increased instability in modeling as the number of design points k grows,
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Table 6. SCP’s of Cleu, Cly, and Cl, obtained for the 5D case under the uniform design.

Gaussian Matérn
B k Equal allocation | Unequal allocation 1 | Unequal allocation 2 || Equal allocation | Unequal allocation 1 | Unequal allocation 2
Cl, Cley CI | CL, Clyw Cl Cly, Clew CIy Cl, Cley CIy | Cl, Clw Cl Cl, Cly Cly

16 0 0.69 0.71 0 0.74 0.72 0 0.73 0.73 0.14 1 1 ]0.12 1 1 0.12 1 1

2560 64 0 0.99 1 0 1 1 0 1 1 0.33 1 1 0.22 1 1 0.33 1 1
256 0 1 1 0 1 1 0 1 1 0.65 1 1 0.60 1 1 0.66 1 1

512 | 0.24 1 0.99 | 0.21 1 0.96 0.23 1 0.99 0.80 1 1 1077 1 1 0.72 1 1

64 0 1 1 0 1 1 0 1 1 0.19 1 1 0.19 1 1 0.20 1 1

10240 256 0 1 1 0.01 1 1 0 1 1 0.57 1 1 1058 1 1 0.58 1 1
512 | 0.09 1 1 0.11 1 1 0.09 1 1 0.83 1 1 0.86 1 1 0.76 1 1

1024 | 0.24 1 1 0.18 1 1 0.23 1 1 0.92 1 1 1092 1 1 0.95 1 1

2048 | 0.28 1 0.99 | 0.23 1 0.99 0.27 1 0.99 0.95 1 1 1095 1 1 0.92 1 1

contrasting with the Matérn kernel which maintains consistent modeling stability across the range of k values
considered; compare Figure 4 (a) and (b). Furthermore, given a large budget B, the Hpu’s of all bounds built
using the Gaussian kernel show a decreasing trend as the number of design points k increases. However, such a
trend seems absent when the Matérn kernel is adopted. This observation explains the corresponding low SCP’s
of CI}, observed in Tables 5 and 6. An explanation is that the predictive variance (hence the confidence bound
width) associated with the Gaussian kernel diminishes faster compared with the Matérn kernel, as indicated by
Corollaries 1 and 2 and the comments immediately following them.
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Fig. 4. Boxplots of log(Hmax) of Cley, Cly, and Cl, for the 5D example obtained on 100 independent macro-replications
under LHD with B = 2560.

Finally, we summarize key insights obtained from the numerical evaluations. When applying SK for meta-
modeling purposes, selecting an appropriate kernel suitable for modeling the function of interest is crucial.
The Gaussian kernel performs well in queueing applications like the M/M/1 example considered here [53]. In
contrast, only the Matérn kernel with smoothness parameter v = 5/2+d/2 was considered by [23] from where the
dimension-flexible example originated, which also showed its competence in our evaluations. Therefore, choosing
an appropriate kernel function is example-dependent and should take into account the features of the function of
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Fig. 5. Boxplots of log(Hmax) of Cleu, Cly, and Cly, for the 5D example obtained on 100 independent macro-replications
under LHD with B = 10240.

interest. The performance of Bonferroni correction-based simultaneous confidence intervals is sensitive to this
choice, and they can be unreliable even when built by adopting an appropriate experimental design. In contrast,
the uniform error bound is more robust, especially in high-dimensional problems. Second, fixed designs can
outperform random designs in facilitating stability in SK model fitting and simultaneous coverage performance.
Lastly, unequal allocation schemes can enhance the performance of confidence bounds, but their impact is limited.

7 Conclusion

In this paper, we proposed a method for constructing a uniform error bound with a prescribed confidence level for
the SK predictor. The investigation of the asymptotic properties of the proposed uniform error bound delves into
analyzing the convergence rate of SK’s predictive variance under the supremum norm. The work sheds light on
suitable design-point sampling schemes and budget allocation schemes for SK metamodeling to ensure desirable
large-sample predictive performance. Furthermore, we conducted theoretical and numerical investigations into
the impact of noise variance estimation on the empirical uniform error bound’s performance. Our comprehensive
numerical evaluations corroborated the theoretical findings and demonstrated the competence of the uniform
error bound indmplementation under various experimental settings.

In analyzing the convergence rates of SK’s predictive variance under the supremum norm, we derived an
upper bound for SK’s predictive variance, characterized this upper bound as the solution to a regularized kernel
based approximation (or equivalently, a kernel ridge regression, KRR) problem with noiseless observations of
kernel function values, and identified the maximum noise variance across design points as playing a crucial role
in effectively serving as the regularization parameter in the KRR problem. The conditions on the regularization
parameter and experimental designs to ensure the solution to the KRR problem achieves the fastest convergence
rate under the supremum norm then translate into conditions on budget allocation and design-point selection for
SK’s predictive variance under the supremum norm and hence the proposed uniform error bound to achieve a
desirable convergence rate. It is worth noting that, for uncertainty quantification of GPR modeling subject to the
impact homoscedastic noise, Wang (2021) examined the reliability of the pointwise GP confidence interval under
model misspecification [44]. The study also recognized the role played by the ratio of the noise variance to the
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spatial variance as the regularization parameter in GPR, considering that its value can decrease with the increase
in the number of design points. However, it is crucial to highlight that the value of this regularization parameter
is externally imposed without a connection to budget allocation and hence no insights were derived. A caveat
to note is that the results derived in this work relies on the assumption that the mean function of interest can
be accurately modeled by a GP with the specified kernel function. Our numerical examples demonstrated that
selecting an appropriate kernel function is example-dependent and should take into account the features of the
function of interest.

There are several promising avenues for future research. Firstly, despite its desirable simultaneous coverage
guarantee and relative robustness to kernel choice and design-point sampling schemes, the uniform bound often
exhibits wider interval widths compared to the Bonferroni bound, resulting in reduced sharpness in specific
applications. One potential approach to enhancing the uniform bound’s performance is to reduce f(z) and y 5(7)
in (7) by optimizing the choice of the grid constant 7 and employing suitable experimental designs. Secondly,
investigating the reliability of the uniform error bound under model misspecification is a priority. Moreover,
extensions to other cases, such as f being a sample of a non-zero mean GP, a nonstationary GP, or unsuitable
to be modeled as a sample of a GP, are promising directions to explore. Thirdly, studying the effects of GPR
hyper-parameter estimation on the uniform error bound’s accuracy warrants a detailed examination. Moreover,
given that substituting sample variances with smoothed variance estimates enhances SK model fitting and
predictive performance [45, 46], using smoothed variance estimates is anticipated to improve the simultaneous
coverage performance of the uniform bound. We intend to investigate this impact, building upon the discussion
in Subsection 5.2. Lastly, developing a numerically stable and computationally efficient uniform error bound for
large-scale GPR applications under heteroscedasticity presents an intriguing challenge.
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A Proofs in Section 5
A.1  Proof of Proposition 5
Proor. We start by presenting some definitions and results essential for the subsequent development.

Definition 3 (DEFINITION 2.7 ON PAGE 26 OF [42]). A random variable X with mean y = E[X] is sub-exponential
if there are non-negative parameters (v, a) such that

2

2 1
E[e!X W] <e T, forall|t] < —.
a

Lemma 1 (CONCENTRATION INEQUALITY FOR CHI-SQUARED VARIABLES, PAGE 29 OF WAINWRIGHT [42]). A
chi-squared X% random variable with n degrees of freedom, denoted by Y ~ XZ, is sub-exponential with parameters
(v, @) = (2+/n, 4), and the two-sided tail bound follows as

1
p(lar-1

n

> t) < 2e78, forallt € (0,1).

We are now ready to prove Proposition 5. At any given design point x; (i = 1,2,..., k), consider the random
variable (n; — 1)V(x;)/V(x;). Since the noise terms incurred at x;, £;(x;)’s, are i.i.d. normal with mean zero
and variance V(x;), it follows that (n; — 1)V(x;)/V(x;) ~ Xﬁi_l’ a X? random variable with (n; — 1) degrees of
freedom.
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By Lemma 1, we have

V(x;)
Vix)

<t- M} and B; = {‘V(x;‘)n—iV(xz')

p(l

Define events A; := { |—V(xi);iv("i)

> t) < 2¢” (M=, forall ¢t € (0,1). (A.17)

ni

<t- Vk,max; fori=1,2,...,k. Inlight of

(A.17) and Vi max = maxi<i<k VS?) , we have for each x; given,
P(BY) <P (AC) < 2~ VEB forallt € (0,1). (A.18)
In particular, it follows from (A.18) that, for all t € (0, 1),
S k
P | max M >t Vimax| =P (U{F:lBic) < 22 e*(nrl)tz/S < zke*(nZ—l)tz/S' (A.19)
1<i<k n; ’ —

Sete B = 2ke™ (M~ VE/8 for any t € (0, 1). Correspondingly, a given 7z g > 0 corresponds to t = \ %'
k

Then (A.19) can be equivalently written as

V(x;) - V(x;)

nj

(g —1)

g \/s (7.5 + log(2k))

P (max ~Vk,max) < e kB, (A.20)
1<i<k

Now, if we set ni g = log ((mxa) ") so that ), 7 = 1/3, then applying the union bounds over all k > 1 yields
k=1

\/ 8 (.5 +log(2k))

(=1

V(x;) - V(x;)

n;

<

max
1<i<k

. Vk,max, Vk>1

holds true with probability of at least 1 — a/3:

A.2  Proof of Theorem 3

PrOOF. Define 3 := Sy + 3, and & := Sy + 2. And let AS, := 3, — 3,. Recall the definitions of ﬁB(x) and
UB(x) of the empirical uniform bound. We have

IB(x) - LB(x)| = [TB(0) - UB()| < A () + VA(DAGk5(x) + A (), (A21)
where for all x € X,

M (%) = [fip(3) = (9] = [P0, 0T (571 = 271) 9,

Aok (%) =, /Aoi’B (%),

AGE (%) = |57 30 = o 5 (9] = [P0, 0T (577 = 271 B0, X

AY/C,B(T) = AL,uk,BT + Vﬂ(r)AwUk,B (T)’ (A22)

1

z
max X (x, x’)) .
XX €

with ALllk,B = |LPk,B =Ly

and Awg, ,(7) := (Zrsz ‘ DI ot
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Recall from (4) that

o5 (7) = \/ZTLZ (1 +k =1 ma)f\, m(x, X’)),
X, X' €
and @, ,(7) is obtained by replacing X with S in the equation above. It follows from Va + b < va + Vb for any
a,b > 0 that |6’50k1B(T) - wgkﬁB(T)| < Awg, (7).
The first part of the proof is identical to that of Theorem 2 but by replacing », m = 1/2 with }, m = 1/3
= =1
in (8) and (10). The second part of the proof focuses on showing that )ZE(X) - LB(x)| = |@(X) - UB(x)| =

0 (\/ﬁ(r)ak,B(x) + yk,B(T)) for all x € X despite the impact of noise variance estimation.
From Proposition 5, we have with probability at least 1 — «/3,

~ 1
max V(x;) ; V(x;) < (log}tk) ‘- Voo, (A.23)
By the Woodbury matrix identity, we have
o =3 (1+AS ) AR (A.24)
It follows that
[5 =5 < e asem) T lasam ) < s oz (A.25)
where, thanks to Weyl’s Theorem, we have used
“(I+ A5 ) 7 = A (T 82271) ) = m <1, (A.26)

and Apin (I + AEEZ_I) < 1 since AY, X! is positive definite.
First, we analyze the terms in Ay g(7) defined in (A.22). It follows that, with probability of at least 1 — a/3,
-2

Q Lk [ [As ||«

< LsVk =7 1A% =1 | «
= VR =79 o = s
(ii)

L (logk)?
< Lyk43T : Vk,min ‘| ——1| *Vimax
e
1
(iii) logk)\?
= Lllk,BT (n—* = O(Lllk,BT) (A27)
k

iflogk = o(n}) as k, B — 0. In (A.27), step (i) on the right-hand side follows from (A.24) and (A.26), step (ii)
follows from (4), (A.23), and that | Z7!|| < 1/Amin(Z,) =V,

1 ces .
kmin® and step (iii) follows since Vi max/Vimin < ©0.
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Next, we have that with probability of at least 1 — «/3

VB Awg, (7) = V(D) (zTsz “’2‘-1 - 27| max

_max Im(x, x ))2

o=

N (ZTLgk = 1Az ||Z’1||X111%>5\) S (% x’))

1 EY 2
@i ') :
(/3(1') 27 Lyk - Jnax, Imx, x )Vkmm) Vk fmn ((n_*) . Vk,max)
k

(l;‘-i) \/mw(rkﬁ(f) (lon%‘k)4 - e ( ﬁ(r)wak’B(T)) (A-28)

k

iflogk = o(n;) as k, B — oco.In (A.28), step (i) on the right-hand side follows from (A.25), step (ii) follows (A.23)
and that |7} < Vk ! .»and step (iii) follows from (11) and that Vi may/Vimin < 0.
Moreover, due to the union bound, we have with probability of at least 1 — 2a/3,

App(3) = [Pn(xX)T (571 =371 |
(i) _
< IEn XN = 1Az =

(i) log k
g \/EVI;,:nin ( (?’[g* ) Vk max\/_\/k min
k

Wy (longk) Vi, = (\/ﬁ(f O'kB(x)) Vx € X, (A.29)

k

if (1) in the finite smoothness case, k5 = o(n;), thanks to Proposition 2; and (2) in the infinite smoothness case,
KT (log k) exp ((C + C‘)k%) = o(ny), thanks to Proposition 4, where C, C > 0 are as specified in the proof of
Proposition 4. In (A.29), step (i) on the right—hand side follows from (A. 24) and (A.26), step (ii) follows from

(A.23), (10) with g g = log (1/ (i) and Z 7. = 1/2 being replaced by Z M = 1/3, and that ||[Z7}] < Vk min®

and step (iii) follows since Vi max/Vi.min < 0o.
Finally, it holds with probability of 1 — /3 that

Aot y(x) = ‘ZM(X, X)T (f—l - 2—1) S, X)‘

1m0 = A5 15w (. Xl
< IZmEX =Y ||Azg|| =Y 1= (= X) I

) oy (logk .
\/_Vkmm( k ) Vk,max Vk mln\/E

iii logk 2
(x) kv ( o8 ) = o(cr,iB(X)), Vx € X, (A.30)

n*
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if (1) in the finite smoothness case, | (log k) = o(ny), thanks to Proposition 2; and (2) in the infinite smoothness
case, k? (logk) exp(2(C + C)ka) = o(ny), thanks to Proposition 4, where C,C > 0 are as specified in the
proof of Proposition 4. In both finite and infinite smoothness cases, it follows from (A.30) WAO'](’B (x) =
0 (mak,lg(x)) for all x € X. In (A.30), step (i) on the right-hand side follows from (A.25), step (ii) follows
from (A.23) and that ||Z7!|| < Vi1 . | and step (iii) follows since Vi max/Vi.min < ©0.

k,min

Due to the union bound, combining (A.21), (A.27), (A.28), (A.29), and (A.30) completes the proof. O

B Reproducing Kernel Hilbert Space

We provide some necessary notation and preliminaries to reprocuding kernel Hilbert space (RKHS) in this section.
Denote the marginal distribution of design points on X by P and let Ly(X) be the L, space with respect to PP. For

1/2
f,9: X >R let(f,g)2 = (/X f(%)g(x) dP(x)) denote the inner product.
Consider a continuous and positive definite kernel function K that satisfies the Hilbert-Schmidt condition:

/ K%(x,x')dP(x)dP(x") < co.
XxX

For any f € Ly(X), we define an integral operator Ty : L(X) — H via

Txf(x) = / K(xx')f(x)dP(x), x € X.
X
Mercer’s Theorem [Section 4.3 of 35] states that there exists countable pairs of eigenvalues and eigenfunctions
(pis ¥i)ien C (0,00) X Ly(X) of Tx such that
Tk =i, Vi €N,

where {1/;};2, form an orthonormal basis of Ly(X) and yy > p» > --- are non-negative with lim; . p1; = 0.
Furthermore, the kernel function K has the following expansion:

K(xx') =22 uti(x)¢:(x"), Vxx €X,

where the convergence of the series on the right-hand side is absolute and uniform over any x,x” € X. The
reprocuding kernel Hilbert space (RKHS) H associated with kernel K can be defined as

o 2
o= {f € LX) Il = ), <o fi= <, nmz},

which is equipped with the inner product (f, g)¢r = X2, figi/pi forany f =332, fivi and g = 3.2, g:¢; in H.
Now, consider an estimator of a function f; € H given by

f,\ = (TK + Aid)_l TKﬁ),

where id is the identify operator. It can be shown that fj is the solution to the following optimization problem
[54]:
fi=argmin {|If = fill3 + AIF1%} (A31)
feH

which is the population counterpart of the following KRR problem:
- 1 &
fi = argmin {; D () = folxi)? + AIIfII%} .
feH i=1
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The estimator f; in (A.31) can be obtained through the integral operator T; as f; = T; fo, where K is the equivalent
kernel for K: K has the same eigenfunctions as K but its eigenvalues are changed tov; = pi/(pi + A) fori € N,
ie,K(x,x') = Yoy vithi (x) i (x7). Let H be the RKHS associated with kernel K. We have H equivalent to H as a
functional space, but with a different inner product:

o9z =92+ Mf.n,

and the corresponding RKHS norm is || - || 5. For more details on equivalent kernels, we refer the interested reader
to [54] and Chapter 7 of [35].

C Random Design Setting

This subsection focuses on the analysis of predictive variance of SK in the random design setting, i.e., the design
points are randomly drawn from the input space X according to some distribution P. Our investigation builds on
the literature on the non-asymptotic error analysis for kernel ridge regression estimators [30, 54].

Consider the predictive variance o B(XO) given in (3). We have

0% 5(%0) < Zm(X0.%0) = Zm (%0, X) T (Em (X, X) + Viemand) ' Zmt (%0, X (A32)
where recall that Vi max = max V(x;)/n;. Define A := Vimax/(E%k) in this subsection. We can write the upper
o

bound for ¢ B(XO) given by the right-hand side of (A.32) as &2 (KXO(XO) EXO (xo)) , where Ky, (x') = K(x¢,x")

for any x’ € X and recall from Section 2.1 that K(x,x’) = Zm(x, x') /& for any x,x’ € X is the kernel function;
in addition,
Ky, (x') = K(x',X) T (K(X,X) + kAL) " K (X, xo). (A.33)

Inspired by [30] and [54], we realize that, for any given prediction point x, € X, I?XO (+) is the solution to the
following kernel ridge regression (KRR) problem with noiseless observations of Ky, at the design points:

k\x[] := argmin , (A.34)

geH

k
: Dtk 50 0"+ il

where H denotes the RKHS associated with kernel K, || - ||y denotes the norm equipped with H, and A represents

the regularization parameter. Hence, we can investigate the order of the upper bound &2 (KX0 (x0) — EXO (xo)) on

cri 5 (Xo) through studying the bias of the noiseless KRR estimator EXO.

C.1  Main Results

We are now in a position to state the assumption on the eigenfunctions of the kernel function K and the main
result that will be useful for establishing the convergence rate of the predictive variance under the supremum
norm in the random design setting.

Assumption 1. There exists a constant Cy > 0 such that |||l < Cy foralli € N.

Define & := sup, y K(x,x) and

v(A) = Z T (A.35)

which is often referred to as the effective dlmensmnahty of kernel K with respect to L,(X) [56]. It is follows

directly from Assumption 1 that ¥? < Cj/ Yo vi S y(A).
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Theorem 4. Under Assumption 1, it holds with probability at least 1 — § with any é € (0,1/3) that
C(k, k)

Kx _Ex oos—,.
1K = Kallo < 720005

Ac;y(/l), (A.36)

where

C(k, &) =

_,V2log(671) 4Kk+/21og(671)
K 4+ .
Vk 3vVk

In particular, taking § = k™10 yields

C(k.7) = PNT log ( 4kV20 [logk )

3 k

and choosing A such that k? = o(\/k/logk) simplifies (A.36) to
1K, = Kx,lloo < 22C3y(2) 5 Ay(2).

Theorem 4 follows from applying Lemma 4 and Theorems 1 in [30] to the noiseless KRR estimator I?xo given
in (A.33). For the sake of brevity, we omit the proof here. Notice that setting 6 = k~'° simplifies the bound in
(A.36) and facilitates further analysis. Such a choice is quite common in the nonparametric regression literature;
see, e.g., [31], [33], and [54]. Theorem 4 enables us to further investigate the convergence rate of ||Kx, — EXO [ oo
for commonly used kernel functions.

Polynomially decaying kernels. Kernels with polynomially decaying eigenvalues include those that underlie
the Sobolev spaces with different orders of smoothness. One popular kernel function belonging to this category
is the Matérn kernel when P is the uniform distribution on X [40].

-2v/d

Assumption 2. The eigenvalues of K, {;}72,, satisfy p; < j for somev > d/2.

Corollary 3. Under Assumptions 1 and 2, it holds with probability at least 1 — k™1 that
||KX0 _I’<\x0||oo S A%s (A37)

where A is chosen such that &% = 0(+/k/log k) holds. In particular, for any 0 < ' < A, it holds with probability at
least 1 — k™' for allx, € X that

Ky (%0) = Exo (x034") < Ky, (%0) = Exo (x0;4) S /12;;‘1 .

Proor. Under Assumption 2, by selecting j’ = |_/1_d/ (ZV)J where | x] denotes the greatest integer less than or
equal to x; we have from (A.35) that

-

0 1 J 1 o0
1) = — + < )~ = + A.38
}’( ) ; 1+j2v/dl ; 1+j2v/d/1 j:Z 1+12v/d/1 _]ZH 1+J2v/d/1 ( )
The last term in (A.38) can be further upper bounded as follows:
- 1 1 = 2v-d d d
— < - ——du=A"A"" | —— | =< A7, A.39
le 1+ j2vid} /ad/m) wrd = (Zv—d) (A39)

It follows from (A.38) and (A.39) that y(1) < Amdl@v) By choosing A such that that ¥ < y(1) = o(+/k/logk),
we have the upper bound in (A.37) follow from Theorem 4 immediately. The last statement follows since
Ky, (X0) — Kx, (x0; A) is a nonincreasing function of A. O
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With respect to Corollary 3, one viable choice of A is A = k™?(logk)?, where p > 0 and b € R. We can
-4
show that, if p = v/d and b > v/d, then ©* < y(}) < (k—P(logk)b) ¥ < kb(logk) 5t = o(y/k/logk). In

this case, it follows that ||Ky, — Exo o S I (log k)%b. Hence, with a high probability, for any x, € X,
ok8(X0) < S (logk) ZYT;db. Recall the definition A = V. max/(£2k); it is not difficult to allocate the simulation
budget to fulfill this choice of A. In case the budget allocation adopted makes A decay to zero at a faster rate than
the aforementioned case, Corollary 3 makes it clear that the corresponding upper bound on ||Ky, — EXU |lco and
hence the upper bound on the order of oy g(-) still hold; however, it can be loose and does not imply the optimal
convergence rate of oy g(+).

We can further extend Theorem 2 and study the order of the uniform error bound in the random design
setting as k,B — oo, when polynomially decaying kernels are adopted. We see from (8) that both y; 5(7)
and +/f (7) sup,c x ok,p(X) must converge to zero as k, B — oo to guarantee a vanishing approximation error
at Vx € X. Given the aforemeioned choice of A =< k™?(log k)b with p = v/d andb > v/d, we have that

lBim Yk.8(7) = 0 can be achieved if the grid constant as a function of k, 7(k), decreases sufficiently fast. Recall

3 _1
from (12) that yg.5(7) < ((ﬂk(f) (k) - kV;inin)z +1(k) + 7(k) - kkanm) . Assuming that Vi mae/Vimin < 00,
we have Vimin =< Vimax < k'"?(log k)b. Setting 7(k) = O(k™%) as k,B — oo with a = 2v/d ensures that

lim yg(7) = 0 and moreover yx g(7) =0 (\/ﬁk(r) SUp,¢ x Ok.B (x)) as k, B — oo. The latter follows from the

k,B— o0
_2v-d

fact that fr(7) = O(logk) due to (9) and ox g(x) = O (k i (log k)%b) at Vx € X thanks to Corollary 3.
Therefore, () + VBe(?) supye.x kn(x) < VBe(D) supgey 0n(9) = O (k™" (log k) “7°*% ) as ki, B — oo,

Exponentially decaying kernels. Consider kernels having exponentially decaying eigenvalues. Roughly speaking,
infinitely smooth stationary kernels belong to this category. One important kernel function that falls into this
category is the squared exponential or Gaussian kernel when P is the uniform distribution or normal on X
[39, 40]: K(x,x") = exp (—||x — x'||?/6) , where 6 > 0 denotes the lengthscale parameter.

1
Assumption 3. The eigenvalues of K, {y;}2,, satisfy u; < b/¢ for someb € (0,1).

j=r

Corollary 4. Under Assumptions 1 and 3, it holds with probability at least 1 — k™1 that
1Ky, = Ky lloo < A (log A7)%, (A.40)

where A is chosen such that ¥ = o(+/k/log k) holds. In particular, for any 0 < ' < A, it holds with probability at
least 1 — k™' for allxy € X that

—~ , —~ _\d
Ky, (X0) — Ky, (03 1") < Ky, (%X0) — Ky, (X054) $ A (log A1)
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—1\d
Proor. Under Assumption 3, by setting j* = “izi/bli ) J, we have from (A.35) that

Jj* o0

Y(A)_Z 1+/1,u_1 " Z

J=j*+1

log A~ o b

< v’
N (logb‘l) - _Z
Jj=j*+1

1+/1;1_1

< (log/l_l)d+/1_1‘/l - P dx. (A.41)
<lo§b—1)
Let t = {x!/¢, where { = —log b. Then b*"* = e~*, dx = (d{~9)t9-1dt, and the range of t is [log A~!, %0). Hence,
the second term on the right-hand side of (A.41) can be upper bounded as follows:

A S0 dx = )rlf e~ (dy™ 4 de
1

(&5=) og 1™
="ty e 't 1dt
logA—1
= A71d¢T (d log 471, (A.42)

where I'(s,u) = /uoo t5"'e~'dt denotes the upper incomplete gamma function; in our setting, s = d and u = log ™.
It is also known that I'(s, u) — u*~'e™ as u — oo. Therefore, (A.42) becomes

AT b dx = A7 74 (log A7H47 10 < (log A1) 1 (A.43)

(10;17’1 )
Hence, y(1) < (log A~1)? follows from (A.41) and (A.43). By choosing A such that that & < y(1) = o(~1/k/logk),
we have the upper bound in (A.40) follow from Theorem 4 immediately. The last statement follows since

Ky, (x0) — EXO (%05 A) is a nonincreasing function of A. O

Some comments follow from Corollary 4. One viable choice of 1is A = exp(—k%) for some p > 0. By choosing
p > 2d, it follows that k% < y(4) < kg = 0(+/k/log k). The high probability upper bound given by (A.40) in this
case follows as ||Kx, KXO oo S exp(—k%)k%. Therefore, it follows that with a high probability, for any x, € X,

or,B(X0) S exp(—%kp )k2p. Recall that A := Vi max/ (£2k); we see that it is possible to allocate the computational
budget to fulfill this choice of A. In case the budget allocation adopted makes A diminish at a faster rate than the
case discussed above, the corresponding upper bound on ||Ky, — EXO |lco and hence the upper bound on the order
of oy g(+) still hold; however, in this case the upper bound is not as tight.

Finally, we further extend Theorem 2 by discussing the order of the uniform error bound in the random
design setting as k, B — oo, when exponentially decaying kernels are adopted. We see from (8) that both y; 5(7)
and +/f (7) supy x ok,p(X) must converge to zero as k, B — oo to guarantee a vanishing approximation error

at Vx € X. Given the aforemeioned choice of 1 = exp(—k%) with p > 2d, we have that klim ves(r) =0
,B—00

can be achieved if the grid constant as a function of k 7(k), decreases sufficiently fast. Recall from (12) that

vis(7) < ((ﬁk(f) cz(k) - kViL m) +7(k) + (k) - KV, 2. | . Assuming that Vigmex/Vigmin < 00, we have Vigmin =
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Vimax < k exp(—kf%). Setting 7(k) = O (exp (—akf%)) where a > 2 ensures that kl}gm Yk,8(7) = 0 and moreover

Yes(7) =0 (\/,Bk(z') SUPge x O'k,B(X)) as k, B — oo. The latter follows from the fact that S (r) = O(k%) due to (9)
and oy g(x) =0 (exp(—%kf%)k%) at Vx € X thanks to Corollary 4. Therefore, yi g(7) + v/ (7) supyc x 0k,B(X) <
VP (1) supye x ok.B(x) = O (exp(—%k%’)k%) ask, B — oo.
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D Additional Figures for Section 6

D.1  Figures for the M/M/1 Queueing Example
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Fig. 6. Boxplots of log(Hmax) of Cley, Cly, and Cly, for the M/M/1 example obtained on 100 independent macro-replications

under the grid design with B = 25600.
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Fig. 7. Boxplots of log(Hmax) of Cley, Cly, and Cly, for the M/M/1 example obtained on 100 independent macro-replications
under the uniform design with B = 2560.
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D.2 Figures for Dimension-flexible Example

D.2.1 Additional Figures for the 1D Case. Figures 9 and 10 summarize the magnitudes of Hy.x (in a logarithmic
scale) of Clgy, Cly, and CI;, obtained with a total budget of B = 2560 and 10240, respectively. These figures
illustrate that, regardless of the kernel function adopted, different budget allocation schemes and design-point
sampling schemes (i.e., LHD and uniform) tend to yield similar patterns in Hp,,x magnitudes.
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Fig. 10. Boxplots of log(Hmax) of Cley, Cly, and Cl, for the 1D example obtained on 100 independent macro-replications
with B = 10240.

ACM Trans. Model. Comput. Simul.



A Uniform Error Bound for Stochastic Kriging: Properties and Implications on Simulation Experimental Design « 43

D.2.2  Additional Figures for the 5D Case. Figures 11 and 12 summarize the magnitudes of Hp,x (in a logarithmic
scale) of Clgy, Cly, and CI;, obtained with a total budget of B = 2560 and 10240, respectively. These figures
illustrate that, regardless of the kernel adopted, different budget allocation schemes and design-point sampling
schemes (i.e., LHD and uniform) tend to yield similar patterns in Hp,x magnitudes.
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Fig. 11. Boxplots of log(Hmax) of Cley, Cly, and Cl, for the 5D example obtained on 100 independent macro-replications

with B = 2560.
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Fig. 12. Boxplots of log(Hmax) of Cley, Cly, and Cl, for the 5D example obtained on 100 independent macro-replications
with B = 10240.
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