Electronic Journal of Statistics
Vol. 15 (2021) 5014-5066

ISSN: 1935-7524
https://doi.org/10.1214/21-EJS1912

On the inference of applying Gaussian
process modeling to a deterministic
function

Wenjia Wang

Hong Kong University of Science and Technology
Clear Water Bay, Kowloon, Hong Kong
e-mail: wenjiawang@ust.hk

Abstract: Gaussian process modeling is a standard tool for building emu-
lators for computer experiments, which are usually used to study determin-
istic functions, for example, a solution to a given system of partial differen-
tial equations. This work investigates applying Gaussian process modeling
to a deterministic function from prediction and uncertainty quantification
perspectives, where the Gaussian process model is misspecified. Specifically,
we consider the case where the underlying function is fixed and from a re-
producing kernel Hilbert space generated by some kernel function, and the
same kernel function is used in the Gaussian process modeling as the corre-
lation function for prediction and uncertainty quantification. While upper
bounds and the optimal convergence rate of prediction in the Gaussian pro-
cess modeling have been extensively studied in the literature, a comprehen-
sive exploration of convergence rates and theoretical study of uncertainty
quantification is lacking. We prove that, if one uses maximum likelihood
estimation to estimate the variance in Gaussian process modeling, under
different choices of the regularization parameter value, the predictor is not
optimal and/or the confidence interval is not reliable. In particular, lower
bounds of the prediction error under different choices of the regularization
parameter value are obtained. The results indicate that, if one directly ap-
plies Gaussian process modeling to a fixed function, the reliability of the
confidence interval and the optimality of the predictor cannot be achieved
at the same time.
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ments, uncertainty quantification, Matérn correlation functions.
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1. Introduction

Computer experiments are often used to study a system of interest. For example,
[36] studies a complex simulation model for turbulent flows in swirl injectors.
Other examples include [12], who estimates sexual transmissibility of human
papillomavirus infection, and [40], who uses the Cardiovascular Disease Policy
Model to project cost-effectiveness of treating hypertension in the U.S. according
to 2014 guidelines. In these examples, the simulators are expensive, and the
inputs/responses pairs are often not available for an extensive exploration of the
underlying function. One well-established approach for solving this problem is
the use of an emulator, which is an inexpensive approximation for the simulator.
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In computer experiments, the two major problems are prediction and un-
certainty quantification. Gaussian process modeling, which is a widely used
method in computer experiments, naturally enables prediction and statistical
uncertainty quantification. In the Gaussian process modeling, the underlying
function is assumed to be a realization of a Gaussian process. Based on the
Gaussian process assumption, the conditional distribution can be constructed
at each unobserved point in a region, which provides a natural predictor via
conditional expectation and a pointwise confidence interval. The pointwise con-
fidence intervals can be used for statistical uncertainty quantification.

However, in practice, the Gaussian process is usually misspecified. The re-
sponses of a computer model usually come from a deterministic function which
may not be a sample path of the Gaussian process used in Gaussian process
modeling, or may come from a smaller function space that has probability zero
[4, 11, 25, 55, 68]. For example, a function in an infinite-dimensional reproduc-
ing kernel Hilbert space is typically smoother than a sample path of the corre-
sponding Gaussian process [52]. Here, the word “corresponding” means that the
covariance function of the Gaussian process and the kernel function of the repro-
ducing kernel Hilbert space are the same, up to a constant multiplier. Therefore,
if one applies Gaussian process modeling to a function in the corresponding re-
producing kernel Hilbert space, a model misspecification issue occurs.

Despite this model misspecification, maximum likelihood estimation is com-
monly used to estimate unknown parameters in the covariance function within
the Gaussian process model [46]. Applying maximum likelihood estimation when
a model is misspecified may be problematic because the estimated parameter
can diverge as the sample size goes to infinity. For example, [67] shows that if the
underlying function is f(z) = 27 on [0, 1] and a Gaussian correlation function
is used in the Gaussian process modeling, the estimated variance can either go
to zero or infinity as the sample size increases to infinity. Another question is:
when the Gaussian process model is misspecified, are the confidence intervals
with estimated parameters reliable? In practice, it is often observed that Gaus-
sian process models have poor coverage of their confidence intervals [23, 30, 69].
One possible reason is that the Gaussian process model may be misspecified;
thus the confidence intervals may be inadequate for quantifying the uncertainty
of predictions.

In this work, we investigate the prediction and confidence intervals in mis-
specified Gaussian process models used to recover deterministic functions from
a frequentist view, i.e., assuming the underlying function is fixed but unknown.
This is different from the Bayesian perspective, where a Gaussian process prior
on the function space is induced. Specifically, we consider the following settings.

Settings 1.1. The underlying deterministic function f is fized and lies in a
reproducing kernel Hilbert space. A Gaussian process model is applied for pre-
diction and uncertainty quantification. The kernel function of the reproducing
kernel Hilbert space and the correlation function in the Gaussian process model
are the same.

In Settings 1.1, we assume that the variance in the Gaussian process model
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is unknown and needs to be estimated. For more on the formal settings con-
sidered in this work and more discussion, see Section 2.5. As stated before,
the model misspecification occurs under Settings 1.1. This model misspecifica-
tion does not change the form of the predictor (which is one reason that the
Gaussian process model is typically misspecified), but significantly changes the
uncertainty quantification results. We consider two cases: one case is that the
observations have no noise; the other is that the observations have noise. When
the observations have no noise, we show that if an estimated variance obtained
by maximum likelihood estimation is used in the confidence intervals, then the
confidence intervals are not reliable. Here, the reliability is used in the sense that
is to be introduced later; see Section 2.3. This suggests that, if the Gaussian
process model is misspecified, the confidence interval needs to be carefully con-
structed to quantify the uncertainties—not merely derived by the corresponding
Gaussian process model.

In many cases, computer experiments are stochastic, in the sense that stochas-
tic errors are introduced to simulate the randomness in real systems. A recent
overview of stochastic emulators is [8]. In stochastic computer experiments, a
regularization parameter is used to counteract the noise’s influence. The value
of this regularization parameter is usually a constant [3, 8, 14]. It is known that
the optimal convergence rate for non-parametric regression is determined by the
smoothness of the underlying function, denoted by v. The optimal convergence
rate is n” 2774, where n is the sample size, and d is the dimension of the input
space [53]. In this work, we show that if the regularization parameter value is
chosen to be a constant, the corresponding predictor is not optimal, in the sense
that the convergence rate of the prediction error is of a higher order than the
optimal rate. Furthermore, with an estimated variance obtained by maximum
likelihood estimation, we show that under different choices of the regularization
parameter value (not restricted to be a constant), the corresponding predictor
is not optimal, or the confidence interval is not reliable. We also derive some
lower bounds on the convergence rates of the prediction error of Gaussian pro-
cess modeling. These results suggest that we may lose the prediction efficiency
or reliability of uncertainty quantification if the Gaussian process model is mis-
specified and maximum likelihood estimation is used.

The rest of this paper is arranged as follows. In Section 2, we introduce Gaus-
sian process modeling, maximum likelihood estimation, and reproducing kernel
Hilbert spaces, as well as our definition of reliability of confidence intervals. The
main results of this work are also summarized in Section 2. In Sections 3 and
4, we present the main results of this work, under the case where observations
have no noise and the case where observations have noise, respectively. Simula-
tion studies are reported in Section 5. Conclusions and discussion are made in
Section 6. The technical proofs are given in Appendix.

2. Preliminaries

This section provides a brief introduction to Gaussian process modeling, max-
imum likelihood estimation, and reproducing kernel Hilbert spaces, which are
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used in developing the main results. We also provide our definition of the re-
liability of confidence intervals. Problem settings and a summary of the main
results are presented at the end of this section.

2.1. Gaussian process modeling

In this work, we consider applying Gaussian process modeling to a fixed func-
tion f, defined on a convex and compact set!  C R? with a positive Lebesgue
measure. Because the domain € is fixed, the corresponding asymptotic frame-
work is called fixed-domain asymptotics [50, 51]. Suppose we have n observed
pairs (zx,yx), k= 1,...,n, given by

yk = f(xr) + ek, (2.1)

where zj, € Q are distinct measurement locations (i.e., xp # x; for k # j) and
€ ~ N(0,02) are i.i.d. normally distributed random errors with variance o2 > 0.
If the observations are not corrupted by noise, we have o2 = 0, otherwise o2 > 0.
One popular method to recover the function f is stationary Gaussian process
modeling. Let Z be a stationary Gaussian process defined on R%. For the ease of
mathematical treatment, we consider simple kriging. Therefore, we assume Z has
mean zero, variance o2 and correlation function ¥, denoted by Z ~ GP(0,02¥).
The correlation function W is stationary, i.e., the function value of ¥(z, ') only
depends on the difference x — 2’; thus we can write ¥(z — 2’) := U(x,2’). We
also assume W is strictly positive definite and integrable on R?, and ¥(0) = 1.
By Bochner’s theorem (Page 208 of [19]; Theorem 6.6 of [64]) and Theorem 6.11
of [64], there exists a function fy such that

U(h) = /R e fy (w)dw

for any h € R?. The function fy is known as the spectral density of Z or . In
this work, we suppose that fy decays algebraically, i.e., satisfies the following
condition.

Condition 2.1. There exist constants co > ¢; > 0 and v > d/2 such that, for
all w € RY,
(14 [lwl3) ™ < folw) < (1 +[w]3) 7",

where || - ||2 denotes the Euclidean metric.

One example of correlation functions satisfying Condition 2.1 is the isotropic
Matérn correlation function [51], given by

Var(h) = frrgemr @VEOlAL) Ko (250l ll). (22)

1 This condition can be relaxed to a compact set satisfying interior cone condition and
with Lipschitz boundary; see [1, 64] for discussion of these conditions. In fact, the compactness
and convexity imply the interior cone condition and Lipschitz boundary; see [26, 41].
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with the spectral density [57]

,d/QF(D +d/2)

L)
where ¢, > 0, and K is the modified Bessel function of the second kind. By
setting v = 7 + d/2, we can see U, satisfies Condition 2.1.

Another example of correlation functions satisfying Condition 2.1 is the gen-
eralized Wendland correlation function [9, 13, 21], given by

fowiv,0) = (4576%)7 (456* + |w][3)~7+4/2),

u? — h?)" 1 —u)Hdu, 0<h<1,

1 1
Yaw (h) = { Bn D) Jn U o

)

where k > 0 and p > (d+1)/2+ k, and B is the beta function. It can be shown
that ey also satisfies Condition 2.1; see Theorem 1 of [9].
Suppose we are interested in the value of Z(x) on €2 and we observe data

zj=Z(xj) +€5,5=1,..,n, (2.3)

where z;, € Q are distinct measurement locations (ie., zx # x; for k # j)
and €}, ~ N(0,02) are i.i.d. normally distributed random errors with variance
02 > 0. Conditional on Z = (z1,...,2,)7, Z(z) is normally distributed at point
x. Note that Z is a random vector, where the randomness is induced by Z(z;)
and €;. The conditional expectation of Z(z) is given by

E[Z()|2] = r(e)" (R + ul,) ' 2, (2.4)

where 7(z) = (¥(z —21),...,¥(z—2,))T, R = (V(zj — xk))k, I, is an identity
matrix, and g = 02/0?. The conditional expectation is a nature predictor of
Z(z), and it can be shown that the conditional expectation (2.4) is the best linear
unbiased predictor [46, 51]. A predictor given by Gaussian process modeling is
then the conditional expectation of Z(z).

In addition to prediction, uncertainty quantification plays an essential role in
statistics. Gaussian process modeling enables statistical uncertainty quantifica-
tion via confidence intervals [45, 46]. Conditional on Z, the conditional variance
of Z(z) is given by

Var[Z(x)| 2] = 0*(1 — r(z)T (R4 pI) " r(z)),

where R, r(x) and p are as in (2.4). Let ® denote the cumulative distribution
function of the standard normal distribution N(0,1) and let gg = &~ (1 — 3/2)
denote the (1 — 3/2)th quantile, where 8 € (0,1). A level (1 —3)100% pointwise
confidence interval on point « € Q can be constructed by

Clyp(x) = [E[Z(2)| 2] — cn,p(2),E[Z(2)| 2] + cnp(2)],
where

n(2) =01_5/2\/Var Z(@) 2] = @12/ 0*(1 = ()T (R + pul) ' (),
(2.5)
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and r(z) and R are as in (2.4). The confidence interval is often used in the
numerical simulations to show the uncertainty quantification results in Gaussian
process modeling. A few examples are [4, 22, 28, 65].

Recall that we apply Gaussian process modeling to the deterministic function
f. Therefore, we treat the observations Y = (y1, ...,y )T as the observations from
the Gaussian process Z. The predictor of f(x) becomes

fn(@) :=E[Z(@)|y1,...,yn) = r(@)T (R4 pul,) Y,z € Q, (2.6)
and the confidence interval becomes

Clyp(2) = [fa(2) = cn5(@), fr(2) + cnp(2)]; (2.7)

where ¢, g(z) is as in (2.5).

2.2. Mazximum likelihood estimation

Recall that we consider that the underlying function is deterministic and lies
in some reproducing kernel Hilbert space (see Settings 1.1). The Gaussian pro-
cess modeling is used for prediction and uncertainty quantification, where the
correlation function is the same as the kernel function of the reproducing ker-
nel Hilbert space. Despite the model misspecification issue, i.e., the underly-
ing function is typically smoother than the sample path in the corresponding
Gaussian process, maximum likelihood estimation [45, 46, 51] is often used to
specify the parameters values that are not pre-determined in the covariance
function o?¥(- — ). Let Wy be a family of correlation functions indexed by
0= (61,...,0,)T € © CRY, and R(0) = (Vp(x; — xx)) k. By direct calculation
and reparametrization, it can be shown that, up to an additive constant, the
log-likelihood function is (Page 169 of [51]; Page 66 of [46])

YT(R(0) + pl,) 'Y

2 . __n 2 1
00,0% 1; X,Y) = -5 logo® — = logdet(R(0) + ul,) — 5,2

2
(2.8)

The maximum likelihood estimate of the unknown parameters 0,02, ;1 can be
found by maximizing the log-likelihood function. In practice, it is often assumed
that the scale parameter, which is ¢ in (2.2) if a Matérn correlation function
is used, and the variance o2 are unknown and need to be estimated [5, 10, 27,
29, 34, 35, 45, 46, 51]. The smoothness parameter 7 in the Matérn correlation
function (2.2) is usually pre-determined. We will discuss the parameter u later.
The consistency of parameter estimation has been studied in literature under
the assumption that the underlying truth is a realization of a Gaussian process
[2, 9, 32, 37, 61, 72, 73, 75]. In particular, [9, 32, 61, 72, 75] show that the
parameter estimation can be inconsistent and only the microergodic parameter
can be estimated. For details of microergodic parameters, see [39]; also see pages
163-165 of [51].
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If the underlying truth is a fixed function that is not a sample path of the
Gaussian process used in the Gaussian process modeling, to the best of our
knowledge, the only related work is [67]. In [67], it is shown that if the underlying
function is f(z) = z7 with v > 0 defined on [0,1] and a Gaussian correlation
function is used in the Gaussian process modeling, the estimated variance can
either go to infinity or converge to zero as the sample size increases. Other works
related to the parameter estimation under model misspecification include [6, 7].

In this work, we do not consider the consistency of parameter estimation,
but we investigate the influence of parameter estimation on the prediction and
uncertainty quantification of Gaussian process modeling under model misspec-
ification. For the ease of mathematical treatment, we assume ¥ is known. It
follows the standard arguments that the maximizer of (2.8) with respect to o2
is

62 =YT(R+ pl,) " 'Y/n. (2.9)

Similar settings have also been considered by [31], where they call o a scale
parameter and consider only estimating o. In practice, p is usually imposed as
a constant [14], estimated by the sample average if there are replicates on each
measurement location [3], or estimated via maximum likelihood estimation [62].
We mainly focus on the first approach (using an imposed fi,,) and note that
the results can be easily generalized to the case of using the second approach.
The third approach is much more complicated, and we do not consider it in the
present work. Here we use ji,, to stress the difference, because it may not be
the true value of p. Recall that the underlying truth is a deterministic function
from a frequentist point of view. Thus there is no definition of the “true” value
of o%. Tt is also not clear what is the “true” pu = 02/02. In this work, we call
i, a reqularization parameter, because this parameter is imposed. Nevertheless,
we consider that the value of the regularization parameter fi, can increase or
decrease with the sample size and is not restricted to be a constant.

By plugging in estimated (and imposed) parameters, we can obtain the corre-
sponding predictor and confidence interval. We use f,,(z) to denote the predictor
with imposed fi,, on an unobserved point z, i.e.,

fu(x) = ()" (R + finln) Y, (2.10)

where r(z) and R are as in (2.4). By plugging 62 as in (2.9) and fi, into (2.7)
and (2.5), we obtain the estimated pointwise confidence interval on point x €

Clp5(x) = [ful@) = En,(x), ful@) + énp(@)), (2.11)

where

5 (2) =12\ /2 (1 — ()T (R + fin ) ~r(2)), (2.12)

and f,(z) is as in (2.10). In (2.12), we impose a regularization parameter ji, >

0 if 02 > 0, and set i, = 0 if 02 = 0. Note that the estimated variance

62 is not present in (2.10); thus it does not influence the predictor. However,
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62 appears in (2.11) and as we will see later, it influences the reliability of
the confidence interval; thus the uncertainty quantification results of Gaussian
process modeling.

2.3. Reliability of confidence intervals

In practice, the Gaussian process model is often misspecified. The underlying
fixed function may lie in a subspace of the support of the corresponding Gaussian
process and the subspace may have probability zero, or may not even be in
the support. This model misspecification may influence the reliability of the
confidence interval thus the quality of uncertainty quantification. However, it is
not possible to quantify the reliability of confidence intervals without having a
clear definition of the term “reliability”. In this section, we first review some
possible ways to define the reliability, and propose our definition of the reliability
of confidence intervals.

Recall that in this work, we assume that the underlying truth is a determinis-
tic function. Therefore, we mainly consider the reliability of confidence intervals
for a fixed function. Let g € G be a fixed function, where G is a Hilbert space of
functions equipped with norm || - ||g. Let Ix g be a linear predictor for a function
g € G, where X = {z1,...,x,} C  is the set of measurement locations. The
predictor Ixg depends on X and observations. Suppose the observations are

y§g) for j = 1,...,n, given by

yy? = g(x;) + 5, (2.13)
where €;’s are i.i.d. noise realizations of a random variable with mean zero and
variance 02 € [0, 00). Typically, Ixg is a linear combination of the observations,
i.e., has the form

Ixg(z) = > bj(x)y” (2.14)

for point x € ), where b;’s are functions not depending on g but can depend
on X. Let Clxg(z) = [Ixg(x) — ag(z), Ixg(x) + ag(z)] be an imposed level
(1 — $)100% pointwise confidence interval on point x € 2 (determined by the
uncertainty quantification method that a user applies), where 5 € (0,1) and
ag is a non-negative function. Clearly, this imposed confidence interval may
not have confidence level (1 — 38)100%. We want to define the reliability of this
imposed confidence interval. Note that CIx g and ag can depend on X, but
we suppress the dependency for notational simplicity. Also note the confidence
interval on point x is centered at Ixg(x).

Probably the most natural way to define the reliability is by the definition
of confidence intervals. This approach is considered by [48]. Consider the prob-

ability Py (g(x) € CIx g(x)) for point x € 2, where P, refers to the distribution

of ygg)7 ...,ySﬁ’ as in (2.13), where the “true” g is given. If confidence intervals
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are reliable, the probability P,(g(z) € CIx g(x)) should be close to the nom-
inal level (1 — 8)100%, or at least larger than (1 — 5)100% (conservative). In
[48], a function defined on [0, 1] and a Brownian motion prior are considered.
The measurement locations are equally spaced. Under these settings, [48] shows
that C'Ix g can be conservative or unreliable, depending on the smoothness of
g. However, as stated in [48], the exact formulas strongly depend on the equally
spaced measurement locations and cannot be easily extended to a more general
choice of measurement locations.

Another probability-based definition of reliability of confidence intervals is
by the average coverage probability (ACP) [43]. In [43], confidence intervals
are considered to be reliable if the ACP for the function g and the confidence
interval OIX”g

n

% > P(g(x;) € Clx pla;))

Jj=1

is close to the nominal level (1 — 5)100%, where z; and g(x;) are as in (2.13).
This definition only quantifies the reliability of the confidence interval on the
measurement locations and does not count the confidence interval CIx g(z) at
any unobserved point x € Q. Therefore, the ACP is not suitable to be used for
quantifying the uncertainties because if the observations are noiseless and an
interpolant is used, the ACP is always equal to one.

Coverage rates are often used to assess the reliability of the confidence interval
in the field of computer experiments [30, 34, 54]. The coverage rate is defined
by

Vol({z|g(z) € Clx5(x)})
Vol(Q) ’

(2.15)

where Vol(A) denotes the volume of a set A C £ with respect to the Lebesgue
measure. A practical way to compute the coverage rate is by random sampling.
Suppose 7, ..., xy are N uniformly distributed points in . Then the coverage
rate can be approximated by

card({)|g(z}) € CIx g(a})})
N b

where card(B) denotes the cardinality of a set B. However, we find it is hard to
theoretically investigate the quantity (2.15), because {z|g(z) € CIx g(z)} can
be irregular and hard to characterize.

In this work, we consider the ratio of the prediction error and the width
of the confidence interval, given by (g — Ixg)/|CIx g|, where |CIx g| = 2ag
denotes the width of CIx g. We use the convention 0/0 = 0 if |CIx g(z)] =0
for some z € (2. If the confidence interval CIx g is reliable, the width of the
confidence interval should be large enough to cover the difference between the
predictor Ixg and the true function g with high probability such that the ratio
lg(x) — Ixg(z)|/|CIx g(x)| is small for € . In particular, we consider the
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1/p
expectation (E||(gfIXg)/|CIXﬁ|||}£ (Q)) for 2 < p < oo (we assume it
p
exists; if it does not exist, then the confidence interval is thought to be not
reliable), where the expectation is taken with respect to the noise and the set of

measurement locations X, and || f||z, () is the L,-norm of f € L,(Q2), defined
by

11 = [ )P

1/p
The expectation (IEH(g —Ixg)/|CIx gl HZ,(Q)) is the L,-norm on the proba-

bility space (A, B, P), where A is the sample space, B is the Borel algebra, and P
is the probability measure induced by the noise € and X. Note that the random-
ness in (g — Ixg)/|CIx g| does not come from the function g, because g is fixed
from a frequentist perspective. Because we are interested in the scenario when
the number of measurement locations increases, we consider an infinite sequence
of the set of measurement locations, denoted by X = { X1, Xo, ..., X, ...}. With-
out loss of generality, we assume that card(X,) = n, where n takes its value
in an infinite subset of N_. We call X a sampling scheme, as in [56]. In the
rest of this work, we suppress the dependency of X on n for notational simplic-

1/p
ity. If the confidence interval CIx g is reliable, (]E||(g —Ixq)/|ICIx g HIEP(Q))

should be small, at least should be less than a constant that does not depend
on the sample size. From a standard frequentist perspective, we consider the
minimaz setting, i.e., we consider the worst case.

According to the prior knowledge on the function g, we consider two subcases.
Recall that g € G, where G is a Hilbert space of functions equipped with norm
|- 1lg. The first subcase is that ||g||g is upper bounded by some known constant.
Without loss of generality, assume this known constant is one, i.e., the function
g lies in the unit ball of G. We say the confidence interval CIx g is L,-weakly-
reliable, if

p 1/p
s (El(g—Lxg)/ICLIxsll}, ) <C (2.16)

9€9,llgllg=<1

holds for all X € X and all n, where C' is a constant not depending on n. In
other words, the confidence interval is weakly-reliable if it is reliable in a ball of
G with certain radius. However, in practice we cannot always expect ||g|lg to be
bounded by a known constant. Since g is a fixed function in G, we know ||g|g is
finite. Therefore, for any increasing sequence {ay },>1 not depending on g and
lim,, —, o0 @, = 00, there exists an N such that for all n > N, ||g|lg < a,. We say
the confidence interval C'Ix g is Ly-strongly-reliable, if there exists an increasing
sequence {ay },>1 not depending on g such that lim,,_, a, = co and

1/p
s (g~ Ix9)/ICIx gl o))~ <C' (2.17)

9€G,llgllg<an
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holds for all X € X and all n, where C” is a constant not depending on n. Here
we note that the constants C and C’ can depend on X'. Roughly speaking, a con-
fidence interval is strongly-reliable if it is eventually reliable in the entire space
G as the sample size increases to infinity. We summarize the above arguments
in the following definition. Note in Definition 2.1, we suppress the dependency
of X on n for notational simplicity.

Definition 2.1. Let § € (0,1) be fized, and X be a sampling scheme. Let Ixg
be a linear predictor as in (2.14) and n = card(X) be the sample size. Let
CIx g be an imposed level (1 — 3)100% confidence interval centered at Ixg with
lim,, o0 SUP,eq |CIx g(z)| = 0, where |CIx g(x)| is the width of Clx g(x).

For2 <p < o0, Clx g is said to be L,-weakly-reliable if (2.16) holds for all
n, and is said to be Ly-strongly-reliable if there exists an increasing sequence
{an}n>1 not depending on g, and lim,_,o a, = 00 such that for all n, (2.17)
holds, where C and C' are constants not depending on n but possibly depending
on p, B, and X. The expectation is taken with respect to noise and X .

Remark 2.1. In Definition 2.1, the reason we require the width of the confidence
interval satisfies limy, o0 SUp,cq |CIx g(x)| = 0 because we want the confidence
interval to provide some information, otherwise we can select a wide confidence
interval (for example, CIx g(x) = [Ixg(xz) —n,Ixg(x)+n] for all x € Q) which
can cover g(x) and does not provide any useful information.

Definition 2.1 is motivated by the properties of confidence intervals of Gaus-
sian process. Let Z ~ GP(0,0%¥) be a Gaussian process defined on 2. On
point x € Q, let IS)Z(x) = E[Z(x)|Z], where E[Z(x)|Z] is as in (2.4). It can
be seen that Ig(l)Z is a linear predictor and has the form as in (2.14). Let
C1I, g(x) be the confidence interval as in (2.7). Furthermore, assume the obser-
vations are not corrupted by noise, which implies 02 = 0 and u = 0. Consider

(1) » 1/p . ..
(EH(Z -Iy Z)/|Cln7[3|||LP(Q)> . We have the following proposition.

Proposition 2.1. Let Z, I;UZ, C1I, g be described above, and 3 € (0,1). Then
we have

1/p

(BIZ - 192)/ICLusll; ) =C (2.18)

holds for all n and any 2 < p < oo, where C' is a constant only depending on p,
B and .

It can be seen that our definition of reliability stated in Definition 2.1 is anal-
ogous to (2.18). According to Definition 2.1, if a confidence interval Clx g is
reliable, then for any fixed constant ¢ > 0, cClx 5 := [Ixg(x)—cag(x), Ixg(x)+
cap(x)] is also reliable. Furthermore, the “less than or equal to” relationship in
Definition 2.1 encourages a wider confidence interval. Therefore, our definition
of the reliability is more like a necessary condition rather than a sufficient condi-
tion. One way to specify the constant in Definition 2.1 is by using the constant
C in Proposition 2.1. However, one can argue that this constant may not be
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appropriate because unlike the unbiased predictor [g(l)Z , Ixg is usually a bi-
ased predictor, and the constant in Proposition 2.1 may not be large enough
to cover the bias. Practitioners may also consider other constants to counteract
the model misspecification. How to choose an appropriate constant is out of the
scope of this work, and we do not make any further discussion.

2.4. Reproducing kernel Hilbert spaces and power functions

In this subsection, we review reproducing kernel Hilbert spaces and power func-
tions, which are closely related to the Gaussian process model. Under the set-
tings of computer experiments, if 4 = 0 in the Gaussian process model, the
right-hand side of (2.6) is called a kriging interpolant [63], denoted by

Ty x f(x) = r(x)"R™Y, (2.19)

where X = {z1, ..., z,, } denotes the set of measurement locations. Note that =, €
Q are distinct measurement locations and W is strictly positive definite, thus R is
invertible. In the area of scattered data approximation, the interpolation using
operator Zy x is also called radial basis function approximation. A standard
theory of radial basis function approximation works by employing reproducing
kernel Hilbert spaces. One way to define the reproducing kernel Hilbert space
generated by a stationary correlation function is via the Fourier transform,
defined by

F(f)(w) = (2m)~42 . flz)e ™ “d

for f € Li(R?%). The definition of the reproducing kernel Hilbert space can be
generalized to f € Lo(R?) N C(R?). See [20] and Theorem 10.12 of [64].

Definition 2.2. Let ¥ be a stationary correlation function that is integrable on
R?. Define the reproducing kernel Hilbert space Ny (R?) generated by ¥ as

Nu(RY) := {f € L2(R) NC(R?) : F(f)//F(¥) € La(RT)},

with the inner product

FNWTFQE)

() nra (rty = (2m) =2 Rt F(P)(w

For a positive number v > d/2, the Sobolev space on R? with smoothness v
can be defined as

H"(RY) = {f € La(R") - |[F(N)O)IL+ ] - [3)"/? € La(RT)},

equipped with an inner product

(9 me gy = (2m) /2 y FH@)F(g) @)1+ [|w]3)” dow.
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It can be shown that H” (R?) coincides with the reproducing kernel Hilbert space
Ny (RY), if ¥ satisfies Condition 2.1 ([64], Corollary 10.13, also see Lemma C.3).
This equivalence allows us to evaluate whether a predictor in a reproducing
kernel Hilbert space is optimal; see Section 4 for more details.

Reproducing kernel Hilbert spaces can also be defined on a suitable subset
(for example, convex and compact) 2 C R?, denoted by Ny (Q), with norm

1 fllne ) = nf{ || fellng k) : fE € No(RY), fela = f},

where fg|o denotes the restriction of fr to €. Sobolev spaces on ) can be
defined in a similar way.
If f € Ng(Q), there is a simple error bound ([64], Theorem 11.4):

1f (@) = Zo x f(2)] < Pox (@) fllaw @) (2.20)

for each x € ), where Py x is a function independent of f. The square of Py x
is called the power function, given by

P\%,,X(x) =1- r(m)TR_lr(x)
for each = € Q, where r(x) and R are as in (2.4). In addition, we define

Py x := sup Py x (). (2.21)
zeQ
Note that the power function Py x and its supremum Py x only depend on X,
Q) and V¥, and does not depend on the observations.

2.5. Problem settings and summary of results

In this work, we consider the inference of misspecified Gaussian process mod-
els. Specifically, we consider prediction and uncertainty quantification when ap-
plying Gaussian process modeling to a fixed function f € Ng(Q), under the
following misspecified model assumption.

Assumption* 2.1 (Misspecified model assumption). The function f is a real-
ization of a Gaussian process with mean zero and covariance function oW with
a finite o > 0.

We use an asterisk “*” to denote that Assumption™ 2.1 is a misspecified
assumption, and is not true. After the earliest version of this work was sub-
mitted, Assumption* 2.1 was also considered by [31]. Under Assumption* 2.1,
we incorrectly assume f is a realization of Z ~ GP(0,0%¥) for f € Ng(Q).
Assumption* 2.1 is a misspecified model assumption because if Z ~ GP(0,02¥),
then P(Z € Ny (€2)) = 0 since ¥ satisfies Condition 2.1 and  is convex and
compact with positive Lebesgue measure [16]. In fact, the smoothness of the
sample paths are at least d/2 different from the smoothness of the correlation
function, if v in Condition 2.1 is larger than d [52]. The different assumptions of
f € Ng(Q) and f is a realization of Z ~ GP(0,02¥) yield the same predictor,
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but the prediction error analysis methodologies are completely different. For
discussion of these two different assumptions, see [47].

Under the misspecified model assumption Assumption® 2.1, one can use max-
imum likelihood estimation to “estimate” the unknown parameters and impose
confidence intervals. Of course, this is questionable, but it is widely used in prac-
tice as stated in Section 1, and also in numerical examples showing in research
papers. In these synthetic numerical examples, the test function is typically cho-
sen to be a fixed function with closed form (and usually infinitely differentiable),
which naturally satisfies the condition f € Ng(€Q). Under Assumption* 2.1, we
show the following results:

(i) If the observations are not corrupted by noise, then the confidence interval
is not L,-weakly-reliable for p € (2, 0], and is not Lo-strongly-reliable.

(ii) If the observations are corrupted by noise, then the confidence interval
is not Lo-strongly-reliable, or the predictor is not optimal, in the sense
that the predictor does not achieve the optimal convergence rate under
Lo metric.

In the rest of this work, we will use the following definitions. For two posi-
tive sequences a, and b,, we write a,, < b, if, for some constants C,C’" > 0,
C < ap/b, < C'. Similarly, we write a,, 2 b, and b, < a, if a, > Cb, for
some constant C' > 0. For notational simplicity, we will use C, C’, C1, Cs, ... and
1,M0, M, --- to denote the constants, of which the values can change from line to

line.

3. When the observations are noiseless

In this section, we consider the case that the observations have no noise. We call
this case deterministic case, because several measurements at the same location
will always lead to the same response.

3.1. The unreliability of the confidence interval

We focus on the Matérn correlation function, defined in (2.2). Since ¢ and ¥ are
known, we can let ¢ = 1/(2v/7), because otherwise we can stretch the region
Q to adjust the scale parameter ¢. After a proper reparametrization, we can
rewrite (2.2) as

1

\IIM(h) = F(V _ d/2)2u—d/2—1

v—d
RIS~ K, _aya(||h]]2) (3.1)

for h € RY, where v > d/2. We set ¥ = U, in this section.

Recall that in the deterministic case, 02 =0, thus ¢, =0, k= 1,....,n, u =0
and fi, = 0. The predictor f,(z) in (2.10) becomes a kriging interpolant (2.19),
ie.,

falz) = Ty x f(z) = r(z)TR™'Y (3.2)
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for any point x € , where r(x) and R are as in (2.4), and Y = (y1,...,yn)".
Because the observations are not corrupted by noise, we have yr = f(xy), for
k = 1,..,n. Note that in (3.2), the variance is not present and there is no
estimated or imposed parameter.

As stated in Section 2.3, for 8 € (0,1), an imposed confidence interval with
estimated variance at point x € ) can be constructed by plugging fi,, = 0 in
(2.11). The confidence interval is given by

Clnp(x) = [fa(@) = Enp(@), fulz) + Enp(@)], (3.3)
where
én5(2) =01_p/20/62 (1 — r(2)T R-17(x)), (3.4)
and 62 =YTR™'Y/n.

Since the underlying function f is fixed and f € Ny (), we can apply (2.20) to
derive an upper bound on the prediction error | f(z) — fn (2)] for 2 € Q. By (3.3),
at point z, if f(z) € é\ln,ﬁ (z), we have | f () — fu(2)| < é,5(z). Comparing this
inequality with (2.20), and noting that &, g(r) < 6Py x(x), if the confidence
interval is reliable, intuitively, it can be expected that &2 should be close to
Ilf H,Q\/q,(g)- However, this is not true. From the identity [64]

I1f = Zw x Fl Xy @) + 1T x FllRe ) = IR )5 (3.5)

it can be seen that 62 = HI\IJ7XfH_/2\/'\I,(Q)/n < ||f||i[q}(m/n = O(n™1), which is
not close to || f ||f\/\p (@) s n becomes larger. This indicates that ¢, g is too small
to be used in constructing confidence intervals. Following this intuition, we show
that the confidence interval is not reliable, as stated in Theorem 3.1. We need
the following condition. Recall that we suppress the dependency of X on n for
notational simplification.

Condition 3.1. Let X = {x1,...,2,}, thus n = card(X). The fill distance of
X, defined as
h :=sup inf -z
X,Q zlelgziféx |z — |2,

~1/d

satisfies hx o <n , for all X € X, where X is a sampling scheme.

Condition 3.1 can be easily fulfilled. For example, sampling schemes with
grid points satisfy Condition 3.1. In fact, any quasi-uniform sampling scheme
satisfies Condition 3.1, as shown in the following proposition.

Proposition 3.1 (Proposition 14.1 of [64]). Let X be a sampling scheme. Sup-
pose there exists a constant C' > 0 such that for all X € X, hx o < Cqy,
where
= i P — 2.
RS & I

Then we have hx o < n=Y?. Such sequence X is said quasi-uniform.
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By the definition of fill distance, it can be seen that

QC U B(Cck,h)gg),
k=1

where B(zy, hx o) denotes the Euclidean ball centered at xj with radius hx q.
Therefore, a comparison of volumes yields

dj2
< — nhd W;
Vol(©2) < nVol(B(0, hx q)) nhX’QF(d/2 1)

Hence, for any set of measurement locations X with card(X) = n, hx o > n~ /4.

By (2.20), (2.21) and Lemma C.2 in Appendix C, a set of measurement locations
with small fill distance is desired, because we want the measurement locations
to be spread in €2 as much as possible. Because quasi-uniform sampling schemes
achieve the optimal rate of fill distance, they are widely used in computer exper-
iments. Thus we believe Condition 3.1 is satisfied in many practical situations.

The following proposition provides an upper bound on |C1,, g(z)|, which im-
plies lim,, 00 SUP,cq |C/'\Ing(x)\ = 0. Proposition 3.2 is a direct result of Lemma
C.2 and the relationship 62 < Hf”/Q\/q,(Q)/”v thus the proof is omitted.

Proposition 3.2. For any fized sampling scheme X satisfying Condition 3.1,
we have that |CI, g(z)| < Cn~4.

Under Condition 3.1, we have the following theorem. Note that f € Ng(Q)
and ¥ is a Matérn correlation function defined in (3.1) with v > d/2 imply
f e H"(Q); thus f € Lo (Q).

Theorem 3.1. Suppose 2 < p < oo, § € (0,1) are fized, and o = 0. For any
fized sampling scheme X satisfying Condition 3.1, we have that

sup  ||(f = fu)/ICTnplllL, ) > Cn/> 1P (3.6)

£l A (2) <1

holds for all n. For any increasing sequence {an tn>0 satisfying lim,_,o a, = 00,
we have that

sup  [[(f = fu)/ICLaglll o) = Clan (3.7)

1fllarg (2) <an

holds for all n. In (3.6) and (3.7), fn is as in (3.2), é\'In’g is as in (3.3), C
and C' are positive constants depending on p, B, Q, ¥ and the constants in
Condition 3.1, and do not depend on n.

Remark 3.1. After the earliest version of this work was submitted, a related
result has appeared as Theorem 3.2 of [31], which showed that for any function

FeN(Q), I = Fa)/ICTn gl i) < Cnt/2.

Theorem 3.1 states that if one uses the estimated variance 62 derived by
maximum likelihood estimation to construct a pointwise confidence interval, the
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confidence interval can be unreliable. The confidence interval is not L,-weakly-
reliable for 2 < p < oo as in (3.6), i.e., for any M > 0 and sufficient large n, there
exists a function f in the unit ball of Ay () such that ||(f—fn)/|C/’\In7/3| Iz, >
M. Furthermore, the confidence interval is not Lo-strongly-reliable as in (3.7),
i.e., for M > 0 and sufficient large n, there exists a function f € Ng () such that
II(f— fn)/|C/’7ng | zo() = M. Therefore, it may not be appropriate to quantify
the uncertainties by using the confidence interval derived by Gaussian process
modeling for a deterministic function lying in the corresponding reproducing
kernel Hilbert space if there is no noise.

3.2. Some reliable confidence intervals under Assumption* 2.1

We adopt a reviewer’s suggestion and consider two other approaches to imposing
62 (1) setting it equal to a constant; and (2) removing the 1/n factor from the
maximum likelihood estimate. Note that in both cases, Lemma C.2 and Condi-
tion 3.1 imply that |C T, g(z)| < Cn~"/4+1/2; thus lim,, 0 SUp,eq |CInp(2)| =
0. If we set 52 to be a positive constant, the corresponding confidence interval
is Loo-weakly-reliable (thus is L,-weakly-reliable for 2 < p < 00) but not Le-
strongly-reliable, as stated in the following theorem.

Theorem 3.2. Suppose § € (0,1) is fizred, and o = 0. Let ¥ = Uy, where Uy
is as in (3.1). Let C1, 5 be as in (3.3) but with 6% = 1. For any fized sampling
scheme X satisfying Condition 3.1, we have that

sup  |(f = f)/ICTnplll L) < 1/(201-5/2) (3.8)
1 fllavg ) <1

holds for all n. For any increasing sequence {an tn>0 satisfying lim,,_,o a, = 00,
we have that

I(f = F)/ICTa gl o0y = Cay, (3.9)

sup
1 fllag (2) <an

holds for all n. The constant C is positive and depends on p, 3, Q, U and the
constants in Condition 3.1, but does not depend on n.

Next we discuss the second approach, removing the 1/n factor from the max-
imum likelihood estimate. By this approach, the constructed confidence interval
Cl, p is as in (3.3) with 62 = YTR™1Y = ||I\1,,Xf||/2v\y(9). From the identity
(3.5), it can be seen that if || f — I\p,Xinf\p(Q) converges to zero, YT R™1Y con-
verges to Hf”/Q\f\p(Q) However, in general Hf_I\II,XfH?\/‘P(Q) is not o(1) [18]. There-

fore, we need to impose a stronger condition on f such that ||f — I@Xf“?\&,(g)
converges to zero and the corresponding confidence interval is reliable. Define
an integral operator T : Lo(Q2) — Lo(02) by

Tu(z) = /Q U(x —y)v(y)dy, ve L), x€Q,
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and
T(L2(Q2)) = {f|f = Tv,v € La()}.

If f € T(L2(Q2)), the following lemma states that [|f — Zy x fllng @) S Pw.x-
Note that by Lemma C.2, Py x = o(1); thus || f — I‘I”Xf”if\p(sz) = o(1).

Lemma 3.1. Suppose f € T(L2(2)). Then we have

If = Zo.x flinve@) < CPux T fllLa)
where Py x 15 as in (2.21), and C only depends on €.

Lemma 3.1 can be derived directly by the proof of Theorem 11.23 in [64]
and the fact Py x < 1; thus the proof is omitted here. We have the following
theorem, which states that the confidence interval constructed by the second
approach is asymptotically reliable for a fixed function f.

Theorem 3.3. Suppose 5 € (0,1) and f € T(L2(QY)) are fized, and o. = 0.
Let O = Wy, where Wy is as in (3.1). Let C/'\In”g be as in (3.3) but with
62 = YT'R™YY. For any fized sampling scheme X satisfying Condition 3.1,
there exists N > 0 depending on V¥, Q, f and the constants in Condition 3.1,

such that for alln > N,

I1(f = F)/ICTn sl ooy < C,

where C is a positive constant only depending on f, ¥, , and (3.

Although Theorem 3.3 does not imply that the confidence interval is Lo-
strongly-reliable because the sample size N depends on f, it can provide a
guideline for practitioners to construct confidence intervals for deterministic
functions. Whether the confidence interval with 62 = YT R™'Y is L..-strongly-
reliable and the confidence interval with constant 62 is L,-strongly-reliable (p <
o0) will be pursued in future works.

4. When the observations are noisy

In this section, we consider the case that the observations are corrupted by noise.
We call it stochastic case, because multiple evaluations of the function on the
same measurement location may have different observations. The observations
yr’s are given by (2.1). In the stochastic case, the variance of noise 02 > 0. In
this section, we still assume f € Ng(Q) in (2.1) is a fixed function. Under the
misspecified assumption Assumption® 2.1, we use fn (z) defined by

ful@) =r(@)T(R+ finl,) 'Y (4.1)

to predict f(z) on a point x € Q, where r(z) and R are as in (2.4), and
Y = (y1,...,¥n)". Through this section, we assume that the measurement loca-
tions 1, ..., , are drawn uniformly from the input space 2, and fi,, < n® with
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a € R. It is obvious that « should be less than one in order to make meaningful
predictions. In particular, if « = 0, then fi, is at a constant rate, which is widely
used in computer experiments [8, 14]. If replicates on the same measurement
location are available, then [3] sets fi, to be the sample variance of these repli-
cates, which also converges to a constant as the number of replicates on each
measurement location goes to infinity. It is well-known that if o« = d/(2v+d), fn
achieves the optimal convergence rate n~ %+ under Ly metric [53, 58]. In the
following theorem, we show that if @ # d/(2v+d), the optimal convergence rate
is not achieved. Recall that we use C,C’, C1, Cy, ... and 1,19, 11, ... to denote the
constants, of which the values can change from line to line, and x;’s are drawn
uniformly from €.

Theorem 4.1. Suppose fi,, < n® with o < 1, and the correlation function ¥
satisfies Condition 2.1. Let f, be given by (4.1). Let X = {x1,...,x,}, where
T1, ..., Ty are uniformly distributed on Q C R, Under the stochastic case (o >
0), the following statements are true for all n.

(i) Suppose 1 > o > #id' With probability at least 1 — Cy exp(—Can™),

N 1 2v
sup If = fallf ) = Can™ 2 aia, (4.2)
FENw ()1 fllnvg () <1

w + 1) /4 € (0,1/4). In particular, with probability at least

1—Cyexp(—Csn"),

where n = (

P —(1— 2v
sup Eellf - an%Q(Q) > Con~ (2w (4.3)
FENT Q)11 g (0 <1

(ii) Suppose a < 2uc-l¢—d' With probability at least 1 — C7 exp(—Cgn'),

sup Ec|lf— fnlliz(ﬂ) > Con™, (4.4)
FENT ()| fllng () <1

where ng = min (=3, (1 —a)£ —1) > —%id. In (i) and (i), the constants
C;’s and n1,m2,m3 are positive and depending on ¥, Q and o2 but not depending
on n, and the expectation is taken with respect to ey ’s. The probability of (4.2)
is with respect to X and € ’s, and the probabilities of (4.3) and (4.4) are with

respect to X.

Theorem 4.1 provides non-asymptotic lower bounds on the mean squared
prediction error under different choices of the regularization parameter value. In
particular, it shows that if a # d/(2v + d), the optimal convergence rate cannot
be achieved with high probability, as summarized in the following corollary.

Corollary 4.1. Suppose ji, < n®, the correlation function ¥ satisfies Condition
2.1, and o € (—o00,d/(2v+d))U(d/(2v+d),1). Let f, be given by (4.1). Under

the stochastic case (o, > 0), we have that

s E(If = fallZ,q) = O
FENS (), fllng (<1
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holds for all n, where n > ——23V

rq and C' > 0 are constants depending on ¥, €1,

and o2.

Corollary 4.1 states that with the uniformly distributed measurement loca-
tions, the value of « other than d/(2v + d) cannot lead to the optimal predictor.
This is intuitively true because the regularization parameter fi,, determines the
trade-off between the bias and variance. It is well-known in the literature that
by choosing o = d/(2v + d), we can achieve the best trade-off between the bias
and variance. If a > d/(2v + d), the bias becomes large, and the variance is
small. On the other hand, if @ < d/(2v + d), the variance is large, and the
bias is small. In both cases, we cannot achieve the best trade-off between the
bias and variance, and have a slower convergence rate of the prediction error.
To the best of our knowledge, it has not been presented in the literature that
by choosing the regularization parameter value other than the rate nTid, the
optimal rate cannot be achieved.

Next, we consider the uncertainty quantification for fn Recall that for g €
(0,1), at point € Q, the confidence interval constructed by Gaussian process
modeling is given by

Clo () = [fu(@) = En (@ fin), (@) + (5 fin)],

where

b s (@3 fin) =01 52\/2 (1L~ r(@)T (R + fiul) 'r(2)),  (45)

and 62 =Y (R + jin1,)"'Y/n.

The following proposition states that |C/’tfn5(x)| = 20y, 3(; fin) converges to
zero with 0 < o < 1.

Proposition 4.1. Under the conditions of Theorem 4.1 and 0 < a < 1, it holds
that with probability at least 1 — Cy exp(—Can™), cp g(z; fin)? < an_w
for all n, where Cy,Cs,C3 and n are positive constants depending on W,<), and
o2,

Proposition 4.1 is a direct result of Lemmas F.6 and F.8 in Appendix F, and
implies lim,, o sup,cq |CI, g(x)| = 0if 0 < a < 1. Intuitively, when « is large,
the bias is large. Therefore, the confidence interval, which is a reflection of the
variance, is not wide enough to capture the bias. As a consequence, the confi-
dence interval CI,, g is not reliable. On the other hand, a smaller regularization
parameter value lets the variance dominate. Therefore, the variance dominates
the confidence interval; thus the confidence interval should be reliable. The re-
sults related to the reliability of the confidence interval C'I, 5 are presented in
the following theorem. In Theorem 4.2, recall that z1, ..., z,, are drawn uniformly
from Q, and |C1I, g(z)| = 2¢, g(; fin).

Theorem 4.2. Suppose [i, < n® with o < 1, and the correlation function ¥
satisfies Condition 2.1. Fixz § € (0,1). Under the stochastic case (oc > 0), the
following statements are true for all n.
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(i) Suppose a > ﬁ. With probability at least 1 — Cy exp(—Caon™),

sup Ecl[(f = fa)/en,p (5 fin)l7 0y = Cn™. (4.6)
FENw ()l fllarg (o) <1

(i1) Suppose 0 < o < ﬁ. With probability at least 1 — Cs exp(—Cyn"?),

sup Ecllf = fallZ,0) < CBellén s )7 ) (47)
FeENw () fllng () <VIogn

Suppose o = ﬁ. Then for any increasing positive sequence {an n>o satisfying
limy, o0 an = 00,

sup Ecll(f = fa)/En,6 (5 i)l 7o) = Can. (4.8)
fGN‘I’ (Q)’”f‘l?\/’\p(gz)san

(11i) Suppose a < 0. With probability at least 1 — Cs exp(—Cgn'),

sup Ell(f = fn)/En5(5 fin) 13500 < C (4.9)
FENw (@)1 fllrg (2 <logn

In (4.6)-(4.9), fn is as in (4.1) and &, 5(-; fin) is as in (4.5). In all state-
ments, the expectation is taken with respect to € = (ey,...,e,)T, and the con-
stants C',C",C"", Ci’s and n;’s are positive, and depend on ¥, Q, B and o?
but not depending on n. The probabilities are with respect to X.

As direct results of Theorem 4.2, we have the following corollary, which states
the results related to the Lo-reliability of the confidence interval CI,, g(x).

Corollary 4.2. Suppose [i, < n® with « < 1, and the correlation function ¥
satisfies Condition 2.1. Fiz B € (0,1). Under the stochastic case (oe > 0), the
following statements are true for all n.

(i) Suppose o > ﬁ. We have

s B (0 = fa)/Fn s i) 3o ) = Cn™
FENw () fllag () <1

(11) Suppose 0 < o < ﬁ. We have

sup Ellf = falZ,@) < C'EBléns (s i)l -
FENw () fllag () <Viogn
_ _d
Suppose o = 5,7
hmn—)oo ap = OO,

Then for any increasing positive sequence {an }n>0 satisfying

sup E (110 = fu) /(5 in) i) = Can.
FENw(Q),IIf 137, @y San
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(i1i) Suppose a < 0. We have

sup E (I(f = fu) onCs i) 3y) < C
FENT (), fllng () Slogn

In all statements, the constants C',C",C"", C;’s and n1 are positive, and only
depend on ¥, Q, B and o2 but not depending on n.

Note that Theorem 4.2 and Corollary 4.2 do not make any theoretical as-
sertion about Lo-weak-reliability under the case 0 < a < #id’ and Lo-strong-
reliability under the case 0 < a < ﬁ. As (4.7) indicates, we conjecture
that the constructed confidence interval under the stochastic case is La-weakly-
reliable if o = ﬁ, and is Lo-strongly-reliable if 0 < o < ﬁ. We also note
that (%i) in Corollary 4.2 does not imply the Lo-strong-reliability since we do
not confirm the width of the confidence interval converges to zero when a < 0.

Combining Corollary 4.1 and Corollary 4.2 suggests that if one applies the
prediction and uncertainty quantification procedure from Gaussian process mod-
eling to a deterministic function with noisy observations, the optimality of
the predictor and the Lo-strong-reliability of the confidence interval cannot be
achieved at the same time.

As a by-product of Theorem 4.1, we show that if the observations are not
corrupted by noise, and a regularization parameter is used as a counteract of
the potential numerical instability [44], then with uniformly distributed mea-

surement locations, the prediction error can be controlled.

Theorem 4.3. Suppose 0 = 0, i, < n® with o < 1, and the correlation
function ¥ satisfies Condition 2.1. Then for all n, with probability at least 1 —
C1 exp(—Cayn™), we have

d

If— fn”sz(Q) < Csmax (n(afl)(lf%)’nf(lfz)) ,

where C1,Co,C3 and n1 are positive constants depending on ¥, Q, and f.

Theorem 4.3 is a direct result of Lemma F.8 in Appendix F. Theorem 4.3
states that fn defined in (4.1) converges to the true underlying function f, even
if the observations are noiseless. Note that in this theorem, it is allowed that
the regularization parameter value increases as the sample size increases.

5. A numerical example

We present a numerical example to illustrate the results in Section 3, where we
show that the confidence interval is not reliable in the deterministic case.

Recall that Theorem 3.1 states that there exists a function with smoothness
(at least) v such that the confidence interval is not L,-reliable. However, such a
function is generally not straightforward to find. In this section, we numerically
illustrate that there exists a function such that the confidence interval is not
L,-reliable.
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Consider the following function [23],
f(z) =sin(4z) — 0.02¢1 (x; 1.57,0.05) (5.1)

for € [0,1], where ¢1(-; J,, Jo) is a Cauchy density with mean J, and spread
J,. In [23], it is shown that using a Gaussian correlation function yields a poor
coverage rate. In this section we use a Matérn correlation function. The nu-
merical results suggest that with a Matérn correlation function, the Gaussian
process model does not provide an L,-reliable confidence interval. As in Section
3, we compute

I(f = Fu)/ICLn gl (50)»

where f is as in (5.1), f, is as in (3.2), C/’\In”g is as in (3.3), and p = 4. We use
a Matérn correlation function as in (3.1) with v = 3.5. It can be checked that
[ € Ny, ([0,1]). We consider the 95% confidence interval constructed by the
Gaussian process modeling. Thus, 8 = 0.05. We set the number of measurement
locations as n = 20k, k = 2,...,20, and the measurement locations are grid
points. We use

500

) = Fuan)l®
= 500 Z |cznﬂ<x]>|4 52

to approximate ||(f— fn)/\CIn 5|||L4 (q)> Where x;’s are the first 500 points in the
Halton sequence [42]. This should give a good approximation since the points
are dense enough. We add a jitter 1078 to stabilize the computation of the
matrix inverse in (3.2) and (3.3). The results are shown in Panel 1 of Figure 1.

We use the following approach to numerically show the rate of divergence of
the ratio of the prediction error divided by the width of the confidence interval.
By Theorem 3.1, we have

sup [[(9 = 30)/ICTn,plll1, () = Cn. (5:3)

llgllarg () <1

Taking logarithm on both sides of (5.3), we have

log | sup (9= 9n)/|CLngll L,y | = logn +logC. (5.4)
llgllng o) <1
We regress
500
Z |f(5) = fulay)|*
500 £ \Cfnﬁ(%)\‘*

on logn. If the regression coefficient is larger than one, it indicates that the
results in Theorem 3.1 hold. The results are shown in Panel 2 of Figure 1.
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Fic 1. Panel 1: Plot of £ in (5.2) with 62 = YTR™1Y/n. Panel 2: The regression line of
log € on logn. The dashed line shows the regression line. FEach point denotes log& for each
number of measurement locations. The regression coefficient is 1.548. Panel 3: Plot of log &
with 62 = C. Panel 4: Plot of log€ with 62 =YTR-1Y.

Next, we consider two approaches for constructing confidence intervals de-
scribed in Section 3.2. Similarly, we compute

1 500 | f(z;) — fn(xj)|4
500; IClop(a)4 (5.5)

with 62 = C and 62 = YTR™'Y in C/?n,ﬁ, respectively, where C' is a constant
satisfying Hf”/Q\/\p([o,u) < C. In this example, we set C' = 2YTR™1Y, where
Y = (f(1), -, f(F1000)) 7, R = (¥(%; — &1))jk, and #;’s are 1000 grid points.
Since YTR™'Y should be a good approximation of ||f||/2\/\1/([0,1])’ C' should be a
valid upper bound of || f H/2\/q,([0,1])' The results are shown in Panels 3 and 4 of
Figure 1.
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It can be seen from Panel 1 of Figure 1 that £ in (5.2) increases as the number
of measurement locations increases. From Panel 2 of Figure 1, we can see that
the regression line fits the data relatively well. The regression coefficient is 1.548,
which is larger than one. This gives us an empirical confirmation that our results
in Theorem 3.1 are valid, and there exists a function such that the confidence
interval is not Ly-reliable. As indicated by Figure 1, we believe the results in
Theorem 3.1 can be improved. In Panel 3, although the ratio increases, the
largest value of the ratio is only about 10™*. Panels 3 and 4 indicate that the
two approaches in Section 3.2 can provide reliable confidence intervals. It can be
seen that the confidence interval derived by setting 62 = C may be conservative
(the ratio is very small). Therefore, other uncertainty quantification methods
may be considered if the underlying function is known to be in some reproducing
kernel Hilbert space.

6. Conclusions and discussion

In this work, we consider the prediction and uncertainty quantification of the
Gaussian process model applied to a fixed function in the corresponding re-
producing kernel Hilbert space from a frequentist perspective. The model is
misspecified under Assumption® 2.1. We consider two cases, the deterministic
case, in which the observations are noiseless, and the stochastic case, where the
observations are corrupted by noise. In both cases, we assume that the variance
is estimated by maximum likelihood estimation, according to Assumption* 2.1.
In the deterministic case, we show that the constructed confidence interval in
the Gaussian process model is not L,-weakly-reliable for p > 2, and is not Lo-
strongly-reliable. We also present two reliable confidence intervals under some
scenarios. In the stochastic case, the regularization parameter value is assumed
to be at a certain rate. We show that the predictor derived by the Gaussian
process modeling is not optimal and/or the constructed confidence interval is
not Ls-strongly-reliable. These results indicate that the optimal predictor and
Lo-strong-reliability cannot be achieved at the same time if the Gaussian pro-
cess model is misspecified. As by-products, we obtain several lower bounds on
the mean squared prediction error under different choices of the regularization
parameter value.

In the Gaussian process model, it is often assumed that there are some un-
known parameters, and maximum likelihood estimation or Bayesian methods,
are used to estimate these parameters, even if the Gaussian process model is
misspecified. Prediction performance of the Gaussian process model with max-
imum likelihood estimation under misspecification has been studied by [49, 7].
In [49], they show for periodic functions, under some situations, the misspecified
Gaussian process model with maximum likelihood estimation can still work well
in terms of prediction. If the underlying truth is indeed a Gaussian process, us-
ing a misspecified correlation function and maximum likelihood estimation may
not have desired prediction performance, as suggested in [7].

In addition to prediction, uncertainty quantification is another important
problem in computer experiments. Because the Gaussian process model has a
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probabilistic structure, models based on Gaussian process modeling are usually
validated via confidence intervals. In order to test the performance of these
models, typically, several simulations are conducted. In some literature, the
test function is selected to be a deterministic function with a closed form. In
these cases, the Gaussian process model is usually misspecified, i.e., the function
may not be a sample path of the corresponding Gaussian process. However, an
imposed pointwise confidence interval is still constructed and used to quantify
the uncertainty. It has been observed that Gaussian process models often have
poor coverage of their confidence intervals [23, 30, 69]. There is no theoretical
result explaining this phenomenon from a frequentist perspective to the best
of our knowledge. Our results provide some insights on explaining the poor
coverage of the confidence interval, and a better understanding of the model
misspecification in Gaussian process modeling.

Several statistical inference methods have been studied if the confidence in-
terval is not derived directly from the Gaussian process modeling. Most of them
are from a Bayesian perspective. For example, in [48, 74], credible intervals are
constructed and analyzed for Gaussian process models (or particularly Brownian
motion). Additionally, [70, 71] derive finite sample bounds on frequentist cover-
age errors of Bayesian credible intervals for Gaussian process models. Therefore,
one can also use other inference methods besides the confidence interval in the
Gaussian process modeling.

Several problems are not considered in this work. First, we only consider
uniformly distributed measurement locations in the stochastic case, where fixed
designs are not considered. Second, we only consider the case that the regu-
larization parameter value is predetermined with a certain rate. We could not
confirm similar results if we use maximum likelihood estimation to estimate the
regularization parameter value, or select parameter values using other criteria
as in [33]. Also, we do not consider using maximum likelihood estimation to
estimate the parameters of the correlation function W. Therefore, a thorough
investigation of applying maximum likelihood estimation under misspecification
is needed. Third, as discussed in Section 2.3, Definition 2.1 is a necessary con-
dition. One possible way to improve this definition is to restrict the L,-norm of
the ratio such that it is bounded away from zero.

Appendix A: Notation

We use (-, ), to denote the empirical inner product, which is defined by
(Fg)o = £ oyl
yd)n = n £ )9\ Tk

for two functions f and g, and let ||g]|> = (g,9)» be the empirical norm of
function ¢. In particular, let

<€7 f>n = % Z Ekf(xk>
k=1
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for a function f, where € = (ey1,...,€,)T. Let a V b = max(a,b) for two real
numbers a,b. We use H(-, F,|| - ||) and Hp(-,F,|| - ||) to denote the entropy
number and the bracket entropy number of class F with the (empirical) norm
| - ||, respectively. Without loss of generality, we assume Vol(f2) = 1 in the
Appendix.

Appendix B: Proof of Proposition 2.1

By (2.7) and (2.5), it can be seen that |Cl, g(x)| = 2q,_g/2+/ Var[Z(x)|Z] for
a point z. By Fubini’s theorem,

T) — ) x))P

BIZ 10 2)/\Chsll o = | oA
:/ 22T(2)  (/Var[Z(2)[Z])
veo VT Ci(y/Var[Z(z)|Z])P

dx

= 027
where the second equality can be derived by the calculation of pth moment of

normal distribution. See [60].

Appendix C: Proof of Theorem 3.1

The proof of Theorem 3.1 relies on approximation numbers. The nth approxi-
mation number of the embedding id : H(2) — L,(€2), denoted by b,,, is defined
by

b, = inf{||id — L||, L € L(H"(Q), L,(Q)), rank(L) < n}, (C.1)
where L(HY (), L,(£)) is the family of all bounded linear mappings H"(£2) —
L,(2), || - || is the operator norm, and rank(L) is the dimension of the range of

L. In (C.1), we define rank(L) = 0 if L(f) = 0 for all f € H”(Q). Therefore,
it can be seen that [|id|| = by > b > ... > 0. Lemma C.1 states a property of
approximation numbers [18].

Lemma C.1. Suppose p > 2. The approzimation number b, defined in (C.1)
satisfies that for alln € N,

v

en 4TI <b, <cgndT2T5, (C.2)
where ¢1 and co are two positive constants depending on 0, v and p.

Lemma C.2 is a direct result of Theorem 5.14 of [66], which provides an upper
bound on Py,, x defined in (2.21).

Lemma C.2. Let Q) be compact and convex with a positive Lebesgue measure;
Uy be a Matérn correlation function given by (3.1). Suppose Condition 3.1
holds for a sampling scheme X. Then there exist constants c,c; depending only
onQ, X, and v in (3.1), such that Py,,; x < en—dts provided that n=its < ¢
and X € X.
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Lemma C.3 is a direct result of Corollary 10.13 in [64] and the extension the-
orem [15]. Lemma C.3 states that the reproducing kernel Hilbert space Ng ()
coincides with the Sobolev space with smoothness v H”(2), for correlation func-
tions satisfying Condition 2.1.

Lemma C.3. Suppose Condition 2.1 is satisfied. We have the following.

1. The reproducing kernel Hilbert space N (R?) coincides with the Sobolev
space with smoothness v H”(R?), and the norms || - || x, way and || - || zrv ray
are equivalent.

2. Suppose 1 is compact and convexr. Then the reproducing kernel Hilbert
space Ny () coincides with the Sobolev space with smoothness v H” (),
and the norms || - ||ar () and || - || gv(q) are equivalent.

Now we are ready to prove Theorem 3.1.
By Lemma C.1, there exists a function ¢,, € H"(Q) satisfying ||¢n || g+ (o) =1
such that

2v

2w 2
cn” 4 TTE < o _I‘I’:X(ZS”H%P(Q)’

since Zg x is a rank n linear operator. By Lemma C.2, (3.5), and Lemma C.3,
we have for sufficiently large N such that N —4t2 <¢ and for all n > N ,

@
n

—YTR'Y(1 —r(x)"R r(z)) <
Cy

n

énp(r)? = YT'RT'YP, x

2v

_2v 03 —2v _2v
< ||¢n||/2\fw(sz)” aH < 7||¢n||%{v(sz)n Tt = Cyn~

for any = € Q, where Y = (¢, (21), ..., dn(2,))T. Let f in (3.6) be equal to ¢,.
Therefore, we have

2\ 2 20 _2
I(f = fa)/enpllZ, () = Callf = FullZ @n'® > Csn' "5,

which finishes the proof of (3.6).
The case p = 2 can be proved similarly. The only difference is that we let
[ = an¢y, such that ||andnllgv Q) = an.

Appendix D: Proof of Theorem 3.2

We first show that (3.8) holds. Plugging ¢, s(x) = ¢1—g/2 Py x (2), it suffices to
show

<1

f(@) = fulx)
P\p,X (.’E)

holds for all f with || f||a7 ) <1 and x € Q. This is a direct result of (2.20).
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The second inequality (3.9) can be shown by a similar approach as in the
proof of Theorem 3.1. By Lemma C.1, there exists a function ¢, € H"(Q)
satisfying ||¢p || v (o) = 1 such that

o
cn 4 + < ||¢n 7I‘I’,X¢n”%x(§2)'
By Lemma C.2, we have

~ _2v _2v _2v
énp(r)? < Cl||¢n||3\fq,(g)n it < CQ”QSn”sz(Q)’ﬂ @t = Cyp =t

for any z € €2 and sufficiently large n such that nTatz <. Letting f = a,,¢n,
we have

1(f = fn)/én,ﬁ”%oo(ﬁ) = Czan,
which finishes the proof.
Appendix E: Proof of Theorem 3.3

By plugging ¢, () = q1—5/2VYTR™Y Py x(z), it suffices to show that there
exists N > 0 such that for all n > N,

f(@) = fn(@)
A% YTR_1YP\1/7X (1‘)

By (2.20) and Lemma 3.1, for sufficiently large n, it can be seen that

<C.

. 2
f(SU) - fn(x) < ||f||/2\/\11(9) _ Hf”?\/’\p(ﬂ)
VYTRY Py x(z)| ~YTRTY  Ifl3q @ — If = Zoxfl3n @
1B
o ||fH/2\/‘I,(Q) - CQP\%/,X”T_lf”QLQ(Q)
2
||f||/\/q,(g) < %,

>~ — 2v —_
||fH/2\/\I,(Q) —Cin~7d Jr1||T 1f||2L2(Q)

where the first inequality is by (3.5), and the last inequality follows from n=d T+l
converges to 0. Then we finish the proof.

Appendix F: Proof of Theorem 4.1

Recall that in the stochastic case, we assume x1,...,z, are drawn uniformly
from 2. Before we show the proof of Theorem 4.1, we first present some lemmas
used in this section. Note that the proof of Lemma F.1 is based on Lemma 8.4
of [58]; thus it is omitted here. Lemmas F.2 and F.3 are Theorem 10.2 of [58]
and Theorem 2.1 of [59], respectively.
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Lemma F.1. Suppose €1, ...,€, are independent and identically normally dis-
tributed variables. Then for allt > C, with probability at least 1—C exp(—Cat?),

s 1_|<; 9>n|2i <tn73.
9N @) ||glln > (91137, (o

Lemma F.2. Suppose f € H*(Q) and fi,;,! = Op(n_ﬁ). Then we have

£ LA d—2v  _d
— Jnlln = Up{Unn n i [in ,
If = Falln = Op(AZn~2 v n' & i, 1)
A 4 _2vtd
anHNq,(Q) =0p(lVnwj, ¥ ),

where f,, is defined as in (4.1).

Lemma F.3. Let R :=sup;cr || fllz. (), K = supser | fllL. (), where F is a
function class. Then for all t > 0, with probability at least 1 — exp(—t),

MR (K, F)+REVI  4J% (K, F)+ K2t
e NG - ; :

sup |17 = 111,
fer

where Cy is a constant, and

1 2
J2 (2, F)=Cj infE{z/ \/H(uz/Q,f, | Il 2o (o)) du + \/ﬁzﬂ] , (F.1)
6>0 F)

with Cy another constant.

The following lemma is a Bernstein-type inequality for a single function g.
See, for example, [38].

Lemma F.4. Suppose X;, i = 1,...,n are uniformly distributed on 2. Let
Zi = (19113, 0/ VoUS) — 9(X)*)/19ll3s, (0 for @ function g € Ny/(Q). Suppose
|Zi| < b for some constant b > 0. For all t > 0, we have

i=1

which is the same as

2
(IIgIILz(Q)/Vol(m_ llgll2 >t)<exp[_ nt?/2 }
||9||/2\/"I,(Q) HQHE\&,(Q) - N E(Z12)+bt/3

Lemma F.5. Assume for class G, sup,eg |91 (@) < K <1, and the bracket

2
entropy Hp(6,/Vol(€),G, || - lL.(2) < W; and nd;, — oo, where

Vol(Y) denotes the volume of Q and 0 < §,, < 1. Then we have

: ||9H2 ) 2 /72
P inf — 5t — < | < Crexp(—Cand; /K*),
(|g|L2<mzzan,geg 1911Z, 0 1 ( /K
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and

2
P( su H%i > 772) < Czexp(—Cynd2 | K?),
g1l 0 >28m,9€6 19117, )

for some constants n1,me > 0 and C;’s only depending on Q.

Lemma F.6. For any p < n® with 0 < a < 1, with probability at least 1 —
Cexp(_nn)a

EYT(R+ pL,)~'Y = o2,
n

where Y = (y1, ..., yn)T with yp defined in (2.1), and R is as in (2.4). Further-
more, if p=! = Op(n_ﬁ), then

EYT(R+ uL) 'y — o2

n
i probability.

Lemma F.7. Suppose A, B and C € R™ ™ are positive definite matrices. We
have

tr(A+ B)(A+ B+ C)™Y) > t(A(A+C)7Y),
and
tr((A+ B)*(A+ B+ C)7%) > tr(A*(A + O)7?).

Lemma F.8. Suppose f € Ng(Q) and 0 < a < 1. With probability at least
1 — Cyexp(—Can™), we have

(f(@) = r(@)" (R4 i) " (X)) < (1= 7(@)" (R + finn) (@) f1 Ry ()
and
1= r(2)T(R+ jindn) ‘r(z) < nle-D0-35)

where r(x) and R are as in (2.4), i, < n®, and f(X) = (f(x1), ..., f(z,))7T.

We first state the intuition behind the proof. Direct calculation shows that
Ee”f - fn”%z(ﬂ)

:&Luuww@UK+m&r%mrwmﬁK+mur@%x

:ﬁ/#mﬂK+marM@M+/uwwmeK+marvawm.
Q Q

variance bias
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If /iy, is large (a0 > ﬁ), the bias dominates. Therefore, to obtain a lower

bound of the mean-squared prediction error for the case a > Tdﬂp we only

need to obtain a lower bound of the bias term. On the other hand, if /i, is small

(o < 55 d) we only need to obtain a lower bound for the variance term.
Now we present the proof of Theorem 4.1. We first consider the case a >
By the proof of Lemma F.6, it can be seen that

21/+d

o= argmin (1370 — g + B ol ). (R

geNw () \T i

In the rest of proof we will write f,, as f for simplification. Plugging (2.1) into
the objective function of (F.2), we have

1 s T
=3 i = F@)? + Bl o
i=1
=1 = FI2 +2(e, f = Pra+ Z &+ F 1R (F.3)

By Lemma F.1,

e f = Fral < =315 = AN = AIE, 0,

with probability at least 1 — Cy exp(—C5t?). By Lemma F.2 and the triangle
inequality, . X

I1f = Flive@) < I llva@) + 1 lve @) < Cs.
Therefore, (F.3) can be lower bounded by

n

) S (TR () SR 1

i=1

>|f = fI2+ Z?+ " F 1 e = 2CstnEIf = fll . (FA)

By Lemma F.2 and the interpolation inequality, we have || f g (@) < Ca, and

11l < C||f||L2(Q)||fHHV(Q) < et fllnwi < (@ vV 1)Cy < Cs.
Let F = HY(C5), where HY(C5) denotes the ball in the Sobolev space HY (2)
with radius C5. Thus, the bracket entropy number can be bounded by [1]

1 d/v
Ha oo | o) < o5 )

and f € F. Hence, J2 (Cs,F) in (F.1) can be bounded by

2

1
J(Co ) = €2t B|Cs [\ [HCs /2 F. o)+ i
5
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, Lo\ g2
< C — d
sale () o
d/v
=302 (—> < Cyp. (F.5)
By Lemma F.3, for all ¢ > 0, with probability at least 1 — exp(—t),

2R/ Cio + RCs\/t  4C1o + C2t
su > = lIF13 <C ( + >,
feg‘llfll 117, < Cn NG -

where R = sup ez || || £, (@) Choosing t = n', where = (w + 1) /4,

for sufficient large n, we have that the right-hand side of (F.4) can be lower
bounded by

fia L B g a a2 1
1F = F1% + S R ) = 2050 21 = flln > + =D el

=1
> _ £112 & £112
2\ f = fllz,@ + - 1 v )
1 Al d
— Cion IR — Cion! = Crgn™n 3| f = flI

- 01371"%_%%("_1)(1__)/453(1_5) — 01371"71_%n(”_l)(1_%)/2 + L D€

where we also apply Jensen’s mequality

1__
Case 1: If 2C5nn "2 | f — f||L2 <|If— f||L2(Q), then we have || f — f||L2(Q

(277 1) 2y+d
Case 2: If 2C3n'n~ 2||f f||L2(g) > || f = f||2L2(Q)7 we have ||f — fHLQ(Q) <
C4n®"~ Y25 | Consider function class G = {g l9llz,0) < Cun®~V=iayn
F,we have f — f € G and Rg = sup,eg 19l 2.0) < Cun®~V=Fa. By (F.6),
we have for sufficient large n,

PP T 1 a1
|\f—f|\i+—"||f||2wm—203n"n 2 f = flla ®
_ _ 11—
> f = fI ) + 22 Nl @) — Cran® V2R — Cian™™! — Cign™n™ 2 R ™

_ Clgn’?n—%n“?—”(l——)/‘lR( -£) Cl3nnn—%n(n—1)<1—%)/2

A ﬂn _1 1) (1— 4
ZHf - f|‘%2($2) + ?”f”.%\/\p(ﬂ) - C157’Ln’]’L 2’]7,(277 1) 2u+d(1 21/). (F?)
Let
fi = argmin [|f — g||L2 Q) + HQHN\I,(Q (F.8)

gENT ()
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Therefore, by (F.2), we have
17 =PI+ 26,7 = P B2 )
<IF = Al + 266 f = )+ P2 e
which, together with (F.4) and Lemma F.1, implies
17 = FI2 + 22013, ) — 205217 — I
<If = Al + 20 7~ A E B AR (R)

By (F.7) and (F.9), we have

1) (1— -4
||f fHLg(Q)+ ||f||N\p(Q) C15n”n*%n(2n Dafa(l—53
- Hn
<[lf = Aall2 + 2C16n™ 2 (|f = fulln > + 22 \|f1||3vﬂ,(9)a (F.10)

By (F.8), we have

If - fll\L2(9)+ ||f1||/v\u(m ”fHNq,(Q) 017— (F.11)

By Lemma F.4, it can be shown that with probability at least 1 —exp(—C1gn),

1—2

1 = f1l2 + 2Cienmn 3 g — iy % 4+ 2l o)
<If — FillZe +“—"||f1||2wg
+ Cumn | f = full) 85 + Conn a0 (= 8)/2 4 0t
<If = il + 221 P o
+CrmnTE | f — fllli;(%) +9C i~ tn D (1=8) 2 (F.12)
Combining (F.10) and (F.12) yields
17 = iy + 211300 ) — Cromn i Dwsati=
<IF = Al + 22 1R o
+ O |f = Al + 2Cumn i )2 (pa)

By (F.8), we have

If = f1||L2(Q)+ Al < I = f||L2(9)+ \Ifllm(ma
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which implies

u
2 f = fill 2@ + Hfl||J\AP @ <20 = fl 0 + = ||f||./\/'\1,(Q (F.14)

Combining (F.11), (F.13) and (F.14), we have for sufficient large n,

If— f”i(g) >Nf = fill ) — Crsnn~in@—Dz5a(-3%)
= Cunn | = full & — 20t balr 0 (=) 2
> f - f1|\%2(9) — Cysn™n~ D (-5)
— C17n"n_%n(1—%)(a—1)/2 _ 261771””_%”(,]_1)(1_%)/2

>\ f = f1l}, ) — 4C1sn"n " En1 Do), (F.15)

where the last inequality is because (21 — 1)% > a— 1. Let

Hn 2
argmin + , F.16
f= qu\%\y(Rd I1f = glZ,@a) 18n”g”NW(Rd) (F.16)

where Cyg is a constant determined later. By (F.8) and the definition of |- ”/2\/\1,(9)’
we have

ﬂn r ﬂn r
If = fillZ, @ + %Hle?\/w(Q) <|f = fllZ 0 + %”f”?\/\p(ﬂ)
_ [ =
<N = FlZ, @ + %Hf”?\f\p(ﬂ%d)' (F.17)

By (F.16) and the extension theorem (we still use f; to denote the extension of
f1 for notational simplicity),

_ i
I1f = FlIZ, ey + m”f”?w(ned)

fin
<\f = AllL, @ + C—Illei/q,(Rd)

019
C

C .
<G (1= DI = Al oy 1 = ey + 221 By ) (18)

——(Cus]lf — f1||L2(Q)+ ||f1|\/\/w(9))

where C1g9 > 1 is a constant. Therefore, combining (F.17) and (F.18) yields

1 C n(C
15 = il 2 g (0= G2 = i — 2GR e

(F.19)

Next, we calculate || f — f||L2 gay and ”f”?\/\p(ﬂad) with respect to f.
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By Fourier transform and (F.16),

i gn .
If— fH%Q(]Rd) JF “f“Jz\/w(Rd)

= [ 1)) - F
= [ 170w - 7 ><w>|2+%;l\f<f><w>| (1+[wf?)d

o Clgn(1+|w| ) w 2 o
- Lo e

2(1 + |w|?)dw

where

AN F(f)(w)
) = 1y ey

Clsn

Therefore,

(1+ fol?)?
F(f)w w)Pdw = [ |F(f CIS”
[ 7)) - | L

Y

Clsn

(F.20)

and

fn_ (] 4 |w|2)¥
|]:( )( )|2(1+ |W|2)de = /]Rd |]—"(f)(w)\2(1 Jrcﬁ(:_l L)z)u)2
aen (F.21)

fin
Clsn

Let h(|lw]) = A2 (1 + |w[?)” and Cis = C%,. Plugging (F.20) and (F.21) into

Clgn

(F.19), we have

If = fill7, 0
1 [ F(f)(w
“Cis—1Jge (1+h
w
h

L[ F
“Cro+1 Jga (14
_ 1 / [F()@)*Alw])
Cro + 1 Jiwn(wh<2cioy (14 R(|w]))?

! VD@D
Eerea A ooy LU
)2h(je)

! IEEEAD)
T T Jenunsony 011 MDY /o= 11

(h(lwl)/Cr9 = 1)dw

1 2
C FOEE
4(Cro+1) Jiwn(uh>2010y  2C19
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1 / 9
>— F(f)(w)|"dw
Cro + 1 Jiwih(jw))<2C10} FRwN

1 / |F(f)(w)]?
+ — —— dw. F.22
4(Cr9 +1) Jiwn(u)>20103  2C19 (-22)

Now we can build our function f. Let

O h(|w|) S 2019 — 5n7
F(f)w) = g1(|w|) 2C19 — 0p < h(|w|) < 2C1,
(1+ |w[?)~v/2-d/2-1 h(|w|) > 2Chy,

where g and §,, are chosen such that f is continuous and

i,
Cro + 1 Jiw2Cro—s, <h(jw])<2C1e}

F(f) () *dew

S D
8(Cr9 + 1) Jiwn(w)>2¢c10y  2C19

Then we normalize f such that | f|q®e) = 1. Therefore, by (F.22), direct
calculation shows that

fin
If = FillZ, 0 2 Cao™ =

By (F.15) and (27 — 1)5%5(1 — 55) + 71— 1/2 < a — 1, we have

R fin
IF = ey > O 2.
Note that (21 — 1)52%~ > o — 1, which leads to a contradiction of Case 2 as n

2v+d
increases.
Using this constructed f, it can be seen that

¢ —(1— _2v
Eﬁ”f - f”%z(g) > an @ 2n)2u+d_

Therefore, we finish the proof of the case a > ﬁ.
Next, we prove the case o < ﬁ. We consider the case 0 < a < ﬁ.

By Fubini’s theorem,

=E /Q(f(m) — (@) (R + findn) T F(X) = 7(2)" (R + finln) "'e)*d

:03/ T(fE)T(R+ﬂnIn)*27’(év)dx+/(f(x)*T(I)T(RJrﬂnIn)*lf(X))Qdfﬂ
Q Q

>o? /Q r(2)" (R + fin ) %r(2)dx = o?1. (F.23)



Inference of a deterministic function 5051

We consider a discrete version of I. Let I = tr(R%(R + ji,I,)"2). Let p =
|(n/fin)¥ )|, where |-| is the floor function, and p; = min{p, C1n'/?}. Let
\Ill = %(901()()7"'790?1()())7 and \112 = ﬁ(@}thl(X)ﬂoler?(X)»"')7 where
or(X) = (pr(x1)y ey i ()T for k = 1,2,..., and @,’s are as in (L.1). Let
Ay = diag(nAq, ...,nAp) and Ay = diag(nAp+1,...), where Ay’s are as in (L.1).
Therefore, R =Y po; Migr(X)or(X)T = 1A 0T + UaA, 0T

By Lemma F.7,

I >te((U A U2 (U AT + 0, 1,) )
P1 T 2
(WA
=> ( Ai(0 1T‘I’1 ) _ ) , (F.24)
ANV A YY) + i

where \;(¥1A1¥7T) denote the i-th eigenvalue of ¥1A;¥T. Note that the i-th
eigenvalue \; (W1 A7) = \;(UTW;Ay) for i = 1,...,p, because if u; is eigenvec-
tor corresponding to i-th eigenvalue of W1 A;¥7, then

U AU T w; = Ny = U7 0 A O T 0y = N 0T ;.
Therefore, (F.24) implies
I >tr(A O] 0 )2 (M Ty + 3, 1,)72)
=tr(AT (A1 + [ (B7 ¥1) 1) 72).

By Lemma L.2, it can be shown that A\, (7 W) > 5, with probability at least
1 — Co exp(—Ca3n"?), where the constant in the expression of p; is chosen such
that the condition of Lemma F.5 is satisfied. Combining this with Lemma L.1,
we have I1 > Coyp;.

Notice that for any u = (uq, ..., u,)T € R®,

=2 wW(z =) + ) gy U(wy — a) + fin|ull3 > fin|ul3:
=1

i=1 j=1
Plugging u = (R + ji,I,) " 'r(x), we have
finm ()T (R + i) " %r(2) <1 —7(2)T (R4 finl,) 'r(x). (F.25)
By Lemma F.8, with probability at least 1 — Cs exp(—Cagn™), 1 —r(z)T (R +
find,) " r(2) < Cor (uTn) 2y—d
Let H1 = {h|h(2)? = r()T(R + finl,) ?r(z),with x; € Q,i = 1,...,n}.
Let H = H; n{”hH%m(Q) < Cor (“7”) = /fin}. It can be seen from (F.25) that

with probability at least 1 —Cos exp(—Cagn™), H is true. It can be also seen that
|hel2 = %tr(RZ(R + finI,)72) for some hy(x) = r(z)T (R + jinl,) " %r(z) € Hy.
By Lemma F.3, we have with another probability at least 1 —exp(—n") with

N3 = (1 - Oé) 22;(17

sup < C7n_%+((a_1)21/2;d)(2_%)

1

[ T A
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2v—d
where J2 (v/Ca7 (’2 ") v ﬂ}/ 2,.7-' ) can be calculate similarly. Therefore, we

d

B2 o > B2 — Copn— 2+ (=D 25) (2-57) F.26
L2 (2)
Note

IR||2 = I /n > Cypy/n > Csmin{n~ ' T(1-5 p=1/2}
spost(le-D252)(2-4h)

with probability at least 1 — Cag exp(—C23n™). Therefore, combining all proba-
bilities together and by (F.26), with probability at least 1 — Cag exp(—Cagn™),

we have Hh||2L2(Q) > C5pp1/n, which finishes the proof of the case o € [0, —QV‘id).

If & < 0, then from (F.23) it can be seen that the error is larger than choosing
« = 0. Thus, we complete the proof.

Appendix G: Proof of Theorem 4.2

In the proof of Theorem 4.2, we hide all the probabilities with the form 1 —
Cexp(—C'n~") for the conciseness of the proof.
Case 1: a > ﬁ.

By (F.23) and Lemma F.6, we have

Edlf - Fall2,
Ecf[en s im) 12, e
Ee [ i (f(2) = r(@)T (R + jiaT) S (X) = r(@)T (R + finl) " 0)%de
Jo 0= 1@ R+ i) 7(2))da
o Ja (@) (B4 jrud) (@) + (F() — (@) (R + o)~ (X))
Jo L= 1@ (R + finly) ir(a)da

>Cyn(-0-5)p, /Q(f(w) — (@) (R + finln) " F(X))2dz,

Ecll(f = fa) /@505 i)l () = C1

>C

where 7(z) and R are as in (2.4), and f(X) = (f(z1),..., f(zn))T. The first
inequality is true because of the Cauchy-Schwarz 1nequahty and that f — f, is
normal. The last inequality follows Lemma F.8. If o > 2;/ Sord then by the proof of

Theorem 4.1, we have n(=)(=2) 5 Jo(f(@)=r(@)T(R+fnd,) "  f(X))? 2 nf
with 8 > 0 for f € Ng(Q) constructed in the proof of Theorem 4.1, which
finishes the proof of Cabe 1.
Case 2: 0 < a < 2V+d

First, we prove (4.7). By the proof of Theorem 4.1 and Lemma F.6, it can be
shown that
a—l)(l—i).

2v

finEelln,p(:; ﬂn)”%rz(ﬁ) 2 n
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Noting that f — f, is normal, we have
/:LnEEHf - anig(Q)

<Cifin / F@) T (R + fnla) "2r(2) + (f(2) — (@) T (R + findn) " £(X))?da

<2, [ 1@ (Rt jinl) (@) + (f(0) = rla) R (X))
+ (r(@)" R (X)) = (@) (R + fin )~ (X)) da

<2C4 i /Q ()" (R + finLn) " ?r(z) + (1 —r(
+ (r(@)" R (X)) = (@) (R + fin1n) " f(

<2Chjin /Q (@) (R + finTn) 2r(x) + (1 — r(@)TR'r(z)) logn
+ (r(@)TRf(X) = r(@)T (R + ConmF i 1,) " f(X))2da

<20, /9(1 — (@) (R + fin L) "1 (@)) + fin(1 — (2) R 1 (2)) log n
+ in(r(@) TR (X)) — ()T (R + Conmwa 1,) " f(X))2d, (G.1)

where the first inequality is by Fubini’s theorem, the second inequality is by
the Cauchy-Schwarz inequality, the third inequality is by (2.20) and the fact

Hf||?\f‘p(m < logn, the fourth inequality is by [, < anﬁ, and the fifth
inequality is by (F.25). By Lemma C.2 and Lemma F.8, (G.1) can be further
bounded by

ﬂnEer - fn”%Q(Q)

S0271(0171)(17%) + no¢—5+1/2 log n

i [ (@7 B0 = (@) (R o+ Con591,)7 £(X) P

Let fi(z) = (r(z)TR™1f(X) — r(z)T(R + Con¥i1,)~1 f(X))//Iogn. Then
Hfl”ifw(ﬂ) < 1, which implies either ||f1||2L2(Q) < C3n~ %% or the conditions of
Lemma F.5 are satisfied. If the later happens, by Lemma F.5, it can be shown
that

11017, <mellfill2
<na(|lr(@) TR F(X) — r(2)T (R + Conm 5 1,) L f(X)|2
+ Con” =54 | (2) T (R + Can 51 L,) " F(X) I3, (@)

2
§C4n7 2u:»d .

By noticing that n®=4+1/2logn + n~#tin®logn < Csn@DA=3) we finish
the proof of the first part.
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For the second part, by the standard minimax theory in nonparametric regres-
~ 2v
sion, there exists a function f such that E.||f — f””%a(ﬂ) > Cgn™ 2v+d ||fH/2\/w(Q)’
which implies
Ecllf = fall2,
E[en s (i) 12, e

Ell(f = fa)/@np (5 iin) |7 0) = Cr

o)1) 3
>Csn" =20 || f = full3, 0
>Coay,.

Case 3: a < 0.
By Lemma F.6, we have

[ (@) (R A i) (@) + (f(2) = r(@)" (R + fndy) ' f(X))?
SClO/in/Q (1 — r(m)T(R + ﬂnln)_lT(x)) dz
- [ (f@) = r(@)" (R A+ i d) T f(X))?
<Cig + Ciofin /Q (1 —7(@)T(R + findn) 'r(z)) dz
<Cio + Ciofin logn.

The second inequality is true because of (F.25), and the third inequality is true
because of Lemma F.8. Note fi, logn — 0, which finishes the proof of the case
a < 0.

Appendix H: Proof of Lemma F.5

The idea of the proof is to use the bracket entropy number. By the definition of
the bracket entropy number, we can find finite functions g,’s such that the ball
with small radius centered on g4’s can cover the function class G. By showing the
results hold for these gs’s, we can show the results hold for all function g € G.

Take g € G, and suppose that s6, < |g||L,) < (s+1)d,, where s € {2,3,...}.
Let —-K <gr <g<gv <K, and ||gv — gr|lL_ () < 0n/Vol(£2), for functions
gr and gy. For 0 < C' < m, by Cauchy-Schwarz inequality, we have

g2 <2¢%/C +2C(g — g1.)? < 2¢*/C + 2C62 /Vol(Q)?,
which implies
2|lgll7 > Cllgzll;, — 26267 /Vol(©)?.

The inequality ||g||3l/||g||2L2(Q) < 1y implies

lgzll7 = gzl )/ Vol(2)
<2m1lgllZ,(e)/C = lgLll3/Vol(Q) + 2C5; /Vol(2)*
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<2 (s +1)%62/C — (s — 1)%52 /Vol(Q) + 2C52 /Vol(R2)?
<21 (s +1)%62/C — (s — 1)252 /Vol(Q) + 2C62 /Vol(Q)2.

By choosing appropriate C' and 7; (the choice only depends on Vol(Q2)), we
obtain

1
gzl = lgLll7, oy /Vol(©) < —5ls— 1)267 /Vol(Q). (H.1)
Note that

g7 = gLl )/ Vol(Q)] < K (H.2)

and

E(97 — lgzlL, )/ Vol()? < 4K2|lgLll7, o)/ Vol(R) < 4K?(s +2)%6; /Vol(Q2).

(H.3)
Combining (H.1), (H.2) and (H.3) and Lemma F.4, we have
1
2 252
Pl VD ~ a2 s - 1% )
< exp | - navoiay (¢~ V' }
=P LT AR (5 + 2)262 /Vol(Q) + K2 gy (s — 1)202
<e nSVoll(Q) (s =1%o,
| —
=P T aR (s 4 2)202 + K2L(s — 1)22
<o 1 n(s —1)262
< | —
=P 8V01(Q) 36K2 1+ K21
<e 1 (s —1)2%62
| —
=P TVoI(Q) 37K2
[ n(s—1)262
< _ ST ) O | H.4
=P T 596Vol(Q) K2 (H.4)

Therefore, taking all g € G yields

2
T
lgllzo 2280 19017, (q)
e n(s —1)262
SZ [HB 8/ Vol(£2 )vglv [ - ”Loo(Q)) - 30(()V01(§)))K2:|.

Since Hp(0,/Vol(2),G", || - |z () < %, it can be seen that

: lgll3 > { n(s — 1), ]
P inff ot < § 2 n
<|g|L2(mz26n Hg\lim) 1200Vol(Q) K

=2
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< Cy exp(—Cynd? /K?)

for some constants C; and Cs only related to Vol(€2), which finishes the proof
of the first part.

For Cy it can be verified that

< Ve
9% < 29%/Co +2Co(g9 — gr)* < 29%/Co + 2Co6;, /Vol(Q2)?,
which yields

lgll7 < 2llgrllz/Co + 2Cod7 /Vol(Q2)?.

The inequality ||g||% /||g||L2 (@) > 72 implies

lgrll5 = lgrlIE, )/ Vol(2) = 5172003253 = lgrlL, ) /Vol() — Cia; /Vol(2)*

Y

1
5172003262 — (5 —1)%62/Vol(Q) — C252 /Vol(Q)2.

By choosing appropriate Cy and 72, we have

91 ~ gm0y /VoI(52) > (s — 1)%52/Vol(€). (11.5)
Note that
loml2 = lgnl o /Vol()| < K2 (1)
and
Eish ~lonl o VO < gl o/ VOIR) < 1€ + 20 Vol
H.7

By combining (H.5), (H.6) and (H.7) and Lemma F.4, similar to (H.4), we obtain
l9r1IZ, 0 1 n(s — 1)262
Pl —2—= — —1)%62) < -
( Vois) | 9rlln > 175 [y 8~ V0 ) S exp | = ) K
Taking all g € G leads to
2
o o, )
lgll Ly (02)>20n ||g||L2(Q)

oo

Z xXp {HB 0p/Vol(2 )7g/v | - HLoo(Q)) -

s=2

n(s —1)%52
600Vol(Q) K2 |

2
Since Hp(6,/Vol(92), 9", || - | L. (@) < taoaverayree, We have
: lgll3 ) [ (s —1)282 ]
P inf " < exp —"
<|g|L2<mzzsn 9117, () " Z 1200Vol(£2) K2
< 03 exp(—C45,21/K2)

for some constants C3 and Cy related to Vol(£2), which finishes the proof of the
second part.
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Appendix I: Proof of Lemma F.6
Notice that
EYT(R—&—MI)_lY:minlzn:(yi — )+ EYTR1Y, (1.1)
n v on= n

which can be verified by taking minimization of the objective function inside

the right-hand side of (I.1). Let & = R~Y. By plugging 4 into the right-hand
side of (I.1), we have

n

. KT p—17 N
— i — Yi YR Y = Y — Ra - R
H};nnZ(y 9i)* + min — L )'(Y — Ra) +

BaT Rra.
; n n
i=1
(1.2)
Therefore, by the representer theorem and (2.1), the right-hand side of (1.2)
the same as
1 & "
~ ; 2 712
min i — f(x)) + — . 1.3
i (3 f + A1 i) (13

Notice the objective function in (I.3) can be written as

—Z ”fHNq,

**Z 2:))® + *Hf”NW(Q)JF Zfz - )+ €
B

If u=! = Op(n~2+4), by Lemma F.2 and the proof of Lemma F.2, it can be
shown that (1.4) converges to o2.

If u= Op(nﬁ% then for any f, we have
LS = ) + Ll < & 300 - F@))? + Onm s 3

n Yi Li pWlne @) = 3 Yi Li n Na ()
=1

i=1

1
n

n

Applying the results in the case of p=! = Op(n_ﬁ)7 we obtain
BYT(R + ul)~Y < 202,
n

with probability at least 1 — Cy exp(—Can™). The lower bound can be obtained
by

K22
+ ngHNW(Q)
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- Z(fm)—f(xi)) B 1Ry + = zel —f) + izeg

Fla) = fl@i)? + _”fHN\I, @13, Ze

2 My 22 1 ¢ 2 2
2 (1)) _E”fHNq,(Q)"'%i 16 > o;/4,

—~
g
—~
&
\_./
~

with probability tending to one, where the first inequality is because of the
CauAchy—Schwarz inequality. The last inequality is true because ||f — f||? and
%||f||?\/ql(9) converge to zero [58, 24]. This completes the proof.

Appendix J: Proof of Lemma F.7

We only present the proof of the first inequality. The second inequality can be
proved similarly. By direct calculation, it can be shown that

tr(A+B)(A+B+C)™ ) > tr(A(A+C)™Y)
str(C(A+B+C) ™ ) <t (C(A+C)™h)
str(C(A+B+C)'B(A+0)™) >0,

which is true since A, B and C are positive definite.

Appendix K: Proof of Lemma F.8

Notice that at point x, for any u = (u1, ..., u,)" € R",
= uf(z))
j=1
1 u T T
d/ <Zuje”i“’ —e " “’)]-'(f)(w)dw
Rd \ %
Jj=1
< 1 / i: —izTw —izTw
— uje” "% —e
(2m)d Jpa =1 !
1 . —izTw —izTw
_((W / Z“je St
~(1- zzuz e+ S wu (e x) + ol 1B

=1 j=1

1 |F(f) (W)
@) 5 /R B TR

2

A

F(W)(w)dw +ﬂn||u||§> 1B

where the first inequality is because of the Cauchy-Schwarz inequality. Plugging
u= (R + ji,I,)"'r(z) finishes the proof of the first part.
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Now we prove the second part of this lemma.
Consider function ¢(t) = ¥(z — t). By the interpolation inequality, we have

1= (@) (R findn) " r(2) < g(t) = r(@)" (R+ fin L) "7 (1) [ .o @
<Cillgt) —r(@)" (R + o) r(0)Il}, 25
< Jlg(t) = r(@)T (R + fru L) "+ O, - (K.1)

By direct calculation, it can be seen that

lg(t) = (@) (R + finda) "' r(0)ll3s ) < 1= (@) (R + findn) " r(2). (K.2)

Combining (K.1) and (K.2) leads to

4v—2d

1= (@) (R + finln) "'r(z) <Callg(t) — (@) (R + finln) ()l ) (K-3)

Let f1(t) = r(2)T(R + finl,) " r(t). It can be seen by the representer theorem
that

fi = argmin ||g — hll5 + =183, o)
heNy () n

Take 6, = n~ "5 . Direct calculation shows that if o < 3, either 1 —r(z)"(R+
finy) " tr(z) < n@~D0-5) or the conditions of Lemma F.5 hold. If a > T
then either ||g — f1]|2 > C3n2(@~Y for some constant C3, which implies the
conditions of Lemma F.5 hold, or

4v—2d
L=r(@) (R + finln) "'r(2) <Callg(t) — r(2)" (R + jindn) ' r(t)] "
<O VEZ < plo-D-3h),

Thus, combining these two cases, either the conditions of Lemma F.5 hold, or
1 —7(@)T(R+ jnl,) tr(x) < n@=D(1=5) Tf the conditions of Lemma F.5
holds, then with probability at least 1 — C7 exp(—Cgn™),

g — f1||2L2(Q)
<mllg — full2
fin fin
=nz(llg — Al + 7||f1||?\fw(sz) - 7||f1||/2vw(sz))

§n2’u_n(1 - r(l‘)T(R + /lnln)_lR(R + ﬂnIn)_lT(w))
_172’&—(1 —r(@)T (R + fin 1) r(z)

+r(x )T(R+ﬂnln)_1r(x)_T(x)T(R+ﬂnIn)_1R(R+ﬂnIn)_1T(x))

:772;;_71(1 — (@) (R + findn) " r(x) + frar (@) (R + finLn) ~?r(z))



5060 W. Wang

<2 P (1= (@) (R + fin ) 7)), (K.4)
where the last inequality is by (F.25). Plugging (K.4) into (K.3) yields
1= (@) (R + finTn)~'r(2) S n@DO~8),

which finishes the proof.

Appendix L: Properties of eigenvalues

Lemma L.1 states the asymptotic rate of the eigenvalues of ¥(- —-). Lemma L.2
states the minimum eigenvalue of \IIIT\Ill, where ¥ will be defined later.

Since ¥(-—-) is a positive definite function, by Mercer’s theorem, there exists
a countable set of positive eigenvalues \; > Ay > ... > 0 and an orthonormal
basis for Lo(2) {¢k}ren such that

Uz —y) =Y eer(@)er(y), (L.1)
k=1

where the summation is uniformly and absolutely convergent.
Lemma L.1. Let A\, be as in (L.1). Then, A\, =< k=2/,

Proof. Let T be the embedding operator of My (2) into Ly(Q), and T* be the
adjoint of T'. By Proposition 10.28 in [64],

T*v(z) = /Q\Il(x —y)v(y)dy, v € Ly(Q), x €.

By Lemma C.3, H”(Q) coincide with Ng (). By Theorem 5.7 in [17], T" and
T* have the same singular values. By Theorem 5.10 in [17], for all k € N,
ar(T) = pk(T), where a(T) denotes the approximation number for the embed-
ding operator (as well as the integral operator), and i denotes the singular
value of T. By Theorem in Section 3.3.4 in [18], the embedding operator T has
approximation numbers satisfying

Csk™"/4 < ), < Cuk™"/? Wk € N, (L.2)

where C5 and C4 are two positive numbers. By Theorem 5.7 in [17], T* Ty =
,uicpk, and T*T'or = T o = Ak, we have A\ = ui. By (L.2), A\ =< k—2v/d
holds. O

Lemma L.2. Define two matrices ¥, = ﬁ((pl(X),...,gopl(X)), and Uy =

ﬁ(gopﬁl(X),gapﬁg(X),...), where @y ’s are eigenfunctions as in (L.1) and
ou(X) = (or(®1),s s (@) for k = 1,2,.... With probability at least 1 —
Cle_c2nnl,

Amin(\:[/ir\lll> Z 1,

for any = O(\/n), where p = | (n/p)¥ )|, py = min{p, Csn'/?}, n,m1, C1, Cs
are positive constants.
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Proof. Consider uTWT W u, where u = (u1,...,up)T € RP with |luls = 1. Let
Q ={g:9 =" up}. Since ¢;’s are orthonormal, |g| 1, = 1. For
2v/d

any g € Q, by Lemma L.1, ||g||? vy < /\CTll < Capi . By the interpolation

inequality,

5 opl/?
191l L) < CsllgllF @) = Capy"™
We shall use Lemma F.5 to link ||g[|, to ||g]|z,(q)- First we need to check the
conditions of Lemma F.5 hold. Since [|g||z,) = 1, it suffices to check the

entropy condition. Let p = Czl/zpl{/d. Consider class Q' = {g: g = %,f € Q}.
Since Q" C H¥(Q), there exists a constant Cj such that

1 d/v
Ha0a VoA, 7' ao) < G5 )

The entropy condition is satisfied if

nd2+ v /K2 > O, (L.3)

where §, = 1/p, K < C4pi/2/p, and Cg is some constant depending on C1—Cj
and Q. By direct calculations, if p; < C7+/n for some constant C7, (L.3) is
satisfied.

By Lemma F.5,

1 n P 2
=15 (S ueix0) = ol = 0 (L)
1

i=1 \j=

with probability at least 1 — Cg exp(—Cgon™™) for some constant 1 and 7;. This
finishes the proof. O
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