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Abstract: Sobol’ sensitivity indices allow to quantify the respective ef-
fects of random input variables and their combinations on the variance of
mathematical model output. We focus on the problem of Sobol’ indices
estimation via a metamodeling approach where we replace the true math-
ematical model with a sample-based approximation to compute sensitivity
indices. We propose a new method for indices quality control and obtain
asymptotic and non-asymptotic risk bounds for Sobol’ indices estimates
based on a general class of metamodels. Our analysis is closely connected
with the problem of nonparametric function fitting using the orthogonal
system of functions in the random design setting. It considers the relation
between the metamodel quality and the error of the corresponding estima-
tor for Sobol’ indices and shows the possibility of fast convergence rates in
the case of noiseless observations. The theoretical results are complemented
with numerical experiments for the approximations based on multivariate
Legendre and Trigonometric polynomials.
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1. Introduction

Computational models have penetrated everywhere. Over the past decades, they
have become so complicated that there is an increasing need for special meth-
ods of their analysis. This analysis is even more important since the advent of
artificial neural networks. In the context of Al safety, we have faced the inter-
pretability problem [56]: how can we explain the decision made by the neural
network? For instance, such methods of analysis are especially important in
medical applications, where almost every decision is accompanied by the most
serious consequences [3].

Being an important tool for investigation of computational models, sensi-
tivity analysis tries to find how different model input parameters influence the
model output, what are the most influential parameters, and how to evaluate
such effects quantitatively [41]. Sensitivity analysis allows to understand the be-
havior of computational models better. Particularly, it allows us to separate all
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input parameters into important (significant), relatively important and unimpor-
tant (nonsignificant) ones. Important parameters, i.e. parameters whose vari-
ability has a strong effect on the model output, may need to be controlled
more accurately. As complex computational models often suffer from over-
parametrization, by excluding unimportant parameters, we can potentially im-
prove model quality, reduce parametrization and computational costs [18].

At its core, sensitivity analysis deals with the variation of the model response
caused by the variability of model input parameters, where the latter may be
controlled by the experimenter (adaptive design of experiments, active learn-
ing setting) or given a-priori (fixed sample [35]). As an example, in [55] image
classification with Convolutional Neural Networks is considered, and by occlud-
ing different portions of the input image with a grey square and monitoring
the output of CNN, it is revealed which parts of the scene are essential for
the classification.

Sensitivity analysis includes a wide range of metrics and techniques includ-
ing the Morris method [10], linear regression-based methods [20], variance-based
methods [41], etc. See for details reviews [20, 52]. Among all the metrics, we fo-
cus on Sobol’ (sensitivity) index, a common way to evaluate the nonlinear influ-
ence of model parameters [42, 40]. Sobol’ indices quantify which portions of the
output variance are explained by different input parameters and combinations
thereof.

The approaches for the evaluation of Sobol’ indices are usually divided into
Monte Carlo and metamodeling approaches. Monte Carlo approaches run the an-
alyzed model and conduct high-dimensional numerical integration to estimate
Sobol” indices using direct formulas such as given in [50], SPF scheme [43], for-
mulas of Kucherenko [27], Myshetzskay [44], Owen [34], etc. They are relatively
robust [54], but require a large number of model runs for an accurate estimation
of each index; see [11, 15, 23, 50] for more information on the accuracy and con-
vergence of these methods. Thus, Monte Carlo approaches are impractical for a
number of applications, where each model evaluation has a high computational
cost.

On the other hand, metamodeling approaches allow one to reduce the required
number of model runs [20]. Following this approach, we replace the original com-
putational model with an approximating metamodel (also known as surrogate
model or response surface) and use this approximation to calculate Sobol’ in-
dices. Unlike the original model, the metamodel is easy to simulate and has
a known internal structure. Commonly used metamodels include Polynomial
Chaos Approximation [48], Gaussian process (GP) approximation [30], local
polynomials [12] and others.

Confidence of metamodeling approaches

Following metamodeling approaches, we face the question of confidence in the
results obtained: can we guarantee the closeness of the true Sobol’ index and
its estimate, especially for a small training sample? What size of the training
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sample is needed? Although the metamodeling approach can be more efficient,
its accuracy is more difficult to analyze compared to Monte Carlo. Indeed, even
though procedures like cross-validation [18, 46] allow to evaluate the quality of
metamodel, the accuracy of complex statistics (such as Sobol’ indices), derived
from this metamodel, has a complicated dependence on the metamodel structure
and its quality. In general, the approach includes two sources of uncertainty:
the metamodel error and the sampling (Monte Carlo) error, where the latter
is related to the calculation of Sobol’ index from the metamodel (unless it is
calculated analytically).

Several methods are proposed in the literature to solve this confidence prob-
lem, starting from a simple numerical simulation to more theoretical consider-
ations. In [13], bootstrap-based confidence intervals are constructed for Sobol’
indices calculated from the Polynomial Chaos Approximation, and adaptive de-
sign is proposed for the computation of Sobol’ indices with a given accuracy. [30]
proposes to approximate the original model with the Gaussian process meta-
model and to use the metamodel simulation to estimate Sobol” indices. In addi-
tion, the probability distribution of the estimated Sobol’ indices is obtained via
numerical integration of the Gaussian process realizations generated from the
trained metamodel. According to another method, the sampling error is esti-
mated with the bootstrap technique, and the metamodel error can be obtained
as a solution of the multidimensional optimization problem, provided pointwise
error bounds for the metamodel are given [22]. An extension of this approach
to the Gaussian process metamodel is presented in [29].

Some authors consider the asymptotic approximation of Sobol’ indices distri-
bution and confidence intervals using the é-method [33] in the classical regression
setting of non-random design and the presence of random noise in the analyzed
model output [5, 6, 53]. [37] also gives an exact distribution of Sobol’ indices es-
timates in this setting. A similar idea, including the asymptotic approximation
through the d-method, is presented in [21]. In addition, asymptotic properties
of conditional moments estimation based on local polynomials are considered
in [12].

We should also mention [19], where a general theory on rates of convergence
of the least squares estimate is proposed, including the asymptotic convergence
of ANOVA components. In addition, general adaptive estimators of quadratic
functionals are considered in [28].

Contribution

Although the estimation of Sobol’ indices with metamodels is widespread in
practice, it lacks a theoretical justification. In this paper, we address the ques-
tions: what is the accuracy of metamodels-based Sobol’ indices, the risk of the
estimate, and its rate of convergence?

Following these questions, we establish a relation between the metamodel
error and Sobol’ indices errors; propose a method for indices quality control;
and obtain the risk of Sobol’” indices evaluation in the random design setting for
a general class of metamodels.
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TABLE 1
Asymptotic bounds for the quadratic risk of Sobol’ and total-effect indices estimates,
depending on sample size n, input dimension d, and smoothness p.

Legendre Chebyshev | Trigonometric
measure Uniform Arcsine Uniform
| Ls ()" () 7 () e
Q
é projection n- i
__2p
o LS o p/d > 1/2 n7% n72§%
E (52) "4, pla<iy2
__2p
projection n 2p+d

We assume that a target function is an element of some Hilbert space, and the
approximation lies in its finite-dimensional subspace (the linear span of regres-
sors). Two methods are exploited to estimate metamodels parameters: ordinary
least squares and the projection (quasi-regression) method. In a non-parametric
setting, we study the asymptotic and non-asymptotic behavior of Sobol” indices
of all orders, including total-effects. The convergence rates and asymptotic se-
lection of metamodel complexity are studied for different smoothness classes
and for various metamodels that use Legendre, Chebyshev, and Trigonometric
polynomials.

In addition, we pay special attention to the case of noiseless observations
in which the model input parameters completely determine the output of the
model i.e. the variance V(y|x) = 0, and which often takes place in practice.

Table 1 summarizes the asymptotic results when the dimension of the approx-
imation subspace grows with the increasing sample size. Our findings indicate
that the absence of random noise in the output of the analyzed function, along
with its high smoothness' and low dimension, is one of the main factors that
provides the possibility of fast convergence rates of Sobol’ indices estimates. Our
results also give an opportunity to analyze various experimental designs used in
global sensitivity analysis based on metamodels.

The paper is organized as follows: in Section 2, we review the definition of
Sobol’ indices, describe their evaluation using metamodels with tensor structure,
and introduce two methods for the estimation of metamodels parameters. In
Section 3, the main results are presented, including a general relation between
the accuracy of arbitrary metamodel and the error of estimated indices, and
specific relations for the two methods. In addition, a method for quality control
is proposed. In Section 4, the obtained results are considered from an asymptotic
point of view. Experimental results? are provided in Section 5. Proofs are given
in Appendix A.

1See formal Definition 5 of smoothness in Section 4.
2Python code is available at http://www.github.com/Ivanx32/sobol_indices
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2. Sobol’ indices
2.1. Sobol-Hoeffding decomposition

Consider a function y = f(x), where x = (z1,...,24) € 2 C R? is a vector of
input variables, y € R' is an output variable. Design space Z is supposed to
have a form 2" = 271 x ... x Zy with Z; CR.

Let us assume that there is a prescribed® probability measure p on the design
space, having the form of tensor product: du(x) = ®% ,du,(z;), where p; is
a probability measure over Z;. The corresponding distribution represents the
uncertainty and/or variability of the input variables, modelled as a random
vector x = (x1,...,xq) with independent components. In this setting, the model
output y = f(x) becomes a stochastic variable.

Suppose that the function f is square-integrable w.r.t. p i.e. f lies in Hilbert
space L2(2", i) of real-valued functions* on 2" square-integrable for . We have
the following unique Sobol-Hoeffding decomposition of the model output [42, 51]
given by

d
Fo0 = fo+ ) file)+ D fulwia) o+ friale. @)
=1

1<i<j<d

= S fulxuw),

UC{l,....d}

with 2¢ terms which satisfy
E,’[fu] £ EM [fu] = / fu(Xu)d,ui(xi) =0 for Vi € U,

where U C {1,2,...,d} is an index set, Xy, is the vector with components z; for
i €U, and fy £ fo = E,[f(x)]. As a consequence, for U,V C {1,2,...,d}

B, [ fu(xu)fo(xv)] =0 if U #V.

Due to orthogonality of the summands, we can decompose the variance of
the model output:

D=V, [fx)]= > Vilfux)l= Y Du (2.1)

Uc{li,...,d} Uuc{l,...,d}

In this expansion, Dy £ V[ fy(xy)] is the contribution of the summand fy(xy)
to the output variance, also known as the partial variance.
Define for V,[f] > 0 Sobol’ sensitivity index Sy.

3The probability measure is fixed and known a priori.
4To be precise, L?(%, 1) includes equivalence classes of functions that coincide p-almost
everywhere.
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Definition 1. Sobol’ index of the subset xy, U C {1,...,d} of model input
variables is defined as

_ Du

Su )

(2.2)

Note that Sy € [0,1] and ), Sy = 1.

Denote duy = ®ieudpi, By = By, Vyy 2V, and ~U 2 {1,...,d}\U
(the subset of all input variables except the variables belonging to I/). Then for
U = {i} the sensitivity index (2.2) can be calculated as

Vi [Ei (f(x)]2)]

iz T

and for U = {ij}

Vi []ENij(f(xﬂxi?xj)] .
Viulf]

We also define the quantity that characterizes the “total” contribution of
variables x;: total-effect index also known as total Sobol’ index.

Sij =

Definition 2. Total-effect index of the subset xy, U C {1,...,d} of model
input variables is defined as

T, = Z Sp=1-— Z Sy = E u [Vu(f(x)‘XNU)} ) (2.3)

UNV#D UNV=2o Vi [/]

Note that Ty, € [0,1] and Ty, 4y = >y, Su = 1. We can also formally define
Sg = Tg =0.
The question is how to efficiently calculate Sobol’ indices?

2.2. Metamodels-based sensitivity analysis
2.2.1. Sobol’ indices and metamodels

Direct calculation of Sobol” indices leads to computationally expensive multi-
dimensional integration. To simplify this problem using the metamodeling ap-
proach, one can replace the original function f(x) with the approximation f (x)
that is better suited for computing of Sobol’ indices.

In general, metamodels-based sensitivity analysis includes the following steps:
(a) the selection of the design of experiments; (b) generation of responses of the
analyzed model; (c¢) selection and construction of the metamodel based on the
obtained training sample, including its accuracy assessment; (d) the estimation
of Sobol’ indices using the constructed metamodel. The last step is based either
on a known internal structure of the metamodel or on Monte Carlo simulation
of the metamodel itself that is computationally cheap.
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As such an approximation, we consider an expansion in a series of pu-
orthonormal functions having a form of tensor product. Special cases of such ap-
proximation are Polynomial Chaos Approximation, low-rank tensor approxima-
tions (LRA) [26], Fourier approximation [36], etc. Besides, by using Karhunen-
Loeve decomposition one can reduce to this expansion Gaussian process ap-
proximation [37]. Similar generalized Chaos Expansions, built on general tensor
Hilbert basis, are considered in [39].

Let us formally introduce the approximation of this type. Denote scalar
product and norm for g,h € L*(2,p) as (g,h), = [, o 9(X)h(x)dpu(x),
19117 £ 191172 o ) = Jxe o 9 (X)dp(x). In addition, the uniform norm ||g|| L~ =

9]l (27) = Supye 2 |9(x)|. The norm in Euclidean vector spaces is denoted by
-

Define the regressors. Suppose there exists a function set { U, (x)} in L?( 2, )
parametrized with multi-index” a = (aq,...,aq) € N? that consists of -
orthonormal functions having a form of tensor product of d p;-orthonormal uni-
variate function families {77/15;3, a; € N} with 1/1(()1) £ 1and E;] &) (5172')7:[}/(31) (z:)] =
dap for a, B € N, where § is the Kronecker symbol. As a result,

d
To(x) 21, Ua(x)=]]vl) (@), xe 2,
i=1

(2.4)
(Ua,Ug), = 6ap, a,Bc N~

An example of such set for a uniform distribution is multivariate Legendre
polynomials which are additionally normalized to have a unit variance w.r.t. a
uniform measure on [—1,1]% (see Section 4.1.1).

Remark 1. W.lo.g. we will consider the set {¥y(x)} that consists of an in-
finite number of elements, but all further statements also remain true for a
finite number. For erxample, such a case can take place for the discrete mea-
sure . We only assume that there is at least one non-constant element wgl)
for each input dimension i = 1,...,d that leads to {V4(x)} which contains

at least the following 2% elements: V0,0 =1, ¥ 0x) = 51)(1'1),
2 d i
Vo, 0 (%) = 0P (@), -, T y(x) =TT, i (@)
Define the metamodel with tensor structure. Let the approximation be the

linear combination of N functions from the set {Uy(x), a € L} for some
%N C N4, In other words,

fx) = D ta¥alx), x€Z, éa R (2.5)
acZLN

If the regressors ¥, are u-orthogonal polynomials, then (2.5) corresponds to
Polynomial Chaos Approximation.

5We use the notation N £ {0,1,2,...} for the set of all nonnegative integers and N for
positive integers.
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One of the important advantages of the presented approximation type is that
it allows to calculate Sobol’ indices analytically from the expansion coeflicients.
Indeed, it can be shown (see [37]) that for the function f defined as (2.5) using
the orthonormal set (2.4) it holds

||fH;2l,: Z éi” E#[f]:ém Vu[f]: Z éiﬁ (2.6)

ac LN ac?n\0

and if V,,[f] > 0, then Sobol’ index for x;; variables of f(x) reads

& ZaE]Lu 620‘

ISR
ZQEL”N\O Ca

where Ly £ Ly [Zy] is the subset of £y that consists of such multi-indices that
only indices corresponding to variables x;; are nonzero: Ly = {a €
Py oa;>0foralli eU; o =0fori ¢ U}. Eg. L[ L] = {a € L=
0,...,4...,0), a; > O}. The vector of coefficients {¢o, a € £y} is denoted
as ¢ € RV,

Similarly, the total-effect index reads

- Zae’]l'u 620

Ty(e) = UCHL,... d}, U+, (2.8)

2 %’
acZN\0 Ca

where Ty = Ty [£n] is the subset of £y that consists of such multi-indices
that at least one index corresponding to variables x;, is nonzero: Ty = {a €
fN: Zieu o > 0}

Remark 2. Similar analytical expressions of Sobol’ indices for Polynomial
Chaos was obtained in [/7], and for Fourier approxzimation such an approach is
exploited in Fourier amplitude sensitivity test (FAST) [9] and Random balance
designs (RBD) [49].

In the next section, we consider the strategies for constructing an approxi-
mation based on a finite training sample.

2.2.2. Approzimation construction

Consider some fixed nested sets of d-dimensional multi-indices
Oy=Ac...CL...C Lo=N, (2.9)

where | Zn| = N for all N € N. We will refer to every £y as the truncation set,
as we assume that all expansion coefficients of the corresponding approximation,
not belonging to £y, are zero: éq = 0 for a ¢ Ly. Selecting N, we define in
some sense the complexity of the approximating model.
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Denote the subspace of all linear combinations of {¥4, o € Zn} as Vy £
span{¥s, a € ZLn}. Theoretical orthogonal projection of f onto Vi w.r.t.
p-norm is defined as

fn & argmin || f = fll,- (2.10)
feVN
Define also the residual
en(x) £ f(x) — fn(x), (2.11)

then the error of the best approximation of f in the space Vy w.r.t. gy-norm is
llen|| .- We have the following representation of arbitrary f € L?(2, u):

FX) =ex(®)+ > ca¥alx), with > 2 <oc. (2.12)

aeNd aeNd

The observation model. In general, the only information about f comes
from the observations. We suppose that for some design of experiments D =
{x; € '}, € R™™4 in the samples space 2™ we can obtain a set of model
responses and form a training sample:

§= (Xi, yi = f(xi) + Th')?:la (2.13)
where 7); are i.i.d. realizations of random noise 1 with En = 0 and Vi = 02 < oo,
independent from x. In the matrix form

S=(De2" Y =f(D)+neR"),

where f(D) = (f(xl),...,f(xn))T and n = (n1,...,m,)". We will consider
both the general case of noisy observations and the special noiseless case corre-
sponding 02 = 0. Noiseless case may also include situations when we can control
the state of random generator inside the analyzed model.

Thus, we cannot obtain projection fy directly but can try to do this numer-
ically. We will describe two basic ways to estimate the expansion coefficients
in (2.5) from the training sample S of size n.

Projection® method is based on quasi-regression [1] and is used in the
RBD-like methods [49]. Starting from the representation (2.12) of f, we have

Ca = <f7 \Ija>/u (6 S Nd-
Assuming the design is randomly i.i.d. sampled from the probability mea-

sure y, one can estimate the integral (f, U ), numerically. Replacing the scalar
product with its empirical approximation based on the training sample, obtain

. _ 1y 1
Ca = E Zyi\llcx(xi) - EYT\I’OL(ID)v o< "%N’ (2'14)
=1

6This name may be misleading but allows us to distinguish between the methods.
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where ¥ (D) £ (Vo (x1),. .., \Ifa(xn))T € RN. We have
1
¢=—0Ty e RY,
n

with the design matriz ® = ®(D) = {Vo(D), o € Ly} € RN,

Ordinary least squares (OLS) method is often used for Polynomial Chaos
Approximation construction [48] and in many other cases. Replace the theoret-
ical norm in (2.10) with its empirical version:

n

frs = argminz [yi — f(xi)f. (2.15)

FeVN =1
Assuming det(®7®) # 0, this minimization problem leads to
¢=(oT0) 0Ty, (2.16)

We will refer to the approximations constructed based on these two methods
as fP and fLS correspondingly. Related Sobol’ indices, estimated via these two
approximations using (2.7), are denoted as SP and SLS correspondingly. The
next question is how the quality of approximation limits the quality of indices.

3. Risk of Sobol’ indices estimation

We begin with a general outline of this section. At first, we consider the relation-
ship of the distance between the function and its arbitrary approximation and
the distance between corresponding Sobol’ indices (using various distance met-
rics). Based on this relation, we propose a method for quality control of indices
estimates. In other words, the idea of the method is to establish a connection
between the error of estimated Sobol’ indices that is difficult to measure, and the
relatively easily measurable approximation error. In addition, we show that the
presented error bounds are achievable and, in this sense, cannot be improved.

The second part of the section is devoted to the risk of Sobol’ indices esti-
mates in the random design setting. We generalize the obtained results for the
approximations having tensor structure, which were constructed based on the
projection and least squares methods with randomly chosen design points.

All further results are valid for both Sobol’ indices and total-effects of all
orders unless otherwise stated. In order to avoid duplication, we use the notation
Sy, for indices of both types in theorems’ statements.

3.1. Error bounds
3.1.1. Main relationships

Our first goal is to assure that the closeness in some sense of the function and
its arbitrary approximation f =~ f leads to the closeness of their (total) Sobol’
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indices Sy, and Sy. Note that the opposite is not true in general. To characterize
the closeness of functions, we will use the relative error of approximation w.r.t.
p-norm given by

o I =7l
= — B
V2]

Theorem 1. For any f, f € L2(2, u) such that V,[f] >0, V,[f] > 0, it holds
for corresponding Sobol’ and total-effect indices for U C {1,...,d}

(3.1)

S~

IN

{\/sua — S+ 1/ Sull - su)} £ (3.2)
&. (3:3)

IN

mﬁx |Sz,{ — S’u‘

The right-hand side of (3.2) contains both Sy, and Sy,. Solving this inequality
w.r.t. ’SM — Su’ and simplifying the solution, obtain an error estimate for the
Sobol’ index that depends only on the relative error & and the true index Sy.

Corollary 1. For any f, f € L2(Z ", 1) such that Vulf] >0, Vu[f] > 0, it holds
for corresponding Sobol’ and total-effect indices for U C {1,...,d}

S — S| < min (1, &+ 2/Su, 542\/175“) & (3.4)

In particular, assume that Sobol’” or total-effect index Sy € {0,1} for some U,
then

Sy — Su| < &2 (3.5)

As we see, the error bound of Sobol’” indices is proportional to the fraction
of the standard deviation not explained by the approximation, and one can
expect a decrease in this error, respectively, with an increase in the quality of
the approximation.

The following corollary gives the bound for the sum of errors of Sobol” indices
for all 2¢ different subgroups of variables (not valid for total-effects).

Corollary 2. For any f, f € L2(2, u) such that Vulf] >0, Vﬂ[f] > 0, it holds
for corresponding Sobol’ indices for U C {1,...,d}

5 I~ i
u

ST (Su—Su) < 26~ (3.7)
u

IA

2.8, (3.6)

Example 1. Let || f(x) — f(x)||ﬂ < 0.1- V,l/z[f] (for example, this is true

if ’f(x) - f(x)’ <0.1- V}/2[f] for x € Z°). Then the errors of Sobol” and
total-effect indices are bounded: maxy {|Sy — S’u|, [Ty — Tu|} < 0.1. Besides, for
Sobol’ indices Y, |Su — Syl < 0.2 and > (Su — Sy)? < 0.02. Moreover, if
for some variable groups U,V C {1,...,d} it holds Syy = 0 and T, = 0, then
max{ Sy, Ty} < 0.01.
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Obviously of course, the closeness of all Sobol’ indices of two functions does
not necessarily lead to the closeness of functions. For example, consider a uni-
form measure g on [0,1]2 and two functions: f(zy,z5) = z1 and f(z1,25) =
sin 2mrz;. Although all Sobol’ indices (including total) of these functions are the
same, the functions are not equal in the sense of y-norm, i.e. ||f — f||# > 0.

Discussion. To the best of our knowledge, for the first time, the explicit
relation of the errors of Sobol” indices (total-effects) and the quality of the
approximation was obtained. Our results lead directly to a simple, practical
method for the estimation of indices errors (see section 3.1.2).

For comparison, we can consider the approach described in [22]. The method
involves the construction of a metamodel f and the use of estimation of Sobol’
indices S}C[f] by the Monte Carlo method”. In order to assess the metamodel
error of the index, one can find bounds for the Monte Carlo estimator applied
to the original model, 7.e. to find for each U C {1,...,d} the values S and S}
(both depending on f) such that

St < SHCL < S

The values S} and S} are the solutions of some optimization problems® con-
nected with the variability of the Monte Carlo estimator S’ZIAVIC[ f] given the
pointwise error bound (the function &(x) such that | f(x) — f(x)’ < e(x) for
each x € Z7). Of course, only specific metamodel types can provide such point-
wise error; for example, Gaussian process approximation®. In addition, to take
into account the sampling error of the index, the bootstrap method is used, and
the repetition of the optimization procedure for each bootstrap subsample is
required. As a result, we have a computationally demanding scheme with no
closed-form solution that relies on the accuracy of the pointwise error estimate.

In contrast to the previous approach, our method takes into account only
the “average” accuracy of the approximation which is easier to estimate and
which is more robust to outliers compared to pointwise accuracy. In addition,
the presented bounds are not associated with the specific type of approximation
(see also Remark 3). Thus, these results are valid for arbitrary approximating
models such as Polynomial Chaos, Gaussian processes, local polynomials, and
others. The results obtained can be especially helpful for methods such as FAST
and RBD that use Fourier approximation, but not explicitly. Previously, there
were no reliable estimates of the accuracy for these methods.

It should be noted that the obtained error bounds also do not depend on the
specific design of experiments for the approximation construction, so they are
also valid if the design is associated with a measure other than p (or even in the
case of adaptive design [6, 37]). Following this line of thought, one can show that
the metamodeling approaches can provide accurate estimates of Sobol’ indices
for various sampling strategies, which is especially important if we cannot control
input sampling. Indeed, suppose that the experimental design is sampled from

TWith a large computational budget compared to n.
8For more details see [22].
9To be precise, GP provides only probabilistic pointwise errors.
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an unknown probability measure v on 2" such that d(u, v) £ sup {|| f|l,./I fll.}
is finite (the supremum is taken over all functions square-integrable with respect
to both p and v). Based on (3.3),

o = Flle _ d(pv) ;
|SI/I - SM’ S Vi/2[‘f]u < V}/Q[‘f] : ||f - f”Va (38)

and hence a sufficient decrease in ||f — f||, results in decreasing index error.

This setting is connected with the so-called second-level global sensitivity
analysis, which aims to quantify the impact of the uncertainty of the input
probability distribution [31]. For example, in [17] the robustness of the Sobol’
indices to marginal distribution uncertainty is studied by calculating a derivative
of the Sobol’ index with respect to the probability density functions to determine
an optimal perturbation which gives the largest change in the Sobol’” index. The
second-level analysis requires a very large number of model evaluations, and
metamodeling approaches can help circumvent this problem. In this case, the
obtained results provide the requirements for the approximation accuracy to
ensure the closeness of Sobol’ indices and their estimates even when the measure
is changed:

1=l o dw) gy (3.9)

= v.2[f] T VL)

st — 5

where SZ[; J and S’Z[; I'are Sobol” indices of fand f w.r.t. the probability measure v;
d(v, 1) is supposed to be finite.

3.1.2. A new method for quality control

Corollary 1 allows us to propose a new method for the quality control for Sobol’
and total-effect indices assessment. From a practical point of view, it may be
useful to represent the inequality for errors of indices (3.4) in the form

}Su — Su’ < min (1, &y + 2\/ Su, &y + 2\/ 1-— S’u) -y, (310)

with & £ ||f—f||u - min {V;l/z[f], V;l/z[f]}, which follows from the symmetry
of Theorem 1 (and consequently Corollary 1) w.r.t. f and f.

Empirically, in practice to estimate &> one can replace the theoretical ap-
proximation error ||f — f||, and the variances V,[f], V,[f] with their sample
estimates. Particularly, to replace the true approximation error with Root Mean
Square Error (RMSE), obtained with procedures like holdout method. In the
noiseless case (02 = 0) one can use the following estimate for the true error

If = Fll:

Ntest 1/2
RMSE:{ ! Z[f(xi)—f(xi)]g} , (3.11)

Niest i
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where {x;}/*5" is a sample of size nyes 4.4.d. generated from the measure p
that is independent from the design D and is not used for the construction of
approximation f. Note that some types of approximations f provide analytical
expressions for their variances, see for example (2.6).

Remark 3. One assumption needs to be emphasized. We suppose that the used
metamodel allows the Sobol’ indices to be calculated analytically, or at least that
the computational budget is sufficient to provide a megligibly small error of this
calculation. If this is mot the case, one can adjust the presented bounds, for
example, using the bootstrap method [22].

Remark 4. The obtained results can also be used as a justification for a thresh-
olding rule. For example, according to (3.5), Ty > &2 for some U implies
Ty > 0, and one can select a sample estimate of &2 as the threshold that sep-
arates relatively important variables and their groups from completely unimpor-
tant.

3.1.3. Tightness of error bounds

We present an illustration of Theorem 1 and Corollary 2 and show that the
corresponding bounds are achievable. Consider two functions on .2~ C R having
simple additive forms, constructed as linear combinations of two elements'® of
the orthonormal set (2.4):

J(x)=c1- Y0, )(x) +e2- Yo, )(x),

S ) (3.12)
fx)=2¢1-P0,..)(x) +é- Yo, )(x),

where coefficients ¢y, 2, é1,é2 > 0, ¢? +c2 > 0, é2 + ¢2 > 0. Taking into account
Uii0,..,0(x) = gl)(xl) and W(g 1, 0)(x) = §2) (z2), the corresponding Sobol’
and total-effect indices for f and f:

2 2

C C
= T\ = 2= =Ty = 52— =0 f 1}, {2
Sl 1 C%+C%7 52 2 C%+C%7 SZ/{ 0 Oru¢{{ }7{ }}7
S, = T—i s —T—i Sy =0fortd ¢ {{1},{2}}
1 = 176%+é%7 2 = 2*6%_"_657 U — ) .

Compare |S; — 81| and ||f — fll. = /(c1 — é1)2 + (ca — é2)2. Denote o £
arccos 511/2 and 8 £ arccos S’im (see Fig. 1). Notice that

‘51—5‘1’ = |cos®a —cos® B| = sin(a + B) - |sin(a — S|

= {Vsi-50+ /50 =50} [sina - )

{\/51(1 -8+ \/51(1 - Sl)} L&

IN

108ee also Remark 1.
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-
|

Yao0..)

FIG 1. 2D ezample for the functions (3.12), where S1 = cos? o, S1 = cos2 8, and || f — fll. >
[[£llx - [sin(e = B)]-

Moreover, the last inequality turns into equality if we additionally require
{f, f># #0 and set (f, f — f>u =0, see Fig. 1. Thus, we can achieve the bound
(3.2) for any S1,81 € [0,1] except two cases corresponding to (f, f), = O
S1 =0, 5’1 =1land S; =1, S'l = 0. It can be shown that in these two cases the
index error does not reach the upper bound (3.2), but can be arbitrarily close
to it.

One can summarize these arguments in the following theorem.

Theorem 2. For any subset U C {1,...,d} and any values Sy, Sy € (0,1)
there exists f, f € L2( %, ) having Sobol’ (total-effect) indices for xy variables
equal Sy and Sy correspondingly, such that

|Su — Sul :{\/Su(1—5*u)+\/éu(1—su)}.£. (3.13)

Select the coefficients c1, ¢a, ¢1, ¢ such that sin(a+8) = 1 and (f, f—f># =0.
For example, we may take a = 7/3, 8 = /6 and

f(x)= % Ui0,.)(x)+ ? “Wu,.)(x),
A 5 7 (3.14)
f(x) = 1 V10, )(x)+ T Uo,1,...)(%)

One can sece that 1 = cos? T =1/4, S, = 3/4, Sy = cos? 5 =13/4, Sy =1/4

and the bound (3.3) in Theorem 1 is achieved:

mLE{iX{|SU — SL[

,\TU—TM|}=|51—S11=£. (3.15)
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The bounds (3.6, 3.7) in Corollary 2 are also achieved:

Z‘SM_SL{’ = |Sl—;§1|+|5’2—§2’:2'é@,

u
Z(Su —Su)Q = (Sl —S1)2+ (SQ —S’Q)Q =2.&2.
u

One can state the result (3.15) more formally in order to characterize the
tightness of the bound presented in Theorem 1.

Theorem 3. For any 0 < ¢ < 1 there ezists f,f € L?(Z ,p) such that

Vulfl > 0, V,[f] > 0 and for corresponding Sobol’ (total-effect) indices

X ’Su - Su] —c. & (3.16)

Consequently, the error bound (3.3) can be overestimated, but it is achievable.
Thus, the problem of accuracy of Sobol’ indices estimates is reduced to the
assessment of approximation quality.

3.2. Risk bounds

In this section, we study how Sobol” indices errors behave when the underly-
ing approximation is constructed using the random design of experiments. At
first, we generalize for this case the results of Section 3.1. Then, we consider the
errors of Sobol’ indices for two presented methods of approximation construc-
tion, depending on the size of the training sample and the complexity of the
approximating model.

3.2.1. General results

All risk bounds in this paper are obtained under the condition of random design:

Condition 1. Suppose the design D = {x;}"_; is randomly i.i.d. sampled from
the probability measure (.

Consider an arbitrary approximation f of function f constructed based on
the training sample S of size n. We assume that there is some fixed deterministic
learning procedure that constructs the approximation from the given training
sample (2.13):

L:(D,Y =f(D)+n)—f, (3.17)

where fixed training sample leads to uniquely defined approximation f .

The following theorem establishes a connection between the risk of estimated
Sobol’ indices E(Sy — Sy)? and E|Sy — S|, and the quadratic risk of the ap-
proximation E|| f — f||i if averaging occurs over random design points and noise
realizations.
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In what follows we will assume that V,[f] > 0. If we could guarantee that
the approximation does not degenerate into constant, then the generalization
of Theorem 1 to this setting would be straightforward. However, this is not the
case, and we need to take into account the possibility of constant approximation,
which leads to undefined Sobol’ indices (see Definition 1). For this reason, we
additionally define!’ Sobol” indices Sy = 2% in the case of V,[f] = 0.

Theorem 4. Let f be an arbitrary approzimation of f that is constructed ac-
cording to (3.17). Suppose that under Condition 1 of random design we have
E|f- f||i < 00. Then for corresponding Sobol’ and total-effect indices of f and

f it holds for U C {1,...,d}

max E(Sy - Su)’ < R (3.18)

E|Sy — S| < R(RH@), (3.19)
_f112

where R? £ % (3.20)

Corollary 3. Under the assumptions of Theorem 4, it holds for corresponding
Sobol’ indices'? for U C {1,...,d}

E[Z (S — SM)Q} <92.R2 (3.21)
u

Remark 5. Note that Theorem 4 does not impose any assumptions on the
structure of approzimating model, except (3.17). Particularly, the approzimation
does not need to have the tensor product form (2.5).

Remark 6. Using Markov’s inequality and (3.18, 3.19), one can obtain proba-
bilistic bounds for (total) Sobol’ indices estimate. Given v € (0,1],

P{lsu — Su| > 7} <R?/¥A
In addition, assume that Sobol’ or total-effect index Sy = 0 for some U, then
P{SM Z ’Y} S RQ/’)/.

Remark 7. Under the assumptions of Theorem 4, if additionally E|f —
fHﬁ < o0, one can prove an estimate for E(Sy — Sy)? that is potentially
more accurate for small indices:

Ellf — fli: CENf - 113
Vil VI

The proof repeats the proof of Theorem 4, using (§242/Sy-&)? < 2644+8Sy,-&2.

E(SM—SM)QSQ- + 8Sy

M The choice of specific values is not important in further conclusions.
12Not valid for total-effects.
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3.2.2. Projection method

Theorem 4 considers an approximation of general type. Now, we will study the
behavior of the particular method to construct the approximation, starting with
the projection (quasi-regression) method defined as (2.14).

Condition 2. We additionally require f to be bounded on % :
lfx)| <L for xeZ. (3.22)

In this setting, it is straightforward to estimate a bound for the risk of the
approximation (3.20) and to obtain a corollary of Theorem 4 for the case of the
projection method.

Theorem 5. Under Condition 1 of random design and boundedness Condi-
tion 2, for corresponding Sobol’ and total-effect indices of f and f¥ it holds for
ucil,...,d}

max E(Sy - §7)° < Rj, (3.23)
E[Sy - S5F] < R, (Rp n zx/su) : (3.24)
1 L>+0?> N
where R2 2 —— . Jlen|]? + ——+ - —.
T LA T I

An obvious corollary of the previous theorem is the sufficient condition for
the convergence of Sobol’” indices in the mean square sense.

Corollary 4. Under the assumptions of Theorem 5, suppose additionally
limy_o |len|l, = 0. Let N = N(n),

N
g—>0 and N — 00 as n — o0,
then o
E(Su—Sf)" — 0.

n—oo

8.2.3. Ordinary least squares

The approximation of the least squares type (2.15) is especially sensitive to the
design quality. Although according to (2.4),

TP
n

(In is the identity matrix of size N x N), there is some probability of ill-
conditioned normalized information matriz ®7 ®/n that may lead to unbounded

approximation with
. ( TP ) Ty
c=|— .

n n
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As a result, typical risk bounds for the least squares method in the random
design case are obtained for the approximation with additionally truncated ab-
solute values [16]. One consequence is that we cannot obtain risk bounds for
Sobol” indices directly from Theorem 4.

Least squares stability. Let us introduce the numerical characteristic often
used in the random design setting that helps us to control the design quality.

Definition 3. For the orthonormal set {Uo, a € LN} that satisfies (2.4) and
for some fized nested sets of d-dimensional multi-indices (2.9) define
Ky = sup [ Z \Ili(x)} (3.25)
x€Z aEZLN
Ky is connected with the inverse Christoffel function [32], defined as
kn(x) & Y WA(x),
aceLN

which is the diagonal of the orthogonal projection kernel onto Vi, and

Ky £ ||ky|| o = max [l
L= uevy lul2 '

Ky depends on the measure p and space V. Although, the way one con-
structs the sequence (2.9) influences Ky, it is independent on the choice of the
orthonormal basis in V. It can be shown that Ky > N and in general case Ky
may be arbitrary large [8]. In cases that we will consider in Section 4, Ky ~ N
or ~N2.

Denote the spectral norm of matrix A € R™*P as

| Az||
z€RP: ||z)|#0 ||z]]

Al =

Following [8], we state a lemma that allows to bound the spectral norm of
the normalized information matrix!?.

Lemma 1. Under Condition 1 of random design, for § € (0,1)

P{|||<I>T<I>/anNH|>5}§2Nexp Ly (3.26)
Ky

where cs = (1 + ) In(1+6) — > 0.

Lemma 1 leads to the condition on n and N that excludes the possibility of
ill-conditioned information matrix with high probability.

Condition 3. For some fized r > 0 the relation of N and n satisfies

3.1In(3/2) — 1

27
24+ 2r (3.27)

n
Ky < kp.-——, where k, =
n

13The proof can be found in [8], see the corrected version.
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Under the Condition 3, we have based on Lemma 1
P{||\<I>T<I>/n — Iyl > 1/2} <on. (3.28)

Indices stability. As the least squares estimate (2.16) can be degenerate if
det(®T®) = 0, we additionally define é,, = 0 in this case.

Theorem 6. Under Condition 1 of random design and the stability Condi-
tion 3, for corresponding Sobol’ and total-effect indices of f and fL5 it holds
ford C {1,...,d}

max E(Sy — SES? < RIg+2n, (3.29)
ElSu— 855 < Rus(Ris+2V5u)+207",  (3:30)

1.2 402 N

where R3¢ 2 —— .|le 2L+7.i

LS Vu[f] || NH/ Vu[f] n

Note that, as Sobol’ indices are bounded, we do not need to truncate large
values of the approximation additionally. Besides, the previous result does not
require a maximum absolute value of the function.

Consider a noiseless case.

Corollary 5. Under the assumption of Theorem 6 and provided noiseless ob-
servations i.e. 0% = 0, it holds

R 1.2
E(Sy — 8E5)° < == |len|® + 207, 3.31
( u u ) Vu[f] ” N”,u ( )
. 1.2 2.2. 842
E|Sy, — SES| < —Jlen|]? + ==Y |le +2n7". (3.32
‘ U u ’ V#[f] || NH/,J, V}/Q[f] || NHM ( )

We have the following sufficient conditions for indices convergence in the
mean square sense.

Corollary 6. Under the assumptions of Theorem 6 (except Condition 3), sup-
pose additionally imy_, |len||, = 0. Let N = N(n),

Ky-InN

n

—0 and N — 00 as n — oo,

then R )
E(Su — S5°)" — 0.

n—oo

4. Asymptotic behavior

In this section, we discuss specific cases of approximation construction using
various types of regressors, which are orthonormal w.r.t. different probability
measures. For these particular approximations, we consider the interpretation
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of Theorem 5 and 6 from an asymptotic point of view. The results of this section
are summarized in Table 1.

We suppose that the analyzed function has given smoothness defined as be-
low.

Definition 4. A function f on 2 is said to satisfy a Holder condition with
exponent 3 € (0,1] if there is v > 0 such that |f(x) — f(x0)| < v||x — x0||? for
X,Xg € Z .

Definition 5. Let m be a nonnegative integer, 8 € (0,1]. Set p = m+8. A func-
tion f on Z is said to be p-smooth if it is m times continuously differentiable
on & and o
8 (o3
pep_ 9l

it ..., 0z
satisfies a Holder condition with exponent 8 for all a with || = Z?Zl a; =m.

Thus, the function under analysis f(x) is assumed to be p-smooth.

4.1. Ordinary least squares in the noiseless case

Following Corollary 5, we start with the approximations based on OLS in
the case of noiseless observations (¢2 = 0, see the observation model in Sec-
tion 2.2.2).

4.1.1. Legendre polynomials

Consider a uniform input distribution on 2~ = [~1,1]%. We exploit Legendre
polynomials and ordinary least squares to approximate f(x) and then calculate
Sobol’ indices based on this expansion. The regressors are constructed as a
tensor product of normalized univariate Legendre polynomials:

{\I/a(x) = ﬁlﬁai(%‘)» a € XN}, (4.1)
i=1
where 1o () = o (2)/||Vall x and Uo(x) are univariate Legendre polynomials:
o = 1, hr=ux, = %(3332 —1), 3= %(5953 —3z), ...,
Vo = 2@1a! CZ:—QQ(:E? — 1) with [[¢all, = 2a+1)"2 a>0.

In all cases in this section to construct the truncation set %y, we use mawi-
mum degree truncation scheme that is suitable for our asymptotic analysis. For
some g, € Ny called maximum degree we have

Iy ={a e N ‘_n}axd{ai} < Omag } (4.2)

with N = | Zn| = (Cmas + 1)
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After selection of the probability measure and the regressors, we can estimate
K to ensure the stability Condition 3:

Ky = sup { Z \Ifi(x)} = sup { Z ﬁl/fi(zz)}

x€X x€[-1,1]4

aELN ac Ly i=1
d d amax

= Z Hwi(l) = H Z 2a+1) = (amar + 1)2d _ NQ,
acly i=1 i=1 a=0

here we used [|tq || poe(—1,1)) = sup(_1,1] [Ya(z)| = ¥a(l) = (2a + 1)'/2. Calcu-
lation of K for more general truncation schemes can be found in [7].
Thus, the stability Condition 3 takes the form:
NSH?{/Q. [i}l/Q.

Inn

(4.3)
It remains to estimate the error |ley||,,. One can do it using the inequality
= inf — < inf — o .
lewll = inf 17 =gl < inf 17 = glucar

Denote dy(f) £ infgevy |f — gllz(2). Asymptotic bounds for dy(f) are ob-
tained in classical statistical literature. The space Vy = span{¥,, o € Ly}
of multivariate Legendre polynomials with fixed maximal degree coincides with
the space of multivariate algebraic polynomials with the same maximal degree'4,
therefore this two spaces have the same dy (f). According to [19], for multivari-
ate algebraic polynomials of maximal degree 4, and p-smooth function f we
have up to constant factor'® dy(f) < a2, and dy(f) < N~P/2.
Combining all parts, based on Corollary 5, we obtain an inequality

N n \ —p/d
E(Su — SE5)? S llen|?+n" SN2/ 40 < (m) T

Setting r = p/d, we have for Legendre polynomials

B(su - S5 5 () (1.4)

Inn

For comparison see Table 1.

4.1.2. Chebyshev polynomials

Similarly to previous section, we continue our analysis for Chebyshev polyno-

mials and the arcsine input distribution on 2" = [~1, 1]¢ having the density
d -1
p(x) = H (7“/1 - zf) , x € [-1,1]%
i=1

14The basis of this space can be constructed as a tensor product of univariate algebraic
polynomials 1, z, z2, ..., z®maz

5 Given two sequences of positive numbers {an,} and {b,}, the notation a, < b, means
that an /by is bounded.
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The regressors are constructed as a tensor product of normalized univariate
Chebyshev polynomials:

Yo=1, 11 =V2-2, vy =Vv2- (222 — 1), ..., 0q = V2 cos(aarccos z),

with K estimate:

sup [ Z \I/i(x)} = sup [ Z ﬁwi(azz)}

Ky =
xeX QLN x€[—1,1]4 oLy i=1
d d Amaz
= > JIv2m<]] > 2=2" (amar + ) =2 N,
ac Ly i=1 i=1 a=0

we used |[¢0a || £ ((=1,1]) = ¥a(1) < V2. The stability Condition 3 takes the form

n

N <k, -27%. (4.5)

Inn’
The error |len||, < dn(f) is estimated similarly to Section 4.1.1. Thus,
A —2p/d
E(Su—SE5)? S llen|?+n " SN2/ 40 < (li) e
nn

Setting r = 2p/d, we obtain for Chebyshev polynomials

B(su -5 5 (0=)

Inn

4.1.8. Trigonometric polynomials

We proceed with the analysis for a uniform input distribution defined on 2™ =
[0, 1]¢ and Trigonometric polynomials. For this case, we additionally require that
f(x) can be extended to a l-periodic function in each of its arguments (which
is equivalent to additional boundary conditions).

The regressors are constructed as a tensor product of normalized univariate
Trigonometric polynomials:

Yo =1, P = V2 - sin 27z, o = V2 - cos2nz, (47
s = V2 sindrx, g = V2 - cosdnz, ... -

Assume 4, is even. We have the following Ky estimate:
Ky = swp [ > wio)]
[0,1]¢ aceZLN

= sup {(1 + 2sin?(2721) + 2cos?(2mxy) + ... + QCOSQ(OémagﬂT.Tl)) ..
[0,1]4

(14 2sin®(2mzq) + 2 cos?(2maq) + ... + QCOSQ(OémMC?T$d))]

o d
1 2—’”‘”’) —N.
(1+2%5
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The stability Condition 3 takes the form

N <k 2 (4.8)

Inn

The error |len ||, < dn(f). According to [19, 38], for such p-smooth functions
dN(f) 5 (amaa:/Q)_p ,S N—p/d. ThU.S,

A —2p/d
]E(Sz,{—SLL,S)2 < ||eN||i+n_T SN~/ L g (%) +n7".
nn
Setting r = 2p/d, we obtain for Trigonometric polynomials
. —2p/d
E(Su— 865" s (o) 4.9
(Su=54°)" 5 (= (4.9)

4.2. Noisy case

In the case of observations with noise, we have similar results for Legendre,
Chebyshev, and Trigonometric polynomials. Indeed, for the projection method
of coefficients estimation, following Theorem 5 obtain

. N N
E(Su — S5)7 < llenll? + SN

Balancing the summands at the right side, find asymptotically optimal N(n)
that minimizes the quadratic risk:

d
N =n2Fd, (4.10)
and the corresponding quadratic risk
E(Su — 55)° Sn-wta, (4.11)

The presented asymptotics is not improved even if 02 = 0. This rate corresponds
to the Stone’s bound [45].

Back to ordinary least squares. Based on Theorem 6 for Legendre, Chebyshev,
and Trigonometric polynomials, it holds

A N
E(Su — S4°)* S N7/ = 07", with Ky S .
n nn

Balancing the summands, obtain asymptotically optimal parameters that min-
imizes the risk (without the stability restriction on Kp)

N =n%5, r=2p/(2p+d). (4.12)
The risk for Chebyshev and Trigonometric polynomials:

E(Sy — S55)* Sn e, (4.13)
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which corresponds to the Stone’s bound. Finally for Legendre polynomials, due
to the restriction Ky < n/lnn, we have

. —mia, if p/d > 1/2;
B(S, — SE8)2 <{™ p
(St = 5c°) ”{(ﬁ)"’/d, if p/d < 1/2.

Table 1 summarizes asymptotic bounds for the risk of Sobol’ indices obtained
in a different setting.

Remark 8. Although the obtained noisy rate (4.13) for the least squares method
coincides with the Stone’s bound, the corresponding noiseless rates (4.6, 4.9)
outperform this bound. There is no contradiction here, because Stone’s assump-
tions [45] imply V(y|x) > 0. See [2, 24, 25] for more information on noiseless
rates.

5. Experiments
5.1. Test functions

The following two functions are commonly used for benchmarking in global
sensitivity analysis.
Sobol’ g-function. Let x be uniformly distributed in the hypercube [0, 1]¢,

4i_2 7 . .
f(><)=l_[7|aj [ ithe; >0, i=1,....d.
N C;

In our case d = 2, and we use two sets of parameters in different experiments:
{e1 = 0, co = 4} and {¢; = 0, ¢ = 0.5}. Analytical expressions for the
corresponding Sobol’ indices are available in [42]:

1 1
=— 1|z +1D)2 uc,...
SH nglg(cj+ ) ) u—{ ) 7d}7

where D =[], 1+ 3(c; +1)72] = 1.
Ishigami function. Let x be uniformly distributed in the hypercube [—, 7]3,

f(x) =sinz; 4+ a-sin®zy + bajy -sinzy, a=7, b=0.1.

Theoretical values for its Sobol” indices can be found in [41]:

bt 28 1 a2
S = — —, S = —, S: = 0’
! 5v + 50v + 2v 2 8v 3
8b%m8
S = — = = Q2 =
13 9950’ S12 = Sa3 = S123 =0,

where v = a?/8 + br* /5 + b?78 /18 + 1/2.
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5.2. Error bounds

Experiments in this section illustrate the results provided in 3.1, including jus-
tification of theoretical error bounds and the demonstration of the method pro-
posed in 3.1.2. Observations are supposed to be noiseless (02 = 0).

Approximating function. All results of Section 3.1 are valid for arbitrary
types of approximations. As an example, we use an approximation of the test
functions based on multivariate Legendre polynomials (4.1), the least squares
method, and hyperbolic truncation scheme [4] corresponding to

In={ac N%: e, < t},

where |a|, £ (Ele ag)l/q with fixed ¢ € (0,1] and ¢ € Ny is a fixed maximal
total degree of polynomials. The parameters of the truncation scheme are the

following:

e Sobol’ g-function: ¢ = 0.5, t = 20, N = 91 regressors;
e Ishigami function: ¢ = 0.75, t = 20, N = 815 regressors;

Theoretical error bounds are shown in Figures 2, 3a, 4a. This group of
experiments illustrates Theorem 1, Corollaries 1 and 2. Particularly, bounds
(3.3, 34, 3.5, 3.6, 3.7) are demonstrated. In these figures, “bound(&’, Sy,)” and
“bound (&, Ty)” correspond to the error bound (3.4), and may coincide with the
relative error & or its square &2.

The relative error of approximation & is estimated based on (3.11) with
an independent test sample of size 10°. As the regressors number is fixed, the
quality of the model and indices accuracy cease to improve, starting with some
sample size.

As one can see, most of the presented theoretical bounds overestimate the
corresponding errors of Sobol” indices, particularly for large sample sizes. An-
other observation is that estimates of small indices do tend to converge faster.
Besides, the bound (3.4) is more accurate for such indices and especially good
for zero Sobol’ and total-effect indices (in these cases for Ishigami function this
bound coincides with &?). The same holds for the indices close to 1.

Sample-based error bounds are shown in Figures 3b, 4b. These bounds
are based on relatively small samples and can be used in practice.

The proposed method allows to estimate the error of Sobol’ and total-effect
indices obtained from the approximating function. It is described in 3.1.2 and is
based on (3.10). Following (3.11), we use 15% of the sample for holdout control
of the approximation error.

For comparison, we examine sample-based error bounds based on the boot-
strap method motivated by [13]. It is used ns = 100 bootstrap subsamples to
get error bounds for estimated Sobol” indices from the formula of the sample
standard deviation

erry =3 - %Z(S}E{j) 75,24)2’ with S'Mé nizgz(f)’ (5.1)
S j_l

s =1
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(b) Results for Ishigami function

sample sizes

Fia 2. Different error metrics for Sobol’ and total-effect indices and their theoretical error

bounds (3.3, 3.6, 3.7). The approzimation error & is giwen by (3.1). Fized number of regres-
sors.

where S’g) is the Sobol’ index of the subset & C {1,...,d} of input variables
obtained from the approximation described above, which was constructed based
on the j-th bootstrap subsample. The error bounds for total-effects are calcu-
lated similarly. Note that due to random sampling with replacement and the
lack of regularization in the least squares method, small sample sizes may lead
to degenerate approximations and undefined bootstrap error bounds.

The experiments demonstrate that the bootstrap bounds may be overpes-
simistic for small sample sizes and overoptimistic for large samples. The latter
can be explained by the fact that the method neglects the bias of the approxi-
mation, and its error estimate for indices can converge to zero even for inaccu-
rate approximations.

Compared to bootstrap, the proposed method gives more conservative error
estimates for large samples and relatively accurate estimates for small ones. An-
other of its properties is possible instability for very small samples, which is a
consequence of high uncertainty of the approximation error obtained with hold-
out control. As it should be expected, the corresponding sample-based bound
converges to the theoretical bound (3.4). Similar to the bound (3.4), the pro-
posed method is more accurate for small (and close to 1) Sobol’ and total-effect
indices.
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(a) Theoretical bounds: (3.3) and bound(&, Si/) / bound(&, Ty) given by (3.4)
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(b) Sample-based bounds: method proposed in 3.1.2 and bootstrap (5.1)

F1G 3. Sobol’ g-function. Errors of selected Sobol’ indices |Su—§u| and total-effects | Ty —Tu\,
and their theoretical and sample-based error bounds. True indices values of S1, To and Si2
are provided. Fized N = 91 regressors.

5.3. Risk bounds

In this section, we will provide an illustration for Theorem 5 and 6. We numeri-
cally estimate the quadratic risk of Sobol’” and total-effect indices maxy, {E(Su —
Sy)2, B(T; M—Tu)z} depending on the sample sizes and show how it relates to the
components of risk bounds (3.23, 3.29) for the two methods of approximation
construction, that is (up to additional constant factors)

lexly L240* N o* N
Vulfl” Vulfl n7 Vil n

These components allow us to understand the behavior of the risk better than
the obtained risk bounds, which can significantly overestimate the risk.

Numerical risk estimation is based on n,., = 100 independent random de-
signs (and noise realizations if o > 0). In order to estimate the best theoretical
error [lex ||, we follow (3.11) and the least squares method using training and
test samples of size 10% each. Following (3.27), r is calculated as

3-In(3/2)—1  n _1}. (5.2

and n™".

= 0
" max{ ’ 2 Kylnn
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(a) Theoretical bounds: (3.3, 3.4, 3.5), where bound(&, -) = &2 for T2 and Si23
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(b) Sample-based bounds: method proposed in 3.1.2 and bootstrap (5.1)

F1ag 4. Ishigami function. Errors of selected Sobol’ indices |Suf$v'u\ and total-effects | Ty fTu|,
and their theoretical and sample-based error bounds. True indices values of S1, Ti2 and S123
are provided. Fized N = 815 regressors.

Approximating function. We use approximations of the test functions
based on multivariate Legendre (4.1) and Trigonometric (4.7) polynomials, the
least squares and the projection method, and the maximum degree truncation
scheme (4.2).

The effects of regressors number and the type of regressors are
shown in Figures 5a, 5b, 6a and 6b. Observations are noiseless. For comparison,
we use regressors based on Legendre and Trigonometric polynomials, which are
both orthogonal w.r.t. a uniform measure. The parameters of the truncation
schemes are the following:

e Sobol” g-function: amax € {4,6,9}, N € {25,49,100} regressors;
e Ishigami function: amax € {4,5,6}, N € {125,216, 343} regressors;

The experiments demonstrate that the best theoretical error [[ey||% does in-
fluence “limiting risk”, which corresponds to almost constant values of estimated
risk at large sample sizes. Although this best error can be much bigger than the
indices risk, larger value of |lex||? in most cases leads to larger limiting risk. As
expected, an increase in the number of regressors N corresponds to a decrease
in limiting risk but also less stable estimates for small sample sizes. Note that
different N may correspond to almost the same approximation errors for the
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(b) Projection method for various regressors numbers. Noiseless case, o = 0.
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(¢) Two methods for various noise levels o. Legendre polynomials. N = 25 regressors.

Fic 5. Sobol’ g-function. Quadratic risk of Sobol’ and total-effect indices maxy {E(Su —
Su0)?, B(Ty — Tu)z} and the components of bounds (3.23, 3.29), depending on the regressors
number and noise level.

specific functions: compare N = 125 and N = 216 regressors in Figure 6a. In

addition, the truncation scheme has a strong influence on the convergence speed
(see, for comparison, Figure 2b).

In Figures 5a and 6a, one can see a big difference between the two regressors
types when using least squares. Given the maximum degree truncation scheme,
trigonometric polynomials with Ky = N provide better stability for small sam-
ple sizes compared to Legendre polynomials with K = N2. This stability is es-
pecially evident when limiting risks for the two types of regressors are close. The
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(¢) Two methods for various noise levels o. Legendre polynomials. N = 216 regressors.

Fi1Gc 6. Ishigami function. Quadratic risk of Sobol’ and total-effect indices maxy {]E(Su —

S10)?, E(Ty — TM)Z} and the components of bounds (3.23, 3.29), depending on the regressors
number and noise level.

effect is not apparent in the case of the projection method. In general, regressors
based on trigonometric polynomials perform better in all cases presented. Note,
however, that Sobol” g-function and Ishigami can be extended correspondingly
to 1- and 27-periodic functions in each of their arguments, which provides bet-
ter theoretical error [ex||? for the trigonometric approximation of these specific
functions compared to “aperiodic” ones.

According to (5.2), the minimal sample size that provides sensible estimates
based on Theorem 6 increases considerably with increasing dimension and the
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maximum degree of the truncation scheme. In particular, in the case of Ishigami
function and N = 125 regressors of Legendre type, it needs at least n =
2,102,432 > 105 design points to achieve r > 0.

Finally, we can briefly discuss how to select an approximating metamodel for
the evaluation of Sobol’” indices; particularly, how to choose its structure and
the number of regressors?

From a theoretical point of view, the structure of the metamodel should be
adapted to the problem. In particular, according to (4.3, 4.5, 4.8, 4.10, 4.12),
the number of regressors should depend on the smoothness of the analyzed
function and the size of the experimental design. Despite the fact that these
results are theoretically justified, they are essentially asymptotic and require
a-priori information on the analyzed function.

From a practical perspective, it is important that, according to Theorem 1,
more accurate (in the RMSE sense) metamodels are preferable for the estimation
of Sobol’ indices. Thus, one can customize the metamodel structure for global
sensitivity analysis using standard methods of model selection and feature se-
lection [18], which are based on cross-validation, penalization of the metamodel
complexity [28], an adaptive construction of the approximation [4, 14], etc.

The effect of noise in observations is presented in Figures 5¢ and 6c¢. In-
dependent Gaussian noise is added to the output of the test functions. The stan-
dard deviation of the noise equals 0, L/10 and 2L with L = maxxc2 |f(x)|
Regressors are based on Legendre polynomials. The parameters of the maximum
degree truncation scheme are the following:

e Sobol’ g-function: apyax = 4, N = 25 regressors;
e Ishigami function: amax = 5, N = 216 regressors;

As one can see, in comparison with least squares, the projection method is
more stable for very small sample sizes n ~ N. Given the moderate sample
size and low or zero noise level, the quadratic risk of the estimates for the least
squares method decays significantly faster than n~' and correspondingly than
the risk for the projection method. Large noise levels lead to similar behavior
of the two methods, and the components of their risks bounds proportional to
N/n are close.

We can hypothesize that the three components of the obtained risk (3.29),
namely n~", o®/V,[f] - N/n and |lex]?/V,[f], correspond to three ranges of
sample sizes with different rates of risk decay for the least squares method.

6. Conclusion

We address the problem of the accuracy and risk of metamodels-based Sobol’
indices in the random design setting. We obtained a general relation between
the accuracy of arbitrary metamodel and the error of estimated Sobol’ indices;
and the specific asymptotic and non-asymptotic relations for the two methods
of parameters estimation for metamodels with tensor structure, including ap-
proximations based on multivariate Legendre, Chebyshev, and Trigonometric
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polynomials. Based on the obtained relation, we propose a method for Sobol’
indices quality control that demonstrates a good performance compared to an
existing approach.

The results indicate that the risk convergence with sample growth for the least
squares method in the noiseless case can be much faster in comparison with the
noisy case and with the projection method. In particular, it is demonstrated
theoretically and (for a certain range of sample sizes n) experimentally that the
decay of quadratic risk can be much faster than n~! with increasing sample size
and the number of regressors (see Table 1).

It is shown that the key factors that provide the possibility for fast conver-
gence of Sobol’ indices estimates are the absence of noise in the output of the
analyzed function, its high smoothness, and low dimension. Besides, the esti-
mates of small and close to 1 indices tend to converge faster, and the obtained
bounds and the proposed method are more accurate for such indices.
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A.1. Proof of Theorem 1

1) We will prove the theorem not only for Sobol’ indices and total-effect indices
but also for a general type of indices that takes into account the influence of arbi-
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divide the partial variances into two arbitrary disjoint groups:

V@ = Y Valfub)) = Y Valfulx)] + Y Vilfulba)l, (A1)

UC{1,...,d} UcA ues

where A and B are disjoint subsets of the set of all subsets of {1,...,d}, i.e.
ANB=@and AUB={U: U C{1,...,d}}. Define a general Sobol’ index of
subset A as V.
Ga % ZMEAV plfu)] Z Su. (A.2)
ulf UeA

Similarly, denote G e DA Sy. Note that A = {L{ } corresponds to Sobol’
index: G4 = Sy, and A = {V: VC{l,...,d}, UNV # @} corresponds to
total-effect index: G4 = Ty.

2) Notice that all Sobol’ indices remain the same if we replace f and f
with the functions ¢ = a1 - f + a2 and h = by - f + bo correspondingly, where
al,ag,bl,bg S R, aq 75 0, by 75 0.

Consider the inequalities

11 = FIB NG ~Euf) =G =EDIE_|lf=Euf  f-Ef|f

AT V,lf] v v,
~ ~112
fBEuf _ F-E.f
S T Y

[=Buf (=Bl f—Euf f-BuF[
vil?1/] Valf] vil?1/]

m

Note that ki, = arg mingcg [|p — & - %, for p,q € L*(2", ) corresponds to
orthogonal projection of p onto ¢ that leads to (¢,p — kmin - ¢} = 0.
3) I {f —Euf, f—Epuf)u =0, then | f = FI7 2 1(f —Epf) = (f ~Eu D)} =
Vulf] + Vu[f] > V,.[f] and (3.3) holds true, as its LHS does not exceed 1.
Besides, (3.2) is also true, as

‘GA - G.A’ = {\/GA(l —Ga)+ \/GA(l - GA)}

X

’\/GA(l —Ga) - \/GA(l —Gya)

\/GA(I—GA)—F\/GA(l—GA).

Let Cov,[f, f] £ (f —E.f, f- E,Lfm # 0. Following (A.3), define g,h €
LA, p) as

IN

f=Buf o Covulfifl  f-Euf A
v P viPI VB .

(1>

9
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The functions g and h have the same Sobol’ indices as f and f correspond-
ingly. In addition,

Vulgl =1, Eulg] =0, 0<V,[h] <1, E, Al =0, (h,g—h), =0, (A.5)
and .
lg =Rz _ 1If = F12

Vgl — Vulf]

Thus, it is sufficient to prove the theorem for the functions g and h. To prove
that, we will show that for any A defined above

2 _
lg = Al =

(A.6)

G- 6] = {Yeut -G+ eut -G} lo-tl. 4D
4) Using Sobol-Hoeffding decompositions of g and h

9x) = Y gu(xu)=ga+gs h(x)= > hu(xu)=ha+hs

where gu4 £ Y ea9u(Xu), 98 = Y yep guxu), ha = Y yeahu(xu), hs =
> wen hu(xy). In addition, based on the decomposition properties

<gA7gB>u = Oa <h.A7 h6>u = Oa <g.Aa hB>u = Oa <h’A?gB>M =0.
We have the following representations of general Sobol’ indices (A.2)

2 . h 2
G — ||9A||2u7 = [ A|lu.
lgllZ IR1Z

(A.8)

5) We will need an auxiliary bound based on (A.5) and Cauchy-Schwarz
inequality:

IRl = (g, k) = (g4, ha) + (g, hs)ye < Nlgallallhall + llgsl s,

and therefore,

1Al = llgallfllhally = lgslZ 515 < 2 lgallulhallgslllhsll. — (A.9)

6) Consider LHS of (A.7). Denote a = arccosGi(2 € [0,7/2], B &
arccos G}L‘/Q € [0,7/2] (see Fig. 1 for illustration in 2D case), then

‘GA —GA‘ = !COSQQ—COS2ﬁ’ =1/2- |cos2a—cos2ﬁ‘
= sin(a + B) - | sin(a — B)|
_ {\/GA(l R RSN —GA)} Jsin(a— ). (A10)
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7) Compare w £ | sin(a — B)‘ and |lg — hl|,. Based on (A.8, A.9),

w? = {\/GA(l —Ga) - \/GA(l - GA)}2

2
_ { lgallullPsll, _ llgsllulhall }

gl 1l gl 1l

1
= e Il s+ s - Wl =2 bl sl
w

<

1
Tz oAl s + g el — Al
;

L

+ llgallZ 2l + IIQBIIZIIhs\\i}

1
= i 4 ol + losl2) - (Vhal + W) — 01}

=1— Al = llg = Rl

(A.11)
where the last equality follows from (A.5):
llg = hll5 = llglly, + 1115 = 2(g, h)e = 1= [IA[5-
8) Combining the results (A.6, A.10, A.11), obtain (A.7) and (3.2):
‘GA - G'A} < {\/GA(l —Ga)+ \/GA(l - GA)} g =Rl
(A.12)

< {\/GA(l —-Ga)+ \/GA(l _GA)} : %

9) Finally, as \/GA(l —Ga)+ \/CA(I — G 4) =sin(a + B) < 1, (3.3) holds
true. |

A.2. Proof of Corollary 1

1) The case & = 0 is trivial. Let & # 0. The proof for Sobol” indices and total-
effects is the same. Denote § £ !Su — Su| € [0,1] and consider the consequence
of Theorem 1 for small indices:

5 < {\/Su(l—gu)Jr\/Su(l—Su)} &

<{si?+8/*} ¢ <{Vsu+Vsu+s}-e.

2) The solution of the previous inequality w.r.t. ¢ is the union of intervals
given as

(A.13)

52 2722_2511{_5207
=25 —8<0 U . 2
& (E—zsu—(s) < 48y (Sy + ).
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Based on these inequalities, obtain the bounds for §:

§<1/2- (2 4+ VE1+8546%) U §<E>+2y/Sy- 6.
Taking into account 1/2- (62 + VET+85,E8?%) < 2+ V2/Sy - & and § < &,
we have

‘Sufé‘u‘ < min (1, 2v/Sy + &) - €. (A.14)

3) Consider the consequence of Theorem 1 for the indices close to 1:

{\/Su(1—§u)+\/§u(1—su)}.g§{ 1—5,/,+\/1—5*u}.5
{\/l*Squ\/lfSqu(S}'éa

where we used [(1— Sy) — (1 - S’u)| = 4. The obtained inequality is similar to
(A.13) and the corresponding solution is

>,
INA

IA

’SM—S’M‘ <min (1, 2/1— Sy + &) - 8. (A.15)
4) The final result is the combination of (A.14) and (A.15). |

A.3. Proof of Corollary 2

1) Denote 6y 2 sign(Sy — Sy) € {—1,0,1} for U C {1,...,d}. Define A 2
{U: 0y >0} and B2 {U: 6y = —1}.

Using the definition (A.2) of general Sobol’ index and the inequality (A.12)
from the proof of Theorem 1, obtain

Z |Su—gu|ZZQZ/{'(SL{—SL{)ZGA—GA—FGB—GB
UC{L,....d} u (A.16)
=|Ga—Gu|+|Gs—Gp| <2 6.

2) Let V C {1,...,d}. Based on (A.16), we have
A 2 A A N
{Z|SZ/{_SL{|} :Z(SZ/I_SZ/{)2+ Z |SZ/{_SZ/{| . |SV_SV| §4~@@2.

On the other hand,

0={Z(Su—5‘u)}2=2(5u—8u )7+ D (Su—Su) - (Sv = Sy).
u u,v
u

u 5
v
Hence
Z(Su—Su = Z Su—Su Sv—Sy §Z|Su—gu|'|SV—év|.
Zi u,v

v
£V UAY
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Finally, (3.7) follows from

23" (S —8u)” <3 (Su—58u)” + D |Su — Sul [y — S| <462
u u

U,
UFV
|
A.}. Proof of Theorem 2
1) For any fixed subset of variables & C {1,...,d} consider multi-index o =
(ai,...,aq) € N? such that o; = 1 if i € U, and a; = 0 otherwise. Besides, let

B = (Bi,...,B4) € N? be the multi-index such that 8; =1 —a; fori =1,...,d.
Due to the assumption given in Remark 1, there exists Vo, Ug € L2( %, 1)
which are the elements of the function set (2.4).

2) Select two functions in L?(.2, u1):

Fx) =Sy Ualxu) + V1= Sy - Tg(x),
f(x) =01 \/?u o) + 01 -\ 1= Sp - Ug(xs),

where &, 2 /Sy - Sy + \/(1 — Sy)(1—Sy) > 0. Tt is easy to see that these

functions have Sobol’ (and total) indices equal Sy and Sy, for xy variables
correspondingly. One can check that

2

5221—5%2‘\/5&(1—5&)—\/gu(l—su)

3) Hence {\/su(1—5u)+\/§u(1—su)}-5= St — Su|- m

A.5. Proof of Theorem 3

1) Following Section 3.1.3, consider two functions in L?(2, u):

V3

1
flx) = 3 Vi0,...)(x) + 5 Yo,1,..)(%),
. 3 V3
fx) = i V0,...)(x)+ - W1, )(X)+02- T (x),

where d2 € R. According to (3.14, 3.15), if d2 = 0, then (3.16) holds true with
e = 1. To obtain (3.16) for € € (0, 1], one can set d; = 1/2- /1 — €2 /e. Indeed,

_f 1 R R
€'<;1/—2'[f:f|f:5'[1/44-5%]1/2:§:mﬁx‘5u—5u’:m£X’Tu—Tu’.
"

2) In the case of ¢ = 0 it is sufficient to consider the functions: f(x) =
Vi0,...)(x) and f(x) =2 U (%) u
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A.6. Proof of Theorem 4

1) We use the notation Sy for both Sobol’ indices and total-effects. Following
Condition 1 and (2.13), define the measure p over 2 x R and the measure
dp(D,Y) = @_,dp(x;,y;) over the training samples space 2™ x R™.

2) Taking into account (3.17), consider separately two domains in the training
samples space 2" x R™ x* 2 {(D,Y): V,[f] =0} and xyT 2 27" x R"\ x°.

3) According to Theorem 1, if V,[f] > 0, then

I

(Su—gu) < V.0

(A.17)

If V,,[f] = 0, then ||f — f||i > V,[f], and (A.17) also holds true, taking into
account Sobol’ indices redefined for constant approximations.
4) The risk takes the form:

E(Sy — Su)* = {/X+ +/x°} (Su — Su)dp(D,Y)
_ Ellf = 1113

A
© :R2,

— VS

(A.18)

where we used (A.17).
5) Note that &2 + 2v/Sy & > &2 > 1 if V,[f] = 0. Similarly to (A.18), we
have based on Corollary 1

E|Su — Su| <E |62 +2v/5, 6]
< E&? 4+ 24/Sy VEE? = R? +2/Sy, - R.

A.7. Proof of Corollary 3

The proof repeats the proof of Theorem 4 using Corollary 2 and taking into

account that if V,[f] = 0, then for &/ C {1,...,d}
Z(SM—SM)Q = Z(Su—Q_d)Q2255—2-2“1-1-1-2—2‘1.2(1

u u u
Zsaf2fd<{25u}2:1<2g2-£2.
U u
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A.8. Proof of Theorem 5

1) By definition (2.10), the theoretical orthogonal projection fy is a linear
combination of {U,, a € ¥y}:

fy(x) = Z caVal(x),
ac’N

with some ¢, € R.

2) Let f P be an approximation based on the training sample of size n and
{¢éa} be the corresponding estimated coefficients. For ¢, defined as (2.14) it
holds for the expectation

E[éa] = E[(f(x) =+ U)‘I’a(x)] = E[f(X)\I/a(X)} = Ca,
and for the variance

Vel = SV[(F60+m)¥a(x)] <

— LE[Prie) +

3) We have |\f = FPI = 17 = Sl + 1w = P15 = lenIE+ 14w = FPI1 =
||6NH;2L + ZaefN (Ca - éa)2. Then,

Elf =217 = llenli+E Y (ca—éa)® =llenli+ Y Vical
acZN acZLN
N
< H€N||i + E(LQ +0?).
4) Tt remains to apply Theorem 4. [ |

A.9. Proof of Theorem 6

Lemma 2. Let QF be the subset of 2™ x R™ that includes training samples for
which the spectral norm |||®T®/n—Iy||| < 1/2. Under conditions of Theorem 6
it holds

¢ 4K, N
/Uﬂswmnns(lg)wNm+Mz_
o+ nn n

Proof of Lemma 2
1) The proof includes modified versions of Theorem 2 and 3 in [8]. Denote
the expansion coefficients of the best approximation (2.10) as ¢ € RY. We have
fn(x) = T ¥ (x). Provided det(®T®) # 0,
¢ = (279) 1Ty = (@7®) ' 0T (2c + en(D) + 1)
= c+ (@"®) "7 (en(D) + 1),

where ex (D) £ (en(x1),...,en(x,))T € R™.
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Hence

(@Té) 9T (en(D) +n)

c—¢l =
le—ell = | (= -

2) By definition, Q* includes samples for which the spectral norm
11®T®/n — Iy < 1/2 (A.19)
From (A.19) one can obtain on 2+ domain
1/2 <|||@"®/n[|| < 3/2,
2/3 <[[[(@T®/n)7 M| < 2.
Then, provided (D,Y) € QT

fo—¢ <o | TN D+ m)
N n

3) Back to the lemma’s statement

/ If = F*512dp(D.Y) < fenl + / e — &Pdp(D.Y)
O+ O+

2

o7 D) +
< fewt+ [ o) HAPED 4y
O+
2
T D
< fenlp + 45 |2 xPIrm)
n
o7 2
= ||€N||i+4EHLH +4EH

The last equality is valid due to En = 0 and the independence of D and 7).
4) Taking into account E[U, (x;)en(x;)] = E[¥a(x;)en(x;)] = 0, we have

2 n 2
= Z (%Z\Ifaxle]v&)
=1

aclN

(I)TGN(D)

=

n

- EE > ZZ\I/a(xi)eN(Xi)\I/a(Xj)eN(Xj)

ac Py i=1 j=1

= EZZ\PQXleinf Hzlllz
acZy i=1 aELN
Ky
< VB[ ()

5) Similarly, using E[¥q(x;) - n;] = 0,

n 2
e Y (Swn) - 12 ¥ vt N

ace’N
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6) Thus,

4K,

[ 1= i paemy < (14

nn

N

2 2
4% - —.
)lenl +402- 2

[ |
Proof of Theorem 6

1) We use the notation Sy, for both Sobol’ indices and total-effects. Define two
subsets of the training samples space 2™ x R". Let O+ 2 {(D,Y): [[|®T®/n—
In||| € 1/2} and x° be the subset of Q7 that leads to constant approximation:
X° 2 {(D,Y) € Qt: V,[fL5] = 0}. Note that |||®T®/n — Ix||| depends only
on the design D and is independent from Y.

2) The risk takes the form:

E(Sy — S55)? = {/ +/ +/ } (Su — %) dp(D,Y)
ZrXRIAQT  JQH\x0  JxO

<P{2Z"xR"\Q"} + { +/ } (Su — S5%)dp(D, V),

QH\x°

where we used (Sy — SE5)% < 1.
3) According to Theorem 1, if V,[f%5] > 0, then

(Su — S%)% < &2 (A.20)

Since || f — fLSHi > V,[f] provided V,,[f¥%] = 0, (A.20) also holds true for the

constant approximation.
4) Using (3.28, A.20), obtain

E(Sy —S55)7 < 20+ {/ +/ }g%zp(p,y)
QF\x° x°

< &E%dp(D,Y) +2n7".
o+
5) Applying Lemma 2,
N 402 N
ESM—SL52§ Tn enll? + ST < RE 207
( u ) V;L[f] ” ||,u Vu[f] n LS

where 7, = 1 + 4r,./Inn with 7,, — 1 as n — oo. Besides, Condition 3 of the
theorem implies x, < 1/2-[3-1n(3/2) — 1] and n > 33. Then, corresponding
values 7, < 1.2.
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6) Similarly, based on Corollary 1:

E|Sy — S§°| < P{%”xR"\Q*}Jr{ +/ }|SMSZ§S]dp(D,Y)
QF\x° x°
< oo {/ +/ } (52 +2v/5y @@) dp(D,Y)
QF\x° x°
- / (5’2 +2v/5y (5’) dp(D,Y) +2n"
O+
1/2
< / &%dp(D,Y) + 2/ Sy - {/ &%dp(D, Y)} +2n7"
Qt Q+
<

Rrs (RLS + 2\/@) +2n"".

A.10. Proof of Corollary 6

The result follows from the inequality

I Ky 242 NV
= 0)" < g (1045 et £t

n
+ 2exp |:11’1N'<1—m‘01/2>:|,

which is based on Lemma 1 and the proofs of Theorem 6 and Lemma 2. |
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