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Abstract

We propose two algorithms for boosting random Fourier feature models for approximating high-dimensional
functions. These methods utilize the classical and generalized analysis of variance (ANOVA) decomposition
to learn low-order functions, where there are few interactions between the variables. Our algorithms are able
to find an index set of important input variables and variable interactions reliably.

Furthermore, we generalize already existing random Fourier feature models to an ANOVA setting, where
terms of different order can be used. Our algorithms have the advantage of being interpretable, meaning
that the influence of every input variable is known in the learned model, even for dependent input variables.
We provide theoretical as well as numerical results that our algorithms perform well for sensitivity analysis.
The ANOVA-boosting step reduces the approximation error of existing methods significantly.
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1. Introduction

Developing predictive models based on empirical data is a current field of research with diverse appli-
cations. The continuous growth in data collection leads to complex datasets, necessitating the handling of
regression or classification tasks in high-dimensional spaces. Traditional machine learning techniques such as
support vector machines, neural networks, and decision trees are commonly used to address these challenges.
However, a crucial concern alongside prediction accuracy is the interpretability of these models, which is
essential for understanding the underlying reasoning behind predictions.

Many current approaches, although effective with smaller or moderate number of input variables, stop
working when confronted with high-dimensional challenges. The main problem to practical computability
is often related to high dimension of the multivariate integration or interpolation problem, known as the
curse of dimensionality. A well-known foundation of a dimensional decomposition is the analysis of variance
(ANOVA) decomposition, first presented by Hoeffding in the 1940s. Since then, the ANOVA decomposition
has been studied a lot in the literature, see for example [3| 27 18| [13, [} 6] 23].

However, the classical ANOVA decomposition is only available for independent, product-type probability
measures of the input density. In practice, there could be notable correlations or dependencies among input
variables. Therefore, the classical decomposition must be generalized for an arbitrary, non product type
probability measure. Achieving this will require modifying the original orthogonality conditions. Indeed,
inspired by Stone [37] and employing a set of weakened annihilating conditions, Hooker [10] provided an
existential proof of a unique ANOVA decomposition for dependent variables, referred to as the generalized
ANOVA decomposition in this paper, subject to a mild restriction on the probability measure. Afterwards,
different approaches for calculating the component functions are studied for example in [T4] 29].

The methodology presented in this paper offers an alternative to traditional machine learning methods by
proposing an initial ANOVA-boosting step for random feature methods, but also provides a natural means
to assess the importance and influence of attributes on the predicted outcomes. The generalization of the
classical ANOVA decomposition, e.g. in [10, 29] forms the basis for our algorithm, which can be applied
to possibly dependent input variables. We calculate an approximation by a least squares regression, which
penalizes the non-orthogonality between ANOVA terms.

Consider the following standard supervised learning setup. Let X = {xy,...,z)} C R? be a set of
discrete samples. We consider the problem of reconstructing a multivariate function f: R? — C from discrete
function samples on the set of nodes X, which are sampled from the density u: R? — R,. We study the
scattered-data problem, i.e. we have given as labels the (possibly noisy) function values f = (f(x) + €z)zecx-
In contrast, in [30] the authors give explicit advice on the location of good sampling points for approximating
high-dimensional functions as finite sums of lower-dimensional functions.
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It is natural to express the model output f(x) as a finite hierarchical expansion in terms of the input
variables,

d
f(x) = fo + Zfi(fl?i) + Z Ty (@a,zs) + .o+ fa,ay (@1, 22, .. Ta), (1.1)
=1

1<i<j<d

where the zero-th order component function fg is a constant representing the mean of f(x), the first order
component function f;(x;) gives the independent contribution to f(x) by the i-th input variable acting alone,
the second order component function f{; jj(x;, ;) gives the pair cooperative contribution to f(a) by the input
variables z; and z;, etc. The last term fyy 4 (%1, 72,. .. ,xq) contains any residual d-th order cooperative
contribution of all the input variables. The classical ANOVA decomposition, [3, I8, @], of a function is a
tool for capturing high-dimensional behaviour by demanding orthogonality with respect to the measure p
between the terms in and weak annihilating conditions for functions f € La(R?, ).

In many settings functions may arise naturally as sums of functions, each with a limited variable interac-
tion. Such low-order structure may also be used to reduce the curse of dimensionality, [3, B9, [34]. Another
approach to capture low-dimensional structures by Gaussian mixtures was done in [8]. In this regard, two
classes of problems arise: either all of the input variables € = (z1,x2,...,24) are independent or at least
some portion of the variables in & are correlated. Standard formulations of the ANOVA deal with the case
of independent variables. We, on the other hand, use the extension of [I4] to also treat correlated variables.

Kernel-based approaches have been extensively used in high-dimensional function approximation since
they often perform well in practice. The random feature model [2§] is a popular technique for approximating
the kernel (and thus the minimizer of kernel regression problems) using a randomized basis that can avoid
the cost of full kernel methods. An alternative perspective to view the random feature model is as a two-layer
network with a randomized but fixed single hidden layer, [28] [I7]. The random feature model takes the form

N
f# (213) = Zakei<wk)m> = aTei(W,:c>7 WwE € Rda
k=1

where € R? is the input data, W € R?¥*¥ is a random weight matrix, and a € CV is the final weight
layer. The columns of the matrix W are independent and identically distributed (i.i.d.) random variables
generated by the (user defined) probability density function p(w). We construct the feature matrix

A= (ei<wk’w>)ke{l,...,N},meX~ (1.2)

Given the collection of M = |X| measurements, f = (f(x) + €z )zecx, the random feature regression problem
becomes training a by optimizing
. 2
min — Aall; + R(a
min | - a3 + R(a)

with some penalty function R: C — R. The most common choice for R is the ridge penalty R(a) = A ||a||§7
which leads to the random feature ridge regression problem [31} [15] 20]. We will use another penalty function
R, which incorporates the ANOVA decomposition of the function f. We propose a random Fourier feature-
framework where we explain the ANOVA decomposition within the random Fourier feature (RFF) structure.
This specification allows us to associate variances and covariances to input variables, leading to interpretability
that is not present in existing RFF models. Our algorithm aims to boost existing RFF algorithms like
SHRIMP [40] (uses iterative magnitude pruning to select features) or HARFE [32] (uses hard threshold
pursuit to select features) by introducing a first approximation step, which is demonstrated by numerical
examples.

This paper is organized as follows. In Section [2| we introduce the well-known ANOVA decomposition
for independent input variables and relate this decomposition to the Fourier transform of the function f.
Furthermore, we introduce functions of lower order and show that they occur naturally in function spaces
of mixed smoothness. In Section [3| we generalize the ANOVA decomposition to possibly dependent input
variables. We summarize the idea of random Fourier feature algorithms in Section [f] and apply them to the
ANOVA setting. The resulting boosting algorithms are summarized in Section [5] where we show how to do
sensitivity analysis on an approximation with random Fourier features. The theoretical analysis in Section [f]
generalizes the theory in [7, [40] for random Fourier features and finally in Section |z| we show with numerical
examples the power of our boosting algorithms.



Our main contributions are as follows:

e We propose an ANOVA-boosting, which extends and further develops the sparse random feature ap-
proximation from [7, 40} 32] to arbitrary index sets U C P([d]) and give a new connection between
the Fourier transform of a function and the ANOVA terms. This leads to random features, which are
adapted to the function.

e Generalizing the theory of sparse random Fourier features: In many cases, for example in the target case
of functions of low effective dimension, the Fourier transform only exists in distributional sense. The
norm on which the existing literature is based on, contains a maximum norm of the Fourier transform,
which has to be generalized to the setting of tempered distributions.

e Introducing and analysing a first approximation step which calculates the important ANOVA terms for
independent or dependent input variables.

e We improve the interpretability of previous random feature models by reducing the importance of
variables that are only correlated with other variables and do not influence the function.

We will distinguish between the two cases where the input variables are independent or dependent. In the
first case, we will use the classical ANOVA decomposition, whereas in the latter case we have to generalize
this decomposition.

Related work
e The authors from [I9] propose the notion of neural decomposition, which integrates the classical ANOVA
and deep neural networks for dimensionality reduction and variance decomposition. Similar to our
approach for dependent input variables, they show that identifiability for independent input variables
can be achieved by training models subject to constraints on the marginal properties of the decoder
networks.

e The D-MORPH algorithm [I4] uses orthogonal basis with respect to sampling density p, which requires
knowledge about the sampling density. Our approach is applicable independent of the sampling density
p. Furthermore, instead of calculating the solution of the minimization problem directly by using an
SVD, we solve the problem by an iterative algorithm. This work was followed, among other, by [2],
where the procedure was generalized to sampling from mixture densities, but also in this case an
orthogonal basis is necessary.

In [29] the generalized ANOVA decomposition is constructed by a constructive method by employing
multivariate orthogonal polynomials as bases and calculating the expansion coefficients involved from
the solution of linear algebraic equations.

e The authors in [4] also study indices measuring the sensitivity of the output with respect to dependent
input variables, but they are restricted to independent pairs of dependent input variables.

e We generalize the approximation with random Fourier features, for already existing algorithms see for
example [7, [40, B2]. See also [I7] for a nice overview of random features for kernel approximation.

Definitions and Notation

In this paper we denote by [d] the set {1,...,d} and its power set by P([d]). The d-dimensional input
variable of the function f is @, where we denote the subset-vector by @, = (z;);cy for a subset u C [d]. The
complement of those subsets is always with respect to [d], i.e., u¢ = [d]\u. For an index set u C [d] we define
|u| as the number of elements in w. Define the Fourier transform by

flw) == /Rd f(x)e @ de  for w e RY (1.3)

If f € Ly(R?) with f € Ly (R?), the Fourier inversion formula

@) = gz [, Flw) e (1.4)



holds true for almost all € R%. For f ¢ Ly(R%) the Fourier transform f is defined only in distributional
sense. Let S(R?) be the Schwartz space of rapidly decreasing functions on R%. A tempered distribution is a
continous linear functional on S(R?). If a distribution 7" arises from a function in the sense that

Tp) = [ f@eis, e S@RY,

then we speak about a regular distribution. The Dirac distribution ¢ is defined by (J,¢) = ¢(0) for all
¢ € S(R?), which is not regular. The Fourier transform 7" of a tempered distribution 7T is a linear functional
on the Schwartz space and defined by, A

(T,¢) = (T, ).

A density function or probability density function is a positive function, such that P(x € [a, b]) f w(x

This function is normalized, such that fRd p(x)de = 1. We will denote this functlon by w(x) for the
sampling distribution and similarly by p(w) for the feature distribution. Furthermore, we denote for v > 0
some frequently used densities by

1 _ = .
p () = We 2y Gaussian,
= H __ Cauch,
Al ae(1+22/42) v

=1

Let s > 0. Then we define Sobolev spaces of dominating mixed smoothness by
Hy®?) 1= { f: R > C | |z, ey < 0} (15)

where the norm is defined by
R d
13 oy = [ AP TLO+ i)
i=1

2. The ANOVA decomposition for independent input variables

In this section we study the case of independent input variables, which coincides with the density p having
tensor product structure. For periodic functions there is a connection between the Fourier coefficients of the
ANOVA terms, which is used to construct approximation algorithms for high-dimensional functions with low
effective dimension in an efficient and fast manner, see [25]. This was the motivation to study the more
general setting, seeking a connection between the Fourier transform f and the ANOVA terms, which we will
do in the following.

The curse of dimensionality comes into play when analysing data in high-dimensional spaces. A frequently
used concept is the following, [3,[I8,[Q]. See also [2I, Chapter 8.4] or [23] Appendix] for a general introduction
to functional decompositions.

Definition 2.1. Let f be in Ly(R?, 1). For a tensor product measure

d
=1

and for a subset u C [d] we define the ANOVA (Analysis of variance) terms recursively by

fo= | @)

Rd

fulo) = [ @ a) d = 3 fola) (22)
R~ vCu

The ANOVA decomposition with respect to p of a function f: R¢ — C is then given by
d d
f@)=fo+ ) fa@)+ > fap@oz)+ o+ fa@ =D ful@a). (2.3)
1=1 i#j=1 uC|[d]



The terms (2.2)) are the unique decomposition (2.3)), such that
(fus fo)p = /d Ju(@w) fo(Xy)p(x)de =0 for v £ u C [d], (2.4)
R L
/fu(:cu)uj(acj)dmj =0 forjeu. (2.5)
R

Note that in general, f, ¢ Lo(RI*), but f,, € Lo(R!®l 1,,). Furthermore, every density has the property
that pu € Li(R), which implies that y; € Ly (R), such that the one-dimensional Fourier transforms ji; exists.
For a better readability of the following proofs, we introduce the notation

E(m,w,pu) =[] (" = jiu(=wi) J] fi(—wi)- (2.6)
S 1€EU’
In terms of the Fourier transform, the ANOVA terms (2.2]) can then be described by the following.

Lemma 2.2. Let the sampling distribution u have a product structure (2.1). Then the ANOVA decomposition
2-2) for a function f € Ly(R9, ) N Lo(R?), is given by

1 N
fu(xa) = 2ni /Rd f(W)E(x,w, p,u) dw. (2.7)

Proof. The Fourier transform of the tensor product density pu can be decomposed as
iw) = [T aiws).
i€[d]
We prove (2.7) inductively over |u|. First, observe that
1 o .
= de = = {w,z) 4 d
fou | f@u@)te = [ o [ ) o @) da
1

[ Aw ei(w,m) 2) de dw — 1 )i ) dew
(271')‘1/]1@ ( )/]Rd p(@)dzd (27T)d/]Rdf( )i(—w) d

1 ~
= (27‘-)d R f(w)E<$7w7,ua @) dwa

~

where F(x,w, u, &) = Hie[d] fi;(—w;) does not depend on x. The induction step follows using Definition

Fu() = / L /R F@) ¢ dopie (@) dzas — 3 fulan)

vCu

1 £ (Way, oy i(Woyc,Toye 1 2

= @n) /Rd flw)ell >/Rd7\u| el  fage (Xge ) Ay dw — ) vCZu/Rd fWw)E(x,w, p,v) dw
_ 1 £ HWa, @) 7 _ _ 1 £ iwiTy AN, N,
— (27T)d /Rd f(w)e /J"u,C( qu) dw 7(27‘()d 1; i f((-U) 11;1[’ (e /J,Z( UJZ)) i]E:J[C ,u*z( wz) dw
— g L, F@ie () | @nm) = ST (e = a(own) T i) | d

(27T)d R vCu i€V i€u\v
— g |, @) TL (e = fut-w)) T] (i) do

(27T)d Rd icu 1cu’
~ ot [ J) B w)

This shows (2.7)). [ |

Example 2.3. Suppose

-max (1 — |zo|,0) € H27(R?). (2.8)

mix

f:RT=R f(w)—91($1)92($2)—(1f;|%)2



The functions g1 (z1) and ga(z2) have a kink, such that the derivatives of order 2 are not in Lo(R). Further-
more, the function f is of tensor product structure, which means that the ANOVA decomposition is

Al = (01(@1) — ) - o 7= /R (@) (e1)dar,

fo(ws) = (ga(22) — o) - T, T = /R g (@2) pa2) e,
fr2(@) = (g1(z1) — f1) - (92(22) — ) »

where the constants with respect to standard Gaussian samples pu(x) = py(x) = \/;de’”wW/Z and uniform
T

samples on [—1,1]? are summarized here:

i | Gaussian | Uniform
fo | 0.0792 0.125
fi | 02148 0.25
fa | 0.3687 0.5

The ANOVA decomposition is plotted in Figure for these two cases. This example shows that tensor
product type function can be easily decomposed in the ANOVA terms independent of the sampling density
. Furthermore, the ANOVA decomposition depends on the sampling density p. For more complicated
functions this can have much more influence. O

Sensitivity analysis

The ANOVA decomposition is the basis for sensitivity analysis, which is the study of how the uncertainty
in the output of a mathematical model can be divided and allocated to different sources of uncertainty in its
inputs. A measure describing the proportion of how much the variables &, contribute to the variance of the
function f itself are the variances

UQ(fu) = /]R\ul |fu(mu)|2Uu(mu)dxu7 (2.9)

where }Z, g 0%(fu) = 02(f). This provides an explanation for the name analysis of variance decom-

position to this function decomposition. Sobol indices, first introduced by [33], are an often used tool for
sensitivity analysis, namely

6, — PUh)

o*(f)

. (2.10)

Relation to the case of periodic functions

The ANOVA decomposition in terms of the Fourier transform f investigated in Lemma is a general-
ization of the periodic case. To see this, let u;(z;) = % 17 x), the density belonging to the uniform density
on the torus. For the Fourier transform of this density we calculate

is(wn) = sin(mw;) _ {0 it w; € Z\0, (2.11)

O nw; 1ifw; =0.

For periodic functions the Fourier coefficients are defined by
alf)= [ fl@)e ' ®® da.

It is possible to extend the definition (1.3) to include periodic functions by viewing them as tempered
distributions. This makes it possible to see a connection between the Fourier series and the Fourier transform
for periodic functions that have a convergent Fourier series. If f is a periodic function with period 1, that
has convergent Fourier series, then:

Flw)y=> c(f)d(w—k),

keZ
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Figure 2.1: The ANOVA decomposition of the function (2.8).

where ¢ (f) are the Fourier coefficients of f and ¢ is the Dirac delta distribution. The corresponding

multivariate case is
flw)=>" e(f)d(w—k),

keZd
Applying Lemma [2.2] to this setting, we have
1 o 1
fu(mu)zw df(w)E(w,w,u,u)deW Z Ck(f)é(w_k)E(wvwnuvu)
R kezd
1 1 i x
= W Z Ck(f)E(waknuvu) = (27‘_)(1 Z ck(f)e <ku7 u>‘
keZd ke?:
supp k=u

The last equality follows from (2.11)) and the definition of the term F in (2.6). This connection was shown
in [25] and was starting point for efficient algorithms.

2.1. Functions of low order

Often, high-dimensional functions that arise from important physical systems are of low order, meaning
the function is dominated by a few terms, each depending on only a subset of the input variables, say ¢ out
of the d variables where ¢ < d. For that reason, we formalize the notion of low order functions by extending
the definition from [7].



Definition 2.4 (Functions of low order). Fix d,q € N with ¢ < d. A function f: R? — C is an order-q
function, if
f@) =" ful@s) with Uy={ueld|u|<q}.

uelU,

Low order functions arise naturally in the physical world and are used as a form of the reduced complexity
model for such systems.
The following gives a bound for the variances of the ANOVA terms, which is guided by a decomposition

of the frequency domain of f. The proof can be found in Appendix

Lemma 2.5. Let f € Ly(R%) with f € Ly(R?), then the variances of the ANOVA terms f,, defined in (2.7)

are bounded by
1

7 () < g il ey [ 1F@)PIE(0.00 ) o

e

Example 2.6. Consider again the standard Gaussian distribution pu = uas, where jiy(w) = e~ "2 . By
the functions |E(0, w, 4, u)| appearing in Lemmawe decompose the frequency domain R? concerning the
different ANOVA indices u C [d]. We plot the two-dimensional example in Figure[2.2] One can see that (this
is in general the case, not only for this example)

1 if =
lim B0, kw,pu)| =4 SPPE T
k—o0 0 otherwise .

The decomposition is the analogue of the discrete decomposition of the Fourier series into ANOVA terms,
see [25] Fig.1]. O

Figure 2.2: 2-dimensional decomposition of the frequency domain into ANOVA terms for Gaussian distribution par. Plotted
are the functions |E(0, w, par, u)| for u C {1,2}.

To study functions of low-order ¢, define

7:1f = Z fu'

lul<gq

In [34, Corollary 2.32] the author delivers error estimates for the truncation error |f —Tgfll},ga , for
functions f in function spaces with product and order-dependent weights, which builds on a transformation
of periodic functions and an ANOVA decomposition based on Fourier coefficients on the torus. However, the
estimates there are related to the smoothness of the transformed function on the torus, see also [20] for details
of the idea of transformations from R? to the torus and the transformation of the smoothness thereby. Since

the transformation can destroy the smoothness, in the following theorem we give a bound on the truncation

error || f — 7;f||L2(Rd7M) relative to the norm [|f|[ ;- (ga). The proof can be found in Appendix [Appendix A

Theorem 2.7. Let the measures p; be either symmetric and have positive Fourier transform or fulfill for
fixed s > % the mild condition

|1 — fii(—wi)| + [ (—wi)|
(RSB (212)



for all i € [d] and all w; € R. Define the constant

1— g (—
Cp,s = Max max Mi(zw)
icld) weR (1 + |w|?)®

Then for f € H2. (RY) the truncation error is bounded by

mix

2 Chs 2
I = Tad W may < Goyea s, o 1V, -

Furthermore, if the Fourier transforms ji; are differentiable, we have

-0
€y s = Max max % (2.13)
i€[d] weR 25w (1 4 w?)
We specifically point out that in the previous result the truncation error || f — 7, f H2L2 (Rdy) is bounded

by a constant O(27) and || f|lys (ga), which is determined by the smoothness of f. In general, this norm
can increase with increasing d, but on the other hand the factor (27)~>?||i[| ;, gay decays exponentially with

increasing d. We want to point out, that our estimates are restricted to the case ji € L;(R?), which is not the
case for the uniform distribution on a cube. In the latter case one should use the the Fourier series instead
of the Fourier transform to describe the ANOVA decomposition, see the periodic example in (2.11]).

2
T

L_e7 297 with variance 7,

YV 2w

Example 2.8. Let us have a look at Gaussian samples u;(z;) = pun(z;) =

which means fi;(w;) = e=7’“!/2 Then

P b P o L S oy L RO

B2 25w (1 + w?)s—t 2s(1 + w?)s—1 25’
. V2T
”:ui”Ll(R) = 77 )

such that 5
2 -3 _
1 = Tof 12 gy < (2m)72%28) @D £ g

Let us have a look at Cauchy distributed samples p;(x;) = pc(z;) = ) with variance ~, which

I S
my (147 /+?
means i;(w;) = e~ "1« Then

_ YWi —ywi __ Y 772&;2/2 v
-—sup —M —— N il2 <« L
Ciss Wiu>% 2sw; (1 + w?)s—1 2s(1 + w?)s—1 25’
il ey = 2
2 =
Il Ly (R) ~
such that
2 —d_—2d - 2
1 = Taf Iz, g uey < 2747 2428) "D | £l gy -
O
3. The generalized ANOVA decomposition for correlated input variables
The main assumption of the ANOVA decomposition is that the input parameters z;,7 = 1,...,d, are

independent. This is unrealistic in many cases. Clearly, the correlation structure of random variables heavily
influences the composition of component functions as well as global sensitivity analysis.

However, when the dependence is present among variables, the variance contribution of an individual
variable z; consists of not only the contribution resulting from the variable itself, but also contains the
dependent contribution resulting from the dependence between variable x; and other variables. So far, the
literature [14] 29] discusses the variance contributions with dependent variables, and makes a distinction
between the independent contribution and dependent contribution of the variables.



We now consider possibly dependent input variables z;, i.e. an arbitrary non-product type probability
density function p: R? — R, that has marginal probability density functions

to (X)) = /Rd_‘ul p(x)daqye, (3.1)

where @ # u C [d].

In the case for independent variables, the ANOVA decomposition is unique by demanding the
condition . For dependent variables, it is in general not possible to find an orthogonal decomposition.
First, there is a mild condition to the measure p needed, to construct an ANOVA decomposition of the
form (2.3): Assume that for every w C [d] the support of p,, is grid-closed [I0]. The grid closure implies
that for any point x, € supp p,, we can move in each coordinate direction and find another point in the
support of . This is a mild regularity requirement, which is fulfilled by common probability distributions.
The grid closure excludes only degenerated distributions like fi(1,2y = 14 —4,), Where it anyway is not
possible to distinguish between the input variables z; and 5.

Second, we have to replace the condition of the classical ANOVA decomposition in the setting for
independent variables to a milder condition, hierarchical orthogonality condition,

fu(@w) fo(xy)p(x)de =0 for all v C wu, (3.2)
R4

see [10, 29] for more details. The weak annihilating conditions are
/ Ju (@) ps (X )dz; =0 for all i € u,u C [d]. (3.3)
R

Demanding these conditions, leads to a unique generalized ANOVA decomposition. Indeed, if (3.3) is fulfilled,
also (3.2)) is true, see [I0]. Every square-integrable multivariate function f € Lo(R%, 1) admits a unique, finite,
hierarchical expansion

]

P#uC[d

referred to as the generalized ANOVA decomposition. The existence and uniqueness of the decompo-
sition in under mild conditions has been proven in [4, [0, [37]. That is, for the existence the support
of every i, has to be grid-closed and the uniqueness follows by demanding (3.3)). Note that the general-
ized ANOVA decomposition matches the classical ANOVA decomposition if the input variables are
independent, i.e. if the density p is a tensor product.

There exist many methods for calculating the global sensitivity indices of a function of independent
variables. In contrast, only a few methods, such as those presented in [4] [10, [12] 14, 29] are available for
models with dependent or correlated input. In all literature the Sobol indices are generalized to the
following.

Definition 3.1. The Sobol indices for an ANOVA term f,, measuring the contribution of x,, into the model,
denoted by Sy vars Su,cor and Sy, are given by

_ *(fu)
Su,var - O'Q(f)

Z F#vC[d] <fu7fv>u

_ vNU#AD , vZu

Su,cor = 0'2(f)
Su = Owu,var + S’u.,cor-

The first two indices Sy, var and Sy cor represent the normalized versions of the variance contributions
and covariance contributions from f, to o%(f). The third index, S,,, referred to as the total global
sensitivity index is the sum of variance and covariance contributions.

When the random variables are independent, the covariance contributions to the total sensitivity index
Su,cor vanish for all w C [d], leaving only one sensitivity index for the classical ANOVA decomposition.

10



3.1. ANOVA decomposition of the frequency domain

In case of periodic functions and independent input variables there is a connection between the ANOVA
terms f,, and the Fourier coefficients [25] or the wavelet coefficients [16]. This connection leads to efficient
algorithms. In the following we study a similar connection for functions on R?% and the Fourier transform.

Let U C P([d]) be a subset of all ANOVA terms and let f € Ly(R%) N Ly(R%, 1) have the generalized
ANOVA decomposition f(x) = >, cy fu(®w). The functions f,, depend only on the variables x,, i.e. for all
¢ € S(RY),

(Tr,0) = (T5, 8y = Y {ful@u), Z/ fu(Tw)@(z) de = Z L Ful®a / o(w) dw dz

uelU uelU uelU Rd
— Z fu T, / )/ efi<muc,wuc> ATy efi(wu,wu) dw dzy,
uey YR Rlwc|
=3 [ fule) [ olw)dwae o) doda,
uelU Rl R
= Z Ju(@a / (W, 0)e H@wwu) du de,,
uelU Rl R
= 3 (fulwa) pu)  where pu(wa) = p(ws,0) € SR
uelU
= Z <Tfu’%0u>'
uelU

Since ¢ € S(R?), the functions ¢(w,,,0) € S(R!*!) are also in a Schwarz space of lower dimension and the
notation ¢(w,,, 0) means that we insert in the function ¢ zeros for all w; with ¢ ¢ w. The previous calculations
also decompose the frequency domain R? into parts which belong to the different ANOVA terms, in the sense
that for the ANOVA term wu the corresponding frequencies w have to fulfill w,c = 0. For that reason let us
define the frequency decomposition

Qu = {w €RY | wye = 0,w; # 0 for i € u}. (3.5)
An illustration for the three-dimensional case can be found in Figure [3.1] E In general f, ¢ Ly(RI“), but
fu € Lay(R™, p,).
4. Random Fourier features

Kernel-based approaches have been extensively used in data-based applications, including image classifi-
cation and high-dimensional function approximations since they often perform well in practice. The random
feature model is a popular technique for approximating the kernel using a randomized basis that can avoid
the cost of full kernel methods. An alternative perspective is to view the random feature model as a non-
linear randomized function approximation. The theoretical foundation of random Fourier features builds on
Bochner’s characterization of positive definite functions, see also the pioneering work for random features [28].

Theorem 4.1 (Bochner’s theorem [I]). A continuous and shift-invariant function xk: R¢ — R is positive
definite if and only if k is the Fourier transform of a non-negative measure.

If a shift-invariant kernel & is properly scaled with £(0) = 1, Bochner’s theorem guarantees that its Fourier
transform p(w) is indeed a probability distribution, which means that

Kz — (L'/) _ / ei(w,w—w’)p(w)dw = Eunp (ei<w,w)e—i(w,w'>) ; (4_1)
Rd

see also [24, Chapter 4.4]. According to (4.1)), the random Fourier feature model makes use of the standard
Monte Carlo sampling scheme to approximate x(x — x’). In particular, one uses the approximation

k(z — ') = Eun)p (ei<“”m> .e*i<w7m’>) ~ A(x) - A(z')*, (4.2)

11



Qq1,2,3) Qq1,2y, Q1,3), Qg2,3) Qy, Q2y, @3y Qo

Figure 3.1: Decomposition of the frequency domain R? into the lower dimensional parts. The lower dimensional subsets @Q, are
not part of the higher-dimensional @, for v C u.

with the explicit feature mapping
A(a:) — (ei(wl,w)’ . ’ei(wN,a:)) c (CN,

where {wk}é\;l are sampled from p(w) independently of the training set X'. Consequently, the original kernel
matrix K = (5( — 2')) ey zcr 1S then approximated by

~LAAT A= (etter)) € QXN
N ’ zE€X k=1,..,N
In the case of N < |X|, this is a low rank approximation of the kernel which is for a big amount of
samples |X'| computational more feasible than the kernel matrix K itself.
We will focus on two families of feature distributions, Gaussian features and the Sobolev-type features
with i.i.d coordinates (associated to the Gaussian kernel and Laplace-type kernel, respectively):

d
1
pir(w) = (U 27r> exp (— w]|? /(202)), Gaussian density, o > 0 (4.3)
S,0 1 .
pri” (W) = cpe, H m7 tensor-product density (d >2,s > 1,0 >0), (4.4)
i€[d] ?
with the constant c,s = (%) chosen to ensure the associated densities have unit mass. One special
s 575

case of the tensor-product density, is the tensor-product Cauchy distribution

1

vet) =11 ey

d
(4.5)

From the neural network point of view, this is a two-layer network with a randomized but fixed single
hidden layer. Given an unknown function f: R¢ — C, the random Fourier feature model takes the form

N
f# (:B) — Z ajei<wj3m> ,
i=1

12



where € R? is the input data, (wj)j-vzl are the random weights and @ = (a;)Y_; € CV is the final weight
layer.

Existing algorithms differ in how they select features w; and weights a;. In most cases, the features
w; are independent and identically distributed random variables generated by the (user defined) probability
density function p(w). Then, for the random Fourier feature model, the output layer a is trained (training
data-dependent or independent), while the hidden layer (the weights w;) are fixed.

Suppose we are given a probability density p used to sample the entries of the random weights w. Let us
recall the definition for bounded F(p)-norm functions, see also [7, [40] [32].

Definition 4.2. Let p: R? — R be a density function. A function f: RY — R has finite F(p)-norm with
respect to ¢!« if it belongs to the class
< oo} . (4.6)

Choosing a Gaussian distribution p like in [40] [7] is a very restrictive condition to the function space

fw)

F(p) = {f(:r,) = /Rd f(w)ei<w’m> dw | ||f|\f(p) = sup @)

weRd

F(p), since the Fourier transform f has to decay faster than exponentially. For instance, in Sobolev spaces
the decay of the Fourier transform is polynomially. For functions in F(p) generalization error bounds for
random feature ridge regression from [40, [7] achieve the rate O(M 1), provided the number of data samples
grows with M and satisfies certain statistical assumptions.

For the definition of F(p), one has to choose either p, such that supp p = R%, or one has to ensure that
f (w) = 0 on R¥\ supp p. This is a drawback of this definition used in the literature. Furthermore, when more
information is known about the target function f, the rates and complexity bounds improve (especially with
respect to the dimension). This helps mitigate issues with the approximation of functions in high-dimensions.
Especially, if the function is of low order. This is what we want to study in this Section. If the function f is of
low order, say ¢, the Fourier transform f is not defined as a function, but only in distributional sense, which
makes the norm in Definition [£.2] infinite. This also concerns the p-norm for function of lower dimension,
defined in [7] if the effective dimension of the function f does not equal g, the sparsity of the drawn random
features. For that reasons we introduce in the following ANOVA truncated random Fourier features.

4.1. Random Fourier Features and ANOVA

In this section we relate the generalized ANOVA decomposition to the random feature approximation.
If nothing is known about the function f, it might be appropriate to use random Fourier features from a
d-dimensional density p. But if the function is of low order or sparse in the ANOVA-terms, it is useful to
decompose the density p having the ANOVA decomposition of the function f in mind. Shortly, we draw
n,, random Fourier features supported on u for every ANOVA term w in the set U C P([d]). The random
Fourier features comprise all ANOVA terms of the downward closure

U :={v C[d] | Ju € U such that v C u}. (4.7)
Assume the function f has a sparse ANOVA decomposition, i.e. for small € > 0,
1f = Tufllp, e, <6 where Ty f(2) = Y fulTu).
uelU

For such functions it is reasonable to reduce the dimension of the random Fourier features, where the remain-
ing main task is to find the index set U. In this paper we aim to develop Algorithms [I] and [2| for finding this
index set U.

Definition 4.3. [ANOVA-truncated random Fourier features] Let U C P([d]) be a set of ANOVA indices
and the functions p,: RI*l — R be probability distributions. A collection of N = 3 N, weight vectors

uelU
wi,...,wy Is called a set of ANOVA-truncated random Fourier features, if it is generated as follows:
For each index w € U draw n,, realizations zi,...,z,, from p, and construct |ul|-sparse features wy by

setting supp(wy) = uw and (wy), = 2zi. Define the notation Z,, = {w € T | w € Q}, where @, Iis defined
in (3.5) and 7T = {wy,...,wn}.

Note that the algorithms [7] [32] [40] are restricted to index sets U = {w C [d] | |u| = ¢}. Concerning the
interpretability of the results this is a disadvantage, since it can happen that non-important input variables
gain significance, see the following example. For that reason, we use random Fourier features of different
dimension up to order ¢, and not only random Fourier features of order g.

13



Example 4.4. Introduce a function of the form

flxr,. . 200) = fro(xn, x2) + fa(xs) + fa(ra) + f5(25), (4.8)

this includes the Friedmann function considered in [32, Fig.4]. The Fourier transform Tf is supported on

Qo UQy UQy UQy 2y UQ 3 UQuy UQys).

Choosing g-sparse random Fourier features with U = {uw C [d] | |u| = 1} and without demanding some
orthogonality to the ANOVA terms, means that for example the ANOVA term f; can be described by a
sum Zi():Q ZwEI{l N elwizitwrzk) - This leads to the problem, that coefficients a,, for w € Z1 5y for some
ke{2,...,20} describe the ANOVA term f1 and are non-zero, despite the fact that the variable z; does not
play a role in the function. Then, analyzing the histogram based on the occurrence rate (as a percentage)
of the input variables obtained from the HARFE model like in [32 Fig.4], leads to non-zero weights for
non-necessary variables. O

In applications the function f is unknown, even if a formula for f is available, the component functions f,
can not be calculated analytically using for example the coupled equations like in [29]. In typical applications,
the function f is only available by sampling points * € X from modelling or experiments. Therefore, a
practical numerical method is needed to construct each unique component function. Similar to [14], we
minimize the squared error under the hierarchical orthogonality condition . For a set U C P([d]) and
ANOVA-truncated random Fourier features w € Z drawn according to Definition we construct the
random feature matrix

A= (Aqy) (4.9)

wey  With Au=<ei<“’"7‘"’”">>

EX Wy €Ly, '
Employing the generalized ANOVA decomposition, every term f,, of the function f by a sum
fu(wu) ~ Z awei<wu7mu>,

Wy €Ty

where the related random Fourier features w are in Q.. To find a suitable vector a = (a,)wez, We use
a regularization, which is similar to defining the cost function like the D-MORPH algorithm [14] does: A
solution vector a should fulfill simultaneously |[Aa — f||, = 0 and the hierarchical orthogonality (3.2). Since
the regularization by forcing the integrals to be zero is not numerically feasible, we use a discretization
of the integrals (f, fv), instead:

(Fur fobre = 12 3 Ful@a) Tulas). (110)

reX

In contrast to [14], we do not want to enforce the hierarchical orthogonality (3.2]) by calculating an SVD, but
rather by penalizing by using a regularization. The solution vector a# can then be obtained by minimizing

a* = argmin || Aa — £||* + A a3, ,
a

el e

where ||a||%,v =a'Wa = Z auW oy, (4.12)
uelU

= argmin
a

where we introduce the weight matrix W by
W = di W
188 ( )uGU ’
A 1 " Az’l 1 * * N X7
Wy =254, (A, Ay, ) | AL, | Au = A D> ALAL | Ay € T (4.13)

vCu

where v; runs through all subsets v C w and @ is also a subset v of u. The following lemma shows that this
regularization coincides with the hierarchical orthogonality ((3.2)).
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Lemma 4.5. The regularization term a;Wuau in (.11) with the weight matrices Wu, defined in (4.13
penalizes the non-orthogonality of the terms f,, and f, where v C u with the discrete scalar product (4.10
in the sense that

aWauaw > Y ——|(fu, fo)al.

vCu H 'UH

Proof. The Cauchy-Schwarz inequality gives for all vectors b, ¢ and matrix A with suitable size that
2 (1112
|(Ab, c)|* < || Ab||" ||c]

Applying this to our setting yields for

1 1 X
s fo)al = 55 [(Auau, Avan)” = 175 (AL Auau, ay)/’
1 iara laol® |, .- .
YT Ay A uaun ||av|| ]\;2 [(AyAuay, Ay Ayay)l
_ ||a"UH2 *A*A A*A
—Wau wAv Ay Ay Q.

Hence, the regularization term auW ya,, has the following connection to the discrete orthogonality of the
terms fp, and fy, if a, # 0,

- 1
a‘zwuau = a:; (WAZ (Z AvA:;) Au) Ay > Z ” ” ‘<fuaf'v> | .

vCu vCu
This finishes the proof. |

For the one-dimensional terms u = {i} we obtain equality in the previous lemma, the weight matrix Wa
contains only Az and is in this case equal to

W{i} =1yxm
and
1 -1 2 2
iy Wiag = M2 2 404w : Agyag) = |]\14 D filw)| = 7 Sl a2 = | 3 filw)
1 ... 1 zeX zeX

For the two-dimensional case u = {i,j} we have
Wiy = Lo + A AQy + A Al

To solve the regularized least squares problem , we have to construct the matrix A and the matrix
W, which is a block diagonal matrix, with blocks belonging to every u € U, so the square root has to be
calculated for every block separately only. The actual minimization problem is then solved by an iterative
least squares algorithm.

5. Sensitivity analysis

The aim of sensitivity analysis is to study how the output of a mathematical model or system can be
divided and allocated to different input variables. Or, speaking in the ANOVA setting, to compare the
variances o2(f,) of the different ANOVA terms. This simplifies the model: Overly complex models may
complicate analysing the inputs. By performing sensitivity analysis, users can better understand what factors
don’t actually matter and can be removed from the model.

Suppose a set of ANOVA indices U C P([d]) and ANOVA-truncated random Fourier features w € Z
according to Definition Let some approximation to f be a sum f# of the form

=3 ) afelwwm (5.1)

uwel weZ,
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with some coefficients a7 (which can be the output of some optimization algorithm). In the following we
will show two methods for performing sensitivity analysis for a function of kind . The first approach in
Section can be applied for independent input variables and exploits the tensor product structure of the
corresponding sampling density p. We start with g-sparse random Fourier features and include successively
needed ANOVA-terms of order smaller than g. In contrast to that, in Section [5.2] we will first start by
incorporating all ANOVA-terms up to order ¢ and omit these with low variance.

5.1. Sensitivity analysis for independent input variables

In the case of a sum f#(x) = >_jajej(z) with basis functions e; being orthonormal in Lo (R9, 1), the
variances of the ANOVA terms can be calculated easily from the coefficients a;, see for example [34} [16] for
the exponential basis or the wavelet basis on the torus, respectively. In this paper we want to study the
problem of unknown sampling density u, such that an orthogonal basis is not available.

However, analogously to Lemma the recursive definition splits the function f# into the terms

1 ; 1
> [ 1( 7> f— Iy
fg /dE a (w,z )dq:—(2 )d/dze a7 e\ ® p(x) de = 2n)? E al i

weI
FE (@) = ) Z 5 H Wi fi(—wi) H fi(—wi) = ( 2 Z a E(z,w, u,u),
weT €U icuc wel

with the terms F defined in .

Instead of calculating the integrals for the ANOVA decomposition , we derive advantage from the
fact that the points are sampled from the density u. Then the Monte-Carlo approximation of the integrals
can be calculated using the RFF matrix A and a coefficient vector a?.

We consider the setting where the set of ANOVA indices U is completely arbitrary. We propose to start
with U = {u € [d] | |u| = ¢} and refining this set iteratively, we will give more details later in this section.
Since the functions e{“**) are not orthogonal for random drawn frequencies w, the decomposition is not
the unique ANOVA decomposition of f#. But we notice, that for w € U with {v € U | u C v} = &, the
ANOVA term f} is completely contained in the sum D wer., afel@w®u)  The main idea of our procedure
is to calculate, if such an ANOVA term is really necessary or if the indices can be reduced to even lower
dimensional sparse random Fourier features.

Lemma 5.1. Let f# from (5.1)) be the output of a trained random feature model. Fix a subset w € U with no
superset in U, i.e {fv €U | u C v} = @ and denote g(xy) =Yo7, ale {ww.u) - Replacing in the iterative
formula (2.2)) every integral by a Monte-Carlo approzimation on the sample pomts X, gives the terms

ggxfc:% Z aff Z ei(m(j),w

WET,, zU)ex
gM :c E a E e mu\w“’u\w H ( lziw; _ e“i”w)
v v — .
wEI zex i€V

Proof. We use induction over |v|, and begin with v = &,
— # z
v = [ FH@u@)de s 3 3 Y afe ) g
rzeX wel

The tensor product structure of the density p in (2.1]) is the basis to approximate an |v|-dimensional integral
with respect to ., by

1
g(xv’w’v“)uv(wv)dxv%ﬂ Z g( '(uj)vw'uf)

RI?I xz(ex

which is a function that depends on the variables x,c and not on the variables x,. For the induction step
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we use the iterative definition (2.2 of the ANOVA-terms,

wwn) = [ st des = Y v(ay)

v/ Cv
1 G
~ 2 : J) Z MC
~ M g($v7.’13u\v) - o' (ZC,U)
z(@Hex v/ Co
— i § a#ei<wv7wv) § ei<wu\v7m,(:\>v>
M w
WETL,, zU)ex
e o ei(wij\)v,,wu\vﬁ H (eiziwi _ eim?"wi)
E § w §
M < : 4L
V' CUWETL,, xlex 1EV
_ i 2 : aﬁ 2 : ei<“’u\”’mi¢j\)v) ei(mv,wv> _ § ei<m£,]\)vm“’v\u/> H eixiwi _ eia:gj)wi
M
WET,, zex v/ Cv 1€V’

_ 1 Z ot Z ei<wu\v,w§j\)v) (H (eifciwi _eizﬁﬂwi))
M w ’

WETL,, xz@ex
This finishes the proof. |

Remark 5.2. The case where v = w in the previous Lemma [5.1] is of special interest. In this case we
calculate,

WwETL, xz(@ex \icu

() _ I @00
o2(f) 20

(5.2)

. . . i (). MO .. .
Introducing three-dimensional tensors e®: @i — l®i " wi ¢ CIX¥IXIX[Xw thig is calculated numerically by a

tensor-vector multiplication, followed by a summation, point-wise squaring and a summation. We approxi-
mate the variance of f by the variance of the given data vector f. A splitting of the given data into test data
and validation data gives the possibility to use the prediction on the validation set to estimate the variances
of the ANOVA terms on validation data. O
is

The variance of fj is a good approximation to the variance of f,, if the error Hfu - f#HLz(R\u\ )

small, see

‘GQ(fu) - UQ(f#)‘ = ’/ (|fu(mu)|2 - ‘f#(mu)F) Mu(mu)dmu
Rl

- ’/ (| fula)l = |£E @) (| fulwa)] + £ (20)]) pu(@a)d
<[ fu = f#HLz(R‘“',uu) | fu + ff”LﬂR‘“',uu)

< o= 5 et oy Wl @ity (24 1 = FE g ) - 53)

The algorithms in the exsiting literature [7, 40l 32] used g-sparse random Fourier features, but they numeri-
cally verified that choosing g equal to the real effective dimension of the function f leads to best approximation
results. Furthermore, the norm F(p) from Definition is not finite, the Fourier transform f is defined only
in distributional sense.

Definition 5.3. A set U is called anti downward closed if for every w € U there is no index v € U, which
is a subset of u.

We propose to choose an anti downward closed set U. Furthermore, we propose to start with g-sparse
random Fourier features and customize the random features to the ANOVA decomposition of the function
f iteratively. This works as follows. We start with g-sparse random Fourier features as proposed in the
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Algorithm 1 ANOVA-boosting for independent input variables

Input: & = ()M, € RY sampling nodes
f=(faD))M, function values at sampling nodes
q maximal superposition dimension
€ ANOVA threshold
N number of total random Fourier features
A regularization parameter
pu for |u| < g feature distributions
Stage I: Initialization
1 U = {u C [d] | Jul = g}.
2: = % .

3: For every u € U draw n ¢-sparse features w € Z,, from p,, and construct the matrix
A= [Au}ueU € CMXN» Ay = (ei(tdu’wu))mextrainwaIu € CM*N,

First approximation: a# = A*(AA* + X)L f, f#(x) = EkN:1 aff eitwr),

Stage II: ANOVA-boosting

4: fort=1,...,qdo

5. For every u € U calculate the variances og;(f#) using (5.2).
U {uel | adeff) > e).
U={veld||lv|=t—1,uc U with v C u}.
U+~ UUuU,.
Draw n = L N J |u|-sparse features w € Z,, from p,, for every u € U (keep already drawn features).

U]

10:  Construct the matrix A and update the approximation a# = A*(AA* + A\I)7'f, f#(x) =
Z,iv:l ak#ei<“"k’w>.

11: end for

Output: U

literature so far by choosing U = {u € P([d]) | |u| = ¢}. Then we draw in total N random Fourier features
and learn a first approximation, described by the parameter vector a?. This is Stage I of Algorithm

Then, using the variance estimations (5.2)), Algorithm [1] decides in Stage II for every uw € U, if it keeps
this ANOVA index or if it omits this ANOVA index and uses instead all indices u of order ¢ — 1 which are
contained in w. This procedure is done ¢ times, to reduce the ANOVA index set U to the really necessary
variable interactions. If the function has only a low amount of non-zero ANOVA-terms this leads to a huge
decrease of non-necessary parameters in the model, which is the starting point for the iterative pruning steps.
We summarize this in Algorithm

In Figure [5.1] we illustrate this procedure for an example function, which can be written in the form

FRT =R, f(x) = fromn (@, 23) + fuy (1) + frsy (@1, 23) fsy (2s) + frem (26, 27). (5.4)

We start with all three-dimensional terms, i.e. U = {u C [d] | |u| = 3}. A sensitivity analysis of the first
approximation f# shows that only the three-dimensional term {1,2,3} has variance bigger than a threshold
€. The other three-dimensional terms can be replaced by all two-dimensional terms, where the terms {1, 2}
and {2,3} are not needed, because they are contained in the term {1,2,3}. A second approximation shows
that only the variances of f{ﬁg,s} and f{#éj} are bigger than a threshold. In the third approximation only
the additional one-dimensional terms {4}, {5} are needed, since the other ones are contained in the higher-
dimensional terms. After the third approximation only the important terms in an anti downward closed set

U remain for the next approximation step to reduce the over-parametrized model to an under-parametrized
model, for example using SHRIMP or HARFE.

5.2. Sensitivity analysis for correlated input variables

If we do not have information about the sample density u, we do not have the tensor product structure
as for independent input variables. We want to come back to the regularized least squares (4.11). As shown
in Lemma this regularization ensures the hierarchical orthogonality (3.2) of the ANOVA terms. In this
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input first second third
variables approx. approx. approx. found terms

U] - 35 19 4 3

Figure 5.1: Example procedure of finding the ANOVA-sparse random Fourier features: Consider a 7-dimensional input function
of the form , starting at ¢ = 3. The terms with approximated variance o2(f,,) bigger than the threshold e are highlighted
in magenta for each approximation step. The result is an anti downward closed set U. At the bottom we give the number of
indices in the index set U, which is used in the respective step.

setting we demand that the sum ZwEIu afel{ww®u) should approximate the ANOVA term f, for every

u € U. Therefore, we start with U = {u C [d] | |u| < ¢}. Then the solution vector a” of (4.11]) seperates
the ANOVA terms in the sense that

fulwa) = Y afelnm),

WETL,,

Let the RFF matrix A be split like in (4.9) and denote the vectors ajf = (aﬁ)w cz.- Then we approximate
the Sobol indices, see Definition [3.1] by

Aua#H

sy, = 1Awatl, 59

var = () (5:5)
e Z mzjﬁvg[ﬂz (AvaﬁAuaﬂ

S or — viluw ,2OL U 56
u, O_Q(f) ( )
Su'C = S+ Sale (5.7)

The procedure is summarized in Algorithm [2] Note, that this procedure can also be applied to samples from
tensor product sampling densities p. In that case we expect the indices Sy cor to be zero.
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Algorithm 2 ANOVA-boosting for possibly dependent input variables

Input: & = ()M, € RY sampling nodes

f=(faD))M, function values at sampling nodes
q maximal superposition dimension
€
N
A

ANOVA threshold
total number of random Fourier features
regularization parameter
pu for |u| < g feature distributions
Stage I: Initialization

1 U={uC[d]ul <q}

Stage II: ANOVA-boosting
2: fort=g¢q,...,1do

=[]

4:  For every u € U draw n ¢-sparse features w € Z,, from p,, and construct the matrix
A= [Au]ueU € (CMXNa Ay = (ei<wu’mu>)m€Xcrain,u€Iu € (CMXN'

The solution vector a# is solution of minimization problem by an iterative least squares algo-
rithm, f#(x) = Zszl ak#ei<“’k"">.

5. For every u € U calculate the Sobol indices Sﬂ/fgar, S’fﬁgor and SM€ using to (5.7).

6: U<« {ueU|SYS, >cor|u| <t}

7: end for

8: make anti downward closed set U (see Definition :

U<+ U\{u€eU|3veU with u C v}.

9: Draw n = L%J |u|-sparse features w € Z,, from p,, for every u € U (keep already drawn features).

Output: U

A good choice for the index set U

We want to discuss two procedures done in Algorithm [2} The first one is the for-loop, which is a similar
proceeding as in Algorithm [I] Another possibility would be to do just one step of approximation and omit
all indices w € U with SMSM smaller than the threshold e independent of the order |u|. But it turned out in
numerical tests, to be beneficial to use the loop, because otherwise the algorithm would not be able to detect
the correct ANOVA terms. The variances of terms f,, of order less than ¢ are not estimated well enough when
using ANOVA-truncated random Fourier features belonging to all |U| = >"7 (f) terms of order smaller or
equal q.

The second procedure is, that in line 8 of Algorithm [2] we shrink the index set U, such that there are no
two sets contained, which are subsets uw C v, which is necessary to receive an anti downward closed set U,
see Definition [5.3] This is the better choice, since the ANOVA terms v C w are already contained in the
sum eT. ag,e v @u)  This is made clearer by the following example. Assume a two-dimensional function
[ = fo+ f1y + froy + f{1,2), which we approximate by the sum

T S

wWET(1 23 CQ1,2}

The approximation f# has non-zero ANOVA terms f§ , fﬁ} and f{#;}, since the weak annihilating condi-
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tion (3.3) would require in the case f# = fﬁ 2) that

0:/Rf{#ig}(xh$2)M{1,2}($17x2)dxl: ; aﬁ/Rei(mlw1+r2w2)u(xl’x2)dml
we {1,2}

= E altelv2w / e (21, ko) day,

(RISYASIE R

which can not be true for arbitrary density p, and z2 and is also not demanded in the minimization of the
RFF algorithms. This also applies to larger dimension d and other index sets u, that the ANOVA-terms f#
are non-zero for v C w, if we draw random Fourier features from the set Q.. Thus, it is beneficial to use an
anti-downward closed subset U. Numerical tests also indicate that the RFF algorithms yield better results
in this case.

Complexity of the ANOVA-boosting algorithms

The main focus of the ANOVA-boosting lies on the accuracy. Nevertheless, we will briefly sum up the
complexity of our proposed algorithms.

In Algorithm [1} the calculation of the variances o3 ( f7#) using is the crucial step and not fast. The
complexity of this step is Y,y O((Ju| +1)M?ny) = O((qg+ 1)M?N). If the number M of samples is large,
this complexity can be reduced to M., by calculating the variances just at M., validation points Xy, since
our aim is just to find the important variables and variable interactions by calculating the Sobol indices. The
complexity of calculating the vector a* = A*(AA* + A\I)~! f is the same as for the algorithm SHRIMP.

In Algorithm [2| the calculation of the Sobol indices has only complexity O(M). We solve the regularized
system with an iterative solver, where the difference compared to Algorithm |1} is the construction of
the matrix VW , which has complexity O(M?2N|U|). Again, the complexity of solving the system iteratively
remains the same.

6. Theoretical analysis

In this section, we state error estimates for the approximation of a high-dimensional function f of low
effective dimension. Remember that the ANOVA index set U C P([d]) should be chosen by an ANOVA-
boosting algorithm. We propose to use an anti downward closed index set U, see Definition for the final
random Fourier feature algorithm after the ANOVA-boosting.

For such an anti downward closed index-set U, point evaluations of Tfu (wy,) are possible in Q,, as the
following lemma shows.

Lemma 6.1. Let f € Ly(R? 1) and U be an anti downward closed index set, which describes the ANOVA
decomposition f well by f = fuy, where the downward closure U is defined in (4.7)). Let furthermore the
function f fulfill that

() prage (Bage ) doe € Lo(RIM]) for all u € U, (6.1)
RIul

which means that the non-zero terms of highest order are in Ly and is weaker than f € Lo (RY). Then, for
u € U we have that T~ _ f, € La(Qu) in the sense, that

TZvCu fo (wu) = Tgu (wu) + Z 5(wvc)h’v(w’u)7 (62)
N vCu
where Tgu is a regular distribution on Rl
Proof. By integrating (T.1)) with respect to pie on RI*l, we receive the equations
/ f(m).uuc (muc) dmuc = Z fv (5131,) + Z / f'u (wv)ﬂvr‘nuc (mvﬁuc)dmvﬂuca
R vCu vED INEE
- vOUAD
which is equivalent to

Z Jo(xe) = /R‘uc‘ f(m)ﬂuc (wuc) dzye — Z /R\vmu0| fv(mv)ﬂvﬂuc (Tvnue)dTynue-

vCu VvED
vNUELD
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We will show in the following, that the function ), ., fv(€+) is a sum of lower dimensional terms, which do

not depend on all variables x,, and a function in Ly(RI“l), such that holds true. The first term is in
Lo(RI®!) due to the assumption (6.1). For the classical ANOVA decomposition the terms in the second sum
are all zero. For the generalized ANOVA decomposition we receive a sum of lower dimensional terms except
for the cases where v D u, where

/]R\ Auel Jo(Tw) ronus (Tonue ) dTynue = /]R\ . lfv(wv),uv\u(mv\u)dm'u\u =t Ny (X))

Since we assume that f = fy, there do not exist non-zero ANOVA terms f,, with v D u, such that h, (2, ) = 0.

Thus, the sum 3, -, fo(y) is a sum of a function in Lo(RI“) and lower dimensional terms, such that the
Fourier transform has the form (6.2). ]

With this lemma, for every u € U, also a sum of the form ZveUu fo with w € U,, C P(u) can be written

as a sum of a function in Lo(RI*) and lower dimensional terms. Since the Fourier transform for functions
in Ly is defined only in Ly, we interpret g, in the previous lemma always as the continuous representative,
which we can evaluate pointwise. The index set Z collects all drawn random Fourier features by Z = (wy,)2_,.
The random Fourier features supported on w are in the index set Z,,.

We improve the analysis for the generalization error for the approximation by sparse random Fourier
features. Following [7], 40}, 32], we go through the finite-sum approximation

* :E) _ Z f;(mu) _ Z Z CL:) ei<wu,wu>’ CL:) — W, Z U,=U. (63)

uelU w€EU weL, u (277) pu(wu) wclU

This is motivated by the Monte Carlo approximation of the integral

Tf 90 Z fu Ly /R ‘p(wua ) @) dw,, Ay, = Z/ Tfu wu (wuyo)dwu

wey /R byeras U

-3 [ T fonleton o)

uelU

Note that f* is not known in practice, because T} is not known. Furthermore, E, [f#(2.,)] = Y wev,, fo(@Tv)
for fixed & € R? and B, [f*(x)] = 3., cpy fo(@o).
The function f* allows the following error splitting,

Hf B f#HLg(]Rd = Hf - TQfHLz(Rd,m + HTQf - f*HLz(Rd,H) + Hf* - f#HLQ(Rd,M) (6.4)

The first error is bounded in Theorem [2.7] Furthermore, it is known that in many real world problems the
underlying function is of low effective dimension, see [3 [5, [13].
Our procedure is as follows:
e In Lemma we generalize the error HTQf _ f*HLQ(Rd.#) to the ANOVA setting by using ANOVA-
sparse random feature instead of only g-sparse random Fourier features.

J1)

e We want to perform sensitivity analysis to calculate an index set U, which is adapted to the function
f- In (5.3) we show that we have a good approximation of the variances, if the approximation error is
small, so our procedure finds the important terms.

e Once we have fixed a good anti downward closed ANOVA index set U, we use SHRIMP or HARFE, so
the approximation bounds from there are applicable for the error H = f#H La(Rip0)" The used norm

F(p) from (4.6) can be replaced by our norm (6.5). Furthermore, there is also an error bound for
Hf* — f#HLz(Rd 0 for the ridge regression in [38, Theorem 5.19.].

Let us define for an anti downward closed index set U the F(p)-norm by

. 2
N T, 0., fo (W)l
|||f|||3r(p) = Z W < sup ——U=t | (6.5)
ucU ¥

WEQq pu(wu)

where @, is defined in (3.5). Note that, the evaluation of TzveU (wy) for w € @, is possible due to
Lemma, For the approximant f* we have the following.
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Lemma 6.2. Fix §,e > 0. Let f and p fulfil the assumptions of Lemma Consider the random feature
approximation f* from (6.3). If the total number of features N = )" _; n,, satisfies the bound

Nz (14 V2IR(1/9)

then with probability at least 1 — ¢ with respect to the draw of weights w; the following holds
|Tuf - f*HLQ(Rd,u) < el fll 7¢p)-

Proof. The proof follows similar arguments like [7, Lemma 1], but applied to our setting of ANOVA truncated
random Fourier features. Since the probability is zero, that for frequencies w,, drawn from the density p,,,
that w,, ¢ Qu, the coefficients a,, defined in (6.3]) are bounded by

TZ’UEU‘U, (wu)

a’| <
| w| o pu(wu)

sup (6.6)

Ny (27T)d WEQn

Define the random variable

1/2
e on) = 1 = Pllyue gy = ( [ 1Bl @) - 1 @)Pute)ia)

To apply McDiarmid’s inequality from Theorem we show that v is stable to perturbation.

In particular, let f* be the random feature approximation using random weights (wiy.. ., WEy ..., wy) and
let f* be the random feature approximation using random weights (w1, ...,®%,...,wy) with supp @ = u,
then
(W1, Wiy e ooy WN) — V(W1 e, Dy ey W <‘ L
|v(w1 k N) —v(wi z NI =T g
— a* ei<(‘”k)usmv> ,a’: ei<(‘:’k)uku>
‘ Wk “k Lo (Rd )
2 T (wu)
<= | sup Tvery WY A
Ny WEQR, pu(wu)

Summing over the Ay yields,

N . 2
4 T Way
ZA% S Z o Sup Z'l.JEU'u,( )
k=1 ot e \weQu | Pu(wu)
2
-
- N

To estimate the expectation of v, we bound the expectation of the second moment. By noting that the
variance of an average of i.i.d. random variables is the average of the variances of each variable and by using
the relation between the variance and the un-centered second moment, we have that

Eo(v?) = Ey, |Eo (f*) — f*”LQ(Rd,u)

2 2

5|5 S| e (S
UEU wET, Ly(Re, 1) uel Lo (R4, p)
~ 2 9
T w
5 ([P 0\ Wl
wer M \weQu Pu(Wu) N

By Jensen’s inequality, the expectation of v is bounded by

e Wiz

Ew(v) < (Ew(v?)) Wi
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Applying McDiarmids inequality from Theorem yields

(K4 >> 212 22N
Plov> —= < exp (—) =exp| ———5 |-
( VN > A7 A5

Setting ¢t and N to

t= 1l o) 2 Toa(1/5)
e I aran)

enforces that v < €| f[|| z,) with probability at least 1 —d. This completes the proof. [ |

In the following Corollary we summarize all error estimates with the error splitting (6.4). The main point
is that the [| f[|| =, depends on the ANOVA index set U, such that the error bound is smaller the better the
index set U is adapted to the function f.

Corollary 6.3. Let U C P([d]) with ¢ = maxyey |u|, the total number of drawn random Fourier features be
N and M samples x € X distributed according to . Then, with high probability with respect to the drawn
samples and to the drawn features the following holds true. If f € HS, (RY) and y fulfils the conditions of
Theorem

Hf - f#HLQ(]Rd,M) 5 CZ,,S Hf”Hme(Rd) + (N_1/2 + N_l + M_1/2> le|||]—'(p)a

and if the truncation 7Ty f is a good approximation of f with error smaller than e,
Hf _ f#HLQ(Rdyu) Se+ (N—1/2 +VvVN-1 4+ M—l/z) H|f|||}_(p)’

where || f[| ) is defined in (6.5).

Proof. The errors in the splitting (6.4)) are bounded by Theorem for the error between f and the ANOVA
truncation and in Lemma for the error of the finite-sum approximation f*. Finally, [38, Theorem 5.19.]
states a result for the generalization error of the random Fourier feature approximation. |

7. Numerical results

We illustrate in this section our sensitivity analysis on test examples. First, we summarize in Section [7.1
two random Fourier feature algorithms from the literature, which we then use for the numerical experiments.
We suggest to use one of our algorithms to find a good index set U and then to adapt a random Fourier
feature algorithm to ANOVA-sparse random Fourier features.

We present numerical results of Algorithm [I} where we use independent input variables. Further, we
illustrate in Section the approximation procedure of Algorithm [2] through several numerical applications.
The implementation of the ANOVA-boosting algorithms can be found at https://github.com/Laural110/
ANOVA_RFF.

7.1. Algorithms for RFF

In the literature there are several algorithms for approximating high-dimensional sparse additive functions.
Here we will summarize two of them. Since we assume limited data availability, we wish to have a sparse
representation of the function f by learning the coefficient vector a with a sparsity constraint.

e In [40] the non-linear SHRIMP algorithm was proposed. There the authors propose to use g-sparse
frequencies, which means that |suppw| = ¢ for all random feature weights, where the non-zero com-
ponents are sampled from the Gaussian distribution N (0, ﬁ) The algorithm begins with a strong

over-parametrization N > M. The first solution vector a is calculated by

a=A"(AA* + \I)"'f.
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Then, using iterative magnitude pruning (IMP) and selecting the best model via a validation set, the
algorithm output is the solution vector a#.

Iterative Magnitude Pruning is used for compressing over-parametrized neural networks. The IMP
procedure prunes features on their magnitude and then retrains the pruned sub-network in each pruning
iteration. In every iteration the pruning rate is p < 1. After calculating the MSE error of a validation
set in every iteration one can choose the final model by choosing the smallest validation error.

We want to generalize this algorithm to ANOVA-sparse random Fourier features as defined in Defini-
tion 4.3l In fact this is a generalization of choosing a tensor product density or a g-sparse density to a
density p, which can have an arbitrary ANOVA decomposition.

e In [32] the authors solve the sparse random feature regression problem by a greedy algorithm named
hard-ridge random feature expansion (HARFE), which uses a hard thresholding pursuit (HTP) like
algorithm to solve the random feature ridge regression problem. Specifically, they learn the vector a
from the following minimization problem

min || Aa — ng + A ||a||§ sucht that a is s-sparse.
a

The idea is to solve for the coeflicients using a much smaller number of model terms. The subset S
given by the indices of the s largest entries of one gradient descent step applied on the vector a is a
good candidate for the support set of a. The HTP algorithm iterates between these two steps and leads
to a stable and robust reconstruction of sparse vectors depending on the restricted isometry property
(RIP) constant of the matrix A, which characterizes matrices which are nearly orthonormal, at least
when operating on sparse vectors.

As the numerical test for the RFF suggest, choosing the sparsity ¢ of the ANOVA terms equal to effective
dimension of the function f, gives the lowest approximation errors. We suggest to first calculate a good
ANOVA index set U for the function f with Algorithm [1] or [2] use this to draw ANOVA-sparse random
Fourier features adapted to the function f and apply afterwards an algorithm for sparse random features, for
example SHRIMP or HARFE.

The best chances of improving the previous algorithms have functions with ANOVA terms of different orders:
In this case drawing ANOVA random features adapted to the function f will decrease the approximation
error significantly.

7.2. Numerical results for independent input variables

To test the performance of the ANOVA-boosting for independent input variables, we test Algorithm [I]on
synthetic functions:

fri(z) = 25 + zox3 + 2120 + 74 (7.1)
fra(x) = sin(x1) + 7sin’(x2) + 0.1z3 sin(x) Ishigami function (7.2)
fra(x) = 10sin(m z122) + 20 (z3 — 3)? + 1024 + Sas Friedmann function

We randomly draw M points from A(0,I) (functions fri, fr2) or uniformly on [0,1]¢ (function fr3) and
use N = 5M random Fourier features in the initialization step. We additionally draw M test samples from
the same distribution to validate the approximation error using the MSE,

MSE= o 3 [f(@) - fH@)
| test| € Xest

We compare the performance of the SHRIMP /HARFE algorithm and the ANOVA-boosted SHRIMP/ HARFE
and denote the resulting algorithms as ANOVA-S and ANOVA-H, respectively. The random Fourier fea-
tures were distributed i.i.d. according to Gaussian distribution N (0, %Id) or according to Cauchy distribution
~ Hie[d] (1+w?)~! with variance o = %. In every case we did the approximation 10 times and show the mean.
In every case we have chosen the regularization parameter A = 1076 and the cut-off parameter € = 0.01. In
Table we summarize the results. Note that for the HARFE algorithm we used the exponential function
e Hw®) in contrast to the authors of the numerical tests in [32], who used the cosine function. Possibly further
research could study why the numerical results are better with the cosine functions, despite the theoretical
results are mostly stated for exponential functions.
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For summarizing the results, our procedure detects the important ANOVA terms, if enough samples are
available. The random feature algorithms benefit from the first ANOVA-boosting in Algorithm (I} where
we could improve the accuracy by factor up to 102. But in any case the approximation error is smaller
for the ANOVA-boosted algorithms or at least comparable. Furthermore, our procedure improves previous
algorithms by being interpretable by showing clearly which ANOVA terms are zero and which input variables
are necessary for the learned final model.

Despite constructed for dependent input variables, Algorithm |[2| can also be applied to independent input
variables. For the example functions in this section, the approximated Sobol indices from Algorithm [2] are
slightly worse than from Algorithm[I} Both algorithms find the correct index set U, but sometimes add indices
u, with f,,, which can lead to a slightly bigger approximation error compared to the case where one detects
the correct index set U. In applications, it may depend on the sampling points X and the drawn features and
the ANOVA decomposition of the function f, which algorithm performs better, i.e. which algorithm detects
the index set U with reasonable precision.

function d

s

M p ‘SHRIMP ANOVA-S HARFE ANOVA-H

fr 5 2 300 pn 1.8324 - 1076 1.4060 - 10=¢  0.3615 0.3005
pe 2.0259-107° 1.4160-107¢  0.5826 0.9081

10 3 500 pn | 0.0005 1.4581-10=¢  2.3772 0.2151

pc 0.0152 1.7514-107¢  3.4952 0.8934

fra 5 2 500 pa | 0.0082 2.6587-107°  0.1378 0.6071
pc 0.0025 0.0028 0.5712 0.3841

10 2 1000 pn | 0.0055 2.6213-107°  0.6650 0.6910

pc 0.1213 0.0063 1.1395 0.8896

Irs 5 3 500 pn | 0.0032 0.0027 5.3181 0.4766
pc 0.0001 0.0002 3.6378 0.9084

10 3 200 pn | 0.3808 0.0098 5.8178 2.0540

pc 0.5433 0.0133 3.9776 2.6890

Table 7.1: Approximation results: MSE on test data for different functions. We compare the performance of the SHRIMP
and HARFE algorithm with the ANOVA-boosted algorithms using Algorithm [I] The random Fourier features were distributed
i.i.d. according to pnr = N(O, %Zd) or according to pc ~ Hie[d](l +w?)~1 with variance o = %. In every case we did the
approximation 10 times and show the mean.

7.8. Numerical results for dependent input variables

We illustrate that even for dependent input variables, it is possible to find non-zero ANOVA terms of the
unknown function f. In this example, the ANOVA-boosting method from Algorithm [2]is tested on a slightly
modified Friedmann function, which is used as benchmark example for certain approximation techniques,

f(z1,...,29) = 10sin(0.1 7z 29) + 20 (x5 — )% + 1024 + 5a5. 7.4
2

In contrast to the literature we do not use uniform samples on [0, 1], but we use (partly) dependent Gaussian
samples. Due to this sampling we changed the original function slightly to have comparable variances of the
non-zero ANOVA terms. Based on the example in [29], the samples © € X are Gaussian random vectors
with mean Ex = 0 and with the covariance matrix being one of the following,

3 =1y, uncorrelated
3o = %Ig + %19><9, equally correlated (7.5)
1 _1 2
55, .
S3=I;0 - 1 -2, mixed correlated (7.6)
2 4
2 4
5 5

where M = 500. Independent of the drawn samples € X, the function (7.4) has non-zero ANOVA terms

only for the index set
U={2,{1},{2}, {3}, {4}, {5}, {1, 2}}. (7.7)
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Furthermore, for independent input variables, 3 = ¥; the Sobol indices can be easily calculated analytically,
which gives

S{S},var =~ (0.2788 S{4})Var ~ 0.3718
S{S},var =~ 0.0929 S{LQ}’VM =~ 0.2564.

We use Algorlthml to calculate the 1nd1ces sMe

w,var» Where we draw in total N = 5000 ANOVA-sparse random
Fourier features w1th q = 2 and variance 2, and choose the regularization parameter A = 1. The results are
plotted in Figure Note that the Sobol indices Sfff,jar can be bigger than one, since for dependent input
variables the Variances of the ANOVA terms o2(f,,) do not sum up to the variance of the function o(f). In

Figure we normalized the indices SMSM by the sum

SMC

w,var’
ue{ullu|<2}

which has in total (?) + (g) = 45 summands. It can be clearly seen, that in every case only the terms with
non-zero variance in the index set U from are significant. In contrast to the case ¥ = ¥, for dependent
variables (X and X3) the terms f; and fy are non-zero, which Algorithmﬁnds. Using only 2-sparse random
Fourier features and the HARFE algorithm as proposed in [32], leads to results shown in their Fig.4, which
clearly blur the importance of the variables 1 to x5 in comparison to the other non-necessary variables, see
also Example [£.4] Furthermore, they only study the simpler case of independent input variables.

=3 =3 Y =33

Figure 7.1: The indices Sql\fvar for Gaussian input samples with different covariance ¥. The pie charts are normalized to the
sum of all indices Si\fgar for |u| < 2, but the numbers represent the actual indices.

To conclude our numerical section, we want to compare approximation results of random feature algo-
rithms with and without ANOVA-boosting from Algorithm We study the same test functions ([7.1) to
as for the case of independent random variables. To define the dependence among random variables, it
is usual to use copula functions, [I1}, 22]. Denote the cumulative distribution function of the samples by

Ru(a) = [ ") at,

—00
and Ry, ..., Ry are the marginal cumulative distribution functions of x1, ..., x4, i.e.,
x;
Rz(mi) = / ‘LLZ(t) dt.
— 00

Sklar’s theorem [35] is the building block of the theory of copulas. It states, that for continuous functions
R, ..., Rg there exists a d-dimensional Copula C, such that for all € R¢,

Rx(z) = C(Ri(21), -, Ra(za))-

The copula C contains all information on the dependence structure between components of (z1,...,zq),
whereas the cumulative distribution functions R; contain all information on the marginal distribution of x;.
Especially Archimedean copulas are an important class of multivariate dependence models, since it is very
easy to generate random numbers from them. Every Archimedean copula has the simple algebraic form

Cly,---ya) =¥ (7 () + ..+ 97 (),
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where 1) is the generator function of the copula. We test our algorithm for the following well-known copulas
with parameter 6:

Y(t) = % (t?-1) 6>0 Clayton copula,

Y(t) = (—Int)’ 0>1 Gumbel copula,

Y(t) =—In <exp—<99t—11) >0 Frank copula.
exp —0 —

We use these copulas on the marginal distributions N(0,1) (fr1), uniform on [—m, 7| (fr2) or uniform on
[0,1] (fr3)-

We apply Algorithm [2] for different settings of d, M, ¢ with fixed parameter N = 5M and Gaussian random
Fourier features drawn from N(O, éId). The used input parameters for our algorithm are summarized in
Table [7.2] for the different settings. For a better comparison we use the same regularization parameter \ =
107 for the SHRIMP steps in both cases. The resulting MSE on test data are summarized in Table we
did the procedure 10 times and show the mean. In any case, the ANOVA-boost leads to a clear improvement
of the approximation results.

function d ¢ M C 6 A € ‘SHRIMP ANOVA-S
Jr2 10 3 500 1 3 100 0.01 | 4.47855-107°  1.04677-10°°
2 2 100 0.01 | 855061-107° 1.15639-10~°
3 4 100 0.01 | 0.00028 7.44458 1077
20 2 500 1 2 100 0.01 | 0.00504 1.80438 - 106
2 1 100 0.01 | 0.00634 1.15239 - 106
3 4 100 0.01 | 0.00400 8.27697 - 107
Jr2 5 2 500 1 2 200 0.05| 0.02287 0.000 34
2 2 100 0.05| 0.00282 0.000 50
3 5 200 0.05]| 0.01732 0.003 41
10 2 500 1 2 200 0.05| 0.31271 0.000 75
2 2 100 0.05 | 0.40442 0.000 75
3 5 200 0.05| 0.47998 0.00591
Irs 10 3 200 1 5 100 0.01 | 0.13449 0.009 52
2 2 100 0.01 0.41547 0.01573
3 4 100 0.01 | 0.21362 0.034 27
20 2 500 1 3 100 0.01 | 0.02844 0.016 03
2 3 100 0.01 | 0.02651 0.004 94
3 3 100 0.01 | 0.02870 0.00071

Table 7.2: Approximation results: MSE on test data for different settings. The column C belongs to the copula: 1,2,3
corresponds to Clayton, Gumbel and Frank copula, respectively. We compare the performance of the SHRIMP and the ANOVA-
boosted SHRIMP using Algorithm [2| for dependent input variables. The random Fourier features were distributed according to
on = N(0, %Id). In every case we did the approximation 10 times and show the mean.

During the numerical experiments we found that the more the input variables are related, the bigger should
be the regularization parameter X\ in the minimization problem of Algorithm [2| Notice that, depending on
the type of dependence, we do not obtain the same variances for the ANOVA terms, but the non-zero terms
are in any case a subset of

Ur = {®7{1}’{Z}v{3}7{4}7{172}5{253}}’ (7-8)
Urs = {®7 {1}a {2}7 {3}7 {173}7 {2’3}}a (7'9)
UT3 = {@,{1},{2},{3}7{4},{5},{1,2}}, (710)

for the three functions respectively. The variances of the terms f(3y and f{5y are relatively small for function
frs. For that reason, we set € = 0.01 in this case.
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The numerical results show that even for a small amount of samples in high dimensions our procedure is
able to find the correct non-zero terms, which results in much smaller approximation error, compared to the
plain SHRIMP algorithm [40] with fixed effective dimension q.

Conclusion and outlook

We propose a new method, ANOVA-boosting, which exploits sparse structure in the ANOVA terms
of a function in a learning problem, which often occurs in many domains of interest. This method is a
possible extension of random Fourier feature algorithms which finds the ANOVA terms with variance above
some threshold before the actual approximation. Our algorithms are able to handle independent as well as
dependent input variables.

Maybe it would be also possible to incorporate the ANOVA-boosting in every step of the iterative algo-
rithm for sparse random Fourier features. Another possible future direction is the analysis of the impact of
noise and the analysis of a good choice of the regularization parameter A in the boosting step as well as in
the random feature algorithm.
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Appendix A. Proofs and known inequalities

Proofs of Section
First, we need an auxiliary result.

Lemma Appendix A.l. Let g € Ly(R%) and K be a symmetric and absolutely integrable kernel function.

Then
/Rd /Rd 9(w)g(v)K (w,v) dw dv| < /Rd 19(w) 2k (w) dw

where k(w) = [pq | K (w,v)|dv.
Proof. Accordlng to [36, Chapter 1], the generalization of the Cauchy-Schwarz inequality for double integrals

yields
/Rd/Rd K(w,v)dwdv /Rd/Rd
<(/. / o) K, 0) dwdv)m ([, [, i@ 1Kw.0)l awao)

= (Lt [ 1o ao d°’>1/2 ([t [ 1w d">1/2
= /R l9(w)*k(w) dw.

This finishes the proof. |

'v)‘ dw dv

1/2

Proof of Lemma[2.5]

Proof. Lemma describes the ANOVA terms of the function f. In order to calculate the variance of the
ANOVA terms we have

2

f(w)E(a:,w 1) dw| oy (X)) Ay,

F@) f(0)E(x,w, p, w)E(2, v, 1, w) dw dvjiy (€,,) da,

d JRd
= ot | [ [ F 0Bl B v, 50 ) d et
B (2771)2d /Rd /]Rd f@)f(=v) H (i (—wi +v3) = fis(—wi) i (vi)) H fii (—wi) fii (vi) dw do
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To apply Lemma|Appendix A.1{we choose K (w,v) = [];c,, (fhi(—wi +vi) — fhs(—wi) s (v:)) [ e Hi(—wi) s (v;)

with
k(w) = /Rd H (£ (—ws + i) — fii(—wq) s (v)) H fi(—w;) s (v;) | do

iCu ST
=TT Wil o, e JT 12 = disC=wi)l T 1his(—ws)]
i€[d] S i€Eu
= HlaHLl(Rd) |E(Oaw7uau)‘ |

Proof of Theorem [2.7]
Proof. For this proof we introduce the notation

Alw,d,q) = | JTA+wil>)™ > [EO0,w,p,u)] | . (A1)

i€[d] lul>q

First, note that since every measure p; is symmetric, ||/l &) < [l@illg, @) =1 and =1 < fi;(—w;) < 1. We
start with applying Lemma

1f = Taf Iz = D 0°(fu) < ”“;T " Z / W) TT 11 = sis(=wil T lis(—wi)| dw

|u|>q u|>q i€u €U’

|ﬂ|L1(Rd)/ A 5 (1 + |w;|?)
= D [ ) TT S S T = ()l T ()| deo

(27) Rd il (14 |w;i]?)s agicn e

1, oo : S
= o mae | T+ ) 32 [T =il T] il | [ 1F@)P TL 0+ fof)* dw

(2m)2¢  Gemrd | R4 ,

i€[d] |lu|>gicu €U’ i€[d]

12l L, =

fﬁ”wnm oy mas | [T+ L) ™ 30 TT 1= sl TT Jis(-w)
@ i€[d] |lu|>gicu iEuc

H/LHLI(Rd)

= o 2d Hf“HS _(ray Max Alw,d, q). (A.2)

(2m)2
Let us have a closer look at the involved term A(w,d,q). Let v be the support of the w, which attains the
maximum. Since /i;(—w;) = 0 for every 4 € v, which means that |v°| > ¢ and |v| < d — ¢, we have

max A@w,d,q) = [[ @+ wP)™™ 30 [T —dilwo)l T lris(—w)]

weRe

weR

i€[d] |u|>q,veCu i€u iEuUC
< |v€] | wl | ‘/J/z z
=2 | 1l <1+|w| 117 1+|wz|
u’/ Dve i€u’\ve ieu’c
_ 11— wi)| i (—wi)
f;/w; (H +‘w|2 H 1+|w‘
u'Cv \itc€u’ i€Eu’c
H 11— fii(—wi)| + [ (—wi)|
/L s
i (1 + Jwi]?)®
<l

The last inequality follows by either demanding a symmetric measure p with positive Fourier transform
or the condition . The equality (2.13) follows by the fact that the maximum of g(w;) = (1 +
lwi|?) 7% (1 — fi;(—w;)) is attained where ¢'(w;) = 0, i.e.,

—2uis A ()
1+ w2+ (1 — fis(wi)) — A+ )
1+ w?
2w;S

!
0=

fri(wi) = 1+ fi;(wi)
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Inserting this into g(w;) yields

1+w?
= 1 i2—s o i i
G = s (14 o) (g0 o2 )

1
= Su .
ik 2w;s (1 + @i 2)> T

Appendiz A.1. McDiarmids inequality

Theorem Appendix A.2 (Mc Diarmids inequality). Let a function v: X; X Xy X -+ x Xy — R satisfy
the bounded differences property, i.e. for all k € [N], and all z1 € Xy,...,zy € XN,

sup |’U($1,. <oy Th—15 Lk Tht1s - - - axN) _U(xla" '7xk—17$;gaxk+1a"'7x]\7)| < Ak
I;CEXk

Consider independent random variables X1, Xs, ..., Xy where X) € X}, for all k. Then, for any ¢ > 0

2¢2
P(v(X1, Xo,..., Xn) = E[v(X1, Xa,...,Xn)] >¢) <exp <Nz> :
dor—1 AF
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