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Introduction

The present dissertation summarizes my research work in nonparametric Statistics, since my first steps
as a PhD student under the supervision of Béatrice Laurent and Pascal Massart.

I fell in the amazing world of the bootstrap at the end of my Master’s years when Pascal Massart
encouraged me to read Evarist Giné’s course for the St. Flour Summer School of Probability. Although
I had, at this time, real bootstraps on my Dr. Martens shoes, which might have enabled me to pull up
myself over it, I chose not to leave this world where almost anything is possible.

I particularly emphasize the word almost here, as one central guideline of my work was, and is still,
the quantification of this almost through nonasymptotic studies of bootstrap approaches.

Nonasymptotic nonparametric Statistics is thus at the core of this thesis, with a main subject: minimax
adaptive tests based on aggregation or multiple procedures, which is developed in four chapters, each
devoted to a different generic testing problem. Statistical learning issues are also tackled as such in a
chapter exclusively focusing on the binary classification problem, but also in two-sample and indepen-
dence testing problems through kernel or nearest neighbors methods, always with general bootstrap
approaches in background.

The present document is therefore organized in five chapters, whose content is briefly described below.

The first chapter is devoted to minimax adaptive goodness-of-fit tests in three different models: a
density model, a periodic regression model, and a Poisson process model.

In the density model, where the observed data are modeled by an i.i.d. sample from a probability
distribution with density f, we propose to test that f belongs to a set of densities Fy. We first consider
the case where Fy is reduced to a single density fy, for which we construct minimax adaptive tests,
based on an aggregation principle. The main contribution of this work, as compared with anterior ones,
lies in the nonasymptotic nature of the developed tests, that can thus be implemented on real data
sets with moderate size, without any loss of significance. Then, these tests are extended to the case
where Fy is a parametric translation/scale family. Up to our knowledge, the obtained tests were the
first minimax adaptive tests for such parametric null hypotheses.

In the fixed design regression model with a Gaussian noise, we consider the classical signal detection
problem, focusing on the case where the signal is assumed to be periodic. We first measure the exact
impact of such an assumption, by evaluating the minimax separation rates over periodic Sobolev balls.
Then, motivated by a real application in target detection via laser vibrometry, we construct minimax
adaptive tests that take advantage of the periodicity of the signal, thus leading to better theoretical
and experimental performance than more general signal detection tests.

In the Poisson process model, where the observed data are modeled by a - possibly inhomogeneous -
Poisson process, we are interested in the problem of testing that the process is homogeneous, that
is, has a constant intensity. We particularly focus on alternatives with very irregular intensities that
can be especially difficult to distinguish from constant intensities in practice. The determination of
minimax separation rates over classes of such very irregular intensities, here chosen as weak Besov
bodies, constitutes the most important contribution of this work. We indeed prove that these minimax
separation rates are so large that there is, on the one hand, no additional price to pay for adaptivity
and, on the other hand, no difference with the minimax risk in estimation problems, which is completely
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unusual in the minimax testing scene. The corresponding minimax adaptive tests are constructed from
an aggregation approach inspired by already existing ones in other settings, but with a new choice
of critical values for the involved single tests, which is more general and which allows to detect more
alternatives than usual.

The topics which are the most representative of my research concerns are certainly the two-sample
problems where bootstrap approaches have to be considered to define nonasymptotic testing proce-
dures. As most of the ideas developed in these topics are inspired by anterior works in statistical
learning, and more precisely in binary classification, their description is postponed to the third chapter
of the manuscript, the second one being dedicated to binary classification issues.

Thus, the second chapter presents the construction of classification rules as minimizers of the penalized
empirical risk, with general weighted bootstrap penalties based on symmetrization arguments or other
tricks from the empirical processes theory. This work, which extends papers on Rademacher penalties
or complexities, may be viewed as a step towards routine nonasymptotic studies of general bootstrap
approaches. The developed concentration tools are rather general and may indeed be used in other
contexts. But due to the particular assumptions of the binary classification framework and the global
minimax point of view that is adopted here, they have to be improved to fit more sophisticated
statistical problems: the interested reader may have a look at the posterior developments of Arlot on
extended bootstrap approaches, including cross validation ones.

A short work on the functional binary classification problem then follows, based on nearest neighbors
and hold-out validation approaches.

The third chapter therefore deals, as announced, with two-sample problems. Three different models are
considered as in the first chapter: a density model, a regression model (here with a random design and
a heteroscedastic noise), and a Poisson process model. In all these models, we construct new testing
procedures from aggregation schemes which involve specific nonasymptotic bootstrap or permutation
approaches. The proposed test statistics are U-statistics based on general kernels, which are closely
linked to minimax adaptive estimation by model selection, thresholding, and approximation kernel
methods. The main novelty is that the kernels can also be chosen as reproducing characteristic kernels,
which are now well-known in the statistical learning community, or as nearest neighbors kernels. In the
Poisson process model, we prove that our tests satisfy nonasymptotic minimax adaptivity properties,
and that the reproducing characteristic kernel choice in particular leads to a nice interpretation of some
results in terms of uniform separation rates in the corresponding Reproducing Kernel Hilbert Space.

In the fourth chapter, we address the problem of testing independence of two point processes, motivated
by the neuroscience problem of synchrony detection in spike train analysis. We introduce new testing
procedures, whose test statistics are based on U-statistics, and whose critical values are constructed
from bootstrap and permutation approaches. This work is rather atypical in the present thesis since
the tests are here single tests (and not based on aggregation), mainly studied from an asymptotic point
of view. Some foundations of a forthcoming nonasymptotic study are proposed in the last parts of the
PhD thesis of Mélisande Albert.

The fifth and last chapter focuses on two very different multiple testing issues. The first one follows the
theoretical work presented in the fourth chapter and deals with the neuroscience application which has
motivated it. A multiple testing procedure is proposed and studied, in order to answer the problem of
detecting precise locations of dependence periods between two spike trains, modeled by point processes.
The second one is a purely theoretical issue about the definition of counterparts for uniform and
minimax separation rates for multiple tests, with the ambition to lay the bases of a minimax theory
for multiple testing.

As they represent the main concerns of the present dissertation, let us now give a common framework
for nonparametric statistical hypothesis testing questions, essentially intended to set the notation and
recall the usual basic vocabulary. Note that the notation and the vocabulary for binary classification
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and multiple testing problems are set in the corresponding chapters, that is the second and fifth ones.
The bootstrap and permutation formalism is introduced in the second, third and fourth chapters.

Considering an observed random variable X, defined on a probability space (£2,.4,P), and given a
possible set P of distributions P for X, a hypothesis is defined through a subset of P. In a classical
single testing problem, two hypotheses are considered: the null hypothesis ( Hy ), which is viewed as
the favorite one, and expressed from a subset Py as

(H()) P € Py,
and an alternative ( H; ), expressed from a subset Py C P\ Py as
(Hl ) P e Pq.

In a multiple testing problem, more hypotheses are considered, and then they are often confused with
their associated subset of P. Such convention is used in Chapter 5.
In an abstract way, a (single) test is a rule which allows to decide, from the observation of X, to reject,
or not, the null hypothesis ( Hy) in favor of the alternative ( Hy ). Mathematically, it is represented as
a statistic ¢ depending on X,

— with value 1 when X leads to a rejection of ( Hy) in favor of ( Hy),

— with value 0 when X does not lead to a rejection of (Hp) in favor of ( Hy),

— otherwise, with a value in (0, 1), equal to the conditional probability of rejection of ( Hy )

given X.

In the present thesis, only nonrandomized tests are considered, that is tests with values in {0, 1}.
Such tests are evaluated through their first and second kind error rates

ER1(¢)=I§1€1713 P(¢p=1) and ER2(¢)=I§1€1£ P(¢=0). (1)

Note that the first kind error rate ER1(¢) of ¢ is also sometimes named the size of the test ¢.
Given some prescribed error rates levels o and S in (0, 1), following the classical Neyman-Pearson
principle, it is required in priority that

ER1(¢) < o, (2)

and ¢ is then said to be level «, or of level a. It is next required that

ERa(¢) < 6, (3)

with P; as large as possible, ideally equal to P\ Py.

However, in general, the set P of possible distributions for X is so large that constructing such "ideal"
tests is impossible when « + 8 < 1. Smaller sets of possible distributions are therefore considered.
Then, a distance between the null hypothesis and these sets, from which condition (3) is guaranteed, is
evaluated, leading to the notions of uniform separation rates and minimax separation rates, precisely
defined in each concerned chapter of this dissertation.

Nonparametric tests of level «, that is satisfying (2), can thus be evaluated through their uniform
separation rates over some sets of possible distributions of particular interest for the considered study,
which are said to be optimal when they are of the same order as the corresponding minimax separation
rates. These criteria are of course closely linked to the more traditional power function P € P; +—
P (¢ = 1), which is used in other optimality criteria such as the consistency of the tests.

A test ¢, of level v is said to be less conservative than another test ¢, if ER;1(¢),) < ER1(¢a) < a. In
particular, if basically ¢/, = 1 = ¢, = 1, then ¢, is clearly less conservative, but also more powerful
than ¢/,.
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A nonrandomized test ¢, of level « is often defined from a real valued test statistic, that is, a real
valued statistic T', depending on X, associated with a critical value ¢, depending on « (and possibly
X), as pa = Lipse,y OF Go = Lip>c, 1. When a — ¢, is increasing in the sense that 0 < o < o <1=
da < Por, this test can also be defined through its corresponding p-value given by

inf {a, 0o =1}.

Combining Lemma 1 and Corollary 14 in [14], we prove the following useful lemma, which allows to
conveniently go back and forth test statistics and critical values on the one hand, p-values on the other
hand. Before stating this result, let us recall some basic definitions.

Let T be a real valued statistic 7" depending on X. It is well-known that the cumulative distribution
function (c.d.f.) F' of the distribution of T, defined by F(t) = P(T < t) for all ¢ in R, is a cadlag
function, and that its generalized inverse function or quantile function F~! defined by F~1(u) =
inf {t, F(t) > u} for all win [0, 1] is a caglad function. On the contrary, the function F_ defined by

VteR, F_(t)=P(T <t), (4)

is a caglad function, and is thus named in the following the caglad c.d.f. of the distribution of T'. Its
generalized inverse function F~! defined by

Vu € (0,1), Fl(u) =sup{t, F_(t) <u}, (5)

is then a cadlag function. More properties about all these functions, and useful links between them
can be found in |14, Lemma 13|.

Lemma 1. Let T be a real-valued statistic depending on X, whose distribution does not depend on P
provided that P belongs to Py. Denote by F and F_ the (cadlag) c.d.f. and the caglad c.d.f. of this
distribution under (Hy), and by F~* and F~1 their respective generalized inverse functions as defined
above. Let p(T) =1 — F_(T), and a be some fired level in (0,1). Then the four tests Lipsp-1(1-a)},
]1{T>F:1(17a)}, Lipry<ars Lip(ry<ay are of level o, and their associated p-value is p(T), which satisfies

sup P (p(T) < a) <a.
PePo

Moreover,

Lipm)<ay = Lip(r)<al

Lipry<ay = Lirs p-t1-0)) = Hr>F-1(1-0)}

]l{p(T)ga} = ]l{T>F__1(17a)} = ]l{T>F*1(1—a)} a.s. if F_(F__l(l - a)) <1- «,

]l{p(T)Sa} = ]l{TZF:l(l—a)} a.s. if Ff(F:l(l - Oé)) =1-a.

Note that when the c.d.f. F'is continuous, the four tests considered in the above lemma are almost surely
equal. As this lemma also applies if F'is a conditional c.d.f., it can be used for bootstrap or permutation
based tests. In this case, the considered conditional distributions are naturally noncontinuous: the less
conservative above test is of course 1()(1)<q}-

Let us finally specify a few conventions and notations that are used in the present document.

All the collections of hypotheses, of tests, of classes, considered here are at most countable.

For every z, y in R, we set x Ay =inf{x,y} and z Vy =sup{z,y}.

The symbols |.] and [.] respectively denote the floor and ceiling functions as usual, and for every x in
R, (z)+ = z1z>0.

For any finite set C, #C denotes the cardinality of C that is the number of elements in C.

The Lebesgue measure on R or on R? is denoted by .

All along this dissertation, C' denotes a positive constant that may vary from line to line. The depen-
dency of C' with respect to various parameters is specified by the notation C(.). Universal positive
constants are more likely denoted by k.



Chapter 1

(Goodness-of-fit tests

1.1 Introduction

Goodness-of-fit testing problems are largely encountered in the statistical literature, being part of the
oldest and most fundamental points in the hypothesis testing theory. From the historical Pearson’s
chi-square test to more modern tests based on kernel methods in the statistical learning spirit, many
nonparametric goodness-of-fit tests have been developed in various models, in order to apply to more
and more precise questions in numerous fields.

In this chapter, we deal with nonparametric goodness-of-fit tests in three different models: a classical
density model, a periodic Gaussian regression model, and a Poisson process model, each being dedicated
to specific applications.

X generally denotes a set of random variables which are defined on a probability space (£2,.A4,P),
observed on an interval X of R, whose distribution Py depends on an unknown function f, typically
assumed to belong to some subspace F of La(X, i), for some o-finite measure p.

A goodness-of-fit testing problem can be expressed as the problem of testing
(Ho) [f€Fo against (Hi) f¢&Fo,

for a given subset Foy of La(X, ).

For any event &£ based on X, P(p,)(€) then denotes as usual supscz Py (&), and Ey denotes the
expectation with respect to Py.

1.1.1 Nonasymptotic minimax adaptivity

The point of view that is adopted here to evaluate the considered tests is nonasymptotic, and based on
minimax adaptivity criteria. So, given a first kind error level « in (0, 1), any of our tests ¢ is primarily
required to be of level «, that is to satisfy the property (2), that can also be expressed with the present
notation as

(Plevel,a) ‘ P(HO)((;S:l)SOZ

Then, given a second kind error level 5 in (0, 1), any of our tests ¢ is secondarily required to achieve,
over several classes of alternatives simultaneously, the minimax separation rates defined for a and
as follows.

Definition 1 (Uniform and minimax separation rate). Let d be a metric over the space F, and a class
of functions F; C F. Let o and 3 be fixed error rates levels in (0,1), and a test ¢, of (Hy) against
(Hy ) satistying (Plevel,a )-
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The uniform separation rate of ¢, over F; with prescribed second kind error rate 3, for the metric d,

is defined by

SRg(¢a,-7:1)=inf{r>0, sup Pf(¢a:0)§ﬁ},
fery, d(f,.Fo)>r

The corresponding minimax separation rate over F; with prescribed error rates o and 3, for the metric
d, is defined by

mSRE? (Fy) = inf SR (¢a, F1),
¢ satisfying (Plevel,a)

where the infimum is taken over all possible level a tests.

Definition 2 (Minimax (adaptive) test). Let d be a metric over the space F, and a collection F; of
classes of functions F; C F. A level « test ¢, is said to be minimax over a class F; of the collection
F; for the metric d if SRS (b, F1) achieves mSRg’B (F1), possibly up to a multiplicative constant

depending on o and B. It is said to be minimax adaptive over Fj if SRg (b, F1) achieves, or nearly

achieves, mSRg’B (F1), for every Fi in F simultaneously, without knowing in advance to which class
of the collection the function f may belong. This property is formalized in the following as

(73 daptive,a,ﬁ,fl,d> ‘ SRg (pa, F1) achieves or nearly achieves mSRg’B (F1), for every F in Fj.

a

These definitions due to Baraud [Bar02] translate, in a nonasymptotic framework, asymptotic criteria
that in fact originate in Ingster’s work [Ing82, Ing84, Ing93|. A precise definition of the asymptotic
minimax testing setup with exact separation constants (that is not tackled in the present dissertation)
can be found in [LT00].

We give below a condensed description of the main contributions to minimax testing and adaptive
minimax testing, including the works presented here and references that are anterior, as well as poste-
rior, to them. This bibliography is of course not exhaustive, as the literature about (adaptive) minimax
testing is too huge to be presented in such a way, and I wish to apologize for authors that I omit here.

In particular, are only cited the minimax separation rates for Lo-metrics as they are the only ones
considered in this thesis. The investigated classes are Besov spaces B, ,(R) or Besov bodies (see
the books [Tri06, DL93, GN15] for definitions for instance, and articles on minimax estimation or
testing, like [DJ98]). Some particular Besov spaces are distinguished, such as Holder spaces Hs(R) =
Bs.00,00(C(s)R) and Sobolev spaces Ss2(R) = Bs22(C(s)R), as they were the first ones to be studied
in the fundamental papers by Ingster.

The references on multivariate Nikol’skii-Besov spaces are postponed to Section 3.2, since such anisotropic
spaces are only considered in this section. Weak Besov spaces wBy (R') are defined in Section 1.4.

Moreover, testing problems in more complex models such as convolution models (see [But07, BMP09|
for instance), high-dimensional models (see [VV10, ITV10, BI13]), or random graphs or networks
models (see [ACV14]| for instance), are not cited in the following summary: we only focus on the models
considered in this chapter or on models close to them. In the following, s” = s — (1/(2p) —1/4)+. The
parameter € stands for the standard deviation of the white noise model, while n denotes the sample
size in the regression and density models, and the parameter which defines the asymptotics in each
cited reference in the Poisson process model.
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Models
White noise Gaussian Density Poisson process
regression
Minimax separation rates

Hs(R) eBoiT T (s >1/4) n T

[Ing93| [GPO1] [Ing93, Pou02]
Ss2(R) 64;1% nfﬁ% An~1/4 niﬁ nfﬁ

[Ing82] [HK99] [4] [Ing84] [IKO7]
Bs pq(R) 5% n 462’S’+1 An~1/4 0Tt

[Ing93, (p=2)] [Bar02, (p=q<2)| [IK07, (p=2)]

LS99, (p<2,sp>1)] | [LLMI12, (p=¢<2)] |7, (p=2,q=00)]
Bs.2,00(R) n_%(s’gzs)
NwBy (R') (m#)ﬁ(s’>(25)v(1/2))

7]

Adaptive minimax separation rates

_2s —
Hs(R) (@) S (s>1/4) (@)M
|GP05, BHLO3] (Ing00] [5]

Ss2(R) (s(lnln(52))i>4si1
ol n 1 (s<1/4) Ingo0]
[Bar02, BHLO3]| [4]

(m>43i1(8>1/4) (M)+

n n

4s” 2s 2s

BupalF) | (<(min(e-2)) %)™ (vp)=r ] ()
[Spo96, (sp>1)] [Ing00,(p=>2,¢>1)] | [7, (p=2,¢=00)]
[57 (p:2,q:oo)]
B.2,00(R) (lnlnn)‘“*l ' <25)
NwBy (R') (ln) 375 (57> (25) V (1/2))

7]

1.1.2 Aggregated tests

Most of minimax adaptive tests have been constructed on the following general principle of aggregation.
First, are considered a collection { Fom, m € M} of subsets of F such that Fy C NpemFo,m, and the
collection of associated hypotheses { (Hp ), m € M}, such that

(HO,m) f € J:O,m-

Then, for every m in M and every level w in (0, 1), a single test ¢y, , of

(H07m) f S ]:O,m against (Hl,m) f g fo’m,
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satisfying (Plevelu ), is constructed.
Given ain (0, 1), a collection { uy, o, m € M} of individual levels in (0, 1) is chosen, and the aggregated
test corresponding to the collection of single tests ®, = {gbmmm’a, m e M } is defined as

QOZ = sup ¢m7um,a' (11)
meM

The aggregated test @, is thus defined as the test rejecting (Hp) when at least one ( Ho,, ) is rejected
With G vy, o

Note that in most of the papers dealing with such aggregated tests, the ¢, 4, ,’s are not considered
as individual tests of (Ho ) against (Hy ), but as some tests of the original single null hypothesis
(Ho) against the alternative (Hy). This is only in this case that one can say that each ¢, 4, , is
of level Uy, q, since ¢mu,, , only satisfies (Plevel,um‘a), which does not necessarily guarantee that

SUp re 7o Pr (Gmauma = 1) < tima-

One of the main concerns here is to choose the collection { uy, o, m € M} of individual levels in (0, 1),
so that the aggregated test ®, finally satisfies (Prevel,ar)-

Assume that for every m in M, a test statistic T}, whose distribution does not depend on the unknown
function f provided that f belongs to Fy, is available, which is typically the case when Fj is reduced
to a singleton. Then, ¢, , may be defined as

(z)m,u = ]]'{Tm>FT;,1_(17“)}7

where Fg}_ is the cadlag quantile function (see (5)) of the known distribution of T}, under (Hy).

Bonferroni-type aggregated tests. In this setup, the most obvious choice for w,, « is a Bonferroni-

type choice with w,, o = a/#M. This leads to the Bonferroni-type aggregated test éfonf defined
by (1.1), based on the collection

(I)fonf _ {¢m,a/#M7 m € M} = {]I{Tnz>F,;},(1—a/#M)}’ m € M} (1-2)

Given a family of positive weights (w,)mem such that -\ wy, < 1, a weighted Bonferroni-type
choice with u,, o = wy, o, can also be considered. This leads to the weighted Bonferroni-type aggregated
test 25" defined by (1.1), based on the collection

D8P s m € MY ={Lgy ot gy mE M. (1.3)

Note that 5" is a particular case of weighted Bonferroni-type aggregated test with w,, = 1/#M,
for every m in M.

From the properties of the caglad c.d.f. F},, _ and the cadlag quantile function Fn_%l_ of the distribution
of T, under (Hy) (see for instance [14, Lemma 13]), we deduce the following result, whose proof is
straightforward.

Lemma 2. Given o in (0,1), let @22 be the collection of weighted Bonferroni-type tests defined
by (1.3), and dWBonS ts corresponding aggregated test, as given by (1.1). Then dWBonS satisfies
(,Plevel,a)y and
puBenf  _ {n o , meM},
{wm' (1=Fpn,— (Tin) ) <o) }

TwBonf
Pq Lt it e p win (1= Fo,— (Ton) )<}
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Less conservative aggregated tests. A less conservative choice than the Bonferroni-type one was
proposed by Baraud, Huet and Laurent [BHLO3]. It consists in the aggregated test ®BHL defined by
(1.1), based on the collection

HBHL _ {qﬁm,um,m me M} = {H{Tm>m}_(l_um’a)}, m e M}, (1.4)

with
Upm,q = SUP {u, P( ) (Hm eM, T, > Fn_%l_(l — u)) < a}.

We further propose in [7] (see Section 1.4) to consider a more general weighted version of this procedure.
The test ®LEF is the aggregated test defined by (1.1), based on the collection

O b meMp={1pp s (v me M), (1.5)

with

Un,q = Wy, SUP {u, P ay) (Elm eM, T, > Fg}_(l — wmu)) < a} .
Note that the choice w,, = 1/#M, for every m in M, allows to recover ®5HL.
Lemma 3. Given o in (0,1), let ®EEE be the collection of tests defined by (1.5) and QFLE pe jts
corresponding aggregated test, as given by (1.1). Then, ®ELE satisfies (Plevera ) and if F— denotes the
caglad c.d.f. (see (4)) of the distribution of min,ep wyt (1 — Fy, —(T,,)) under (Ho),

FLR __
Pa B {]l{wril(l—Fm,f(Tm))<F;1(a)}, m e M},

TFLR _
o, L it et w3 (1= Fon,— (Ton) ) <F ()}

Furthermore, i);“BO"f < i)gLR, which means that the test @gLR 1s less conservative than @ZUBO"f. As a

particular case, with wy, = 1/#M, @aBonf < @gHL, which means that @EHL 1s less conservative than
= Bonf
D7

Proof. Let us consider ®X“% defined by (1.5). Then,

Umo = Wiy, SUP {u, P( ) < min w,! (1 — Fp—(T)) < u) < a},

meM

= w,F Y a).

Therefore,

FLR _
P = {ﬂ{w’;ll(1_Fm,7(Tm))<F:1(a)}7 m € M},

and the aggregated test ®LL can be written as

QLR — 1 1
fe? {minmeM Wiy (1=Fr,— (Tm) )<F_ (a)}'

The fact that ®2P" satisfies (Plovel.) leads to F_(a) < a, so a < F~*(a) and pubons < QrLE O

Use of instrumental conditional distributions. In cases where Fy is not reduced to a singleton,
the distribution of the test statistics under ( Hp) may still depend on the unknown function f. Assume
that given some random variable Z, the conditional distribution of T, becomes free from f, provided
that f belongs to Fy. Denoting by anZ ) the cadlag quantile function of this conditional distribution
under (Hy ), for every w in (0,1), let ¢y, ,, be the test given by

d’m,u - ]l{Tm>q£nZ)(1—u)}'
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Then notice that for every u in (0, 1), if f is in Fy, by definition of q,(nZ )7

Py (0mu=1) =By [ Pr (To > ¢@ (1 - w)|2) ] <u

(Z)

Hence, ¢y, is a test of (Hp) against (Hj ) of level u, and ¢’ (1 — u) is a reasonable random critical
value associated with T,.
Now define a collection {uw(f)a, m € /\/l} of random variables in (0, 1), depending on Z, such that

u(z) = Wy, SUP {u P my) (Elm eM, T, > ¢P (1 —wpu ‘Z = z) < a}. (1.6)
This leads to the collection of tests
ol _{o o memp={1 (150 (12, ) T E m}, (1.7)
and the corresponding aggregated test @' LR defined by (1.1), which satisfies (Pievelo)-

Links with multiple tests. Some precise links between the above aggregated tests and classical
Bonferroni and min-p multiple tests are established under particular conditions in [14, Proposition 2|
(see Chapter 5, Section 5.3.1). Assume that for every m in M, the distribution of T}, under (Ho )
does not depend on f provided that f belongs to Fo ,, and let p(T},) =1 — Fy, —(T,) be the p-value
associated with the test ¢, , = 1 (T>Fob (1-u)} as in Lemma 1. Then, we have seen in Lemma 2 that

B
(I)gu onf _ {]l{w;fp(Tm)<a}’ m e M } .
This collection of test is clearly related to the classical weighted Bonferroni multiple test based on the

set of p-values {p(T,), m € M} for the collection of hypotheses { (Ho ), m € M }.

Now, if the distribution of min,ea w;,'p(T;y,) is free from f when f belongs to NyeatFo.m, and if F_
denotes here the caglad c.d.f. of this distribution, one has also seen in Lemma 3 that

FLR __
¢Oé o {]l{w;’tlp(Tm)<F:l(a)}7 m € M}

This collection of test is precisely linked to the first step of a classical weighted min-p multiple test
based on the set of p-values {p(T,), m € M} for the collection of hypotheses { (Hop ), m € M }.

Finally, the aggregated test ®<°"4F L can be related to multiple tests based on randomization such as
the ones constructed by [RW05].

Notice however that the assumptions needed to establish the exact present parallel between aggregated
tests and multiple tests, though apparently simple, are quite strong, and that among the testing prob-
lems investigated in this chapter, the only signal detection framework satisfies them with a collection
of hypotheses { (Ho,m ), m € M} rich enough.

In the present chapter we only consider continuous distributions, so F,, — and F, 1_ are respectively
equal to F,, and F !, which are the classical c.d.f. and quantile function of the known distribution of
T, under (Hp).

In the following, for any bounded real function g defined on X, we set ||g|| ., = sup,ex |9(x)|, and for
all M > 0, Lo (M) denotes the Loo-ball with radius M: Lo (M) = {g: X = R, ||g]l, < M}.
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1.2 Goodness-of-fit tests in a density model

This section, mainly based on a joint paper with Béatrice Laurent [5], is devoted to goodness-of-fit
tests in the following density model.

./\/lét)nsity X =X, = (X1,...,X,) is a sample of n ii.d. random variables with distribution
Py of density f with respect to the Lebesgue measure A on X = R.

We assume that f belongs to La(R, \), endowed with the classical Lo-norm ||.||,, Lo-metric da, and
their corresponding scalar product (., .)s.

Given a specified probability density fy with respect to A, belonging to La(R,\), we consider the
problems of testing
(Ho) f€Fo against (Hi) [ ¢ Fo,

where either Fo = { fo} or
foZ{i‘}%(.;M)a(M,U)EK}a (18)

for some subset K of R x (0, 400).

Many anterior works to [5] were devoted to the present goodness-of-fit testing problem in the density
model from the minimax point of view, as seen in Section 1.1.1, the closest one being [Ing00]. However,
none of them were based on nonasymptotic approaches, and even if considering the asymptotic point
of view, very few of them dealt with the case where Fy is a parametric family. To our knowledge, the
only one was in fact [Pou02|, yet, in this article, the issue of adaptivity is not tackled. Hence the exact
adaptive minimax separation rates were not known.

Our paper [5] fills a part of these gaps: here are constructed nonasymptotic goodness-of-fit tests, that
are minimax adaptive at least when Fy = {fo}, for which the classical minimax adaptive rates are
achieved. In the case where Fy is a parametric family, a loss of efficiency of the order of a (Inn)'/?
factor (instead of the usual (Inlnn)'/2 one) is highlighted. Although similar phenomena have already
been observed in [4], or [CD12|, the obtained results do not allow to be sure that such an extra (Inn)'/?
factor is unavoidable.

As explained in the following, the proposed tests are closely linked with model selection approaches.
Other tests were developed in this spirit, such as the data-driven versions of Neyman’s test [Ney37]
proposed in [BR92, KL95, IKL97|. But all those tests were constructed with a penalized criterion
usually dedicated to the estimation of the density f, such as Schwarz’s BIC, so that the tests can not
be minimax adaptive. We prove in Section 1.2.2 that a more appropriate choice for the penalty term
would be the one used in the estimation of quadratic functionals of f like in [Lau05]. Our tests are
based on an even sharper choice.

1.2.1 Minimax adaptive goodness-of-fit tests for a noncomposite null hypothesis

We here consider the case where Fy is the singleton { fo}.
The tests we propose are based on the aggregation principle presented in Section 1.1.2. Considering a
collection of subspaces {Sy,, m € M} of Ly(R, \), we introduce for every m in M,

J:O,m:{fGLQ(R,)\), HSm(f_fO) :O}a

where IIg, denotes the orthogonal projection onto Sy, with respect to (.,.)s.
Following the aggregation principle, a first step is then to construct single tests of

(Hom) I, (f — fo) =0 against (Hi,,) s, (f— fo) #0.

These tests are here based on the estimation of ||TTs,, (f — fo)|l3-
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For all m in M, let {b;,1 € L,,} be some orthonormal basis of S,, with respect to (.,.)a.
The statistic

Tszm<X1,...,Xn>:n(n_1 DIDIRTE: +Hfo||2—*Zfo (1.9)

€Ly 1#j=1

is then an unbiased estimator of ||ILs,, (f)|5 + || folls — 2(f, fo)2, and thus a reasonable estimator of
s, (f — fo)ll3- A particularly interesting case is when fo belongs to S,,, so that T, is an unbiased
estimator of ||IIg,, ( f fo)ll3-

Let us denote by F, " the cadlag quantile function of the distribution of T},, under the null hypothesis
(Hy), which is, of course, completely free from the unknown density f.

We can now consider the single test

(bm;u, = ]l{Tm>FT;,1_(17“)}7

and given a fixed level a in (0, 1), the collections of tests <I>B‘mf and ®BHL a5 well as the corresponding

aggregated tests ®5°" and ®BHL  as defined in Section 1.1.2 by (1.2), (1.4), and (1.1).

Notice that, except in very particular cases (see Lemma 1), the cadlag quantile function can be replaced
by the usual quantile function F,,;!, hence, for simplicity, we only use F,,;! in the following.

We introduce a collection of linear subspaces {S,,, m € M } generated by constant piecewise functions
and scaling functions from a wavelet basis.

For all D in N\ {0} and k in Z, let by, p ) = VDL/p,(611)/D)-
For all D = 2/, J in N, and k in Z, let be,pr = 2‘]/24,0(2‘]. — k), where ¢ is a compactly sup-
ported scaling function or father wavelet such that, associated with a mother wavelet ¢, for all J
in N, {2J/2g0(2“]. —k), ke Z} U {wj,k =2/2p(29. — k), j €N, j>J ke Z} form an orthonormal
wavelet basis of La(R, \).
Let D; and Dy be some subsets of D; = N\ {0} and Dy = {27, J € N} respectively, such that
D1 UDs # (. Then, the considered collection {Sy,, m € M} is defined by:

— M={(0,D), §€{1,2}, DeDs},

— For m = (4, D) in M,

— ‘C(l,D) = {(1,D,k‘), k e Z},

— Lop) ={(2,D,k), keZ}.
— Sm is generated by {b;, | € Ly} with the b’s defined above.

Theorem 1 (Fromont, Laurent, 2006). Let X = X,, be an i.i.d. sample distributed according to
Mdensﬂ;y’ and let fo be a specified density with respect to . Assume that f and fo are bounded functions.
Fiz some levels a and B in (0,1), and let ®,, be one of the tests @f"”f and @EHL defined above, with

the corresponding individual levels wy, o ’s. For any € in (0, 2), there exist some positive constants C1(3)
and Ca(B, €, || flloos | folloo) such that Py (<I>a = 0) < B, as soon as

If = foll3 > (L +¢) it { If = s, (NIl + Fnt (1= tma)

A (VT + 18l VD + 2) 4 22 ol }

Let us notice that taking a single test ¢y, o instead of ®,,, the same result holds but with Fnjl (1= tuma)
replaced by F.' (1 — a). For a well-chosen collection {S,,, m € M}, these quantiles in fact only differ
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by a logarithmic factor, which means that the aggregated test behaves almost as well as the best test
among the considered collection of single tests. In this sense, the result of Theorem 1 can be viewed as
an oracle type result. Such an oracle type result, with appropriate bias and variance terms, is known
to lead to minimax adaptivity results, as proved below.

Let us consider the following classes of alternatives:

Fus(B) = {f € Lo(RX), vD € Dy, ||f T, (1) < 2D},

for s > 0, § in {1,2}, and R > 0, which are linked with more classical Hélder balls or Besov bodies.
Indeed, let for all s = s1 +s2 >0 (s1 € N, 59 € (0,1]), and R > 0,

Ho(R) = { £:00.1] = R, Yoy € [0,1], 17D(@) ~ /()] < Rl — /" }

and for all s > 0 and R > 0,

Bsp.0o( 1) = {f €La(R,A), Vi €N, Y (f k)5 < R22—2j8}.

kEZ
Then, for sin (0, 1], R > 0, Hs(R) C Fs1(R), and for s > 0, R > 0, Bsaoo(R) C Fso ((1 —47%)7V2R).
Corollary 1 (Fromont, Laurent, 2006). Take the same notations as in Theorem 1, and assume that
n > 16. Choose Dy = Dy = {27,0 < J <log, (n?/(Inlnn)?)}. For all § in {1,2}, R’ >0, and s > 0,
R > 0 such that
(Inlnn)*t/2(Inn)>+t/2p Y2 < R < n?* (Inlnn)~B+/2) (1.10)

there exists C (s, a, B, R, || foll o) such that

2s

< VIn lnn> ot
- .

0 1
SRg, (®a, Fos(R) NLoo(R)) < C(s, 00 B, R, || foll o) BT

Note that when n is large enough the range (1.10) is not constraining, and all positive value for R and
s can be taken into account.

It is known from the results of [Ing93| and [Ing00] that, in the particular case where fy = 1 ), the
asymptotic minimax rate of testing over a Holder, Sobolev or Besov ball with smoothness parameter
s in La([0,1],A) is of order n=2%/(4s+1) and that the loss of efficiency of order (Inlnn)®/(4s+1) is the
price to pay for adaptivity. Hence, one can say in this case that considering the collection of classes of
alternatives

Fi1={Fss(R)NLs(R'), 6 € {1,2}, R' >0, and s > 0, R > 0, satisfying (1.10) },

in the notation and under conditions of Corollary 1, the aggregated tests 8 onf and OBHL hoth satisfy
(Padaptiv&aﬁ’fth), for every fixed levels o and 8 in (0, 1).

We even prove (see [5, Corollary 2|) that for n large enough, the collection F; can be extended to
the classes Hs(R) N Loo(R') (s, R, R" > 0) though when s > 1, functions f in Hs(R) are not well
approximated by their projections onto the considered linear spaces.

Moreover, in this case again, adding some spaces defined from the Fourier basis to the collection
{Sm, m € M} allows to obtain even more general theoretical results and to significantly improve the
estimated powers of the tests in practice.

We are aware that the above results may be somewhat disappointing for readers used to multiple testing
as the Bonferroni-type aggregated tests is proved to be minimax adaptive, as well as the BHL-type tests
involving more sophisticated individual levels for the single tests. We have however seen in Lemma 3
that ®BHL is less conservative than @aBonf , which also clearly appears in our simulation study, so we
guess that this could be seen here if a special attention was given to the constants appearing in the
upper bounds for the uniform separation rates.
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1.2.2 Links with model selection

In the present density model, the works on the estimation of the density f itself via model selection
by penalization are numerous (see [BM97, BBM99, Cas00, Cas03|, or [Sau, Ler12| for more recent
references). It is thus now well-known that considering a collection of linear subspaces {S,,, m € M}
of Lo(R, A), where each S,, is generated by the basis {b;, | € L,,}, f may be estimated by fm =

Zleﬁm (”_1 > (X )) by, with

n 2
T = argmin,,c v | — E (n_l Z bl(Xi)> + pen(m)
i=1

€L

The penalty term pen(m) is chosen so that fm satisfies an oracle inequality and minimax adaptivity
properties. Laurent [Lau05] proved that roughly estimating the quadratic functional 6(f) = ||f|3
by || flI> does not however lead to satisfactory oracle and minimax adaptivity results. She proposes
instead the corrected estimator:

6= sup Z Z bi(X —pen'(m) |,

leﬁm 1#j=1

where pen’(m) is a penalty term which is not of the same order as pen(m). This penalty depends on
the observed random variable X and a constant that remains to be precisely determined in practice. In
particular, Laurent proved that when f = 1}, for some constant C' > 0, E[(d — 1)?] < C/n?. When
the X;’s have their values in [0, 1], a level o aggregated test of uniformity can then be obtained with

Lo-svesmva) = S0 Hmpenm)+vE/mvay:

But recall that the penalty term pen’(m) depends on a constant that has to be calibrated in practice
in the estimation problem. In a testing context, calibrating the penalty amounts to calibrating some
individual critical values ¢;,,o’s so that the aggregated test sup,,cps 17,5101, 18 Of level a. Here, we
take deterministic critical values ¢, o = anbl(l — Upm,qa), but thinking that the penalty pen’(m) chosen
in [Lau05] depends on X, we could choose data-dependent critical values, as explained in Section 1.1.2,
or in the spirit of bootstrap based tests (see Chapter 3 and Chapter 4).

1.2.3 Extension to a composite null hypothesis based on a translation/scale family

Let us now focus on the parametric translation/scale family Fy defined by (1.8), of which the families
of Gaussian, uniform or exponential densities and translation models are typical examples.

The present testing procedures are essentially based on the idea that f belongs to Fq if and only if
there exists (u,0) in K such that the variables (X; — p1)/o have Py, as distribution.

Considering a collection {S,,, m € M} of linear subspaces of Ly(R, A) as in the above section, but with
a right-continuous and Lipschitz scaling function ¢, let for every m in M,

. X — X, —
Tn(X1,..., Xn) = inf Tm< LZKh On “).
(m0)eK o o

Since the by’s (I in L,,), generating S,,, are right-continuous, the infimum over (1,0) in K can be
replaced by the infimum over (i, o) in K N Q? so that T),,(Xy,...,X,) is indeed a random variable.

Note that the density of the variables (X; — p)/o is of(0 . + p) 80 Tpm(X1,...,X,) is a reasonable

estimator of
—u
= *fo ( )
o

2

inf o
(p,0)eK

)

2
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which is closely related to the distance da ( f, Fo).
Given a fixed level « in (0, 1), we define the collection of tests

$BHL
Pt {H{Tm(xl,-..,Xn)>F;L1(l—um’a)}7 m e M},

where F,;! still denotes the quantile function of the distribution of T,,, when f = fo, and where w, o
is chosen as in @271 above that is

Um,o = sup {u, Py, (Im e M, T, > EN(1—-u)) < al.
This enables to define according to (1.1) the corresponding aggregated test:

= 1.+ - .
TS:RI {Tm (X1, X0)>Fr (1=t o) }

TBHL
@O(

This test satisfies (Pievel,a ), based on the fact that if f belongs to Fo, there exists (i, o) in K such
that f = fol(. — 1)/0) /o, and

. X, — X _
Tm(Xl,...,Xn)ng< LR An “).

g g

Let us distinguish a particular case, based on the following invariance property:

. Xy — X, —
Y (u,0) € K, Tm(Xl,...,Xn):Tm< LZA o An “), (1.11)

g g

satisfied for instance when K =R x (0, +00), K = {0} x (0,+00), or K =R x {1}.
When (1.11) holds, F; (1 — ty, o) in ®BHE should be replaced by E (1 = fiyn.0), where Fi; denotes
the quantile function of the distribution of T,,(X1,..., X,) when f = fy, and

Um,q = SUp {u, Py, (EIm e M, Tm(Xl,...,Xn) > Fn_ll(l — u)) < oz}.

Such a choice leads to a less conservative test, but still guarantees that the test satisfies (Plevel,o) as
soon as (1.11) holds.

Minimax adaptivity properties of our testing procedures are investigated in the case where K =
[, 1] % [o,7], p, i, 0,7 being real numbers such that o > 0, fo is a given bounded density, satisfying
some particular Lipschitz condition, and JFy satisfies a LLy-entropy with bracketing condition, which
holds for instance if Fy is a family of Gaussian densities, exponential densities, and uniform densities.
We assume that there exist v > 0 and ¢ > 0 such that for all k& > 2,

k!

E[1xi*] < Suet2,

2
and that f is bounded. Let n be large enough so that n > 3 and n?(u — )N (@ —a)>2.
Consider now for all s > 0, and R > 0 the class:

Foa(R) = {f € La(R, ), VD € Dy, V(. 0) € K,

5

lof(o.+ 1) = s, , (0f (0. + ) |3 < B2 D72 |

Note that there exists some constant £ > 0 such that B, 2 oo (R) C .7:"5,2 (/{1/2(1 — 4_5)_1/2R).
We prove in [1] and [5], that when Dy € {27,0 < J < logy(n?)} and Dy = {27,0 < J < logy(n?/log3n)},
for all R > 0, and s > 0, R > 0 satisfying

(lnn)s+1/2 n—1/2 S R S nQS(lnn)*(3S+1/2)

)
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there exists C' = C(u, 11, 0,7, || folloos v, ¢, @, B, 5, R') such that

n

_2s
- _ 1 4s5+1
SR}, (@B, F,(R) NLag(R) ) < CREA (V n”) .

The above upper bound corresponds, up to a logarithmic factor, to the upper bound for the goodness-
of-fit tests when Fy = { fo } obtained in Corollary 1. As explained at the beginning of this section, we
do not know whether this logarithmic factor could be avoided.

Considering the present composite null hypothesis may amount to considering, in addition to the
classical adaptivity with respect to the smoothness of the density, which typically entails a loss of
efficiency of the order of a (Inln n)l/ 2 factor, another kind of adaptivity, this one, with respect to the
unknown parameters (u, o) under (Hyp). This could explain that the usual extra (Inlnn)/? factor is
here replaced by an extra (Inn)'/? factor. Similar phenomena are observed in [4] (see Section 1.3) and
[CD12| for instance, where the issue of the adaptivity with respect to the unknown period, and the
unknown translation parameter are respectively treated in regression setups. Such a logarithmic factor
also appears in minimax separation rates evaluated with the Loo-metric (see [LT00] for instance).

1.2.4 Concentration inequalities: basic tools for nonasymptotic properties

Although asymptotic results on the evaluation of minimax separation rates are here cited, and used
to justify the minimax adaptivity properties of our tests, the obtained results and in particular our
upper bounds for the uniform separation rates are of nonasymptotic nature. They indeed hold for a
fixed sample size n (as large as it is), highlighting the dependence of these uniform separation rates
with respect to the radius R of the considered classes of alternatives. The fundamental tools to obtain
such nonasymptotic results are concentration inequalities.

As the test statistics we introduce are constructed from the estimation of quadratic and linear func-
tionals of f, they are naturally based on U-statistics of order 2, and linear statistics. More precisely,
denoting by P, the empirical process associated with the sample X,,, the test statistic T, can be
decomposed as

T, = n(nll) ST ST (X — (£.5)2) (X)) — (F.bi)e)

i£j=11ELy,
+2/R<Hsm<f>—fo><dpn—dpf>+Hf—fon%—||f—nsm<f>||§,

where the first term is a U-statistic of order 2 and the second term a linear statistic.
In order to precisely control T, as well as its quantile function, we therefore use the concentration
inequalities for U-statistics and linear statistics of [HRB03| and [BM98| respectively.
For the problem of testing that f belongs to a translation/scale parametric family, we have to control

~ X, — X, —
Tn(X1,. .., Xp) = — sup (—Tm< ! ““))
(n0)eK g o

Assuming that K is compact enables to consider a finite and bounded grid of points in K, and to
reduce the problem to a control of a supremum over this finite grid on the one hand, to a control of
the supremum of the difference
X — Xn — X — X —
T (S R g (B S
o

o1 o1 o

on a compact set [u1, po] X [01,02] of K as small as possible. The first supremum is evaluated by using
concentration inequalities for U-statistics and linear statistics again, while the second one is evaluated
by using a Dvoretsky-Kiefer-Wolfowitz type exponential inequality in [BLM99], involving entropy with
bracketing arguments.
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1.3 Periodic signal detection

This work, in collaboration with Céline Lévy-Leduc [4], was initially motivated by an application in
optronics, more precisely in laser vibrometry, where the model that has to be considered is the following
Gaussian periodic fixed design regression model.

M ion | X=Xy = (X1,..., X,)' has a distribution Py defined by: X; = f (i/n)+o¢; for i in
{1,...,n}, f being an unknown real valued periodic function (called the signal), the
€;’s being independent standard Gaussian random variables, and ¢ being a positive
real number.

We are interested in the classical signal detection problem, that is the problem of testing
(Hy) f=0 against (Hy) f#0.

Whereas this problem had already been investigated from the general nonasymptotic minimax adaptiv-
ity point of view in [Bar02, BHL03|, we here focus on the best possible use of the periodicity properties
of the signal. Measuring accurately the impact of such properties is therefore the first purpose of the
present work. The second purpose is to construct a minimax adaptive test, which takes the period-
icity of the signal into account, just keeping in mind that in applications, the period of the signal is
unknown, as well as the variance o2 of the Gaussian noise.

The interval [0, 1] is endowed with the measure u, given by u, = n=! Z?Zl i /n» 0;/n being the Dirac
measure at j/n, and Ly ([0, 1], ) with its usual norm denoted by ||.||, and given by

1 < ,
Vg € Lo([0, 1], 11), gl = -~ 292 (i/n).
=1

The corresponding metric is denoted by ds.

1.3.1 Minimax separation rates over periodic Sobolev balls

2

Throughout this section, as a preliminary step, the variance o is assumed to be known.

Given e in (0,1) and 5 in (0,1 — ), we investigate the minimax separation rates with prescribed error
rates a and f for the metric da, over periodic Sobolev balls defined as follows. For &k in {1,...,n}, s
in N\ {0} and R > 0, let:

Sso2k(R) = {f € C*([0,1]), f is periodic with period k/n, ‘f(s)HQ,k/n < R} , (1.12)

where C*([0,1]) denotes the set of functions f from [0,1] with a continuous s—th order derivative
denoted by £), and for 6 in (0,1), for g in Ly([0, 1], \), ||g||§,9 =01 00 g2d.
We first obtain the following lower bound.

Theorem 2 (Fromont, Lévy-Leduc, 2006). Given some fized levels o in (0,1) and B in (0,1 — «),
there exist an absolute constant r in (0,1] and C(s, a, B) such that for every integer k in [x=*,n/2],

s 2s 1
s 2 4s+1 2 2 S
mSRG? (Syax(R)) > C(s,a,8) | R7H (’“) o (") A (“E" ) AR (’“)

n n n n

In particular, for all k in [x~',n/2], if

on /2 <k> <R
n

IN

0'71371/4 ﬁ A
n )
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then

g

a8 4 (E\TT [g2)\ Tt
mSRG” (Ss24(R)) = C(s, 0, B)REH |~ o® |

n

To establish the optimality of this lower bound, we construct a single test of ( Hy) against ( H ), whose
uniform separation rate over Ss o i, (R) is of the same order as the lower bound, that is which is minimax
over Sg o 1 (R).

/

For any function g defined on [0, 1], we set § = (g(1/n),g9(2/n),...g(1)), and for any vector v =

(v1,...,v,)" in R™, we introduce
1 n
2 2
l[v]|n = EZ“@"
i=1

Our minimax test is based on the estimation of HHSm (7) H]Rn’ where S, is a subspace of R" and Ilg,,
is the orthogonal projection over S, with respect to the Euclidean norm of R™ or with respect to ||.||gn.
Considering the periodicity property of the signal f, a natural choice for 5, is a space based on the
Fourier basis on the interval [0,0] (§ > 0) defined by

Po,0() = 1,
poar—1(x) = V2cos(2rl'z/0) VI > 1, (1.13)
po.ar (z) = /2sin(2nl'z/0) VI > 1.

For all D in N\{ 0}, we consider the subspace Sp of R" spanned by the vectors {pk/n,l, [=0,...,D—1},
and we introduce

¢

=1
@~ Hnlms,, MIE.>Fp) (1-a)0? )

where Dy, = k Ainf {D € N, D > ((k/n)*nR?/c?)?/(4s+D)1 and FD_k1 stands for the quantile function
of the x? distribution with Dy, degrees of freedom. Then ¢, obviously satisfies (Plevelo ) and if

—s _ 2541
on~1/2 (k) <R< an% <k> 8 ) (1.14)
n n
then
8 1 [k ﬁ 02 452%
SRy, (¢a; Ss2k(R)) < Cla, B)RE+1 <n> (n> :

Such a result is of course not useful at all in practice since the test constructed here clearly depends
on s which is not known in applications. This test is thus only minimax over any given S, 1 (R), but
not minimax adaptive. It is nevertheless important from a theoretical point of view, since assuming
that k belongs to [, n/2] and that the radius R belongs to the range given by (1.14), it allows to

conclude, combined with Theorem 2, that the minimax separation rate mSRg’ﬁ (Ss2,k(R)) is of order

2
s 2s
R 1 k; 4541 0'2 4s+1
4s+1 — JR— .
n n

Note that from an asymptotic point of view, where n tends to oo and k/n to a fixed period 7, since s
is a positive integer, the range of (1.14) is not constraining: any positive R is allowed.
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1.3.2 Minimax adaptive tests

2 is not assumed to be known

From now on, we consider more realistic contexts where the variance o
anymore, and where we aim at constructing minimax adaptive tests.
As the model Mfééression is a particular case of the general regression model considered by Baraud,
Huet and Laurent in [BHLO3|, we turn to the minimax adaptive aggregated test they propose.

Let { Sy, m € M} be a collection of linear subspaces of R", each S, being of dimension D,,.

For every m in M, and every « in (0, 1), we introduce the classical level u Fisher test of

(Hom) g, (?) =0 against (Hy,,) Ilg, (?) #0,

defined by

Pmu =1 (n=Dm)Ilg, (X2 1 (1) b’
D | X—Tig, (X)[2, ~ ' Dmmn—Dm ="

where Fl;i n_p,, is the Fisher quantile function with D,, and n — D,;, degrees of freedom.
From these single Fisher tests, given a fixed level « in (0,1), as described in Section 1.1.2, Baraud,

Huet and Laurent introduce the collection of tests ®3H % and the corresponding aggregated test ®ZH L
defined by (1.4) and (1.1).

We here use this aggregated test by taking particular collections of linear subspaces {S,,,m € M}
fitting the periodicity assumption on the signal.

Periodic signal detection when the period is known. Let us assume that n > 3 and that f is
periodic with period k/n for k in {3,...,n}. We consider the above aggregated test ®5HL with:

— M= {2J> J € {077|_10g2(k/2”}}a
— {Sm, m € M}, where for m = D in M, Sp is still the linear subspace of R" spanned by the
vectors {pk/ml, 1€{0,....,.D—1}}.

Proposition 1 (Fromont, Lévy-Leduc, 2006). For o and § in (0,1), assume that n is large enough so
that a > e~™?0logy(n) and B > 2e~™*2. For all s in N\ {0}, there exists C(s,a, 8) such that for all
R > 0 satisfying

_ 2s41

k s 2 _6s— k 8s
on /2 (n) (Inlnk)**'/2 < R < on” T <> (Inlnk)'/4, (1.15)

n

then

. 2s
_ k o1 Ml ko2 | =+
SRy, (8577, S,04(R)) < C(s, 0, AR <n> (“j z ) .

According to the above results, this means that the testing procedure is rate optimal, up to a possible
(Inln k)/2 factor, over all the Sobolev balls Ss2 1 (R) such that (1.15) holds simultaneously. In view
of the results due to Spokoiny [Spo96| in the Gaussian white noise model for Besov balls and Baraud
[Bar02] in the Gaussian sequence model for families of nested ellipsoids, we can rightfully think that
this loss of efficiency is unavoidable when we deal with an adaptive procedure. In this sense, one can
say that considering

Fi = {Ss,g,k(R), s >0, R> 0 satisfying (1.15)},

in the notation and under conditions of Proposition 1, ®3HL satisfies (Padaptive o ﬁﬁdz)'
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Periodic signal detection when the period is unknown. We now consider the most general
setup where the period of the signal is unknown. We consider the above aggregated test ®2H % again,
but this time with:

— M= {(k,QJ),k: €{2,...,n},J €{0,..., Llogz(k:/Q)J}},
— {Sm, m € M}, where for m = (k, D) in M, S(k,p) is the linear subspace of R" spanned by the
vectors {pk/nyl, le{0,....,D— 1}}

To avoid any confusion, the test is here denoted by Ci)gH L The following result gives upper bounds for
the uniform separation rates of this test over some Sobolev balls described below.
Assume that n > 3. For s e N\ {0}, R >0 and 7 € [2/n,1], let

Ssom(R) = {f € C*(]0,1]), f is periodic with period 7(f) € [2/n,71],

Dy < R}

Proposition 2 (Fromont, Lévy-Leduc, 2006). For o and 8 in (0,1), assume that n is large enough so
that o > e~™?0logy(n!) and B > 2e™/*2. For all s in N\ {0}, there exists C(s, ., 3) such that for all
71 i [2/n,1], and R > 0 satisfying

O'Tl_s(lnn)8+1/2 1/2 < R < 0.7_ 4s 1/88(1nn)_28;r1, (116)

then

_ s 2 4s+1

SR}, (PS5, (R) ) < Cls,a, B)RTF 7 <1nn”"> .
The upper bound for the uniform separation rate of the test over Sy 2., (R) when 71 and R satisfy (1.16)
is similar to the one obtained when the period of f is known to be equal to k/n (see Proposition 1), but
with a loss of efficiency of the order of a (Inn)/? factor instead of (Inlnk)'/2. This is technically due
to the fact that we choose a collection {S,,, m € M} which is rich enough to ensure that it contains,
for any function f with period 7(f) in [2/n, 1], some subspace Sy, close enough to f. We do not know
if the consequent extra (In n)l/ 2 factor is unavoidable, as explained in Section 1.2 where the aggregated
test proposed for the problem of testing that f belongs to a translation/scale parametric family shows
a similar behavior.

1.3.3 Links with model selection

The aggregated test proposed by Baraud, Huet and Laurent [BHLO03] is closely related to the estimation
of quadratic functionals, such as || f||3, by Laurent and Massart [LMO0].
Considering a collection of linear subspaces {S;,, m € M} of R", Laurent and Massart propose to
estimate 6(f) = || f|2 by

0= sup (|Ms,, (X))} — pen(m) ),

meM

where pen(m) is a well-chosen deterministic penalty term, leading to oracle inequalities and minimax
adaptivity properties for 0.

If the variance o2 is equal to 1, when f = 0, one furthermore has that E[éﬂ < C/n? for some C > 0.
A level « aggregated test of ( Hy) against ( H;) can thus be obtained with

Losve/mvay = S0 L, 0020 >pentm)+vE/ (v}

Since the penalty pen(m) depends on a constant that has to be calibrated in practice in the estimation
problem, it is, in the present testing context, more appropriate to directly calibrate some individual
critical values ¢, o’s so that the aggregated test sup,,caq ]l{IIHsm (X)n>cma}? is exactly of level a.
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When f = 0, the distribution of ||TLg,, (X)|/%. is here a simple chi-square distribution, so calibrating
the critical values becomes rather easy. This idea is then generalized to the case where the variance
o2 is unknown and thus has to be estimated, at the price that ||Is,, (X)||%. is replaced by the Fisher

distributed variable (n — Dy,)||Is,, (X)||&n/ (Dm [ X — s, (X)||Zn) -

1.3.4 Experimental results

Simulation study. The simulation study that we presented in [4] was specifically dedicated to
the evaluation, from a practical point of view, of the performances of the proposed test when the
period of the signal is unknown. In particular, we aimed at highlighting the sensitivity of the test
to the periodicity assumption. To do this, we compared the estimated sizes and powers under various
alternatives of the present test with the ones of the test initially proposed by Baraud, Huet and Laurent
[BHLO03], which does not take the periodicity assumption into account.

As expected from the theoretical study, our test show significant improvements as compared to the
test of [BHLO3|, and this is particularly striking when the number of significant Fourier coefficients (or
harmonics) in the expansion of the periodic signal alternative is large.

Application in laser vibrometry. This study was motivated by a real practical issue from the
Thalés Optronique company, which partially supported it.

Consider targets vibrating under the effect of the vibrations of their motor for instance. One of the
most topical issues in optronics is the identification of such a target, through the determination of
some of its vibration parameters, like its vibration period. The use of coherent lasers has provided
some progress in this field. After emission of a continuous coherent laser wave, reflection of it on a
target composed of reflectors vibrating at the same frequency Fy (that is 1/Fj is the vibration period),
reception and demodulation, one receives a complex valued signal of the form:

X = f(j/n) + O'(El,j +1 82’j) for j € {1, e, n} (1.17)
Here, i> = —1, the €1,;'s and the g3 ;’s are independent standard Gaussian random variables and f is
of the form
M Ty
f(z) = Z Ay, €XP [ 3 ™ cos (2nFsx) |, (1.18)
m=1

when the target consists of M (which may be large: M ~ 200) punctual reflectors, a,, being the
amplitude of the signal reflected by the reflector number m.

The issue of the estimation of the frequency Fs has been treated by Céline Lévy-Leduc and co-authors
(see for instance [CLLMO6| and references therein).

Our concern in the present work is the target detection step, which has to precede the estimation
phase. Of course, at this step, the frequency Fy is unknown, and this is why we developed the above
last periodic signal detection tests, that are easily adapted to the present complex valued Gaussian
regression model.

An example of synthetic signal arising in laser vibrometry is displayed in [4]. In particular, one can see
that for a corrupted signal with a signal to noise ratio SNR = 101n (Z%zl afn/202) equal to —27dB,
the high level of noise makes the original signal and its harmonics visually undetectable.

We consider an alternative which corresponds to the signal (1.18) where M = 1, Fy = 48Hz, v1 =
35x107%, A = 1.5x 1079 with 62 = 1, and a number of observations n = 2'®. For ac = 0.05, estimated
powers are presented for various SNR in Table 2 of [4]. It is shown that for an SNR = —27 dB, our
test has an estimated power equal to 0.67, and for an SNR = —24 dB, which is still reasonable for
the present application, it has an estimated power equal to 0.99. As a comparison, in this last case,
the test of Brockwell and Davis [BD13|, which is a classical test for periodic signal detection, has an
estimated power of 0.06.
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1.3.5 Sketch of proof

We here draw a sketch of proof for the lower bound in Theorem 2. For sake of simplicity in the notations,
the dependencies on «, 3, k and o (which are fixed here) are not always specified.

The idea of the proof is rather general and can be summarized as constructing, for the Sobolev ball
Ss2,k(R), a class of alternatives Q(r*) C { f, da(f,0) = || fll, = 7"}, with 7* as large as possible (so
that the final lower bound is more likely to be sharp), included in Ss 2 (R), but for which

inf sup  Pr (¢ =0) > 5.
¢« satisfying <P1evel,a ) FeQ(r+)

1. The first step consists in introducing a collection of classes of alternatives Qp(r) for D in some
Dpc{1l,...,k}, r >0, given by

D
Qp(r) = {f, f@) =Y Bien (”?E —l+1>  BLeR, [Iflly = T}’
=1

where pp is a D-periodic function in C*°(R), positive on its support which is included in
Uu€Z<UD, ’U,D + 1)

2. The second and main step then consists in determining, for all D in Dy, a maximal radius rp
such that for all r < rp, then

inf sup Py (¢a =0) > 6.
¢q satisfying (Plevel,a ) feQp(r)

This step is based on Bayesian techniques developed by Ingster [Ing93|: the idea is to find a
probability measure p, on Qp(r) (the prior) such that » < rp implies that

Eo [L2 (X)] <144(1—a-pB)?,

where:

7 Pur = fPfd,ur(f)a

T Lll«r ((L‘) L (.’E),

— [Eg is the expectation with respect to Fy.

We then use the following inequality (see [Bar02| for instance):

inf sup Pf(qba:O)Zl—a—%(]Eo (22 (x)] — 1)/

> f.

Po satisfying (Plevel,a ) fEQp(r)
To construct such a prior distribution p,, we consider fe(x) = )\2117:1 &op (nDzx/k—1+1)
where & = (£1,...,€p) is a sequence of i.i.d. Rademacher random variables (that is random
variables taking the values 1 or —1 with probability 1/2), and A is chosen so that ||fe||2 = r.

3. The third and final step is to determine for all D in Dj, the maximal radius rp s g < rp so that
Qp(rp,s,r) is included in S5 21 (R), and to take Q(r*) = Qp«(rp« s g) with

*
D = argmax pep, I'D,s,R-
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1.4 Tests of homogeneity for Poisson processes

As explained in the nice introduction of the book of Daley and Vere-Jones, historically the theory of
point processes seems to go back to the study of the first life tables and renewal processes, and of
counting problems with the work of Poisson [Poi37]. Since recently, point processes are largely encoun-
tered in the genetics and neuroscience literature. At the origin of this work, we were actually interested
in some applications in genetics, where a point process of the real line may represent occurrences of
words or motifs on the DNA sequence (see [RRS05] for instance). In this context, it is particularly
important to be able to detect abnormal behaviors.

Assuming that the point process is a Poisson process on a bounded interval, which has been commonly
admitted as a realistic model for occurrences of motifs on the DNA sequence, such an abnormal
behaviors detection question may be viewed as a problem of testing the homogeneity of the Poisson
process. More precisely, let us consider the following Poisson process model:

Mgo)isson X is a (possibly inhomogeneous) Poisson process observed on the interval X = [0, 1],
with intensity f, with respect to some measure p on [0, 1] such that du = nd for a
fixed positive integer n.

In this model, we focus on the problem of testing
(Ho) feFo against (Hy) f ¢ Fo,

where Fy is the set of constant functions on X.

Notice that the present problem of testing is of course not dedicated to the only field of DNA sequences
analysis. This study can also be used in all the other frameworks where the Poisson process model
is realistic (and these frameworks are numerous, going from economics and finance to sport or music
analysis for instance).

Let X be the set of the possible values for finite point processes on X, that is the set of the countable
subsets of X. For all x in X, all ¢ in R, let us define

where dN, stands for the point measure associated with x, given for all measurable real-valued function
g by
[ atwaNa(w) = gt (1.20)

uer

With such notation, remark that #X = Nx(1).

The model Mgo)isson has in fact close links with the density model Mé?nsity, and can even be defined
via these links: X may be introduced as a set of random variables X, ..., Xy (1) observed in [0, 1],

such that

— the random variable Nx (1) has a Poisson distribution with parameter fX fdu = an fdA,
— given Nx(1) = no, (X1,..., Xy (1)) is conditionally distributed as a sample of ng i.i.d. random
variables, with density f/ fX fdX with respect to the Lebesgue measure .

Given Nx(1) = no, testing (Ho) against (H;) therefore amounts to testing that f = 1) that is
testing the uniformity on [0, 1] of the X;’s, based on the observation of (X1, ..., X,,). The minimax
adaptive tests introduced in Section 1.2.1 can thus be used in practice, as well as every test of uniformity
on [0,1] in a density model, like the historical one of Kolmogorov-Smirnov for instance. However,
studying such tests from the minimax point of view raises the difficulty of deconditioning the event
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Nx (1) = ng, and separation rates are not so directly obtained. We thus turned towards more natural
unconditional tests, considering the Poisson process by itself and using its convenient properties.

The present problem of testing the homogeneity of a Poisson process has been widely investigated both
from theoretical and practical points of view (see Bain, Engelhardt, and Wright [BEW85] or Cohen
and Sackrowitz [CS93] for a survey and Bhattacharjee, Deshpande, and Naik-Nimbalkar [BDNN04| for
a more recent work). In these papers, the alternative intensities are monotonous. Another related topic
is the problem of testing the hypothesis that a point process is a Poisson process with a given intensity.
We can cite for instance the papers by Fazli and Kutoyants [FK05] where the alternative is also a
Poisson process with a known intensity, Fazli [Faz07| where the alternatives are Poisson processes with
one-sided parametric intensities, or Dachian and Kutoyants [DK06|, where the alternatives are self-
exciting point processes. The paper by Ingster and Kutoyants [IK07] is the closest one to the present
work. The alternatives considered by Ingster and Kutoyants are Poisson processes with nonparametric
intensities in a Sobolev or Besov space B 2 4(R) with 1 < ¢ < 400 and known smoothness parameter
s: the minimax rate of testing with respect to the ILo-metric over such a Sobolev or Besov ball is proved
to be of order n=25/(4st1)  which matches the classical minimax rate of testing in the density model.

However, in certain practical cases, such smooth alternatives cannot be considered. For instance, ad-
mitting that the Poisson process represents occurrences of motifs on the DNA sequence, its intensity
may burst at a particular position of special interest for the biologist (see [GS05] for more details). The
present problem thus deals with the question: "how can we distinguish a Poisson process with constant
intensity from a Poisson process whose intensity has some small localized spikes?". This question had
already been partially considered in a precursory work by Watson [Wat78|, but without any precise
study of the second kind error rate of the tests.

So, based on these reflexions, assuming that f belongs to La(X, A), we constructed in |7] new minimax
adaptive tests of ( Hy) against ( Hj ), considering classes of smooth alternatives such as Besov bodies,
but also some classes of alternatives that may be much less smooth, such as weak Besov bodies that
were, until this work, only studied in some estimation contexts (see [Riv02, Riv06]).

Since the minimax separation rates over such weak Besov bodies were not known, our purpose was first
to provide lower bounds for these minimax separation rates, and then to construct level o minimax
adaptive tests, based on the aggregation principle. A phenomenon, completely new with respect to
the anterior minimax testing literature, then appeared: the minimax separation rates over particular
subsets of weak Besov bodies are so large that there is no additional price to pay for adaptivity on the
one hand (but such a phenomenon already occurs when the Lo-metric is replaced by the Loo-one), and
that they are of the same order as the minimax estimation rates on the other hand.

1.4.1 Lower bounds for the minimax separation rates over Besov bodies

Let ||.||5, d2 and (., .)2 respectively denote the classical Ly norm, metric and scalar product of Lo (X, A).

Let us introduce the Haar basis of La([0, 1], A), {w0, ¥, j €N, k€ {0,... , 20— 1}} with pg(x) =
]].[0,1] (ZII), and

Y (x) = 2292z — k), (1.21)

where 9 (z) = 11[0,1/2) (z) - ]1[1/2,1)(5U)~
We introduce the Besov bodies defined for s > 0, R > 0 by

29 —1 27 -1
By 2,0o(R) = {f =00+ > > agitir =0, ViEN, Y af < R22—2JS}. (1.22)
jEN k=0 k=0
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The weak Besov bodies are defined for s’ > 0 and R’ > 0 by

27 -1 2i 1 ,
2 2, =2
wBs/(R/) - {f = appo + Z Z O‘(j,k:)¢(j,k) >0, Vi >0, Z Z a(jvk)]l{az.k St} < R?t3/+1 }
JEN k=0 jEN k=0 (4,k)

(1.23)

Theorem 3 (Fromont, Laurent, Reynaud-Bouret, 2011). Assume that R > 0, R' > 0, and R" > 2,
and fix some levels a and [ in (0,1) such that o+ f < 0.59.
(i) If s > (s'/2) v (§'/(28' + 1)), then

lim infnﬁmSRgf(Bsz,oo(R) NwBy(R') NLe(R")) > 0.

n—-+0o

(i1) If s < §'/2 and s' > 1/2, then

lim inf ( n )W mSRgf(BS,z,oo(R) NwBy(R") NLe(R")) > 0.

n—+oo \Inn

(i13) If s < §'/(28' +1) and s’ <1/2, then

liminf <n}1 A n<43+1§?25/+1)> mSRg’ﬂ(Bs,27oo(R) NwBy (R') N Ly (R")) > 0.
n—~+00 2

The lower bounds in (i) coincide with the minimax separation rates over Besov spaces, obtained by
Ingster and Kutoyants [IK07] in a slightly different Poisson process model, and therefore also match
with the rates in the more classical density model. As seen in Section 1.2, such rates can be achieved in
the density model by some aggregated tests, closely linked with model selection. This is the principle
of our first aggregated test. One now should focus on the lower bounds obtained in (i), which are in
fact equal to the minimax estimation rates on the maxisets of the thresholding estimation procedure,
namely By /(2541),2,00(R) N wBy (R') with some constant £ < 1 (see [KP00, Riv06, RBR10]). This
means that it is at least as difficult to test as to estimate over such classes of functions. Following
the idea that the minimax estimation rates on these classes are achieved by thresholding rules, the
principle of our second aggregated test will be based on thresholding methods.

1.4.2 Minimax adaptive tests

Let us consider a collection of subspaces { S, m € M} of Ly([0,1],A) such that for m in M, Sy, is
spanned by {0, ¥k, (j,k) € L}, where Ly, is a subset of { (J,k), €N, ke {0, 20— } }
Following the aggregation principle described in Section 1.1.2, we construct a collection of tests of

(Hogm) d2(Is, (f),Fo) =0 against (Hym,) do(Ils, (f),Fo) #0,

for m in M, where Ilg, denotes the orthogonal projection with respect to (.,.)2 onto Sy,.
Noticing that for each m in M, d3 (1ls,, (f), Fo) = 2o GkyeLm ¥ k)3, a reasonable test statistic for

(Ho.m ) against (Hy,, ) is given by the unbiased estimator of d3 (Ils,, (f), Fo):

Nx(1)
1
Tn=w3 2. 2 YumXvgn(Xe). (1.24)

(G, k)ELm ii'=1

The construction of the critical value corresponding to each T,, depends on the chosen collection
{Sm, m € M}. In particular, two main different choices are made for the considered collection of
subspaces, leading to two different methods for the construction of the critical values.
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As the distribution of T, is not free from f under ( Hy), both methods are nevertheless based on an
instrumental conditional distribution, as described in Section 1.1.2, using the statistic Z = Nx(1).
More precisely, both methods are based on the argument that under (Hp ), for any ng in N\ {0}, given
Nx (1) = ng, T, is conditionally distributed as

Tﬁﬁ“’:% > i v (%) v (X ).
(k) ELm i =1

where (Xl, ey Xno) is an i.i.d. sample from the uniform distribution on [0, 1].

Therefore, denoting by qﬁff 9 the quantile function of the distribution of Tr(nn 0), the critical value asso-

ciated with T, is chosen as
g(Vx (1) (1 - u(qu))) 7

m,o

where u%,vg(”) has to be correctly calibrated.

Collection of nested spaces. Let M be a subset of N\ {0}, and form = Jin M, L; = {(j, k), j€
{0,...,J =1}, k € {0,...,27 — 1}}, so that Sy is spanned by {0, ¥k, j € {0,...,J — 1}, k €
{0,...,27 —1}}.

Then, we consider the test @Ze“ed aggregating as in (1.1) the tests

]I{Tm>q£nzvx<1>)(l_ugny§<1>))}7 (1.25)
where
Ui = wm U {u’ Frm) (Hm €M, T > g (1~ wm“)‘Nx(l) = n0> < a} : (1.26)

This test satisfies (Plevela ), and in [7], it is proved to satisfy an oracle type result. Since any function
[ in Bs2.0(R) is well approximated by its projections onto the chosen nested subspaces, in the sense
that ||f — ILs, (f)||5 < C(s)R?272'%, this oracle type result leads to the following theorem.

Theorem 4 (Fromont, Laurent, Reynaud-Bouret, 2011). Given o and 3 in (0,1), let ®7es*d be the
test defined above with M = {1,..., |logy(n*/(Inlnn)?)| } and wy, = 1/#M for every m in M. For
every s > 0, there exist C(s) and C(«, B, R, R",s) such that if n > C(s), then

_2s

_ 1 l 4s5+1
SR}, (57, B, oo(R) NLao(R") ) < Cla, B, R R, 5) ( v “n””> .
Note that a more precise bound is given in |7], in particular giving the precise dependence with respect
to the radius R of the Besov body B2 00 (R).

Collection of nonnested two-dimensional spaces. Let M be now defined from a fixed integer
J>1by M ={(,k), j€{0,....J =1}, k€ {0,...,27 = 1}}, and for m = (j,k) in M, L) =
{(J, k) }, so that S is spanned by {0, ¥ }. Each individual problem of testing (Ho, ) against
(Hi,,) then consists in detecting a nonnull coefficient (f,1); )2 in the expansion of f with respect to
the Haar basis.

Then, we consider the test @Z(m”emd aggregating as in (1.1) the tests

]l ’ (1.27)
(T el 5 (12050}
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where
") = (27J) Lsu {u P (EI( kye M, Tiin > (no) (1—(2J0)! ’N =n ) <«
(5,k),a p > Y (Ho) 7 » L(4,k) Q(]’k) X 0

(1.28)
This test also satisfies (Pievel,o) and, from the oracle type result obtained for @Ze“ed, the following
upper bound is derived.

Theorem 5 (Fromont, Laurent, Reynaud-Bouret, 2011). Given some levels o and ( in (0,1), let
gronnested pe the aggregated test defined above with J = [logy(n/Inn)]. For every s > 0 and s' > 0,
such that s > s'/(2s' + 1), there exist some positive constants C(s,s") and C(«, 8, R, R',R",s,s") such
that if n > C(s,s'), then

’
£l

_ | :
SR3, (87", Bosoo(R) 1wy (R) N Loo(R) ) < Cla 6, R, R R, 5. ) <T) o
In view of the above results, considering
Fi = {Buzoo(B) VB (R) N Loo(R"). s> (s/2) V (s (25 + 1))}

for n large enough, the test ®7¢s*¢? of Theorem 4 satisfies (P

adaptive’aﬁ’fl(z)’@), with a price for adap-

tivity of the order of a (Inlnn)'/? factor. Now consider
A = [ Bosoo(R) NwBy(R) N Lo (R"), §'/(25 +1) < s < 5'/2} ¢ FH™),
where fl(ii) is the collection corresponding to the parameter set of the case (i7) in Theorem 3, that is
T = {Bigoo(R) NwBy(R) NLoo(R"), s < 5'/2, & >1/2}.

For n large enough, the test ®7mmested of Theorem 5 satisfies (73

Y with no price for
adaptive,a,ﬁ,]:1(“> ,d2)7 p

adaptivity.
Simply combining the two above tests as defined in Theorem 4 and Theorem 5 (with a Bonferroni

correction), that is taking the test ®, = @"?;ted \Y, @”‘;"”esmd, allows to obtain adaptivity over the

collection of classes coming from both .7-'1( 2 and .7-'1( )’ . More precisely, for n large enough, d,, satis-

fies (73 _ — () —ii) ) Notice that the parameter set considered in 71(” U fl(“) is the set
adaptive,a,3,F1 " UF1 ,d2

{(s,5), s >5/(2s' +1)}. We now know, from the posterior work [10] (see [11] for more details), that
some aggregated tests could be constructed, so that they are adaptive over F; U Fy

We still however do not know what exactly happens for the parameter set considered in the case (i)
of Theorem 3.

1.4.3 Links with model selection and thresholding

Based on the idea that the Poisson process is closely related with the density model, the links between
the first aggregated test ®7°***? based on a collection of nested subspaces and model selection become
obvious, and are explained in Section 1.2.1.

Using a collection of extremely nonnested subspaces such as the one considered in our second aggregated
test CIDZO""ESted is more in the spirit of thresholding approaches, where each coeflicient in the expansion
of f is taken into account by itself, independently of the other ones, than model selection approaches,
though bridges are well known between these two approaches.

In the above notation, following the thresholding principle, one could roughly estimate the quadratic

. 5 _1—Nx(1
functional d3 (s, (f),Fo) by oG REL, 5(2j,k)]1]3(j,k>\2/\(j, where ﬁ(] p=nt x( )w(j,k)(Xi)-



34 CHAPTER 1. GOODNESS-OF-FIT TESTS

A test of (Hp) against (Hp) could then be introduced as

- ) ,
{Z(j,k)eﬁJ ﬁ(j,k)1|ﬂ(j,k)\2>\(jyk) >CJ,a}

where the A(;1)’s and ¢, have to be correctly calibrated so that the test is of level a. This test is in
fact equivalent to

1, :
{(3GReLs, 3 1) >cGh .0}’

for well chosen critical values c(; 1) o’s. Replacing the rough estimator B(2] %) by an unbiased estimator

of (f, %-,k))% and correctly calibrating the critical values leads to the test @ronnested,

Notice that the idea is not completely new. Such aggregation of tests coming from wavelet shrinkage
has already been proposed to construct adaptive tests in various statistical models. One can cite for
instance the papers by Spokoiny ([Spo96| and [Spo98]) in Gaussian white noise models or by Butucea
and Tribouley [BT06] in the density model. Combining some tools from model selection and wavelet
analysis was proposed by Baraud, Huet and Laurent [BHLO3| in a Gaussian regression framework, and
in [5] in the density framework. However, in these tests, the individual levels of the tests (namely the
Um,o's) are identical for all the aggregated single tests. Such a choice does not allow to recover the
minimax separation rates over weak Besov spaces. As seen above, to obtain minimax adaptivity on
such spaces, a weight has to be correctly attributed to each individual level.

1.4.4 Experimental results

A simulation study is provided in [7], which aims at comparing the performance of the proposed tests in
practice, through the estimated sizes and powers of the tests, with the one of some historical tests: the
conditional Kolmogorov Smirnov test, the unconditional Laplace test, and the Z test studied, among
others, in [BEWS85, CS93|]. The critical values involved in our tests are approximated by Monte Carlo
methods, which are quite complex from an algorithmic point of view, as the simulations have to be
done given each number of observed points in the Poisson process. The parameter n is chosen equal to
100, and the alternative intensities such that f[o,l] fdX =1, that is Nx (1) has a Poisson distribution
with parameter n = 100. These alternatives, which are either rather smooth, or very irregular, are
displayed in |7, Section 5], and one can see that the inhomogeneity is not really visible, just looking at
histograms, especially when the alternatives are similar to a uniform density with very localized spikes.
When the alternatives are not increasing, our tests have estimated powers significantly larger than
the Laplace and Z tests that are designed for increasing alternatives, but also than Kolmogorov and
Smirnov’s test.

As expected, the test ®7¢5*? performs better than ®70""¢s%¢d wwhen the alternatives are smooth, and
the trend is in general reversed when the alternatives are very irregular. But we also found some cases
for which this rule is not valid. The combination of both tests is therefore recommended in any practical
situation.

As for the increasing alternatives, the specific Laplace and Z tests remain the most powerful ones (as
they are precisely designed to be the most powerful ones in a parametric context), especially when the
alternatives are smooth. In this case however, the performance of our tests could surely be significantly
improved by using the Fourier basis instead of the Haar basis (see |5] for instance).

1.4.5 Tools and sketches of proofs

Sketch of proof for the lower bound in Theorem 3. The proof follows similar arguments as
the ones for the lower bound explained in Section 1.3.5. The idea is therefore to construct a class of
alternatives Q(r*) C { f, da(f, Fo) = r*}, with r* as large as possible, included in Bs 2 oo (R)NwBy (R'),
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but for which

inf sup Pr(¢a =0) > B.
¢ satisfying (Plevel,a ) feq(r)

1. The first step is to introduce the class of alternatives

M M
Qu,p(r) = {fZCSOOJrT\/;lz;ﬁlSO(M-—lﬂLl), B € {-1,0,1}, lz;]lﬁﬁéo:D},

where ¢ is a function on [0,1] such that f[o ) pdA =0, f[o 1 @?d\ = 1, and ||¢||,, < C. Note
that for every f in Qa7 p(r), as soon as r> < D/M, f is positive, and da(f, Fo) = r.
2. The second step is then to determine a maximal radius ryp < / D/M such that for all
r <TMD,
inf sup Py (¢a=0) > .
¢a SatiSfying (Plevel,a ) fEQM,D(T)

This step is still based on the Bayesian techniques developed by Ingster [Ing93|, and described
in Section 1.3.5. The prior p, on Qa7 p(r) is here constructed by considering

M
Feal@) = Coo(a) + 1/ 53" Mitap (M~ 141),
=1

where £ = (&1,...,&y) is a sample of i.i.d. Rademacher variables, and A = (Aq,...,Ay/) is a
random vector, independent of £ and defined by A; = 1;c,, where L is a set of D indices drawn
at random from {1,..., M} without replacement.

3. The third step is to find the maximal radius 7y p s s r.r7 < 7ar,p 50 that Qs p(rar,p.s s R,R!) 18
included in B; 2 00 (R) NwBy (R'), and to take Q(r*) = Qup+ p+(rar+ p+ 5.5, r,r’) With appropriate
M* and D*.

Notice that the computations, which are here more difficult than the ones when only considering
classical Besov bodies, heavily rely on the independence properties of the Poisson process. Therefore,
the proof is not straightforwardly exportable in the density model.

Tools for upper bounds. A first point is to see that the two considered tests can be rewritten with
a same expression. They indeed both take the value 1 if and only if

Nx (1)
1 N
Lec, d, D, Yy (Xi) g (Xir) > @),
GReL — iti=1

where:
— for (i)gested7 C=1{L;, Je M} and C(ij?;(l)) _ qSNx(l))(l _ u{(]f\oix(l)))7 with ugﬁx(l)) given by
(1.26);
= Nx(1 Nx(1 Nx(1 . Nx(1
— for gemnested ¢ = (£, £.C L5} and e = 5 cpaly " (1 -ugy ) with u s
given by (1.28).
From this shared expression, an oracle type result is obtained for both tests at the same time, following
rather similar arguments as in the proof of Theorem 1 proved in [5]. In particular, concentration
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inequalities for U-statistics of order 2 for a Poisson process in [HRB03, Theorem 4.2| are used since

| Nx)

Z Z V) (Xi) Y ey (Xer)

],k:)eﬁ z;ﬁz’ 1
_ 1 2 9
P [( [ (@) (@) = falnadr@) ) = [ 024 (@avx(a)

2 [ (Mse(P@) = {f.eadanla)) (N (@) = F(mdN@)) + L Fo) = £ =T, (7).

where S is naturally the space spanned by {wo, ¥¢r), (4,k) € L}.
(Nx(1))

A more tricky point is here the control of the random critical values ¢, ; . Using again concentration
inequalities for U-statistics, but for a sample of uniform real random variables, from [HRB03, Theo-

(n0)

rem 3.4], allows to upper bound ¢ Lo for every given integer ng. Then, a control of the obtained upper
bound, but replacing ng by the random variable Nx(1), is computed thanks to Bernstein’s inequality,
thus leading to the expected oracle type result.

Theorem 4 and Theorem 5 are rather straightforward consequences of this oracle type result, by
standard arguments from the approximation theory as concerns classical Besov bodies. The arguments
are of course more difficult when considering weak Besov bodies.

1.5 Perspectives

Only short-term perspectives which are already the objects of current works are stated in the present
dissertation.

It is rather clear that the minimax separation rates and the minimax adaptive tests presented in
Section 1.4 and Section 3.2 could be adapted to handle goodness-of-fit testing problems in the density
model for instance, but also signal detection problems. The issue is however not so obvious, as the
lower bounds for the minimax separation rates over weak Besov bodies, obtained here, strongly rely
on the very convenient independence properties of the Poisson processes.

Other interesting points would be to extend the aggregated tests to general kernels based tests, in the
spirit of [9] and [10] (see Chapter 3), thus exploiting the properties of the RKHS based on reproducing
kernels. The recent works in the statistical learning literature on the links between classical weak
distances between distributions and the MMD distance (see [SSGF13| and references therein) open up
a wide field of research, giving new insights to many historical tests such as Kolmogorov-Smirnov type
ones.

Furthermore, our work on multiple testing, and in particular on the parallel between multiple tests
and aggregated tests (see Chapter 5), should help us to improve the present aggregation scheme. Some
improvements have already been made with the introduction of some weights in the individual levels
in |7, 10| (with respect to the tests introduced in [BHLO03|), so that the aggregated tests can now be
minimax adaptive over classes of very irregular alternatives such as weak Besov bodies. But one can
also imagine new refinements, taking advantage of knowledge on multiple step-down testing procedures,
to increase the power of the tests.



Chapter 2

Contributions to classification

2.1 Introduction

In this chapter, we deal with the usual problem of binary classification in statistical learning, where
the observed random variable is distributed according to the following model.

Mglla),ssiﬁcation X =X, = (Xi1,...,Xy) is a sample of n i.i.d. random variables X; = (Y, Z;) with
the same distribution P as a pair of random variables (Y, Z), defined on a probability
space (2, A,IP), with values in a measurable space X =Y x {0, 1}.

In the above model, the marginal distribution of Y is denoted by Py, and the expectation with respect
to Py by Ey. The set of possible probability distributions P is denoted by P.

The purpose of classification is to construct a (measurable) function, called a classification rule or a
classifier, fn : Y — {0,1} based on X,,, which allows to predict the value of Z from the observation
of Y. When the value of Z is not fully determined by Y and X,, the prediction suffers from the
classification error defined by L(f,) = P(fn(Y) # Z|X,,). The function f* minimizing the classification
error L(f) =P (f(Y) # Z), over the set F of all possible measurable functions f : Y — {0, 1}, is called
the Bayes classifier. From the regression function n : y € Y — P(Z = 1|Y = y), the Bayes classifier
is expressed as f*(y) = Ly, (y)>1/2}- In statistical terms, classification corresponds to the estimation of
this Bayes classifier f* from the sample X,,, and the theoretical performance of any estimator fn can
be evaluated by comparing E[L( fn)] with L(f*). In particular, f,, is said to be universally consistent if
E[L(fn)] tends to L(f*) as n tends to +oc for every P in P. So many references are devoted to universal
consistency of classifiers, that they cannot be all cited, all the more as the methods of construction of
classifiers are highly varied, but some review of the historical results at least can be found in [DGL96].
We here investigate classifiers obtained as penalized empirical classification error minimizers on the
one hand, and plug-in rules combined with a hold-out or data-splitting device on the other hand, from
a nonasymptotic point of view based on oracle inequalities, leading to minimax adaptivity properties.

Although the present chapter does not deal with nonparametric testing as all the other ones of this
dissertation, it is in fact closely linked to most of the ideas developed in the next chapter on two-sample
problems, mixing classical minimax adaptive tests with bootstrap and statistical learning approaches
such as (reproducing) kernels and k-Nearest Neighbors methods.

2.1.1 Nonasymptotic minimax adaptivity

From a nonasymptotic point of view, the difference between E[L( fn)} and L (f*), for a given sample
size n, usually defined as the excess risk of the estimator f,, allows to introduce the following definition.
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Definition 3 (Risk of a classifier). Let fn be a classifier based on X,,, that is an estimator of the
Bayes classifier f*. For a given subset Q of P, the risk of f,, over Q is defined by:

R (70) = s (<[ (7)] ~£07)
PeQ

Definition 4 (Minimax risk, minimax (adaptive) classifier). Let Q be a collection of subsets of P.

The minimax risk over some probability distributions set Q in Q is defined as

MR, (Q) =inf Ry (£, Q) =inf sup (E[L(f)] =L (1)),
f’ﬂ fn PEQ

where the infimum is taken over all the possible classifiers, and Ji * is the Bayes classifier.
A classifier f,, based on X,, is said to be minimax over Q if R, (f,, Q) achieves mR,, (Q), possibly up
to a multiplicative constant. )
It is said to be minimax adaptive over the collection Q if R,(f., Q) achieves, or nearly achieves,
mR, (Q) for every Q in Q simultaneously. This property is formalized in the following as

(Padaptive§> ‘ R, ( fn, Q) achieves or nearly achieves mR,, (Q), for every Q in 0.

In the case where Y C R%, the subsets Q of P, over which the risk or the minimax risk is evaluated,
are usually defined thanks to complexity and margin assumptions.

For instance, consider @ = Pec = {P € P, f* € {1, C €C}}, where C is a Vapnik-Chervonenkis
(VC) class of subsets of Y, that is a class of subsets of Y with finite VC dimension:

V(C) :sup{k: > max #{{wy1,...,yn}NC, C€C} :2k} < 0.
Y1,m Yk €Y

A now well-known lower bound for the minimax risk over P¢ was obtained by Vapnik and Chervonenkis

[VCT74]: there exist some positive constants k1 and kg such that

mRy, (Pc) > ki V(C)/n for n > kaV(C).

This lower bound was then proved to be achieved, up to a multiplicative constant, by the Empirical
Risk Minimizer on {1¢, C € C} (see (2.2) below) in [Lug02]|. The construction of minimax adaptive
classifiers has been the purpose of many papers, and the penalized ERM approach account for a large
part in these references. Section 2.2 below deal with this issue, and in particular with the idea of
general weighted bootstrap penalization, first introduced in [1, 2, 6] as an extension of the Rademacher
penalization due to Koltchinskii [Kol01] and [BBL02].

Considering the optimistic situation, called the zero-error case, where the Bayes classification error is
assumed to be equal to zero, Vapnik and Chervonenkis [VC74] and Haussler et al. [HLW94] gave a lower
bound for the minimax risk over the smaller set @ = Pezp = {P € P, f* € {1¢,C €C}, L(f*)=0}.
They proved that there exist some positive constants k3 and k4, such that

mRy, (Pezr) > k3V(C)/n for n > k4V(C).

This lower bound is achieved, up to a (Inn) factor, by some ERM classifiers (see [DW76] and [Vap82]).
In the following, the minimax risk mR,, (Pc zr ) is referred to as the zero-error minimaxz risk for the
VC class C, by contrast to the minimax risk mR,, (P¢) referred to as the global minimax risk for C.

The main point here is that the zero-error minimax risk is of smaller order of magnitude than the
global one, and that the difference is really significant (V' (C)lnn/n at most instead of \/V'(C)/n). This
lead to the intuition that the minimax risk can be acutely analyzed when restricting to probability
distribution such that the Bayes classification error is not necessarily exactly equal to zero but very



2.1. INTRODUCTION 39

small. Devroye and Lugosi [DL95| and Lugosi [Lug02] gave such a refined analysis in a case which can
be viewed as a kind of interpolation between the global case and the zero-error one. In their proofs,
the behavior of the regression function n around 1/2 turns out to be crucial. Mammen and Tsybakov
[MT99] first investigated the influence of this behavior by introducing margin assumptions, and then
were followed by many authors (see [Tsy04, MNO06, Kol06, AT07, LecO7a, AB11| among many other
references).

Several kinds of complexity and margin assumptions have been considered in the literature.

As for complexity assumptions, a review can be found in [Kol06] notably including assumptions ex-
pressed in terms of VC dimension (as in [MNO6]) or entropy with bracketing (as in [Tsy04]) for instance.
Another kind of complexity assumption is studied in [AT07].

As for margin assumptions, we introduce, for h in [0,1], and € > 1, the following general margin as-
sumption deduced from [MT99] and [Tsy04]:

GMA(6,h) : L(f) = L(f*) = (hEy[|f(Y) = [*(V)I))’, Vf € F.
Notice that if there exists k£ > 0, such that
MA(a) : P[In(Y) —1/2| < t] < kt*, ¥Vt >0,
then GMA((1 + «)/a, h) is satisfied for some h in [0, 1]. Moreover, if
MA(o0) : 2n(y) —1| > h, Vy €Y,
then GMA(1, h) is satisfied.

Let Peamapn ={P €P, f*€{lc, C€C}, P satisties GMA(0,h) }, for some VC class C satisfy-
ing an appropriate condition of separability denoted by (M) in [MNO6]. Then Massart and Nédélec
[MNO6| prove that the ERM classifier f,, over {1¢, C € C} satisfies, for every h > (V(C)/n)"/ (9,

[

260—1

Bo (fas Pecsiaen ) < ks (V(C)(1+In(nh® /V(0))/(nh) )

They also prove that this ERM classifier is optimal in the following (weak) minimax sense, when 6 = 1.
If C is a VC class of subsets of Y such that 2 < V(C) < n, then

(2.1)

it Ra(faPecuan ) 2 mo {(VO)/ (1) AV (C)/(nh) b
an{ 1o, CeC }

This means in particular that no ERM classifier over any subset of {1¢, C € C} can have a risk with

faster rate of convergence than n~! (super-fast rate). This however does not mean that no classifier

can have a risk with such super-fast rate of convergence, as proved by Audibert and Tsybakov [AT07].

Let now for p,h in (0,1), # > 1, and some set F’ of measurable functions from Y to {0,1},
Pr pGMA®Bh) = {PeP, f*eF, He,F,Li(Y,Py)) =0 () Ve € (0,1), P satisfies GMA(6, h)},

where H (e, 7', 1L1(Y, Py)) is the e-entropy with bracketing of the set 7 with respect to the L1 (Y, Py)
norm. Considering the ERM classifier f,, computed on a set depending on p, Massart and Nédélec
[MNO6| prove that

. )
R, (fn>PF,p,GMA(9,h)> < Ky {((1 — p)thl—ﬂ) 20001 A (1 — p)—1n—1/2} 7

which slightly refines Tsybakov’s [Tsy04]| result as it gives the precise dependence with respect to h.
This upper bound is proved to be optimal in a minimax sense by Tsybakov [Tsy04] when Y = [0, 1]¢,
and in a slightly weaker minimax sense by Massart and Nédélec [MNO6] when # = 1. Minimax adaptive
classifiers over some collection of such classes Pr , qma(a,n) are constructed in Tsybakov [Tsy04], laying
the foundation of the approach of optimal aggregation of estimators, now largely developed.
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2.1.2 Penalized ERM or model selection by penalization

As seen above, minimax classifiers can be obtained by the historical Empirical Risk Minimization
(ERM) approach introduced in learning issues by [VC71]. Given a set F’ of measurable functions from
Y to {0,1}, the ERM classifier over F' is defined as

foFr € argminge g Ly (f), (2.2)

where
n

Ln(f) = % D Apvrz
i=1

The question of minimax adaptivity here becomes a question of choice of an appropriate function set
F'. The famous method of Structural Risk Minimization (SRM) initiated by Vapnik [Vap82] and also
known as complexity regularization [Bar91] consists in selecting, among a given collection of function
sets, the set F/ minimizing the penalized criterion Ln(fny}‘/) + pen(F’). The penalty term pen(F’)
usually involves a quantity measuring the complexity of F’, such as for instance the VC dimension of
the class of subsets associated with F’. Considering a collection {F,,,, m € N\ {0}} of subsets of F
such that each C,, = {{y €Y, f(y) =1}, f € Fn} is a VC class with VC dimension V(C,,), Lugosi
and Zeger [LZ96] use some penalties of order k+/(V(C) Inn + m)/n. They prove that if the sequence
(V(Cin))men\{oy is strictly increasing, and if the Bayes classifier f* belongs to the union of the Fp,’s,
there exists an integer k such that the risk of the SRM or penalized ERM classifier is upper bounded
by +/V(Ci)Inn/n, up to a multiplicative constant, that is the classifier is minimax over Fj up to a
logarithmic factor.

This approach can be viewed as a classical model selection by penalization approach (see [Mas07])
for the estimation of the Bayes classifier f*, where each function set F,, corresponds to a model in a
given collection { F,,, m € M} and where L,, plays the role of the empirical contrast, associated with
the contrast defined for every f in F by v(f, (y, 2)) = Ls()-.- An ERM classifier fn,m = fm]:m can
thus be viewed as a minimum contrast estimator of f*. For every m in M, such a classifier, or more
generally an approximate ERM classifier over F,,, or an approximate minimum contrast estimator of
f* over F,,, fmm, is considered, that is

Ly (fn,m) < fier}-fm Ln(f) + pn/2, (2.3)

for some p, > 0. Denoting by I(f,g) = L(g) — L(f), for all f and g in F, the excess risk of fnm is
given by E[I(f*, fn,m)]. Ideally, we would like to select some element m (the oracle) in M minimizing

(17 )| = ) 5 1 )|

where f,, , denotes some function in F,, such that [ ( f*, f,m) = infrcx, 1 (f*, f). However, such an
oracle m necessarily depends on the unknown distribution P. The original idea of model selection by
penalization is to select, only from the data, an element m in M mimicking the oracle. Considering
some penalty function pen : M — R, m is chosen such that:

L, (fnm) +pen (i) < inf {Ln (fmm) —l—pen(m)}—l—pn/Q,

and the selected estimator fn,m is called the approximate minimum penalized contrast estimator. A
challenge is to determine a penalty function such that

1 )] = €t (1 e 421 (1 )] 4 2
CE[z(f*,fn,m)} R,

IN

IN
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where R, is a residual term. Such an inequality is called an oracle inequality.

The models and the penalty function are usually chosen so that from this oracle inequality, the selected
classifier fnm is proved to satisfy minimax adaptivity properties.

With this purpose in view, when considering the global minimax risk, the following inequality may be
sufficient instead:

E[z(f*,fn,m)] <C inf <1(f*,fn,m)+ V(sm)> + R, (2.4)

with a residual term of order at most /V (Cy,) /n.

The various strategies to construct adequate penalty functions in this global minimax context are
all connected with the calibration of an upper bound for supscz, (L(f) — Ln(f)) (see Section 2.2).
The penalties based on the VC dimension, such as the one of [LZ96| are deterministic and have the
disadvantage to overestimate this supremum for specific data distributions. This remark is in favor of
data-driven penalization approaches, such as Rademacher penalization ones introduced by Koltchinskii
|[Kol01] and Bartlett, Boucheron, Lugosi [BBL02|.

Although Rademacher variables were already used in the wild bootstrap approach (see [Mam92| for
instance), the connection between such Rademacher penalization approaches in classification, and
classical model selection with bootstrap penalization, was neither studied, nor even clearly stated until
the work which is presented in Section 2.2. The purpose of [1, 2, 6] was actually to establish this
connection, and thereby to extend the Rademacher penalties to a wider family of penalties based on
the general weighted bootstrap approach.

2.1.3 Plug-in classifiers

A plug-in classifier is of the form fn(y) = 1j4,(y)>1/2, for all y in Y, where 7, is a nonparametric
estimator of the regression function 7. The most simple plug-in classifiers are probably the kernel and
k-Nearest Neighbors (k-NN) rules, which have been largely studied from both theoretical and practical
points of view, in particular when the input data space Y is assumed to be equal to R%. In this case,
conditions leading to universal consistency, and even strong universal consistency are well-known (see
[DGLI6| and [GKKWO02| for an overview). Most of these results are based on the same inequality
proved in [DGL96, Theorem 2.2]:

E[L(f)] -1 <E [/\ﬁn(y)—n(y)\dPy(y) ,

which enables to see that closeness between 7, and n implies closeness between fn and f* in terms
of risk. The papers [CH67|, [Sto77] and [DGKL94| for instance deal with consistency of kernel and
k-NN regression function estimators, while [KK06] give more precise rates of convergence of E[L(f,)] —
L (f*) towards 0, under regularity conditions on 7. Audibert and Tsybakov [AT07| study the plug-in
classifiers from the minimax point of view, considering the margin assumption MA(«), and complexity
assumptions expressed as regularity assumptions on the regression function. For instance, introducing

P MA(a) = {P € P, n belongs to a Holder class of functions of order g,
P satisfies MA(«v), Py satisfies the strong density assumption},

(see [AT07, Definition 2.2| for the definition of the strong density assumption), Audibert and Tsybakov
construct a plug-in classifier whose risk over Pga(q) is at most of order n~B+)/(26+d) Thig risk
is then proved to be optimal when af < d. Audibert and Tsybakov [AT07| thus give evidence that
plug-in classifiers can achieve faster rates of convergence (named super-fast rates when a8 > d) than
ERM classifiers under margin assumptions. They further notify that such super-fast rates can not be
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achieved when the strong density assumption is relaxed to a mild density assumption. Nevertheless,
fast-rates of order n~! are still achievable by a "hybrid" plug-in/ERM type classifier.

The paper by Kohler and Krzyzak [KK06| completes the picture, focusing on k-NN rules, that are at
the core of the work presented in Section 2.3.

2.2 Model selection by bootstrap penalization

This section is devoted to a work on bootstrap penalization, that was initiated in [1] and [2], then
improved and published in a longer version in [6].

Still considering the above problem of binary classification from an observed sample X = X,, dis-
tributed according to the model /\/lgissiﬁcation, and keeping the same notation, we introduce a col-
lection {F,,, m € M} of models, that is a collection of subsets of F, such that for all m in M,
Co={{y €Y, fly) =1}, f e Fn}isa VC class with VC dimension V(C,,). For every m in M, fp,
denotes an approximate ERM classifier satisfying (2.3). For some penalty function pen : M — R,
recall that m is chosen such that:

Lo (fam) +pen () < inf { Lo (fam ) +penm) } +pu/2

and consider the selected estimator fmm.
As explained in the above section, when considering the nonasymptotic minimax point of view with
the global minimax risk, one should choose a penalty function such that (2.4) holds.

The various strategies to determine adequate penalty functions with this purpose in mind rely on the
same following basic inequality.
Let us fix m in M and introduce the centered empirical contrast defined by:

Vf€F, Lu(f) = La(f) — L(f). (2.5)

By definition,

l (fn,mvfn,ﬁz) :fn(fn,m) 7Ln(fn,m) *E(fnﬁ) Jan <fn,fn) .

Noticing that

A~

Lo (fon ) +pen(ii) < Lo (fom ) +pen(m) + pu/2 < Lo (fam) + pen(m) + pu,
we derive

L( S ) S U S ) + T (Fuam) + pen(m) = Ly ( fun ) = pen(i) +pns (2.6)

which holds whatever the penalty function. Since E [Ly, (fom)] = 0, one way to obtain (2.4) is to
choose a penalty such that pen(m) compensates for the fluctuations of —[71( fmm) and such that
E [pen(m)] is of order at most \/V (Cp,) /n. In this case, one needs to control —L,(f) uniformly for
f in Fp, and m in M and concentration inequalities for the supremum supc ( — L(f )) appear as
the appropriate tools.

Since the considered contrast v is bounded, McDiarmid’s [McD89| concentration inequality can be used
to see that for all m in M, supscyr, (= Ln(f)) concentrates around its expectation. A well-chosen
estimator of an upper bound for E[supfefm (= Ln(f))], with expectation of order \/V (Cp,) /n, may
therefore be a good penalty.
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2.2.1 Rademacher and symmetrization based penalties

Starting from symmetrization tools used in the empirical processes theory, Koltchinskii [Kol01] and
Bartlett, Boucheron and Lugosi [BBLO02| propose a penalty based on the random variable

x]

where (e1,...,&,) is a sample of independent identically distributed Rademacher variables such that
P(e;=1) =P(g; =—1) = 1/2 and the ¢;’s are independent of X,,. More precisely, they take M =
N\ {0} and they consider fmm with pen(m) = 2R, + k1+/Inm/n, for some absolute, positive constant
k1. They prove that there exists some constant ko > 0 such that

A~

1 n
R, =E| sup — eillyv)£z2,
m f%ni_zl Ao

E[1(fJan) | < nf (1(F Jom) + Elpen(m)]} + 72 + oo

Moreover, Koltchinskii notes that this leads to

EP(FJLJ}S&&%{HFJMH+<¢V$%)+¢%T+V%)}+%.

Our aim in [1], [2] and in [6] was to extend this study by investigating penalty functions based on
random variables of the form

. 1 &
R"=E =3 (1= Wni) )2z, |X 2.7
| o
with various vectors of random weights W, = (W, 1,..., Wy ).
Remark that R, corresponds the particular case where W,, = 2(By, ..., B;,) is a sample of i.i.d. random

variables, the B;’s being Bernoulli random variables with parameter 1/2.

To avoid dealing with measurability issues, let us assume in all the sequel that any considered set of
measurable functions from Y to {0,1} is at most countable.

Noticing that the symmetrization trick used by Koltchinskii [Kol01] and Bartlett, Boucheron, Lugosi
[BBLO2] can be applied to any symmetric (and not only Rademacher) variable with a finite first order
moment, we first introduced penalties based on RW» defined in (2.7) where (1 — Wipisoo o, 1 =Whp)
is a sample of n i.i.d. symmetric random variables such that E[|W,, 1|] < 4+o00. Notice that this general-
ization allows to consider, besides Rademacher penalization, the Gaussian complexity measure defined
by Bartlett and Mendelson [BMO03|.

2.2.2 Weighted bootstrap penalties

The general weighted bootstrap approach. Bootstrap methods were introduced by Efron [Efr79|
whose aim was to generalize and improve the ideas of the jackknife from Quenouille [Que49] and Tukey
[Tuk58|. These methods were originally developed for a sample X,, = (X1, ..., X,,) of i.i.d. real valued
random variables or vectors with distribution P, and a root R,, = R, (X,; P), defined as a functional of
the sample X,, and the common distribution P, whose probabilistic characteristics having a particular
interest from a statistical point of view (distribution, or expectation, variance, quantiles, etc.) are
unknown, and have to be estimated. Denoting by P,, the empirical measure associated with X,, defined
by P, =n~! >, dx,, Efron’s original idea was to replace in the expression of R, (X,; P), P by Py,
and X,, by an i.i.d. sample from P, denoted by X} = (X;';’l, . ,X;‘;n) and called a bootstrap sample
from X,,. The conditional distribution of the resulting bootstrapped root R} = R, (X}; P,) given X,
is then proposed as an estimator of the distribution of R,.
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This intuitive estimation method was justified theoretically by asymptotic arguments that were first
specific to the considered root and its probabilistic characteristics of interest (see [Efr79] and for
instance papers on the bootstrap of the mean, then linear or related statistics, like [Sin81|, [BF81],
[Ath87]|, |[GZ89] among others).

These arguments are generally based on a result of consistency as:

L(R,[Xy) ~ L(Ry),

meaning that the conditional distribution of R} given X, converges in probability or almost surely
to the asymptotic distribution of R,. Then, considering the empirical process G,, = /n(P, — P),
general results on the consistency of the bootstrapped empirical process G = /n(P} — P,) where
Pr=n"1ty", dxx ., were obtained in [BF81], [GZ90], or [KW92] (see [VAVW96, ST95] for instance
for theoretical revie’\VS).

From a practical point of view, taking advantage from the fact that a realization of the bootstrap sample
X given X,, = (z1,...,%,) can be simulated by simply taking n values with replacement in the set
{z1,...,x,}, statisticians often do not strive to compute exactly the probabilistic characteristics of the
bootstrapped root R}, but rather approximate them by Monte Carlo procedures. This explains the
frequent confusion between the term of bootstrap and the one of resampling, which is more related to
the mechanism at stake in the Monte Carlo procedures following the bootstrap estimation (see [BB95]
for instance where this point is underlined). If we introduce for every i = 1...n, the random variable
M,, ; defined as the number of times that X; appears in the bootstrap sample X, it is easy to see that
the bootstrapped empirical process satisfies:

1 n
G = V(B = Po) = > (M = ),
=1

and that any linear root R can be expressed as a function of X,, and the M, ;’s only. The random
vector My, = (M, 1,. .., My ) which has a multinomial distribution with parameters (n,n=1,...,n71)
is viewed as a resampling plan, and the M, ;'s as the resampling weights of the bootstrap method.

Starting from this observation, many authors proposed to study other types of resampling weights, and
to replace M,, = (My1,..., My ) by any exchangeable random (or not) vector Wy, = (Wp1,..., Wy ),
independent of X,,. This allowed to see some well-known methods such as Fisher’s permutation, jack-
knife, subsampling or cross validation as bootstrap methods (see [Rom89|, [Prae95|, and [Arl07, Arl09]
for more details). This also led to various new types of bootstrap methods such as the m out of n
bootstrap introduced by Bretagnolle [Bre83|, the Bayesian bootstrap of Rubin [Rub81] and Lo [Lo87],
whose resampling weights have a Dirichlet distribution, Weng’s [Wen89| bootstrap, and the wild boot-
strap whose weights are i.i.d. variables with expectation and variance equal to 1, and which is detailed
in [Mam92|. Preestgaard and Wellner [PW93] proved an analogue of Giné and Zinn’s theorem from
[GZ90] for the general exchangeable weighted bootstrapped empirical process under appropriate condi-
tions on the weights W, = (Wy, 1,..., W, ). When the root R,, can be expressed from G,, exclusively,
as linear roots for instance, the weighted bootstrapped root is denoted by R/ and defined replacing
Gy in the expression of Ry, by G)'» = \/n (P — P, ), with PV (t) = n=t > 7" | W, it(X).

About the choice of the exchangeable weights, we refer to the book of Barbe and Bertail [BB95]|, where
an asymptotic analysis of a large family of such exchangeable weights is given, based on Edgeworth
expansions.

Weighted bootstrap penalties. From the global minimax point of view, any well-chosen estimator
of an upper bound for E [Supfe]_—m (—Ln(f))], with expectation of order /V (C,,) /n, may be an
appropriate penalty. Yet

E

sup (—Ln(f))] =F [sup (P— Pn)(t)} :

fE€EFm t€Tm
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with T = {t : X =Y x {0,1} = {0,1}, t(y,2) = Lyp(y)ze, f € Fm }
1)

Extrapolating the bootstrap paradigm described above to the sample X, in the model M/ q ..
and considering the root R, (Xy; P) = sup,cr, (P — P,)(t), a natural weighted bootstrap estimator of
the expectation E [R,(X,,; P)] is

]

n

1
sup — 1—Whi) Lrvy2z,
fEFm T ; ( wi) e

X, =E

RWn — ]E[ sup (P, — PVn)(t)
t€Tm

which is introduced in (2.7), as a generalization of the Rademacher quantity Ron.
Here are considered several kinds of random weights W, = (W, 1,..., Wy ):

— Whed = 3(By,...,B,), where (By,...,B,) is a sample of n i.i.d. Bernoulli random variables
with parameter 1/2, so that 1 — 2B; is a Rademacher variable, which corresponds to the case
investigated by Koltchinskii [Kol01| and Bartlett, Boucheron, Lugosi [BBL02],

— WY = (Wf?m, e Wﬁg%m) is a sample of n i.i.d. real random variables such that (1 - W;?{m>
has a symmetric distribution and such that E []W;? Z{ml} < +00,

— WEB = (Mya,..., M), where (M1, ..., My,) is a multinomial random vector with pa-
rameters (n,,n~!,...,n"!), which corresponds to Efron’s bootstrap,

— WphB = (Vl/vn, e Vn/ﬁ), where (V1,...,V,,) is a sample of n i.i.d. positive random variables,
which corresponds to the Bayesian bootstrap investigated in [Rub81, Lo87, Wen89| when the
Vi’s are exponential random variables with parameter 1.

Now, the question is whether E [supfefm (=Ln(f))] =E [sup,er, (P — P,)(t)] is definitely well esti-
mated by RTV,[L/" Anterior asymptotic results in the literature, and in particular the ones of Giné and
Zinn [GZ90] and Praestgaard and Wellner [PW93|, were encouraging, but we in fact aimed at obtaining
nonasymptotic oracle inequalities and minimax adaptivity properties.

Regarding (2.6), the more fundamental issue from the nonasymptotic point of view is in fact to see
how RW» is close to the supremum sup ez, (—Ln(f)) = supser., (P — Py)(t) itself.

To this end, we established in [6] in particular (see also [1] and [2] for less sharp results) new exponential
inequalities, that we describe in the next section.

2.2.3 Exponential inequalities

The scope of this section is well beyond the classification framework: here, X,, = (X1, ..., X,,) denotes
any sample of n i.i.d. random variables defined on some probability space (£2,.4,P), with values in
X, and with common distribution P on X. Let P,, be the corresponding empirical process defined by
P,(t) =n"t3"  #(X;), and P(t) = E[t(X1)], for every measurable function ¢ from X to [0, 1]. Let T
be a countable set of measurable functions from X to [0, 1].

We propose here generalizations of the exponential inequality for supyer (P — P,)(t) — R of [Kol01]
and [BBL02|, based on comparisons of expectations combined with McDiarmid’s [McD89| inequality.

Expectation inequality based on symmetrization. Let W, = (W, 1,..., W, ) be a vector of
n ii.d. random variables such that (W, 1 — 1) (or equivalently (1 — W, 1)) is a real symmetric random
variable such that E [|W),,1|] < +oc0. For every measurable function ¢ from X to [0, 1], we set P/V»(t) =
n~tS" W, it(X;). As explained above, a first point in our analysis was to compare the expectations
of the quantities at hand, that is of sup,er (P — P,) (t) and E [sup,cy (P, — PV ) (8)| X5 ]

The following inequality is obtained via a symmetrization trick developed in the empirical processes
theory by Koltchinskii [Kol81|, Pollard [Pol82] and especially Giné and Zinn [GZ84].
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Introducing some independent copy X!, = (X7,...,X,,) of X,, and denoting by P}, the corresponding
empirical process, one obtains by Jensen’s inequality:

E[super (P = Pa) (1)] = E[supierE[(Ph— Pa) (1) Xa] ]
< E [Suptefr (P;L — Pn) (t)} )
Let (£1,...,&n) be a sample of n i.i.d. Rademacher variables independent of X,,, X! and W,,. Since

for any symmetric random variable S independent of £1, the variables 1.5, €1|S| and S are identically
distributed, one gets:

E|sup(P— P, t] < E |sup— I tXZ{ —t(X;
teT( ) (1) teTn; (H(X) — (X))
< gIE supia-t(X)
2 n
< ———FE |supE €i\Wh,i — 1t(X;) e, X,
PE [[Wor — 1] LT 2 il = 11X) ”

1 n
< E sup E; Wn,i — 1t Xl .
nE [(Wn1—1), ] Le”f; | H )]

Using the same symmetrization argument as above finally leads to

1
Eigw—mwﬁgEW%hUJE@y&—ﬂﬂw] 2.5

For several other interesting inequalities, we refer the reader to the recent monograph of Giné and
Nickl [GN15].

Expectation inequality for the exchangeably weighted bootstrap. Let us here consider a
vector W,, = (Wp1,..., W, ) of n exchangeable and nonnegative random variables independent of
X, and satisfying Y " ; W,; = n, and denote by PWn the corresponding exchangeably weighted
bootstrap empirical process defined by PWV»(t) = n=! 3% | W, ;#(X;). We here aim at obtaining a
result similar to (2.8) but since we do not deal with symmetric random variables any more, we here
need to replace the symmetrization trick by another argument.

Using Jensen’s inequality again allows to obtain:

1~ E[(Whi— D)1, >1]
ter n = E[(Wn1—1)4]

B |- P < B

(P(t) - t(Xz))]

n

sup 1 (Whi — Dlw, >1(P(t) — t(X,-))] :

It is known that if U and V are independent random variables such that for all g in a class of functions
G, E[g(V)] = 0, then

E[supyeqo(U)| < B [sup,eo(o(U) + (V)] (2.9)

Applying this inequality to the random variables 3 i | (W, ;—1) 1w, ,>1(P(t)—t(X;)) and > 7 (Wi, i —
Dlw, ,<1(P(t) — t(X;)) conditionally given W), leads to the same inequality as (2.8), that is

1
Wn,l -

EFWW_&WﬂSEK

teT

su n — Wn .
1)+]E|:te79(P Pn )(t>
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General exponential inequality. From the above computations, one can state the following com-
mon result.

Proposition 3 (Fromont, 2007). Let Wy, = (W, 1,..., Wy ) be a vector, independent of X,,, of either:
— n i.i.d. random variables such that (Wyp1 — 1) (or equivalently (1 — W,.1)) is a real symmetric
random variable such that E[|W,,1]] < +oo or,
— n exchangeable and nonnegative random variables such that > | Wy ; = n.
If, for every measurable function t from X to [0,1], PVn(t) = n=t 31 | W,,it(X;), then

- ! su — PW»
= st =70 | = g g (e A 0

Combining Proposition 3 with McDiarmid’s [McD89| inequality now leads to the following general
exponential inequality.

Proposition 4 (Fromont, 2007). With the notation of Proposition 3, for any x > 0, the following
iequality holds:

sup (Pn — P::V") (t)

IP’(sup(P _ Bt - ! E |sup

teT E[(Wn1—1)+]

.-

R 111 (T R
E[(Wp1—1),] 2n
Note that in the symmetric case, that is when (W,; — 1) is a real symmetric random variable,

(1+ (E[[Wn1 —1]]) JE[(Wp1—1 )+] ) = 3 which simplifies the above inequality. As for the Rademacher
case, another concentration inequality is given in [LN11].

2.2.4 Main theoretical results

Let us now come back to the binary classification problem at hand in the model Mga)ussiﬁcation'

We consider the three possible choices of weights Tf ym o WEB and WBB defined in Section 2.2.2.
Recall that for W, equal to any of these W™, WEB whB
xn].

Theorem 6 (Fromont, 2007). Let (2m)menm be a family of positive numbers such that ) -\ e” "™ <k,
for some constant k. In the above notation, choose a penalty such that

n

1
sup — > (1= Whi) Leyy2z
fe]—'mn; ni) Lpvo)#

X,| =E

AV = [ sup (P — PV (1)
teTm

From Proposition 4, we deduce the following result.

_ 1 Wi
pen(m) = E[(Wh1 = 1)+]Rm + <1 +

E[|Wn,1—1u> T
E[(Wai— 11/ V20

for every m in M. The approximate minimum penalized contrast estimator f, » satisfies:

E[1(f fun)] < inf {1(f", fum) +E[pen(m)]} + <1+ E]E[E’WWHT_SEO g\/i””'

In order to obtain adaptivity properties from the global minimax point of view, computing a sharp
upper bound for E [pen(m)] is now necessary.
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When the vector of weights W;? Y™ satisfy the following moment assumption
k k! k—2
VEk>2, E {\Wm 1 } < Sud 2, (2.10)

for some positive numbers v and ¢, an upper bound for E[}?nvzs ym], and therefore for E [pen(m)], is
computed in |6, Theorem 4| (for i.i.d. weights, which are not necessary symmetric), using Haussler’s
bound [Hau95| for the metric entropy of VC classes and chaining arguments.

Assuming that n > 4, when Wﬁq Y™ satisfies (2.10), there exist positive constants 1 and ko such that

E {anﬁy < ﬁl\f\/ —I—/{gc ln n,
n

and the constants v and ¢ can be respectively replaced by 1 and 0 when the weights have the subgaussian
behavior: E [e)‘(lfw"ﬁl)} < N /2 for any A > 0, which is typically the case of Rademacher weights.

The control of E [anng] is obtained using [6, Theorem 4| as above, but as the exchangeable weights are
not i.i.d. anymore, an additional tool has to be introduced, which is well-known in the empirical process
theory. This tool consists in a Poissonization trick, whose idea relies on the following arguments.

For every i in {1,...,n}, Wy ; can be written as Wy, ; = > Ly e((i—1)/n,i/n)> Where U = (U1, ..., Up)
is a sample of n i.i.d. random variables uniformly distributed on (0, 1). If N is a Poisson variable with
parameter n independent of X,, and for every ¢ in {1,...,n}, N; = Z;VZI Ly, e((i-1)/n,i/n)> then the N;’s
are i.i.d. with Poisson distribution with parameter 1. As N has mean n, thanks to the concentration
principle, its fluctuations are concentrated around n. As a consequence, the N;’s are close to the W, ;’s
but having the further advantage to be independent.

As for the Bayesian bootstrap, assuming that the V;’s satisfy the moment assumption

|
Vk>2, E {V’f} < %UCM, (2.11)

Bernstein’s concentration inequality, with rather technical computations, allow to obtain a similar
A~ BB
control of E[anl/" ] , to lead to the final following result.

Corollary 2 (Fromont, 2007). Let n > 4, and W,, be one of the three following vectors of weights.
— W, = Wy satisfying the moment assumption (2.10),
— W, = WFB,
— W, = WBB with some V;’s satisfying the moment assumption (2.11).
In the notation of Theorem 6, there is C = C(v,c¢, E[V1],E [|V1/Vn—1|] ,E[(V1/Va—1)4+]) such that

21 (7)) = ot o0t v (7T V@ e L,

Sym
n

Moreover, in the first case, if the weights in W, = have a subgaussian behavior, the term

(V(Cm)In®n) /n can be removed in the above inequality.

The above risk upper bound clearly generalizes Koltchinskii [Kol01] and Bartlett, Boucheron, Lugosi’s
[BBLO2]| one for Rademacher penalization.

Furthermore, it allows to prove that when p,, is smaller than n~'/2 and Inn < V (Cp,) < n/In*n for
every m in M, f, s satisfies (Padaptive,f) over the whole collection of models F = {F,,, m € M}.

The constant 1/E [(W,,1 — 1), | in front of R"» in the penalty was discussed in [6] as a possible
pessimistic choice due to technlcal reasons. Regarding the asymptotic theory of [GZ90| and [PW93],
better choices for the constant seemed to be 1 in the Rademacher case W,k | as well as in Efron’s
bootstrap case W8, (E [V{] /Var [Vi])~%/2 in the Bayesian bootstrap case W25, This conjecture
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seemed to be empirically confirmed by the simulation study (see also [Loz00| for the Rademacher
case).

Arlot furthermore focused on this particular issue in [Arl07, Chapter 9] and proved that under very
strong assumptions on the distribution P (only satisfied in an unrealistic toy framework), the constant
1/E [(Wnl -1) +] can indeed be relaxed in the result of Proposition 3. Besides, some examples are
exhibited for which the constant cannot be relaxed, which let us think that there is here a real gap
between the asymptotic and the nonasymptotic theory, that has to be understood, and that the precise
calibration of the constant is a real difficult and, up to our knowledge, still open question.

2.2.5 Experimental results

A simulation study has been performed in [6] in order to investigate the above general bootstrap
penalization from a practical point of view. As Lozano [Loz00] and Bartlett, Boucheron and Lugosi
[BBLO2], this study focuses on the issue which is usually referred to as the intervals model selection
problem and which can be described as follows.

Let us set for all u,v in N, u < v, [u,v] = [u,v] NN. We consider Y = {1,...,2"} and some partition
{[ui,v], L € L} of Y. Let Y be a random variable uniformly distributed on Y and Z a {0, 1}—valued
random variable such that P(Z =1|Y € Sp) =1/24+ hand P(Z =1|Y € So) = 1/2 — h, where h is
some margin parameter in (0,1/2) and Sy = Ujez,cc[ur, vi]. Then the target is the piecewise constant
function defined by f*(y) = 1g,(y) for y in Y. Two cases are considered. The first one is based
on regular partitions of Y such that So = Upcropi1, pen, 2pr1<290-13[(F — )2V 4 1, k2N =70 with
N =38, Jy=2, h=0.05 first, N =8, Jyp =6, h = 0.1 then. The second one is based on some irregular
partition of Y such that So = Upcopi1, pen, 2p+1<270—13 [Uk—1, Ug], with Uy = 1 and U, ..., Ugsy_4
randomly chosen on {1,...,2" — 1} in such a way that 1 < Uy < ... < Uysy_, < 2V.

In the first case, the collection of models is chosen such that M = {2,22,...,2V} and for m = 27 in

M,

2]
]:2J == {f . Y — {0, 1}, f = ch]ll[(kfl)QN_J+1zk2N_Jﬂ’ Cl, - ,C2J € {0, 1}}
k=1

The sequence (2, )menm is chosen as x,, = Inm for all m in M.

In the second case, the collection of models is chosen so that it contains, for each complexity D in
{2,22,...,2N} all the models based on the partitions of Y with D pieces.

The principle of the algorithm used to compute the ERM classifiers as well as Monte Carlo approxi-
mations of the bootstrap penalties is detailed in [6].

The results obtained for the estimated risks of the penalized ERM classifiers (that is the approximate
penalized contrast estimators with p, = 0) for sample sizes varying in [200,2000] as well as percent-
ages of good model (or complexity) selection give preference to Rademacher and Efron’s bootstrap
penalization in complex problems of classification (based on a partitions with many pieces), to the
Bayesian bootstrap with some V;’s whose distribution is Gamma with parameter 4 in simple problems
(based on a regular partition with very few pieces).

In all the study, as explained above, special attention is paid on the multiplicative constant in front
of RW» involved in the penalty term, looking at the ratio E[RTV,‘L/"]/E [pen; (m)], where pen; (m) =
supser,, (— Lu(f)) = supier,, (P — P,)(t). In nearly all the studied cases, the conjecture that the
constant 1/E[(W, 1 —1)4] in the penalty should be replaced by 1 in the symmetric and Efron’s
bootstrap cases, by (E [Vf] /Var [V1])'/? in the Bayesian bootstrap case was confirmed, but this
goes against the above theoretical study and Arlot’s developments in [Arl07, Chapter 9]. Some mild
assumptions on the distribution P and the chosen collection of models that would be satisfied in the
present studied cases, and under which the constant could be relaxed, should therefore be possible,
but this remains an open question.
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2.2.6 Posterior works

We considered in [1], [2] and [6] the binary classification problem from the global minimax point of
view, and therefore we only evaluated the relevance of the studied data-driven penalties as estimators
for the global ideal penalty pen,;(m). It is now well known that this global ideal penalty is not the ideal
choice when one considers the optimality from the minimax point of view under margin assumptions.
Recall that the challenge of model selection by penalization is to determine a penalty such that the
risk of fmm is upper bounded by inf,,c E[l (f*, fn,m)], or even better by E[infmeM l(f*, fn,m)] (for
discussions on different kinds of oracle inequalities, see e.g., [Arl07] where stronger pathwise oracle
inequalities are obtained), up to a multiplicative constant ideally close to 1.

In the same notation as in the above sections, by definition, for any m in M,

l (f*afn,fn) =1 (f*vfn,m> +fn<fn,m) - Ln (fn,m) _fn<fn,m> +Ln (fn,fn) .
It is easy to see that
L Fuan ) SU(F Fum ) + T (Faan ) +pen(m) = Lo (fon ) = pen(i) + pu/2. (2.12)

The ideal, but unknown, penalty when the aim is to obtain strong oracle inequalities or minimax
adaptivity properties (under margin assumptions) is therefore penﬁff(m) = —L, ( fn,m). Note that

pen,4(m), which was estimated in our work, is a (rough) upper bound for pen'%‘(m). Any good estimator

of pen!9¢(m) itself instead of its upper bound pen;;(m) may therefore be a better penalty choice. Such
estimators are obtained via the local Rademacher complexities or averages which are now widely used
in the statistical learning theory (see for instance [KP99, BMP04, LW04, BBM05, Kol06]). Arlot’s
work [Arl07, Arl09] complete the picture with new local penalties, which are easier to compute and
calibrate, based on more general bootstrap schemes than the ones considered in our work, including
several cross validation approaches.

Some of these local bootstrap penalization approaches are proved to lead to minimax adaptivity prop-
erties under margin conditions such as the ones described in Section 2.1.1, as well as different versions
of the general margin assumption introduced by [Kol06] (see [Arl07, Arl09] and especially [AB11]) in
various learning frameworks.

An alternative to these approaches to obtain minimax adaptivity under margin assumptions is the
aggregation of estimators (see e.g., [Tsy04, AT07, LecO7a] and all the recent work of Lecué and co-
authors). In some cases, aggregation of estimators outperforms model selection from a specific minimax
point of view (see [Lec07b]), but let us remark that the oracle inequalities obtained there are weaker
than the ones generally achieved in model selection. Interesting discussions about this topic can also
be found in [Arl07, AB11].

The question of the constant calibration in the penalties is still challenging, though there have been
considerable advances for a few years, notably around the slope heuristics (see [Mas07, AMO09| for
instance).

2.3 Functional classification under margin assumptions

In this section, we still consider the binary classification problem in the model M((:llgssiﬁcation, but focus-
ing on the case where Y is an infinite dimensional, or functional, separable space. This particular case
fits with many real-world applications where the data are more accurately represented by discretized
functions than by standard vectors.

Historically, the most simple and popular classifiers in this context are plug-in ones such as kernel
and k-Nearest Neighbors (k-NN) rules. Although these rules are known to be universally consistent
and even strongly universally consistent when Y is finite dimensional (see [CH67, Sto77, DGKL94|
and [DGL96, GKKWO02| for overviews), this is not so clear when Y is a functional space, and many
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papers have been devoted to this issue in the last fifteen years (see for instance the monograph of
Ferraty and Vieu [FV06], [BCG10], and references therein). Universal consistency results are usually
established under regularity assumptions on the regression function 1 or under some assumption on
small balls probabilities for instance. In a recent note, Azals and Fort [AF13| proved that some of
these assumptions on small balls probabilities in fact imply that Y has a finite Haussdorff dimension.
Anyway, it is clear that direct approaches, such as kernel or k-NN rules straightforwardly applied on
the functional data themselves, suffer from the phenomenon commonly referred to as the curse of
dimensionality, and are therefore not expected to achieve good rates of convergence. To overcome this
difficulty, most of the traditional effective methods for R%-valued data analysis have been adapted to
handle functional data under the general name of Functional Data Analysis. A key reference on this
topic is the series of books by Ramsay and Silverman [RS02, RS05].

The work presented in this section, in collaboration with Christine Tuleau, followed a paper by Biau,
Bunea and Wegkamp [BBWO05|, where the authors propose to filter the functional data Y; in the Fourier
basis and to apply the k-Nearest Neighbors rule to the first d coefficients of the expansion. The choice
of the dimension d and the number of neighbors & is made automatically by minimization of a penalized
empirical classification error, performed after some hold-out device. The resulting classifier satisfies an
oracle type inequality, and hence is universally consistent. As noted by the authors, similar results
could be obtained for other universally consistent classification procedures in finite dimension. In this
spirit, the Support Vector Machines are investigated by Rossi and Villa [RV05].

The approach of Biau, Bunea and Wegkamp [BBWO05| had however let two issues unsolved. The
authors indeed underlined their preferring to implement the procedure based on the minimization of
the empirical classification error without penalization, but they did not give any theoretical justification
of this choice. They also pointed out the problem of instability of the hold-out device, which is well-
known by practitioners (see e.g., [HMLWO02| for the related question of bandwidth selection in local
linear regression smoothers). The authors propose to use a cross validation technique to overcome this
problem, but still without any theoretical background.

In [3], both issues were addressed. We first proposed a theoretical justification for the improvements
observed when choosing to minimize the nonpenalized empirical classification error rather than the
penalized one. The result actually shows that the penalty of order n~'/2 considered in [BBWO5] is too
large to obtain minimax adaptivity under margin assumptions. This suggests to take a penalty equal
to zero, or possibly of order smaller than n~1/2. Then, an experimental method of stabilization for the
hold-out approach is proposed, with illustrations on simple simulated data, as well as real data coming
from speech recognition or food industry contexts.

2.3.1 Functional classification via (non)penalized criteria

Let us first present the classification approach of Biau, Bunea and Wegkamp [BBWO05|, which is used
all along our work.

The input data space Y is assumed to be an infinite dimensional separable space, equipped with a
complete system denoted by {vj, j € N\ {0}}. For every i in {1,...,n}, Y; can thus be expressed as
a series expansion Y; = > 222, Y; j4; and for d in N'\ {0}, we set Y= (Yi1,...,Yiq). In the same way,
y? denotes the first d coefficients in the expansion of any new element 4 in Y. The procedure developed
in [BBWO5] is described as follows.

— The data are split into a training set X(71) = { X; = (Y;,Z;), i € T;} of length [ (1 <1 <n—1)
and its associated validation set X(=71) = { X; = (Y;,Z;), i € T;} of length (n —1).

— For each k in {1,...,l}, d in a subset D of N\ {0}, let p;rq be the k-Nearest Neighbors
rule on RY constructed from the set {(Y¢,Z;), i € T;}. Let y be an element of R%. The set
{(Y4,Z;), i € T} is reordered according to increasing Euclidean distances ||[Y¢ — y||2, and
the reordered variables are denoted by (Yzll)(y), Zy(¥))s - (YZ)(y), Z(y)). Thus Yglk) (y)

is the k-th nearest neighbor of y amongst {Y?, i € 7;}. When ||Yfl1 —yl2= HYf; =¥l del

1)
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is declared closer to y if iy < 43 (the indexes rule in case of equality). Then p; 1, 4(y) is defined by

. k k

ﬁl k d(y) — 0 if Zi:l ﬂZ(i)(Y):O > Zi:l ]lZ(i)(y):l
h 1 otherwise.

We introduce the corresponding functional classifier defined by

frra(y) = Prialy®) for all y in Y.
— The appropriate & and d are simultaneously selected from the validation set by minimizing a
penalized empirical classification error:

o , 1
(k,d) = argmingcry 1y, dep . Z Ls o sozz, T pen(d) » , (2.13)
i€{1,...n \T;

where pen(d) is a positive penalty term that can be equal to zero.
— The final classifier is defined by

fn(y) = fl,l%,d(y) for all 4 in Y. (2.14)
Considering D = N\ {0, }, a family {wg4, d € D} of positive numbers such that } ;e " < & for
some constant k, and a penalty of the form pen(d) = \/wy/(2(n — 1)) (penalized case), Biau, Bunea

and Wegkamp [BBWO05] proved the following oracle type result. When [ > 1/k, there exists C(x) such
that the classifier f,, defined by (2.14) satisfies

E|L(f)]-L(r)=
inf {L;; ~L(J*)+ int, {IE [L (fl,k,d)} - L;} + pen(d)} +C(r) % (2.15)

where L} is the minimal classification error when the feature space is R?. The authors notify that the
same result holds when f, is defined by (2.14) with D = {1,...,d,} and pen(d) = 0 (nonpenalized
case), but at the price that the last term C(r)\/Inl/(n —1) is replaced by C(k)+/Inld,/(n —1).
The quantity L — L (f*) can be viewed as an approximation term, which tends to 0 as d tends to
+00. Some classical martingale arguments allow to see this. Moreover, from Stone’s [Sto77]| consistency
result in R?, one deduces that for d in N\ {0}, E[L(ﬁ,k,d)] tends to L} as | — oo, k — o0, k/l = 0
whatever the distribution P. The classifier fn is thus universally consistent.
From the minimax point of view, (2.15) also allows to see that the risk of fn nearly achieves the global
minimax risk over any set of distributions based on a VC class. However, (2.15) is not sufficient to
see whether the risk of fn achieves the minimax risk under margin assumptions. On the one hand,
the order of magnitude of the penalty term (y/wg/(2(n —1)) in the penalized case is too large as
compared to the rates faster than 1/4/n — [ that are expected under margin assumptions. On the other
hand, in the nonpenalized case, the right hand side of the inequality (2.15) makes a term of order

Inld,/(n — 1) appear. This term can not be seen as a residual term when considering any margin
assumption anymore, and hence the oracle type inequality (2.15) had to be refined.

The key point in the proof of the result (2.15) of Biau, Bunea and Wegkamp is the following in-
equality, which is similar to (2.12), but adapted to the present context. Setting L, ;(f) = (n —
nH-t Zie{l,...,n}\ﬁ 14(y,)z, for all measurable function f:Y — {0,1}, one has

L (fn> —L(f)<L (flkd) — L(f*)+ pen(d) —pen((i)
+ L (Jclkd) — Ly, <flkd> —L (fl,k,d) + Ly, (fl,k,d) . (2.16)



2.3. FUNCTIONAL CLASSIFICATION UNDER MARGIN ASSUMPTIONS 53

Since L(fl,k,d) - Ln,l(fl,k,d) is centered, (2.15) is obtained by choosing a penalty such that pen(d) is
large enough to compensate for the quantity L( fl i, i)~ Lna( fl i, ;j)» but such that pen(d) is small enough
(of order at most 1/v/n — 1) to fit the minimax risk bounds in the global case. The main issue is then to
evaluate the fluctuations of L( Tk i) — Lna( Tk 4)» and to this end, Hoeffding’s concentration inequality
is used in [BBWO5|.

In [3], we propose to use instead of Hoeffding’s inequality a Bernstein type inequality which allows to
control the fluctuations of the whole quantity

L <f‘l7l%vcz> B Ln’l (‘f/:l7’;7cz> N L (fl’k7d> + Ln,l (fl’k’d) ’
by taking its variance into account. We then prove the following result.

Proposition 5 (Fromont, Tuleau-Malot, 2006). Assume that n > 2 and let fn be the classifier defined
by (2.14) with a finite subset D of N\ {0} and with penalty terms pen(d) that can be equal to zero. For
any € > 0, if GMA(9,h) holds with 6 > 1 and h in [0, 1], then

E[L(f)-L(f)

X(m] s (1+e) ke{lml{]:» deD {L (ﬁ’k’d> - L)+ pen(d)}
4 C(E)L(l#lz)_ (2.17)
((n—10)h)z=1

Taking pen(d) = 0, the obtained result proves the efficiency of the classifier in its nonpenalized version
with a risk upper bound of smaller order than (n — l)_l/z. It thus gives a theoretical justification to
the conjecture of Biau, Bunea and Wegkamp that the nonpenalized classifier has better performance
that the penalized one with a penalty term of order (n —1)~1/2.

Note that the last term in the right hand side of the inequality (2.17) is at most of the same order as
the upper bound of (2.1), so it may be viewed as a residual term. Therefore, considering the classifier
fn in its penalized form, but with a penalty small enough, that is with a smaller order of magnitude
than this residual term or than ianSkSZ{E[L (ﬁkd)} — L:‘l}, the order of the risk bound is not altered.
Kohler and Krzyzak [KKO06| have proved that under some local Lipschitz condition on the regression
function 7, assuming that the margin condition MA(«) is satisfied,

2(1+a) 1+a

infi <y {E [L (ﬁkd)] - Lj;} < O(n(n — 1) (n— 1)z,

This allows to consider penalties such as peng(d) = 0, pen; (d) = Ind/(n — 1), or peny(d) = v/d/(n —1)
for instance. Some experimental results are presented in [3]| in order to see the effect of each of these
various penalties on the performance of the classifiers on the one hand, and on the stability of the
approach (with respect to the data-splitting device) on the other hand.

Remark however that there is, up to our knowledge, no lower bound for the minimax risk which would

exactly guarantee that the classifier f,, is optimal from the minimax point of view under the margin
assumption GMA(6, h).

2.3.2 Experimental results

As explained above, we investigate from a practical point of view in [3] the classifier fn defined by
(2.14) with a penalty equal to pen, pen;, pen,, or the penalty peng(d) = Ind/v/n — [ proposed by
Biau, Bunea and Wegkamp [BBWO05].

The performance of fn is evaluated by estimating the classification error as follows: the data (of size m)
are randomly split into three parts of respective sizes [ = m/4, n —1 = m/2 and m/4. The first part is
used as training data set X(71) to construct the collection of classifiers {fl’;@d, ke{l,...,l}, de D},
the second part is used as validation data set X(=7) to select k and cZ, and the third one is used to
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estimate the classification error. The performance of fn is further studied in terms of stability of the
selected dimension d.

For our experiments, both real data coming from a speech recognition problem and food industry
problems and simple simulated data are used.

Assuming that Y = Ly(R, A), the Fourier basis is chosen for the complete system {¢;, j € N\ {0}}. For
each input data Yj;, the coefficients of the Fourier series expansion are evaluated using a Fast Fourier
Transform.

The data coming from the speech recognition problem were created by Biau and considered in [BBWO05].
The data set coming from the food industry, is the Tecator dataset, available on the StatLib repository.
This data set is now well-known and often used by the machine learning community. The simulated
data are described in [Tul05].

The conclusions are the same for all the experiments. Our study confirms that the penalty peng
first proposed in the theoretical results of [BBWO05| is not relevant since the estimated risk of the
corresponding classifier is always significantly larger than the risk of the other ones. Moreover, the
selected dimension d with penp is always very small (ci = 1 for more than 90% of the experiments),
which corroborates the idea that this penalty is too heavy, and that the nonpenalized procedure will
be more appropriate. However, a refined study of the other penalization schemes shows that it can be
interesting to consider procedures with some penalties of small order. Using some penalized procedure
with pen; or pen, indeed improves the stability of the dimension selection process, whereas it does not
alter the risk too much.

From the posterior work of Arlot on V-fold and hold-out penalization (see |Arl07, AL15]), we could
think that a better solution to stabilize the procedure would be to replace the hold-out device by a
classical V-fold cross validation procedure or a cross validation penalization approach.

Interesting related works are the ones of Delaigle and Hall [DH12|, where linear plug-in rules are
investigated, and [HPS08|, where a bootstrap choice for k is proposed.



Chapter 3

Two-sample problems

3.1 Introduction

Close links are now established between the problem of binary classification presented in Chapter 2 and
the two-sample problem in the density model, usually referred to as the problem of testing homogeneity.
Indeed, homogeneity tests may be integrated in some clustering or outliers detection procedures for
instance, and conversely, binary classification procedures can be used to construct homogeneity tests,
as explained in [GBR112, Remark 20].

The issue of two-sample problems is thus central in my recent research, as it actually combines knowl-
edge from the minimax adaptive testing field, with usual methods in binary classification such as kernel
and k-Nearest Neighbors ones, and nonasymptotic bootstrap approaches, that I studied separately dur-
ing or in the years following my PhD.

The present chapter is devoted to this issue, that is to problems of testing the null hypothesis that two
independent sets of random variables are equally distributed. Three different models are considered:
the independent sets of random variables are either sets of i.i.d. random variables from a density model

1 . . . .
such as Mgie)nsitw or sets of independent random variables from a heteroscedastic regression model, or
1)

Poisson*

Many articles deal with the two-sample problem in the density model, from the historical tests of
Kolmogorov-Smirnov, Cramer von Mises, Wald and Wolfovitz [WW40| and their extensions, to the
more recent tests in [GBRT08, GFHS10, GBR™12, SSGF13, SFGT10], based on statistical learning
kernel methods. As for the problem of testing the equality of two signals in nonparametric regression,
among many other papers, one can cite the ones by Hall and Hart [HH90|, King et al. [KHW91|, or
Franke and Halim [FH07|. Note that most of signal detection tests can also be used to this purpose,
and this is in particular the case of the tests by Durot and Rozenholc [DRO6| and Arlot, Blanchard,
and Roquain [ABR10]. When inhomogeneous Poisson processes are considered, Bovett and Saw [BS80|
and Deshpande et al. [DMNN99]| respectively propose conditional and unconditional tests for the two-
sample problem for a restrictive alternative hypothesis.

inhomogeneous Poisson processes like in M

We present here some works in collaboration with Béatrice Laurent and Patricia Reynaud-Bouret [10],
with Béatrice Laurent, Matthieu Lerasle, and Patricia Reynaud-Bouret [9], and with Christine Tuleau-
Malot [16], where new aggregated tests, based on either kernel or k-Nearest Neighbors methods, com-
bined with nonasymptotic permutation or bootstrap approaches, are proposed.

Thus, although the three models considered in these works are of course different and dedicated to
different applications, the developed tests are all based on common general ideas, that we describe in
this introduction.

A general two-sample problem can be expressed as follows.
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Let X = (X!,X2) be a pair of independent sets of random variables defined on a probability space
(Q, A, P) and observed on a measurable space X, whose - possibly random - cardinalities are respectively
denoted by N1 and N», and whose distributions respectively depend on unknown real valued functions
f1 and f5 in some linear space F. In the following, Py, s, denotes the joint distribution of X = (X1, X?),
and Ey, ¢, the expectation with respect to Py, ,.

The corresponding two-sample problem is defined as the problem of testing

(Ho) fi=/f2 against (Hi) f1# fo,
from the observation of X = (X!, X?), with X! = {X{,... 7X11V1} and X? = {X?,... ,XJZ\,Q}.

For any event & based on X, P(p,) (&) then denotes as usual sup(y, ) f,=f, P, (£). The pooled
set X = X! UX?2 is of utmost importance in the following. Its cardinality is denoted by N = Ny + No,
and its elements by { X1,..., Xy }.

3.1.1 Nonasymptotic minimax adaptivity

The point of view that is adopted here to evaluate the considered tests is still mainly nonasymptotic,
and, in the Poisson framework, based on minimax adaptivity properties.

So, given a first kind error level « in (0, 1), any of our tests ¢ based on X is firstly required to be of
level o, that is to satisfy the property (2), that can also be expressed with the present notation as

(Plevel7a) P(HO)(¢:1)§O(

Then, if possible, given a second kind error level § in (0, 1), our tests are secondly required to achieve,
over several classes of alternatives simultaneously, the minimax separation rate, whose definition given
below is deduced from Baraud’s [Bar02] one, but adapted to the present two-sample problem.

Definition 5 (Uniform and minimax separation rate). Let d be a metric over F, and a subset ]__fz) of
F2. Let  and 3 be fixed in (0,1), and a test ¢, of (Hp) against (H; ) satisfying (Pievel,a )-

The uniform separation rate of ¢, over ]-"1(2) with prescribed second kind error rate (8, for the metric
d, is defined by

SRS (gzﬁa,Fl(2)> = inf{r>0, sup Pr (0o =0) <8
(f1.£2)eF®, d( fi.f2)>r

The corresponding minimax separation rate over ]-"1(2) with prescribed error rates a and g3, for the

metric d, is defined by

mSRg:ﬁ <]:1(2)) - Do satisfyiinrglgf( Plevel,a) SRS <¢a’ ]:1(2)) ’

where the infimum is taken over all possible level « tests.

Definition 6 (Minimax (adaptive) test). Let d be a metric over F, and a collection .7-"1(2) of subsets

]-"1(2) of F. A level « test ¢, is said to be minimax over a class .7-"1(2) of the collection ]:1(2) for the

metric d if SRg (qba, ]:1(2)) achieves mSRg’ﬁ (.7-"1(2)), possibly up to a multiplicative constant depending

on « and 8. It is said to be minimax adaptive over ]:1(2) if SRg (qba, ]:1(2)) achieves, or nearly achieves,

mSRg’ﬂ (]—"1(2)), for every .7-"1(2) in .7-"1(2) simultaneously, without knowing in advance to which class of the
collection (f1, f2) may belong. This property is formalized in the following as

B (2) : : a8 (2) (2) ;
(Padaptive,a,ﬁ,fl(2>,d) SR (gba,./'-l ) achieves or nearly achieves mSR; (./—-1 ), for every F;” in
F? simultaneous]
1 Y-
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Few references deal with the considered two-sample problems from the minimax point of view.

In the density model, up to our knowledge, the only one is the paper by Butucea and Tribouley [BT06],
where a minimax adaptive test is constructed, based on wavelet thresholding methods and a bootstrap
approach.

As for regression models, let us notice that in particular fixed design regression models for instance,
when f1 and fs respectively denote the true signals of two observed noisy signals, any signal detection
procedure applied to the differences of the observed signals can be used to test the null hypothesis
f1 — fo = 0. Moreover, some minimax separation rates can be determined directly from the minimax
separation rates in a signal detection problem. All the references given in Chapter 1 on signal detection
in such fixed design regression models are thus also relevant in the two-sample context, which offers
numerous possibilities. In the heteroscedastic model that we consider in this chapter, no stringent
assumption on the noise (such as a Gaussian distribution) is made, and in this sense, the minimax
adaptive test of Durot and Rozenholc [DR06| which only assumes that the noise has a symmetric
distribution, and which is based on the aggregation principle described in Chapter 1, is probably the
closest one to the test we introduce here.

As for the inhomogeneous Poisson process model, no minimax result was available until our paper [10].
However, lower bounds for the minimax separation rates in the two-sample problem can be easily
deduced from the proofs of the lower bounds in the homogeneity testing problem considered in [7] (see
[11, Section 5| for more details). The same arguments could in fact be applied in the density model,
thus providing lower bounds for the minimax separation rates in the two-sample problem, from the
ones in the goodness-of-fit testing problem.

In the papers [9, 10, 16| presented in this chapter, we only obtained minimax adaptivity results in the
Poisson process model, and this is why we particularly focus on this model in the following.

In the other models, our tests are constructed from the same aggregation scheme as in the Poisson
process model, and are therefore expected to be also minimax adaptive, but this is the topic of a
current work. Some of these tests are based on the aggregation of kernel or k-Nearest Neighbors
testing procedures, that are known to be consistent against any alternative, and so are also consistent
against any alternative.

Following the Neyman-Pearson principle, it has nevertheless to be recalled that the priority issue when
constructing a testing procedure is that it satisfies (Pievel,a )-

When considering single tests in one-sample problems such as in Chapter 1, this issue is obvious as
soon as a test statistic, whose distribution is completely known or easy to simulate under the null
hypothesis, is available. It is still rather simple when considering aggregated tests based on such single
tests, as explained in Section 1.1.2. It becomes clearly more difficult in two-sample problems where,
in general, the distributions of the considered test statistics are not free from the unknown function
fi = fo under (Hp). Therefore, even if we hoped to obtain minimax adaptive properties for our
tests, our main concern was to construct aggregated tests (thus expected to be minimax adaptive),
which achieve (Pievel,o) despite nonfree distributions of the test statistics under (Hp). To this end,
permutation and bootstrap approaches are introduced, and then adapted to the aggregation scheme.

3.1.2 Aggregated tests with permutation and bootstrap approaches

As explained in Chapter 2, Section 2.2, Efron’s bootstrap was originally used in statistical problems
where some probabilistic characteristic of a root, that is a functional of an observed sample and its
distribution, has to be estimated. The case of linear roots has been widely studied in the literature,
and in this particular case, Efron’s bootstrap has even been generalized to more general weighted
bootstrap approaches. The idea is to create a bootstrapped root whose conditional distribution, given
the observed sample, is (asymptotically) close to the distribution of the initial root.

In testing problems, the same principle can be used either to approximate the distribution of a test
statistic 7' under the null hypothesis (whatever the true hypothesis), or to mimic, under the null
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hypothesis, the distribution of 7. Asymptotic tests can thus be obtained (see Chapter 4 for instance),
which are of prescribed asymptotic size v in (0, 1) and consistent against reasonable alternatives.
When considering the tests from a nonasymptotic point of view, the tests are required to be of level «
that is to satisfy (Pievel,o ) for any observed sample size. To this end, ezact bootstrap approaches have to
be introduced, so that, for instance, the conditional distribution of the bootstrapped test statistic given
another particular statistic Z, is equal (and not only close) to the conditional distribution of the initial
test statistic given Z. In two-sample problems, Z is generally taken as the pooled set X, and a historical
example of exact bootstrap approach is the permutation approach which goes back to the thirties with
Fisher’s precursor work [Fis35], and which has been largely developed then with a huge family of permu-
tation tests (see [PS10] for a review). Among the numerous references on permutation tests, one can cite
at least Hoeffding’s theoretical study [Hoe52|, which lays the foundations of properly justified permuta-
tion tests, and which allows to generalize the principle by considering a general group of transformations
instead of the only permutation group. The exact bootstrap approaches based on symmetrization ar-
guments, such as the ones introduced by Durot, Rozenholc [DR06] and Arlot, Blanchard, Roquain
[ABR10] can for instance be viewed as such a generalized permutation approach, where the considered
group of transformations is { ge : (z1,...,2n) € R" = (€121, ..., €x2y), € = (€1,...,6,) € {—1,1}"}.
Despite the incontestable assets of the original permutation principle (starting from its simplicity),
it suffers from a high computational cost, and this is why most of authors have given preference to
purely asymptotic tests, based on the limit distribution of the test statistic under (Hy), when the
sample size is large, or even moderate. The introduction of Monte Carlo methods to approximate the
permutation based quantiles, as well as the development of computer facilities, now make possible the
use of permutation tests within a reasonable computing time (see for instance [15] or Chapter 5 of
this dissertation). But, to our knowledge, such a use of Monte Carlo permutation methods have been
theoretically justified from a nonasymptotic point of view, that is have been proved to respect the
property (Plevel,a ), only since Romano and Wolf’s key lemma [RWO05, Lemma 1] (see Lemma 4 below).

In the present chapter, we consider, in the density and the heteroscedastic regression models, a classi-
cal permutation approach. In the Poisson process model, we introduce an exact bootstrap approach,
inspired from the wild bootstrap developed by Mammen [Mam92|, and based on Rademacher random
variables as in [DR06] and [ABR10].

Both approaches are in fact rather different in spirit, as the bootstrap approach in the Poisson pro-
cess model could only be viewed as a conditional generalized permutation approach, given the event
(N1, N2) = (n1,ng) for fixed integers ni,ny > 1. They nevertheless share the common expected condi-
tional invariance property: for any considered test statistic T, under ( Hy ), the conditional distribution
of the permuted or bootstrapped test statistic 7€ given X, is equal to the conditional distribution of
T given X. The notation T¢ for the permuted or the bootstrapped statistic comes from the classical
notation for Rademacher random variables, which are used in the Poisson process model.

Considering a test statistic T, whose large values lead to reject (Hp ), the corresponding critical value
can be taken as the (1—a) quantile of the conditional distribution of 7€ given X, denoted by ¢ (1—a).
Indeed, from the above conditional invariance property, one deduces that given « in (0, 1), under ( Hp),

Py 4, (T > q(X)(l — a)‘X) <a,

which implies that the single test ¢, = 1 (1540 (1-0)} satisfies (Prevel,a )-

The test ¢, can even be slightly modified with a randomization tool so that it is exactly of size «,
but as we use in practice ¢, and more precisely its Monte Carlo version (that is, with Monte Carlo
approximations of ¢(X) (1 —«)), it seems quite useless to study the randomized version of ¢,. Romano
and Wolf’s lemma then allows to prove that replacing qXx) (1—a) in ¢4 by a Monte Carlo approximation
¢MCX)(1 — @) in fact leads to a test ¢ still satisfying (Plevela) (see Section 3.2.1).
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Our tests are constructed according to the principle of aggregation described in Section 1.1.2. Therefore,
are considered a collection {}' 2) , meM } of subsets of F2 such that

F = {(f1f2) € F2 f1 = fo} C OmemFom,

and the collection of associated hypotheses {(Ho ), m € M} such that (Ho.,) (fi,f2) € ]:07)n
Then, for every m in M and every level w in (0, 1), a single test ¢y, , of

(Hom) (f1, f2) € Foh against  (Him) (f1, f2) & Fons

satisfying (Plevel,u ), is constructed as above:
Pmu {T 5P}

where T), is a test statistic of (Ho,,) against (Hy ), and qg()(l — u) is the (1 — u) quantile of
the conditional distribution of TF, given X. Given a family of positive weights (wp,)mea such that
> mem Wm < 1, consider now the collection of single tests

m,Um, o

q)i)xootFLR _ {¢ L0, M E M} { {Tm>q(x)< 53(21)}’ m € M}, (3.1)

with
ug% = Wy, SUp {u, P (Eim eM, Ty, > qﬁnX)(l — wmu)’)_(> < a} .

The aggregated tests that we introduce and study are of the form (1.1) based on @gOOtFLR, that is

PhootFLE — gy ¢ o = sup 1 I\ - (3.2)
o e s " ep {Tna? (1m0 ) }
Note that these tests, which are constructed so that they satisfy (Plevel,o ), generalize the aggregated

test based on an instrumental conditional distribution ®¢"##'LE defined in Section 1.1.2.

3.1.3 Single hypotheses based on kernels

Assume that F = L (Y, r) N Lo (Y) C La(Y, ) for some space Y, equal to X in the density and the
Poisson process frameworks, to the space where the covariates are observed in the regression framework,
and some measure v on Y. Let ||.[|, and (.,.)2 be the usual norm and scalar product of Lo(Y,v).

As in Chapter 1, a classical choice for the collection of single hypotheses { (Ho ), m € M} could be
defined from a collection of subspaces {Sy,, m € M} of Lo(Y,v) by (Hom) s, (f1 — f2) =0, where
IIg,, denotes the orthogonal projection onto Sy, with respect to (., .)a.

In our papers |9, 10, 16], this choice of hypotheses is only viewed as a particular case of a much more
general kind of hypotheses, leading to single tests not only closely linked with model selection and
thresholding estimation methods as in Chapter 1, but also based on kernel estimators and reproducing
kernel methods coming from the statistical learning theory, like in [GBRT08, GFHS10, GBR*12,
SSGF13]. Thus, in the following, we consider some collections of hypotheses { ( Hy ), m € M} based
on general symmetric kernels, that is on functions K, : Y X Y — R such that K,,(y,y") = Kin(v',v)
for every y, 3/ in Y. Denoting by ¢ the integral operator defined for every symmetric kernel K and
every function g in Lo(Y,v) by

Kog(y) =(K(.,y),9)2, Yy €Y,

(Hom) is expressed as

(HO,m) (Kmo(fi = f2), fi— f2)2=0.
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Three kinds of symmetric kernels are of particular interest.

[Projection kernel/ Considering an orthonormal family {¢;, I € L} for the scalar product (.,.)2, such
that sup, ey > er [21(¥)i(y')| < +o0, a projection kernel is defined by

K(y,y)=>_aw)ay).

lel

Note that for every function g in Lo(Y,v), K ¢ g = Ilg,.(g), where S, is the subspace of La(Y,v)
generated by {¢;, | € £}, and therefore (K o (fi — fa), fi — f2)2 = s, (f1 — f2)|3.

[Approzimation kernell When Y = R? and v is the Lebesgue measure, considering a usual kernel
function k in Lo(R? \) such that k(—y) = k(y) for every y in R, and a vector h = (hy,...,hg) of d
positive bandwidths, an approximation kernel is defined by

1 Y1 — Y4 Yd — v,
K(y,y) = k( Lo, d ).
(yy) nglhi hl hd

for y = (y1,...,ya), ¥ = (¥},...,y}) in Y. Note that for every function g in Lo(Y,v), K o g = kj * g,

where
1 Uy Uq
k . = —k|[ —,...,—
h(ula ,'LLd) Hd h,L ( hl ) ) hd > )

=1

and * is the usual convolution operator with respect to the measure v.

[Reproducing kernel] A reproducing kernel (see [SS02| for instance) is such that

K(y, y/) = <9(y)7 0(3/))7‘[}(7

where 6 and H are a representation function and a RKHS associated with K. Here, (.,.)7;,, denotes
the scalar product of Hg. Every considered reproducing kernel K is furthermore assumed to satisfy

/YKQ(y, Y)(f1+ f2) () (f1 + fo)(0)dv(y)dv(y') < +oo, (3.3)

so that by Cauchy-Schwartz inequality, (K ¢ (f1 — f2), fi — f2)2 is well-defined.
Remark that as f; and fo are assumed to be in F = L;(Y,v) N Lo (Y), (3.3) is also satisfied by
projection kernels based on finite orthonormal families and approximation kernels.

A notable point is that (Ko(fi—f2), fi—f2)2 = [[ms — meHE_[K ,where my, = Kof1 = [0(y) f1(y)dv(y)
and mp, = Ko fo = [0(y) f2(y)dv(y).

In the density model where f; and fo are densities w.r.t. the measure v, my, and my, are the mean
embeddings in the RKHS H k of the distributions fidv and fadv respectively (see [BTA04] or [SGFT10]
for instance). The distance |[my, —myp,||;, is moreover known as the Maximum Mean Discrepancy on
the unit ball in the RKHS Hx (see [GBRT08, GFHS10, GBR"12, SSGF13]|) .

When the kernel is characteristic (see [SGF110, SFL11]), the map which assigns its mean embedding
in Hx to any probability distribution is injective by definition. Hence, (K ¢ (f1 — f2), fi — f2)2 = 0 if
and only if fi = f2, which means that any hypothesis (Ho ) defined from a characteristic reproducing
kernel K, is equivalent to ( Hy).

For any symmetric kernel K, chosen as in [Projection kernel], [Approzimation kernell, or [Reproducing
kernelf, and satisfying (3.3), a reasonable test statistic of (Ho,y,) against (Hi ;) can be obtained with
an unbiased estimator of (K, ¢ (f1 — f2), f1 — f2)2.

Such test statistics are introduced in each considered model in the following sections, and permuta-
tion or bootstrap-based corresponding critical values are proposed. The obtained single tests are then
integrated in an aggregated test of the form ®2°F'LF defined in (3.2).
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In statistical learning, in particular in binary classification problems with finite dimensional input
data, kernel and k-Nearest Neighbors plug-in rules are often studied in parallel, as they share many
convergence properties.

In this spirit, we furthermore consider in the density model with X = R?, single tests inspired from the
k-Nearest Neighbors classification rule (see Chapter 2) that were introduced in [Sch86] and [Hen88|.
In [16], we underline the links between these k-NN tests and the kernel based ones, and we propose to
aggregate them in the same way. The resulting Nearest Neighbors aggregated test can then be adapted
to handle functional data, following ideas from [BBWO05| and [3].

3.2 Kernel methods in the Poisson process model

Let us consider in this section the following model.

Mgo)isson X = (X!, X?) is a pair of independent Poisson processes X! = {X1,... ,X}Vl} and
X2={X2 ... 7X12\72}v observed on a measurable space X, with respective intensities
f1 and fo, with respect to some measure p on X such that du = ndv, for a fixed
nonatomic o-finite measure v and a fixed positive integer n.

The measure v may typically be the Lebesgue measure A when X is a measurable subset of R?.

We assume that f; and fa both belong to Li(X,v) N Ly (X) C La(X,v), endowed with its classical
norm ||.||, and scalar product (.,.)s as in Section 3.1.

We consider the problem of testing, from the observation of X = (X!, X?2),

(Ho) fi=f2 against (Hi) f1# fo.

3.2.1 Single tests with a wild bootstrap approach

Let K, be a symmetric kernel as in [Projection kernell, [Approzimation kernell, or [Reproducing kernell,
and satisfying (3.3).

As explained above, a single test statistic of (Hp,,) against (Hj,,) and therefore of (Hy) against
(Hy) can be obtained with any unbiased estimator of (K, ¢ (f1 — f2), fi — f2)2.

When the kernel K, is a projection kernel based on an orthonormal family {¢;, | € £,,} for (., .)a,
one knows that (K, o (f1 — f2),f1 — fa)2 = HHSLm (fr — f2)H§ In this case, it is rather easy to see
that an unbiased estimator of n?(K,, o (fi — f2), fi — f2)2 is given by

2
Tm=Y_ ((/ ©1dNx1 —/gpldNX2> —/@IQdNX>,
leLm X £ X

where dN, stands for the point measure associated with z, defined by (1.20).
The statistic T}, can therefore be taken as test statistic. Noticing that it can also be expressed as

> ( > @l(Xi)wl(Xj)>€?€?7
i,7€{1,....,N}, i#j \I€Lyr

where the 6?’5 are some marks on X, such that E,? = 1 if X; belongs to X!, E? = —1 if X; belongs to
X2, this test statistic can be generalized as

T = > K (X;, X;)edel. (3.4)
1,j€{1,....N}, i#j
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A wild bootstrap approach as exact bootstrap approach. The main point now is to define an
exact bootstrap approach, that is a bootstrap approach satisfying the conditional invariance property
defined in Section 3.1. A basic permutation approach would not be appropriate here, since it would not
take the randomness of N1 and N into account. Therefore, we turn to another bootstrap type approach,
starting from the remark that under (Hy), the test statistic 75, is a degenerate U-statistic of order
2. Bootstrapping degenerate U-statistic of order 2 is not an obvious question. A naive application of
Efron’s original bootstrap indeed fails in this case (see [Bre83|), since it leads the bootstrapped statistic
to lose the degeneracy property. Apart from the m out of n bootstrap introduced by Bretagnolle
[Bre83] to overcome this difficulty, Arcones and Giné [AG92| proposed a solution based on Efron’s
original bootstrap, but combined with a centering trick to force the bootstrapped statistic to satisfy
the degeneracy property. The results of Arcones and Giné were then generalized to other kinds of
bootstrap methods, and in particular Bayesian and wild bootstrapped U-statistics were introduced in
[HJ93], [Jan94]| and [DM94].

Following [DM94|, we introduce a sequence (g;);en of i.i.d. Rademacher variables independent of X.
Then a wild bootstrapped version of T}, may be expressed as Zi,je{l,...,N}, izj Km (Xi, X;)edel Ei€j-
We consider in fact the simpler version

TE = > Kon(Xi, Xj)eic;, (3.5)
i.€{1,. N}, ij

which has the same distribution under ( Hp).

A general result of [DVJO08] allows to prove (see [10, Proposition 1]) that under (Hp), given X,
(e9,...,€%) has the same conditional distribution as (e1,...,en). Hence, the above wild bootstrap
approach satisfies the conditional invariance property: under ( Hp ), the conditional distribution of T,
given X, is equal to the conditional distribution of Ty given X.

Given a prescribed level « in (0, 1), denoting by qﬁnx)(l — «a) the (1 — «) quantile of the conditional

distribution of T%, given X, we therefore consider the test
ma =Lig 00w} (36)

As explained in Section 3.1, from the conditional invariance property, it is easily deduced that ¢, o
satisfies (Prevel,a )-

Remark that the test ¢y, o is very close to the MMD tests in the density model, now well developed in
the statistical learning literature, with for instance [GBR ™08, GFHS10, GBR*12, SSGF13|. The main
difference lies in the construction of the critical values, here based on an exact bootstrap approach,
while Gretton and co-authors use some approximated quantiles, based on concentration inequalities,
in theory, and Efron’s bootstrap or m out of n bootstrap approaches in practice.

Second kind error rate. Now, with a study of uniform separation rates in view, we state a
nonasymptotic condition on the alternative (fi, f2) guaranteeing that Py, s, (¢mae = 0) < 5. Un-
der (Hy), given X, the bootstrapped test statistic 77, is a Rademacher chaos whose quantiles can be
upper bounded thanks to results in [dIPG99| or [Lat99], which leads to the following theorem.

Theorem 7 (Fromont, Laurent, Reynaud-Bouret, 2013). Let o, 8 in (0,1). Let K, be a symmetric
kernel as in [Projection kernell, [Approximation kernell, or [Reproducing kernell, satisfying (3.3), and
Gm.a be the test defined by (3.6). Assume that [y K2 (z,2")(f1 + fo)(@)(f1 + fo)(&)dv(z)dv(2') is
upper bounded by Cp,. There exists some constant k > 0 such that P, g,(¢m.a = 0) < 5, as soon as

44+ rkIn(2/a 8
rm-&ﬁzgﬁuﬁ f) = Koo (fi — ﬁH2+m2¥)ﬁ%}+Hﬁ;M@.@ﬂ
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Notice that when K, is a projection kernel based on an orthonormal basis {¢;, | € L,,}, Cy, can be
taken as C,, = C(Hfl + fg”l, Hfl + ngOO)Dm if either #L,, = D,,, or

2

swp 3 l)a@)] = Do < o0, and |3 @@l | (fi+ o) @)dv(aldvla’) < +oc.
w0 €X E5 X2 \ieLm

(3.8)
When K, is an approximation kernel based on a kernel function k,, and a vector of bandwidth
hm = (hm,,---shma), Cm can be taken as || fi + fa|l o [|f1 + f2ll4 |\/~cm||§/1_[f:1 hpm,i. Hence in these
two cases, by taking r = 1 in (3.7), the right hand side of the inequality reproduces a bias-variance
decomposition which is known to lead to sharp upper bounds for the uniform separation rates over
particular classes of alternatives (see Chapter 1 or [Tsy09] for instance).
When K, is a reproducing kernel proportional to a projection or approximation kernel, then the
normalization factor »~! can be chosen such that H (fi—fo) —r 1Ko (fi — fo) H2 is still a bias term.
We thus recover for such reproducing kernels, like the Gaussian and Laplacian ones commonly used in
statistical learning theory, a classical bias-variance decomposition.

Assume now that X = R?, [, fi(z)dv(z) = [¢ fo(x)dv(z) = 1, and that K, is a bounded measurable
characteristic reproducing kernel such that K, (z,x) is constant. This last assumption is not unusual
since it is satisfied by any normalized or translation-invariant kernel (see [SS02, pages 46-47, 57|, or
[SGFT10, SFL11] for instance). Moreover, as specified in [SGF*10] for instance, bounded continuous
characteristic and translation-invariant reproducing kernels exist, at least in R?, where Bochner’s theo-
rem enables to characterize them. In this case, we prove (see [10, Theorem 2|) that for n large enough,
there exists C(a, ) such that Py, f,(¢m,o = 0) < B as soon as
S Cla,f)

2
g = mglfy, = =2

This result allows to obtain a uniform separation rate, for the weak distance between fidv and fodv
equal to ||myg —my,|l3, , of the same order as the usual parametric separation rate, that is of order
n~1/2. In this sense, it is comparable to previous results of Giné [Gin75| and Wellner [Wel79], where
the same parametric separation rate is obtained, but for other weak distances between distributions.
We refer the reader to [SSGF13] for a study of connexions between [|my, —my, |3, and several more
classical weak distances between distributions.

Monte Carlo approximations. Studying our tests from a nonasymptotic point of view poses the
additional question of the exact loss in first and second kind error rates due to the Monte Carlo
approximation of qﬁnX)(l — «), which is used in practice. We address this question in [10].

Let B a fixed number of Monte Carlo iterations, large enough so that a(B + 1) > 1. Given X and
therefore N, let us introduce a set {e?,b € {1,..., B}} of B independent samples e* = (%,...,&%) of N
i.i.d. Rademacher random variables. Let, for b in {1,..., B}, Tfnb = D ije{l,. N}, i Km(Xi,Xj)sﬁ?E?.

Denoting by (T,“;(l), e 7T,%(BH)) the order statistic associated with (T,fll, e ,T,%B, Tm), given X, we set
MC(X (T(A=e)(B+1)1)
g (1 - ) =Ty, :
The Monte Carlo single kernel-based test that we consider in the present dissertation is
MC
mo H{Tm>q%0<x)(1—a)}' (3.9)

Note that this test is slightly different from the one considered in [10, Proposition 3|, so that it has a
better control of the first kind error rate.

The following lemma due to Romano and Wolf is of fundamental interest when considering Monte
Carlo approximations of exact bootstrap approaches, so it seems important to us to recall it.



64 CHAPTER 3. TWO-SAMPLE PROBLEMS

Lemma 4 (Romano, Wolf, Lemma 1 in [RWO05]). If Vi,...,Vpy1 are B+ 1 exchangeable real random
variables, then for all u in [0, 1],

B
1
Pl—(1+3 1y, <ul <
s

Noticing that

B

Pfl,fz (Tm > Trfm( ((1*a>(3+1ﬂ)}x) <P (Z ]le:anTm < Oé(B + 1) -1
b=1

and that given X, under ( Hp), the variables (Tfn1 - ,T;B,Tm> are exchangeable, Lemma 4 can be

applied and gﬁ%g is proved to satisfy (Pievel,a)-
A nonasymptotic condition guaranteeing that Py, ,( %g = 0) < B can also be obtained, using Ho-

effding’s concentration inequality as in the proof of [10, Proposition 4].

3.2.2 Aggregated tests

Given a collection of kernels { K,,, m € M}, we now consider the aggregated test LR of (3.2),
based on the single tests ¢, o defined by (3.6), and the above exact wild bootstrap approach.

Note that such an aggregated test may be viewed as a multiple kernel procedure in the spirit of multiple
kernel learning which is a current challenging topic in machine learning. Indeed, it allows to consider
several kernels, instead of a single one (whose choice or calibration is always a major and thorny
question), and to combine them in an automatic data-driven way, here through the individual levels
u% 21 involved in @YoHFLE,

An alternative, proposed in [SGF110], is to consider the test statistic sup,,ciqTm, and to reject
(Hy) when this test statistic is larger than a given critical value, either constructed via concentration
inequalities, or classical bootstrap approaches. Such a test, close in spirit to Kolmogorov-Smirnov tests
(see [VAVWOG| for instance) would however not achieve the same nonasymptotic properties, expressed
as oracle type inequalities or minimax adaptivity results, as our aggregated test @gOOtF LR

Since the aggregated test ®%°F'LR i especially constructed so that it satisfies ( Plevela ), let us now
focus on its nonasymptotic properties from the second kind error rate angle. We first obtained in [10]
the following oracle type result.

Theorem 8 (Fromont, Laurent, Reynaud-Bouret, 2013). Let o, 8 € (0,1). Let {K,,,m € M} be a
collection of kernels, chosen as in one of the two following cases, and {wy,, m € M} be a collection of
positive weights such that )\ wp, < 1.

[Multiple projection kernel] Let {Sy,,m € M} be a finite collection of linear subspaces of Lo(X,v),
spanned by orthonormal bases denoted by {¢;, | € L} respectively. Assume either that Sy, has finite
dimension Dy, or that (3.8) holds. We set, for all m in M, Kpn(z,2') = 31, wr(x)ei(2'), and we
introduce the condition:

Ifi = fall5 > mlg/fw { I(fr = fo)—1s,,(f1 — fo)|l5+

C(B, 1 f1 + falli, 11 + falloo)

n

(C(a) + (1 /wn)) \/W}‘ (310)

[Multiple approzimation kernel] If X = R? and v is the Lebesque measure on R?, let {kpy,, mi € My}
be a collection of kernel functions such that [y k2, (z)dv(z) < 00, km,(z) = km, (=), and a collection
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{hmy, ma € Mo} of vectors himy = (Rmo,1,-- -5 hmy.d) of d positive numbers. We set M = My x Ma,
and for all m = (m1,mg) in M, x = (z1,..., :(:d) '=(2,...,2)) in RY,
1 xr1 — .CC/ rq — :L“,
Kp(z,2) =km,n, (x—2") = k < L., d ).
m( ) mi, mg( ) H;l:1 hm27i mi th’l hmz’d

We introduce the following condition:

2 . 2
Ifi—fplz> { (= 2) = Ky * (2= £+

m=(m1,ma)€

C (B, 1+ falloo s 11+ Fally s (1Ko [l)

d —
(C(a) +1n(1/wm) ) \TTim1 Py
. (3.11)
n
Let ®LFLE pe the test given by (3.2), based on the single tests ¢ o defined in (3.6) associated with
the weights wy,, and the above exact wild bootstrap approach. Then Py, t, (CI)?X"OtFLR = 0) < B, if either
(3.10) in [Multiple projection kernelf, or (3.11) in [Multiple approzimation kernell is satisfied, for some

constants C(a): C(B? ||f1 + f2”oo ; Hfl + f2”1)7 and C(ﬁa ||f1 + f2||oo ) ||f1 + f2H1 ; ”k'mng)

Comparing this result with the one obtained in Theorem 7 for the proposed constants C,, in the
projection and approximation kernels cases, one can see that considering the aggregated test instead of
a single one, allows to obtain the infimum over all m in M in the right hand side of (3.10) and (3.11) at
the price of the additional term In(1/w,y,). This result can thus be viewed as an oracle type property:
indeed, without knowing (f; — f2), one has that the uniform separation rate of the aggregated test is of
the same order as the smallest uniform separation rate of the involved single kernel tests, up to factors
In(1/wy,). It is used to prove that, for well-chosen projection or approximation kernels, the aggregated
test has minimax adaptivity properties.

Minimax adaptivity over Besov and weak Besov spaces. Let us here assume that X = [0, 1]
and v is the Lebesgue measure on [0, 1]. Consider, as in Section 1.4.1, the Haar basis {¢o, ¥jx), J €
N, k€ {0,...,27 —1}} of Ly([0,1],v) defined by po(x) = Ly 1j(x), and ¢ (z) = 20242z — k),
with 9(z) = Ljg,1/2)() — Lj1/2,1)(@).

We introduce here slightly different versions of the (weak) Besov bodies introduced in (1.22) and (1.23)
in Chapter 1, adapted to the present two-sample problem. For s,s’, R, R’ > 0, let

BR (R ={ (1. 12) € P, fi— o = a0g0 + Xjen TEo0' 0y

271 s
a2 < R% Vj€eN, Zkoa] )<R22 23}

and

UJBS)(R') = {(f17f2) € F% fi— f2=aopo+ X jen S GGk

25’
Vt > 0 Oéo]]. 2<t + Z]GN sz 1 (] k)]l ( <t S Rl2t25/+1 }

)_
For s,s', R, R’ > 0, and R"” > 2, some levels & and 8 in (0,1) such that a + 8 < 0.59, and the metric
dy associated with the norm ||.[[,, mSRZ‘f (Bgoo(R) N ng/z)(R’) N (Lo (R") )2) has the same lower

bound as mSRZ‘f (Bs,2,00(R)NwBy (R')NLoo(R")) in Theorem 3. This lower bound is directly deduced
from the arguments of the proof of Theorem 3 (see [11, Section 5| for more details).

In the spirit of the minimax adaptive tests proposed in |7] (see Section 1.4), we consider the test
PbootFLE of Theorem 8, defined from a collection of projection kernels, based on either nested or
nonnested subsets of the Haar basis. Let us introduce:
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T Ko(l’,l'/) = 900($)(,00(l’/), )

— K(M)(x,x’) = w(j,k)(ﬂf)?b(j,k)(lf/) for every j in N, k in {0,...,27 — 1},

— Kj(2,2") = po(z)po(z’) + Zje{o,.,_,J_H, ke{0,....21 -1} T/J(j,k)(ﬂf)lb(j,k)(ﬂﬁ,)v for every J > 1.
For some integer J such that 2/ > n?, let @Zi?ed stand for the test CIJE’XO/";F LR defined with the
collection of kernels {K;, J € {0,...,J}}, and with corresponding weights w; = 6/(7%(J + 1)2) for
J in {0,...,J}. Let moreover @Z‘}g”eswd be the test @go/‘gF LE defined with the collection of kernels
{Kop} U {K(j,k)a jeN, ke{o..,2 - 1}}, and with corresponding weights wo = 1/2, w; ) =
3/(27(j +1)?m?) for j in N, k in {0,...,27 —1}.

Assuming that Inlnn > 1, from Theorem 8, we prove in [10, Corollary 1| that for any s, s’, R, R', R” > 0,

SR (Broged v dpopnested BE) (R) NwBY (R') N (Leo(R"))?) is upper bounded by

(1) C(s,s',R,R',R" o, B) (1nlnn/n)25/<4s+l) if s >5'/2,
(i) C(s,s', R, R, R", v, B) (Inn/n)*/ 3+ if 5 < ¢ /2.

In the same way as in Section 1.4, let us introduce

—5®
7 = {89

s,2,00

(R) NnwBP (RN (Loo(R"))?, s> (s/2) V (s'/ (25 + 1)) } ,

and
—50)
FO =B (R) nwBP (R) 0 (Lao(R)), s < /2, 8/ > 1/2}.

727m
sted ) = P . @ .
Then, for n large enough, @Zj‘;te \% @g%‘"e“e is minimax adaptive over J; UF; , with no price
—oy () —oy (0
to pay for adaptivity on ]-"1(2) . Notice that the price we pay here for adaptivity over .7-"1(2) involves
a (Inlnn) factor instead of the usual (Inlnn)/? one, due to the control of the bootstrapped quantiles.

Minimax adaptivity over Sobolev spaces. Let us now assume that X = R%, v is the Lebesgue
measure on R?, and introduce for s > 0 the class of alternatives based on a d dimensional Sobolev ball:

SalR) = {(fl,h) €7, /]R el 1 fi = Fa(uw) Pi(u) < (27r)dR2},

where |ul|; denotes the euclidean norm of v and fl/—\fg denotes the Fourier transform of f; — fo:
fi = Faw) = fpa(fr = fo) (@) o¥) du ().

We here consider the test @ZOOtF LR Jefined as in Theorem 8 from a collection of approximation kernels
adapted to an isotropic class of alternatives. Let M; = N\ {0} and My = N. For m; in My, ky,
denotes a kernel function in L;(R% v) N Lo(RY, v) such that ky, () = kpy, (—2). For mo in Mo, let
hm, = (2772,...,27"2) and for m = (m1, m2) in M = My x My, Kin(z,2') = ki h,,, (x — 7).

Let ®1%° be the test ®YUFLE defined with the collection of kernels {K,,, m € M} and w,, =
(6/(m%myi(mz + 1)))? for m = (my, mz) in M.

From Theorem 8, we deduce in [10, Corollary 2| that if Inlnn > 1, for any s, R, R', R” > 0, then

2s
Inln n> 4s+d

SR}, (@5.88 (B) 0 (Li(R))* N (Leo(R"))*) < Cls, 0,8, R, R, R, d) < .

When d = 1, the rate n=25/(45+4) ig known to be the minimax separation rate, and an extra (Inln n)1/2
factor the price to pay for adaptivity, in many models over Sobolev classes (see Chapter 1). Hence,
the test ®%° can be said to be minimax adaptive over the collection of classes 8522) JR)N (L (R) N

(Loo(R") )2, for s, R, R’ R” > 0, when d = 1, with a slightly more important loss of efficiency due to
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adaptivity than usual. From the results of [HSO1]|, it can be conjectured that this is also true when
d>1.

Notice that the test /% can also be defined with nonintegrable kernels such as Pinsker’s kernel or the
sinc kernel (see [Tsy09] or [10]), so that it still satisfies the same result.

Minimax adaptivity over anisotropic Nikol’skii-Besov spaces. Let us still assume that X = R?
and v is the Lebesgue measure on R%. We consider anisotropic classes of alternatives, more precisely
classes of alternatives (f1, f2) such that the difference (fi — f2) belongs to a Nikol’skii-Besov ball. Let
for s = (s1,...,54) in (0,+00)? and R > 0,

N, ;22) JR) = {( f1, f2) € F2, (f1 — f2) has continuous partial derivatives D}S"'J
of order |s;| wr.t w;, and Vi =1...d, uy,...,uq,v € R,

HD,LL%J (fi — fo)(ur,...,ui +v,...,uq) — DZLSZ'J (fr — f2)(ug,... ’ud)Hz < R|U‘Si—LSiJ}_

We introduce another test of the form i)gOOtF LR defined as in Theorem 8 from a collection of approx-
imation kernels, but adapted here to anisotropic spaces.
Let ¥ = (X1,...,%4), where each ¥; is a positive integer, and let k1 be a kernel function such that for
x=(r1,...,7q9) in RY, ky(z) = Hle k1i(z;), with, for every i =1...dand j =1...%;,

— kyi(xg) = kyi(—x),

— kl,i S Ll(R, /\) N ]LQ(R, )\),

i fR klﬂ(ﬂ?l)dA(l‘l) = 1,

— e |k1,i($z‘)”‘$i’2id)\(l’i) < 400

- fR kljz(mz)xfd/\(xz) =0.
We set M; = {1} and My = N? and for my = (ma1,...,maq) in Mg, hyp,; = 2772 For m =
(m1,m2) in M = My x Ma, let Kp(z,2") = kuy p,,, ( — ). The test dAnis0 is of the form PLootFLR
defined with the collection of kernels {K,, m € M} and w( m,) = H?Zl(G/(772(m2,i +1)2)) for mo
in My. From Theorem 8, we deduce in [10, Corollary 3| that if Inlnn > 1, for s = (s1,...,84) in
T,(0,%4], R, R', R" > 0,

25
SR, (@27 N (B) 0 (Li(R))? N (Leo(R"))*) < Cls, 0,8, R, R, R, d) (1“1;"> o
with 1/5 = % 1/s;.

When d = 1, from [Ing00], we know that in the density model, for the problem of testing uniformity,
the minimax adaptive separation rate over a Nikol’skii class with smoothness parameter s is of order
(vInlnn/n)?*/“st1) We find here an upper bound similar to this univariate rate, but where s is
replaced by §, which does not seem unusual (see [GL11] in estimation problems) and v/InInn replaced
by (Inlnn) (due to the control of the bootstrapped quantile as in the two above cases). Notice that
the minimax separation rates obtained in [IS11]| over anisotropic periodic Sobolev balls, but in the
Gaussian white noise model, are of order (v/Inlnn/n)?s/(*#5+1),

3.2.3 Experimental results

A simulation study has been proposed in [11] and completed in [8] and [9], to evaluate the performance
of the above aggregated tests based on either projection or approximation kernels.

We compare these tests with existing conditional tests, that is tests initially devoted to the two-sample
problem in the density model, usually referred to as homogeneity tests, used given the number of
observed points of the Poisson processes N; and Ns. Note that such conditional tests only allow to
test the proportionality (and not the equality) of two intensities.
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We first consider univariate frameworks, with X = [0,1] or X = R, n = 100, v = X and a =
0.05. In these cases, we focus on @rested  gnonnested and §Iso defined in the above section. The
test ®nesed i implemented with J = 6 and ®7°"mested with a finite collection of kernels {Ko} U
{K(jyk,), je€{0,...,6}, ke{0,...,2/ -1} } The test ®/%° is implemented with either Gaussian, or
Epanechnikov kernels, with a collection of bandwidths equal to {1/24,1/16,1/12,1/8,1/4,1/2} and
some weights that are all equal to 1/6.

These tests are compared with a conditional Kolmogorov-Smirnov test and a conditional MMD test,
based on a Gaussian kernel with a heuristic choice for the parameter of the kernel, and a critical
value obtained from Efron’s bootstrap approach as in [GBR108|, whose corresponding matlab code is
available on Gretton’s web page http://www.gatsby.ucl.ac.uk/~gretton/software.html.

The first kind error rates or sizes are estimated by Monte Carlo methods for several forms of intensities,
taken as the densities of the uniform distribution on [0, 1], a Beta distribution on [0, 1], the standard
Gaussian distribution on R, and a Laplace distribution on R. The obtained estimated sizes of the tests
fluctuate between: 0.042 and 0.053 for the conditional Kolmogorov-Smirnov test, 0.048 and 0.052 for
the MMD test, 0.047 and 0.049 for ®7¢5**d 0.043 and 0.045 for ®nornested 0051 and 0.054 for ds°
with the Gaussian kernel, 0.05 and 0.55 for ®1*° with the Epanechnikov kernel.

The second kind error rates and powers are estimated for f; equal to the above densities, and fo
equal to alternatives to these densities. The main point that we observe is that when f; — fo is very
irregular, our tests perform better, even sometimes much better, than the two other ones, and that it
is particularly true for the test ®1%° with the Epanechnikov kernel. The only case where the MMD test
clearly outperforms ours involves more regular differences of intensities.

We then consider multivariate frameworks, with X = [0,1]? or X = R%, n = 200, v = A and a = 0.05.
We here focus on ®%° with Gaussian and Epanechnikov kernels, with a collection of bandwidths still
equal to {1/24,1/16,1/12,1/8,1/4,1/2} and the weights still equal to 1/6. These tests are compared
with the conditional MMD test as above, but also with the conditional Cramer test proposed in [BF04],
and a variant proposed in [Bah96]|, both available in the package cramer of R.

The sizes are estimated by Monte Carlo methods for two different intensities, taken as the densities of
the uniform distribution on [0,1]%, and the standard Gaussian distribution on R2.

The obtained estimated sizes of the tests fluctuate between 0.043 and 0.06 for the MMD test, 0.048
and 0.052 for the Cramer test, 0.046 and 0.052 for the Bahr test, and are around 0.0485 and 0.046 for
@gf" with the Gaussian kernel and the Epanechnikov kernel respectively.

As for the estimated powers, with f; equal to the uniform and standard Gaussian densities, and fo
equal to various alternatives to these densities, we observe the same phenomenon as in the univariate
case. The test ®/5 is still more powerful than the other ones when f; — fs is irregular.

In situations where the user does not know whether the difference between the underlying intensities
of the Poisson processes are irregular or not, a good compromise would be to aggregate several of the
studied tests, for instance the MMD test and ®2%° with the Epanechnikov kernel.

Our tests were used in a real data study for 'INSEE in [8], about the spatial representativeness of
services like schools, medical services, pharmacies, shops, restaurants, or banks in the city of Rennes.
The main questions were to know whether two different services can be assumed to be identically
spatially distributed, and whether the spatial distribution of one particular service is homogeneous
with respect to houses, in the whole city or in a restricted area.

3.2.4 Tools and sketch of proof

Theorem 7 is central to the study, since the oracle type inequalities given in Theorem 8 directly follow
from it. We give here a sketch of proof for this theorem, which is rather general, and can be applied
to other single tests based on exact bootstrap approaches (see the PhD thesis of Mélisande Albert for
instance).
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Denoting by gm,«(1 — 5/2) the (1 — 8/2) quantile of the conditional quantile q,(nx)(l — ), one has

Pf1,f2(¢m,a20) = Ppp <T <qr(n)(1*a))

p
< 5 + Pf17f2 (Tm < Qm,a(l - 5/2)) .
[First step|] The first step of the proof is to find an upper bound for g, (1 — 5/2).
Given X, T, is a homogeneous Rademacher chaos, as defined by de la Pefia and Giné [dIPG99]. From

[dIPG99, Corollary 3.2.6] and Markov’s inequality, we deduce that there exists k > 0 such that
1/2
g2 (1—a) < kIn(2/a) > K3, (Xi, Xj)
i,j€{1,...N}, ij
SO Gm,a(1—//2) is upper bounded by the (1—5/2) quantile of & ln(2/04)(214’].6{17“.’]\[}’14# K2 (X;, Xj))l/z.
Using Markov’s inequality again and [DVJ08, Lemma 5.4 III| on factorial moments measures, we obtain
that
2C,
5

[Second step| The second step consists in deducing from the above control of ¢, (1 — £/2) and a
concentration inequality for 75, a condition guaranteeing that Py, r, (T < gm,a(1 —3/2)) < 8/2.
From the above first step, we deduce on the one hand that

Proge (I < dma1 = 8/2)) < Pro g (Tm < kln (2/a>nﬁ> .

Now, on the other hand, from Markov’s inequality, it is obvious that

gm.a(l—p5/2) <kln(2/a)n

2varf17f2 [Tm]
B

Hence, a condition guaranteeing that Py, , (T < ¢m,a(1 —/2)) is less than /2, and therefore
Pyt (¢m,a = 0) < B, can be expressed as

/ [2v T,
kln(2/a)n <Ef17f2 Tl — aer’BfQH.

AsEy, 1, [Tn] = n*(Kp o (f1 — — f2)2 and (by [DVJ08, Lemma 5.4 III] again)
Vary, f, [Tm] < 4n3 1K o (fi = )3 1f1 + falloo + 20Cin,

this condition can be replaced by

2
02 (K o (fi = f2), f1 — f2)2 > kIn (2/a) ny | 2%’” T \/8"3 [ K o (f1 — fZ)HE /1 + folloo + 4nCm

[Third step| Basic inequalities are finally used to give to the above condition, the form which appears
in Theorem 7.

Pf17f2 Tm < Ef1,f2 [Tm] - < B/Z

Concentration inequalities are therefore the key tools of our study. Here we use Markov’s inequality
and the exponential inequality of [dIPG99] to control the quantile of the Rademacher chaos. Using
more precise inequalities such as the concentration inequality for U-statistics of order 2 of [HRBO03|
instead of Markov’s inequality, and the inequality of [Lat99| instead of the one of [dIPG99|, would
slightly improve the obtained results, but would not change the order of the final uniform separation
rates for the aggregated tests.
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3.3 Kernel methods in density and regression models

In this section, we focus on two-sample problems studied in [9], with Béatrice Laurent, Matthieu Lerasle,
and Patricia Reynaud-Bouret. We consider the following density and heteroscedastic regression models.

/\/lfe)nsity X = (X!, X?) is a pair of independent sets X! = {Xll,...,X}Vl} and X? =
{X2,... ,X]2V2} (N7 and N are fixed positive integers) of independent random vari-
ables, observed on a measurable space X, with respective densities f; and fy, with
respect to a nonatomic o-finite measure v on X.

The measure v may typically be the Lebesgue measure A when X is a measurable subset of R?.

Note that this density model corresponds to a conditional Poisson process model Mggisson, given
#X' = Ny and #X? = N,. Conversely, a Poisson process model can be viewed as a density model,
but with random sizes N; and Ny, with Poisson distributions.

This parallel may be useful, from both theoretical and practical points of view. We have already seen
that a Poissonization trick may be used to study Efron’s bootstrap approach, in order to construct
i.i.d weights close to the multinomial weights of Efron’s bootstrap resampling plan. It also allows
to easily simulate Poisson processes of Mgo)isson’ by a two step simulation procedure. The first step
consists in simulating the Poisson variables N; and Na, and the second step in simulating i.i.d. samples
(X{,...., Xy, ) and (X{,..., X3, ) with densities fi/ [5 fidv and fo/ [ fodv with respect to v. This

procedure was used in the simulation study described in Section 3.2.3.

Mg;ression X = (X!,X?) is a pair of independent sets X! = {X{,..., levl} and X? =

{(X2,..., XJQVQ} (N7 and N are fixed positive integers) of independent random vari-
ables, such that: for every i € {1,..., N} X} = (Y}, Z}), with Z! = fi(V}) +
o(YH)ed, and for every i € {1,..., No}, X2 = (Y2, Z?), with Z2 = fo(Y?) +o(Y?)E2.
The Yil’s and Yf’s are observed in a measurable space Y, with known distribution
Py, and Z} and Z? take their values in a measurable subset of R. The couples (Y;!, &})
and (Y;?,£?) are identically distributed, and E[¢} V1] = 0, E[(¢})?|V;!] = 1.

We assume that f; and fo both belong to F = L1 (X, v) N Lo (X) C Lo(X, v) in the density model, to
F =Li1(Y,Py) NLoo(Y) C La(Y, Py) in the regression model. Lo(X,v) and La(Y, Py) are endowed
with their classical norm ||.||, and scalar product (.,.)2 as in Section 3.1.

We consider the problem of testing, from the observation of X = (X!, X?2),

(Ho) fi=/f2 against (Hi) f1# fo.

Since the variance function o2 is the same for both signals in the regression model, the correspond-
ing two-sample problem amounts to the problem of testing the equality of densities for the samples
(Xi,... ’XJ2\71) and (X2,... ,X]2V2). The two-sample problems in the above two models are therefore
equivalent, and this is the reason why they are presented together.

The notation X = { Xj,..., Xy } still stands for the pooled set X' UX?2, with cardinality N = Ny + Na,
with X; = (Y, Z;) in the regression model.

3.3.1 Kernel-based test statistics

In order to shorten the mathematical expressions of the present section, let us fix here a few other
notations. We set

1 1/2 1 1/2
aNy,Ny = (Nl(Nl—l) - CNI,N2> and Oy, N, = —any, N, = — (]\72(]\72—1) - CN17N2> )
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where ¢y, N, = 1/ (N1 Na(Ny + Ny —2)). Then, for every i in {1,..., N}, let ) be a mark defined
by €¥ = an, n, if X; € X! and € = by, n, if X; € X2

Let K,, be a symmetric kernel as in [Projection kernel/, [Approzimation kernell, or [Reproducing kernel],
and satisfying (3.3), replacing Y by X in the density model and v by Py in the regression model.

As above, a single test statistic of (Ho,,) against (Hj,,) and therefore of (Hy) against (Hp) is
obtained by constructing an unbiased estimator of (K, o (fi — f2), fi — f2)3.

Inspired by the above expression of T;,, we consider:

Tn= Y, Eu(Xi X)) (] +enm) (3.12)
ige{1,. N}, i#j

in the density model, or

T, = > ZiZiKa(YiY;) (£)€) + eny ) 5
i§€{1, N}, i

in the regression model. In [9, Proposition 1], T, is proved to be an unbiased estimator of (Ko (fi—
f2), f1i — f2)2 in both models M(z) . and M( ) and therefore be a reasonable test statistic.

den51ty regression’

3.3.2 The permutation approach

It is well-known that the permutation approach is particularly adapted to the two-sample problem in
the density problem, and that it defines an exact bootstrap approach. Hence, we introduce a random
permutation ITx uniformly distributed on the group &y of permutations of the set {1,..., N}, and
we set

ANy, Ny if HN(i) S {1,...,N1},

E; =
le,Ng if HN(i) S {Nl +1,..., N}
We then define:
T = > K (Xi, Xj) (i€ + Ny N2 5
i,J€{1,...N}, i#j
in the density model, or
Ty, = > 2iZi K (Y, Y)) (€5 + cny Ny ) 5

i,5€{1,..., N}, ij
in the regression model.

One can check in both models that under (Hp ), the conditional distribution of the permuted statistic
T ¢ given X, is equal to the conditional distribution of T given X, that is the permutation approach
described here satisfies the conditional invariance property defined in Section 3.1.

Hence, given a prescribed level av in (0, 1), denote by q,(g{ )(1 —a) the (1 — «) quantile of the conditional
distribution of T ¢ given X, and consider the test

o Lo (1)) (3.13)

As explained in Section 3.1, from the conditional invariance property, it is easily deduced that the test
Om,a satisfies (Plevel,a )-

Note that this test can in fact be expressed in a simpler manner, removing the term ¢y, n, in the initial
test statistic T}, as well as in the permuted one T7,.
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3.3.3 Kernel-based tests with Monte Carlo approximation

The issue of the Monte Carlo approximation of q,(nx)(l — «) can be solved in the same way as in
Section 3.2 as concerns the first kind error rate control. Indeed, considering a fixed number B of Monte
Carlo iterations, large enough so that «(B + 1) > 1, let us introduce an i.i.d. sample of B independent
random permutations {II%;, b € {1,..., B}} uniformly distributed on the group &y of permutations
of the set {1,..., N}, independent of X. Let us set:

o) am if 0% (i) € {1,..., N1},
1 . .
le,N2 if H?V(Z) S {N1 +1,... ,N},
and for bin {1,..., B},
. b
T = > Ko (X3, X;) (6?6? + CNl,Nz) :
ije{l,...,N}, i#j
in the density model, or
. b
T, = Z ZiZi K (Y3, Yj) (5?5?+CN1,N2) )
in the regression model. ' . _ B
Denoting by (Tf;fl), e ,Tfn(B+1>) the order statistic associated with (Tf;ll, e ,TﬁzB, Tm), given X, we set

q-TJ\r{C(X)(l N Oé) _ Tg( [(1—c)(B+1)]) )

m

Considering the Monte Carlo single kernel-based test defined by

'MC:]]_

m,a {Tm>q%c<>‘<)(1_a)}7 (3.14)

then Romano and Wolf’s lemma (see Lemma 4 above) allows to prove that gbf\n/[ ¢ satisfies (Plevela )-

3.3.4 Aggregated tests

Of course, these single tests are not intended to be used as such, but in an aggregated test. Instead
of a single kernel K,,, that the user would have to choose, we therefore consider a collection of such
kernels { K,,, m € M}, and the aggregated test LR given by (3.2), based on the single tests ¢, o
defined in (3.13), and the above permutation approach. This aggregated test still satisfies (Plevel.a )-
The study of its second kind error related properties is the object of a current work.

3.4 Nearest Neighbors methods in the density model

This section is devoted to a current work with Christine Tuleau-Malot [16], on k-Nearest Neighbors
(2)

based tests for the two-sample problem in the density model M density -
We first consider the multivariate two-sample problem where X = R, and v is the Lebesgue measure
on X, focusing on the tests proposed by Schilling [Sch86] and Henze [Hen88|. Hence, we consider single
tests with a test statistic based on a k-Nearest Neighbors method, with a fixed k, and a critical value
constructed via a permutation approach. The crucial, but left open in these papers, question when
dealing with such k-Nearest Neighbors tests, is the one of the choice of k.

In the spirit of the above aggregated tests based on kernel methods, we propose new testing procedures
which overcome this question. Instead of considering a particular number k of nearest neighbors, we
consider a whole collection of possible values for k, and the corresponding collection of tests, which
allows then to construct an aggregated test. This testing procedure is furthermore adapted to handle

the two-sample problem for functional data.
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3.4.1 k-Nearest Neighbors tests

We keep the same notation as in sections 3.1 and 3.3. In particular, X = { X1,..., Xy } still stands for
the pooled set X! U X2, with cardinality N = N; + No. Here X = R? and v is the Lebesgue measure.
Consider a fixed but arbitrary norm ||.| on R%. The random vector X; is called the 7th nearest neighbor
to X; if | X; — Xl < [|X; — X;|| for exactly » — 1 values of I (1 <1 < N). It is denoted by N,(X;),
and linked with the indicator variable I;(r) defined by

1) 1 if X; and N,(X;) are both elements of either X! or X2,
3 T =
0 otherwise.

Ties are neglected since they occur with probability zero. When ties however occur in practice, for
instance because of limited resolution in measurement scales or rounding, they can be ranked as
neighbors at random or in the same order as their indices (like in Section 2.3.1), without changing the
validity of the results.

The k-Nearest Neighbors (k-NN) test statistic introduced by Schilling [Sch86], and then further studied
by Henze |Hen88| is defined for k in {1,..., N} by

B N k
Ty = Z Z Ii(r)v
=1 r=1

and represents the total number of k-Nearest Neighbors type coincidences.
Notice that this test statistic can be related to the test statistic T},, defined in (3.12) from a kernel
K. Indeed, if for every i,k in {1,..., N}, 6? stands for a mark equal to 1 if X; is an element of X!,
—1if it is an element of X2, and N (X;) for the set { N,.(X;), 1 <r <k} of k-Nearest Neighbors to
X;, T}, can be written as -

. g€ +1

Ty, = > %nxﬁwxi). (3.15)

i,j€{1,..N}, i#£j

It is therefore very close in spirit to the test statistic Ty, replacing K, (X;, X i) by Lxen(x,)-
The k-NN test proposed in [Sch86] and [Hen88| consists in rejecting (Hg) when T}, is larger than a
critical value constructed by a permutation approach, which can be described as in Section 3.3. Thus,

let us introduce a random permutation Il uniformly distributed on the group &y of permutations of
the set {1,..., N}, and set

1 ifOn(i) € {1,..., Ny},
—1 ifOy@i) e {N1+1,...,N}.

& =

We then define:

. EiE4 + 1
Tl? = Z : J2 ILXjE./\/-k(Xi)v
ije{l,..,N}, i#j
and for a in (0, 1), we introduce c'jl(;()(l — @) the (1 — @) quantile of the conditional distribution of T¢
given X. The test proposed in [Sch86] and [Hen88| can be rewritten as

¢k,a = ]l{Tk>qu(1—a)}

Let us now assume that X = (X!, X?) is defined from independent sequences (X});>1 and (X?);>1 of
i.i.d. random vectors from the distributions with densities f; and f, respectively, by X! = {X{,..., X 11\71 }
and X? = {X7,..., X3, }.
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Henze proves that, if dy, v, = (N1(N1 —1) + No(N2 — 1)) /(N — 1), under (Hy), the conditional
distribution of N—1/2 (T,j — kdn, N, ) given X converges, almost surely in ((X})i>1, (X?)i>1), towards
the same Gaussian limit distribution as N~1/2 (Tk — del,NQ), as N — +oo, N;/N — 7 € (0,1). Since
the common limit distribution is Gaussian, it has a continuous c.d.f., so using Lemma 21.2 in [VdV00]

combined with Slutsky’s lemma, one can prove that ¢ka is asymptotically of size «, that is

P ay) <¢ka = 1) > N—+o0,N1 /N—7e(0,1) &

Henze also proves that it is consistent against any alternative, that is, under ( Hj ),
Pf1,f2 <¢k,a = 1) > N—s+00,N1 /N—7€(0,1) L.

As in Section 3.3, since the permutation approach described above for the k-NN test statistic T}, sat-
isfies the conditional invariance property, from a nonasymptotic point of view, ¢, o satisfies (Plevel.q )-
Moreover, this property remains valid when the conditional quantile éj,(gx)(l — «v) is approximated with
a Monte Carlo method, thanks to Romano and Wolf’s lemma (see Lemma 4).

3.4.2 Aggregation of Nearest Neighbors tests

Let us here consider a collection K C {1,..., N} of reasonable values for k, and the aggregated test
PbootFLE defined in (3.2) from the collection of tests {ék’a, kek}.

This test then satisfies (Plevela ), and from Henze’s consistency result, one can deduce that it is also
consistent against any alternative.

In [16], we propose a variant of this aggregated test, which allows to handle the two-sample problem
for functional data. It is based on the same ideas as in [BBWO05| and [3]| described in Chapter 2. In a
few words, when the observed random variables belong to a functional space, we consider a collection
K of reasonable numbers k of neighbors, a collection of positive integers D, and the corresponding
collection of k-NN tests based on the d first coefficients in the expansions of the X;’s in a complete
system of the functional space, for k in IC and d in D. This collection of single tests is then aggregated
following the same aggregation scheme as for UOtFLE,

3.5 Perspectives

Our short term perspectives on two-sample problems are numerous as many of the above presented
works are still in progress. The nonasymptotic study of second kind error properties of the proposed
tests in the density and regression models poses the difficulty of the precise control of the permutation
based quantiles. The key elements of this study are therefore concentration inequalities on permuta-
tions, which would play the role of the concentration inequalities for Rademacher chaos used in the
Poisson process model. A part of the PhD thesis of Mélisande Albert is devoted to such concentra-
tion inequalities, as they are also needed to study Mélisande Albert’s independence tests from the
nonasymptotic point of view. The issue is not completely solved yet, as her concentration inequalities
can only be used with a particular form of test statistics.

The introduction of general kernels in test statistics, like for instance reproducing kernels which were
initially dedicated to statistical learning tasks, offers numerous perspectives, which are well beyond
the scope of two-sample problems. On the one hand, it allows, by giving an original point of view on
distance-based tests (see [SSGF13] for instance), to think about many new test statistics for classical
two-sample problems. On the other hand, it also allows to handle two-sample problems in complex
models, where the data are not necessary assumed to be in finite dimensional spaces, for instance,
micro-arrays data and graphs models.



Chapter 4

Bootstrap and permutation tests of
independence

4.1 Introduction

This chapter is devoted to a piece of work with Mélisande Albert during her PhD thesis, Yann Bouret
and Patricia Reynaud-Bouret, which is motivated by a dependence detection issue in neuroscience, and
which has lead to two articles: [12] (with the supplement [13]) and [15] respectively dealing with the
theoretical and practical aspects of the issue.

It is rather atypical in the present dissertation, in the sense that the introduced tests are mainly studied
from an asymptotic point of view, except when permutation approaches are considered, and that they
are single tests, not resulting from the aggregation principle.

In fact, these single tests are included in a multiple test, which enables to select time windows where
a particular dependency structure can be detected. This topic is developed in Chapter 5.

The study of correlations between variables is a key point in data analysis, which places the question of
testing whether two real valued random variables or random vectors are independent among the main
topics of the statistical literature. From the historical, and much used in practice, Pearson’s chi-square
test of independence (see [Pea00, Peall]) to the modern test of [GG10| using kernel methods in the
line of statistical learning, many nonparametric tests have been proposed. Of particular interest are the
tests based on permutation or bootstrap approaches. Two families of such permutation or bootstrap
independence tests may be distinguished at least: the whole family of rank tests including the tests
of Hotelling and Pabst [HP36|, Kendall [Ken38|, Wolfowitz [Wol42| or Hoeffding [Hoe48b| on the one
hand, the family of Kolmogorov-Smirnov type tests, like Blum, Kiefer, and Rosenblatt’s [BKR61],
Romano’s [Rom89| or Van der Vaart and Wellner’s [VAVWO96| ones on the other hand. Given some
prescribed first kind error level «v in (0, 1), these tests are all proved to be asymptotically of size . The
tests based on permutation are known to be in addition exactly (nonasymptotically meaning) of level «,
that is to satisfy (2), for any sample size. Furthermore, some of these tests are proved to be consistent
against many alternatives, such as Hoeffding’s [Hoe48b| one and the family of Kolmogorov-Smirnov
type tests (except the permutation test described in [VAVWO96]).

Detecting dependence is also a fundamental old issue in the neuroscientific literature (see e.g., |GP69]).
The neuroscience problem we are interested in consists in testing whether two spike trains simulta-
neously recorded on two different neurons, during n independent trials as described in [GDA10|, are
independent. A spike train is a set of time occurrences of action potentials for one neuron, the spikes
being the time occurrences themselves, commonly accepted as some of the main components of the
brain activity (see [Sin93]).

In practice, the real recordings of spike trains are discretized in time, so they belong to finite dimensional
spaces. However, due to the record resolution, the dimension of these spaces is so huge (from ten
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thousand up to one million) that it is neither realistic nor reasonable to model such recordings of
spike trains by finite dimensional variables, and to apply usual independence tests. Several methods,
such as the classical Unitary Events method (see [GDA10| and references therein), use a dimension
reduction method (the binning data pre-processing), which unfortunately involve a significant loss
of information. Modeling the recordings of spike trains by point processes and using, constructing if
needed, independence tests specifically dedicated to such point processes thus appear as a more realistic
and reasonable solution.

More precisely, let us introduce a probability space (2, 4, P) and the set X' of possible values for finite
point processes observed on an interval X of R, that is the set of the countable subsets of X. The set
X is endowed with a metric dy (see (4.13) below), issued from the Skorokhod topology, that makes it
separable, thus defining accordingly borelian sets on X and by extension on X2 through the product
metric. A pair X = (X!, X?) of finite point processes defined on (2, 4,P) and observed on X, has
joint distribution P, with marginals P! and P? if P(B) = P(X € B), P}(B') = P(X! € B'), and
P%(B?) =P(X? € B?), for all Borelian set B of X2, and Borelian sets B!, B2 of X.

With these definitions, we can now consider the following point processes model.

M2 X = X, = (X1,...,X,), where (X; = (X}, X2))

point proc. is a sequence of i.i.d. pairs

i>1
of finite point processes defined on (2,.A4,P), observed on X = [0,1], with joint

distribution P, with marginals P; and P;.

Typically, in the neuroscience problem described above, X models pairs of rescaled spike trains issued
from two distinct neurons, simultaneously recorded during n trials. Those trials are conducted on living
animals that are repeatedly subject to the same stimulus or that are repeatedly executing the same
task, and separated by resting periods (more details about the experimental conditions can be found
in Chapter 5 and [15]). In these conditions, it is commonly admitted that the n trials are i.i.d. and

that the model M2 is actually realistic.

point proc.

From the observation of X, we aim at testing (Ho) X{ and X? are independent against ( H;) X1 and
X2 are not independent, which can also be written as

(Hy) P=P'® P? against (H;) P# P'® P2

In our neuroscience problem, this amounts to testing whether the two neurons from which the pairs of
spike trains are issued are independent or not.

Notice that asymptotic tests of independence had already been introduced in [TMRGRB14] in the
parametric model of homogeneous Poisson processes. Such a parametric framework is necessarily re-
strictive and even possibly inappropriate since the very existence of any precise underlying distribution
for the point processes modeling spike train data is subject to broad debate (see [PC09, RBRGTM14]).
To construct nonparametric tests of independence for point processes is therefore of utmost importance
in this neuroscience context.

Based on these considerations, particular bootstrap methods under the name of trial-shuffling have
been proposed in [PG03, PDGO03| for binned data with relatively small dimension, but without proper
mathematical justification. Besides the loss of information the binning data pre-processing involves, it
appears that the test statistics chosen in these papers do not lead to tests of asymptotic prescribed
size as shown and explained in [15]. We propose in [12] new nonparametric tests of independence, in
the spirit of the Kolmogorov-Smirnov type tests of [Rom89] and [VAVW96], based on U-statistics and
whose critical values are obtained via bootstrap or permutation approaches.

But whereas the tests of [Rom89] and [VAVW96| are based on particular U-statistics for i.i.d. real
valued random variables or vectors, ours are based on general U-statistics for i.i.d. pairs of point
processes. To our knowledge, there is no other work on the bootstrap or permutation of such general
U-statistics for i.i.d. pairs of point processes.



4.2. GENERAL DESCRIPTION OF THE TESTS 77

Though the proofs of our results are rather close to the ones in [LN09] for the bootstrap, and inspired
by Romano’s [Rom87, Rom89| work and Hoeffding’s [Hoe52| precursor results on the permutation, an
additional difficulty thus lies in the nature of the mathematical objects we handle here, that is point
processes and their associated point measures which are random measures.

Furthermore, whereas the convergence of the conditional distribution of the permuted test statistic
given the observed sample X, towards the limit distribution of the original test statistic under (Hp),
when (Hp) is actually satisfied, can be considered as a rather usual result, the asymptotic behavior
of the permuted test statistic under ( Hj) is rarely studied, even in more classical settings than point
processes. Our result in Theorem 9 solves this question in the present framework. It can thus be viewed
as the beginning of an answer to a problem stated as open question in [VAVWO96, page 371].

Besides these asymptotic aspects, we focus on the nonasymptotic properties of the permutation ap-
proach, in particular when Monte Carlo methods are used to approximate the chosen critical values
or quantiles. It has been acknowledged that when both bootstrap and permutation approaches are
available, permutation should be preferred, since the corresponding tests are guaranteed to be of the
prescribed level. Details are given in Section 4.4. Nevertheless, we keep investigating both approaches
together, as bootstrap methods - through trial-shuffling - are the usual references in neuroscience.

4.2 General description of the tests

4.2.1 From neuroscience interpretations to general test statistics

The main dependence feature that neuroscientists expect to detect between two neurons corresponds
to synchronization in time, referred to as coincidences [GDA10]|. More precisely, neuroscientists aim at
assessing if such coincidences occur significantly, that is more than what may be due to chance. They
speak in this case of a detected synchrony.

Different kinds of coincidence count functions have been introduced in the neuroscientific litera-
ture, such as the binned coincidence count function or its shifted version introduced in [Grii96] and
[GDGT99]. We here particularly focus on the notion of coincidence count between two point processes
X1 and X? with delay 6 (§ > 0) defined in [TMRGRB14] by

wgoinC(leXz)_/ ]l\u—v|§6dNX1 (’U,)dNXz(U) = Z ]1|u—v|§67 (41)
[071]2 uEXl,vEXQ

where dN is defined as in (1.20).

In the parametric homogeneous Poisson framework of [TMRGRB14|, for every i in {1,...,n}, the

expectation of gpgomc (Xl-l, Xf) has a simple expression as a function of ¢ and the intensities A1 and Ao

of XZ-1 and XE . Since A1 and A2 can be easily estimated, an estimator of this expectation can thus be
cotnc

obtained using the plug-in principle, and subtracted from ¢§ (Xil, Xf) to lead to a test statistic,
based on

C(Xn) =Y i (X}, X7), (4.2)
i=1

with an asymptotic standard Gaussian distribution under (Hy ).

In the present nonparametric framework where as few assumptions as possible on P have to be made,
such a centering plug-in tool is not available. We use instead a self-centering trick, which amounts,
combined with a rescaling step, to considering the statistic

LY (e (] XD) - e (X X2)) (13
n(n - )i;éi/e{l,...,n}

As we did not want to restrict our study to the particular synchrony detection problem, noticing that
(4.3) can be written as a U-statistic of the i.i.d. sample X,, = (X7, ..., X,,) with a symmetric kernel, as
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defined by Hoeffding [Hoe48a|, we in fact investigate more general independence test statistics. These
test statistics are based on U-statistics of the form

1
Unpn(Xy) = nn=1) ~¢',E%: }h(Xi,Xi’)a (4.4)

where h : (X?)2 — R is a symmetric kernel such that:

For all n > 2, U,, ,(X,,) is zero mean under (Hy ), that is,

(-AC’ent)
for X and X’ i.i.d. with distribution P! ® P%, E[h (X, X")] = 0.

The particular case where for z = (2!, 2%), y = (y',9?),

(@goinc (.Tl,.TZ) + QOCO”LC (y y ) (pcoznc ( 1’ y2) . (pcoznc (y T ) ) (45)

N =

h(]:, y) - hwgoinc (x, y) =

for which U,, , pgone (X,,) is equal to the statistic (4.3) is called the Coincidence case.

The extended case where

hz,y) = hy(z,y) = % (¢ (2", 2%) + o (¥, v%) — o (2", 97) — ¢ (v',27)), (4.6)

for some given integrable function ¢, is called the Linear case.
In these cases, note that (Acent) is straightforwardly satisfied and that the statistic Uy, (Xy) is an
unbiased estimator of

//np (z',2?) (dP(z',2*) — dP' (z")dP?(z?)),

without any distribution assumption on the underlying point processes.

If the X;’s were pairs of finite dimensional variables with continuous distributions w.r.t. the Lebesgue
measure, this statistic would be closely related to Kolmogorov-Smirnov type tests of independence.
For instance, the test statistics of Blum, Kiefer, and Rosenblatt [BKR61], Romano [Rom89|, Van der
Vaart and Wellner [VAVW96| are equivalent to

Vi sup U, (K|

vleVl v2e)?

where, respectively:

— V=V = R, “P(Ul,vQ)('xlv $2) - ]1}—oo,v1}(x1)]l]—oo,v2] (x2)
— V! and V2 are countable VC classes of subsets of R?, Pt p2) (@, 2?) = 1
— V! and V? are well-chosen classes of real-valued functions, Dot z)(az r?) =

Besides (Acent ), we also assume that U, ,(X,,) is nondegenerate under (Hy).

(A ) For all n > 2, U, ,,(X,,) is nondegenerate under (Hy), that is,
nonde
"1 for X and X’ i.id. with distribution P! @ P? Var [E[h(X, X")|X]] #0

Finally, we also need the following moment assumption, which guarantees that the variance of Uy, 5,(X)
exists.

(Anmme) | For X and X' ii.d. with distribution P, E [h? (X, X’)] < +oc.

A detailed discussion about these assumptions, and their relevance in practice, is provided in [12].
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4.2.2 A first basic asymptotic test

The asymptotic setup and additional notation. As explained in the introduction above, the
point of view that we adopt here is mainly asymptotic, so we consider several kinds of convergence. In
particular, using bootstrap and permutation approaches entails taking into account random conditional
distributions, given the sample X,,. It is therefore worth clearly presenting the notation used in the
following to state our results as concisely as possible.
— For any functional Z : (X%)" — R, £ (Z,Q) denotes the distribution of Z(Y,), where Y, is
an i.i.d. sample from the distribution @ on X2. In particular, the distribution of Z(X,) under
(Hp) is denoted by L (Z, P! ® P?).
— If the distribution @ = Q(W) depends on a random variable W, £ (Z, Q| W) is the conditional
distribution of Z(Y,,), Y, being an i.i.d. sample from the distribution @ = Q(W), given W.
— " Q-a.s. in (X;);" at the end of a statement means that the statement only depends on the
sequence (X;);, where the X;’s are i.i.d. with distribution @, and that there exists an event C
only depending on (X;); such that P(C) = 1, on which the statement is true. Here, @ is usually
equal to P.

— "Qn n_?oo Q" means that the sequence of distributions (Qy, ), converges towards ) in the weak

sense, that is for any real valued, continuous and bounded function g, [ ¢(2)dQn(z) —n—+oo
[ 9(=)dQ().
Following the historical paper by Bickel and Freedman |[BF81|, the closeness between two distributions
on R is here measured via the Ly-Wasserstein’s metric dy (also called Mallows’ metric), equivalent to
both weak convergence and convergence of second-order moments.
As often, the real Gaussian distributions have a key role in the limit theorems that we obtain: (v, o2)
stands for the real Gaussian distribution with mean v and variance o2, F, 52 for its c.d.f. and FV_;2 for
its quantile function.

The central limit theorem for U-statistics of i.i.d. pairs of independent point processes.
From the results of Rubin and Vitale [RV80] generalizing Hoeffding’s [Hoe48a| decomposition of non-
degenerate U-statistics to the case where the X;’s are nonnecessarily real valued random vectors, a
central limit theorem for U, ;(X,,) under (Hp) can be easily derived.

Assume that h satisfies (Acent ), (Anondeg ), and (Anrme ), and let

op prgpz = 4Var [E [h (X, X') [X]] for X and X ii.d. with distribution P' @ P?. (4.7)
Then,
da (£ (Vs P' & P2) N(0,0% pr ) ) 0. (4.8)

Considering the unbiased estimator of 02 Plop? under (Hy) defined by

4
22 X,) = XlaX XlaX )
Z7J7ke{17"'7n}7#{z7]7k}:3

this in particular leads to the following result:

1 2

Given some prescribed first kind error level « in (0, 1), a simple asymptotic test can thus be defined
by

Ona = Lf) /0, (X520 By (1-a/2)} (4.9)

This test is asymptotically of size «, that is, it satisfies
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( s ) ‘P(¢”7hva:1)_>n—>+ooaifP:P1®P2_

size,a

It is also consistent against any reasonable alternative P, that is, considering the set
P1={P, [h(z,a)dP(z)dP(z') # 0}, it satisfies

( gc?nsist.,P1) ‘ P(¢n,h,a =1) 2 postoo Lif P € Py

Moreover, similar results hold for the corresponding upper and lower-tailed tests, at the difference that
consistency is only obtained on:

— P ={P, [h(z,2')dP(x)dP(z') > 0} for the upper-tailed test,

— Py ={P, [h(z,a")dP(z)dP(z') < 0} for the lower-tailed test.
However, such a purely asymptotic test may of course suffer from a lack of power when the sample
size n is small or even moderate, which is typically the case for the application in neuroscience we
are interested in for biological reasons (from few tens up to few hundreds at best). So following the
works of Romano [Rom89| or Van der Vaart and Wellner [VAVW96], we turn to classical bootstrap
and permutation approaches, which are known to generally outperform such a simple asymptotic test,
especially for small sample sizes.

More precisely, we introduce some tests of the same form as the above asymptotic tests:

¢1Jlr,h,a = ﬂ{ﬁU,,,7h(Xn)>cz b (X)) (upper-tailed test),
¢7:,h,a = ]l{ﬁUn,h(Xan;h LX) (lower-tailed test), (4.10)
éf):,é;a = ¢:,h,a/2 v ¢;,h,o¢/2 (two-tailed test),

but with random critical values c:{ ho(Xn), ¢ o (X;,) obtained from bootstrap or permutation ap-

proaches. Though these approaches are here mainly justified from an asymptotic point of view as
well (except for the exact level achievement when considering permutation), the simulation studies
presented in [12] and [15] indeed show their efficiency for small sample sizes.

A nonasymptotic theoretical study, by Mélisande Albert, of permutation tests of independence, but
for i.i.d. real valued random variables is in progress, and constitutes a large part of her PhD thesis.

Remark that if (Ayondeq ) does not hold, 027 piop2 = 0and VnUp 1(X,;,) tends in probability towards 0.
Indeed, degenerate U-statistics of order 2 have a faster rate of convergence than \/n (see [AG93] for
instance for explicit limit theorems). Hence, in this case, \/nU, »(X) can not be used as a test statistic
anymore. As noticed above, the relevance of (Apondeq ) is discussed in [12].

4.3 Bootstrap tests of independence

As seen in (4.8), the limit distribution of the statistic \/nU, »(Xy,) under (Hy) is not free from the
unknown underlying marginals P! and P2. The main purpose of the classical bootstrap approach is
to construct a conditional distribution, which only depends on the observed sample X,,, but which
approximates this unknown distribution, for large, but also moderate or small sample sizes. As each
X; = (X}, X?) is P! @ P2-distributed under (Hy), the first and second coordinates of the elements of
X,, are independently resampled according to the marginal empirical distributions P} given by

. SRR
forj=1,2, PJ= EZ(SXE' (4.11)
=1
More precisely, a bootstrap sample from X, is denoted by X} = ( ,’;71,...,X,*L’n), with X7, =

(X*l

n,.’

X;?Z-), and is here defined as an n i.i.d. sample from the distribution P} @ P2.
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Then, the bootstrap distribution of interest is the conditional distribution of \/nU, »(X}) given X,
that is £ (\/ﬁUn,h, Pl® P,%\Xn) to be compared with the initial distribution of \/nU, ;(X,) under
(Hy), that is £ (v/nUy,p, P' ® P?).

In the following, as usual, E*[] stands for the conditional expectation given X,,.

4.3.1 Consistency of the bootstrap approach

Our results of consistency for the global bootstrap approach were obtained under several additional
assumptions, that are rather classical in the bootstrap scene. Nevertheless, as the random variables
we deal with are not real-valued variables but point processes, these assumptions may be difficult to
interpret in the present setup. Their relevance, in theory as well as in practice is therefore also discussed
in details in [12].

In addition to assumption (Agent ), we need its following empirical version:

For z1 = (z},22),...,2, = (z},22) in X2,

Yoiviniy ity Pl 22, (w3, 23 ) = 0.
Notice that this assumption, as well as (Acent ), is fulfilled in the Linear case where h is of the form
h, given by (4.6).
Furthermore, a stronger moment assumption than (Apz, ) is required, namely

For X1, Xo, X3, X4 i.i.d. with distribution P on X2,
) Y A 2 1 2 1 2
and for iq,19,4,45 in {1,2,3,4}, E[h ((X X; ), (Xi/l’Xi’Q))] < +00.

i1 <o
When (A}, ) is satisfied, this implies that

— (Aprme) is satisfied (taking iy = ig, i} = i, and i} # i),

— for X ~ P, E[h*(X, X)] < 400 (taking i1 = iy = i} = i),

— for X1, X i.i.d with distribution P'®@P? E[h?(X1, X2)] < +oo (taking i1, iz, 4}, i5 all different).
Finally, a continuity assumption is required on the kernel h: let us describe the topology we use here.
The set X can be embedded in the space D of cadlag functions on [0, 1] through the identification
N :z € X — N, € D, where N, is the counting process associated with = as defined in (1.19). Now
consider the uniform Skorokhod topology on D (see [Bil09]), associated with the metric dp defined by

( *C’ent )

( *Mmt

dp(f,g) = inf { >0, INEA, sup [A() —t| <&, sup [F(A(H) —g(t)] < } , (4.12)
te[0,1] te(0,1]

where A is the set of strictly increasing, continuous mappings of [0,1] onto itself. Thanks to the
identification N above, X can then be endowed with the topology induced by dx defined on X by

dy(z,2") = dp(N(z), N (")) for every z, 2’ in X. (4.13)

As an illustration, if z and 2/ are in X, for € in (0,1), dy(x,2’) < e implies that x and 2’ have the same
cardinality, and for k in {1,...,#x}, the k' point of x is at distance less than e from the k' point
of 2/. Since (D, dp) is a separable metric space, so are (X,dy), (XQ, dXZ) , where dy2 is the product
metric defined from dy (see [Dud02, p. 32]), and (X2 x X2, d) , where d, the product metric defined
from dy2, is given by

j=1,2 7j=1,2

d((:n,y), (:c',y')) = sup{ sup {dx(:[,‘j7,1‘,j)}7 sup {d;((yj,y’j) } } 7 (4.14)

for every z = (z',22), y = (y*,32), 2’ = (1, 22), y = (', y'?) in X2.

The kernel h chosen to define the U-statistic U, ,(Xy,) in (4.4) is here assumed to satisfy:
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There exists a subset C of X? x X2, such that (P! ® P?)®2(C) =1 and

(ACont )
h is continuous on C for the topology induced by d.

Notice that in the Linear case with

PXX) = (00,7 = [ )N ()N (0, (4.15)
[0,1]2

for some continuous integrable function w, the kernel h,, defined by (4.6) is proved to satisfy (Acons ).

As for the Coincidence case, we also prove that the coincidence count kernel hspgomc defined on X? x X2

by (4.1) and (4.6) satisfies (Acont ) for a reasonable choice of 0.

Let us now state the main results we obtained in [12].

Theorem 9 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). Under (Acent), (Agent): (Abime)
and (ACont)y

dy (L (VU p, Py @ P3| Xy), £ (VAUy p, P'@P?)) — 0, P-a.s. in (X;);.
n—-+00

Notice first that the above convergence result holds under (Hy) as well as under ( Hy ).
Then, its proof does not use (4.8), so here the bootstrap distribution £ (/nUp, s, Pt ® P2|X,) is
directly compared to L (\/ﬁUn’h,Pl ® P2), without arguing that they both converge to the same
Gaussian limit distribution, as often done in papers dealing with the bootstrap. In particular, the
assumption (Apondeg) is not needed therefore, when the U-statistic U, ;(X,) is degenerate, both
considered distributions converge to the Dirac mass in 0.
However, (4.8) plays a crucial role to obtain the following corresponding convergence of the boot-
strapped c.d.f. and quantiles.

Corollary 3 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). Let X;- be an n i.i.d. sample from
the distribution P @ P? on X2. Under (Anondeg) and the assumptions of Theorem 9,

— 0, P-a.s. in (X;);.

n—-+o0o

sup [P (VA (X;) < 2| Xa) = P (VAU u(Xi) < 2)
z€R

If moreover, q:;(i(") denotes the conditional quantile function of \/nU,, 1 (X}) given X,, and qTJLLh denotes

the quantile function of \/nU, »(Xt), for every u in (0,1),

*(Xp)

’qnfh (U) — qih(u)] — O, P-a.s. in (Xz)z

n—-4o00

4.3.2 Asymptotic properties of the bootstrap tests

The result of Corollary 3 is the fundamental point to construct our bootstrap tests. Let ¢ d);’;a

n,h,o’
and qbzz/a  respectively be the three tests defined by (4.10) with

hnaXn) = a5 (1-a), (4.16)
_ *( X ’
GnaXn) = 5.

Note that the quantiles q:L(Z(”)(u) are random, depending on X,,, and that they may be exactly com-

puted by considering the n?" possible bootstrap samples. The algorithmic complexity of such an exact
computation is usually so large that a Monte Carlo approximation, based on resampling from the
original X,,, is preferred in practice. This Monte Carlo step is also considered here. So let (By)n>2
be a sequence of possible numbers of Monte Carlo iterations, such that B, —p 100 +00, and for
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n > 1, let (Xfll, .. .,X:B”) be B, independent bootstrap samples from X,,. Set (U*!,... , U*Pr) =
(Unn(XED), .., Uy n(X2B7)). Introduce the corresponding order statistic (U*(M), ..., U*Bn)) and let

qﬁzﬂl/{gﬂ <Z>:LA}/{§ and <Z>*MC o+ respectively be the tests defined by (4.10) with

o haXn) = aUur(0=aBeD,

(4.17)
ConaXn) = V/nU” (laBn]+1)

Theorem 10 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). If (Apnondeg): (Acent), (Afent)s
(A ) and (Acont) hold, then the tests qﬁnha, (anha and qﬁn;;/a satisfy (P mea) and respectively
(7700 ) (73oo _), (,P(ci?nsist‘,'Pl) The same results hold for ¢*Mo+, ¢*MC— nd qﬁ;kl]\gcoz +/-

consist.,Py" /7 consist.,P] nha

Notice that when ¢ is equal to " defined by (4.15) with a continuous integrable function w, Theorem 10
means that the corresponding two-tailed tests are consistent against any alternative such that 3, =
J w(u,v) (E[dNx1(u)dNx2(v)] — E[dNx1(u)] E[dNxz2(v)]) # 0. In [STM15|, for a particular function
w, a nonasymptotic oracle-type result states that under specific Poisson assumptions, if 5, is larger
than an explicit lower bound, then the second kind error rate of the proposed upper-tailed test of
interaction is less than a prescribed level § in (0,1). In some sense, Theorem 10 thus generalizes the
result of [STM15] to a setup with much less reductive assumptions on the underlying stochastic models,
but in an asymptotic way, and without any evaluation of the separation rate.

4.3.3 Sketch of proof

We give below a short sketch of proof of Theorem 9, which follows similar arguments to the ones of
[BF81| for the bootstrap of the mean, or to [DM94| and [LN09| for the bootstrap of U-statistics. The
main novel point here consists in using the topologies induced by the metrics dp, dy and d defined by
(4.12), (4.13), (4.14) and the properties of the separable Skorokhod metric space (X, dy), where weak
convergence of sample probability distributions is available (see [Var5§]).

Recall that (2, A,P) is the probability space on which all the X;’s are defined, so {2 represents the
randomness in the original sequence (X;); and a given w in ) represents a given realization of (X;);.

[First step|] The first step of the proof consists in constructing, for almost all w in €2, a sequence
of random variables (Y%, ,)n>1 such that for every n > 1, Y , ~ Pl ® P3,, where P}, =

n,w,a n,w,a n,w?
n~! Yoy (5qu- (@) is the jth marginal empirical measure Correspondlng to the realization X (w), a

random variable Y, , ~ P! @ P?, and {(VF e, p)n>1, Yo} an independent copy of {(Y;¥,, o)n>1, Yua},
both defined on some probability space (€2, A{U, IP/,) depending on w such that

n—-+o0o

EL[(h(,;*7w7a,Y,f’w’b)—h(Yw,a,Yw,b)f} Y (4.18)

where E/, denotes the expectation corresponding to P.,.

From the strong law of large numbers for U-statistics due to Hoeffding [Hoe61|, we deduce that there
exists 3 C Q such that P(Q;) = 1 and for every w in Qy,

Z h? ( w), X2(w)), (Xf(w), X} (w))) — E[r*((X],X3),(X3,X7))]. (419

n—-+0o
4,9,k 0=1

Since (X,dx) defined by (4.13) is separable, Theorem 3 in [Var58] can be applied, so there exists
Qo C Q such that P(Q22) = 1 and for every w in o,

1 2 1 2
Pl ®P, = PP,
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Fix w in Qy = Q1 N Q9. Following the proof of Skorokhod’s representation theorem in [Dud02, Theo-
rem 11.7.2, p. 415], since (X2, dy2) is also a separable space, it is possible to construct
— some probability space (0, A,,P)),
— some random variables Y,*, , - €, — X% Y,
— You: QL — X2 Y, QL — X? with distribution P! ® P2,
such that {(Y,S, o)n>1,Yua} and {(Y;%b)nzl,?w,b} are independent, and w.r.t. the metric d, under
(-AC’ont )7

: Q, — X2 with distribution P, , ® P2

n,w?

PL-&.S., h (Y* Y * ) _>n—)+oo h (Yw,aa Yw,b) .

n,w,a’ * n,w,b
As P/ -a.s. convergence implies convergence in probability, to obtain (4.18), we only need to prove
that the sequence (h*(Y,, ., Y,*, ;))n>1 is uniformly integrable. This is done just noting that (4.19) is
equivalent to

B0 (Vi Viws) = o D0 W2 (K1), X3), (XE(w), X7 ()
,7,k,l=1
S BIR (X0 X3) (X3, XT)) | = B [P7 (Yo Yop)] -

(4.18) is thus obtained for any w in £, with P(Qy) = 1.
[Second step] We prove that for all n > 2,

da (£ (ViUnps P @ P2|X0) o £ (ViU p, P' @ P?) )

2
=" & | (1 (v ¥) ~ 0 v )
(YiarYa ), (Vi Ys ) diid,
YJ7Q7Y;7bNP%®P,’%7 Ya7n~P1®P2

Since

(Y2 Ya)v(igE Yy ) iid., E*[(h( na ;,b)_h(YmYL))Q] (w)

n,a’ n,b’

Y oY, ~Pr QP2 L, Yo, Yy~Pl@P?

n,a’tn

< E, [(h (Vi s Viiws) =1 (Yoo Vo) )2] :

(4.18) allows to conclude.

4.4 Permutation tests of independence

The permutation approach we consider consists in randomly permuting the second coordinates of the
observed pairs of point processes. More precisely, given a random permutation I1,,, uniformly distributed
on the set &,, of permutations of the set {1,...,n}, and independent of X,,, a permuted sample from
X, is defined by X} = (X1, ..., X)) with X;™ = (X}, X7 ).

Let P* be the conditional distribution of X!I» given X,,. Like for the bootstrap, the idea of the present
permutation principle is to mimic the distribution of the test statistic under ( Hy), so that permutation
tests, defined through permutation-based critical values, can be introduced. More precisely, if for all

kernel h, all n > 2, q;(;( ") denotes the quantile function of £ (\/nU, 1, P;|X,, ), we introduce the tests

Ot & and ¢/ defined by (4.10) with

nvhva’ le,h,O{
Xn
FhaXn) = @50 —a),
" ) (4.20)
n,h,a (X”) qn,h (Oé)
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Like for the bootstrap approach, even if an exact computation of the quantiles qz(})f”)(u) is possible by

sorting the n! values of {Uy, n (X7" )}, g . for algorithmic reasons, a Monte Carlo approximation is
used in practice. So, let (By,)n>2 be a sequence of possible numbers of Monte Carlo iterations, such that
By —n—t00 +00. Forn > 1, let (H,ll, . ,Hf“) be a sample of B,, i.i.d. random permutations uniformly

. . .. . . ! Bn» .
distributed on &,,. The order statistic associated with (Un,h (Xn"), s Un (Xnn ),Un,h (Xn)) is

denoted by (U*(l), ..., U*(Bntl) ) Our Monte Carlo permutation tests qﬁ:%g’Jr, <Z>:LJ‘Z(;:_ and ¢;{\,{g’+/_
are then defined by (4.10), with

*([(1=a)(Ba+1)])
“n.h.o vn ’ (4.21)

¢y o (Xy) = pUrleButD]F),

_l’_
X
<

Il

4.4.1 Asymptotic properties in the Linear case

We prove in [12] that the conditional distribution £ (\/nU, p, P}|X,) is asymptotically close to the
distribution £ (\/ﬁUmh,Pl ® PQ). Following the statements of our bootstrap results in Section 4.3,
we still express (see (4.23)) the closeness in distributions between the permuted and original statistics
in terms of Wasserstein’s metric, and this even under ( H; ). This result is therefore one of the newest
results of our work, whose scope is thus beyond the only generalization to the point processes setting. In
particular, as it allows to understand the behavior, under ( Hp) as well as under ( H; ), of the permuted
test statistic, it can be viewed as a step toward a solution for the open question of [VAVW96, p. 371],
as explained in the introduction. However, the result is only obtained in the Linear case, where h is
of the form h,, for some integrable function ¢, as defined in (4.6), under (Apondeg) and the following
moment assumption.

(Apnmt) ‘ For X = (Xl,XQ) with distribution P or P! @ P% E [904 (Xl,XQ)] < 00.
Recall that in the Linear case, (Acent) is always satisfied.

Theorem 11 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). In the Linear case, under (Anondeg)

do (c (VAU PE[X0) N (0, 02 pigps ) ) o0, (4.22)

n—-+o0o
where —— stands for the usual convergence in P-probability.

We then deduce from (4.8) that, in the conditions of Theorem 11,

dy (L (VU Pi|X0) £ (ViU PP @ P?)) 5 0, (4.23)
and for every w in (0, 1),
*(Xn) P F—l

4n,h, (u> 0

n——+o0o O»U,Qkp’}ﬂ@pz (u)

These results nearly have the same role as Theorem 9 and Corollary 3, as one can see in Theorem 12.
However, note that unlike the bootstrap approach, the conditional distribution of the permuted test
statistic is not here directly compared to the initial distribution of the test statistic under ( Hp), but
to its Gaussian limit distribution. As a consequence, the consistency result can only hold under the
nondegeneracy assumption (Ayondeg ). Moreover, the convergence occurs here in probability and not
almost surely, but note that no continuity assumption for the kernel A, is used anymore.

Finally, let us remark that the moment assumption, which is here stronger than the one used for the
bootstrap could perhaps be replaced by slighter Lindeberg conditions as in the combinatorial central
limit theorems for permutation (see [Haj61, Mot56, HC78§]).
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Theorem 12 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). In the Linear case, under (Anondeg)

7+/ y
and (Aprme), the tests gbnh o o, o and gi)nh o Satisfy ( mea) and respectively ( cO;)nsist.,Pf)’
*MC,+  xMC,— *MC,+/—
(Pco:nsist.,P;)’ (ngnsist.,Pl) The same results hold for the tests ¢, B ¢n,h¢,a and ¢n,h¢,a .

At this stage, since the permutation independence tests satisfy the same asymptotic properties as the
bootstrap ones, but with much more computation difficulties to prove them, one might wonder whether
the introduction of the permutation tests is of genuine interest.

The main known advantage of the permutation approach lies in its nonasymptotic properties, which
are satisfied, whatever the symmetric kernel h, so not only in the Linear case.

4.4.2 General nonasymptotic properties

As far as we know, the nonasymptotic properties of the original permutation tests are known from
the fundamental paper by Hoeffding [Hoe52|. They are based on an invariance property, which can be
expressed in the present context as follows.

For every (deterministic) element 7, of the group of permutations &,, if P = P! ® P2, that is under
(Hp), then X7 has the same distribution as the original sample X,,.

This property justifies that the permutation tests ¢ and gi) h —are of level a.

n,h,a’ n h «
Indeed, focusing for instance on the upper-tailed test oot it P = P1 ® P2, following Hoeffding’s

arguments, from the invariance property, one has

P( ;ma:l) = (\fUnh( n) > )(1—a)>

n,h,a’

- (fUnh X””>>q,fh 1-a))
= 1'M66n <fUnh XH") q:;,(hxgn)(l—a)ﬂn:ﬂ'n>
- (‘FUM( )>qn(hxnn)(1—a>>

*(Xnm)

- vanh( ) > ) (1-a)

1
_ 1 Tn .
n! Z AU (X ) > )(1—a>]

7Tn€6n

%)

= E

But for all z in (X?)", qZE,fM )(1 — o) is the [(1 —a)n!|th ordered value of {\/nU, (2™ ), m € &, },

therefore,

<nla,

> 1 VU (27 )>¢ ) (1-a)

TnE€GH

which allows to conclude that the test qﬁn ha 18 of level a.
This historical proof, which can be found in [Hoeb2], can of course be reproduced for many testing
problems, and other groups of transformations than &,. For instance, it can be used in the testing

problems of [DR06, ABR10] where the random transformations are defined from Rademacher variables.

Now, from a more recent result of Romano and Wolf, namely [RW05, Lemma 1] recalled in Lemma 4,
*MC+ ¢*MC’,— and ¢*MC’,+/—

b b are also of

one can furthermore prove that for every n > 2, the tests P
level o, and we can state the following result.
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Proposition 6 (Albert, Bouret, Fromont, Reynaud-Bouret, 2015). For every fized sample size n, any

*,+ *,— *,+/— *MC,+  xMC,— *MC,+/— .
test ¢n,h,a equal to ¢n,h,a’ ¢n,h,a’ ¢n,h,a 7 Fn,h,o 7 ¢n,h,a , or ¢n,h,a satzsﬁes

(Pleuel,a) ‘ P(¢n,h,a:1)§aifP:P1®P2-

Note that these nonasymptotic results have no counterpart for the bootstrap approaches in general,
except when a particular exact wild bootstrap approach, based on Rademacher variables, is used (see
[DRO6], [ABR10], [10] and Chapter 3). In a regression framework, [ABR10] further gives a nonasymp-
totic control of the first kind error rate for other kinds of bootstrap tests, based on concentration
inequalities in the spirit of [6], but such concentration inequalities are not accessible in any model and
for any test statistic.

4.4.3 Sketch of proof

We give below a sketch of proof of Theorem 11.

Let dpr, denote the bounded Lipschitz metric for the weak convergence (see [Dud02]). For any variable
Zy, depending on X,, and II,,, £(Z,|X,,) denotes the conditional distribution of Z,, given X,,.

[First step] The first step of the proof consists in decomposing /nUy, , (Xg") as

Vi, (X0) =

n—1

(MTILLL (Xn)—{—RE" (Xn) _Tn(Xn))a

where Myl (X, ) =072 30,5 I, 9= Cigs B (X)) =072 300 (T, =i — 1/n) Ciis Tn (Xi)
25y, Cig, with Cig = p(XL, X2) — E [p(X}, X)X} ] B [(X!, X2)| X2 ] + E [o(X}, X3)],
X = (X', X?) being P-distributed and independent of (X;);.

From Markov’s inequality, we prove that

E[|R)" (X0)|[Xa] = 0and T (X,) > 0,

which leads to

n

o (£ (i, (X)) £ (

Xn>) Lo
n—-+oo

[Second step| The second, and most difficult, step of the proof consists in proving that

dpr, (E (M (X)X, ), A (o,abePl@Pg)) 0. (4.24)
First note that M}.;[” (Xn) = Z?:l Yn,i, with Ynﬂ' = n*1/2 Z;;ll (]lnn(i):jCi,j + ﬂHn(j):iCj,i) .
Now, let I/, be a random permutation uniformly distributed on &,,, independent of II,, and X,,, and
define Y, , and M (X,,) by replacing II,, by II/, in the definitions of Y,,; and M} (X,,). Fix a,b
in R. Setlcing Fni = o (I, I, X1, Xo,..., X;) for 2 < i < n, we prove by technical computations
that (aY,; + bY,. ;, Fni)2<i<n is a martingale difference array. From a central limit theorem for such
martingale difference arrays, we obtain that

£ (b (Xo) + M5 (X)) = N (0,(a® 4+ 17) 07 _praps )

n—-+00

which, according to the Cramér-Wold device, gives that for every ¢ in R,

11, <
P (Mg (Xp) <t) — Fog2 pnpa )
P(M}}n(xn) < t, My (X,) gt) — F2 ®).
n—+oo %, plgp2



88 CHAPTER 4. BOOTSTRAP AND PERMUTATION TESTS OF INDEPENDENCE

Using Chebychev’s inequality, with the fact (see [Dud02, Theorem 9.2.1] for instance) that in a sepa-
rable metric space, convergence in probability is metrizable, and therefore is equivalent to almost sure
convergence of a subsequence of any initial subsequence, we prove that this leads to (4.24). Hence

dpr (£ (VAU (XE)[Xa) N (0,02 prgpz) ) = 0.

n—-+0o0o

[Third step] We finally derive via direct computations and the strong law of large numbers for U-
statistics of Hoeffding [Hoe61]|, the convergence of the conditional second order moments:

B[ (Vis, (X)) [Xa] 225 0} proe

n—-+o0o

which ends the proof.

4.5 Experimental results

The above bootstrap and permutation tests have been applied on simulated data as well as real
data from neuroscience experiments. We only tackle in this short section the simulation study, as
the real application is developed in the first part of Chapter 5 devoted to multiple tests. Indeed, in this
application, the tests are used on several time windows, that cover the whole observation time interval,
simultaneously, and therefore integrated in a multiple testing procedure.

On the one hand, samples from several distributions P = P! ® P? have been simulated in order to
estimate the size, that is, the first kind error rate, of the tests. On the other hand, alternatives were
chosen, so that they are either pairs of Poisson processes, or more realistic point processes in the
neuroscience context (for instance Hawkes processes) with particular dependence structures, in order
to estimate the power of the tests.

All the obtained results confirm that the permutation test should be preferred, as, in all the experi-
ments, it shows an exact control of the size, and, compared to other tests that also guarantee such a
control (which is not the case for the bootstrap test), it is also the most powerful one.

The test based on the trial-shuffling approach from [GDA10|, which is the reference distribution-free
method for neuroscientists, is clearly too conservative. We explain and illustrate in details in [15] that
this conservative behavior is due to a centering defect: the bootstrap approach is applied on a statistic
close to C(X,,) (see (4.2)), which is not properly centered. The present bootstrap tests were initially
devoted to correcting this defect.

When we introduced the permutation tests however, we also observed that a test based on the permu-
tation approach with the statistic C(X,,) does not suffer from the same defect. In fact, as our centering
correction term is invariant under permutation, this test is equivalent to ours.

4.6 Perspectives

An immediate perspective would be to study an aggregated test based on the above single independence
tests, typically defined from a collection of tests based on h coinc, for several values of 6. However, in the
present context, this issue has only theoretical interest. Neuroscientists are in fact especially interested
in the value of § which leads to a rejection of the independence hypothesis, as it provides the delay of
interaction between neurons.

The nonasymptotic study of the permutation based independence tests constitutes a large part of the
PhD thesis of Mélisande Albert, where appropriate concentration tools on permutation are developed.
This work is still in progress and in particular, new concentration results are expected to handle very
general forms of independence test statistics, for instance based on kernels in the spirit of [GG10].
Another path would be to develop a new exact bootstrap approach, different from the permutation one,
whose nonasymptotic theoretical study would be facilitated, at least for some forms of U-statistics.



Chapter 5

Multiple tests

5.1 Introduction

Let X be an observed random variable, defined on a probability space (€2, .4, P). Given a possible set
P of distributions P for X, we recall that a hypothesis is defined through a subset of P. In a classical
single testing problem, two hypotheses are considered: the null hypothesis ( Hy ), which is viewed as
the favorite one, and expressed from a subset Py as

(HO) P € POa
and an alternative ( Hj ), expressed from a subset P; C P\ Py as
(H 1) P e Py.

In a multiple testing problem, a whole collection of null hypotheses is considered. For sake of simplicity,
following the terminology of Goeman and Solari [GS10]|, these hypotheses are confused with their
associated subset of P. An hypothesis H is therefore defined as a subset of P. It is said to be true
under P if P belongs to H, and false under P otherwise.

Given a finite collection H of such hypotheses, the aim is simultaneously testing H against P\ H, for
every H in H, that is, simultaneously testing "H is true under P" against "H is false under P", or
equivalently "P € H" against "P ¢ H", for every H in H.

We introduce the set of true hypotheses under P, given by

T(P)={HeH, PecH},
and the set of false hypotheses under P, given by
F(P)=H\T(P)={HeH, P¢ZH}.

A multiple testing procedure or a multiple test is a statistic given by a collection of rejected hypotheses
R C H, only depending on the observed random variable X, whose goal is to infer the set F(P).
It is usually constructed from single tests of "P € H" against "P ¢ H", for all H in H, that are mostly
defined through p-values pg, for H in H. For instance, given a collection of p-values {py, H € H}
such that for all P in H,

VuE(O,l), P(pHSU)SUa

given a prescribed error rate level v in (0, 1), the historical Bonferroni multiple test (see e.g., [Sim86|)
is defined by {H € H, puy < o/#H }.

As seen in Lemma 1, to go back and forth the expression of the considered single tests via test statistics
and critical values and their expression via p-values, it is however more convenient to consider the
following version of the Bonferroni multiple test:

7?/Bonf = {H €H, pu < Oé/#H}, (51)
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which is generalized to the weighted Bonferroni multiple test:
RwBonf:{HE%) PH <wHa}v (52)

{wn, H € H} being a collection of positive weights such that ), wy < 1.

The Bonferroni multiple tests have been specifically constructed so that they have a Family-Wise Error
Rate, and so a weak Family-Wise Error Rate, defined as follows, both controlled by the prescribed level
.

Definition 7 ((Weak) Family-Wise Error Rate). The weak Family-Wise Error Rate of a multiple test
R is defined by:
wFWER (R)= sup P(RNT(P)#0),
P, T(P)=H

and the (strong) Family-Wise Error Rate of R by:
FWER(R)=sup P(RNT(P)#0).

PeP
But controlling the above FWER may be too stringent and not needed in some applications. Many
other first kind error-related criteria for multiple tests have thus been introduced in the statistical
literature, generalizing or relaxing the FWER, defined above as the maximal probability of one or
more false discoveries (true null hypotheses that are rejected). Among them, the Per-Family Error Rate
(PFER) suggested by Spjgtvoll [Spj72| corresponds to the average number of false discoveries, while the
k —FWER introduced by Hommel and Hoffman [HH88| and further studied by Korn et al. [KTMS04],
Lehmann and Romano [LRO05], Romano and Shaikh [RS06] or Romano and Wolf [RW07, RW10|, is
the probability of k£ or more false discoveries. Like Genovese and Wasserman [GWO04], several of these

authors also focused on the False Discovery Proportion (FDP), whose expected value is the very popular
False Discovery Rate (FDR) introduced by Benjamini and Hochberg [BH95].

Definition 8 (False Discovery Rate). The False Discovery Rate of a multiple test R is defined by:

Ep [ETEOR] R £,

0 otherwise.

FDRp (R)=Ep {W]

Notice that for every multiple test R, supp 7(p)—y FDRp (R) = wFWER (R).

So, if supp, 7(p)—y FDRp (R) < a then R has a wFWER controlled by . Furthermore, a multiple
test such that FWER (R) < «a satisfies suppcp FDRp (R) < a.

Benjamini and Hochberg introduce in [BH95] their famous multiple test defined as follows. Considering
the ordered p-values p™) < ... < p(#H) of {pm, H € H}, and denoting the corresponding hypotheses
by HY ..., H#") Benjamini and Hochberg’s procedure is given by

Rpn — {H<1>, o ,H(k)} with k& = max{i, p® < m/#%}.
If the single test statistics or the p-values {pg, H € H} are independent, then

sup FDRp (Rpr) < .

PeP
Benjamin and Yekutieli [BY01] proved that the procedure still controls the FDRp for every P in P
such that the single test statistics or the p-values (corresponding to the true hypotheses) satisfy a
positive dependency property, namely the PRDS property. They propose in other cases of dependency

a modified procedure with o/ (ijf 1/ z) instead of a so that the FDRp is always controlled by a.

The present chapter is devoted to two very different topics in the multiple testing scene: an applied
one about a neuroscience issue, and a theoretical one about the definition of new second kind error
related criteria for multiple tests.
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5.2 A distribution free Unitary Events method in neuroscience

Following the work presented in Chapter 4, and focusing on the neuroscience application which has
motivated it, we introduce a new distribution free Unitary Events (UE) method, named Permutation
UE, in a paper with Mélisande Albert, Yann Bouret, and Patricia Reynaud-Bouret under revision in
a neuroscience journal [15].

Before precisely describing this method, which consists in a multiple testing procedure involving the
permutation independence tests based on delayed coincidence count, as defined in Section 4.4, we
briefly come back to the experimental protocol and the problem at hand.

5.2.1 Experimental design, data and testing problem

As explained in Chapter 4, the eventual time dependence either between cerebral areas or between
neurons, and in particular the synchrony phenomenon, has been and is still vastly debated and investi-
gated as a potential element of the neuronal code (see [Sin93] for instance). To detect this phenomenon
at the microscopic level, multi-micro-electrodes are used to record the nearby electrical activity. Af-
ter pretreatment, the time occurrences of action potentials (spikes) for several neurons are available.
One of the first steps of analysis is then to assess whether two simultaneously recorded spike trains,
corresponding to two different neurons, are dependent or not.

The data used here were partially published in previous experimental studies [RGDG00, GR03, RGMO06|
and also treated in [TMRGRBI14]. These data were collected on a 5-year-old male Rhesus monkey
who was trained to perform a delayed multidirectional pointing task. Concretely, the animal sat in a
primate chair in front of a vertical panel on which touch-sensitive light-emitting diodes, the targets,
were mounted. After the preparatory signal (PS) consisting in the illumination of one of the targets in
green, a response signal (RS) illuminated the target that the monkey had to touch in red. Data recorded
from several micro-electrodes were amplified and band-pass filtered, and using a window discriminator,
spike trains from only one single neuron per electrode were then isolated (see [15] for instance for
more details about the experimental design). Neuronal data (the spike trains) together with behavior
data (such as the reaction time or the movement time of the monkey) were stored on a PC for off-line
analysis with a time resolution of 10kHz.

In the present study, only trials where the response signal (RS) occurred at 1.7s, from the pair of
neurons 13 are considered, as they were already treated in [TMRGRB14].

The trials were recorded on a time interval [0, 7] with 7" = 2.2s. From these data, we aim at detecting
precise locations of dependence periods between the two neurons of the pair 13.

To this end, we consider a collection W of small time windows, that are potentially overlapping intervals
covering the whole interval [0, 7]. The problem at hand then becomes a multiple testing problem of the
collection of hypotheses H = { Hyr, W € W}, where each Hyy can be expressed as "the two neurons
of the pair 13 are independent on W".

On each window W in W, the data restricted to W are assumed to be the observation of a sample
X =X, = (Xy,...,X,) whose distribution follows the model M;i)int proc. of Chapter 4, just replacing
the interval of observation [0, 1] by W, that is

./\/ll(fo)int proc. X =X, =(Xy,...,X,), where (XZ- = (X},Xf))i>1 is a sequence of 1.i.d. pairs of

finite point processes defined on (€2, A, P), observed on X = W, with joint distribution
P, with marginals P; and Ps.

Among the most popular methods used to detect dependence periods between two neurons, is the
Unitary Events (UE) method of Griin and collaborators [Grii96, GDA10]|, which has been applied in
the last decade on a large amount of real data (see for instance [KRPA109] and references therein).
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From the initial method, substantial upgrades have been developed, like in particular the distribution
free methods based on a bootstrap approach named trial-shuffling (see [PG03, PDGO03]). We show in
[15] that the test statistic used in these methods to detect dependence on a given window is not correctly
centered, which makes the trial-shuffling approach inappropriate. The bootstrap and permutation tests
proposed in [12], and presented in Chapter 4, both overcome this difficulty. As explained in Chapter 4,
the permutation tests should nevertheless be preferred as they guarantee a strict control of the first
kind error rate, and are still at least as powerful as the other reasonable tests. Hence, we use these
permutation tests, and integrate them in a multiple testing procedure.

5.2.2 Single permutation independence tests

Let us here focus on a single window W in W, and consider the problem of testing the null hypothesis
Hyy, from data modeled by M2 above.

point proc.

In [12], we propose new tests that suit the dependence feature that has to be detected in the present
neuroscience issue, based on the test statistic

v : ,
VU gome Rn) = 2073 7&6%: . (957 (X7, X7) — 5™ (X7, X7))

with @f7¢(X1, X2) = [ir2 Ljy_yj<sdNx1 (w)dNx2(v) (see (4.4) and (4.1)). A detailed algorithm to

compute §"¢(X 1, X?), with a study of its complexity, are provided in [15].

The corresponding critical values are constructed from a classical bootstrap or permutation approach,

«*MC,+ (b*MC_ ¢*MC+/_
a’ a’

n,h cmanU

and approximated by a Monte Carlo method to lead to the tests ¢

n,h_coinc, n,h coznm
®s

MOt MO and M OF T defined by (4.10), (4.17) and (4.21).

MR coine, n,h pgoine R coine,
Notice that When such resampling approaches are used, the normalization factor in the test statistic,
that is y/n/(n(n — 1)), can be removed provided that it is also removed in the bootstrapped and
permuted test statistics used to compute the critical values.
Furthermore, it has to be underlined that U, 4, X,,) can also be written as

Co’an (

1 n
Un.hcoine (Xn) = C(Xn) - nn—1) Z coine(x 1 x2),

©§ n—1

where C(X,,) is defined as in (4.2) by C(X,) = Y1 | 057" (X}, X2).

As the term Z?Z, 1 @COi”C(X},XiQ,) is invariant by permutation, that is, for any permutation m, in
Gn, D =1 psoime (Xl X2 e ,)> D=1 pseme (X}, X2), C(X,,) can be used as test statistic in the
permutation tests, as well as \/nU, Xn).

Such a "rough" test statistic was already used in the trial-shuffling methods. However, in this case, as
in our classical bootstrap approach, it is important to see that the term > =1 wgomc(Xil, Xi,) is not
resampling-invariant anymore, which makes the use of C(X,,) as test statistic irrelevant.

coznc (

As explained above, we here choose to use the permutation tests, and since neuroscientists expect to
assess whether coincidences occur either more or less than what may be due to chance, we in particular
focus on the upper and lower-tailed tests ¢;MC’+_ and gi)n h

7h coinc 7 COZHC 7
s

5
For practical convenience, these two tests are in fact expressed through their associated p-values. So,

let B be a given number of Monte Carlo simulations, and (IT., ..., II%) be a sample of B i.i.d. random

b
permutations uniformly distributed on &,,. Set for every b in {1,...,n}, Cc* = C(XE"), where

b b b b
Xg” = (Xlnn, - ,XTILI”), with XZH" = (Xil, X?Iﬁ;(z‘))’ The p-values associated with the tests ¢*MC,+

n,h coinc, &
“5
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and QS;{\}{SC’;M’ ., are respectively defined by
8
MC,+ 1 B
Py = B (1 + D b1 1C*bzo(xn)) ,
MC,— 1 B
Py = B <1 + 2 b1 1C*b30(xn)) :

From [RWO05, Lemma 1| (see Lemma 4), the tests that reject Hyy when p;[],\/‘lc’Jr or p?,[],\/lc’_ is less than

a in (0,1) are proved to be both of level a.

5.2.3 Permutation UE method

Let us now consider the whole collection of windows W. Dealing with the multiple testing problem
described above, we propose a multiple test named the Permutation UE method, which consists in
integrating the above single permutation tests based on the p-values pajfwc’“L and /or p#c’_ for W in
W, in Benjamini and Hochberg’s procedure.

Notice that when we only consider the upper-tailed tests that is the p-values paj,\/IC’Jr (or similarly only
the lower-tailed tests), when the windows in the collection are disjoint, and when the considered point
processes in the model M1(>20)int proc. r€ (nonnecessarily homogeneous) Poisson processes, the p-values
are independent. Therefore, the original procedure of Benjamini and Hochberg is proved to control the
FDRp for every P in P. The correction of Benjamini and Yekutieli can be used in other cases.

We give below the complete algorithm that enables to assess if the coincidence count is significantly
too large or too small on each window, which is a useful information for neuroscientists.

/ Permutation UE algorithm \

Fix real numbers § > 0 and ¢ in (0,0.5) and an integer B larger than 2.
- Do in parallel for all window W = [a, b] in W
* Extract the points of the X}’s and X?’s in [a, b].
* For all (i, ) in {1,...,n}?, compute a;; = ©§°"° (X},XJZ) over [a, b]
by the delayed coincidence count algorithm (see [15])
* Draw at random B i.i.d. permutations I1%, 1 < b < B, and compute C** = i Qi (3) -
* Compute also C% = Do Qi
* Return pyj, = BL—H (1 +37, ]lc*bzcobs) and py,, = BLH (1 +30, ]].Cubgcobs>.
- Perform the procedure of [BH95| on the set of the above 24 p-values:
* Sort the p-values p!) < ... < p(Z#W),
* Find k = max{i, p® <iq/(2#W)}.
* Return all the (W, ey)’s, for which W is associated with one of the p-values p@ for i < k,
with ey = 1 if p;,[r/ < p®) | so the coincidence count is significantly too large on W,

\ and ey = —1if py, < p®) | so the coincidence count is significantly too small on W. j

The code has been parallelized in C++ and interfaced with R. The full corresponding R-package is a
work in progress but the program is available at: https://github.com/ybouret/neuro-stat.

The experimental results on the chosen real data, with § = 0.02s, ¢ = 0.05 and B = 10000 are presented
in Figure 5.1. Our Permutation UE method (P) is compared with the MTGAUE method (MTGAUE)
of [TMRGRB14], devoted to Poisson processes, and the trial-shuffling method (TSC) of [PGO03].
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Figure 5.1 — Raster plots for the pair of neurons 13. In black the Unitary Events where the coincidence
count is significantly too large for the three methods (MTGAUE, TSC and P). No interval was detected
for a significantly too small coincidence count. Signs on bottom correspond to behavioral events. The
first black vertical bar corresponds to the preparatory signal (PS), the gray vertical bar to the expected
signal (ES), the second black vertical bar to the response signal (RS).

Permutation UE method detects less windows than both (MTGAUE) and (TSC) methods, but the
detected windows are still in adequation with the experimental or behavioral events. The simulation
study performed in [15] let us think that the extra detections of both (MTGAUE) and (TSC) may be
false discoveries, since both methods do not control the FDR as well as the Permutation UE method.

5.3 Family-Wise Separation Rates for multiple testing

The details of the work described in this section can be found in [14]. It is the result of a collabora-
tion with Matthieu Lerasle and Patricia Reynaud-Bouret, which is currently continuing with Nicolas
Verzelen.

As stated in the introduction, many first kind error-related criteria have been introduced in the multiple
testing literature, such as the wFWER, the FWER or more generally the k — FWER, the PFER, the
FDP, or the popular FDR used in Section 5.2. By contrast, very few articles deal with the optimality of
multiple tests in terms of second kind error. The articles by Lehmann, Romano, and Shaffer [LRS05],
and by Romano, Shaikh and Wolf [RSW11]| both give maximin type optimality results, but each
with a different notion of maximin optimality. While Romano, Shaikh, and Wolf [RSW11] consider
the minimum probability of rejecting at least one hypothesis when the hypotheses are not all true
simultaneously, Lehmann, Romano, and Shaffer [LRS05]| consider the minimum probability of rejecting
one or more false hypotheses when at least one hypothesis deviates from the truth at a given degree.

We propose here new second kind error-related criteria to evaluate multiple tests whose FWER is
controlled by a prescribed level « in (0, 1), inspired by the nonasymptotic minimax theory for non-
parametric tests of a single null hypothesis introduced by Baraud [Bar02].

The literature on minimax and minimax adaptive testing is huge (see e.g., Chapter 1 and Chapter 3),
and provides a now well-known and convenient framework to study the theoretical performance of
nonparametric tests of single null hypotheses. Our purpose here is to provide such a framework in the
multiple testing context.

Most of minimax adaptive tests of a single null hypothesis (Hp) are based on the aggregation of a
collection of minimax tests for different null hypotheses, all related to (Hp). We first investigate the
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parallel that can be drawn between such aggregated tests, and some classical single-step or step-down
multiple testing procedures. From this parallel, we define the criterion of weak Family- Wise Separation
Rate, denoted by wFWSR, which extends the notion of uniform separation rate for tests of a single
null hypothesis to the multiple testing context, and its stronger counterpart: the (strong) Family- Wise
Separation Rate, denoted by FWSR. This last criterion is in fact the key point to lay the foundations
of a minimax theory for multiple tests whose FWER is controlled by a prescribed level a. The FWSR
and its corresponding benchmark, the minimaz Family-Wise Separation Rate, are thus new tools to
evaluate the second kind error performance of a multiple test. Considering simple multiple testing
problems in Gaussian regression frameworks, we prove for instance that in some cases, the FWSR of
all the Bonferroni, Holm and min-p procedures are optimal from this minimax point of view, whereas
in other cases, the Bonferroni procedure is clearly sub-optimal. Beyond the evaluation of a multiple test
itself, the minimax Family-Wise Separation Rate can also be viewed as an indicator of the difficulty
or complexity of the considered testing problem. In particular, we exhibit general conditions on the
considered hypotheses, which guarantee that the minimax Family-Wise Separation Rate for multiple
tests is lower bounded by the classical minimax Separation Rate for single tests, thus formalizing the
intuition that multiple testing is more difficult than single testing. Through our illustrations in Gaussian
regression frameworks, we furthermore prove that when these general conditions are not satisfied, the
minimax Family-Wise Separation Rate for multiple tests may be smaller than the classical minimax
Separation Rate for single tests, which may suggest, looking at things superficially, that multiple testing
may be easier than single testing in some cases. This apparent counter-intuitive result in fact leads
to a deeper analysis of the introduced criteria, and to a further reflection about the basic nature of
a multiple testing problem, focusing on its fundamental differences with single testing problems. The
emphasis is here placed on the importance attached, in a multiple testing problem, to each individual
tested hypotheses, contrary to an aggregation-based single testing problem where only a single null
hypothesis contained in all the tested hypotheses has to be taken into account.

5.3.1 Parallel between aggregated tests and multiple tests

In the following, for any subset G of ‘H, NG is an abbreviation for NgegH, e.g., "H = Ngen H.

Regarding Lemma 1, as explained above, in order to more conveniently draw a parallel between aggre-
gated tests, that are usually expressed through test statistics T and corresponding cadlag quantiles
Fgl_(l — «), and multiple tests that are usually expressed through p-values pg =1 — Fy _(TH), we
focus all along this section on single tests on the form: ﬂ{TH>F}},1 (1-a)} = 1{ps<a)- In particular, for

sake of simplicity, when we refer in the sequel to well-known procedures such as Bonferroni or Holm’s
ones, we in fact refer to the versions of these procedures written via single tests of this form, though
the original ones are in fact written with single tests of the form 1y, <q}-

Multiple tests controlling the Family-Wise Error Rate. Considering the FWER as first kind
error rate evaluation criterion, one main concern is to construct a multiple test R such that

FWER (R) < a, (5.3)

for a given prescribed level « in (0, 1), which obviously also implies that wFWER (R ) < a.

A large number of multiple tests satisfying (5.3) have been constructed, among them the historical
procedures of Bonferroni R o f or RyyBon s described above, and of Holm [Sim86, Hol79], and the more
recent min-p type procedures (see [DVDLO07| for instance). Many of these procedures can be described
via the general sequential rejection scheme proposed by Goeman and Solari [GS10]|, which consists in
iteratively rejecting hypotheses through an application N from the set of all subsets of H to itself, as
follows.



96 CHAPTER 5. MULTIPLE TESTS

1. Start with Rg = 0.
2. For any n > 0, build R,+1 = R,y UN(R,).
3. Define R = lim,,_oc Ry.

For any prescribed « in (0,1), Goeman and Solari [GS10, Theorem 1| proved that sequential rejective
procedures satisfy (5.3), as soon as the two conditions below are true:

VSc S8 CcH, N(S)cS UN(S, (5.4)

VP eP, P(N(F(P) Cc F(P))>1-a. (5.5)

Let us focus on a generic example, the min-p procedure, assuming that a collection of p-values pg, for
H in H, is given, as in the definition of Rpens (5.1) and Rypons (5.2) above.
For any subset G of H, and any « in (0,1), let ¢,p g,o be a nonincreasing function of G such that

VP eng, P | min <c <a.
g (Heng mp,g,a> <

Then the min-p procedure is defined as a sequential rejective procedure with N equal to
Nmp S {H € H\S, pH < Cmp,’H\S,a}-

As it satisfies (5.4) and (5.5), by [GS10, Theorem 1|, the min-p procedure has a FWER controlled by
a. It is always possible to use ¢pp.g.o = @/#G: the obtained multiple test is due to Holm [Hol79], so
we denote it by R and the corresponding application by Nizoim.-

Remark that the first step of this procedure in fact corresponds to Rponf-

If the distribution of mingeg py (with caglad c.d.f. Fg ) does not depend on P in NG and is known,
one can now take ¢ppga = Fg 1_(a). The resulting rejection set is then denoted by R,,,. Note that
this multiple testing procedure is less conservative than Ry, that is, Rgom C Rmp. If Fg _ is
unknown, the quantiles may be replaced by random quantiles, depending on X, based on permutation
or bootstrap approaches [RW05, RW07, RW10], at the possible price of an asymptotic control of the
FWER instead of an exact control. Finally, as for the Bonferroni procedure, the min-p procedures may
also be extended to weighted min-p procedures by defining

Nwmp:SH {H € H\Su pH < WH cwmp,H\S,a}a

where (wp)eqy is still a family of positive weights satisfying ) ey, wg < 1, and where cymp.g,a
satisfies for any « in (0,1),

VP engG, P minwy'py <c < a.
g <H€Q’ g PH wmp,g,a> >

When the distribution of mingeg wy'py (with caglad c.d.f. F,, g ) does not depend on P in NG and
is known, one can take cymp,g,a = F, lg _ (), which defines rejection sets denoted by Rymp. Note that
these last procedures are very close to the balanced procedure of Romano and Wolf [RW10].

Aggregated tests controlling the first kind error rate. Let us now consider the problem of
testing a single null hypothesis (Hy) P € Py against (Hy) P € P\ Py, and recall, in the present
notation, the principle of aggregated tests described in Section 1.1.2.

Let H be a collection of hypotheses, chosen such that Py C NH. For each hypothesis H in the collection
H, an individual test ¢p of the null hypothesis H against the alternative P \ H is constructed. The
obtained collection of tests is here denoted by ®3 = {¢y, H € H}.
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Then, the corresponding aggregated test ®3 consists in rejecting ( Hy ) if at least one H in H is rejected
with ¢p, that is

dy = sup op. (5.6)
HeH
The first kind error rate of an aggregated test ®3 of the single null hypothesis (Hp) is defined as in (1)
by
ER; (CI)H,PO) = sup P (‘i’H = 1) = sup P ( sup ¢og = 1) .
PePy PePy HeH

Following the Neyman-Pearson principle, this criterion should be controlled by a prescribed level « in
(0,1). For any hypothesis H of the collection H, the individual test ¢y is usually defined from a test
statistic Ty, whose distribution does not depend on P provided that P belongs to Py. Respectively
denoting by Fpy _ and F' gl_ the caglad c.d.f. and cadlag quantile function of this distribution under
(Hoy), ¢m is then defined as ]]'{TH>FI;,1,(1*UH,O¢)}7 where up  is chosen so that the aggregated test is
actually of level «, that is

ER; (@H,'P()) <a.
The most obvious choice for up, is a Bonferroni-type choice up o = a/#H. This leads to the
Bonferroni-type aggregated test @ionf based on the collection

Bonf _ Bonf _
(I)Hon _{ Hon —]l{TH>F§’17(1—a/#H)}’ HEH}

A weighted Bonferroni-type choice up o = wya can also be considered where (wp)mey is a family of
positive weights such that ) ;4 wg < 1. This leads to the weighted Bonferroni-type aggregated test

éZBO”f based on the collection

Bonf _ Bonf _
(I)’}u-)t onf _ {Qﬁf—)[ onj _ ]l{TH>FI;1,(1—wH04)}’ H GH}

A less conservative choice in practice and still guaranteeing a level « consists in taking

UH,q = Wi SUP {u, sup P (EIH eH, Ty > Fgl_(l — wHu)) < 04} .
PcH, ’

This leads, when wy = 1/#H, to the aggregated test ti)f[H L proposed by Baraud, Huet, and Laurent
[BHLO3|, based on the collection

BHL BHL
(I)H = {¢H = ]l{TH>FI_;’17(1—ua)}’ H € 7‘[} 3

with

Uy = SUP {u, sup P (ElH eH, Ty > Fgl_(l — u)) < a} ,
PGH() ’

and, in the general case, to the aggregated test @QI’R proposed in [7], based on the collection

FLR FLR
SR = { R = ryort (ougy H € Hi.

Correspondences between multiple and aggregated tests. Let us here present the main cor-
respondences that can be underlined between multiple tests and aggregated tests. To do so, we always
assume that a finite collection of hypotheses H and a single null hypothesis (Hy) P € Py, with
Po C NH, are given.
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From any collection ®y; = {¢g, H € H} of tests ¢ of the single hypothesis H defining an aggregated
test, a multiple test of H is constructed as

R(®y)={HEeH, ¢pu=1}.
Conversely, from any multiple test R of H, we construct

O(R) = Lir,0},
which can be seen as an aggregated test of the single null hypothesis ( Hy).

First notice that -
wFWER (R (®3)) = ERy (@, NH),

and conversely

wFWER (R) = ER, (& (R),NH) . (5.7)

Since Py C NH, wFWER (R (®3)) > ERy (®3,Py) and wFWER(R) > ER; (®(R),Py). Except
when Py = NH, controlling wFWER (R (®4,)) or wFWER (R ) is thus more difficult than controlling
ER; (®3,Py) or ERy (® (R),Po) respectively.

Next, assume that for every H in H, a test statistic Ty, whose distribution does not depend on P pro-
vided that P belongs to H, is given and denote by pg its corresponding p-value, as defined by Lemma 1.
We prove in [14, Proposition 2| that for such a collection of p-values { py, H € H }, R(@ionf) = RBonf:
and @gonf = ®(Rpons) = ®(Ruoim)- If additionally the distribution of mingey wy;'py does not de-
pend on P provided that P belongs to NH, then Niymp(0) = R(®LLE) and ©IEE = B (Rupmp)-
Notice that the assumptions needed to establish [14, Proposition 2| are quite strong, and that few
frameworks satisfy them. Among these frameworks, we will focus on classical Gaussian regression ones
to illustrate our results.

5.3.2 From uniform Separation Rates to Family-Wise Separation Rates

Let d be a distance on P, and for any P in P, any subset Q of P, let d (P, Q) = infgeco d(P, Q).

Uniform separation rates for aggregated tests. As seen in Chapter 1 and Chapter 3, uniform
separation rates are second kind error-related quality criteria of a test of

(Hy) PePyCP against (Hy) PeP\Po.

Because P is in general too large to define separation rates over the whole set P properly, particularly
in nonparametric frameworks, these quantities are first defined on a subset Q of P. The question of
adaptivity with respect to Q can then be treated. More precisely, let us recall the following definitions
due to Baraud [Bar(02], which can be viewed as nonasymptotic versions of Ingster’s definitions [Ing93].

Definition 9 (Uniform and minimax separation rate). Let o and 8 be fixed error rates levels in (0, 1),
and let ® be a level « test of a null hypothesis (Hy) P € Py C P. For a subset Q of P, the uniform
separation rate of ® over Q with prescribed second kind error rate 8 is defined by

SRg(@,Q,PO):inf{r>0, sup P(@:O)Sﬁ}~
PeQ, d(P,Po)>r

Note that this definition holds for any null hypothesis, that is any subset Py of P, and in particular
for NH. Hence when Py C NH, SRS (8, Q,P,) > SRS (®,Q,nH) .
The corresponding minimax separation rate over @ with prescribed error rates o and ( is defined as

mSRS? (Q,Py) = inf SRS (8,0,7),
®, ER1(®,Py ) <o

where the infimum is taken over all possible level a tests.
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Definition 10 (Minimax (adaptive) test). Let Q be a collection of classes of probability distributions
Q C P. A level a test ® of the null hypothesis (Hy) P € Py C P is said to be minimax over a class Q
of the collection Q if SRg (®,Q,Py) achieves mSRg’B (Q,Po), possibly up to a multiplicative constant
depending on « and f. It is said to be minimax adaptive over Q if SRg (Ci), Q, Po) achieves, or nearly

achieves, mSRZ"B (Q,Py), for all the classes Q in Q simultaneously, without knowing in advance to
which class of the collection the distribution P may belong.

Family-Wise Separation Rates for multiple tests. Following the idea of the definition of the
weak Family-Wise Error Rate wFWER of R, which is in fact equal to the first kind error rate of ®(R)
for the null hypothesis NH (see (5.7)), a natural idea would be to define a notion of weak Family-Wise
Separation Rate as

SRS (@(R),Q,O’H):inf{r>0, sup P(R:Q))Sﬁ}.
PeQ, d(PNH)>r

However, in this second kind error criterion, only alternatives which deviate from the intersection NH
with a certain distance are taken into account. Considering such definition would thus amount to
confusing multiple tests with their corresponding aggregated tests, seeing all the tested hypotheses as
only intermediate hypotheses to an ultimate one: NH. This would depart from the multiple testing
philosophy, where each tested hypothesis has its own significance and has to be taken into account by
itself. In order to address this requirement, instead of alternatives P in Q such that "d (P,NH) > r"
(for r > 0), are considered alternatives P in Q such that "3H € H, d(P,H) > r".

So, we introduce the set of false hypotheses under P at least at distance r from P, that is F,.(P) =
{H € H, d(P,H) > r}, which enables us to introduce the following notion of weak Family-Wise Sep-
aration Rate for a multiple test.

Definition 11 (Weak Family-Wise Separation Rate). Let o and /3 be fixed error rates levels in (0, 1),
and let R be a multiple test of H, whose FWER is controlled by «. For any subset Q of P, the weak
Family-Wise Separation Rate of R over Q with prescribed second kind error rate 3 is defined by

wFWSRg(R,Q) = inf<{ r >0, sup P(R=0)<p
PeQ, Fr(P)#0

= inf{r>0, inf P(R#@)Zl—ﬁ}.

PeQ, Fr(P)#0D

Note that the quantity infpco 7, ()20 P (R # () involved in the above definition is clearly related to
Byni(a,r) =infpeo 7 (pyzo P (RN F(P) # 0) in [LRS05] which is expected to be maximized in the
maximin optimality criterion.

Furthermore, it is easy to see that wFWSRg (R,Q) < SRd’B (@(R), Q, ﬂ’H) , with an equality if the
collection of hypotheses H and the distance d satisfy

Vr >0, F.(P)#0 ifandonlyif d(P,NH)>r. (5.8)

In particular, if the collection of hypotheses H is closed (under intersection), then condition (5.8) is
always satisfied. We state in [14] the following more general and useful result.

Proposition 7 (Fromont, Lerasle, Reynaud-Bouret, 2015). Let d be a distance on P, and Q be a
subset of P. If there exists some distance d' on P such that:

VP e Q, Vr>0, F.(P)#0 ifandonlyif d(P,NH)>r, (5.9)
then for every B in (0,1), for every multiple test R of H,
wFWSRS (R, Q) = SRS (®(R), Q,nH) .
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We now introduce the stronger notion of Family-Wise Separation Rate.

Definition 12 (Family-Wise Separation Rate). Let o and 8 be fixed error rates levels in (0,1), and
let R be a multiple test of H, whose FWER is controlled by «. For any subset Q of P, the Family-Wise
Separation Rate of R over Q with prescribed second kind error rate § is defined by

FWSRS (R, Q) = inf{r>0, 2ugP(]—}(P)ﬂ(’H\R)7é@)§B}
€

= inf{r>0, inf P(F.(P)CR)> 1—6}.
PeQ

Note that wFWSRS (R, Q) < FWSR/ (R, Q).
Let us now introduce the corresponding minimax approach for multiple tests.

Definition 13 (Minimax (adaptive) multiple test). Let o and / be fixed error rates levels in (0,1),
and Q be a subset of P.

The minimax Family-Wise Separation Rate over Q with prescribed FWER « and prescribed second
kind error rate 8 is defined by

mFWSRS”? (Q) = inf FWSR’ (R, Q),
R, FWER(R)<a

where the infimum is taken over all possible multiple tests with a FWER . controlled by «.
A multiple test R, whose FWER is controlled by «;, is then said to be minimax over Q if FWSRg (R,Q)

achieves mFWSRg’B (Q), possibly up to a multiplicative constant depending on « and /3.
Finally, it is said to be minimax adaptive over a collection Q of classes Q if FWSR’g (R, Q) achieves,

or nearly achieves, mFWSRZ"B (Q), for all the classes Q in o) simultaneously, without knowing in
advance to which class the distribution P may belong.

It is worth to underline that when the collection H is reduced to a single hypothesis or subset Py of
P, for any subset Q of P,
mFWSRS”? (Q) = mSRS” (Q, ).

In this sense, the present minimax approach for multiple tests can be viewed as a generalization of the
classical minimax theory for single hypothesis tests.

Links between minimax Separation Rates and minimax Family-Wise Separation Rates.
Even when H is not reduced to a single hypothesis or subset Py of P, both theories also have, under
particular conditions, close links that are established in the following result.

Theorem 13 (Fromont, Lerasle, Reynaud-Bouret, 2015). Let d be a distance on P, and Q be a subset
of P. If there exists some distance d' on P satisfying (5.9), then for every «, 8 in (0,1),

mFWSRS? (Q) > mSRS” (Q,NH). (5.10)

This result thus provides lower bounds for the minimax Family-Wise Separation Rates over some
classes Q from the existing literature on classical minimax testing. As a particular case, if (5.8) holds,
then for any subset Q of P and «, 8 in (0,1),

mFWSRS? (Q) > mSRS? (Q,nH),

which formalizes the natural idea that testing multiple hypotheses is more difficult than testing a single
hypothesis.
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5.3.3 Illustrations in Gaussian regression frameworks

Independent Gaussian regression model. The observed random variable X is here assumed to
be a random Gaussian vector according to the following model.

Ml(i()i reg. X =X, = (X1,...,X,) has a distribution P = P; defined by: X; = f; + o¢;
for i in {1,...,n}, f = (f1,..., fn) being an unknown real vector, the &;’s being
independent standard Gaussian random variables, and ¢ being a known positive real
number.

Two different collections of hypotheses, that is two different collections of subsets of P = {Py, f =
(fi,--., fn) € R"} are considered, that can be defined from the canonical basis {e1, ..., e, } of R™.
The first one is given by H = {Hg,, i = 1,...,n}, where for every i in {1,...,n}, S; = Vect(e;) and

Hg, ={Py, fi=0}={P;, f€S;}.

The second one is given by H = {Hg,, i = 1,...,n}, where for every i in {1,...,n}, S; = Vect(eq, ..., e;),
S0
Hg = {P}, f1:...:fi:0}:{Pf, feS}}.

Both collections in particular satisfy "H = { Py} := Pp.
We here consider various metrics on P. Let for g = (g1,...,9») and f = (f1,..., fn) in R™,
doo(Py, Py) = 1] ~glloo = mas |f; —gil. (5.11)

and for s > 1,

n 1/s
ds(Py, Py) = <Z|fz—gz‘s> . (5.12)
=1

As in [Bar02|, we investigate the minimax Family-Wise Separation Rates over the classes of alternatives
Q = Py, defined, for any integer k < n, by

Pe=A{Ps, [flo <k}, (5.13)

where | f]|o is the number of nonzero coefficients in f.
For these classes, one knows (see [Bar02]) in particular that for @ and g in (0, 1) such that a+ 5 < 0.5

and k> 1,
n n 1/2

and that this lower bound is tight.

Baraud, Huet and Laurent [BHLO3| then build aggregated tests that are adaptive over a collection of
classes Py, when o2 is not assumed to be known anymore, and Laurent, Loubes, Marteau [LLM12]
further study the case of heteroscedasticity. In a preliminary version [LLM], they also prove that for
a, B in (0,1) such that a + 5 < 0.5,

mSRG” (P, Po) 2 o1/In(1+n), (5.15)

by remarking that
mSRG’ (P, Po) = mSRG” (P1,Po) = mSRG (P1, Po)

and using Baraud’s lower bound.
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Let us firstly focus on the multiple testing problem of # = {Hg,, i = 1,...,n}. Let k be a fixed integer
in {1,...,n}, and s in [1,00]. Using d’ = d in Theorem 13 leads to

mEWSRS? (Pr,) > mSRG” (Py, Po),

and from (5.15), we deduce that

mFWSRg;B (Pr) > oy/In(1+n). (5.16)

Let F be the c.d.f. of a standard Gaussian distribution, and for every i in {1,...,n}, p; be the p-value
associated with the test 1y x,o-15r-1(1—a/2)}, given by p; = 1 — F (|Xilo™") (see Lemma 1). The
multiple tests Rponf, RHolm» Rmp and R(@gH L) based on these p-values are proved to have a FWSR
for the distance ds (s in [1,00]) over Py upper bounded by

o <\/21n(n/a) + \/2ln(k/(2ﬂ))) .

This proves on the one hand that the minimax Family-Wise Separation Rate over P is of order
o(Inn)Y/2. By comparison, the minimax Separation Rate mSRZCZ”B(Pk,PO) is of order on?/?(Inn)/?
when k is proportional to n? for v in (0,1/2) (see (5.14)), which is much larger than this minimax
Family-Wise Separation Rate. This could let think that, when considering the distance d = da, per-
forming a multiple testing procedure may be much easier than performing a test of a single hypothesis,
which would be completely counter-intuitive. However, making such a comparison consists in compar-
ing quantities that are not comparable at all. When d = ds, the set of alternatives considered in the
definition of wFVVSRg2 (R, Py) of any multiple test R is in fact smaller than the set of alternatives in
the definition of SRg2 (®(R), Pk, Po), but exactly equal to the one in SRgoo (®(R), Py, Po). This explains
why mFWSRgf (Pk), and also more generally mFWSRgS’ﬁ (Pr) (sin [1,00]), are in fact of the same
order as the minimax Separation Rate mSRgf (Px, Po) determined in [LLM].

This proves on the other hand that the four considered multiple tests R gon s, R Holm» Rmp and R(CbﬁH L )
are minimax over the classes Py with a Family-Wise Separation Rate of order o(ln n)l/ 2 up to a
multiplicative constant. Since the considered multiple tests do not depend on the value of k, they
are moreover minimax adaptive over the whole collection of classes Py, for kK = 1...n. Notice that
asymptotically, there is here no additional price to pay for adaptivity, phenomenon which is rather
rarely observed in minimax adaptive testing problems (see Chapter 1 and Chapter 3 for instance).
Furthermore, notice that when #H is reduced to a single hypothesis Hg,, then mFWSRZ‘f (Pr) =
mSRgs’B(Pk, Hg,), both being of order o. In this sense, (In n)1/2 can be viewed as the price to pay for
multiplicity.

The study of the present Gaussian framework highlights another interesting point. Baraud’s [Bar(02]
result gives that when /n <k <mn, mSRSQ’B(Pk, Po) is of order onl/4,

As seen above, Rpons achieves an optimal FVVSRS2 over the Pj’s. However, we prove in [14, Proposi-

tion 8| that its corresponding aggregated test ®(Rpons) does not necessarily achieve mSRgf (Px, Po)
when /n < k < n. Conversely, one can have some aggregated tests that are minimax, whereas the
corresponding multiple tests are not.

Let us now secondly focus on the multiple testing problem of H = {Hg,, i = 1,...,n}.

The main point that has to be pointed out here is that this collection of nested hypotheses is closed
under intersection, and so (5.8) (or (5.9) with d’ = d) is satisfied for d = dg, with any s in [1, 0c]. From
Theorem 13 and (5.14), we deduce in particular, that for  and g in (0, 1) such that a + 8 < 0.5, for
kin {1,...,n},

1/2
mFWSRgf(Pk)za<k1n<1+;v ;)) . (5.17)
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Considering the above p-values p; for ¢ in {1,...,n}, we introduce the multiple test:
R = {Hz,, minp; < a/n}, (5.18)
A

which is a particular basic case of the variant of the closure method of [MPG76] introduced by Romano
and Wolf in [RW05, Algorithm 1 (idealized step-down method)| and [RW05, Theorem 1], when critical
values satisfy a monotonicity assumption. Then this test has a FWER controlled by « and for any k
in {1,...,n}, Bin (0,0.5),

FVVSRS2 (R,Px) < oVk (\/2 In(n/a) + \/—2ln(2ﬁ)) .

For k proportional to n” with v € [0,1/2), this upper bound coincides with the lower bound obtained
in (5.17), up to some constant. Therefore, in this case, mFWSRSQ”B (Py) is of order o(n”Inn)"/2, and
the multiple test R is minimax adaptive over the considered classes. Notice moreover that there is
again here no price to pay for adaptivity.

From these results, we deduce that some classical multiple testing procedures are optimal in the present
minimax sense. As some of these procedures, such as the Bonferroni, Holm, and the above basic variant
of the closure method introduced by Romano and Wolf [RW05], are in fact a priori not expected to give
optimality from a second kind error point of view, this may be a bit disturbing. We guess that the loss
in Family-Wise Separation Rates of such basic procedures is hidden in multiplicative constants and
that this loss would probably become more visible if the Gaussian vector X had a strong dependence
structure. This consideration motivated the next study, where it is shown that Bonferroni procedures
are not always optimal and can be outperformed by optimal min-p procedures in the minimax sense.

Gaussian regression model with strong dependency. As the gap in FWER between one-step
procedures such as Bonferroni ones, and step-down procedures such as min-p ones, is usually more
perceptible when the considered p-values are dependent, we here follow the same idea, and introduce
a somewhat artificial, but nevertheless determinative, dependent Gaussian regression framework. The
chosen dependence structure is quite extreme, so that lower bounds for minimax Family-Wise Separa-
tion Rates can be easily deduced as in the classical minimax theory for single hypothesis tests.

Let 7 be a partition of {1,...,n}. Let the observed random variable be a Gaussian random vector
X = (X1,...,X,) distributed as in the following model.

Méle)p' reg. X =X, = (Xi,...,X,) has a distribution P = Py, defined by: X; = f; + oe; for
every t in 7 and every i in t, f = (f1,..., fn)’ being an unknown real vector, the
g¢’s (t in 7) being independent standard Gaussian random variables, and o being a
known positive real number.

We consider the collection of hypotheses H = {Hg,, i = 1,...,n}, and for any ¢ = 1...n, the same
above p-value p;.
Let T,k in {1,...,n} and

Peq ={Pr. fER", |flo<kand #7=T}.

We prove (see [14, Propositions 10 and 11]) that for «, 8 in (0, 1), mFWSRgf(Pk,T) is of order

o (ln T)l/ 2, and that in particular the min-p procedure R,,;, associated with the p-values p; is minimax
adaptive over the collection of classes Py 7.

By contrast, it is also proved (see [14, Proposition 12]) that for n large enough, the Bonferroni procedure
RBons based on the same p-values has a FVVSRgoo over Pyt lower bounded by o (lnn)l/ 2, up to a
multiplicative constant, and therefore can not be minimax over Py r as soon as In7T' << Inn.
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5.4 Perspectives

The purpose of the theoretical work presented in this chapter was to lay some foundations of a minimax
theory for multiple testing, and in this sense, it has to be viewed as only a starting point for future
studies of multiple tests from the minimax point of view.

Lots of emerging issues remain unsolved, encouraging us to pursue this path.

We have proved that the present theory may legitimate one-step and step-down procedures, such as
the Bonferroni, Holm or min-p ones for simple multiple testing problems in a very basic Gaussian
regression model, where p-values are clearly independent. Our results, and in particular the lower
bounds for the minimax Family-Wise Separation Rates, were obtained using classical tools and results
from the existing minimax theory for single hypothesis tests. We then have considered another Gaussian
regression model, where p-values are roughly dependent, where the Bonferroni procedure is suboptimal
from the minimax point of view, contrary to the min-p procedure which is proved to be minimax
adaptive. The present strong dependence structure enables us to use again known results in the classical
minimax theory for single hypothesis tests.

Studying some multiple testing problems in other frameworks, typically involving more reasonable
dependence structures, will be challenging, all the more as very few works deal with minimax single
testing in models suffering from dependency. Considering more complex classes of alternatives than
the ones introduced here is also an interesting matter. New approaches and tools to establish lower
bounds for the minimax Family-Wise Separation Rates will have to be developed.

All this will probably allow to validate already existing sophisticated multiple tests from the second
kind error angle, but will also make necessary the construction of new optimal multiple tests. A paper
dealing with these issues is in progress with Nicolas Verzelen.

Questions and problems known to appear in high dimension, which is inherent to many multiple testing
problems, will also have to be investigated within the present minimax theory.

Finally, and this is actually closely related to the above question of high dimension, extending the
criteria developed here, which are exclusively dedicated to multiple tests controlling the FWER, to
multiple tests controlling the False Discovery Rate would be a major progress. It seems to be definitely
more difficult, as no parallel between multiple tests controlling the FDR and aggregated tests can be
established as clearly as in the present work.
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