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1. Introduction

In this paper, we construct adaptation procedures inspired by cross-validation.
Adaptation procedures are of particular interest when one wants to adapt to
an unknown parameter. Such a parameter can appear in statistical procedures
for two reasons: either it is an unknown parameter of the model (complexity
parameter, “concentration” parameter, geometric parameter, variance of the
noise,...), or the construction of the procedure requires fitting a parameter that
no theory is able to determine (regularization parameter, smoothing parameter,
threshold,...). Thus it is very useful to have at hand some statistical procedure
which can choose these unknown parameters in a data-dependent way. The
construction of adaptation procedures has been one of the main topics in non-
parametric statistics for the two last decades. Retracing the entire bibliography
here is not possible. Nevertheless, we would like to refer the reader to some
classical — and now pioneering — steps in this field like the model selection
approach (cf. i.e. [3] and [25]), aggregation methods (cf. i.e. [27, 9] and [g]),
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empirical risk minimization (cf. i.e. [36, 16] and [5]) or Lepskii’s adaptation
method in [22, 23]. Of course many other approaches in some particular setups
have been developed. But one of the most popular and universal strategy used
for fitting unknown parameters or more generally to select algorithms is the
Cross-Validation (CV). Cross-validation is a very important and widely applied
family of model/ estimator/ parameter selection methods. The CV procedures
can be traced back up the 30s with [17] where the key idea that training and
testing a statistical procedure on the same data yield overoptimistic results.
Among other, the CV procedure was studied for the selection of the bandwidth
in kernel density estimation in [15] and [30], for the regression model in [29],
in classification in [11]. Many other authors have been studying or using this
method and we refer the reader to the survey of CV methods in model selection
[2], the PhD thesis [10, 28] or [34] for more bibliographical references on this
topic. The aim of this paper is to present and to study three procedures inspired
by the CV procedure in the following general framework.

Let (Z,7T) be a measurable space and F be a class of measurable functions
from Z to R. On a very general level, our aim is to minimize a risk function
R : F — R over its domain F. This risk function is assumed to exist, but is
unknown to us. To obtain information about it, though, we assume that it also
appears as the expectation of a quantity we can sample from:

Let Z be a random variable with values in Z and denote its probability
measure by w. Assume that there exists a “contrast” or loss function @ : Z X
F — R such that the risk of any f € F can be written in the form

R(f) :=E[Q(Z, /)],

and that there exists a sequence (Z;);en of i.i.d. random variables distributed
according to 7. For the purpose of statistical estimation, we have only access to
a finite amounts of data from this sequence, say the first n variables Z1, ..., Z,.

The problem of risk minimization is a general formulation for many different
kinds of statistical problems, and we shall introduce all our examples using this
form. If the infimum

= )

over all f in F is achieved by at least one function, we write f* for some
choice of such a minimizer in F. In this paper, we will assume that inf yc 7 R(f)
is achieved — otherwise we can replace f* by f7, an element in F satisfying
R(f}) <infrer R(f) +n~1, and still obtain the same results.

This model is best illustrated by its three key examples: regression, density
estimation and classification.

Regression: Take Z = X x R, where (X, .A) is a measurable space, and let
Z = (X,Y) be a random pair on Z. In the regression framework, we would
like to estimate the regression function f*(z) = E[Y|X =z], Vo € X. Take
F = L*(X, A, PY), where PX is the distribution of X. Consider the contrast
function Q((x,y), f) = (y— f(x))? defined for any (z,y) € X xR and f € F. We

have R(f) = E[Q((X.Y), )] = If* — fl122(px, + E [¢}] , where ¢ = ¥ — f*(X)
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is usually called the noise or residual. Thus f* is a minimizer of R(-) and the
minimum achievable risk is R* = E[¢?].

Density estimation: Let (£, T, u) be a measure space, and take Z to be a
random variable with values in Z. We assume that the probability distribution
7 of Z is absolutely continuous with respect to 1 and denote by f* one version
of its density. Consider F the set of all density functions on (2,7, u), i.e. the
set of all T-measurable functions f : Z — R, that integrate to 1. We consider
the contrast function Q(z, f) = —log f(z) for any z € Z and f € F. The corre-
sponding risk computes as R(f) = E[Q(Z, f)] = K(f*|f) — [z log(f*(z))dn(z).
Thus f* is a minimizer of R(-) and the minimum achievable risk is R* =

— Jzlog(f*(2))dn(2).
Instead of using the Kullback- Leibler loss one can use the quadratic loss.
The corresponding contrast function is Q) =/ = 2du—2f(z) forany z € Z

and f € F. Using this contrast functlon the risk of any f € F works out as
R(f) =E[Q(Z N = If* = fllT2( — fz(f*(Z))Qdu(Z)- Thus f* is a minimizer
of R(-) and the corresponding minimal risk is R* = — [ (f*(2))?dp(z).

Classification framework: Let (X, .A) be a measurable space. We assume
that the space Z = X'x{—1, 1} is endowed with an unknown probability measure
7, and consider a random pair Z = (X,Y") which takes on values in Z and whose
probability distribution is 7. Denote by F the set of all measurable functions
from & to R, and furthermore let ¢ be a function from R to R. For any f € F
consider the ¢—risk, R(f) = E[Q((X,Y), f)], where the contrast function is
given by Q((x,v), f) = ¢(yf(x)) for any (z,y) € Xx{—1,1}. In many situations,
a minimizer f* of the ¢—risk R over F (or the sign of f*, if the latter takes on
arbitrary real values) is equal to the Bayes rule f3,,, . () = Sign(2n(z)—1),Vx €

X, where n(z) = P(Y = 1|X = z) (cf. [38] and [4]).

We say that a statistic is a sequence of functions f ( f (n) Jnen such that
each f(" is a map associating a function (™ () := f("(DM)(.) in F to each
data set D) = {Z,,...,Z,}. If f is a statistic and n is an integer, the risk of
its nth element f(™ is defined as the o(D(™)-measurable random variable

R(f™(D™)) = E[Q(2, f(D™))|D™)].

We assume that we know how to construct some statistics f,\_for A in a set
of indexes A. The aim of this work is to construct procedures f := (f(™),cn
satisfying oracle inequalities that is inequalities like, for any sample size n,

E[R(f™ (D™)) — R < C inf E[R(f"(D™)) = R*] + r(n, A) (1.1)

where C' > 1 is a constant and 7(n, A) is a residue term which we would like to
keep as small as possible. Controlling this residue will depend on some complex-
ity parameter of the excess loss function class {Q(-, f)(\")(D("))) —Q,f*): e
A}, as well as on a margin parameter that limits the behavior of the contrast
function around the risk minimizer (cf. Assumptions (A) in Section 2). Note
that for any measurable function f, the function z € Z — Q(z, f) — Q(z, f*) is
called the excess loss functions of f.
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The paper is organized as follows. In Section 2, we introduce some adapta-
tion procedures which are then proved to satisfy oracle inequalities in the finite
case |A| = p. Section 3 is devoted to the study of a general non-finite case.
In Section 4, we apply our adaptation procedures to the construction of Lasso
estimators with a data-driven regularization parameter and aggregates with ex-
ponential weights with a data-driven temperature parameter. Finally, the main
proofs are provided in Section 5.

2. Procedures and oracle inequalities

In this section we provide some oracle inequalities for several procedures select-
ing or aggregating estimators: first two modified versions of the cross-validation
procedure, then cross-validation procedure itself, and then finally we discuss
aggregation with multiple splitting.

2.1. Classical cross-validation procedures

The key feature of the CV procedure, the use of multiple splits to train and
test the candidate estimator, renders it somewhat more difficult to handle in a
theoretial way. Nevertheless, we shall show that a carefully crafted risk inequality
opens the door to oracle inequalities for cross-validation too. In this section,
we have to pay careful attention to the exact choice of the splits of our data,
especially when retraining the selected model to obtain our final estimator(s).

First we shall introduce some notation. Let n be an integer, and V be a
divisor of n. We split the data set D™ into V disjoint subsets of equal size
nc = n/V, namely, for every k =1,...,V,

Bk = {Z(kfl)nc+l7"'7anc}7 (21)
which shall be test sets, and their complements
Dy = Uj_1.jBj, (2:2)

the corresponding training sets. Note that Dy, is a data set of size ny :=n—n¢.

Let Q(Z, f) be a contrast function whose arguments are a data point Z and a
parameter f € F. For a statistic f = (f("),,, we define the V-fold CV empirical
risk by

R 1 \%4 1 kngo A
= — S . f(nv)
Ry v (f) = kZ:j - i_(k_%jncﬂ Q(Z:, [ (Dy)). (2.3)

Let p statistics fl, ceey fp be given. The V-fold CV procedure is the procedure
Frev = (FU2)n defined, for any n, by

oy (D) = fi(pn (D) st J(D™) € Arg_min  Ruv(fy). (24)

Perhaps the oldest, and certainly the most frequently studied, cross-validation
scheme is n-fold or leave-one-out cross-validation. It forms the intersection be-
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tween the class of V-fold cross-validation schemes and the class of leave-m-out
C'V schemes, defined by

o (D) = Fipy(D™) 5.6 J(D™) € Axg_min R (), (25)

where R, _,, is defined as

—1
h=(2) Y Y0 o (Zen, o))

m m
Cc{1,...,n}:|C|l=m i€eC

This method does however become very computationally inadequate as soon
as m is no longer 1, as there are far too many subsets of {1, ..., n} to average over
(however, it has been pointed out in [2] that in some settings the leave-m-out
procedures are tractable in practice). One possible solution for this is balanced
incomplete cross-validation, where cross-validation is treated as a block design
and the available pieces of data are all used equally often for training, and equally
often for testing. Alternatively, we could use Monte Carlo cross-validation, where
the training and testing subsets are drawn randomly — without replacement —
from the available data. See [28] for a discussion of all these methods.

We can place all of these cross-validation schemes into one general framework
as follows. For any subset C' C {1,...,n} of indices, write D¢y for {Z; : i € C}
and D¢y for {Z; : i ¢ C}. Assume that a fixed value n¢ be glven (the size of
test sets) and define ny = n—ne. Let C4,...,Cn, be N¢ subsets of {1,...,n},
each of size ny. Now for any statistic f define the CV risk

Ry (f) = NCZ > QZi, (D)), (2.6)

Z¢Ck

and its minimizer by

FEND™) = [y (D) 5. J(D™) € Arg_min | Ruc (). (27)

2.2. The modified CV procedure and its average version

In this subsection, we introduce the selection procedures that we will be studying
later. We use the notations introduced in the previous subsection.

To introduce the modified CV procedure, we consider some integer V and we
assume that V' divides n. We consider the splits (By, D1), ..., (By, Dy) of the
data introduced in (2.1) and (2.2). We define the modified CV procedure
(mCV) by

Fardn (D) = F0 (D)) (2.8)

where D) ={Z, ..., Z,.,} and, for the V-fold CV empirical risk R,y intro-
duced in (2.3),
J(D™) € Arg mnin Ry v (f;)-
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For the average version of the mCV procedure, we don’t have to split the data
in the same “organized” way as in (2.1) and (2.2). We can consider the more
general second partition scheme introduced in the second part of the previous
subsection that we recall now for the reader convenience: Let No and 1 <
nc < n be two integers and set ny = n — ne. Let C4,...,Cn, be subsets of
{1,...,n} each of size ny. We define the averaged version of the modified
CV procedure (amCV) by:

Nc

F(n n 1 F(nv)

fém)CV(D( )) = Ne E ff(([‘)/(n))(D(Ck))- (2.9)
k=1

where, for the CV-risk R, introduced in (2.6),

F(D™) e Arg  min R, (f;).

J€{L,....p}

Note that the mCV procedure is a model selection procedure (taking values in
the dictionary itself) whereas the amCV procedure is a model combination or
aggregation procedure (taking values in the convex hull of the dictionary).

We did not consider the same partition scheme of the data for the two pro-
cedures. The one considered for the amCV is more general but to obtain oracle
inequalities for the amCV we will need the convexity of the risk. Whereas for
the mCV, the partition scheme is the one used for the VCV method and will
only require a weak assumption on the basis statistics fl, ceey fp. For each one
of our results, we will consider two different setups depending on the procedure
that we want to study and the assumptions of the problem.

Note that the difference between the classical VCV procedure defined in (2.4)

and our mCV procedure is that fr(:C)‘V takes its values in {fl(""), cey fIS””}
whereas f‘(,nc)v takes its values in { fl("), RN fén)}. Therefore, under some extra
“regularity” or “stability” assumptions on the basis statistics fi,..., f, saying

that for every j, fj(n) has a smaller risk as n increases (cf., for instance, the
“stability” assumption in [7]) the VCV procedure should outperform our mCV
procedure. Nevertheless, we will not explore this kind of regularity assumption
(even though, it may be reasonable to think that oracle inequalities for the
classical VCV procedure may hold under the stability assumption of [7]) and
will require only weak assumptions on the estimators fl, ceey fp. Under these
weak assumptions, the mCV (as well as the amCV) will, in fact, outperform the
classical VCV and CV procedures, in the sense that the mCV satisfies oracle
inequalities (cf. Theorem 2.4 below) in some setup where the VCV and CV
procedures do not (cf. Example 2.8 below).

2.3. Assumptions

A significant part of our analysis is based on concentration properties of sums
of random variables that belong to an Orlicz space. These spaces appear to
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be useful for the non-bounded setup we have in mind. We say that a function
¥ : Ry — Ris a Young function (cf. [35]) when it is convex, non-decreasing,
¥ (0) = 0 and ¥(o0) = oo. Each Young function gives rise to a norm on a suitable
class of random variables as follows:

Definition 2.1. For a Young function ¢ and a real-valued random variable
f, the ¢-norm of f is | f|ly = inf {C > 0: Ey(|f|/C) < 1}. The Orlicz space
associated with ¢ is then the space of random variables with finite ¥-norm.

For instance, when we consider 9, = exp(z®) — 1 for o > 1, the t,-norm
measures exponential tail behavior of a random variable. Indeed, one can show
that for every u > 0, P(|f| > u) < 2exp(—cu®/| f[[§,, ), where c is an absolute
constant independent of f (see, for example, [35]). Note that the Orlicz space
associated with the Young function ¢ (z) = xP is the classical L, space.

We shall use the following assumptions on the tail behavior and the “margin”
(cf. [24] and [32]) of the excess loss function of an estimator f.

(A) There exist k > 1 and Ko, K1 > 0 such that the following holds. For any
m € N and any data set D™ = {Zy,..., Z,}

L |QC, Fom(DI™) = Q(-, f*)

The first point allows us to handle unbounded loss functions and unbounded
estimators. This is a crucial point when one wants to consider the regression
problem with unbounded noise or when one wants to aggregate unbounded
estimators.

The second point is the classical “margin assumption” (cf. [24]). This means
that the Lo-diameter of the set of almost oracles is controlled by their excess
risks. The idea behind this assumption is for empirical risk minimization based
procedures, the Ls-diameter of the set of almost minimizers of the empirical
risk will be small with high probability. This leads to a smaller complexity of
the set within we are looking for the oracle. Moreover, a side effect of this kind
of assumption is that the concentration of the empirical risk around the risk is
improved. The margin condition is linked to the convexity of the underlying loss
Q. In density and regression estimation it is naturally satisfied with the best
margin parameter (x = 1), but for non-convex losses (for instance in classifica-
tion), this assumption does not hold naturally (cf. [18] for a discussion on the
margin assumption and for examples of such losses).

(1, () < Ko

< K;j (R(f(m)(D(m))) _ R(f*))l/%,

’L2(7r)

2.4. Oracle inequalities for the modified CV procedures (mCV) and
its average version (amCYV)

In this section, we shall not yet introduce any conditions on how a candidate
statistic f = (f(”))n in {fi,..., fp} behaves when its training sample size

changes, i.e. about the relationship of f (m) and f (") for m # n. As the usual
application of cross-validation involves retraining the selected model using all
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the available data to obtain a final estimator, such assumptions are crucial for
avoiding such pathological “counter-examples” as that found in Example 2.8
below. As we shall only introduce such conditions in Section 2.5, we will first
study a simpler case — the case where even after the selection (or validation)
step, we still only use the estimators f;""),j =1,...,p over training samples of
size ny to build the final estimator. The case where we retrain on all available
data will then be handled in Section 2.5 in some very specific setting.

We will require some simple (fixed sample size) properties on the estimators
fl, cee fp to obtain an oracle inequality for the modified CV procedure.

Definition 2.2. We say that a statistic f = (f("))n is exchangeable when for
any integer n, for any permutation ¢ : {1,...,n} — {1,...,n} for any 7®"-
almost vector (21,. .., 2,) € 2", wehave f(™)(z1,...,2,) = f(")(z¢(1), e Zp(n))

Remark that most of the statistics in the batch setup (the setup of this paper)
satisfy this property. On the other side, statistics coming from the on-line setup
are likely to be un-exchangeable.

The following lemma shows that in the two setups considered in this work,
supremum bounds on the “shifted” empirical process for the “trained” estimates
f;nV)(D(”V)) are sufficient for deriving oracle inequalities for the corresponding
amCV and mCV procedures:

Lemma 2.3. We have two different setups, depending on the procedure that we
want to study. Assume that one of the two following conditions holds:

n)

1. The risk function f — R(f) is convez, and our estimator f™) = ftngV
is the averaged version of the modified CV procedure (cf. (2.9)), with N¢
arbitrary deterministic splits of n pieces of data into ny pieces of training
and nc pieces of test data.

2. The statistics fl, R fp are exchangeable and our estimator f(") = ﬁ(?;gv
is the modified CV procedure defined in Equation (2.8) using the splits of
the data defined in Equation (2.1) and (2.2).

Then for any constant a > 0, the following inequality holds:

Epon (R(F™ (D) = R())

S(l + a) j:nlli.?p [ED(TLV)R(J?J("V)(D("V))) — R(f*)}

+Epe max [(P=(1+0)Pac) (QC, £ (D)) = Q. )]
where P, = nal >
cosZn}.

Now combining Lemma 2.3 and the maximal inequality of Lemma 5.3 below

for the shifted empirical process appearing in Lemma 2.3, we are in a position to
obtain the following oracle inequality for the amCV and the mCV procedures.

?:nv-i-l 0z, is the empirical probability measure on {Zy, 11,
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Theorem 2.4. Let fi,. .., fp be p statistics satisfying Assumption (A). We have
two different setups depending on the procedure that we want to study. Assume
that one of the two conditions holds:

1. The risk function f —— R(f) is convex and our estimator is the amCV
procedure f(") = fé::zcv introduced in (2.9).

2. The statistics f1,..., fp are exchangeable and our procedure is the modified
CV procedure f) = ﬁ%v introduced in (2.8).

Then for any a > 0, there exists a constant ¢ = c(a, k) such that

Ep (R(F(D™)) = R()
<(l4a) min [EDMV)R(f;”V)(D(”V))) — R(f*)

Jj=1,....p
n c(logp) TRoT y (lognc logp)'
nc nc

Before stating some similar results for the cross-validation method, we would
like to make two remarks on Theorem 2.4.

Remark 2.5. Note that Theorem 2.4 (and Theorem 3.5 below in the continuous
case) provides oracle inequalities which holds in expectation. We believe that
the techniques used in the present work to obtain these results do not allow
to obtain similar deviation results (i.e. oracle inequalities that hold with high
probability).

Remark 2.6. The usual question when considering resampling procedures is
about the choice of V' or here of (ny,n¢c) — the size of the training and learn-
ing/validation/test samples. It follows from Theorem 2.4 that an “ideal” or
“oracle” choice of (ny,nc) may follow from optimizing the right-hand side of
the oracle inequality of Theorem 2.4. That is by equalizing the “bias term”

(@) min [Epoe) RU™ (D) = R()

and the “variance term”

1 = 1 1
(o) (S0) TV ()

Of course this method is meaningful only if the bound in the oracle inequality
of Theorem 2.4 is good enough (that is, if this bound describes in a “good
enough” way the behavior of E(R(f™(D™)) — R(f*)) in terms of ny and
nc). Moreover, this approach is only “ideal” in the sense that we don’t know
the value of the excess risks E(R(f;nV)(D(”V))) - R(f*)).j = 1,...,p, thus
such a method cannot be performed from the data only. Somehow, to overcome
this problem, we have to perform this bias/variance terms equilibrium in an
empirical way in the same spirit as Lepskii’s method for adaptation to be able
to derive some optimal choice for (ny,nc¢).
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2.5. Oracle inequalities for cross-validation itself

In Part 1 of Theorem 2.4, we make the assumption that the risk R(-) is convex —
for which e.g. the conditional convexity of the contrast function Q(z, f), for all
z, would suffice, and thereafter in Part 2 we assume that our candidate statistics
are exchangeable. To derive a result for a CV estimator retrained on the full data
D™ (instead of the only data D) like in (2.8) and (2.9)), we shall combine
and strengthen these two assumptlons

Regard the mCV procedure f( CV(D(" )= f( (D(m) (D)), whose final esti-
mator is retrained on the first ny pieces of data For symmetry reasons, Part 2
of Theorem 2.4 remains true for any k = 1,...,V, if we replace f("gV(D(" ) by

ﬁ%v,k(D(")) = f((D(l))(Dk) using the tralnlng set Dy, from the k—th split.

Now assume that Z = R and the statistics fl, ce fp can all be written as
functionals on the cumulative distribution function of the data, i.e. that there
exist functionals G, ..., G, such that

F(D™) = Gj(Fpow), j=1,...,p,m €N, (2.10)

where Fpm (2) := = 37" 1{Z; < z},Vz € R. (This assumption automatically
implies the exchangeability of the statistics. In particular, all M-estimators,
such as the mean or median, have such a functional form.) Obviously Fpwm) =

V-1 Z,‘; 1 Fp,. Thus if the risk R(-) is convex, and all the compositions Ro G}

too, then we can combine the upper bounds for the estimators f( CVk(D("))
obtained in Part 2 of Theorem 2.4 to derive a bound for the VOV procedure (2.4)
as follows:

R(i‘(/nc)v(D(")D =R (Gjpwmy) (Fpm)) =R ( L)) ( ZFDk>>

14
j(D)) FD;C = Z (mCVk D(n)))

k:

HM<

and thus it easily follows from Part 2 of Theorem 2.4 the result:

Theorem 2.7. Let fl, cee fp be p statistics that can be written as functionals
Gi,...,Gp asin (2.10) and which satisfy Assumption (A), and assume that all
the compositions RoGh, ..., RoG, are convex, as also is the risk function R(-).

Then for the V-fold cross-validation procedure, we have the oracle inequality

Epco (R(FV2y(D™) = R(f))

<(l1+4+a) min [ED<nV)R(f;nV)(D(nV))) — R(f")

Jj=1,....p

logp\ 2=—1 lognclogp
() ()
nc nc

where ¢ is a constant depending only on a and k.
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Note. The “functional convexity condition” on the R o G; is a strong one,
but can be relaxed — it suffices for it to hold up to a summand that converges
to zero no slower than the residual term in Theorem 2.4, and versions of it
averaged over the training data may also suffice. In most practical cases, the
only straightforward way of showing the convexity of the R o G; (with high
certainty) is by simulation. In the standard example of least-squares regression
with underlying Gaussian linear model, for instance, R o G; is convex for the
fixed-design setup, regardless of other parameters, but for the random-design
setup we need additional conditions such as a reasonable signal-to-noise ratio or
large enough sample size (indicating that such a convexity condition does in fact
hold up to a quickly-decaying extra summand). Simulations of a straightforward
sparse Lasso example with 100-dimensional Gaussian covariates and Gaussian
noise have shown that the neccessary functional convexity condition for 10-fold
cross-validation holds from a sample size of n = 40 and a signal-to-noise ratio
of 2.0 upwards, for a range of penalty tuning parameters. However, discussing
this issue at length is beyond the scope of this paper.

The reason why we need extra assumptions such as the functional form of the
candidate statistics is that the computation of the index j(D(™) only involves
the performances of the estimators for ny observations (R, ( f ) depends only on
f (”V)). Without extra assumptions, it is thus easy to contrive counter-examples
for which f (»v) performs well and f (") performs badly:

Example 2.8. Fix an integer V' and a sample size n > 1 that is a multiple of V.
We will construct a set F, = {f1, f2} of two estimators (which are functionals
of the training data) for which V-fold cross-validation does not satisfy the oracle
inequality from Theorem 2.7.

We consider the classification problem with 0—11loss Q(Z, f) = Q((X,Y), f) =
Ty x)+y. Assume that Y =1 a.s. and X is uniformly distributed on [0, 1]. The
Bayes rule is thus given by f*(z) =P(Y =1|X = z) = 1,Vz € [0, 1]. We define

statistics f; = (fl(n))n and f» = (fz(n))n by

i J O i 1<p<n-1 d i = 1 if 1<p<n-1
L =11 if p>n an — 1 0 if p>n

It is easy to see that j(D™)) = argminje{l 2y Rn V(f]) is always equal to 2.
Thus the V-fold CV procedure is fVCV(D(" ) = f (D) (D) = AQ(") (D),
Set F,, = {fl, fg}. For any 1 < p < n, it is easy to check that

min Epeo [R(F? (D)) = ') = 0 and Epeo [R(V2y (D) = B] = 1.
E n

As we can do this for arbitrarily high sample sizes n, V-fold cross-validation
is not even risk-consistent at this level of generality — and certainly does not
satisfy any meaningful oracle inequality.
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2.6. Aggregation with multiple splits

Let a dictionary F = {fi,..., fp} be given and assume that f = (fm), is
an aggregation method satisfying the following oracle inequality under a
assumption on the excess loss functions and a margin assumption with margin
parameter £ > 1 (like in Assumption (A)):

logp) TRoT

E[R(F) (D)) = R') < Kugy minfR(f) = R+ o( 22 (2.11)

where Ky49 > 1 is the leading constant. For instance, both the empirical risk
minimization algorithm

n

LS 0z, f)

n-
i=1

g}%M(D(")) € Arg;nian(f), where R, (f) =
€

and the aggregate with exponential weights and temperature parameter 7" > 0,

€Xp ( - an(fj)/T)
o exp (—nRu(fx)/T)

satisfy an oracle inequality of the form (2.11) (cf. [19]).

Let fl, cee fp be p statistics. Assume that a fixed value ne be given (the size
of test sets), and define ny =n —ne. Let Cy,...,Cn, be subsets of {1,...,n},
each of size ny. For any 1 < k < N¢, we consider f,gn)(D(")) an aggregation
procedure where the weights have been constructed on the data set D¢,y and

for the dictionary Fj = {f1 (D(Ck)) ..,fp (D(C y)}, for instance, when
the ERM aggregation procedure is chosen for the basic aggregation procedure,

7(n) ( y(n) o L ,
fi"(D'™) € Arg min —— ; Q(Zi, f).
iZC

fAEW Zw )fj, where w( " =
Jj=1

(2.12)

Then we average all these aggregates over the N¢ different splits of D(™)
namely: (D(c,), D(c,) )i<k<ne. We define the aggregate with multiple splits

fagg = (f,(ag)g)n by
Fio (D™) = ka"’ (2.13)

Theorem 2.9. Let fl, e fp be p statistics satisfying Assumption (A). Assume
that the risk function f —— R(f) is convexr. Consider an aggregation procedure
satisfying (2.11). The aggregate with multiple splits (defined in (2.13)) associ-
ated with this aggregation procedure and the p statistics fl, ey fp satisfies the
inequality

Epc (R(f55,(D™) = R(f))

. i(n n . logp 7=
< Kugy mmin [Epoy) RU™ (D) = R(F)| 4+e(20) ™
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Proof. By the convexity of the risk, we have

BIR(7, (D) - R(#*)) = E[R(5 - 5 (D)) = R()]
k=1

IN
|
=
2
=
Q2
=
—~
=
&
)
B
=
=
=

< o Do [Kug in IR (D)~ RO+ 7]

< Kogg min ED(nv)(R(f;”V)(D(nv))) ~ R(f)) +C(1Oﬂ>ﬁ

T 1<j<p nc

Note that when we chose an optimal aggregation procedure (cf. the progres-
sive mixture of [9] or [37]) for the basic aggregation procedure, we can take
Kagg = 1. Such oracle inequalities with leading constant K,5; = 1 cannot be
achieved by “selection procedure” that is by procedures taking their values in
the dictionary itself and note in its convex hull (cf. [18]).

3. Continuous case

We consider A aset of indexes and F' = {fy : A € A} a set of statistics indexed by
A. In the previous part of this paper, we have explored the case A = {1,...,p}.
In this section, we need not assume A to be finite.

We consider the notation introduced in Section 2, and define the continuous
version of the modified CV procedure by

Tl (D) = F{{3),, (D)) where A(D™) € Argmin Rov(f3)  (3.1)

and the continuous version of the averaged version of the modified CV procedure
by

n)y — (nv) N n . A
Famev(D™) = 5= Z&Ew (D(cyy) where A(D™) € Argmin Ru (f1).

(3.2)
Remark that we assume that the infima of A — R, v (fx) and A — Ry (f))
are achieved. We also called these two infima by the same name but there will
be no ambiguity since we will use them in two clearly separated setups.
Following the line of Lemma 2.3, it is easy to obtain the following result.

Lemma 3.1. We have two different setups, depending on the procedure that we
want to study:
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1. If the risk function f — R(f) is convex, then the averaged version of the
modified CV (cf. (3.2)) with No arbitrary deterministic splits of n pieces
of data into ny pieces of training and nc pieces of test data satisfies the
following oracle inequality with f™) = fé:l)cv;

2. If the statistics fa, A\ € A are exchangeable, then the modified V-fold C'V
procedure defined in Equation (3.1) for the splits of the data defined in
Equation (2.1) and (2.2) with 1 <V < n satisfies the following oracle

n)

inequality with ) = fr(nCV;

for any constant a > 0, we have the following inequality
Epco (R(F(D™)) = R(f)) < (1 +a) inf [Epe RF™ (D) = R(F)]
+Epe sup [(P = (1+a)Pac) (QC S (DU)) = (. )] |
AEA

where P, = (1/n¢) Z:’l:nv+l 0z,

To control the expectation of the supremum of the “shifted” empirical process
appearing in Lemma 3.1, we need some results from empirical process theory
(the proof is provided in Section 5).

Lemma 3.2. Leta > 0 and Q := {Qx : A € A} be a set of measurable functions
defined on (Z,T). Let Z,Z1, ..., Zy be i.i.d. random variables with values in
(Z,T) such that VQ € Q,EQ(Z) > 0. Suppose that there exists some constants
¢, L, €min > 0 such that for all € > €pin and all w > 1, with probability greater
than 1 — Lexp(—cu)

sup (P—P,)Q)+ <

, (3.3)
QeQ:PO<e Vm

where J is a strictly increasing function such that J~! is strictly convex. Let 1
be the convex conjugate of J~1 defined by 1(u) = sup,sq(uv — J 1 (v)),Vu > 0.
Assume that for some r > 1, x > 0 — ¥(x)/2" decreases and define for ¢ > 1

and u > 1,
2¢" (1 + a)u
= — Y V min -
calu) = av/m )ve
Then, there exists a constant Ly (depending only on L) such that for every
u > 1, with probability greater than 1 — Ly exp(—cu)

aeq(u/q)
o ((P-a+ a)Pm)Q)+ < T

Moreover, assume that 1 increases such that 1(c0) = oo, then there exists a
constant c1 depending only on L and ¢ such that

acieq(1/q)
E sup (P—a+ a)Pm)Q)+ < Tt
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The function € — supgeo.po<c (P — Pn)@Q, appearing in Equation (3.3), is
a classical measure of the complexity of the set of functions Q (cf. for instance
[33, 5, 16] and references therein). A common way to upper bound this function
with high probability is to use some metric complexity measure like the Dudley
entropy integral (cf. [12] or, for instance, [35]) coming out of the chaining argu-
ment. In this paper, we use the 7 function of Talagrand (cf. [31]) as a metric
complexity measure of Q. We recall here the definition.

Let (T,d) be a metric space. An admissible sequence of T is a collection
{T, : s € N} of subsets of T, such that |Tp| = 1 and |Ts| < 22°,Vs > 1.

Definition 3.3 ([31]). For a metric space (T, d) and o > 0 define

oo

o(T,d) = inf su 25/ q(t, Ty),
B ( ) (TS) tegé ( )

where the infimum is taken over all admissible sequences (Ts) of T'.

The generic chaining mechanism can be used to show (cf. theorem 1.2.7 in
[31]) that if {X; : ¢t € T} (where T is a set provided with two distances d; and
d2) is such that EX; = 0 and

2 u

P(|X5—Xt| Zu) §2exp(—min (m,m))ﬁs,teﬂu>0

then, there exists some absolute constant L, c > 0 such that for all u > 1,

sup, [ Xs = Xo| SuL((T,dr) +72(T, d2)) (3.4)
with probability at least 1 — L exp(—cu).

Note that one potential (yet, usually suboptimal) choice for the sets T that
constitutes an admissible sequence (T) in Definition 3.3 are es-covers of T,
where each e, is such that the entropy number N(T,e,,d) is less than 22°.
Then, for this choice, an easy computation (cf. [31]) shows that

Diam(T',d)
YalT, d) < c/ (log N (T, e,d))"*de. (3.5)
0

Lemma 3.4. Let Q := {Qx : A € A} be a set of measurable functions defined
on (Z,T). Let Z,Zy, ..., Zy be ii.d. random variables with values in (Z,T).
Grant that there exists C1 > 0 and an increasing function G(-) such that

vQ € Q,[Q(2)lz, < GEQ(Z)) and sup 1Rz, < Cr.

Then, there exists some absolute constant L,c > 0 such that for all € > 0 and
for all w > 1, with probability at least 1 — L exp(—cu),

(log m)71 (e, || - llw,) n 12(282, ] - ||L2))7

sup (P —Pn)Q)s < uL( = N

QEQ:PQR<e
where QF* ={Q € Q:|Q(2)]|L, < G(e)}.
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The proof of Lemma 3.4 is provided in Section 5. Now, combining Lemma
3.2 and Lemma 3.4, we obtain a continuous version of Theorem 2.4.

Theorem 3.5. Let A a set of indezes and F = {fx : A € A} a set of statistics
indexed by A. Fiz ny < n the size of the validation sample and define the set of
excess loss functions associated with F by Q = {Q(, Aﬁ"V)(D("V))) —Q(, f*):
X € A}. We assume that the tail behavior of the statistics in F' and the complezity
of F satisfy the following assumptions:

Any statistic f in F satisfies (A) and there exist €, and a strictly increasing
function J such that J~1 is strictly convex, the convex conjugate ¢ of J~!
increases, (00) = oo and there exists r > 1 such that x — ¥ (x)/x" decreases

and .
(lognc)v1(Qe2 I - llw)

J(€) > 2(QF, || - lle.) + Nz

,VeE > €min

where QF* = {Q € Q: [Q(Z)|, < /*7}.
We consider two different setups depending on the procedure we want to study.
Assume that one of the two condition holds:

1. The risk function f — R(f) is convex and our procedure is the amCV
procedure f(") = f(ZL)CV defined in (3.2).

a
2. The statistics f1,..., fp are exchangeable and our procedure is the mCV

procedure ") = f (ngv introduced in (3.1).

m

Then, for every a >0 and g > 1, the following inequality holds

Epco (R(F(D™) = R(f))

<(1+a) )\Helf\ [EDWV)R(f)(\"V)(D(”V))) ~R(f)] + aCEq((Jl/q)7

2¢" 1 (14a)u

where we set eq(u) = ¢ (1 o

) V €min, Vu > 0.

Note that Theorem 3.5 generalizes Theorem 2.4 to a continuous family of
estimators. Indeed, it is easy to verify that, in the finite case |A| = p, we obtain
the same result as in Theorem 2.4. For instance, under the assumptions of
Theorem 2.4 by using Equation 3.5, we have, for any € > 0,

(lognc)vi(QF2, || - lys)
N

Ko(lognc)logp )5
< — 2 27 PC e/ /lo = J(e);
N Viogp = J(e)

thus, the convex conjugate of J~1 is

Koy(logne)logp 2w
v) = ———=——""""v+ ¢ (vy/lo =1 Yo > 0.
»(v) N (vv/logp)

Thus, €,(1/q) is, up to some constant depending only on Ky and &, of the same
order as the residue of the oracle inequality of Theorem 2.4. Furthermore, the

+72(Q8% || 1)
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same reasoning used for Theorem 2.7 can also be applied here in sufficiently
convex setups where the full data set is used for retraining. Nevertheless, from
a technical point of view, there is a major difference between the finite and
the continuous cases. In the finite case, it is only a side effect of the margin
assumption (cf. second point of Assumption (A)) that is actually used, namely
a better concentration of the empirical risk to the actual risk. Whereas in the
continuous case, all the strength of the margin assumption is used: a reduction
of the Lo diameter of the set of potential almost oracle. This control on the
diameter can be easily seen in the Dudley’s entropy integral, where this diameter
appears in the upper bound of integration.

4. Applications

In this section, we will be interested in two procedures which initially are non-
adaptive to one unknown parameter of the model or to one parameter for which
we have no canonical choice: First, the Lasso procedure where theoretical results
have been obtained under the assumption that the variance of the noise is known
(we will provide a procedure with a data dependent regularization parameter).
Second, aggregation with exponential weights, which depends on a temperature
parameter. We could just as well have applied this adaptation procedure to other
problems, like the choice of the regularization parameter for penalized empirical
risk minimization, or the choice of the threshold constant in wavelet methods.

4.1. Adaptive choice of the regularization parameter for the Lasso

We consider the linear regression model ¥ = <X, B*> + o€, where Y € R is a
random vector, X € R? is a random vector and € € R is a random variable
(the noise) independent of X such that Ee = 0 and Ee? = 1. We have n i.i.d.
observations in this model, and the total dataset consists of Y = (V1,...,Y,)!
and X = (Xi,...,X,)". We consider the function ® : R? x Rt —— R defined
by

(8, A) = [Y — XBI2 + A|Bl:.

Given a regularization parameter A\, the Lasso estimator f,\ is defined by

37 D) = (AN DM)) where F(0)™ (D™) € Arg min @(5, ).

We consider the regularization parameter A to be normalized so as to lie in [0, 1].
Such a normalization is possible, since for A\pq: := 2 max; |<Xi,Y>|, the zero
vector is a minimizer of ® (5, Ajaqz); that is, the Lasso penalty is always able to
shrink the coefficient estimate for 8 down to zero.

Usually the choice of the regularization parameter A is a problem. A pos-
sible solution is to use the adaptation procedures that were introduced in the
previous sections. One can think of using the adaptation procedures introduced
in Section 3 (in the continuous case) for the dictionary {fy : A € [0,1]}. The
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continuous case will be illustrated in the next subsection, therefore, we focus our
attention on the finite case in this subsection. We should consider two different
types of dictionary:

1. the dictionary of estimators is a finite set {fx : A € G} where G is a finite
grid of [0, 1]. This means somehow that the regularization parameters are
given based upon some a priori knowledge.

2. the dictionary is a set {f1,..., fx} of estimators that may have been con-
structed using the LARS algorithm or any other solution path procedures
or other estimators in the regression model. In particular, this type of dic-
tionary allows for data-dependent regularization parameters (like in the
LARS algorithm). Note that in this setup, the number N of elements may
also be random (like in the LARS case). Here, we assume that N is fixed.
In the “LARS case”, we know that the number N of solutions is always
less than n therefore, in this case, one can “complete” the dictionary up
to n by repeating the final LARS estimator - for instance - and therefore
one can take N = n.

It appears that oracle inequalities follow directly from Theorem 2.4 and The-
orem 2.9 for the second type of dictionary. For instance, the LARS algorithm
provides a family of regularization parameters 0 = A(® < XD < < \(N)
(where N < n), and the corresponding Lasso estimators f)\m,j =1,...,N.
Thus we believe that using the LARS algorithm combined with the mCV, amCV
or Agg procedures for the dictionary {f)\m), cee f)\(N)} will prove to be efficient
in practice.

More theoretical details on the type of assumption and results can be pro-
vided in the first case. We now turn to the study of this first case. We con-
struct the mCV procedure (cf. (2.8)) in this setup. Consider the family of splits
(B1,D1),...,(By,Dy) of D™ defined in (2.1) and (2.2) for some 1 <V < n
dividing n. For any Lasso estimator f \ the r-V-fold CV empirical risk, for r > 0,
is defined by

knc

.
R =5 3 Wi (KB (D)l

k=1 nc i:(k*l)ncwf»l
The mCV procedure is defined in this context by

ff,?év(~,D<”>) = f;ifz/[))(n))(-,D("V)) = <'7B(;\T(D(n)))(”v)(D("V)»
(D)
where
(D)) e Argrl\neig Rnr)v(fA)

Now, we construct the amCV (cf. (2.9)) and the Agg (cf. (2.13)) procedures
using the subsets Cy,...,Cn, of {1,...,n} each of size ny: the mCV is defined,
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in this context, by

1

fomev (DM)(, D) = = Zf(" Dy (- Dic)

ZBS\ (nV)(D(C )> < BamCV( n))>,

where A.(D(™) € Argminyeg Rslrc)(f,\) and R(C) is the r-CV risk. Finally the
Agg procedure (with respect to the aggregate with exponential weights as a
based aggregation procedure) is defined by

Nc
Fon (.0 le (D) = ZZ BN (Dic,)
— (B

k 1 Xeg
by (D))

where

f(" D(n Zw(nc) ) nv)( ))
AEG

and
exp (=T Yg0, Vi — (X3, B (Cr))IT)
Ypegexp (- T >igo, IYi— <Xi73(ﬂ)("V)(Ck)>|T)

Note that for values of r close to 0, the Lasso vector Bv(:é’l/ constructed

Wy (Ch) =

with a data-driven choice of the regularization parameter XT(D(")) is likely to
enjoy some model selection (or sign consistency) properties. Nevertheless, from
a theoretical point of view, we will obtain results only for the prediction problem
with respect to the Lo-risk.

We would like to apply Theorem 2.4 and Theorem 2.9 to the three procedures
that we have introduced here. To this end, we have to check assumption (A) for
the elements of the dictionary F := {fx : A € G} and so the design vector X
has to enjoy some properties.

Definition 4.1. Let X be a random vector of R? and denote by  its probability
distribution. We say that X is log-concave when for all nonempty measurable
sets A, B C R? and every a € [0,1], u(aA + (1 — a)B) > u(A)*u(B)1=. We
say that X is a 92 vector when || X, := sup,cgr—1 H<X,x>”w2 < 0.

Many natural measures are log-concave. Among the examples are measures
that have a log-concave density, the volume measure of a convex body, and many
others. A well known fact on a log-concave random vector X of R? follows from
Borell’s inequality (cf. [26]): for every = € R?, ||(X, :C>Hw1 <c H<X,x>HL1 where
c is an absolute constant. In particular, the moments of linear functionals satisty,
(Xz),, s e [(X2),, -
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In the following we assume that X is a 19, log-concave vector and the noise
€is ’lﬁg.

Let m € N, A € G, 8 := B(N)™ (D) be fixed for the moment, and let
Ls(X,Y) = (Y —(X,8))? = (Y — (X,5*))? be the corresponding excess loss
function. We need to bound the ;-norm of £z and to check the margin condi-
tion. For the second task, we use the log-concavity of X to obtain

ELs(X,Y)? <2B(X, B — B°)" +80°E(X, 5 — *)°
<(c+802)E(X, 8 — ) = (c + 80°)ELg.

This proves that the dictionary F' satisfies the margin assumption with param-
eter k = 1. For the first task, we use the fact that X is a ys-vector to get

I£5(X V)l = [[(X.8-8) +20e(x.8" = B)|

< (1+20) (X, 8- 8]

2 * (12 2
< (1+20) X2, 18— 8713 + 20 el

2
, T 20 ||5||1/;2

Now for the construction of the dictionary, we threshold all the Lasso vectors
B(A),\ € G in such a way that the f;-norm of these vectors is smaller than
a constant K{. Then the dictionary F' satisfies Assumption (A) (with Ky :=
K{ + ||5*||5)- Note that under assumption (A), the aggregate with exponential
weights satisfies the oracle inequality (2.11) (up to a logn factor when k = 1,
cf. [19]). Thus, we are now in position to apply Theorem 2.4 and Theorem 2.9.

Let § be either BEZL%V(D(")), BA((;QCV(D(")) or Bg?Q(D(")), we have

BI(Y = (X,))°) (1 + @) minE[(Y — (X, 7(50) " (D))

. Jog gl log(nc)

: (4.1)
ne

where 7 is a thresholded function such that V5 € R?, ||7(5)]|, < Kj.

This proves that the adaptation procedures provided in Section 2 optimize
the prediction task of the Lasso thanks to a data-driven choice of the regular-
ization parameter. Note that a classical theoretical choice of the regularization
parameter A is such that A 2 o+/(logp)/n (cf. [6]) — even though in many real-
world applications such a choice is in general too conservative. By taking a grid
G with a thin enough step (for instance of the order of 1/n), such theoretical
result can be used in (4.1) to prove that the procedures 3 have good predic-
tion properties. But the real advantage of B is that in cases where taking A
such that A 2 o+/(logp)/n is not a good choice then, thanks to the adaptation
properties of B, a better choice of A will be made “automatically” (that is in a
data-dependent way).



Oracle inequalities for C'V 1823

4.2. Adaptive choice of the temperature parameter for aggregation
with exponential weights

In the aggregation setup, one is given a set of data D(™ and a finite set Fy of M
functions fi, ..., fas. The problem is to construct a an estimator which has a risk
as close as possible to the risk of the oracle, the best element in Fy. A common
aggregation procedure is the aggregation procedure with exponential weights
(AEW for short) defined in Equation (2.12); this procedure is defined up to a
free parameter which is called the temperature parameter. In this subsection,
we use the adaptive procedures introduced in the previous section to choose the
temperature parameter.

Let (B1, D1), ..., (By, Dy) be the family of splits of D™ defined in (2.1) for
some 1 <V < n. For any AEW procedure f(T') (where T > 0 is the temperature
parameter) the V-fold-CV empirical risk is defined by

\%4 knc
W)= 3 o L2 )

We consider the following data-driven temperature and the mCV procedure

T(D(")) c Argjmeian,v(f(T)); f (D(")) - f(T(D(n)))(nV)(D(nv))7

where G is a subset of (0, 4+00).

We want to apply Theorem 3.5 to the procedure f(")(D(")). We consider
the bounded regression model Y = f*(X) + oe with respect to the quadratic
loss function Q((x,y),f) = (y — f(x))?. We consider a finite dictionary Fy
(constructed with a previous sample that we supposed fixed). We assume that

lelloo > 177l » M2 | flo0 = K < 0.

For every T' > 0, we construct the aggregate with exponential weights f (T)
associated with the dictionary Fy (cf. (2.12)). Fix A > 0 and construct the
infinite dictionary F := {f(T) : T > A}. It is easy to check that the elements
of the dictionary F satisfy Assumption (A) with margin parameter x = 1.
Moreover, for every pair T1,T» > 0 of temperature parameters, for any n, and
any data set D™ we have

FoUTD)() = ) (D) ()] < cd(Th, T)

where d(Ty,Ty) := |T; ' — T, *| and thereby for Q := {Q(-, f(T)("V) (D)) —
Q(, f*): T > A}, the complexity function J of Theorem 3.5 can be taken equal
to

J() i= can(Velog (AL\/E +1)+ l(\)}gnicc)
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Thus, the exchangeability of the AEW being obvious, Theorem 3.5 yields the
following oracle inequality

E(f™(D™)(X) = Y)* < (1+a) min E(F(T)") (DOV)(X) - ¥)?

lo
+ Ca,Ab & (NC) .
n
Thus the procedure (™) (D) is optimal amongst all the AEW procedures with
temperature parameter 7' > A for a given A.

5. Proofs
5.1. Preliminaries from empirical process

We start with the following lemma which is a )1 version of Bernstein’s inequality
(see, for instance, [35], Chapter 2.2).

Lemma 5.1. LetY,Y1,...,Y,, be i.i.d mean zero random variables with ||Y |4, <
o0o. Then for any u > 0,

P(% ;Yi > 3uHY||¢,1) < exp (_m(uz A u)) '

Nevertheless, it appears that Lemma 5.1 does not suit the analysis we have in
mind. Indeed, most of the models worked out here satisfy a margin condition;
that is, a relation of the form EY? < K(EY)Y(%). In Lemma 5.1, the sub-
Gaussian and the sub-exponential (or Poisson) behavior of L 3™ | Y; are given
with respect to the ¥;-norm of Y without reference to the term EY 2. According
to the Central Limit Theorem, we would expect sub-Gaussian behavior of the
sum E oY, with respect to the L?-norm of Y. That is the objective of the
following result. The price that one pays for replacing the t¢;-norm by the Lo-
norm under sub-Gaussian behavior is, in general, an extra factor logm in the

sub-exponential behavior.

Proposition 5.2. There exists an absolute constant ¢ > 0 such that the fol-
lowing holds. Let Y,Y1,..., Yy, be i.i.d mean zero random wvariables such that
| max;—1,. m Yi|lp, < oo. Then for any u > 0,

P(L30vi> ) < 2exp (—em () A ()
m g7 =TT E ) T e, il )

.....

Proof. We follow the line of [1]. Let p > 0 be the truncation level to be chosen
later. For every ¢ = 1,...,m we defined X; := Yilly, <, and Z; :=Y; — X;. For
every u > 0, we have

P(zm:n > u) < P(zmjxi ~EX; > u/2) +P(zm:zi ~EZ > u/2). (5.1)

i=1 =1 =1
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To bound the first term of (5.1), we use the classical Bernstein inequality for
bounded variables together with the inequality V(X;) < EX? < EY;? for all
i1=1,....n

2

P(iXi—EXizuﬂ) §exp(—$+pu). (5.2)
i=1

Now take p := 8E maxj<;<, |Yi|- For the second term of (5.1), we note that,
by Chebyshev’s inequality,

> O) < IP’( max |Z;| > O) = IP’( _max Yi| > p) <1/8.

i=1,...,m

k

]P’( max ‘ E Z;
1<k<m |
1=

Thus, by Hoffman-Jorgensen’s inequality (cf. Proposition 6.8 in [21]), we have

SSE ax |Zz|

k
E max ‘E Z;
k=1,...,m | 4 7 i=1
i=

Consequently, since E[.X| < K [|X|[,,, for any random variable X,

< 2E‘ ijzi
=1

Now, we use Theorem 6.21 of [21] to obtain

iZi—EZZ- §K1< iZi—EZZ-
i=1 ¥ i=1

Combining the last result and Equation (5.3), we get

i Zi —EZ;
i=1

In particular, we have

. (5.3)

IE‘ZZi—EZi <16E_max |Zi| < Ko|| max |7
] i=1,...,m i=1,...,m

1

2

.....

+ ‘ max |Zz — EZ1|
1=1 m
Ly

< Ks|| max Y;

i=1,....m

S K2 max Zz
i=1,....m

" 1

1

P(izi—IEZi 2u/2> §exp(—| cu ) (5.4)
i=1

|max;—1,... m Yz‘H%

We obtain the result by using the last inequality together with Equation (5.2)
in Equation (5.1) and noting that p < K3 [|max; [Yj[[|,;, - O

To obtain oracle inequalities for the mCV and amCV procedures, we need to
control the suprema of some empirical processes. The next lemma is precisely
such a bound for a (shifted) empirical process, and its conditions are formulated
in terms of a general risk bound and a margin condition.
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Lemma 5.3. Let Q := {Q1,...,Qp} be a set of p > 1 measurable functions
defined on (Z,T). Let Z,Zy, ..., Zy be ii.d. random variables with values in
(Z,T) such that VQ € Q,EQ(Z) > 0. Assume the existence of constants
Co > 0 and v > 1 such that ¥YQ € Q,|Q(Z)|r, < Co(EQ(Z))'/?* and set
b 1= maxgeo || max;—i . Q(Zi) ||y, For any given shift parameter a > 0
there exists a constant ¢ = c(a k) such that

Emax (EQ(2) - (1+a)%iQ(Zi))Sc(log(ep)>2$1v(w).

QeQ ‘ m m
=1

Proof. For any § > 0, an union bound yields

<>y P{]EQ(Z) —(1+ a)% iQ(Zi) > 6}

QeQ i=1
< Y pEe) - - o) 2 LA
QeQ i=1

Now, we apply Proposition 5.2 to the random variables Q(Z), Q(Z1),...,Q(Zm)
and combine this with the margin-type condition ||Q(Z)||r, < Co(EQ(Z))'/2*
to get the inequality

rls(ee - 0r o o) =
<Z2exp ( 5+(IEC€/(2K>)2/\(HGI)L@Q(Z)))}’
QeQ

where we use the constant Cs := (3Co(1 + a) VICF(1 + a)2)71. By comparing
EQ(Z) and 4, it is easy to see that

“ <(<I(;5<GZ%§€S<Z23@> ) (2 aziQ(Z))) > C3871/% A (3/bm)

when Cj := Cs - (a A Ofl)l/(%). Thus, for any § > 0,

P[max (EQ —(14a)— ZQ ) } < 2pexp (—C3m(52_1/”/\(5/bm))) .

QeQ

Now we use the fact that [ exp(—Bt*)dt < (aBA*~!)"'exp(—BA®) for
any o > 1 and A, B > 0 to get, for any « > 0 and v > 0,
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E[max (EQ(Z) 1+ a)% Zm: Q(Zi))}

QeQ —y
< /Ooo P[glea)gc (IEQ(Z) —(1+ a)% i Q(zi)) > 5} do

oo

Su+2p/ eXp(—CgméQil/“)d5+U+2p/ - exp(—C3md)ds
u by T

exp(—Cgmuzfl/"‘) tut2 exp(—Csm(v/by,))
Cymul=1/r P Csm/by,

b/ (=)

<u+2p

(5.5)

We denote by u(p) the unique solution of u = pexp(—pu). For this quantity,
we have the inequality u(p) < log(ep). Take u such that Csmu?~'/* = pu(p);
then

u—+ 2p

exp(=Cymu~/") _ (u(p) ) E 5 (10g(6p)) e _

Cymul=1/r Csm Csm

Now take v such that Cs3mv = by, p(p) to obtain

exp(—Csmuv/byy,) - 3bm(p) - 3b., log(ep)

2
vt P C3m/bm C3m C3m

Then by plugging these values of u and v in Equation (5.5), we obtain the
result. O

Note that one of the main advantages of the set of assumptions of Lemma 5.3
is that we are allowed to use unbounded random variables. And, in the bounded
case maxqgeo ||Q(Z)||,, < bo, we recover the classical Bernstein inequality since
maxqgeo |[max; Q(Z;)ll,, < bo. But, if we only have a 11 control of the type
maxgeo [|Q(Z)|,, < bo, then by using the following classical result due to
Pisier (cf. for instance [35])

R Q(Z)

< c(logm) max [Q(Zi)ll, ,¥Q € Q
1 srsm

we obtain maxgeg [[max; Q(Z;)||,, < c(logm)by. Thus, by using this approach
a (maybe extra) log m term may appear in the upper bound of the shift process

in Lemma 5.3 when the margin parameter x equals to 1. If x > 1, then we
obtain the same upper bound for both L., and L, control.

5.2. Proof of Lemma 2.3

We first prove the result for f(*) = JES;ZCV' By definition of 7(D(™), we have,
for any j € {1,...,p},

S QU £ (D)) < Bac(F). (56)

L 1 e
Ry (famcv) = N_C Z c

k=1
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Using inequality (5.6), we have the following basic inequality for all j and
any set of data D™,

R(fimev (D) = R(f7)
= (14 @) (Fne (famev) = Ruc (7)) + (R( 5oy (D™)) = R(F))
—(1+ a)(Rnc (famcv) — Rnc (f7))
(14 0)(Buc () = Ruc (1) (5.7)
+ (RUSew (D™) = R(F7) = (1 + @) (e (famev) = Buc (£)) -

Since the Z;’s are i.i.d., it follows that the expectation of the first term in (5.7)
is such that for every j,

ED(")RHC (fj) —Epm B (f*)

- Z = > (Bp Qi £ (Do) ~ Epen Q(Zi 1))

chk

IN

- Z Z (EDwk) f( (D)) - R(F* ))

chk
= EDWV)R(f("”(D@“)) R(f*),

and, by using the convexity of the risk, the expectation of the second term in
(5.7) is such that

Eper [R(f ey (D) = R(F) = (14 0)(Ruc (fer) = Buc (£)]
1 &
No ;EDW

1+a
ne

IN

PQ( £y,

J

(D(n) (D(Ck))) - PQ(vf*)

> (QUZ A3 (D)) = Q2 1)) ]

igECk

| PQC. ] () (DY) — PQ(-, £*)

IN
[y
M
=
%
e
><

Z (Q(Zi, f"(Dio) = QU2 1)) ]

= E Epwm) rrllax

—H“ 2 (Q(Zi,fJ("”(DW)))—@(zi,fﬂ)]

n
C iyl

PQ(-, f™(D™))) — PQ(-, f*)

PQ(, f™(D™))) — PQ(-, f*)

= ED(n) max
=1,...p
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=1,...,

which now gives the desired result.

We can follow the same lines to obtain the oracle inequality for () = ﬁg;gv
But instead of using the convexity of the risk in the second line of the last
calculus we use the exchangeability and the “organized” partition scheme of the
data provided by (2.1) and (2.2). Indeed, for this partition scheme, j satisfies
some exchangeability properties under particular permutations of the data: For
any k =1,...,V, we introduce the permutation ¢y (j) = j + knc[n| (where [n]
means modulo n). By using the exchangeability of the statistics fl, ey fp, it
is easy to see that for any k = 1,...,V and j = 1,...,p and for ¢x(B,) =
{or((p—Dnc +1),...,0k(pnc)} and ¢p(Dy) :={Z; : i ¢ ¢u(Bp)},

1 vV 1 r(ny)
> — Q(Zi, ;7 (61(Dp))) = Bn v (f;),

V
=1 "C icén(By)

and thus that j(Z4, (1), -, Zp(n)) = §(D™). Moreover, for each k = 1,...,V,
¢x(D")) = ¢y (Dy_1) = Dy, so we have

Epe R(fr(:gv(D(n))) =Epm) R(fj((nf:‘;(zl)) (D))

v v
1 A(nv) n 1 Fnv)
= ZED(")R(fj(Z‘;k(l) ..... Z¢k(n))(¢k(D( ) = v ;ED(n)R(fj(g(n))(Dk))-

5.3. Proof of Lemma 3.2

For any ¢ > 1 and uw > 1, the following family of inequalities holds simultane-

ously with probability greater than 1 — L%, exp(—cqu) > 1 — Ly exp(—cu):

qjuJ(qjeq(qju)) )
sup (P—-P,)Q), < —————== forevery j > 0.
QEQ:PQ<qiey(q/u) ( )+ vm

Thus, with probability greater than 1 — L; exp(—cu),

sup (PQ —(1+ a)PmQ) = sup ((1 +a)(PQ — PnQ) — aPQ)
QeQ + QeQ +

< sup ((1 +a)(PQ — PQ) — aPQ) 4 Lt aJut(eq(w)
. Qe v +

@’ e (@ T ) <PQ<I g (g 1)

j=1

<> ow ((1+a)(PQ = Pu@) — ag’ g0’ "))+ =

=1 N .
T PQ<dieg(au)



1830 G. Lecué and C. Mitchell

NE

<

(1+a) s (PQ-Pu@) —ad eyl w) + (1 + a)ud (e, (u))
1 QEQ: +
PQ<q’eq(q’u)

<.
Il

Sy (0 a)qﬂz;fﬂ%feq@w» et + LE a0
_(+aui(ew) _ acy(u/g)

vm Toq
where we use that © > 0 — 4 (z)/2" decreases and so for every j > 0,u > 1,
€q(¢7u) < q"e,(¢?~'u) which, using the convex duality property of ¢, implies
14+ a)¢uJ(ge,(gu a 2¢°T"TY1+a)u ., ,
) M e ()
vm 2q a/m

ﬁ (qj eq(q’u) + 0 (—2qj+rz/(1ﬁ+ a)u))

a(qj +1) . . .
= Wﬂz(q]w < ag’eg(q’ ).

Now, for the “moreover” part, we use that > 0 — ¢ (x)/z" decreases to

get eq(u/q) = o(exp(cu)) when u tends to infinity; e,(u/q) < u"eq(1/q), Vu > 1
and

E sup ((P— §! +a)Pm)Q) - /OOOP{ sup ((P— §! —i—a)Pm)Q) > t} dt

QeQ + QeQ +

< %1/(1) + /100 Ly exp(—cu)wdu

q2

B aeq(l/q) aly o—ce alic [ exi(— e (w/a\du
= 2all/) | 2B i1/ + / p(—cu)ey(u/a)d

aeq(l/q) aly o—ce > e » aci€q(1/q)
< T 7 o(1/q) + ! exp(—cu)u”eq(1/q)du < q :

5.4. Proof of Lemma 3.4
Let € > 0 and take Qo € Q such that PQo < e. We have

sip (P=Pu)Q), < sw  |1Z(Q) — Z(Qo)l +12(Qo)|

QeQ:PQ<e QEQ:PQ<e
where Z(Q) = (P — P,,)Q,VQ € Q.
For every Q1, Q2 € QF2, Proposition 5.2 and Pisier’s inequality yield for any
u>1

P1Z(Q1) — Z2(Q2)] = U} < 2Zexp ( —in (dg(c;j Q2)’ dl(Q?, Q2)))
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where

and d1(Q1,Qs) = 1Q1 = Q2|1 () (log m)'

cm

d3(Q1,Q2) =

1Q1 = Q2l17,(x)
cm

Since {Q € Q: PQ < ¢} C QL2 Equation (3.4) provides two absolute constant
L,c > 0 such that for every u > 1 with probability greater than 1 — L exp(—cu)

(log m)y1(Qe? || - lwn) | 72(Qe? |- ||L2)>
m vm '

Then, Proposition 5.2 applied to the single element @y € Q such that PQy < €
provides, for any u > 1, with probability greater than 1 — L exp(—cu),

ulogm U
1Z(Qo)| < 1Qolly, (x) + 1/ - 1Qoll .y () -

m

sup |2(Q) — 2(Qo)| < u

QEQ:PQ<e

Combining the two last results with the fact that diam(7,d) < ¢y,(T,d) for
every metric space (7', d) provides the result.

6. Simulation study

In this section, we compare the experimental performances of the procedures
under examination. For this comparison, we shall apply these procedures to a
high-dimensional model aggregating elastic net estimators, which extends the
application in Section 4.1.

6.1. Model

For a given size d, let (X W X (d)) be a random vector uniformly distributed
on the unit hypercube [0, 1]¢, and let £ be Gaussian noise with variance 0. For
a fixed vector 8 € RPT! we define

Y=8"X+¢.

Generalizing the ¢1-penalty used by the Lasso, we take a weighted average of
{1- and fe-penalties, the latter stemming from Ridge regression. This gives us
the elastic net estimator

7(Elastic ne . 2
i}::aa tic net) . arg min |y - gTX||27n +Ma|B], + (1 —a)|83),

which has two tuning parameters, A € [0, Aqq) (as in Section 4.1) and « € [0, 1]
(cf. [39, 13]). Taking grids A and G for A and «, respectively, we obtain a family
of estimators for aggregation:

e’

Fo— {f?)(\Elastic net)|/\ chac G} .

For the aggregation step itself, we use L"-loss, where r does not always have to
equal 2.
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6.2. Methods and results

The family of estimators thus described we aggregated in three different ways:

e Model selection by cross-validation: the aggregate estimator is
7\(/nC)‘V( ) fj(D("))( n)) s.t. j(D(n)) € AI’g ) {I{lin Rn,V(fj)a

the definition already given in (2.4). The weights assigned to each model
are either 0 or 1.

e Aggregation with exponential weights using the cross-validation score:
here the aggregate estimator is

fAEW Z wj f(" D(n
and .
exp (= nRuyv ()/T)
Zi:l exp ( - any(fk)/T)

e Split-wise aggregation with exponential weights, averaging the estimator
over all splits: the aggregate estimator in this situation is

,g;[)/(D( i( Zw )f(" D("))

w; =

j=1
and
W P (- ”Rg?/( )/ T)
’ Povexp (= nRY (fu)/T)

n,

Computation We simulated the performance for the elastic net estimator
using covariates in R?% and the distribution of (X,Y) given above. The total
sample size for which we looked at the performance of the estimator was 100, and
the cross-validation procedure we used was 10-fold cross-validation. Regardless
of the sparsity of a model, we scaled the true coefficients so that |3]o = 1 and
chose the error variance so that the signal-to-noise ratio was 5. The loss order
for the aggregation step we took to be r = 2 for the first simulation runs.

We used the glmnet procedure (cf. [13]) to compute the elastic net estima-
tors. This procedure standardizes covariates at the beginning, ensuring that
Yo XY =0 and (Z?Zl(Xi(J))Q)/N =1 for all j = {1,...,d}. The penalty
scaling parameter A we chose to take on values in a logarithmically equispaced
grid A := {1,0.05%1,0.05%2,...,0.05} - Moz, and the penalty mixing parameter
a to take on the equispaced grid of values G := {0,0.1,...,1}.

Fixing the aggregation temperature parameter to T = 5 (seen to be a rea-
sonable value from various simulation attempts), we took varying degrees of
sparsity for the true model. The class of models we are interested in aggregating
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Fic 1. Weights yielded by cross-validation (left), cross-validatory aggregation with exponen-
tial weights (middle) and split-wise aggregation (right), with the true model consisting of
covariates 1, 2 and 3 (A = /3).

contains both “sparse” estimators, which perform variable selection (such as the
Lasso), and “non-sparse” estimators, which do not (such as Ridge regression).
An important indicator of sparsity is the ratio

A<6>=%e[wﬁ].

In terms of this indicator, A(8) = 1 corresponds to a sparse model (which should
elicit comparatively good performance from the Lasso). A(3) = ,/p corresponds
to a well-spread model (which is nice for ridge regression). To investigate the
degree to which our estimators are sensitive to sparsity, we performed a series
of simulations, in which the true model for the k-th plot is given by the coef-
ficient vector %) with B;k) = 1{j < k}. The corresponding sparsity ratios are

A(Bj) =7

Results When the true model is one including just the first 3 covariates (A =
V/3), we obtained — on average over 100 repetitions — the weights displayed in
Figure 1. Here, as in the other figures displaying weights, we show individual
plots for aggregation with exponential weights using the cross-validated score
on the left, and split-wise aggregation on the right.

Other sparse models up to A = /20 provide similar weights: ones concen-
trated on the ¢;-penalized models. For A = 10, by contrast (100 out of 200
variables contained in the true model), all 3 procedures concentrate more on
the ¢5-penalized procedures (see Figure 2), as was to be expected.

Using other loss functions for the model selection/aggregation step
The simulations that we just described were also carried out for various different
loss functions in the cross-validation step (using covariates 1 to 3 in the true
model). Instead of squared loss (r = 2), we tried the loss functions given by r =
3/2, r = 1 (absolute loss), r = 1/2 and r = 1/5 (the latter two of course being
non-convex). However, these loss functions did not yield the desired increase in
selection sharpness for our example.
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F1G 2. Weights yielded by cross-validation (left), cross-validatory aggregation with exponential
weights (middle) and split-wise aggregation (right), with the true model including covariates
1-100 (A = 10).
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FiG 3. La-estimator risk of cross-validation (left), cross-validatory aggregation with expo-
nential weights (middle) and split-wise aggregation (right), with the true model containing
covariates 1-3.

Estimator risk In the simulations we performed, the estimator risk (as com-
puted for each of 100 samples) is already roughly normal in distribution. For the
sparse model of Figure 1, cross-validation based model selection has a marginally
lower estimator risk compared to the two aggregation procedures using expo-
nential weights (Figure 3). For the non-sparse model already seen in Figure 2,
the three procedures have more similar estimator risks (Figure 4).
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Fic 4. La-estimator risk of cross-validation (left), cross-validatory aggregation with expo-
nential weights (middle) and split-wise aggregation (right), with the true model including
covariates 1-100.
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