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Abstract

This paper studies V-fold cross-validation for model selection in least-squares density
estimation. The goal is to provide theoretical grounds for choosing V' in order to min-
imize the least-squares loss of the selected estimator. We first prove a non-asymptotic
oracle inequality for V-fold cross-validation and its bias-corrected version (V-fold pe-
nalization). In particular, this result implies that V-fold penalization is asymptotically
optimal in the nonparametric case. Then, we compute the variance of V-fold cross-
validation and related criteria, as well as the variance of key quantities for model se-
lection performance. We show that these variances depend on V like 1+ 4/(V — 1),
at least in some particular cases, suggesting that the performance increases much from
V =2to V =5 or 10, and then is almost constant. Overall, this can explain the com-
mon advice to take V' = 5—at least in our setting and when the computational power
is limited—, as supported by some simulation experiments. An oracle inequality and
exact formulas for the variance are also proved for Monte-Carlo cross-validation, also
known as repeated cross-validation, where the parameter V is replaced by the number
B of random splits of the data.

Keywords: V-fold cross-validation, Monte-Carlo cross-validation, leave-one-out, leave-p-
out, resampling penalties, density estimation, model selection, penalization

1 Introduction

Cross-validation methods are widely used in machine learning and statistics, for estimating
the risk of a given statistical estimator (Stone, 1974; Allen, 1974; Geisser, 1975) and for
selecting among a family of estimators. For instance, cross-validation can be used for model



selection, where a collection of linear spaces is given (the models) and the problem is to
choose the best least-squares estimator over one of these models. Cross-validation is also
often used for choosing hyperparameters of a given learning algorithm. We refer to Arlot
and Celisse (2010) for more references about cross-validation for model selection.

Model selection can target two different goals: (i) estimation, that is, minimizing the risk
of the final estimator, which is the goal of AIC and related methods, or (ii) identification,
that is, identifying the smallest true model in the family considered, assuming it exists and
it is unique, which is the goal of BIC for instance; see the survey by Arlot and Celisse (2010)
for more details about this distinction. These two goals cannot be attained simultaneously
in general (Yang, 2005).

We assume throughout the paper that the goal of model selection is estimation. We refer
to Yang (2006, 2007) and Celisse (2014) for some results and references on cross-validation
methods with an identification goal.

Then, a natural question arises: which cross-validation method should be used for min-
imizing the risk of the final estimator? For instance, a popular family of cross-validation
methods is V-fold cross-validation (Geisser, 1975, often called k-fold cross-validation), which
depends on an integer parameter V', and enjoys a smaller computational cost than other
classical cross-validation methods. The question becomes (1) which V' is optimal, and (2)
can we do almost as well as the optimal V' with a small computational cost, that is, a
small V7 Answering the second question is particularly useful for practical applications
where the computational power is limited.

Surprisingly, few theoretical results exist for answering these two questions, especially
with a non-asymptotic point of view (Arlot and Celisse, 2010). In short, it is proved in
least-squares regression that at first order, V-fold cross-validation is suboptimal for model
selection (with an estimation goal) if V' stays bounded, because V-fold cross-validation is
biased (Arlot, 2008). When correcting for the bias (Burman, 1989; Arlot, 2008), we recover
asymptotic optimality whatever V', but without any theoretical result distinguishing among
values of V' in second order terms in the risk bounds (Arlot, 2008).

Intuitively, if there is no bias, increasing V' should reduce the variance of the V-fold cross-
validation estimator of the risk, hence reduce the risk of the final estimator, as supported
by some simulation experiments (Arlot, 2008, for instance). But variance computations for
unbiased V-fold methods have only been made in the asymptotic framework for a fixed
estimator, and they focus on risk estimation instead of model selection (Burman, 1989).

This paper aims at providing theoretical grounds for the choice of V' by two means: a
non-asymptotic oracle inequality valid for any V' (Section 3) and exact variance computa-
tions shedding light on the influence of V' on the variance (Section 5). In particular, we
would like to understand why the common advice in the literature is to take V' = 5 or
10, based on simulation experiments (Breiman and Spector, 1992; Hastie et al., 2009, for
instance).

The results of the paper are proved in the least-squares density estimation framework,
because we can then benefit from explicit closed-form formulas and simplifications for the V-
fold criteria. In particular, we show that V-fold cross-validation and all leave-p-out methods
are particular cases of V-fold penalties in least-squares density estimation (Lemma 1).

The first main contribution of the paper (Theorem 5) is an oracle inequality with leading



constant 1 4 &,, with €, — 0 as n — oo for unbiased V-fold methods, which holds for any
value of V. To the best of our knowledge, Theorem 5 is the first non-asymptotic oracle
inequality for V-fold methods enjoying such properties: the leading constant 1 + ¢, is new
in density estimation, and the fact that it holds whatever the value of V had never been
obtained in any framework. Theorem 5 relies on a new concentration inequality for the
V-fold penalty (Proposition 4). Note that Theorem 5 implicitly assumes that the oracle
loss is of order n=® for some « € (0,1), that is, the setting is nonparametric; otherwise,
Theorem 5 may not imply the asymptotic optimality of V-fold penalization. Let us also
emphasize that the leading constant is 1+ ¢, whatever V for unbiased V-fold methods, with
e, independent from V' in Theorem 5. So, second-order terms must be taken into account
for understanding how the model selection performance depends on V. Section 4 proposes
a heuristic for comparing these second order terms thanks to variance comparisons. This
motivates our next result.

The second main contribution of the paper (Theorem 6) is the first non-asymptotic
variance computation for V-fold criteria that allows to understand precisely how the model
selection performance of V-fold cross-validation or penalization depends on V. Previous
results only focused on the variance of the V-fold criterion (Burman, 1989; Bengio and
Grandvalet, 2005; Celisse, 2008, 2014; Celisse and Robin, 2008), which is not sufficient for
our purpose, as explained in Section 4. In our setting, we can explain, partly from theoretical
results, partly from a heuristic argument, why taking, say, V' > 10 is not necessary for
getting a performance close to the optimum, as supported by experiments on synthetic
data in Section 6.

An oracle inequality and exact formulas for the variance are also proved for other cross-
validation methods: Monte-Carlo cross-validation, also known as repeated cross-validation,
where the parameter V is replaced by the number B of random splits of the data (Sec-
tion 8.1), and hold-out penalization (Section 8.2).

Notation. For any integer k > 1, [k] denotes {1,...,k}.

For any vector {[,) := (&1, .,&n) and any B C [n], {p denotes (&)iep, |B| denotes the
cardinality of B and B¢ = [n] \ B.

For any real numbers ¢, u, we define ¢V u := max{t,u}, uy :=uV0 and u_ := (—u) V0.

All asymptotic results and notation o(-) or O(-) are for the regime when the number n
of observations tends to infinity.

2 Least-Squares Density Estimation and Definition of V-Fold
Procedures

This section introduces the framework of the paper, the main procedures studied, and some
useful notation.

2.1 General Statistical Framework

Let &,€&1,...,&, be independent random variables taking value in a Polish space X, with
common distribution P and density s with respect to some known measure p. Suppose that



s € L*(u), which implies that s € L?(u). The goal is to estimate s from g = (61,560,
that is, to build an estimator s = s ‘SW € L2(u) such that its loss [|[§— s||? is as small as
possible, where for any t € L?(u), ||t]| X t2 d,u

Projection estimators are among the most classical estimators in this framework (see, for
example, DeVore and Lorentz, 1993 and Massart, 2007). Given a separable linear subspace
Sm of L?(1) (called a model), the projection estimator of s onto S, is defined by

Sm = argmin{|[t|* — 2P, (1)} , (1)
tESm

where P, is the empirical measure; for any ¢ € L*(u), P,(t) = [tdP, = L 3" #(&). The

quantity minimized in the definition of s, is often called the empirical risk, and can be

denoted by

Poy(t) = |t|> = 2Pu(t)  where Vz e X, Vte L*(n), ~(t;x) = [|t]* - 2t(z) .

The function 7 is called the least-squares contrast. Note that S, C L'(P) since s € L?(p).

2.2 Model Selection

When a finite collection of models (Sy;)menm, is given, following Massart (2007), we want
to choose from data one among the corresponding projection estimators (S,,)menm,,. The
goal is to design a model selection procedure m : X™ — M, so that the final estimator
S := 55 has a quadratic loss as small as possible, that is, comparable to the oracle loss
inf, e, [[Sm — s||?. This goal is what is called the estimation goal in the Introduction.

More precisely, we aim at proving that an oracle inequality of the form
5 — 5”2 <Gy mg}\f/ln{ll?m - 5H2} + Ry

holds with a large probability. The procedure m is called asymptotically optimal when R,
is much smaller than the oracle loss and C,, — 1, as n — +o00. In order to avoid trivial
cases, we will always assume that |M,,| > 2.

In this paper, we focus on model selection procedures of the form

m := argmin{crit(m)} ,
meMy,

where crit : M, — R is some data-driven criterion. Since our goal is to satisfy an oracle
inequality, an ideal criterion is

critia(m) = [[3m — sl* = IsI* = —2PGm) + I8mll* = Py(5m) -

Penalization is a popular way of designing a model selection criterion (Barron et al.,
1999; Massart, 2007)
crit(m) = P,y(5m) + pen(m)
for some penalty function pen : M,, — R, possibly data-driven. From the ideal criterion
crityq, we get the ideal penalty

pensq(m) = critia(m) — Poy(8m) = (P = Po)Y(8m) = 2(Pn — P)(5m) (2)



=2(P, — P)(8m — sm) + 2(Pn — P)(sm) = 2|8 — s> + 2(Py — P)(5m) .
where sy, := argmin{P~(t)} = argmin{||t — s||2}
teSm teSm
is the orthogonal projection of s onto S, in L?(u). Let us finally recall some useful and
classical reformulations of the main term in the ideal penalty (2), that proves in particular
the last equality in Eq. (2): If B,,, = {t € Sp, s.t. [|t|| < 1} and (¥)\)aen,, denotes an
orthonormal basis of S, in L?(u), then

(Po = P)Gm = sm) = 3 [(Pa = P)¥)]”

e ) (3)
= [ — smll* = sup [(P, = P)(®)]"
teBm,

where the last equality follows from Eq. (30) in Appendix A.

2.3 V-Fold Cross-Validation

A standard approach for model selection is cross-validation. We refer the reader to Arlot and
Celisse (2010) for references and a complete survey on cross-validation for model selection.
This section only provides the minimal definitions and notation necessary for the remainder
of the paper.
For any subset A C [n], let
PTEA) = 1 25&, and §(ni?) = argmin{HtH2 — 2P7$A)(t)} :
Al = 1€

The main idea of cross-validation is data splitting: some T' C [n] is chosen, one first trains
Sm(+) with &7, then test the trained estimator on the remaining data {re. The hold-out
criterion is the estimator of critiq(m) obtained with this principle, that is,

critpo(m, T') := éTCW(gg)) - _2P’(1TC)<§"?) + Hgg)HQ ' @

and all cross-validation criteria are defined as averages of hold-out criteria with various
subsets T'.

Let V' € {2,...,n} be a positive integer and let B = By = (B1,...,By) be some
partition of [n]. The V-fold cross-validation criterion is defined by

v
critypev (m, B) == % Z critpo(m, By) -
K=1

Compared to the hold-out, one expects cross-validation to be less variable thanks to the
averaging over V' splits of the sample into £z, and {pe .

Since critypcy (m, B) is known to be a biased estimator of E[critiq(m)], Burman (1989)
proposed the bias-corrected V-fold cross-validation criterion

. . ~ 1 (BS)
Criteorr, vrov (M, B) := crityrev (m, B) + Py (5m) — v Z P,y (smK ) .
K=1

In the particular case where V' = n, this criterion is studied by Massart (2007, Section 7.2.1,
p. 204-205) under the name cross-validation estimator.



2.4 Resampling-Based and V-Fold Penalties

Another approach for building general data-driven model selection criteria is penalization
with a resampling-based estimator of the expectation of the ideal penalty, as proposed by
Efron (1983) with the bootstrap and later generalized to all resampling schemes (Arlot,
2009). Let W ~ W be some random vector of R" independent from &,,) with

1 n
n;Wizl,

and denote by PV = n~! Yoiy Wide, the weighted empirical distribution of the sample.
Then, the resampling-based penalty associated with W is defined as

penyy(m) i= CwEw | (Po — P )7 ()] (5)

where 5V € argmin,cg {PY7(t)}, Ew|[:] denotes the expectation with respect to W only
(that is, conditionally to the sample &), and Cy is some positive constant. Resampling-
based penalties have been studied recently in the least-squares density estimation framework
(Lerasle, 2012), assuming that W is exchangeable, that is, its distribution is invariant by
any permutation of its coordinates.

Since computing exactly penyy(m) has a large computational cost in general for ex-
changeable W, some non-exchangeable resampling schemes were introduced by Arlot (2008),
inspired by V-fold cross-validation: given some partition B = By of [n], the weight vector
W is defined by W; = (1 — Card(B;)/n) '1;45, for some random variable J with uniform

distribution over [V]. Then, P = P,EB“C’) so that the associated resampling penalty, called
V' -fold penalty, is defined by

penVF(ma B? 33') =

<&

[(Pn _ p53%>)7(§£%>)]

() 1, (359) 0

M- M-

<|¥
T

where x > 0 is left free for flexibility, which is quite useful according to Lemma 1 below.

2.5 Links Between V-Fold Penalties, Resampling Penalties and (Cor-
rected) V-Fold Cross-Validation

In this paper, we focus our study on V-fold penalties because Lemma 1 below shows that
formula (6) covers all V-fold and resampling-based procedures mentioned in Sections 2.3
and 2.4.

First, when V' = n, the only possible partition is Broo = {{1},...,{n}}, and the
V-fold penalty is called the leave-one-out penalty penjoo(m,z) = penyp(m, BLoo, ).
The associated weight vector W is exchangeable, hence Eq. (6) leads to all exchangeable
resampling penalties since they are all equal up to a deterministic multiplicative factor in



the least-squares density estimation framework when ) " | W; = n, as proved by Lerasle
(2012).
For V-fold methods, let us assume B is a regular partition of [n], that is,

— |B| > 2 dividesn and VK € [V], |Bx| :% . (Reg)

Then, we get the following connection between V-fold penalization and cross-validation
methods.

Lemma 1 For least-squares density estimation with projection estimators, under assump-
tion (Reg),

criteorr,vrev (M, B) = Ppy(Sm) + penyp(m, B,V — 1) (7)
crityrev (m, B) = Pyy(Sm) + penyp (m B,V — ;) (8)
critLpo (m, p) = Poy(5m) + pengpo (m,p, % - ;) 9)
= Pu(n) + pensoo (m, (- 1) =212 (10)

= Pur(an) + penye (m. Buoo, (n - )"0 —1L2)

where for any p € [n — 1]] the leave-p-out cross-validation criterion is defined by

Z P (’%A ) with &, :={AC[n] st |Al=p}
Ae&p

CrltLpo(m p ‘8 ’

and the leave-p-out penalty is defined by

Vx>0, penppo(m,p,x):= ép, Z (Pn — PéAC)>7<§nfc)) )
A€s,

Lemma 1 is proved in Section A.1l.

Remark 2 Eq. (7) was first proved by Arlot (2008) in a general framework that includes
least-squares density estimation, assuming only (Reg). FEq. (10) follows from Lerasle (2012,
Lemma A.11) since penypo belongs to the family of exchangeable resampling penalties, with
weights W; = (1 — p/n)_llll-¢A and A is randomly chosen uniformly over &,; note that
Sy Wi = n for these weights. It can also be deduced from Proposition 3.1 by Celisse
(2014), see Section A.1.

Remark 3 It is worth mentioning here the cross-validation estimators studied by Massart
(2007, Chapter 7). First, the unbiased cross-validation criterion defined by Rudemo (1982)
is exactly criteore,vrov(m, Broo) (see also Massart, 2007, Section 7.2.1). Second, the pe-
nalized estimator of Massart (2007, Theorem 7.6) is the estimator selected by the penalty

(14 €)%(n — 1)
PERLOO| 17y [n— (1+¢€)f]

for some € > 0 such that (1 + €)® < n (see Section A.1 for details).




So, in the least-squares density estimation framework and assuming only (Reg), Lemma 1
shows that it is sufficient to study V-fold penalization with a free multiplicative factor = in
front of the penalty for studying also V-fold cross-validation (z = V' —1/2), corrected V-fold
cross-validation (x = V' — 1), the leave-p-out (V =nand z = (n—1)(n/p—1/2)/(n/p—1))
and all exchangeable resampling penalties. For any C > 0 and B some partition of [n] into
V pieces, taking z = C(V — 1), the V-fold penalization criterion is denoted by

Ciopy(m) == Ppy(5i) + penyp (m, B,C(V — 1)) ) (11)

A key quantity in our results is the bias E[C(¢ p)(m) — critiq(m)]. From Lemma 13 in
Section A.2, we have

E[penyp(m, B,V —1)] = E[pen;q(m)] = 2E[||$,, — smHQ] , (12)
so that for any C > 0,
E[C(Cﬁ)(m) — critid(m)] =2(C — 1)E[||§m — smHQ] . (13)
In Sections 3-7, we focus our study on V-fold methods, that is, we study the performance
of the V-fold penalized estimators S5, defined by

m = m(C(qB)) = argmin{C(QB) (m)} , (14)

me n

for all values of V' and C > 1/2. Additional results on hold-out (penalization) are given in
Section 8.2 to complete the picture.

3 Oracle Inequalities

In this section, we state our first main result, that is, a non-asymptotic oracle inequality
satisfied by V-fold procedures. This result holds for any divisor V' > 2 of n, any constant
x = C(V —1) in front of the penalty with C' > 1/2, and provides an asymptotically optimal
oracle inequality for the selected estimator when C' — 1 (assuming the setting is non
parametric). In addition, as proved by Section 2.5, it implies oracle inequalities satisfied by
leave-p-out procedures for all p.

3.1 Concentration of V-Fold Penalties

Concentration is the key property to establish oracle inequalities. Let us start with some
new concentration results for V-fold penalties.

Proposition 4 Let ¢, be i.i.d. real-valued random variables with density s € L*(u),
B some partition of [n] into V pieces satisfying (Reg), Sy a separable linear space of
measurable functions and (V¥x)xen,, an orthonormal basis of Sy,. Define

By, = {t € S s.t. ||t] <1} v, = Z Y2 = sup 2 b = |V T lloe
AEA, t€Bm

Dy = P(W30) — s> = nE[ s — 5]

8



where Sy, is defined by Eq. (1), and for any z,e > 0,

b2 + ||s]|?) x>
p1(m, €, s,2,n) = 5]l oo + ( m ISl )

en €3n?
Then, an absolute constant k exists such that for any x > 0, with probability at least 1—8e™7,
for any € € (0,1], the following two inequalities hold true

_ 2Dp, D

penyp(m, B,V —1) < e~ +kpi(m, e s,z,n) (15)
n

n
~ 2 Dp,
‘penVF(m,B, V —1) —2||sm — Sml| ’ < €~ + kp1(m, e, s,z,n) . (16)

Proposition 4 is proved in Section A.2. Eq. (15) gives the concentration of the V-fold
penalty around its expectation 2D,,/n = Elpen;y(m)], see Eq. (12). Eq. (16) gives the
concentration of the V-fold penalty around the ideal penalty, see Eq. (2). Optimizing over
¢, the first order of the deviations of penyy(m,B,V — 1) around pen;g(m) is driven by
/Dy /n. The deviation term in Proposition 4 does not depend on V' and cannot therefore
help to discriminate between different values of this parameter.

3.2 Example: Histogram Models

Histograms on R provide some classical examples of collections of models. Let X be a
measurable subset of R, 1 denote the Lebesgue measure on X and m be some countable
partition of X’ such that p(A) > 0 for any A € m. The histogram space Sy, based on m is the
linear span of the functions (¢ )aea,, where A,;, = m and for every A € m, ¢ = M(A)_I/Q]b\.
More precisely, we illustrate our results with the following examples.

Example 1 (Regular histograms on X = R)

My, = {myp, h € [n]} where  Vh e [n], mh:{[z,)\zl),)\EZ} .

In Example 1, defining d,,,, = h for every h € [n], for every m € M,,, Dy, = dyp,— |8 ]|? since
VU, is constant and equal to d,,. Therefore, Proposition 4 shows that penyy(m, B,V — 1)
is asymptotically equivalent to peng;, (m) := 2d,,/n when d,, — co. Penalties of the form
of peng;, are classical and have been studied for instance by Barron et al. (1999).

Example 2 (k-rupture points on X = [0, 1])
M, = {mh[[k+1]],w[[k]] st.xy < - <axp €[n—1] andVi € [k+ 1], h; € [x; — xi,l]]} ,

where xg = 0, xx+1 = n and for any x1,...,x; € [n — 1] such that x1 < --- <z} and any

Plrs1] € NF+1 My 1p,2 1s defined as the union

ot o s ) )

i€[k]

In other words, My, 1 wpy SPULS [0,1] into k + 1 pieces (at the x;), and then splits the i-th
piece into h; pieces of equal size.



In Example 2, the function ¥,, is constant on each interval [z;_1, z;), equal to h;, therefore,

k+1
Dm = Zhlﬂm(f S [xi—lyl’i)) — HSWH2 .
i=1
3.3 Oracle Inequality for V-Fold Procedures

In order to state the main result, we introduce the following hypotheses:

o A uniform bound on the L™ norm of the L? ball of the models
VYm € M, b < VN (H1)
where we recall that by, := sup;cp, ||t]|oo and By, := {t € Sy, [|t|| < 1}.
o The family of the projections of s is uniformly bounded.

da >0, VYm e M,, ||SmHoo <a, (H2)

e The collection of models is nested.
Y(m,m') e M2, S, US, € {Sm,Sm} (H2)

Hereafter, we define A := aV ||s||s when (H2) holds and A := ||s||o when (H2') holds. On
histogram spaces, (H1) holds if and only if inf,,caq, infacm p(X) = n~t, and (H2) holds
with a = ||| co-

Theorem 5 Let &, be i.i.d.  real-valued random wvariables with common density s €
L>(u), B some partition of [n] into V pieces satisfying (Reg) and (Sm)mem,, be a collec-
tion of separable linear spaces satisfying (H1). Assume that either (H2) or (H2') holds
true. Let C € (1/2,2], § :=2(C — 1) and, for any x,e > 0,

Ax s||2\ 22
p2(€,s,x,n) i= — + (1+HH>3 and xn, =2+ log |M,]| .
en n Jen

For every m € My, let 5, be the estimator defined by Eq. (1) and s = Sz where

~

m = (Ccp)
is defined by Eq. (14). Then, an absolute constant k exists such that, for any x > 0, with
probability at least 1 —e™*, for any e € (0,1],
1—0_—€, . N
ﬁ”s —s|* < minf anm — 5| + Kpale, s, 20, n) . (17)

Theorem 5 is proved in Section A.3.

Taking € > 0 small enough in Eq. (17), Theorem 5 proves that V-fold model selection
procedures satisfy an oracle inequality with large probability. The remainder term can be
bounded under the following classical assumption

Jd' >0,VneN, M, <n” . (A3)

10



For instance, (A3) holds in Example 1 with o’ = 1 and in Example 2 with o’ = k. Under
(A3), the remainder term in Eq. (17) is bounded by L(logn)?/(e3n) for some L > 0, which
is much smaller than the oracle loss in the nonparametric case.

The leading constant in the oracle inequality (17) is (1+94+)/(1—0-)+o0o(1) by choosing
e = o(1), so the first-order behaviour of the upper bound on the loss is driven by §. An
asymptotic optimality result can be derived from Eq. (17) only if § = o(1). The meaning of
d = 2(C'—1) is the amount of bias of the V-fold penalization criterion, as shown by Eq. (13).
Given this interpretation of ¢, the model selection literature suggests that no asymptotic
optimality result can be obtained in general when ¢ # o(1) in the nonparametric case (see,
for instance, Shao, 1997). Therefore, even if the leading constant (1 +d4)/(1 —d_) is only
an upper bound, we conjecture that it cannot be taken as small as 1+ o(1) unless § = o(1);
such a result can be proved in our setting using similar arguments and assumptions as the
ones of Arlot (2008) for instance.

For bias-corrected V-fold cross-validation, that is, C' = 1 hence § = 0, Theorem 5
shows a first-order optimal non-asymptotic oracle inequality, since the leading constant
(14+¢€)/(1 —¢€) can be taken equal to 1 + o(1), and the remainder term is small enough in
the nonparametric case, under assumption (A3), for instance. Such a result valid with no
upper bound on V' had never been obtained before in any setting.

V-fold cross-validation is also analyzed by Theorem 5, since by Lemma 1 it corresponds
toC =14+1/(2(V —1)), hence § = 1/(V — 1). When V is fixed, the oracle inequality is
asymptotically sub-optimal, which is consistent with the result proved in regression by Arlot
(2008). On the contrary, if B = B,, has V,, blocs, with V,, — oo, Theorem 5 implies under
assumption (A3) the asymptotic optimality of V,-fold cross-validation in the nonparametric
case.

The bound obtained in Theorem 5 can be integrated and we get

Try 7 Bl <[ i, 15 —ol7] + (s tos(1Ma))
for some absolute constant &’ > 0.

Assuming C' > 1/2 is necessary, according to minimal penalty results proved by Lerasle
(2012). Assuming C' < 2 only simplifies the presentation; if C' > 2, the same proof shows
that Theorem 5 holds with x replaced by Ck.

An oracle inequality similar to Theorem 5 holds in a more general setting, as proved
in a previous version of this paper (Arlot and Lerasle, 2012, Theorem 1); we state a less
general result here for simplifying the exposition, since it does not change the message of
the paper. First, assumption (Reg) can be relaxed into assuming the partition B is close
to regular, that is,

B is a partition of [n] of size V and sup [Card(Bj) — T« , (Reg’)
ke[V] 4

which can hold for any V' € [n]. Second, data &i,...,&, can belong to a general Polish
space X, at the price of some additional technical assumption.
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3.4 Comparison with Previous Works on V-Fold Procedures

Few non-asymptotic oracle inequalities have been proved for V-fold penalization or cross-
validation procedures.

Concerning cross-validation, previous oracle inequalities are listed in the survey by Arlot
and Celisse (2010). In the least-squares density estimation framework, oracle inequalities
were proved by van der Laan et al. (2004) in the V-fold case, but compared the risk of the
selected estimator with the risk of an oracle trained with n(V —1)/V data. In comparison,
Theorem 5 considers the strongest possible oracle, that is, trained with n data. Optimal
oracle inequalities were proved by Celisse (2014) for leave-p-out estimators with p < n, a
case also treated in Theorem 5 by taking V =n and C = (n/p —1/2)/(n/p — 1) as shown
by Lemma 1. If p < n, C ~ 1, hence 6 = o(1) and we recover the result of Celisse (2014).

Concerning V-fold penalization, previous results were either valid for V' = n only—by
Massart (2007, Theorem 7.6) and Lerasle (2012) for least-squares density estimation, by
Arlot (2009) for regressogram estimators—, or for V' bounded when n tends to infinity—by
Arlot (2008) for regressogram estimators. In comparison, Theorem 5 provides a result valid
for all V, except for the assumption that V' divides n, which can be removed (Arlot and
Lerasle, 2012). In particular, the loss bound by Arlot (2008) deteriorates when V' grows,
while it remains stable in our result. Our result is therefore much closer to the typical
behavior of the loss ratio ||5— 5|2/ inf,,cm,, [|[Sm — s||? of V-fold penalization, which usually
decreases as a function of V' in simulation experiments, see Section 6 and the experiments
by Arlot (2008), for instance.

Theorem 5 may not satisfactorily address the parametric setting, that is, when the
collection (Sy,)mem, contains some fixed true model. In such a case, the usual way to
obtain asymptotic optimality is to use a model selection procedure targetting identification,
that is, taking C' — +o00 when n — +o00. For instance, Celisse (2014, Theorem 3.3) shows
that log(n) < C' < n is a sufficient condition for such a result.

4 How to Compare Theoretically the Performances of Model
Selection Procedures for Estimation?

The main goal of the paper is to compare the model selection performances of several (V-
fold) cross-validation methods, when the goal is estimation, that is, minimizing the loss
|57 — s||? of the final estimator. In this section, we discuss how such a comparison can be
made on theoretical grounds, in a general setting.

For some data-driven function C : M,, — R, the goal is to understand how |55y — 5|2
depends on C when the selected model is

m(C) € zglgrjalil{C(m)} : (18)

From now on, in this section, C is assumed to be a cross-validation estimator of the risk,
but the heuristic developed here applies to the general case.

12



Ideal comparison. ldeally, for proving that C; is a better method than Cy in some setting,
we would like to prove that

~ 2 —~ 2
[S7en) = sl < (1 = n)[cs) = sl (19)
with a large probability, for some &, > 0.
Previous works and their limits. When the goal is estimation, the classical way to

analyze the performance of a model selection procedure is to prove an oracle inequality,
that is, to upper bound (with a large probability or in expectation)

B —sll”
inf e, {1[5m — s)°}

[Sae = s* = inf {I5w—sl}  or  Pu(0) =

Alternatively, asymptotic results show that when n tends to infinity, R,,(C) — 1 (asymptotic
optimality of C) or R,(C1) ~ R,(C2) (asymptotic equivalence of C; and Cs); see Arlot
and Celisse (2010, Section 6) for a review of such results. Nevertheless, proving Eq. (19)
requires a lower bound on R, (C) (asymptotic or not), which has been done only once
for some cross-validation method, to the best of our knowledge. In some least-squares
regression setting, V-fold cross-validation (CVY) performs (asymptotically) worse than all
asymptotically optimal model selection procedures since R, (CVF) > x(V) > 1 with a large
probability (Arlot, 2008).

The major limitation of all these previous results is that they can only compare C; to Co
at first order, that is, according to lim, oo R, (C1) /M (C2), which only depends on the bias
of Ci(m) (i = 1,2) as an estimator of E[||5,, — s||?], hence, on the asymptotic ratio between
the training set size and the sample size (Arlot and Celisse, 2010, Section 6). For instance,
the leave-p-out and the hold-out with a training set of size (n — p) cannot be distinguished
at first order, while the leave-p-out performs much better in practice, certainly because its
“variance” is much smaller.

Beyond first-order. So, we must go beyond the first-order of R,,(C) and take into ac-
count the variance of C(m). Nevertheless, proving a lower bound on R, (C) is already
challenging at first order—probably the reason why only one has been proved up to now, in
a specific setting only—so the challenge of computing a precise lower bound on the second
order term of MR, (C) seems too high for the present paper. We propose instead a heuristic
showing that the variances of some quantities—depending on (C;);—12 and on M, —can be
used as a proxy to a proper comparison of R, (C;1) and R, (C2) at second order. Since we
focus on second-order terms, from now on, we assume that C; and Co have the same bias,
that is,

Vm € My, E[Ci(m)] =E[C(m)] . (SameBias)

In least-squares density estimation, given Lemma 1, this means that for i € {1,2},
Ci =CioB))

as defined by Eq. (11), with different partitions B; satisfying (Reg) with different V =V,
but the same constant C' > 0; C' = 1 corresponds to the unbiased case.

13



The variance of the cross-validation criteria is not the correct quantity to
look at. 1If we were only comparing cross-validation methods C;,Cy as estimators of
E[ll$m — 3H2] for every single m € M,,, we could naturally compare them through their
mean squared errors. Under assumption (SameBias), this would mean to compare their
variances. This can be done from Eq. (23) below, but it is not sufficient to solve our problem,
since it is known that the best cross-validation estimator of the risk does not necessarily
yield the best model selection procedure (Breiman and Spector, 1992). More precisely, the
selected model m(C) defined by Eq. (18) is unchanged when C(m) is translated by any
random quantity, but such a translation does change Var(C(m)) and can make it as large
as desired. For model selection, what really matters is that

sign(C(m1) — C(ma)) = sign([5m, = sII” = [3my — 5I°)

as often as possible for every (mj,ms2) € M2, and that most mistakes in the ranking of
models occur when |5, — s]|% — [, — s||? is small, so that ||Szc) — s[|? cannot be much
larger than infeaq, {||8m — s[/?}-

Heuristic. The heuristic we propose goes as follows. For simplicity, we assume that
m* = argmin,, ¢ vq, E[[|Sm — s||?] is uniquely defined. If the goal was identification, we could
directly state that for any C, the smaller is P(m = m/(C)) for all m # m*, the better should
be the performance of m(C). In this paper, our goal is estimation, but a similar claim can
be conjectured by considering “all m € M,, sufficiently far from m* in terms of risk”, that
is, all m € M, such that E[||3,, — s||?] is significantly worse than E[||S,,« — s]|?]. Indeed,
" in terms of risk, selecting m instead of m* does not significantly
*” in terms of risk,

for any m “close to m*’
change the performance of m(C); on the contrary, for any m “far from m
selecting m instead of m* does increase significantly the risk E[||S7c) — /%]

Then, our idea is to find a proxy for P(m = m(C)), that is, a quantity that should
behave similarly as a function of C and its “variance” properties. For all m,m’ € M,, let
Ac(m,m') :=C(m)—C(m'), N some standard Gaussian random variable and, for all ¢ € R,
®(t) = P(N > t). Then, for every m € M,

P(m(C) =m) = P(Vm' # m, Ac(m,m’) < 0)

= H?L%P(Ac(m, m') < 0) (20)
~2 nrlrélér:n]P(E [Ac(m,m')] + Ny/Var(Ac(m,m')) < 0) (21)

= ®(SNR¢(m)) where SNRe(m) := Tﬂr}ii; \/I\E}[A(CA(m(, m')] :
ar clm, m/

So, if SNR ¢, (m) > SNR¢, (m) for all m “sufficiently far from m*”, C; should be better than
Co. Assuming (SameBias) holds true and that

{m*} = argmin E [C;(m)] = argminE[C2(m)] , (SameMin)

meMy, meMy

this leads to the following heuristic

Vm #m/, Var(Ac, (m,m')) < Var(Ac,(m,m’)) = C; better than Cy . (22)
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Indeed, for every m # m/, assumption (SameMin) implies that SNR¢,(m) > 0 for i = 1, 2,
hence we can restrict the max in the definition of SNR¢, to all m’ such that E[A¢, (m, m’)]
is positive. By assumption (SameBias), the numerator in the definition of SNR ¢, does not
depend on i, hence the ratio is maximal when the denominator is minimal, which leads to
Eq. (22). Let us make some remarks.

e The quantity A¢(m, m’) appears in relative bounds (Catoni, 2007, Section 1.4) which
can be used as a tool for model selection (Audibert, 2004).

e Assumptions (SameBias) and (SameMin) hold true in particular in the unbiased
case, that is, when E[C;(m)] = E[||8,n — s||?] for all m € M,, and i € {1,2}.

e Assumption (SameMin) is necessary: Figure 3 shows an example where a larger
variance corresponds to better performance under assumption (SameBias) alone.

e As noticed above, the heuristic (22) should apply when the goal is estimation and
when the goal is identification, provided that (SameBias) and (SameMin) hold
true. What should depend on the goal is the suitable amount of bias for C;(m) as an
estimator of the risk E[||5,, — s||?].

e Approximation (20) is the strongest one. Clearly, inequality < holds true. The equal-
ity case occurs is for a very particular dependence setting, that is, when one among
the events ({Ac¢(m,m’) < 0}), m' € M,, is included into all the others. In general,
the left-hand side is significantly smaller than the right-hand side; we conjecture that
they vary similarly as a function of C.

e The Gaussian approximation (21) for A¢(m,m’) does not hold exactly, but it seems
reasonable to make it, at first order at least.

e The validity of approximations (20) and (21) is supported by the numerical experi-
ments of Section 6.

In the heuristic (22), all (m,m’) do not matter equally for explaining a quantitative differ-
ence in the performances of C. First, we can fix m’ = m*, since intuitively, the strongest
candidate against any m # m* is m*, which clearly holds in all our experiments, see Fig-
ures 18 and 24 in Section B.6. Second, as mentioned above, if m and m* are very close,
that is, ||S,, — 8]|?/||Sm+ — s||? is smaller than the minimal order of magnitude we can expect
for M, (C) with a data-driven C, taking m instead of m* does not decrease the performance
significantly. Third, if ®(SNR¢(m)) is very small, increasing it even by an order of mag-
nitude will not affect the performance of m(C) significantly; hence, all m such that, say,
SNR¢(m) > (log(n))® for all & > 0, can also be discarded. Overall, pairs (m,m’) that
really matter in (22) are pairs (m,m*) that are at a “moderate distance”, in terms of
Bl — 512 — [[$me — /2]

5 Dependence on V of VV-Fold Penalization and Cross-Validation

Let us now come back to the least-squares density estimation setting. Our goal is to compare
the performance of cross-validation methods having the same bias, that is, according to
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Section 2.5, m(C(c,5)) with the same constant C' but different partitions B, where m(C (¢ 5))
is defined by Eq. (14).

Theorem 6 Let {,) be i.i.d. random variables with common density s € L>(u), B some
partition of [n] into V' pieces satisfying (Reg), and (V) rehm, » (¥A)reA,, two orthonormal
families in L*(p). For any m,m' € {m1,mz}, we define Sy, the linear span of (¥\)rea,,
Sm the orthogonal projection of s onto Sy, in L?(u),

B, = {t € S s.t. [|t]| <1}, ¥, := supep,, 2,

-3y ¥ < [ONGY Pw)(wx(&)P%/)])Q

AEAm NEA,
and B(mi,mz) := B(my,m1) + B(mz2, ma) — 28(m1,ma) .

Then, for every C > 0,

Var (C(C B) ml

2 (14755 - B sty )

V-
v (1 2 1)sm1 R )

):2<1+ 4C%  (2C —1)?

and Var(C(c,lg) (mq) — C(C,B) (ma2) V_—1 n

+ iVar((l L= 1) (Smy — Smy)(€1) — 26;; 1(\I'm1 - ‘I’mz)(&)>

where Cc gy is defined by Eq. (11).

>B(m1,m2) (24)

Theorem 6 is proved in Section A.4.

Unbiased case. When C = 1, Theorem 6 shows that

4 1
Var(C(Lg)(ml) — C(I,B)(mZ)) =a+ (1 + 7‘/ 1 - >b

n
for some a,b > 0 depending on n,mi, mo but not on V. If we admit that the heuristic
(22) holds true, this implies that the model selection performance of bias-corrected V-fold
cross-validation improves when V increases, but the improvement is at most in a second
order term as soon as V is large. In particular, even if a < b, the improvement from V = 2
to 5 or 10 is much larger than from V = 10 to V = n, which can justify the commonly used
principle that taking V' =5 or V = 10 is large enough.

Assuming in addition that S,,, and S,,, are regular histogram models (Example 1 in
Section 3.2) with d,,, that divides d,y,, then, by Lemma 19 in Section B.1.2,

4 1\? 1
a = E <1 + n) Var(sml (5) - sz(f)) ~ O<nH8m1 - sz‘z)

2 d
and b= EB(ml,mﬂ = [sms|I* 5
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When d,,, /n is at least as large as ||y, — Sm, ||, we obtain that the first-order term in the
variance is of the form o+ 5/(V — 1) where a, 8 > 0 do not depend on V and are of the
same order of magnitude, as supported by the numerical experiments of Section 6. Then,
increasing V' from 2 to n does reduce significantly the variance, by a constant multiplicative
factor.

Let Cia(m) := Ppy(5m) + E[pen;q(m)] be the criterion we could use if we knew the
expectation of the ideal penalty. From Proposition 17 in Section B.1,

Var(Cia(m1) — Cia(ma)) = % <1 - ;)B(mhmﬂ

+ iVar<<1 _ i) (5my — 5my) (1) + %(\Pml - \Ime)(fl)>

which easily compares to formula (24) obtained for the V-fold criterion when C' = 1. Up
to smaller order terms, the difference lies in the first term, where (14 4/(V —1) — 1/n) is
replaced by (1 — 1/n) when using the expectation of the ideal penalty instead of a V-fold
penalty. In other words, the leave-one-out penalty—that is, taking V' = n—behaves like
the expectation of the ideal penalty.

We can also compare Eq. (23) with the asymptotic results obtained by Burman (1989),
which imply that for any fixed model mq

~ |4 1 1
Var(C(LB)(ml) - P7(5m1)) = % + <V —m + 72) 2 + O<n2>

with 9, 71,72 that depend on my and v; > 0. Here, putting C' = 1 in Eq. (23) yields a
result with a similar flavour, valid for all n > 1, even if Eq. (23) computes the variance of
a slightly different quantity.

Cross-validation criteria. V-fold cross-validation and the leave-p-out are also covered
by Theorem 6, according to Lemma 1, respectively with C' = 1+ 1/(2(V — 1)) and with
V=nand C =1+1/(2(n/p—1)). As in the unbiased case, increasing V' decreases the
variance, and if we admit that the heuristic (22) holds true, V-fold cross-validation performs
almost as well as the leave-(n/V)-out as soon as V' is larger than 5 or 10.

Similarly, the variances of the V-fold cross-validation and leave-p-out criteria, for in-
stance, can be derived from Eq. (23). In the leave-p-out case, we recover formulas obtained
by Celisse (2014) and Celisse and Robin (2008), with a different grouping of the variance
components; Eq. (23) clearly emphasizes the influence of the bias—through (C'—1)—on the
variance. For V-fold cross-validation, we believe that Eq. (23) shows in a simpler way how
the variance depends on V', compared to the result of Celisse and Robin (2008) which was
focusing on the difference between V-fold cross-validation and the leave-(n/V')-out; here
the difference can be written

(i) (g ) o

A major novelty in Eq. (23) is also to cover a larger set of criteria, such as bias-corrected
V-fold cross-validation. Note that Var(C(c,5)(m1)) is generally much larger than

Var (Cc,5)(m1) — Cic,p)(m2))
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Figure 1: The two densities considered. Left: setting L. Right: setting S.

which illustrates again why computing the former quantity might not help for understanding
the model selection properties of C(¢ ), as explained in Section 4. For instance, comparing
Eq. (23) and (24), changing s;,,, into sy,, — Sm, in the second term can reduce dramatically
the variance when s,,, and s,,, are close, which happens for the pairs (mi,mz) that matter
for model selection according to Section 4.

The variance of other criteria and their increments are computed in subsequent sections
of the paper: Monte-Carlo cross-validation (Theorem 10 in Section 8.1 and Theorem 24 in
Section B.2.4) and hold-out penalization (Proposition 28 in Section B.3.2).

Remark 7 The term B(mi,ma) does not depend on the choice of particular bases of Sy,
and Sp,: as proved by Proposition 18 in Section B.1

B(mth) = nVar((§m1 - §m2)(§)) - (n + 1) Var((sml - 3m2)<§)) .

6 Simulation Study

This section illustrates the main theoretical results of the paper with some experiments on
synthetic data.

6.1 Setting

In this section, we take X = [0, 1] and p is the Lebesgue measure on X. Two examples are
considered for the target density s and for the collection of models (Sy,)menm,, -
Two density functions s are considered, see Figure 1:

o Setting L: s(2) = 13 1o 1/ + (1+ ) L1513

e Setting S: s is the mixture of the piecewise linear density z — (87 — 4)115,21/2
(with weight 0.8) and four truncated Gaussian densities with means (k/10)g=1, 4
and standard deviation 1/60 (each with weight 0.05).
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Figure 2: Oracle estimator for one sample of size n = 500, in setting S. Left: Regu. Right:
Dya2.

Two collections of models are considered, both leading to histogram estimators: for
every m € M, S, is the set of piecewise constant functions on some partition A,, of X.

e “Regu” for regular histograms: M,, = {1,...,n} where for every m € M,,, A, is the
regular partition of [0, 1] into m bins.

e “Dya2” for dyadic regular histograms with two bin sizes and a variable change-point:

M= | {k}x {0 [1og2(k)J} x {0 |logy (71 — k)J}

ke{l,...n}

where n = |n/log(n)] and for every (k,i,j) € Mpn, Ay ;) is the union of the regular
partition of [0, k/7) into 2! pieces and the regular partition of [k/7, 1] into 27 pieces.

The difference between “Regu” and “Dya2” can be visualized on Figure 2, on which the
corresponding oracle estimators Sz have been plotted for one sample in setting S, where

m* € argmin ||5,, — || .
meMy

While “Regu” is one of the simplest and most classical collections for density estimation, the
flexibility of “Dya2” allows to adapt to the variability of the smoothness of s. Intuitively,
in settings L and S, the optimal bin size is smaller on [0,1/2] (where s is varying fastly)
than on [1/2,1] (where |s'| is much smaller).

Another point of comparison of Regu and Dya2 is given by Table 1, that reports values
of the quadratic risks obtained depending on the collection of models considered. Table 1
shows that in settings L and S, the collection Dya2 helps reducing the quadratic risk by
approximately 20% (when comparing the best data-driven procedures of our experiment),
and even more when comparing oracle estimators (30% in setting S, 59% in setting L).
Therefore, in settings L and S, it is worth considering more complex collections of models
(such as Dya2) than regular histograms.
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Setting  Oracle(Regu)  Oracle(Dya2) Best(Regu) Best(Dya2)

L 13.4£0.1 5.46 + 0.02 25.8+0.1 19.4 £0.1
S 62.44+0.1 439 +0.1 100.9 £0.2 83.4+0.2

Table 1: Comparison of Regu and Dya2: quadratic risks E[||55 — s|%] of “Oracle” and
“Best” estimators (multiplied by 10%) with the two collections of models. “Best” means
that m is the data-driven procedure minimizing E[||85 — s/|?] among all the data-driven
procedures we considered in our experiments (see Section 6.2). “Oracle” means that m €
argmin,, e g, [|Sm — s||? is the oracle model for each sample.

Let us finally remark that Dya2 does not reduce the quadratic risk in all settings as
significantly as in settings L and S. We performed similar experiments with a few other
density functions, sometimes leading to less important differences between Regu and Dya2
in terms of risk (results not shown). The oracle model was always better with Dya2, but in
two cases, the risk of the best data-driven procedure with Dya2 was larger than with Regu
by 6 to 8%.

6.2 Procedures Compared

In each setting, we consider the following model selection procedures:
e peng;, (Barron et al., 1999): penalization with pen(m) = 2 Card(A,,)/n.
e V-fold cross-validation with V' € {2,5,10,n}, see Section 2.3.

e V-fold penalties (with leading constant z = V — 1, that is, bias-corrected V-fold
cross-validation), for V' € {2,5,10,n}, see Section 2.4.

e for comparison, penalization with E[pen;q(m)], that is, m(Ciq).

Since it is often suggested to multiply the usual penalties by some factor larger than one
(Arlot, 2008), we consider all penalties above multiplied by a factor C € [0, 10]. Complete
results can be found in Section B.6.

6.3 Model Selection Performances

In each setting, all procedures are compared on N = 10000 independent synthetic data
sets of size n = 500. For measuring their respective model selection performances, for each
procedure m(C) we estimate

57 = sI” ]

infrmen, [5m — s

Cor(C) :=E[R,(C)] = IE[

by the corresponding average over the N simulated data sets; Co;(C) represents the constant
that would appear in front of an oracle inequality. The uncertainty of estimation of Co,(C)
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Procedure L-Dya2 S-Dya2

pengim, 8.27 £0.07 3.21 £0.01
pen2F 10.21 £0.08 2.39 £0.01
penbF 7.47 £ 0.06 2.16 £0.01
penlOF 6.89 £+ 0.06 2.11£0.01
penLOO 6.35 + 0.05 2.06 +0.01
2FCV 6.41 +0.05 2.05+0.01
5FCV 6.27 + 0.05 2.05£0.01
10FCV 6.24 £ 0.05 2.05 £ 0.01
LOO 6.34 = 0.05 2.06 £0.01
E[peny] 6.52 £ 0.05 2.07+£0.01

Table 2: Estimated model selection performances, see text. ‘LOQ’ is a shortcut for ‘leave-
one-out’, that is, V-fold with V = n = 500.

is measured by the empirical standard deviation of %, (C) divided by v/N. The results are
reported in Table 2 for settings L and S, with the collection Dya?2.

Results for Regu are not reported here since dimensionality-based penalties are already
known to work well with Regu (Lerasle, 2012), so V-fold methods cannot improve signif-
icantly their performance, with a larger computational cost. Complete results (including
Regu, with n = 100 and n = 500) are given in Tables 3 and 4 in Section B.6, showing that
the performances of peny;,, and V-fold methods indeed are very close.

Performance as a function of V. Let us first consider V-fold penalization. In both
settings L and S, as suggested by our theoretical results, C,, decreases when V increases.
The improvement is large when V' goes from 2 to 5 (27% for L, 10% for S) and small when
V goes from 5 to 10 and when V' goes from 10 to n = 500 (each time, 8% for L, 2% for S).
Since the main influence of V' is on the variance of the V-fold penalty, these experiments
support our interpretation of Theorem 6 in Section 5: increasing V' helps much more from
2 to 5 or 10 than from 10 to n.

The picture is less clear for V-fold cross-validation, for which almost no difference is
observed among V' € {2,5,10,n}—less than 2% —, and Co, is minimized for V' € {5,10}.
Indeed, increasing V' simultaneously decreases the bias and the variance of the V-fold cross-
validation criterion, leading to various possible behaviours of Cy; as a function of V', de-
pending on the setting. The same phenomenon has been observed in regression (Arlot,
2008).

Overpenalization. In all settings considered in this paper, V-fold penalization performs
much better when multiplying the penalty by C' > 1, as illustrated by Figure 3. In par-
ticular, the best overpenalization factor for pen; g is C) ~ 2.5 for L-Dya2 and C}; ~ 1.4
for S-Dya2, when n = 500. Such a phenomenon, which can also be observed in regression
(Arlot, 2008), is related to the fact that some nonparametric model selection problems are

21



4.5¢

2

w
5
—
(o]
(@]

Risk Ratio (Cor)

n
(6]
N
m
(9]
<
N
\
\

overpenalization factor C

)
o
3

Risk Ratio (Col
£ [6)]
o o o

N

w
3

2 3 4 5 6
overpenalization factor C

Figure 3: Overpenalization in settings S-Dya2 (left) and L-Dya2 (right), with n = 500 in
both cases. Each plot represents the estimated model selection performance COT(C(C,B)) of
several penalization procedures, as a function of the overpenalization constant C'; unbiased
risk estimation (C' = 1) is materialized by a vertical red line. For each value of V, the
estimated optimal value of C' is shown on the graph; some arrows also show the performance

of V-fold cross-validation, that is, C' = 14+1/[2(V —1)]. Error bars are not shown for clarity;
Table 2 shows their order of magnitude, which is smaller than visible differences in the above

graph. The performance obtained with the penalty E[pen;j(m)] (not shown on the graph)
is almost the same as with the leave-one-out penalty.

“practically parametric”, using the terminology of Liu and Yang (2011), that is, BIC beats
AIC and the optimal C is closer to log(n)/2 than to 1. For instance, Figure 3 shows that

L-Dya2 is practically parametric, while S-Dya2 is practically nonparametric since AIC beats

BIC and the optimal C' is close to 1.

Given an overpenalization factor C' close to its optimal value C};, V-fold penalization

performs significantly better than V-fold cross-validation in settings S-Dya2 and L-Dya2
(Figure 3). Since V-fold cross-validation corresponds to taking

1
C=Cc"F (V)= T

according to Lemma 1, this mostly means that CVF (V) is not close to C in these settings.
In addition, when C' =~ C} is fixed, increasing V always improves the performance of V-
fold penalization, as predicted by the heuristic of Section 4 and the theoretical results
of Section 5. Let us emphasize that this fact does not depend on the parametricness of
the setting: although the value of C} is quite different for S-Dya2 and L-Dya2, in both
cases, we observe qualitatively the same relationship between V and the performance of the
procedure.

The results reported in Section B.6 lead to similar conclusions in several other settings,
as well as unshown results in a truly parametric setting, with a true model of dimension 2.
Although a wider simulation study would be necessary to get general conclusions, this
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suggests at least that the heuristic of Section 4 and the theoretical results of Section 5 can
be applied to both parametric and nonparametric settings.

Figure 3 also helps understanding how the performance of V-fold cross-validation de-
pends on V in Table 2. Indeed, the performance of V-fold cross-validation for each value of
V can be visualized on Figure 3 by taking the point of abscissa C' = CVF (V) on the curve
associated with V-fold penalization. Two phenomena are coupled when C < C}, which
always holds in our simulations for V-fold cross-validation since maxy CV¥(V) = 1.5 and
the estimated value of C} is always larger. (i) The performance improves when V is fixed
and C gets closer to C¥. (ii) The performance improves when C' is fixed and V increases.
Even if both phenomena (i) and (ii) seem quite universal, their coupling can result in various
behaviours for V-fold cross-validation as a function of V', as shown by Table 3 in Section B.6
for instance.

Other comments.

e peng;, performs much worse than V-fold penalization (except V' = 2 in setting L)
with the collection Dya2. On the contrary, peng;,, does well with Regu (see Table 3
in Section B.6), but V-fold penalization then performs as well.

e In other settings considered in a preliminary phase of our experiments, for V-fold
penalization, differences between V' = 2 and V = 5 were sometimes smaller or not
significant, but always with the same ordering (that is, the worse performance for
V = 2 when C is fixed). In a few settings, for which the “change-point” in the
smoothness of s was close to the median of sdu, we found peng;, among the best
procedures with collection Dya2; then, V-fold penalization and cross-validation always
had a performance very close to peng;,,,- Both phenomena lead us to discard all settings
for which there were no significant difference to comment.

6.4 Variance as a Function of V

We now illustrate the results of Section 5 about the variance of V-fold penalization and
the heuristic of Section 4 about its influence on model selection. We focus on the unbiased
case, that is, criteria C(; z) with partitions B satisfying (Reg). Since the distribution of
(Ca1,3y(Mm))mem, then only depends on V' = |B|, we write Cy instead of C; ) by abuse
of notation. All results presented in this subsection have been obtained from N = 10000
independent samples in setting S with a sample size n = 100 and the collection Regu—for
which models are naturally indexed by their dimension.

First, Figure 4 shows the variance of A¢,, (m, m*) = Cy(m) — Cy(m*) as a function of
the dimension m of S,,, illustrating the conclusions of Theorem 6: the variance decreases
when V increases. More precisely, the variance decrease is significant between V' = 2 and
V =5, an order of magnitude smaller between V' =5 and V' = 10 and between V' = 10 and
V = n, while the leave-one-out C, is hard to distinguish from the ideal penalized criterion
Cia- On Figure 4, we can remark that for m > m*

Var(c, (m,m") ~ [Kl <1 4 1) + K (1 b 1>(m B m*)}
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Figure 4: Tllustration of the variance heuristic: Var(A¢(m,m*)) as a function of m for five
different C. Setting S-Regu, n = 100. The black diamond shows m* = 7. The black lines
show the linear approximation n=2[29(1 + 32L) + 3.7(1 + 25 )(m — m*)] for m > m*.

with Ky ~ 29, Ky ~ 0.81, K3 =~ 3.7 and K4 ~ 3.8. The shape of the dependence on V'
already appears in Theorem 6, the above formula clarifies the relative importance of the
terms called a and b in Section 5, and their dependence on the dimension m of S,,,. Remark
that the same behaviour holds when n = 500 with very close values for K3 and Ky (see
Figure 25 in Section B.6), as well as in setting L. with n = 100 or n = 500 with K3 ~ 2.1
and Ky =~ 4.2 (see Figures 19 and 30 in Section B.6). The fact that K4 is close to 4 in
both settings supports that the term 1+4/(V — 1) appearing Theorem 6 indeed drives how
Var(Ac,, (m,m*)) depends on V.

Figures 5 and 6 respectively show P(7(C) = m) and its proxy ®(SNR.¢(m)) as a function
of m for C = Cy with V € {2,5,10,n} and for C = Cjq. First, we remark that both
quantities behave similarly as a function of m and C—see also Figure 16 in Section B.6—
supporting empirically the heuristic of Section 4. The decrease of the variance observed on
Figure 4 when V increases here translates into a better concentration of the distribution of
m(Cy) around m*, which can explain the performance improvement observed in Section 6.3.
Figures 5-6 actually show how the decrease of the variance quantitatively influences the
distribution of m(Cy): m(Cs) is significantly more concentrated than m(Cs), while the
difference between V' = 10 and V' = 5 is much smaller and comparable to the difference
between V =n and V = 10; C, is hard to distinguish from Cjq. Similar experiments with
n = 500 and in setting L are reported in Section B.6, leading to similar conclusions.
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7 Fast Algorithm for Computing V-Fold Penalties for Least-
Squares Density Estimation

Since the use of V-fold algorithms is motivated by computational reasons, it is important to
discuss the actual computational cost of V-fold penalization and cross-validation as a func-
tion of V. In the least-squares density estimation framework, two approaches are possible:
a naive one—valid for all other frameworks—, and a faster one—specific to least-squares
density estimation. For clarifying the exposition, we assume in this section that (Reg)
holds true—so, V' divides n. The general algorithm for computing the V-fold penalized
criterion and/or the V-fold cross-validation criterion consists in training the estimator with
data sets (fi)ingj for j =1,...,V and then testing each trained estimator on the data sets
(&i)ies; and/or (§;)igp,- In the least-squares density estimation framework, for any model
S given through an orthonormal family ()xen,, of elements of L?(u1), we get the “naive”
algorithm described and analysed more precisely in Section B.4.1, whose complexity is of
order nV Card(A,,).

Several simplifications occur in the least-squares density estimation framework, that
allow to avoid a significant part of the computations made in the naive algorithm.

Algorithm 1

Input: B some partition of {1,...,n} satisfying (Reg), &1,...,&n € X and (¥))rea,,
a finite orthonormal family of L?(u).

1. Forie{l,...,V} and X\ € Ay, compute A; ) := %ZjeBi Pa(&5).
2. Fori,je{l,...,V}, compute C;j =3 \cp, AirAjx

3. Compute S :=3 1 ; iy Cij and T = tr(C).

Output:

Empirical risk: P,y (Spm) = ‘_/—f;

V-fold cross-validation criterion: critypcy(m) = V(VT— 0 — (‘i : Z;Q ;
V=1/2

V-fold penalty: penyp(m) = (critVch(m) — Pny(é\m))ﬁ

To the best of our knowledge, Algorithm 1 is new, even for computing the V-fold cross-
validation criterion. Its correctness and complexity are analyzed with the following propo-
sition.

Proposition 8 Algorithm 1 is correct and has a computational complexity of order

(n+ VQ) Card(A,,) -

In the histogram case, that is, when A, is a partition of X and VA € Ay, ¥y = u()\)*l/Q]l)\,
the computational complexity of Algorithm 1 can be reduced to the order of n+V? Card(A,,).
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Proposition 8 is proved in Section B.4.2. It shows that Algorithm 1 is significantly faster
than the “naive” Algorithm 2 described in Section B.4.1, by a factor of order

nVﬁlV
V' n

-1
VS +> <1 it 1<V<n.

Note that closed-form formulas are available for the leave-p-out criterion in least-squares
density estimation (Celisse, 2014), allowing to compute it with a complexity of order
n Card(A,,) in general, and smaller in some particular cases—for instance, n for histograms.

8 Discussion

Before discussing how to choose V' when using V-fold methods for model selection—or
more generally for choosing among a given family of estimators—, we state some additional
results and we discuss the model selection literature in least-squares density estimation.

8.1 Monte-Carlo Cross-Validation

Our analysis of V-fold procedures for model selection can be extended to some other cross-
validation procedures. We here present results for Monte-Carlo cross-validation (MCCV,
Picard and Cook, 1984), also known as repeated cross-validation, where B training samples
of the same size n — p are chosen independently and uniformly (see also Arlot and Celisse,
2010, Section 4.3.2). Formally, we consider the criterion

B
1
Critcv (m, (TK)léKéB) = E Z CI‘itHo(m,TK> y (25)
K=1
where T1,...,Tp are subsets of [n] and we recall that the hold-out criterion is defined by

Eq. (4). We make the following three assumptions throughout this subsection

Ipen-1], VjelB], |Tj|=n—p=nm, , (SameSize)
(Tk)i<k<p Iis independent from D, , (Ind)
Ti,...,Tp are independent with uniform distribution over &,_, , (MCCYV)

where we recall that &,_, = {A C [n] s.t. |A| =n — p}. Under these assumptions, we write
CMCCV (1) as a shorteut for critay (m, (Tk)1<kx<B)-

Similarly to Theorem 5, we prove in Section B.2.3 the following oracle inequality for
MCCV.

Theorem 9 Let &, be i.i.d.  real-valued random wvariables with common density s €
L>(u), (Tk)i<kx<p some sequence of subsets of [n] satisfying (SameSize), (Ind) and
(MCCV) and (Sm)mem, be a collection of separable linear spaces satisfying (H1). As-
sume that either (H2) or (H2') holds true. For every m € M,, let 5, be the estimator
defined by Eq. (1), and s = sz where

m e argmin{critcv (m, (Tk)1<k<B) }
mEMn
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and critcy is defined by Eq. (25). Let us define, for any x,y,e >0, x,, = x + log |M,,| and

1 BA(logn+y)\“( Az (AV1)2?
BA)=— |1+ ——"—7 — 4+ —
,03(6733724,”,%, ) ) TLT,% ( + B(l _Tn) Th€ + €3

with « = 1 under assumption (H2) and o = 2 under assumption (H2'). Then, an absolute
constant k > 0 exists such that, for any x,y > 0, with probability at least 1 —e™" —e™Y, for

any € € (0,k71),

(1 - ;) 15— s)? < 1;; © inf 18w — I’} + rps(e.wiyin T, BLA) L (26)
Theorem 9 actually is a corollary of a more general result (Theorem 23 in Section B.2.3),
which is valid without assumption (MCCV) and extends therefore our previous results on
V-fold cross-validation).

Very few results exist in the literature about the model selection performance of MCCV
with an estimation goal. Some asymptotic optimality result has been obtained by Burman
(1990) for spline regression, and some oracle inequalities comparing the risk of the selected
estimator with the risk of an oracle trained with 7,,n < n data have been proved by van
der Laan and Dudoit (2003) in a general framework and by van der Laan et al. (2004) for
density estimation with the Kullback-Leibler loss. In comparison, Theorem 9 provides a
precise non-asymptotic comparison to an oracle trained with n data.

As in Theorem 5, the leading constant of the oracle inequality (26) is directly related
to the bias, which is here quantified by 7,1 — 1 > 0 instead of §. The remainder term p3 is
also comparable to py in Theorem 5: they differ by a factor between 7,2 (when B is large
enough) and 7,,2(1 — 7,)™® (when B is small). In particular, let V' > 2 and assume that
p=mn/V in Theorem 9, hence 7, = 1 — V! € [1/2,1). Then, for the hold-out (B = 1), p3
is larger than ps by a factor V' with a € {1,2}. For B =V, MCCV with 7, = 1 — V! can
be called “Monte-Carlo V-fold” (MCVF); then, with y ~ logn, we loose a factor at most
logn for MCVEF compared to V-fold cross-validation. Finally, when B is large enough, that
is, larger than V' logn, p3 and py are of the same order.

The above comparison of remainder terms suggests a hierarchy between several cross-
validation methods with a common training sample size n—p = n7,: from the (presumably)
worse to the (presumably) best procedure, the hold-out, Monte-Carlo CV with B =V, V-
fold CV, Monte-Carlo CV with B large and the leave-p-out. Nevertheless, upper bounds
comparison can be misleading, so, following the heuristics (22) presented in Section 4, we
compute below the variance of A¢(m,m’) when C is a Monte-Carlo CV criterion.

Theorem 10 We consider the setting and notation of Theorem 6, and we assume that
(SameSize), (MCCV) and (Ind) hold true. We recall that CMCCV(m) is defined above
at the beginning of Section 8.1. Then, for regular histogram models my, my (Exzample 1 in
Section 3.2), we have

2
Var(CMCCV(m1) — CMCCV(mz)) = C%C(B,n, Tn)ﬁB(ml,mg) (27)

+ C%VIC(B7 n, Tn)% Var(3m1 (fl) — Smag (51))
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and we recall that 7, = |Tk|/n=1— (p/n).

Theorem 10 is proved in Section B.2.4, as a corollary of a more general result, Theorem 24,
which holds for all models mq, mo—mnot only regular histograms—and provides a formula
for the variance of the criterion itself—mnot its increments. Let us make a few comments.

Eq. (27) is similar to the formula obtained for bias-corrected V-fold and V-fold penal-
ization, see Eq. (24) in Theorem 6. In the particular case of regular histogram models,
Eq. (24) even fits the general form of Eq. (27), with constants C? nVE(V. n,C) instead of
CMC(B,n, ).

Assuming the heuristics of Section 4 is valid, for mq, ms which matter for model selection,
the two terms 2n2B(mq,m2) and 4n~! Var(sm,, (£1) — sm,(£1)) are of the same order of
magnitude (see Section 5). Then, we can compare model selection performance of several
cross-validation methods by comparing the values of the constants C; only.

In order to get a variance of the same order of magnitude as the one of bias-corrected
V-fold CV—that is, constants C; of order 1—, MCCYV requires to take 7, far enough from
0 and 1, hence training and sample sets of comparable sizes, unless B is large enough.

Eq. (27) allows to compare the hold-out (B = 1) with the leave-p-out (B — +00), for
a given value nt, = n — p of the training sample size. Let us assume for simplicity that
n — 400 and 7, > n~ /2. Then,

1

1 2
OV, n, 1) ~ =5 + o > 11 and  CY'°(1,n,7,) ~ =1
2 (1 —1y) l—m
whereas CMC (00, n, 1) — 1 and %00, n, 1) — 1

which shows an improvement at least by a constant factor in general. When 7, tends to

zero—leave-most-out—or 1—such as for the leave-one-out—, the improvement is by an order

of magnitude. The fact that the leave-p-out has a smaller variance than the hold-out is not

surprising at all—it holds in full generality, as a consequence of Jensen’s inequality—, but

the exact quantification of the improvement given by Theorem 10 is new and can be useful

in practice for choosing the number of splits B when using Monte-Carlo cross-validation.
Eq. (27) also allows to compare V-fold cross-validation, given by Theorem 6 with

1

-1
C=lt vy

with MCCV with B = V and 7, = (V — 1)/V, which can be named “Monte-Carlo V-
fold” cross-validation. The only difference between the two methods is that the V splits are
chosen independently for “Monte-Carlo V-fold”, whereas the usual V-fold makes a balanced
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use of each observation—putting it exactly (V' — 1) times in the training set. Let us assume
for simplicity that n — 400 while V =V, can vary with n. Then, we have

Vv, —1 2V, + 1 1
CYVE(V,y,m) i= CYO( Vin, —— | ~ 3 .
1 ( 7”) 1 , 1, Vn Vn(Vn — 1) + (Vn — 1)2
CYF (Vi) := CP"VE (Vi 14+ ————— | ~ 14 LI S
LA i e 2V, — 1) Vi—1 (V=12 " (V,, —1)3

C%\/ICVF (Vm OO) Ci\/[CVF (Vm n)

h L Um0 iy >3,
enee OVF (Vp, 00) ' COVF (Viin)  mVa—rtoo
Vi —1 1 3
C%\/[CVF(V',L,TL) = C%\/IC (Vn,n, Vn ) ~ 32— Vn S |:2,2:|
enVF 1
and C;/F(Vn,n) = Cg (Vn,n, 1 + m — 1.

Overall, we get that V-fold cross-validation has a smaller variance than “Monte-Carlo V-
fold” for V' > 3, at least for n large enough, and that the improvement is by a constant factor
between 3/2 and 3. Since increasing V' cannot decrease the variance of (bias-corrected)
VFCV by more than a small constant factor, the above difference between two methods
with the same computational complexity is quite important. This supports strongly the
use of V-fold CV methods instead of “Monte-Carlo V-fold”. Such an improvement was
previously noticed in the asymptotic computations of Burman (1989); here we show that it
holds in a non-asymptotic framework, where the models m;, ms can depend on n.

8.2 Hold-Out Criteria

Our analysis of cross-validation procedures for model selection can also be extended to
hold-out criteria. First, let us emphasize that the hold-out criterion defined by Eq. (4)
corresponds to taking B = 1 in the results of Section 8.1, since choosing T uniformly over
En—p, independently from D, is equivalent to choosing some arbitrary T of size n —p before
seeing the data D,,.

Second, similarly to the definition of the hold-out criterion in Eq. (4), we can define the
hold-out penalty by

Ve >0, pengg(m,T,z): =2z (PTET) - Pn) (§§g’) — §m> , (28)

that is, the hold-out estimator of E[2(P,, — P)(S,, — Sm )] which is equal to the expectation
of the ideal penalty, see Eq. (2). We do not define penyg by Eq. (6) with V' = 1 and
T = B{—that is, the hold-out estimator of E[(P — P,,)v(5,)], which amounts to removing
the centering term —3,,, in Eq. (28)—because this would dramatically increase its variability.
Note that adding such a term —5,,, in Eq. (6) does not change the value of the V-fold penalty
under (Reg) since Z}/(:l(PT(LB%) - P,)=0.

Denoting by 7, = |T'|/n as in Section 8.1, it comes from Lemma 26 in Section B.3.1 that

1—17,

E[penyo(m, T, z)] = E [penjy(m)] .

Tn
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In the following, we choose x = C7,/(1 — 7,) so that C = 1 corresponds to the unbiased
case, as in the previous sections for the V-fold penalty.

Remark 11 Since P, = TnP7(1T) +(1- Tn)R(lTC), by linearity of the estimator S,

penyo(m, T, x) := 2x(1 — 1,,)? (PT(LT) - PT(LTC)> (§£Z) - §($c))
which is symmetric in T and T€, hence penyg(m,T¢ x) = penyg(m,T,x). In particular,
if |T| = n/2, the 2-fold penalty computed on the partition B = {T,T°} and the hold-out
penalty coincide

Vo >0, penygp(m,{T, T}, z) = penyo(m,T,z) .

Theorem 12 Let £, be i.i.d. real-valued random wvariables, s € L>(u) their common
density, T C [n] with 7, = |T'|/n € (0,1) and (Sm)mem,, be a collection of separable linear
spaces satisfying (H1). Assume that either (H2) or (H2') holds true. Let C € (1/2,2] and
d:=2(C —1). For every m € My, let s, be the projection estimator onto Sy, defined by
Eq. (1), and sHo = Sy, where

. ~ C
My = argmin{Pn'y(sm) + penyo (m, T, n ) } .
meMy, L=,

Then, an absolute constant k exists such that, for any x > 0, defining x, = x + log | M|,
with probability at least 1 —e™™, for any € € (0,1],
1—-6_—¢
1 + (S+ +e€

S i < Az 24+ (1 —1,)% 22
310 —sl* < _inf ||5m3||2+,.€< n, Tat (=)’ o

29
en (1l —1,) €n (29)

Theorem 12 is proved in Section B.3.1.

Theorem 12 extends Theorem 5 to hold-out penalties, under similar assumptions. As
in Theorem 5, § quantifies the bias of the hold-out penalized criterion, and plays the same
role in the leading constant of the oracle inequality (29).

We can compare the results obtained for hold-out and V-fold penalization in Theorems 5
and 12. For this comparison, let V' be some divisor of n, T' C [n] such that |T| =n —n/V
and choose the same C so that both criteria have the same bias §. Then, the only difference
lies in the remainder term, the one in Eq. (29) is larger than the one of Eq. (17) in Theorem 5
by a factor of order V' when V is large. These only are upper bounds, but at least they are
consistent with the common intuition about the stabilizing effect of averaging over V folds.
We can also compare the results obtained for hold-out penalization in Theorem 12 and for
the hold-out criterion in Theorem 9. First, hold-out penalization gives a flexibility to choose
an unbiased criterion and therefore to obtain asymptotically optimal oracle inequalities
while hold-out criteria are always biased for fixed 7, hence a leading constant 7, > 1 in
the oracle inequality. The loss in the remainder term is also smaller in Eq. (29) than in
Eq. (26) by a factor of order 7,, }(1 — 7,,) ! under assumption (H2’).

Similarly to Theorems 6 and 10, the variance terms can be computed for the hold-out
penalty in order to understand separately the roles of the training sample size and of aver-
aging over the V splits, in the V-fold criteria. Detailed results are given by Proposition 28
in Section B.3.2.
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8.3 Other Oracle Inequalities for Least-Squares Density Estimation

Although the primary topic of the paper is the study of V-fold procedures, let us compare
briefly our results to other oracle inequalities that have been proved in the least-squares
density estimation setting. For projection estimators, Massart (2007, Section 7.2) proves
an oracle inequality for some penalization procedures, which are suboptimal since the lead-
ing constant C), does not tend to 1 as n goes to +00. Oracle inequalities have also been
proved for other estimators: blockwise Stein estimators (Rigollet, 2006), linear estimators
(Goldenshluger and Lepski, 2011) and some T-estimators (Birgé, 2013). The models con-
sidered by Birgé (2013) are more general than ours, but the corresponding estimators are
not computable in practice, and the oracle inequality by Birgé (2013) also has a subopti-
mal constant C),. Some aggregation procedures also satisfy oracle inequalities (Rigollet and
Tsybakov, 2007; Bunea et al., 2010). Overall, under our assumptions, none of these results
imply strictly better bounds than ours.

Let us finally mention that Birgé and Rozenholc (2006) propose a precise evaluation of
the penalty term in the case of regular histogram models and the log-likelihood contrast.
Their final penalty is a function of the dimension, only slightly modified compared to peng;,,,
performing very well on regular histograms. These performances are likely to become much
worse on the collection Dya2 presented in Section 6. This can be seen, for example, in
Table 3 in Section B.6, where we present the performances of peny;,, with different over-
penalizing constants.

8.4 Conclusion on the Choice of V

This section summarizes the results of the paper in order to address the main question we
would like to answer: How to choose a V-fold procedure for model selection?

Generality of the results. The results of the paper only hold for projection estimators
in least-squares density estimation, but we conjecture that most of the statements below are
valid much more generally. At least, they have been observed experimentally for projection
estimators in least-squares regression (Arlot, 2008) and they are supported by theoretical
results for kernel density estimators (Magalhaes, 2015, Chapters 3—4). Nevertheless, it is
reported in the literature that V-fold cross-validation can behave differently in other settings
(Arlot and Celisse, 2010), so we must keep in mind that the statements below may not be
universal.

Let us also recall that we focus here on model selection with an estimation goal, that
is, minimizing the risk of the final estimator; see Yang (2006, 2007) and Celisse (2014) for
results when the goal is identification.

Choice of a model selection procedure. Choosing among procedures of the form m(C),
as defined by Eq. (18), requires to take into account three quantities:

e the bias of C(m) as an estimator of the risk of s, for every m € M,,, or equivalently,
the overpenalization factor C, which usually drives the performance at first order
when n — +00, as in Theorem 5. The simulation experiments of Section 6 also show
that varying C' can strongly change the performance of the procedure. In all settings
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considered in the paper, some C} exists (the optimal overpenalization constant) such
that the performance decreases for C € [0, C}] and increases for C' > C} (Figure 3).

Note that C} strongly depends on the setting, and can also vary with V' when using
V-fold penalization (in particular from V' =2 to V > 5). In the nonparametric case,
when n — 400, Theorem 5 shows that C} ~ 1. On the contrary, in the parametric
case, when n — 400, it is known that a BIC-type penalty performs better, hence
Cy — +oo. For a finite sample size, Section 6 and Liu and Yang (2011) show that
some nonparametric settings can be “practically parametric”, that is, C can be much
larger than 1.

e the variance of increments C(m)—C(m’) drives the performance m(C) at second order,
according to the heuristic of Section 4, which suggests that this variance should be
minimized, at least for a given “good enough” value of the overpenalization factor C.

e the computational complexity of the procedure m(C), that we want to minimize—for a
given statistical performance—, or on which some upper bound is given—fixed budget.

V -fold cross-validation. The paper analyzes how the aboves three terms depend on V
when C = C‘\//FCV is a V-fold cross-validation procedure, under assumption (Reg). First,
by Lemma 1, its overpenalization factor is CV¥(V) = 1 + 1/[2(V — 1)] € [1,3/2], which
decreases to 1 as V increases to +00. Second, by Theorem 6, its variance decreases as V
increases. Theoretical and empirical arguments in Sections 5 and 6 show that the variance
almost reaches its minimal value by taking, say, V = 5 or V' = 10. Third, by Section 7,
its computational complexity is proportional to V in general; in the least-squares density
estimation setting, it can be reduced to (n + V?) Card(A,) .

These three results can explain why the most common advices for choosing V' in the
literature (for instance Breiman and Spector, 1992; Hastie et al., 2009, Section 7.10.1)
are between V = 5 and V = 10. Indeed, taking V larger does not reduce the variance
significantly—with almost no impact on the risk of the final estimator—, and it reduces the
overpenalization factor although C is often larger than CV¥(10) = 19/18 or CV¥(5) = 9/8.
So, if C is not much larger than 1 + 1/8, which is likely to occur in many nonparametric
settings, taking V' =5 or 10 can be close to be optimal.

Nevertheless, other situations can occur, for instance in (practically) parametric settings
where C is much larger, possibly leading to the failure of the heuristic “5 < V' < 10 is almost
optimal”. More generally, understanding precisely how C‘\//FCV performs as a function of V'
seems to be a difficult question: V influences the performance in two opposite directions
simultaneously, through the bias and the variance, so that various behaviours can result
from this coupling of bias and variance, as shown in the simulation experiments.

V-fold penalization. Lemma 1 shows that a natural way to solve this difficulty is to

consider instead a V-fold penalization procedure C?én‘}’)F , with overpenalization factor C' > 0.

The value C = CVF (V) corresponds to V-fold cross-validation, but any other value of C'
can also be considered, making it easier to understand. Indeed, the overpenalization factor
is directly given by C, while the variance and computational complexity of CpeanF vary with

oV
V—independently from C—exactly as for V-fold cross-validation. So, V should be taken
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as large as possible—depending on the maximal computational budget available—, while C'
should be taken as close as possible to C}.

Compared to V-fold cross-validation, another interest of V-fold penalization is the im-
provement of the performance for a given computational cost, that is, a given value of V,
because it is then possible to take C closer to C% than CVF (V). This is especially true in
(practically) parametric settings for which C% > 3/2 > CVF(V) for all V > 2.

Data-driven overpenalization factor C. Although the paper shows that choosing
well C' is a key practical problem, making an optimal data-driven choice of C remains an
open question which deserves to be studied, even independently from the analysis of cross-
validation procedures. We postpone such a study to future works, but we can already make
two suggestions. First, an external cross-validation loop can be used for choosing C if the
computational power is not a limitation. Second, a procedure built for choosing between
AIC and BIC can be used in order to detect whether C' should be close to 1 or significantly
larger (see, for instance, Liu and Yang, 2011 and references therein).
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A Proofs

Before proving the main results stated in the paper, let us recall two simple results that
we use repeatedly in the paper. First, if (by)xea,, is a family of real numbers such that
> xen,, b3 < 0o, then

2
sup (Z a,\bA> = Z b . (30)

2
ZAEAA‘"L a>\<1 )\GAm )\EAm
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The left-hand side is smaller than the right-hand side by Cauchy-Schwarz inequality, and
considering ay = bx/(D>_ycn,, b2,)'/2 shows that the converse inequality holds true. Second,
for any probability distribution @ on X,

Z (Qa)y € argmln{Q’Y )} (31)

AEAL teSm

a result which provides in particular a formula for s, and for s,,, by taking Q@ = P, and
Q = P, respectively.

A.1 Proof of Lemma 1

Let us first recall here the proof of Eq. (7)—coming from Arlot (2008)—for the sake of
completeness. By (Reg),

p, — pFR) _ l(

= (PiEe) - P}LB%)) and  pE0 _p V1 (P}LBM - P}f’%)) :

" Vv

C1.8(m) := Pyy(5m) + penyp(m, B,V — 1)

= Poy(Bm) + Vv_21 zV: [(pym _ pT(LB%)%(/S(f%))}

K=1

= it 2 [ () 122 (59

K=

—_

= criteorr,vrev(m, B) .
Eq. (8) and (9) follow simultaneously from Eq. (35) below. Let £ be a set of subsets of
[n] such that

VAEE, |Al=p and |51| S PA) = p, (32)
Ae&

Let us consider the associated penalty
(4)) - (549 _ 2€ (4°) 54)
peng(m, C) = Z(P — P ) (m ):—Z(Pn —Pn)(sm )
€] 2~ €]
and the associated cross-validation criterion

= 21 20 PO (R

A€

critg(m)

When £ = B, we get the V-fold penalty penyyp = peng and the V-fold cross-validation
criterion critypcy = critg, and Eq. (32) holds true with p = n/V under assumption (Reg).
When € = &, := {A C [n] s.t. |A| =p}, Eq. (32) always holds true and we get the leave-p-
out penalty pen;po = peng and the leave-p-out cross-validation criterion critypo = critg.
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Let (¢»)aen,, be some orthonormal basis of S, in L?(z). On the one hand, using
Eq. (32), we get

peng(m,C) |5’ Z( )("(AC)>

Aeg

T 2 3 [(PEIw) = Putin) ) PO )]

AES AEA,

Z > (P %)) —an)ZP,SAC)(wA)]

)\EA A€ A€

Z Z[(P(AL %) _(Pn(¢)\))2] : (33)

)\EA Ae€

On the other hand, using that P,(LA) = %Pn — %R&AC) by Eq. (32),

Critg( ) = Pay(5m)
[0 (36) - o)

re|

’8‘ [HA(,;;‘C — 2P ) 3ml|? + 2P, (Sm)}
Ac€&

re| P3P [< )2—213 )P (2) + (in)ﬂ
A€E NEA,,

rs\ 2 Z[(”) B )2—2;13 () P ><w>+(Pn<wA>>2]
AeA,, AEE

(e
-5 e 2 2l

where we used again Eq. (32). Comparing Eq. (33) and (34) gives

PEIw) - (Pat))”] (3)

1
critg(m) = Ppy(Sm) + peng <m, g - 2) (35)
which implies Eq. (8) and (9). Eq. (10) follows by Lemma A.11 of Lerasle (2012). [ |

We now prove the statements made in Remarks 2—-3 below Lemma 1.

Proof of Remark 2 We first note that Eq. (10) can also be deduced from Celisse (2014,
Proposition 2.1), which proves

CritLpo(m,p) n(n Z (Zlﬁ)\ fz n f":l Z ¢)\(§z)¢)\(fj)) .

AeA 1<i#j<n
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Elementary algebraic computations then show that

critr,po (m,p) - Pn’Y(gm)

= 277’7_1) Z Zw)\ gz Z lb,\ gz wx\(éj) (36)

2
n-(n —
( p AEA, \i=1 1<z;éj<n

hence for any p,p’ € [n],

m (critLpo (m,p) — Pnfy(é\m)) = 717;;]),—_1}2 (CritLPO (m7p/) _ Pn7(§m)) .

In particular, when p’ = 1, from Eq. (9), since pen;pg(m,1,C) = penyoo(m, C),

n 1 n/p—1/2 n—1 1
penypo mapvg—* = pengpo m,l,n—5

2 n/p—1 n—1/2
n/p—1/2>
n/p—1 )~

= pen,po (m, (n—1)

Proof of Remark 3 Note first that the CV estimator of Massart (2007, Sec. 7.2.1, p.
204-205) is defined as the minimizer of

[5mlI* — Z > va&)va(§)

l<z;£]<n AEAM

= Py(Em) + 5 Z Zw §)°——5 D wEunEg) | . 67

AEA, \i=1 1<z;é] <n

On the other hand, from Eq. (36) and (9) with p = 1, we have

pengoo(m,n —1) = % DD en@)? - ﬁ > Ual&)val&)

AEAm \i=1 1<i#£j<n

Hence, from Eq. (37), the CV estimator is the minimizer of criteorr,vrov (m, Broo). Massart
(2007, Theorem 7.6) studies the minimizers of the criterion

PG+ 53 S &) (33)

i=1 AéAm

where C' = (1 + €)% for any € > 0. Let @ = C/n, so that a = (C — a)/(n — 1). Then, the
criterion (38) is equal to

(1 - a)Pn’V(/S\m) + ¢

=1 DI IR (ILAN(3)

AEA, i=1 AEA, 1<i#j<n
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= (1 - a)Pn’Y(/S\m)

AEAM, AEA, 1<i#£j<n

(Zw@ ——Z > wmwm)

= (1 - a) |:Pn’7(/5\m) + 28:2) penLOO(mv n- 1):|

=(1-a) [Pn’y(?m) +pengoo <m’ M)] '

A.2 Proof of Proposition 4

Note that the two formulas given for V¥, in the statement of Proposition 4 coincide by
Eq. (30). The proof is decomposed into 3 lemmas.

Lemma 13 Let £, denote i.i.d. random variables taking value in a Polish space X, By
some partition of [n] satisfying (Reg), Sy some separable linear subspace of L*(p) with
orthonormal basis (x)ren,, and

U (m) ::% Yo D D (Wal&) — Pua)(ua() - Pn) - (39)

1<k£k' <V i€By, jEB AEAm

Then, the V -fold penalty is equal to

2C ~ 12 2VC
pennge(m. 5,C) = 7l = Sl = 7= 55U (m) (40)
V-1 ~ Dy,
and E[penVF <m,B, 2” =E[||sm — 5ml?] = o (41)

Proof Let W; = %]lig B, and use the formulation (5) of the V-fold penalty as a resampling
penalty. Then,

penyp(m,B,C) = CEW{ P PW (fy )}
= 20Ew | (P~ P) (3! >]
= 2CEw|(PY ~ B) (G ~5w)| by (Reg)
=20 Y Ew[( P,YV—PR)(%)W
=20 ) EW{((PZV — P,) (4 —P%)ﬂ
-2 2 2 ey (&) - Pun) (4a(&) — Pia) (42)

)\GA 1<i,5<n
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where el(,\]/-F) = E[(W; — 1)(W; — 1)]. Since E[W;] =1 by (Reg) and

vVo\? e .
VVZVV7 = (‘/—1) ]]‘JQ{JO,Jl} if 7€ BJO and J € le 5

we get that eEZF) = (V —1)"1if i and j belong to the same block and el(-ZF) =—(V-1)2

otherwise. So,

penyg(m, B, C)

20 ” b P 20,
—m Z Z Z (¢A(fi)_ ¢A)(¢>\(5j)— wA)—m (m)

AeAm k=1 (i,j)€B

2C 2
v -1 ((Pn = P)iy)" —
AEA7"/

20V
WU(m)

and Eq. (40) follows by Eq. (3). Eq. (41) directly follows from Eq. (40). [ |

Lemma 14 Let ) be i.i.d. random wvariables taking values in a Polish space X with
common density s € L>(u), Sy, a separable linear subspace of L (1) and denote by (1x)xea,,
an orthonormal basis of Sy, Let By, = {t € Sy s.t. |t]] <1}, Dy = Yozep, P(U3) = llsml?
and assume that by, = supep ||t|lco < 00. An absolute constant x exists such that, for any
x > 0, with probability larger than 1 — 2™, we have for every € > 0,

N D. D I|s]| oo b2, 2?
— 2_Tm < -_m 00 m )
m = Sl n ’ “n th (eAN1)n * (e N1)3n2

Proof By Eq. (3), ||sm—3m||? = supyeg,, [(Pn — P)(t)]? has expectation Dy, /n. In addition,
for any t € B,,,

Var(t(&1)) < /Rt28du < lslloit® < llslloo (43)

which gives the conclusion thanks to Proposition 29 in Section B.5. |

Lemma 15 Assume that {p,) is a sequence of i.i.d. real-valued random wvariables with
common density s € L>(u) and By is some partition of [n] satisfying (Reg). Let Sp,
denote a separable subspace of L?(u) with orthonormal basis (x)aea,, such that

b = sup  |t]|ec < +00 .
tE€Sm,||t]<1

Let U(m) be the U-statistics defined by Eq. (39). Using the notations of Lemma 14, an
absolute constant k exists such that, with probability larger than 1 — 6e™7%,

3/ (V= Dlls[Dnz M(Hsloow L (b ||s||2)w2> |

|U(m)| < Tn " 3
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Hence, an absolute constant k' exists such that, for any x > 0, with probability larger than
1—6e~", for any 6 € (0,1],

2 2 2
1U(m)| <9%+K/<“8“oox L (Bt [sl?) ) |

n On n2

Proof For any z,y € R and 4, j € [n], let us define

Un(2,y) = Y (¥a(x) — Pyy) (daly) — Pey)

AEAm,

and i j(2,y) = Un(®, ¥) L@k pe[v] st. kzk!,icBy, jeb,}

n 1—1 V k-1
SO that n2 ZZQZJ fz,fg Tl2 Z Z Z U (g’u{]) .
=2 j=1 k=2 k'=11€B,jEB;

From Houdré and Reynaud-Bouret (2003, Theorem 3.4), an absolute constant x exists such
that, for any > 0 and € € (0, 1],

a.3/2 .2
P(\U(m)|/ : (4+6)A\f—|—ﬁ<Bf—|—C§3+D£> ><6e_x. (44)
. n i—1
A :ZZE[Qz‘,j(ﬁi,Ej)Q] ;
i=2 j=1

o n t—1
B =supq E Zzaz Ez 5] glj(§Z7§j)

i=2 j=1

such that E Za?({i) <1 and E be(&)] < 1} ,

i=1

=1

zeR

c’ —sup{ZE 9i1(&, )]} and E:sup‘gi’j(x,y)‘ .
T,y

It remains to upper bound these different terms for proving the first inequality, and the
second inequality follows. First,

B[00 = X E[(a&) — Pi) (n (@)~ Pun)|

AEAm, N EAR

= Z sup E| (¥a(&1) — Py) Z ax (Y (&) = Pio)

PV D VA NEAm
2
=) <tse%€LE[(¢>\(&) — Pyy) (t(é1) —P(t))D

AEA,
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< Dm tsé%aE[(t(&) - P(t)ﬂ

< HSHooDm by Eq. (43) (45)

so that

. V k-1 9 v _
A :; > Y E[Ung)? <" V=1 slDm

2V
=2k'=1 iEBk,jEBkl

Second, let ay,...,an,b1,...,b, be functions in L?(u) such that

PIACY Zb?(fi)] <1,
i=1 i=1

Using successively the independence of the & and that a3 < (o + 32)/2 for every o, 3 € R,
for every i # j,

E <1 and E

[E[ai(6)bs(&)Un € )]

> E[a6) (9a(6) — Pn) [E[by(6) (9a(&) - Piin)] ‘
AEAMm

<3 ¥ (Elu@e) - ro)] +Ep@) e -re] ) . o)

AEAM

Now, we have, for every i € [n], using Eq. (30), Cauchy-Schwarz inequality and the fact
that for every t € L%(u), Var(t(¢1)) < ||5]|oo|t]|?,

2
AEAm 2aeam B2 AEAm

2
> E[ai(&)(%(&) - wa)r =L (E !ai(fi) > (&) — P(U%)] )

= sup (E [Gz(fz)(t(&) N P(t))})2

teEBm,

<Eai(¢)?] sup Var(t(¢1) < E[ai(&)]llsllo -

Plugging this bound in (46) yields

sl

)E[ai(fi)bj(fj)Um(gia5]')]’< 5 (E[ai(ﬁi)2]+E[bj(fj)2]) (47)

hence o
B <1l -

Third, for every x,y € R, let g2(y) = >y, (¥a(x) — Pa)a(y) so that

o=l = > (a(z) = Pn)® <2 Y (a(@)? +2 3 (Pn)?

AEAM AEAM AEAM,
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= 20 (2)% + 25l < 2(0%, + lsm]?) -
Then,
E[Un (€, 2)?] = Var(g:(61) < lgal?slloc < 2(8% + Isml?) lIslloc (48)

and, using (Reg), we get that

=2 _2n(V—-1) 1, 2
< —— .
C* < T2 (B + sl lsloo

Fourth, from Cauchy-Schwarz inequality, for every z,y € X,

2
Un(w,y) <sup 3 (¥a(@) = Pa)* <2(02 + llsm?) - (49)
TER A
Hence,
D <2(0, +llsml?)
and we get the desired result. |

Let us conclude the proof of Proposition 4. From Lemmas 13 and 15, an absolute
constant x exists such that, with probability larger than 1 — 6e~%, for every € € (0, 1],

[penye(m, V.V = 1) = 2[5 — 5

2V lsllooz , (3 + ||s||2):c2)

= f}U(m)’ <6?+/€<

(50)

en n?

Using in addition Lemma 14, we get that an absolute constant ' exists such that with
probability larger than 1 — 8e~7, for every € € (0,1], Eq. (50) holds true and

2Dn| & Do, R(nsumx L (e + \8\2)3:2) |

penyp(m,V,V —1) — -

n en n2

which implies Eq. (15) and (16). [ |

A.3 Proof of Theorem 5

By construction, the penalized estimator satisfies, for any m € M,,,
57 = s1* = (pensa () — penyp (7, V,C(V = 1))
<[5 = sl + (penyg (m, V, C(V = 1)) = pen(m) ) .
Now, by Eq. (2) and (3), peniq(m) = 2||8m — sml|* + 2(P, — P)(sm), hence

5 = sl1* < 15 — 511 + [penys (m, V. C(V = 1)) = 2 — 5]
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~ [penyp (7, V.C(V = 1)) = 2lis5 = 5all?| +2(Pa — P)(sm — 5)
— 5 = s + [penye (m, V,C(V = 1)) = 2C sy — 5]
— [penye (7, V. C(V = 1)) = 20|55 = 55 12] + 2(P0 = P)(sm = 55)
+2(C = 1) (8 = smll® = I3 — smll?) - (51)
Let z > 0 and z,, = log(|My|) + z. A union bound in Proposition 4 gives

IP’(E!m € My, € € (0,1] s.t. [penyp(m, V,V = 1) = 2|5,y — 5|?]

Dy, 1 (52)
>e— + y €55, dn,y <8 e " =8e " =8 7%
e kp1(m, €, s, Ty n)> Z Z M
meMy, meMy,
and a union bound in Lemma 14 gives
~ 2 m Dy,

P(3Im e M, e € (0,1] s.t. ||[Sm — s — —| > e~ + kp1(m, €, s, Tn,n)
<2 Z e =277 | (53)

mEMn

It remains to bound 2(P,, — P)(Sy, — Syy) uniformly over m and m’ in M,,. In order to
apply Bernstein’s inequality, we first bound the variance and the sup norm of s,, — s,/ for
some m,m’ € M,,. Since s € L>(u),

Var((sm — sm)(€1)) < [sllocllsm — snr[* -
Under assumption (H2)
[8m = smrlloo < llsmlloo + llsmlloo < 2a
Under assumption (H2'), s, — $pr € Sy for some m” € {m, m'}, hence by (H1) we have
I$m = smilloo < b l[sm = sl < V/nllsm = snl -

Therefore, by Bernstein’s inequality, for any x > 0, for any m,m/, with probability larger
than 1 —e™?, for any € € (0, 1],

2z Var((sm — 8m’>(§1)) [8m — SmllooT
+
n 3n

€n

(P — P)(8m — Smv) < \/

< ellsm — smr|]? +

for some absolute constant x, where the last inequality is obtained by considering separately
the cases (H2) and (H2'), and by using that for every a, 3,¢ > 0, a3 < ea? + (32)/(4e).
A union bound gives that for any z > 0, with probability at least 1 — | M, |?e~%, for every
m,m’ € M,, and every € € (0, 1],

w(Az + 22)

(Pn — P)(8m — 8m/) <6”*9711—3WL/H2—|_ en

(54)
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for some absolute constant k. Plugging Eq. (52), (53) and (54) into Eq. (51) and using that
C € (1/2,2] yields that, with probability 1 — (]M,|? + 10)e~%, for any € € (0,1/2],

~ - D D
(1 —4e)[I37 — slI* < (1 + 4€)[|5m — 5| + (6 +46)7m + (9 +36)7m
Ax+:p2>

+ K<p1(m76787'x7n) + pl(ﬁl7€787x7n) +
en

< (14304 +16€)||8m — s)|* + (- + 86)|[5m — 5ml|?

Ax + 3:2>

+ & (pl(m, €, 8,x,n)+ p1(m,e,s,x,n)+
en

for some absolute constants x, k" > 0. Since b,, < y/n for all m € M,,, we get

2 2 . A 2 2
Avta? (sl + )x+<3+2||s|| IE

2 sup pi(m,e s,x,n)+ < ==
meM,, en en n en

for every ¢ € (0,1]. Hence, with probability larger than 1 — (]M,|? + 10)e~%, for any
e e (0,1],

Lo — |5 — sI® < [[8m — s)* +
— |55, — s||” < ||sy, — S K
1—|—5+—|—€ m " 63”

W + (1 T ”‘9n”2> 9”2] (55)

for some absolute constant x > 0. To conclude, we remark that Eq. (17) clearly holds true
when |M,,| = 1, so we can assume that |[M,,| > 2. Therefore, for every z > 0, Eq. (55)
holds true with probability at least

1— (\Mn|2 + 10>e*50 51— | Myl > 1 — eI Ml

So, if we replace = by 4z, > x+4log | M,| in Eq. (55), we get that Eq. (17) holds true with
probability at least 1 — e™® for some absolute constant x > 0, slightly larger than the one
appearing in Eq. (55). [ |

A.4 Proof of Theorem 6
For every z,y € X and m € {my,ma}, let Ky (7,y) := > yca, ¥a(2)¥A(y) and remark that

Un(z,y) = Y (¥a(x) = PPy) (a(y) — Piy)

AEAM
= Kmn(2,) = sm(2) = sm(y) + [ smll* - (56)

For every x € X, Ky(z,7) = ¥, (z) by Eq. (30), Upn(x,2) = ¥, (x) — 28, (2) + ||sm || and,
by independence, for every m,m’ € {my, mo}

Cov (U (&1,&2), U (€1, €2))
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= > E[(a(60) — Puia) (9a(2) — Poa) (¥xr(&1) = Pie) (&) — Poow) |

AEAmNEN,

= E[(02(&) — Poa) (bx(&) — Pow)] = B(m,m) |

AEAm NEA,

hence, Var(Up,, (£1,&2) — U, (&1,&2)) = B(my, mg). For every m € {mj, ma}, by Eq. (56),

N 1
Poy(m) == Y (Potn)? =—— > Km(&i.¢)) (57)
AEA, 1<i,5<n
1 2 —
= _ﬁ Z Um(fng) - E Zsm(gz) + HSmH2 .
1<i,g<n i=1

Moreover, by Eq. (42) in the proof of Lemma 13,

2C
penyp(m, B,C(V ~1)) = =2 3" B Un(6.8)

1<i,5<n
Vi
where VI,Je{l,....,V},Vie B;,Vje By, E. =1~ 7 féi’ = (V —1)e} "
It follows that
QCEi(VF) -1 n —28m (&
Conm) = Y T g+ Y & e )

1<i,5<n i=1

Hence, up to the deterministic term ||s, %, Cc,5(m) has the form of a function C,, defined
in Lemma 16 below with

2CE " ~1 2,

Wij = 2 Jfm =

and

O'Z'Zl.
n

It remains to evaluate the quantities appearing in Lemma 16 for these weights and function.

First,
n n 9
Z EZ(}Z/F) =n and Z(EZ(\Z/F)> =n .
i=1 i=1
Second, by (Reg),

> (BS) =n(y-1)+ (v——11) x nQ(‘;— 2=

n n TLQ
and > (EgXF))QZ"[<V_1> +V(V—1)} Vo

1<i#j<n

It follows that




1 402 (20 —1)?
o 2 _
and Y @@= Y wi7j_7ﬂ(1+V—1_ n ) '

1<ij<n 1<i#j<n

Hence, from Lemma 16, for every m, m’ € {my,ms},

2 _1)2
Cov(Cc,p(m),Cep(m')) = n22<1 + Vil? - <2Cn 1) )5(m,m,)
_1)2
+ (2Cn3 1) Cov(Upm(&,€), Un (€,6)) + % Cov (5m(€), $mr(€))
2(2C — 1)

| Cov (Unn(&,€): 5 () + Cov (Un (€. €), (&)
2 _1)\2
2 <1+ S ey )/a(m,mf)

2 (6.0) 250, 2

n2

N ;COV< U (£,€) ~ 2smf<§>) -

Therefore,

2 _1)2
2 <1+ 402 (20 -1)

Var(CC,B(ml)) =3 Vo1 - )5(m1,m1)

2C -1

+ 2 var (20, 6.~ 250, (0))

AC? (2C —1)?
V-1 n
201 (Uml (575) - Um2 (575))>

n

) Var(Um1 (&8 — Um2(§1;§2))

and Var(Cc p(m1) — Cop(ms)) = % <1 + >B(m1, ms)

1
+ - Var(Q(sml — 5my)(§) —
2 (1 + 4C* (20 —1)?

T2 V-1 n
4 2C -1 2C -1
v (14252 o = 5 © = 2 (OO W)
which concludes the proof. |

Lemma 16 Let C,, = Zlgi’jgn@,ij(&,{j) + >0 1 Tifm(&), where Uy, is defined by
Eq. (56) and fn, € L*(n). For every m,m’, we have

I<i#j<n

Cov(Cpn,Con) = ( Z w; +wz‘,jwj,i) Cov(Um(&1,&), Upy (&1,&2))

=1

T (Z ""121> Cov(Un(&1,61), Up(£1,€1))

+ <Zwi,i0i> [COV(Um(fl,&)a fmr (1)) + COV(Um’(ghfl)?fm(fl))}

=1
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(Zo ) Cov(fm(&1), fur(&1)) -

Proof We develop the covariance to get

Cov(Cpn, Crr) = Z wz’,jwk,eCOV( m(&ir&5), Ul (flmfé))

1<, 5,k 0<n

+ > @igok Cov (U &), frr (€1))

1<i,j,k<n

+ > @ik Cov(Un (&), fm(h))

1<i,j,k<n

+ Z EiEjCOV(fm(’Ei)afm’({j)) :

1<i,5<n

The proof is then concluded with the following remarks, which rely on the fact that the
random variables {[,,) are independent and identically distributed.

1. Cov(fm(fi), fn (§j)) = 0 unless i # j, therefore

Z 00 COV(fm(fz fm f] <ZU ) COV fm 51) fm’(gl)) .

1<i,5<n

2. By definition (56) of Up,, Cov (U (&, &), fm (&) = 0 unless i = j = k, hence

> @ik Cov(Unm(&, &), fou () <Zw”az) Cov (Unm(&1,61), frr (€1)) -

1<i,5,k<n

3. By definition (56) of Up,, Cov(Um (&, &), Un(ék,&)) = O unless ¢ = j = k = £ or
i=k#*j=Llori=/{%#j=k. It follows that

> @i @k Cov(Un(&i &), Unv (6, &)

1<, 5,k 0<n

= ( Z wﬁj —l—wz'ij,i) Cov( m(&1,82), U, (51’52))

I<i#j<n

+ <Z%2@> Cov(Unm(&1,&1), Uny(&1,61)) -
i—1
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B Supplementary Material

The supplementary material is organized as follows. Section B.1 gives complementary com-
putations of variances. Then, results concerning hold-out penalization are detailed in Sec-
tion B.3, with the proof of the oracle inequality stated in Section 8.2 (Theorem 12) and
an exact computation of the variance. Section B.4 provides complements on the computa-
tional aspects stated in Section 7. In particular, we state and analyse the basic algorithm
for computing the V-fold criteria and we give the proof of Proposition 8. A useful concen-
tration inequality is recalled in Section B.5. Finally, some simulation results are detailed in
Section B.6, as a supplement to the ones of Section 6.

B.1 Additional Variance Computations

Proposition 17 Let (Y\)ren,,, and (¥r)ren,,, be two finite orthonormal families of vectors
of L*(n). Assume that B satisfies (Reg) and, for any m € {m1,ma}, let

Cia(m) = Pyy(Sm) + ]E[penid(m)] .
Then, with the notation of Theorem 6,

Var(Gatmn)) = 25 st ) 42 Var( (1= D) s (©) 4 5 0m 9)
We also have
Var(Cig(m1) — Cig(mz)) = WB(ml,mﬂ
# 2var( (1 2) (o (©) = 5a(©) + 51 (B 6) = Va(©) )

Proof Simply notice that
Var(Cid(ml)) = Var(Pn7(§m1)) .

Therefore, from (57), the variance of C;q(m;1) is the one of

1 - 2m1 %
) > Uml(giagj)zsn(g)‘

1<i,5<n i=1
so that, by Lemma 16,
2(n—1 1
Var(czd(m1>) = (,n?))ﬁ(m17ml) + E Va,r(\:[/ml (§> - 28m1 (5))
4 4
+ ﬁ COV(\I’ml (5) - 237711 (6)7 Smq (5)) + E Var(sml (5))
i=1
2(n—1) 2 1 1
= =g Blmi,m) + n"ﬁf((l - n) smy (§) + n‘Pml(S)) :
The variance of the increments follows from the same computations. |
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B.1.1 Evaluation of the Terms in the Variance Formula

The following proposition gives a formula for the terms appearing in Theorem 6 and Propo-
sition 17 which does not depend on the basis (¢x)xea,,-

Proposition 18 For any mi,ms € M,,, we have

ﬁ(mlv ma) =n Cov(gml (5)7 Smy (5)) - (n + 1) COV(Sm1 (f)? Sma (f))

B(mhm?) = nVar((§m1 - §m2)(§)) - (n + 1) Var((sml - 3m2)<£)) ) (59)
where § denotes a copy of &1, independent of &,

Proof By definition, we have

Blmi,ma) = Y Y Cov(eha(&r), vn (&)’

A€My N EAm,

= > 3 (P@avn) - PuaPuy)’

AEAm; N EAm,

=3 3 (Pawen)? =2 > > PuPunP(aty)

XA, N €A, AEAm, N €A,

+ )Y (PhaPyy)?

AEAmy N EAm,

= 3 S (Patr))? = 2P (s ) + 5 |2 12

AEAm, NEAm,
Now, by Eq. (31), we have
CoV (B, (€), Bimy (€))
ni D> Y Cov(ealEvald). v (§)vn(©)

1<i,j<1 AEAmy N EAm,

= Z > (PWan))” = (PaPy)?

xe/\m1 Y eAm2

P(xtpy) — PiaPipx) PPy

AEAm, N eAm2

1 -1
CY S (P) = s Pl + T Cov (s, (€),5mal6))

" ARy Ny

It follows that
) (P@an)” =nCov(Smy (€):Sma(€)) + l[sma %[l 5ms |12

AEAm; N EAm,

- (TL - 1) COV(Sml (§>7 Smo (f)) :
Thus,

/B(mlamQ) = nCov(§m1 (5)7§m2 (é)) - (n + 1) COV(Sm1 (€)7 sz(f)) :
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Eq. (59) follows. [ |

B.1.2 Evaluation of the Variance in the Regular Histogram Case

The following lemma gives the value of the terms appearing in Theorem 6 for two nested
regular histogram models.

Lemma 19 Let mi = Ay, and ma = Ay, be two regular partitions of R, as defined by
Ezample 1 in Section 3.2, so that for i € {1,2}, for any A € m;, u(\) = d;&. We assume
that mq is a subpartition of my, that is, any element of ms is a subset of an element of my.
For any m* € {m1,ms}, we define

T (2) = > (Ua(x) — PYs)* = sup (t(z) — Pt)*

rem* tE€B

where we recall that Bp,» = {t € Syue / ||t]| < 1} and for any X\ € miUms, ¥y = (u(N)) ™21y,
Then, we have

B(mi,ma) = dm1H3m2”2 = 2P(Sm,8my) + ”5m1H2”3m2H2 = P(Tm,5my) (60)
and B(m1,m2) = P (T, (8my — Sma) + (Ting — Ty )Sms)
= (dmz - dml)HSm2||2 + dml ||$m1 - Sm2||2

— 2Varp(sm1 — Smg) - H5m1 - Sm2”4 :

Proof On the one hand, by definition,

B(m1,msa)
Z Z (E (&) P%)(W&)—%)DQ
z Z(

(0x)]” = 2Pt ) PUrPioys + (Pn)(Piy)?)

3

=2 X [Pwwn)] —2P((Z<Pw>w)(Z(P%)m))

AEmi N Emg AEmy AEma

/

:Sml :Sm2

+ ) (PYa)? Y (P

AEmy AEma

=llsm, [I? =llsmy |2

For computing the first term, we use that ¥ ¢, = 0 if AN XN = () and my is a subpartition
of m1, so that

ST [Pwaen)] = D0 D [P(aihn)]

AEmy N Ema AEmy N Ema
NCA

53



Z % Z Pd])‘, = m1 Z (Plb/\’)2:dm1H8m2H2

Aeml /\’Emz NeEmag
MNCA

hence
5(m1,m2) = dm1H3m2”2 - 2P<3m13m2) + HsmlHQHszHZ .

On the other hand, by definition of 15,

(Trysma) = Y, Y P((#hx — Pyop)*n P(ehy))

AeEmi N eEmg

= > D (PRGN (Pox) = 2P(non ) (Pyx) (Pow) + (PYn)* (P )?)

Axemi Nemao

= P< Z 17/),2\ Z (Pw)\’)w/\’> - 2P(3m13m2) + H3m1H2H3m2H2

AEmy Nema
——

:dml =Smg

which proves Eq. (60) since P(s;,) = ||Sm,]|?-
Now, we remark that Eq. (60) also gives formulas for 8(m;,m;), i € {1,2}, since m; is
a subpartition of itself. So, the second formula for §(m;, m;) in Eq. (60) yields

B(m1,m2) = P (T, Smy + TingSms — 2Tm, Smsy)
= P(Tml (Sml - Sm2) + (Tm2 - Tml)SmZ) .

Similarly, the first formula for 5(m;, m;) in Eq. (60) gives

B(ml, mg)

2
= dm1(||5m1||2 - ||8m2H2) + (dmz - dml)”8m2||2 - 2P((Sm1 - Sm2)2) + (||Sm1H2 - H5m2||2)

= (dmy — dml)HSm2H2 + dmy ||Smy — szHz —2Varp(sm, — Smy) — [|Sm;, — 3m2H4 )

where we used that P(s,,) = [|sm||? and [[Sm; — Smo|1? = [15my |2 — ||Sms |- [ |

B.2 Results on MCCV and Some Other Cross-Validation Criteria

We prove here the results stated in Section 8.1. Note that we here prove slightly more
general results (Theorems 23 and 24), from which Theorems 9 and 10 are corollaries. In
particular, we do not always restrict to MCCV criteria: we always assume (SameSize) and
(Ind) hold true, but we sometimes do not need to have (MICCV) satisfied.
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B.2.1 Preliminary Computations

Our proofs rely on a simple closed-form formula for cross-validation criteria. Let us start
by the hold-out criterion. Let T' C [n] with |T'| = n — p, independent from D,,. Then,

critpo(m, T) = P{™ )y <§(nf ))
= [P - 22 (57)
= 30 = sml* + llsmll” + 2(80 = s, sm)
2<P7(LTC) - P) (§§§) — sm) — 2P (é{,;{) - sm) — 2P,(ZTC)(sm)

=[50 = sl = 2(P) = P) (350 = 512) = 2P (s) + sl (61)

n

where the last equality uses that

P(éﬁp) — sm> = <§(mT) — Sm, s> = <§g) — Sm, sm>

~T)

since s,, is the orthogonal projection in L?(u) of s, onto Sy, and 5y’ — 8 € Spa.
The last two terms in the right-hand side of Eq. (61) can be rewritten as

~2P{ ) (s0) + llsml® = =2( P = P)(sm) = 2P(sm) + [}
= =2(P{) = P)(sm) = lsml?
since |52 = P(sm). For the first two terms, we write that
15D — 5|2 — 2<P(TC) - P) (54,9 - 5m>

= 3 [(® — Py @) —2(P) — P) () (B — P ()]

AEAM,
= Z [(n_lpy Z Lier, jer (Ua(&) — Pa) (¥a(&5) — Py)
AEAm 1<i,j<n
—m > liere jer(va(&) - wa)(wx(»sj)—pw)]
1<i,5<n
Lier ((Lier  2Lerpe
- - Um PAY]
K%gn[n_p(n_p p ) G @)]

where we recall that for any z,y € X,

Un(@,y) = Y (¥a(2) = P2) (Va(y) = Pr) = D a(@)vay) = sm(x) = sm(y) + [|sm |

AEAm, AEAM

is defined by Eq. (56), and that Uy, (z,7) = U, (z) — 28, () + [|sm|*
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Therefore, Eq. (61) can be rewritten as

citio(m.T) = 3 |0 (HEL - B N (65) | - 2(P1) - P)(s) = Ll

— -
1<ij<n p p p

= Y wiy (DUn(&, &) + Z 010 (T) (sm(&) = P(sm)) — llsml®  (62)

1<i,5<n

with

1 1, 21 e7e
HO(T) _ J_ET < ZET . €T >
n—p p b
—2

As a consequence, under assumption (SameSize),

CritCV(m ( 1<3<K Z Wz,j é’lagj) Zgi (Sm(gz) - P(Sm)) - ||Sm||2 (63)
=1

1<i,5<n
with
B
i Z [ JETk ( €Ty 2111’6%%”
Z?J
B~ n—p P
_9 B
05 = E Liere

,_\

Note that Eq. (63) is consistent with previously obtained formulas. For V-fold cross-
validation, under assumption (Reg), Eq. (63) holds with

wi = WwVF . 1 v ) if + and j belong to the same block
s YT on? (L> otherwise
-2
o; = O'iVF = ,

which can also be obtained from the combination of Eq. (8) in Lemma 1 and Eq. (58). For
the leave-p-out, Eq. (63) holds with

1 op - .
Wi =wo . —{H(N(—p) ) if i
1, — 1,] - —(n—p+1 .
AT (n=p) otherwise
-2
o; = alLPO =,

n

which can also be obtained from Eq. (10) in Lemma 1 and Eq. (58).
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Using that Uy, (z,7) = U, (2) — 255 (2) + ||sm||?, Eq. (63) can be rewritten as

crite (m, (Tj 1<) = (Z w) (Do = Isml2) = s>+ 3 wia (U &) — D)
i=1 =1

+) (—2wii 4 00) (5m(&) = Psm) + Y wiiUn(6, &) -

i1 1<iAj<n
Using (SameSize) we have

n

B
E WZZ: n_ 2 E E ]11€TK - )
K=

1i=1 —p

and we get

. D s
eite(m, (Thegerc) = 2 lomle mu2+2w“ (&) ~ D)
(64)

n

+ Z(—sz‘,i + Ui) (Sm(& Psm Z w’L] 5’“ 5]) :

i=1 1<i#j<n

B.2.2 Concentration Inequalities

In the proof of Theorem 9 in Section B.2.3, given formula (64) for the cross-validation cri-
terion, we need concentration inequalities for the three random sums appearing in Eq. (64).
These are stated and proved in three lemmas below.

Concentration of Y ;" | w; (¥ (&) — Dm)-

Lemma 20 Assume that (SameSize), (Ind) and (H1) hold true. Then, for any x > 0,
an event of probability at least 1 — 2e™*
€ (0,1],

exists on which the following holds true: for any

n
D, Sz(n+ A)
;%( (&) = Pn)| S 0+ S
Proof By (Ind), conditionally to (wi;)i<i<ns 21 g w”(\llm (&) — Dm) is a sum of indepen-
dent real-valued random variables. So, we can apply Bernstein’s inequality.
First, for any i € [n], using (SameSize),

o 1 i ZGTK 1

B &= ( S —pp?

and using Eq. (49),
19 lloo < [Tnmlloo < 2(82 + lsmll?)
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so that

2(82, + llsm?)
wi i ¥m (&) < nax wi; X [V ]loo < (=2

almost surely.
Second, using (SameSize), we have

n n
1
2wl < i x D _wii S o
i=1 i=1
and using Eq. (49) again,
E[Wn(6)?] < [Wmlloc X P(¥m) = [[¥mnllow X D < 2(82 + l3m2) Pon

so that
B2, + llsmll?) Do
(n—p)?

Then, by Bernstein’s inequality (Boucheron et al., 2013, Theorem 2.10), conditionally
to (wii)i<i<n, an event of probability at least 1 — 2e™" exists on which

iwﬁiE[‘I’m(@)Q] < 2(
=1

o(8 4+ lsnl2) D 2(8E + lsul?)
m—p® | (m-p? 3

~X

Zwi,i(\ym(fi) — Dm) <2
=1

D (2 1\&(Bh+ lsal?)
< +|5+-
n—p 3 e (n —p)?
D 5 z(n+ A)
€ i
n—p 3e (n—p)?

for any € € (0, 1], where we used that b2, < n by (H1), and that ||s,,,[> < ||s]? < [|s]le < A.
The result follows by integrating this conditional concentration inequality with respect to
(wii)1<ign- L

Concentration of > ;" | (—2wi; + 0i)(sm (&) — Psm)-

Lemma 21 Assume that (SameSize) and (Ind) hold true. Then, for any x > 0, an event
of probability at least 1 — e™* exists on which the following holds true: for any € € (0,1],

n

;(—QWM + 03) ($m (&) — Psm — $ms (&) — Psyy) (65)

< €l|sm — o |2 + R2 (2, €, 1, A)
where the remainder term depends on the additional assumption that we make. If (H2)

holds true, then
16Ax 1 m*
R *A) = — .
o )= S (e T
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If (H1) and (H2') hold true, then, some numerical constant k > 0 exists such that

1 * 1 %\ 2
A.’L’<2 + ﬂ-) + .’L'QTL(Q + ﬂ-)
(n=p)* p (n—p)? p
Before proving Lemma 21, let us introduce some useful notation: given a sequence 11, ...,1Txs
of subsets of [n], for every i,j € [n], we define

K
R (z,e,7*, A) := .

1 & 1 &
*
T = E E ]liETf{ 7Tz‘,j = E E ]lieTf(]ljeTf( and To= max 7 .
K=1 K=1

1=1,....n

Note that, assuming (SameSize), we have

n
0< my <min(m,m) <7 <1 > m=p
=1
3 (66)
Zﬂ'i,j = pm; < p7r* and Z Tij = p2 .
=1

1<i,g<n

Proof of Lemma 21 By (Ind), conditionally to (—2w;; + 0i)1<i<n,

Z wii (U (&) — D)
i—1

is a sum of independent real-valued random variables. So, we can apply Bernstein’s in-
equality.
First, we notice that for every i € [n],

1 -2 2 1 i
~wiitoi= 4 > W]]-’iETK - EﬂiéTK =2 W(l —m) + >

hence

1 o 1 ™

since 0 < m; < 7 < 1. So, for every i € [n],

(—2wii + 03) (sm (&) — smr (&) < 2 <(n_p)2

almost surely. Second,

n n
1 *
E (—20.)1'71' + Ui)Q < 2<( 3 + > E ’—2(.01'72' + O’i|

i=1




<o " 7)

E[(5m(€) = 5 ()] < Isllollsm — s> < Allsin — s

and

so that

é;E[U—QWM+wnX&n@)—smwﬁn)q <8A(<1.+Z:>H&n_sm4p'

n—p)?
Then, by Bernstein’s inequality (Boucheron et al., 2013, Theorem 2.10), conditionally
to (—2w;; + 0i)1<i<n, an event of probability at least 1 —e™" exists on which

n

Z(_QWW + 0i) (sm(fi) — Psp — s (&) — Psm/) < Ro(m, m')
i=1

1 * 22(|Sm — S| oo 1 *
R(m,m/) == 16a:A<+> Sm — S ||2 + m LT
(m, m') \/ =L H - TEE

n —p) P

Since 1 — 2e™" is deterministic, the same inequality holds unconditionally on an event of

probability at least 1 — 2e™*.
We now upperbound R°(m,m’), differently depending on the assumption we make. On
the one hand, if (H2) holds true,

[5m = 8w lloo < [[8mlloo + [|Sm/lloo < 24

and we get

1 * 4Ax 1 *
R%(m,m’) < 16Ax<+> Sm — Sm/ 2+<_|_>
( ) ¢ (n—p)? p | | 3 \n—p2 " p

5  16Ax 1 T
S €llsm — s + 3¢ (n_p)z—i_?

for any € € (0, 1], which proves Eq. (65). On the other hand, if (H1) and (H2’) hold true,
Sm — St € Sy with m” € {m,m’}, so that

[8m = $mtlloo < b l[sm = sl < V/nllsm — sno]

and we get
1 * 22/ 1| Sm — S || 1 *
R%(m,m’) < 16xA<+> S — Sm ||2 + m_om + —
( ) ¢ (n—p)* p H | 3 (n—p)?* p
1 1 ™\ 2 1 ™\
< €||Sm — Sm/ 24 = 8A:p<+ > +x2n(—|—>
| P+ (n=p3? p) 9 (n=p)3?* p
for any € € (0, 1], which proves Eq. (65) with k = 8. [ |
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Concentration of Elgi;éjgn Wi jUm (&, &5)-

Lemma 22 Suppose that assumptions (SameSize), (Ind) and (H1) hold true. Then, an
absolute constant k > 0 exists such that, for any x > 1, with probability larger than 1 —6e™7,
for any € € (0,1],

€D KN nm* nAx A
> wiiUn(,.8)] < n_m - n ) <1+ )[(n_ e - <1+n>x2] . (67)
T p p p p
Proof We start with the following symmetrization trick
> wiiUn&:&) = Y wiiUn(&,&) + wjilUm(&,&)
1<i#ji<n 1<i<j<n
= > (wij +wi)Un(&, &)
1<i<j<n
= > Wi Uné &) ,
I<i#j<n
where
, wij + Wi 1 n 2n
o — 1 — (7 A AU I PSR
Wi j 2 (n—p)? [ (mi + W])p + ( D >7rw]
1 n n
_Ukﬂykl—mﬂ+pﬁm—ﬂﬁ+pﬁm—mﬂ-
From the last formula for wg’j, using Eq. (66), we get that
1 n?
I \2 2
(wi )™ < (n_p)4[1+pQ(Wi+7Tj) ] (68)
1 2n
and max W | < ——— 1+ =—7") . 69
z',jefﬁ]]‘w”‘ (n —p)2< P ) (99)

The concentration of the U-statistics follows from Houdré and Reynaud-Bouret (2003, The-
orem 3.4), that is Eq. (44) with g; (&, &) = wg’ij(gi, &;). To apply this result, it remains
to compute the terms A, B, C, D. First,

24 = 3 (@, E[Un(8:€)"] < lslleDim

1<i#j<n

Z (Wg,j)z

1<i#j<n

by Eq (45). Algebraic computations and Eq. (68) and (66) show that

1 n?
} : /I \2 2 : 2
1<i#j<n 1<i#j<n
1 3 n? . ‘

1<i,j<n
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B n? (3 N 27r*n>
(n—p)* p

— n 3 7n
AL — 5+ — |lIsllcDPm
(np)Q\/<2 p >H |

Second, let a; and b; be functions such that > 7 ; E[a;(€)?] < 1 and Y1 E[b;(£)?] < 1.
Eq (47) shows that

Hence,

Elaa(@b€)Un(e, €| < 0= (B[ae) + E[1;7)) |

hence, using Eq. (69),

B= Y Wb Un(.6)]
1<i#j<n
< max Jol,[Ele S (Blae)?] + B[ (0)7)
T agiggsn! 12 1<ij<n Z ’

il (20
= (n—p)? p '
Third, Eq (48) shows that, for any = > 0,
E[Un(€2)2) < 2(b%, + lsmll?) oo
and by Eq. (68) we have

i=2 (n —p) i=2

So, for any x > 0,

n

2
> (ko PEUn (€, 0] < 2(8 + Doml?) ol x ot (14202

=2

hence

i 2(b2 m2 00
o (1) \/(m+||s ) sl

p) (n—p)? n
Fourth, using Eq (49) and (69),

- | 20\ n 20+ )
D < ma w5 sup|Un(z, y)] < <1 T >(n_p)2 n '

Now, we remark that b2, < n by (H1), and [[s;]|*> < [|s]|> < [|s]/ec < 4, and we can
plug this two inequalities in the upper bounds above. By (Ind), we can apply Houdré and
Reynaud-Bouret (2003, Theorem 3.4), conditionally on the weights w; ;. We obtain that
an absolute constant x > 0 exists such that, for any « > 1, with probability larger than

1 —6e~7, for any € € (0,1], Eq. (67) holds true. [ |
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B.2.3 Oracle Inequality (Proof of Theorem 9)

Theorem 9 actually is a corollary of the following general result.

Theorem 23 Let &, be i.i.d. real-valued random variables with common density s €
L>(u), (Tk)i1<x<pB some sequence of subsets of [n] satisfying (SameSize) and (Ind), and
(Sm)mem, be a collection of separable linear spaces satisfying (H1). Assume that either
(H2) or (H2') holds true. For every m € M,, let 5, be the estimator defined by Eq. (1),
and S = Sz, where

m e argmin{critcv (m, (TK)KKgB) }
mEMn

and critcy is defined by Eq. (25). Define m* = maxi:L...,n%Zﬁ:l Liere and for any
z, e, k>0,

* \TA AV 1)z?
104(67'%')’%)”77_7%71—*7"4) :I€2<1+ u > |:x+()x:|

3
nTy 1—m7, Tn€ €

with o« = 1 under assumption (H2) and o = 2 under assumption (H2'). Then, an absolute
constant > 0 exists such that, for any x > 0, with probability at least 1 — 12| M, |?e™%, for
any € € (0,x71),

€ ~ 2 1+€ . —~ 2
l1-— o < f { - } y Ly Fvy Ty Ty *aA .
(1= Y=ot < 220 g {1 oI} + e 7 )

The oracle inequality of Theorem 23 is similar to the one of Theorem 5, with § replaced
by 1/7, — 1 (both quantities correspond to the bias of the criterion as an estimator of the
risk) and a slightly different remainder term. In addition to the remarks already made
about Theorem 5, we can make the following comments.

e The remainder term py is of order 2 /n, as in Theorem 5 under the following sufficient
conditions: (i) 7, stays away from 0, (ii) 7*/(1 — 7,,) is bounded.

e For V-fold criteria, 7, = (V —1)/V > 1/2 and 7*/(1 — 7,,) = 1, so conditions (i) and
(ii) are satisfied and we recover an oracle inequality for V-fold cross-validation similar
to Theorem 5.

e The leading constant in front of the oracle inequality of Theorem 23 is of order 1/7,,
so we can get asymptotic optimality only if 7,, — 1, that is, p < n. This is consistent
with the fact that the bias of the cross-validation criterion is negligible at first order
if and only if 7, — 1.

e For hold-out criteria, 7* = 1 so the remainder term is of order z2/(n(1—7,)%) > 22/p
which is large when 7, is close to 1, that is, when p is small. Hence, for such criteria,

we cannot get a leading constant close to 1 and a “small” remainder term.

Let us now explain why Theorem 9 is also a corollary of Theorem 23.
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Proof of Theorem 9 We only have to prove some upper bound on 7* under assumption
(MCCYV), thanks to which Theorem 9 is a straightforward corollary of Theorem 23.

By (SameSize) and (MCCYV), for any ¢ € [n], m; is the empirical mean of K inde-
pendent Bernoulli random variables with common parameter P(i € T}) = p/n. Then, by
Bernstein’s inequality (Boucheron et al., 2013, Theorem 2.10)

2 _
vy > 0.vi € [l p<m_§> M+w><e—y.

A union bound over i € [n] yields that for any x > 0,

IP<7T*<1A<QP+W>> >1—c?
n B

where we used also that 7* < 1 almost surely. Theorem 9 follows. |

We finally prove Theorem 23.

Proof of Theorem 23 Throughout the proof, L denotes some positive numerical constant,
whose value may change from line to line. Given Eq. (64), the proof relies on concentration
inequalities that are detailed in Section B.2.2. Let us fix x > 0 and define for every x > 1
the event Qg004(k, ) where all the following inequalities hold for any m, m’ € M,, and any
e € (0,1]

D +’€(TL+A):E

<
S—p - p)p?

Zwm’ (U (&) — D)
i=1

D (2wii + 05 (5m(&) = Psm — sy (&) — P ) < €llsm — s[> + RO (@, 6,7, A)
=1

D, A 2
Z wi jUm (&, &5)| <€ L 2<1+7T*n> [H+(n+A)x
1<iZj<n n—p (n—p) p) [(n—pe n

H/s\m—smHz— <e— 2 4k
n

en

D ‘ D Ax?

It follows from Lemmas 14, 20, 21 and 22 that an absolute constant x > 0 exists such
that P(Qgooa(k,z)) = 1 — [M,|?e™® — 10| M, |e™*. Let us remark that we can assume
x > log(11) > 1 in the following, since otherwise the above probability bound is negative.
On Qgood(k, x), for every m € M, and € € (0, 1),

Dy, 1 5 LAz?
— < — _— . 70
n 1—6H5m smll +€3(1—€)TL (70)
By definition of m, for every m € M,,
57 = I < 13m — 51> + (critov (m) = [13m — 5]*) = (eritov (@) — 57 = sI*) . (71)
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In addition, by Eq. (64),

_ . D — ||Sm]|? D
et (m) — [ — ol = 220 o, 4 o, — s P
=ls|I>
n n
+ Zw”(‘l’m(fz) - Dm) + Z(—Qwi,i + Ui)(sm(fz') - Psm)
=1 =1
~ 2 Dm
+ Y wiiUn( &) = (5m —sl* - )
I<i#j<n

So, on Qgpeq(k, z), for every m,m’ € M,, and € € (0,1/5),

critay(m) — [|Sm — st — (critcv(m') — |Sr —

1)

1+2 1- 1+ 1-2
gDm< < 6) +Dm/< c_ 6) +ellsm — Sy |2
n—p noJy n n—p/,
Ln n nAx (Av1)z? || S
21 * * m
A+ —|1 -
Rt A s (1 ) (G ) ¢

) E
+

n (1+2 1—-¢€\ . 9 n (l+e 1-—2¢
X - [8m — smll” + -
l—e\n—p no ). 1—¢ n n—op
+ 2€|5m — s))* + 2|8 — ]|
Ln n nAz (AV1)a?
R21 , €, *’A 1 *7
t R @ em )+(n—p)2< +7Tp><(n—p)6 €
1 2€ N 9
< max — —14+e+—) ,2€2|5m — s
1—€e\m Tn /),
1 2€ ~ 2
+ max 1——4e+—) 2|5 — s
1—e€ Tn, Tn /4
L * A AV 1)z?
+Ril(:v,e,7r*,A)+2<1+ a )<x+(3)x>
nTy 1—7, Tn€ €
1 Le\ . de
e [ R e
Tn Tn Tn
L * A AV 1)z?
+Ril(w,e,ﬂ*,A)+2<1+ a )<x+(3)x>
nTy 1—m7, Tn€ €

where we used Eq. (70) for the second inequality. Note al

*

[ 1 1 2
Ril(xae)ﬂ-*vA)gi AI<2+ . >+$2<2+ i > ]
ne nts 1l-—m, ntt 1—m,
i 1 * 1 * 2
< SlAe(—+ L)+ —+ =
ne Tn 1—7, Tn 1—7,
K _Ax T* x2 * 2
<—|—(1+ + = 1+
ne | T, 1—m7, T 1—m7,
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so that by Lemma 21,

*




where the term f—;(l + %)2 is not present in R2!(z,e,7*, A) under assumption (H2),

so that R2Y(z,e, 7%, A) < pa(e, x, k,n, T, 7, A) whatever the assumption among (H2) and
(H2').
Therefore, Eq. (71) yields that, on Qgeea(k, ), for every m,m’ € M,, and € € (0,1/5),

46 ~ 1+L6 o~ *
<1_T>||5m—5||2< 5 s + B2 (w7, A)

n n

L * Az (AV1)2?
+—1+ —
nTs 1—7, Tn€ €

hence the result by changing € into €/L. |

B.2.4 Variance (Proof of Theorem 10)

We prove in this section the variance computation of Theorem 10, which is a straightforward
corollary of the following result, since ¥,,, and ¥,,, are constant for regular histogram
models.

Theorem 24 We consider the setting and notation of Theorem 6. We recall that
CMCCV(m) = Critcv(m, (TK>1<K§B)

for some sequence Ti,...,Tp of subsets of [n] satisfying (SameSize), (MCCV) and
(Ind), where critcy is defined by Eq. (25) Then, we have

Var (CMCCV(ml) _ CMCCV(m2)>

= C%C(B,n,Tn)%B(mth) (72)
4 1 1
EW,TTE Var((snu - Sm2)(§1) - §<\Ijm1 - \I]m2)(§1)>
4
R Var (sm, (£1) = sms (€1))
1\4 1 1
+ (1 - B) ! Var<(1 + n) (s = 5012)(61) = 5o (Wi, = "I’mz)(fl))
and
Var<CMCCV(m1)> = Ci\/IC(B,n,Tn)%ﬂ(ml, my) (73)
14 1 1
+ S [7127_3 Var(sm1 (&) — 5%’“ (51)) + 11— Var(sml(fl))}
1) 4 1 1
(1 g)a (om0 - g mie)
where

1/1 2 1 1
MC

Bnm)=—(=-+—" Vi 1-=
G (B, n, ) B <7'2 (1l — 1) nTﬁ) < B>

1 (1 S|
1+ <+1> —2]
n—1\1, nrs



and we recall that 7, = |Tx|/n =1— (p/n).

Theorem 24 is proved below. Note that a similar argument can be used for computing the
variance of Monte-Carlo penalized criteria, where the Monte-Carlo penalty is defined from
hold-out penalties similarly to MCCV. Indeed, given Lemma 25, we only need to compute
the variance of hold-out penalized criteria (as done by Proposition 28) and the variance of
leave-p-out criteria (as done by combining Lemma 1 and Theorem 6).

Before proving Theorem 24, we state and prove a general result that relates the variance
of (increments of) Monte-Carlo CV criteria to the variance of (increments of) hold-out and
leave-p-out criteria.

Lemma 25 Letn>p>1 and F : X™ xB([n]) — R be some mesurable function. Let D,
denote some sample of n independent variables with common distribution P. Assume that
(SameSize), (Ind) and (MCCV) hold true, as well as

VT €& p,  E[F(Dn,T)*] <+4o0 . (74)

Let B> 1 and Ty,...,Tp be some random sequence of subsets of [n]. Let us define

B
1 1
Zpi= 5 Y F(DuTi)  and  F¥(D,p):= @) 2 D)
K=1 P/ T€Eny

Then, we have
Var(Zp) = Var(F® (D, p)) + %E[Var(F(Dn, )] Dn)} (75)
= Var(F'°(D,, p)) + é [Var(F(Dn, 7)) — Var(F'°(D,, p))} (76)
= (1 — ;) Var (F'*°(D,,,p)) + %Var(F(Dn,Tl)) .
Proof of Lemma 25 By (74), Zp admits a finite variance. Then, we can write that
Var(Zg) = Var(E[Zg | D,]) + E[Var(Zp | D,)] .
By (SameSize), (MCCV) and (Ind),
E[Zg| Dy) = FlpO(Dn,p) and Var(Zg | Dy) = éVar(F(Dn, T1) | Dn)
which proves Eq. (75). Eq. (76) follows by remarking that Zgp = F(D,,,T1) when B=1. &
We can now prove Theorem 24. The idea is to apply Lemma 25 when F(D,,,T') is the
hold-out estimator of the risk of 5,,, so that F'P°(D,,p) corresponds to some leave-p-out

estimator of the risk. Similarly, Lemma 25 applies when F(D,,, T is the difference between
the hold-out estimators of the risks of s,,, and s,,,.
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Proof of Theorem 24 First note that the variance of the CV criterion at model m; can
be deduced from the variance of the increment between the CV criterion at model m; and
CV criterion at model mgy with Sp,, = {0} the null model. So, Eq. (73) directly follows
from Eq. (72).

For proving Eq. (72), we apply Lemma 25 with

F(Dy,T) = Fo,mi,mo(Dn, T) := critno(ma, T') — critpo(me, T)

so that
1
FHp(()),mhmz (D”’p) = C("/F*1/2

w/p=1 BLoo

>(m1) - C<n/p,1/2

n/p—1

)(m2)

Broo

by Eq. (10) in Lemma 1.

The variance of FII{p(()) my.my (DPny D) is given by Theorem 6: by Eq. (24) with V' = n and
—-1/2
=12y, p
n/p—1 2(n —p)
we get

Var <F§Ip(g,m1 i (Dy, p))

2
n2

“ni1<”2<np—p>>2‘ R

B(ml, 77’L2) (77)

o var( (1 2 Yo = 5 €)= s (U = )60))
w0 var( (14 20 o = s (€~ 5 (B = D))

where we recall that 7, = |T|/n=1— (p/n).

It now remains to compute the variance of
FHO,ml,mz (Dn, T) := critgo (ml, T) — critgo (mg, T) .

By Eq. (62), Fuo,m,,ms(Dn,T') has the same variance as Cp,; — C, Where Cp, is defined as
in Lemma 16 with

Wij = UJEJ-O (T) o; = O'HO(T) and fm = Sy .

Since |T'| = n — p, we have

—2 = =) — —2 — = —2 —.
E (wi,j + wz,]“ﬂ) = E (wi,j + wwww) + E , (Wi,j + wz,yww)
1<izj<n i,jET, i 1<i<n,jeTe it]

-0
_ 9 _
+ E (%’,j + Wi j W)
ieTe, jeT 5
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2(n—p—1) 4
(n—p)3 +p(n—p)

and . , . . A
—2 S —2
Zwi:i: 3 Zwi,iaizo Zo’i = — .
Therefore, by Lemma 16,

Var (crityo(my, T) — critpo(me, T))

_(2(n—-p—1) - B
_< (n—p)? P(n—p)>v (U (61,62) = Una(61,2)

b NVar(Un (61.61) — U (61.6) + ;‘;Var(sm(a) S (€1))

(n—p)
_ 2(n—p—-1) 4 mi,m
- ( n—p?® p(n—p))B( )
+ (n—lp)S Var (T, — Wimy)(€1) = 2(5my — 8m»)(€1)) + iVar(sml (&1) = 5ms(€1))
4 1 1
+ EW Var((5m1 - 8m2)(§1) - i(qlml o \Ilm2)(§1))
+ %1 — Var (sm, (£1) — 5my(&1))

where we used that Var(Up,, (£1,&2) — Um, (&1, &2)) = B(mi, ma) as proved at the beginning
of Section A.4, and that Uy, (&1,&1) = U (€1) — 25m(&1) + ||lsmll?.

Combining Eq. (79) and (78) with Lemma 25, we get Eq. (72). [ |

B.3 Results on Hold-Out Penalization

This section gathers the proof of Theorem 12 (oracle inequality for hold-out penalization)
and the variance computations we can make for hold-penalization.

B.3.1 Proof of Theorem 12

The hold-out penalty is equal to

o) = 21— 5 ) (30— )

. 2
=221 -m)? > [(PT = P (w)]
AEAM
where we recall that 7,, = |T'|/n. As for Theorem 5, the oracle inequality is based on a

concentration result for penyg(m, T, x). Let us start with an exact formula for the hold-out
penalty (Lemma 26, analogous to Lemma 13).
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Lemma 26 For all m € My, we have

penyo(m, T, x) = 2z(1 — 7,)> D|§§§) - smH2 + Hé\(n?) - smH2 - Q(quT) - P) <§(TC) - sm)].

m

In particular, we have
1—7,Dp,

E[penHO(m, T,m)] =2 .

Proof By definition

penyg(m, T, x) = 2z(1 — Tn>2 Z {((R(zTC) _ P)(z/u)) ((P(T )(w,\)) }

AEA,
~2e(1 -7 3 {2((R) - PY W) (B - P) () )
AEA,
= 2(1 — )% | [T su® + [FD — s
_ 2(p7(LT> - P) ( > ((P(Tc )%)%)] :
AEA,

Lemma 27 For allm € M,, and x > 0, with probability larger than 1—2e™%, for alln > 0,
we have

(T) _ p\ (2T _ ey . 2, 2lslleoz | bha®
(B = PY () = om)| < IR — o+ =725 g

Proof Let us apply Bernstein’s inequality to the function (/8473; 9 Sm), conditionally to
(&)igr- Recall that v2, < ||s]|oo, hence
567 = smll.o

<5t = smllbm

and Var(’s\(w:fc)(g) —sm(&) ] (& Z¢T) < H T _ smH v2, < }|§§§C> - 3mH2||5Hoo .

Therefore, for all x > 0, with probability larger than 1 — 2e~*, conditionally to (&;)i¢r,

) . 2|sllocx | bz
(P = P = s)| < ISE) = s \/7+3Tnn

W sler | #a?
<SRl (L )

As the bound on the probability does not depend on (fz’)igT, the same inequality holds
unconditionally. |
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Proof of Theorem 12 From Lerasle (2011, Theorem 4.1)—a result recalled with Propo-
sition 29 in Section B.5—, Lemma 26 and Lemma 27, an absolute constant x exists such
that, for all x > 0, with probability larger than 1 — 8e~7, for all € € (0, 1], we have

T -~
VYm € M,, |penyo <m,T, 1") — 15 = smll?
— 7,
N slloozn = b2,22 72 + (1 — 7,,)?
<ells, —s 2-|—I€ + m<n 'n
S €ll$m = sl ( en e3n? 1,1 —1,)
We can then conclude the proof as in Theorem 5. |

B.3.2 Variance

Proposition 28 Let (YA)aeh,,, and (¥r)ren,,, denote two orthonormal families in LA (p).
Assume that |T| € [n — 1] and denote for any m € {mi,ma},

C%?T)(m) = Pyy(8m) + penHO(m7T7 Crn/(1 - Tn)) .

Then, with the notations introduced in Theorem 6, we have

C— C—
Var(C(HC(?T)(mﬂ) = ivaI'((l + 2 1>5m1 (f) - 2 m 1‘I/m1 (£)>
2
+ 32 |:1 + 4C2 - M]ﬁ(Am1aAm1)
n n

4C? (1 = 27,)*
n3 (1 —71y)

(Var(\I/ml(ﬁ) — 25, (€)) — 28(m, m))

= é Var< 1+ an_ 1) (sml (5) — Smy (5)) - 21 (\Ijml (5) - \I/m2 (5))>

n 2n
+ 5| 1+4C7 - (2051)2>B(m1,m2) (80)
4C?% (1 — 27,)?
+ FTR(I o Tn) <V r((\Ijml (5) \Ilm2(€)) - 2(3m1 (5) - sz(&))) - QB(mlvm2)>

Proof By definition

2
penyo(my, T, x) = 2x Z {(P}l’f) — Pn)w}
AEA,

_ %’5 3 (Zn: <T1n]lieT - 1>¢A(§i)>2

AEAm, \i=1
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2 n
= TTJQJ E’L(J Unm, (fuf]) ) (81)

ij=1

where, for all 4,5 € {1...,n}, we recall that

Un (&:6) = > (¥a(&) — Poa) (¥a(&) — Pn)

AEA M,
1 1
and E(}]{O) (Tn]lieT - 1) (TnﬂjeT - 1) .
Therefore, from Eq. (57), if x = C1,/(1 — 75,), we have

C(HC’(,)T) (m1) = Pyy(5m,) + pengo(my, T, x)
QxE(HO) -1 n

N RS Dk

1<e,5<n =1

Smy (&) + ”3m1H2

3\1\3

By definition

2

HO 1—r 1—7 1—r

(,] ) = < - n) L jer — — “Ler, jer — — “Ligr jer + Lijer -
n n

Therefore, we can compute

- (HO) 1—7m, 2 1—7,

Z i =N|Tn +1-m| =n ; (82)
T

=1

i(Ei(’I;IO)Y = n[m(l ; Tn>4 +1— Tn] =n(l-— Tn)—(l — )+ T . (83)

i=1

Moreover, the E@(I;IO) satisfy

n 2
Z EZ(’I;IO) = (Z (:]liET — 1)) =0,

1<i,j<n

so Eq. (82) implies that

(HO 1 — Tn
Y E; Z B — (84)

1<i#j<n
In addition, we compute

Z (E(HO)>2_2 2 (1_ ) 1—Tn 2+ ( _1) 1_7-7L 4
i = zZN " Tp Tn - NTR\NTh -

1<i£j<n




=n*(1—71,)%|2 + +1
Tn Tn

(1 —7) [(1 ;:”)3 + 1]

:n2<1_7”)2—n(1—7n)(1_7”)3”% . (85)

3
Tn

According to Eq. (81) and (57), Vaur((,’(C T)( 1)) can be computed using Lemma 16 with

1 9
Vi,je{l,...,n}, wi7j:ﬁ<2$E§§O)—1> fmlz% and  o;=1.

So, using Eq. (82), (83), (84) and (85), we have

2 _ g2 <E.(HO)) _4 EHO)

=1 =1 =1
1 1—7)2 4713 1-—
=— 4932(1—Tn)( Tng R g —l—l]
n T Tn
1
> whi=apfiet 3 (BN) —ar 3N wa- )
1<i,5<n K L 1<i#£j<n 1<i#j<n

i#]

1 1—7\? 1—7,)3+73 1—
= — |4a? <n2 <T’”> (1l TMW) +dzn—" 4 n(n - 1)]
n Tn T, Tn

n

n
1 1-—
E W; i0; = — <2x Tn — 1) .
X n Tn
=1

Therefore, by Lemma 16 with m = m’ = m1, we deduce

Var(C(CT)(m1)> =3 ( 02( e 2Tn)) +(20-1) )Var( (€)= 28, (£))
% [1 +4C? — (402 27—:7)5 +(2C - 1) ﬂﬁ(ml,ml)
4

- (

4
2(2C'— 1) Cov (W, (£) — 25m, (£), 5m, (€)) + ﬁVar(sml(f))
= nvar<<1 + 20~ 1>3m1(§) - 2%; 1\Ilm1(£)>

n

2 20 —1)?
+ 2<1 +4C% - H)ﬂ(Aml,Aml)
n n

4C% (1 — 21,)?

) [Var (Won, (€) = 28m, (€)) — 2B(ma,mi)]

Eq (80) follows from similar computations. [ |
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B.4 Additional Comments on Computational Issues

This section is an appendix to Section 7. We first detail a naive algorithm for computing
V-fold criteria, Algorithm 2. Then, we prove Proposition 8 which shows that Algorithm 1
also computes correctly the V-fold criteria, much faster than Algorithm 2.

B.4.1 Naive Implementation

Algorithm 2

Input: B some partition of {1,...,n} satisfying (Reg), &1,...,&, € X and (¥))rea,,
a finite orthonormal family of L?(u), with Card(m) = dy,.

1. Forje{l,...,V},
(a) train sp,(-) with the data set (&;)igs,, that is, for all X € Ay, compute

ary = PV () = T 2 &)

7,¢B

so that s A( Bi) Z/\eAm VN
(b) compute the norm 0f§(7;8j): Nj =3 e, o&j;

(¢) compute Q; = P (8:)) = ¥ Ty, Cies, anstn(60)

(d) compute R; = pio )(A( LB )> V 1) 2oreAn 2igB; Onj¥PA(&)-
2. Compute the V -fold cross-validation criterion: C = V1 Z 1(N; —20Q)y).
3. Compute the empirical risk:

(a) train S, (-) with the data set (&;)i<i<n, that is, for all X € Ay, compute
ay = Pp(¥n) = Zw,\ &)

50 that S = Y \ep QAP
(b) compute the norm of 82 N 1= 5cp a3;

(¢) compute R := %ZAEAW > it aatha(&)-
4. Compute the V -fold penalty: D :=2(V — 1)V QZ] (Qj — Rj).

Output:

Empirical risk: N — 2R

V-fold cross-validation estimator of the risk of Sp,: critypey(m) =C
V-fold penalty: penyp(m)=D.

Assuming that the computational cost of evaluating ¥, at some point £ € = is of order 1,
the computational cost of this naive algorithm 2 is as follows: n(V — 1)d,, for step 1, V
for steps 2 and 4, nd,, for step 3. So the overall cost of computing the V-fold penalization
criterion for m is of order nVd,,.
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B.4.2 Proof of Proposition 8

Let us first note that for every ¢ € {1,...
for every i,5 € {1,...,V}, we have

Cij= > P () P

Aelx'rn

JViand A€ Ay, A\ =

() = P

pBi)

n

ZP

AEAm

(5

S

w( )

Correctness of Algorithm 1.

\4

By assumption (Reg), we have

1 (B;) ~ I
Pn:VZPnJ s szvzsm] s
Jj=1 7=1
(-B) _ 1 (B)) ~-B) _ 1 ~(B;)
P “v_1 2 P77 and %, =v_1 2 Sm” .
1<V IS
i i
Therefore,
—~ — . 1 (B;) 1
Hsm”2 = _Pn')/(sm) = Pn(Sm) = 19 P(Bl) Sm’ = =S
and
Crltvpcv(m)
LS (B, (5)
=B (E)
j=1
1~ [)o(-B (B;) ((—B;)
= = Y[l 2P (5]
=1
S 1 2 (B;)
—— (B:i) (=(Be) ) _ i) (5(Bi)
*V.Z (V—1)? Z Ea (Sme) V—lZP"](Sm)
j=1 1<i 6<V i#]
i,0#£]
= 1 Z P(Bi)(’s\(Bé)) zv:]l. N 2 Z P(Bj)(
V(V—1)2 4 no\Om ) LB Ty Sy L O
1<i <V j=1 1<i#j<V
1 _ 2
= V1) Z [Pyg&)(g(w))(v —1- 111#)} — 7‘/(‘/ 9 (S-T)
1< <V
1 V-2
_ (B:) (5(B:) (B:) (5(Be)
“vvon 2 PG )]+V(V—1)2 2 [R5 (305
1<V 1<iAIKV

~(B;)

)

/8\(6

m

Pr(LBi)(wA). So, at step 2,

n)



2

v -7
1 V-2 2
“vv-n v Dy
= v T~ - T)

ViV _1) (V1)

so the formula for critypcy is correct. Lemma 1 implies the formula for penyy is also
correct.

Computational cost of Algorithm 1. Step 1 has a cost of order
V x Card(A) x % = nCard(Ap) .

Step 2 has a cost of order V2 Card(A,,). Step 3 has a cost of order V2. Summing the three
steps yields the result.

Computational cost for histograms. In the histogram case, step 1 can be performed
with a cost of order V Card(A,,) + n. Indeed, one can initialize the V' x Card(A,,) ma-
trix A with zeros (cost: V Card(A,,)), and then go sequentially through the data set: for
Jj=1,...,n, find the unique i(j) € {1,...,V} such that j € B;;), the unique A(j) € A,
such that &; € A(j), and add (V/n)¥x(§;) to A a@))- Since the partitions B and A, can
be coded so that finding i(j) and A(j) has a cost of order 1, the resulting cost of step 1 is
V Card(A,,) + n, hence the overall cost is of order V2 Card(A,,) + n. [ |

B.5 Probabilistic Tool

Proposition 29 (Lerasle, 2011) Let {[ny be iid random variables valued in a measurable
space (X, X)), with common distribution P. Let S be a symmetric class of functions bounded
by b. For allt € S, let us define

N
Pyt = % Z t(&) v? = sugP[(t — Pt)?]
i=1 te
Z =sup{(Pv —P)(t)}  and D=NE[Z?] .

tesS

There exists an absolute constant k such that, for all x > 0, with probability larger than
1—2e~%, for all € € (0,1],

72 D < D . vir . b2a?
——l<e=+k|l—+5= ) -
N N eN  e3N?

For instance, taking S = B,,, by Eq. (3), this result applies to

Z = sup {(Pn _P)(t)} = [|5m _SmH2 :
teBy,
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L L L L L L L L L L L L L L L L L L
0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1 0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1

Figure 7: Oracle model for some sample of size n = 500, in setting L. Left: Regu. Right:
Dya2.

B.6 Additional Simulation Results

This section provides simulation results in addition to the ones of Section 6.

Figure 7 is an analogous of Figure 2 in setting L, that illustrates the difference between
the model collections Regu and Dya2.

Table 3 is an extended version of Table 2, with more procedures compared and two
additional settings (L-Regu and S-Regu). Table 4 provides a similar comparison of model
selection performances with a reduced sample size n = 100, again from N = 10000 inde-
pendent samples.

77



Experiment L-Dya2 L-Regu S—-Dya2 S—Regu
E[pen;y] 6.52+0.056 2.33+0.01 2.07 £ 0.01 1.75£0.01
1.25 x E[pen;q] 4.814+0.04 2.01+0.01 1.94 +0.01 1.62 +0.004
1.5 x E[pen;q] 41240.03 1.93+0.01 1.92+0.01 1.65 + 0.003
2 x E[peny] 3.61+0.02 1.96+0.01 2.01 £0.01 1.84 + 0.004
pelgim, 8.27+0.07 2.33+0.01 3.21£0.01 1.754+0.01
1.25 x pengiy, 5.95+0.06 2.01+0.01 3.01 £0.01 1.62 +0.004
1.5 X pengiy 4.994+0.04 1.94+0.01 3.03+0.01 1.66 4+ 0.003
2 X pengiy 4.384+0.03 1.97+0.01 3.24 +£0.01 1.85 +0.004
peny, oo 6.35+0.06 2.33+0.01 2.06 +£0.01 1.75+0.01
1.25 X peny o0 4.624+0.04 2.01+0.01 1.92+0.01 1.62 +0.004
1.5 X penyoo 3.97+0.03 1.94+0.01 1.904+0.005 1.66 + 0.003
2 X peny oo 3.55+0.02 1.97+0.01 1.98 + 0.01 1.85 +0.004
penyy (V=10) 6.89 £0.06 2.4240.02 2.11£0.01 1.77+£0.01
1.25 x penyp (V=10) 5.01£0.04 2.04+0.01 1.95+0.01 1.62 +0.004
1.5 x penyp (V=10) 4.274+0.03 1.94+0.01 1.92+0.01 1.63 £+ 0.004
2 x penyy (V=10) 3.68+0.02 1.94+0.01 1.98 + 0.01 1.78 +0.004
penyp (V=5) 747+£0.06 2.5540.02 2.16 £0.01 1.80 +0.01
1.25 x penyp (V=5) 5.50+0.04 2.10+0.01 1.98 + 0.01 1.63 £+ 0.004
1.5 x penyp (V=5) 4.58£0.03 1.96+0.01 1.93 +0.01 1.62 +0.004
2 x penyp (V=5) 3.86+£0.02 1.93+0.01 1.98 +0.01 1.73 £ 0.004
penyy (V=2) 10.21 £0.08 3.37+0.03 2.39 £0.01 2.01 £0.01
1.25 x penyp (V=2) 7.69£0.06 2.4940.02 2.154+0.01 1.71+0.01
1.5 x penyp (V=2) 6.41 +£0.05 2.18+0.01 2.05£0.01 1.63 £ 0.004
2 x penyp (V=2) 5.114+0.04 1.99+0.01 2.04 £0.01 1.64 £+ 0.004
LOO 6.34+0.06 2.33+0.01 2.06 +£0.01 1.75+0.01
10-fold CV 6.24 £0.05 2.29+0.01 2.05+£0.01 1.71+0.01
5-fold CV 6.27+0.06 2.26 +£0.01 2.05£0.01 1.68 £+ 0.01
2-fold CV 6.41 +£0.05 2.18+0.01 2.05 £ 0.01 1.63 £ 0.004
Oracle: 1073 x 546 +0.02 13.39+0.05 43.86+£0.09 62.37 £0.13
Best: 1073x 19.38 £0.10 25.77+£0.10 83.394+0.22 100.86 £ 0.23

Table 3: Simulation results: settings L and S, n = 500. The best procedures (up to standard-
deviations) are bolded, where the data-driven procedures are considered separately from the
procedures using the knowledge of E[peny].
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Experiment L-Dya2 L-Regu S—-Dya2 S—Regu
E[pen;y] 8.38+0.08 3.29+0.03 1.97+0.01 2.09+0.01
1.25 x E[pen;q] 6.53 +£0.07 2.61+0.02 1.93+0.01 1.72 +0.01
1.5 x E[pen;y] 559+0.06 246+0.02 1.92+0.01 1.61 +0.01
2 x E[penyy] 4.72+0.05 2.57+0.01 1.94+£0.005 1.60+ 0.004
pengim, 9.67+0.09 3.284+0.03 2.17+0.01 2.09 £0.01
1.25 x pengiy, 7.85+0.08 2.62+0.02 2.10+0.01 1.72+0.01
1.5 X pengiy 6.74 +£0.07 248 +0.02 2.05+0.01 1.62 +0.01
2 X pengipy 570 £0.06 2.60+0.01  2.00+0.01 1.61 +0.004
peny, oo 8.10+0.08 3.29+0.03 1.97+0.01 2.09+0.01
1.25 X peny o0 6.20+£0.06 2.62+0.02 1.92+0.01 1.72 +0.01
1.5 X penyoo 518+0.06 249+0.02 1.91+0.01 1.62 +0.01
2 X peny oo 4.44+0.04 2.59+0.01 1.94 + 0.005 1.61 £ 0.004
penyy (V=10) 8.61+£0.08 3.54+0.04 1.97+0.01 2.21 £0.01
1.25 x penyp (V=10) 6.76 £0.07 2.76+0.02 1.92+0.01 1.78 £ 0.01
1.5 x penyp (V=10) 5.77+£0.06 2.524+0.02 1.90+0.01 1.64 +0.01
2 x penyy (V=10) 4.814+0.05 2.57+£0.01 1.91 +0.01 1.60 +0.004
penyy (V=5) 9.14+0.08 3.924+0.04 1.98+0.01 2.34 £0.02
1.25 x penyp (V=5) 7.38+0.07 290+0.03 1.93£0.01 1.85 £0.01
1.5 x penyp (V=5) 6.31 £0.06 2.60+0.02 1.91+0.01 1.68 +0.01
2 x penyp (V=5) 521+0.05 2.56+0.02 1.90+0.01 1.60 £+ 0.005
penyy (V=2) 11.154+0.09 6.14+0.08 2.01 £0.01 2.92 £ 0.02
1.25 x penyp (V=2) 9.61+0.08 4.056+0.06 1.974+0.01 2.24 £0.01
1.5 x penyp (V=2) 8.60+0.07 3.30+0.03 1.94+0.01 1.94 +0.01
2 x penyy (V=2) 7.30£0.07 2.80+0.02 1.91+0.01 1.70 +0.01
LOO 8.04+0.08 3.26+0.03 1.97+0.01 2.07 £0.01
10-fold CV 8.11+0.08 3.284+0.03 1.95+0.01 2.06 +0.01
5-fold CV 8.15+0.08 3.28+0.03 1.95+0.01 2.01 £0.01
2-fold CV 8.60+0.07 3.30+0.03 1.94+0.01 1.94 +0.01
Oracle: 1073 x 12.66 £ 0.05 33.58 +£0.16 118.21 +0.25 133.04 +£0.28
Best: 1073x 56.15+0.53 83.42+£0.51 224.09+0.63 212.84 +0.61

Table 4: Simulation results: settings L and S, n = 100. The best procedures (up to standard-
deviations) are bolded, where the data-driven procedures are considered separately from the
procedures using the knowledge of E[peny].
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The influence of overpenalization is considered in Figures 8-15. As on Figure 3, the
top graph represents the estimated model selection performance Cor(C(c 5)) as a function
of C, for various values of V' = |B|. Error bars are not shown on these graphs for clarity;
all visible differences on the graph correspond to significant differences, as can be seen in
Tables 3—-4 for instance. The bottom tables in Figures 8-15 show the estimated model
selection performance for three key values of C: the optimal one C}, the unbiased case
(C = 1, which corresponds to an AIC-type penalty) and the value C' = log(n)/2 (which
corresponds to a BIC-type penalty). The estimated value of the optimal overpenalizing
constant C}; was obtained by minimizing over C' € [0, 10] the estimated value of Co(Cc 5))-
Error bars on C} show the maximum of |C} — C| over the set of values of C' that are “not
significantly worse than C};”, where we define by convention “significantly worse” as having
a |Cor(Cicx.,B)) — Cor(C(c,p))| larger than the sum of the corresponding error bars.
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Risk Ratio (Cor) when penalty is multiplied by C

—+=-LOO

-(©-10-Fold
~X 5-Fold
2-Fold

0 | | | | J
0 2 4 6 8 10
C

Penalty cx Cor(C=CF) Co(C=1) Cor(C =2.30)
E[penyy] 6.58+1.33 3.89+0.02 8.38+0.08 4.46+0.04
pen; oo 4.65+054 3.98+002 8104008 4.29+0.04
penl0F 4494171 4124003 8.61+008 4.53+0.04
pen5F  4.67+1.88 4254003 9.1440.08 4.90+0.05
pen2F  9.96+1.61 4.79+0.04 11.154+0.09 6.80+0.06

Figure 8: Overpenalization in setting L-Dya2, n = 100.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

0).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' =log(n)/2 (BIC-type penalty). See text for details.
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X
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C

Penalty C;; COI'(C = C;) Cor(C = 1) Cor(C = 311)
Elpeny] 2.56+0.40 3.53+£0.02 6.52+0.05 3.59+0.02
pen; oo 2.53+043  3.49+0.02 6.35+0.05 3.58+0.02
pen10F 2.63+0.49 3.52+0.02 6.89+0.06 3.55+0.02
pen5F  3.06+0.67 3.59+0.02 7.47+0.06 3.59+0.02
pen2F 528 +1.90 3.80+£0.02 10.214+0.08 4.14-+0.03

Figure 9: Overpenalization in setting L-Dya2, n = 500.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

0).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' =log(n)/2 (BIC-type penalty). See text for details.
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Penalty cr Cor(C =CF) Cor(C=1) Co(C =2.30)

E[peny] 1.66+0.21 2444001 3294003 2.77+0.01
pen; oo 1.60+£0.18 2474001 3.29+0.03 2.81+0.01
pen10F 1.71+£0.22 249+0.02 3544004 2.71+0.02
pen5F  1.79+0.31 253+£0.02 3924004 2.67+0.02
pen2F  2.86+0.58 2.70+£0.02 6.144+0.08 2.74+0.02

Figure 10: Overpenalization in setting L-Regu, n = 100.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant
).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type
penalty) and C' =log(n)/2 (BIC-type penalty). See text for details.
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Penalty (o Co(C=Cp) Cou(C=1) Co(C=311)
Elpeny] 1.63+0.25 1.93+0.01 2.33+0.01 2.20+0.01
pen; oo 1.61+0.23  1.93+0.01 233+0.01 2.21+0.01
pen10F 1.79+0.26 1.92+0.01 242+0.02 2.16+0.01
pen5F  1.88+0.29 1.92+0.01 255+0.02 2.11+0.01
pen2F 215+0.34 1974001 3.37+0.03 2.07+0.01

Figure 11: Overpenalization in setting L-Regu, n = 500.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

0).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' =log(n)/2 (BIC-type penalty). See text for details.

84



(@]

>

o)

ie)

@

o

5

=

B2

> 1.5

E =LOO

8 O 10-Fold

[

£ 1 % 5-Fold

= 2-Fold

3

=0.5

o

I

o

X

l’ 0 1 1 1 1 |

) 2 4 6 8 10

C

Penalty C* Cor(C=CF) Co(C=1) Co(C =2.30)
Elpeny] 1.54+0.28 1.914+0.01 1.97+0.01 1.97+0.00
pen; oo 1.55+0.32 1.9140.01 1.97+0.01 1.96+0.00
penl10F 1.60+0.31 1.90+0.01 1.97+0.01 1.93+0.01
pen5F 176 £0.39 1.89+£0.01 1.9840.01 1.91+0.01
pen2F  233+1.09 1.90+£0.01 2.01+0.01 1.90+0.01

Figure 12: Overpenalization in setting S-Dya2, n = 100.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

0).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' = log(n)/2 (BIC-type penalty). See text for details.
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Figure 13: Overpenalization in setting S-Dya2, n = 500.
Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

0).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type
penalty) and C' = log(n)/2 (BIC-type penalty). See text for details.
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Figure 14: Overpenalization in setting S-Regu, n = 100.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

o).

Bottom: Table showing the estimated optimal overpenalization constant C}, as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' = log(n)/2 (BIC-type penalty). See text for details.
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Figure 15: Overpenalization in setting S-Regu, n = 500.

Top: same as Figure 3 (estimated loss ratio as a function of the overpenalization constant

o).

Bottom: Table showing the estimated optimal overpenalization constant C}; as well as the
estimated loss ratio for several values of C: C' = C} (optimal value), C' = 1 (AIC-type

penalty) and C' =log(n)/2 (BIC-type penalty). See text for details.

88



The study of variance of Section 6.4 (setting S with n = 100) is completed with Figure 16,
which tests the validity of the heuristic of Section 4, Figure 17, which is the equivalent of
Figure 5 without zooming on the smallest dimensions, and Figure 18, which shows that

Vm #m*, SNR(m) =~ E[A(m, m")] .
\/Var(A(m,m*))

The next figures present the same results as the ones of Section 6.4 about the variance,
for other experimental settings.

Figures 18-23 show the results for setting L with n = 100, based upon N = 10000
independent samples.

Figures 24-34 show the results for settings S and L with n = 500, based upon N = 1000
independent samples.
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Figure 16: Illustration of the variance heuristic: P(m = m) as a function of ®(SNR(m))
(renormalized to have a sum equal to one). Setting S-Regu, n = 100.
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Figure 17: Setting S-Regu, n = 100. P(m = m) as a function of m. The black diamond
shows m* = 7.
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Figure 18: SNR(m) as a function of the ratio at m’ = m*. n = 100. Left: S-Regu. Right:
L-Regu.
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Figure 20: L-Regu, n = 100. ®(SNR¢(m)) as a function of m.
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Figure 21: L-Regu, n = 100. P(m(C) = m) as a function of m.
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Figure 22: L-Regu, n = 100. P(7(C) = m) as a function of ®(SNR¢(m)).
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Figure 23: L-Regu, n = 100. P(m(C) = m) as a function of m.
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Figure 24: SNR(m) as a function of the ratio at m’ = m*. n = 500. Left: S-Regu. Right:

L-Regu.
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Figure 26: S-Regu, n = 500. ®(SNR¢,, (m)) as a function of m.
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Figure 27: S-Regu, n = 500. P(m = m) as a function of m.
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Figure 28: S-Regu, n = 500. P(f(C) = m) as a function of ®(SNR(m)).
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Figure 29: S-Regu, n = 500. P(m = m) as a function of m.
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Figure 31: L-Regu, n = 500. ®(SNR¢, (m)) as a function of m.
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Figure 32: L-Regu, n = 500. P(m = m) as a function of m.
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Figure 33: L-Regu, n = 500. P(m(C) = m) as a function of ®(SNR(m)).

98



o

-t

D
1

- o LOO
0.14f o o 10-Fold
< x 5-Fold
012 x o 2-Fold
— & - E[penid]
8 01 &
(6]
Q b3
% 0.08F
o | o
£ I
Eoosr B
o

dimension

Figure 34: L-Regu, n = 500. P(m = m) as a function of m.
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