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VARIABLE SELECTION THROUGH CART*

MARIE SAUVE! AND CHRISTINE TULEAU-MALOT?

Abstract. This paper deals with variable selection in regression and binary classification frameworks.
It proposes an automatic and exhaustive procedure which relies on the use of the CART algorithm and
on model selection via penalization. This work, of theoretical nature, aims at determining adequate
penalties, i.e. penalties which allow achievement of oracle type inequalities justifying the performance
of the proposed procedure. Since the exhaustive procedure cannot be realized when the number of
variables is too large, a more practical procedure is also proposed and still theoretically validated. A
simulation study completes the theoretical results.

Résumé. Cet article aborde le théme de la sélection de variables dans le cadre de la régression et
de la classification. Il propose une procédure automatique et exhaustive qui repose essentiellement sur
I'utilisation de l'algorithme CART et sur la sélection de modeles par pénalisation. Ce travail, de nature
théorique, tend a déterminer les bonnes pénalités, a savoir celles qui permettent ’obtention d’inégalité
de type oracle. La procédure théorique n’étant pas implémentable lorsque le nombre de variables devient
trop grand, une procédure pratique est également proposée. Cette seconde procédure demeure justifiée
théoriquement. Par ailleurs, une étude par simulation complete le travail théorique.
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1. INTRODUCTION

This paper discusses variable selection in non-linear regression and classification frameworks using CART
estimation and a model selection approach. Our aim is to propose a theoretical variable selection procedure for
non-linear models and to consider some practical approaches.

Variable selection is a very important subject since one must often consider situations in which the number
of variables is very large while the number of variables that are really explanatory can be much smaller. That
is why one must focus on their importance. The variable importance is a notion which allows the quantification
of the ability of a variable to explain the phenomenon under study. The formula for the computation depends
on the model considered. In the field’s literature, there are many variable selection procedures that combine
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the concept of variable importance and model estimation. If ones refers to the work of Kohavi and John [19] or
Guyon and Elisseff [15], these methods are “filter”, “wrapper” or “embedded” methods. To summarize, (i) the
filter method is a preprocessing step that does not depend on the learning algorithm, (ii) in the wrapper method
the learning model is used to induce the final model but also to search for the optimal feature subset, and (iii) for
embedded methods the feature selection and the learning part cannot be separated.

We shall mention some of these methods in the regression and/or the classification framework.

1.1. General framework and state of the art

Let us consider a linear regression model Y = Z?zl Bj XJ 4+ e = XB+e¢, where ¢ is an unobservable noise, Y’
the response and X = (X1,..., XP) a vector of p explanatory variables. Let {(X;,Yi)1<i<n} be a sample, i.e. n
independent copies of the pair of random variables (X,Y).

The well-known Ordinary Least Squares (OLS) estimator provides a useful way to estimate the vector 5 but
it suffers from a main drawback: it is not suitable for variable selection since when p is large, many components
of 8 are non-zero: hence, there is a lack of sparsity. However, if OLS is not a convenient method for variable
selection, the least squares criterion often appears in model selection. For example, Ridge Regression and Lasso
(wrapper methods) are penalized versions of OLS. Ridge Regression (see Hastié et al. [17] for a survey) involves
a Lo penalization that produces the shrinkage of 8 but does require any coefficient of 3 to be zero. So if Ridge
Regression is better than OLS, since there is nevertheless a thresholding of the coefficients of 3, it is not a
variable selection method, unlike Lasso. Lasso (see Tibshirani [31]) uses the least squares criterion penalized by
a Ly term. In this way, Lasso shrinks some coefficients of § and puts the others to zero. Thus, the latter method
performs variable selection, but its implementation requires quadratic programming techniques.

Penalization is not the only way to perform variable or model selection. For example, we can cite the Subset
Selection (see Hastié et al. [17]) which provides for each k € {1,...,p} the best subset of size k, i.e. the subset
of size k associated with the smallest residual sum of squares. Then, by cross-validation, the final subset is
selected. This wrapper method is exhaustive: it is therefore difficult to carry out in practice when p is large.
Often, Forward or Backward Stepwise Selection (see Hastié et al. [17]) is preferred since they are computationally
efficient methods. However, since these methods are not exhaustive, they may eliminate useful predictors and
thus not reach the globally optimal model. In the regression framework and when the number of explanatory
variables is low, there is an efficient algorithm developed by Furnival and Wilson [9], which achieves the optimal
model for a small number of explanatory variables without exploring all possible models.

Least Angle Regression (LARS) from the work of Efron et al. [7], is another usefull method. Let = 23, where
r=(XT,...,XT). LARS builds an estimator of ;1 by successive steps. It proceeds by adding, at each step, one
covariate to the model, as Forward Selection. At first, y1 = po = 0. In the first step, LARS finds the predictor X7
most correlated with the response Y and increases i in the direction of X7t until another predictor X72 has a
larger correlation with the current residuals. Then, pg is replaced by p1. This step corresponds to the first step
of Forward Selection, but unlike Forward Selection, LARS is based on an equiangular strategy. For example, in
the second step, LARS proceeds in an equiangular way between X7t and X72 until another explanatory variable
enters into the model. This method is computationally efficient and produces good results in practice. However,
a complete theoretical elucidation requires further investigation, even if additional survey exist on it (see for
example Hesterberg et al. [18]).

There exist also recent studies for high and very high dimensional data (see Fan and Lv [8]) however such
data are not really considered in our paper.

For linear regression, some work is also based on variable importance assessment; the aim is to produce a
relative importance of regressor variables. Gromping [14] proposes a study of some estimators of the relative
importance based on the variance decomposition.

In the context of non-linear models, Sobol [30] proposes an extension of the notion of relative importance of
variables through Sobol sensitivity indices, i.e. those involved in the sensitivity analysis (cf. Saltelli et al. [27]).
The concept of variable importance is not so new since it can be found in the book about Classification And
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Regression Trees of Breiman et al. [5] which introduces the variable importance as the decrease of node impurity
measures, or in studies about Random Forests by Breiman et al. [3,4], where the variable importance is rather
a permutation importance index. With this notion, the variables can be ordered and we can easily deduce some
filter or wrapper methods to select some of them. There are also some embedded purposes based on those
notions or some others. Thus, Diaz-Uriarte and Alvarez de Andrés [6] propose the following recursive strategy.
They compute the Random Forests variable importance and they remove 20% of variables with the smallest
importance: with the remaining variables, they construct a new forest and repeat the process. At the end, they
compare all the models resulting from forests and they keep the one having the smallest Out Of Bag error
rate. Poggi and Tuleau [25] develop a method using CART and on a stepwise ascending strategy including
an elimination step, while Genuer et al. [10] propose a procedure combining Random Forest and elimination,
ranking, and variable selection steps. Guyon et al. [16] propose a method of selection, called SVM-RFE, using
Support Vector Machine methods based on Recursive Feature Elimination. Recently, this approach is a base of
a new survey developed by Ben Ishak et al. [13], survey using a stepwise strategy.

1.2. Main goals

In this paper, the objective is to propose, for regression and classification frameworks, a variable selection
procedure, based on CART, which is adaptive and theoretically validated. This second point is very important
as it establishes a real difference with existing works: currently most practical methods for both frameworks are
not validated because of the use of Random Forest or arbitrary thresholds of variable importance. Our method
is to apply the CART algorithm to all possible subsets of variables and then to consider the model selection by
penalization (cf. Birgé and Massart [2]), to select the set that minimizes a penalized criterion. In the regression
and classification frameworks, we determine through oracle bounds the expressions of this penalized criterion.
Of that feature, this work is in continuation of Birgé and Massart [2], Massart and Nédélec [24] and Gey and
Nédélec [12]. The contribution of our work lies in the calibration of the penalty term which must take into
account the complexity of the models through the number of variables involved.

More precisely, let £ = {(X1,Y1),...,(Xn,Y,)} be asample, i.e. independent copies of a pair (X,Y"), where X
takes its values in X, for example RP | with distribution ¢ and Y belongs to Y () = R in the regression framework
and Y = {0;1} in the classification one). Let s be the regression function or the Bayes classifier according to
the considered framework. We write X = (X!,..., X?) where the p variables X7, with j € {1,2,...,p}, are the
explanatory variables. We denote by A the set of the p explanatory variables, i.e. A= {X! X2 ..., X?P}, and
by P(A) the set of all subsets of A. The explained variable Y is called the response. When one refers to variable
selection, there are two distinct purposes (c¢f. Genuer et al. [10]): the first is to determine all the important
variables highly correlated to the response Y, while the second is to find the smallest subset of variables to
provide a good prediction of Y. Our goal here is to find a subset M of A, as small as possible, so that the
variables of M are sufficient to predict the response Y.

To achieve this objective, we split the sample £ in three sub-samples £y, Lo and L3 of size ny, ns and ng
respectively. In the following, we consider two cases: the first one is “£; independent of L£5” and the second
corresponds to “L; = L2”. Then we apply the CART algorithm to all the subsets of A (an overview of CART is
given later and for more details, the reader can refer to Breiman et al. [5]). More precisely, for any M € P(A),
we build the maximal tree by the CART growing procedure using the sub-sample £;. This tree, denoted Téﬁ‘fx) ,
is constructed thanks to the class of admissible splits Spys which involve only the variables of M. For any
M € P(A) and any subtree T' of T,SIJZIX), denoted in the sequel T' =< TI%Q, we consider the space Sy of
IL%,(]RP , i) composed by all the piecewise constant functions with values in ) and defined on the partition T
associated with the leaves of T'. At this stage, we have the collection of models

max

{SM,T, M e P(A) and T < T<M>} ,



VARIABLE SELECTION THROUGH CART 773

which depend only on £;. Then, for any (M,T) such that M € P(A) and T' < TI%Z, we denote §pr,7 the Lo
the empirical risk minimizer on Sy 7.

A . s 1
Syr = argmin 7y, (u) with v, (u) = E (Y; — U(Xi))2 .
u€Sn, T 2

(X:,Yi)ELS
Finally, we select (1\7,\T ) by minimizing the penalized contrast:
(M,T) = argmin {m. (8n,7) + pen(M,T)}

(M,T), MeP(A) and T=TM)

and we denote the corresponding estimator § = §5.
’ —_—

Our purpose is to determine the penalty function pen so that the model (M,T) is close to the optimal one.
This means that the model selection procedure should satisfy an oracle inequality i.e.:

E[i(s,8) |£1] < C inf {E[l(s,$m,7) |L1]}, C close to 1
(M,T), MEP(A) and T=TH

where [ denotes the loss function and s the optimal predictor. The main results of this paper give adequate
penalties defined up to two multiplicative constants o and f.

Thus, we have a family of estimators $(a, 3) from which the final estimator is selected by means of the test
sample L3. This third sub-sample is introduced for theoretical reasons, since it provides theoretical results more
easily.

We can therefore summarize this by the following definition:

Definition 1.1. Let define

where
—_—

(M.T) = argmin {na (3a1.7) + pen(M, T, ., 5)}
(M,T), MeP(A) and T<T)

the expression of the pen function is dependent on the study framework, namely pen (M,T,a,3) :=
pen. (M, T, a,3,h) for the classification framework and pen (M, T,«,3) = pen, (M, T,a, 3, p, R) for the re-
gression framework.

Let also define for some real a and Gy

5= argmin Tns (8(c, 8)).-
5(a,B), a>ag, B>Po

The procedure described is of course a theoretical one, since when p is too large, it is impractical to consider
all the 2P sets of variables. One solution is, initially, to determine, using data, some subsets of variables that
are appropriate and in a second time to apply our procedure. Since the restricted family of subsets, denoted
P*, is included in the 2P sets, the theoretical penalty remains valid (see the proofs and Sect. 5.1) even though
it may over-penalize a little because the penalty is too large. However, obtaining an optimal calibration of an
appropriate penalty would be difficult due to the randomness of the choice of P*. From this perspective, the
theoretical penalty appears to be the best idea we have. Indeed, it seems clear that the construction of a suitable
penalty will depend on the method of construction of P*. Therefore, the proposed variable selection procedure
loses generality since the construction of P* depends on the context of study but above data.

The paper is organized as follows: After this introduction, Section 2 outlines the different steps of the CART
algorithm and introduces some notations. Respectively Sections 3 and 4 present the results obtained in the
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classification and regression frameworks, in both sections, the results are in the same spirit: however, as the
framework differs, the assumptions and the penalty functions are different. That is why, for the sake of clarity,
we present our results in each context separately. In Section 5, we apply our procedure on simulated datasets,
and compare our results with what was expected, firstly when we implement the theoretical procedure and
secondly the simplified procedure involving a small number of subsets, subsets determined from the importance
of variables defined by Breiman et al. [5]. In this section, we also look at the influence of correlated variables.
Sections 6 and 7 collect lemmas and proofs.

2. PRELIMINARIES

2.1. Overview of CART and variable selection

In the regression and classification frameworks and thanks to a training set, CART recursively divides the
observations space X and defines a piecewise constant function on the partition induced, function called predictor
or classifier as appropriate. CART proceeds in three stages: the construction of a maximal tree, the construction
of nested models by pruning and a final step of model selection. In the following, we give a brief summary;
for details, we invite the reader to refer to the seminal book of Breiman et al. [5] or to Gey’s vulgarization
articles [11,12].

The first step involves the construction of a nested sequence of partitions of X' using binary splits. A useful
representation of this construction is a tree composed of non-terminal and terminal nodes. At each non-terminal
node is associated a binary split that is in the form of a question such as (X < c;) for numerical variables and
type (XJ € S;) for qualitative ones. Such a split involves only one explanatory variable and is determined by
the maximization of a quality criterion induced by an impurity function. For example, in the regression frame-
work the quality criterion associated with a node t is the decrease of R(t) where R(t) = & >oxe(Yi— Y (t))?
with Y (t) the arithmetical mean of Y over t. This is simply the error estimate. In the classification frame-
work, the quality criterion is the decrease of the impurity function which is often given by the Gini index
i(t) = > ;4 P(i[t)p(j[t) with p(ift) the posterior probability of the class i in t. In this case, the criterion is less
intuitive but the estimate of the misclassification rate has too many drawbacks to be used like what has been
done in regression. The tree associated with the finest partition, i.e. one that contains only one observation in
each element of the partition or at least an observation of the same response, is called the maximal tree. This
tree is too complex and too faithful to the training sample to be used as is. This is the reason for the next step
called pruning.

The principle of pruning is, from a maximal tree, to extract a sequence of nested subtrees that minimize
a penalized criterion proposed by Breiman et al. [5]. This penalized criterion realizes a trade-off between the
goodness of fit and the complexity of the tree (or model) measured by the number of leaves (terminal nodes).

Finally, using a test sample or cross-validation, a subtree is selected in the previous collection.

CART is an algorithm which builds a binary decision tree. An initial idea for performing variable selection
from a tree is to retain only the variables that appear in the binary splits defining the tree. This idea has many
drawbacks, since on the one hand the number of selected variables may be too large, and on the other hand
some very influential variables may not appear, as they were hidden by the selected ones.

A second idea is based on the Variable Importance (VI), a concept introduced by Breiman et al. [5]. This
concept, calculated with respect to a given tree (typically coming from the procedure CART), quantifies the
contribution of each variable by assigning a score between 0 and 100 (see [5] for more details). The variable
selection consists of keeping only the variables whose rating is greater than an arbitrary threshold. But to-date,
there is no procedure to determine automatically this threshold and also such a selection does not remove the
variables that are highly dependent on relevant variables.

In this paper, we propose a new approach based on the application of CART to all subsets of variables and
on the choice of the set that minimizes an adapted penalized criterion.
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2.2. The context

The paper deals with two frameworks: regression and binary classification. In both cases, we denote

s = argmin E y(u, (X, Y)] with 3(u, (2,3)) = (y ~ u(x)* (2.1)

The quantity s represents the best predictor according to the quadratic contrast +. Since the distribution P is
unknown, s is unknown too. Thus, in the regression and classification frameworks, we use (X1,Y1), ..., (Xn, Ya),
independent copies of (X,Y’), to construct an estimator of s. The quality of this one is measured by the loss
function [ defined by:

I(s,u) = E[y(u, )] = E[y(s, )] (2.2)

In the regression case, the expression of s defined in (2.1) is
Ve e RP, s(z) =E[Y|X =2z],

and the loss function [ given by (2.2) is the L?(RP, 1)-norm, denoted [[-1],.-
In this context, each (X;,Y;) satisfies
Y, = S(XZ) +¢&;

where (1,...,&5) is a sample such that E[g;|X;] = 0. In the following, we assume that the variables €; have
exponential moments around 0 conditionally to X;. As explained in [28], this assumption can be expressed by
the existence of two constants o € R and p € R, such that

2\2
X< TN (2.3)

for any A € (=1/p,1/p), logE [e** <
(—=1/p,1/p) [ ST

02 is necessarily greater than E(¢?) and can be chosen as close to E(g?) as desired, but at the price of a larger p.

Remark 2.1. If p = 0 in (2.3), the random variables ¢; are said to be sub-Gaussian conditionally to X;.

In the classification case, the Bayes classifier s, given by (2.1), is defined by:
Ve e RP, s(x) = 1 (z)>1/2 with n(z) = E[Y[|X = 2].

As Y and the predictors u take their values in {0; 1}, we have y(u, (x,y)) = 1L, (5)-, so we deduce that the loss
function [ can be expressed as:

l(s,u) =P(Y # u(X)) = P(Y # 5(X)) = E[[s(X) — u(X)[[2n(X) = 1]].

For both frameworks, we consider two situations:

e (M1): the training sample £ is divided in three independent parts L1, Lo and L3 of size n1, ne and ns,
respectively. The sub-sample £; is used to construct the maximal tree, Lo to prune it and L3 to perform
the final selection;

e (M2): the training sample £ is divided only in two independent parts £; and L3. The first one is both for
the construction of the maximal tree and its pruning whereas the second one is for the final selection.

The (M 1) situation is theoretically easier since all the sub-samples are independent, thus each step of the CART
algorithm is performed on independent data sets. With real data, it is often difficult to split the sample in three
parts because of the small number of data. That is the reason why we also consider the more realistic situation
(M2).
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3. CLASSIFICATION

This section deals with the binary classification framework. In this context, we know that the best predictor
is the Bayes classifier s defined by:
Va S Rp, S(l’) = H?’[(I)ZI/Q

A problem appears when 7n(z) is close to 1/2, because in this case, the choice between the label 0 and 1 is
difficult. If P(n(x) = 1/2) # 0, then the accuracy of the Bayes classifier is not really good and the comparison
with s is not relevant. For this reason, we consider the margin condition introduced by Tsybakov [32]:

dh > 0, such that Vo € RP, |2n(x) — 1| > h. (3.1)

For details about this margin condition, we refer to Massart [23]. Otherwise in [1] some considerations about
margin-adaptive model selection can be found more precisely in the case of nested models and with the use of
the margin condition introduced by Mammen and Tsybakov [21].

The following subsection gives results on the variable selection for the methods (M1) and (M2) under
margin condition. More precisely, we define convenient penalty functions which lead to oracle bounds. The last
subsection deals with the final selection by test sample Ls.

3.1. Variable selection via (M1) and (M2)
e (M1) case:

Given the collection of models
{SM,T, M € P(A) and T < T<M>}

max

—

built on £, we use the second sub-sample Lo to select a model (M, T') which is close to the optimal one. To do
this, we minimize a penalized criterion

crit(M, T, o, B) = Y, (Saa,7) + pen (M, T, o, B)

The following proposition gives a penalty function pen for which the risk of the penalized estimator s = $;7=
can be compared to the oracle accuracy.

Proposition 3.1. Let consider § the estimator defined in Definition 1.1, let h the margin defined by 3.1 and
let consider a penalty function of the form: ¥ M € P(A) andV T < Téﬁ‘fx)

T | M| P
(M, T,a,3,h) = a—+- — (1+1 — ).
pene( a, 3, h) an2h+ﬁn2h +log |
There exists two theoretical constants cg and By such that if « > ag and B > Py, then there exists two positive
constants C1 > 1 and Cs, which only depend on « and 3, such that:

1
]E[l (s,3) zl} < inf {l (s,Sm,7) + pene (M, T, a, 3, h) } + Co—
(M.T), MEP(A) and T<T) n2h

where l(s, Sar,r) = 1 eiglf I(s,u).
weESn, T

. . . |7
The penalty is the sum of two terms. The first one is proportional to v and corresponds to the penalty proposed

by Breiman et al. [5] in their pruning algorithm. The other one is proportional to % (1 + log (%)) and is

due to the variable selection. It penalizes models that are based on too much explanatory variables. For a given
value of |M|, this result validates the CART pruning algorithm in the binary classification framework, result
proved also by Gey [11] in a more general situation since the author consider a less stronger margin condition.
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Thanks to this penalty function, the problem can be divided in practice in two steps:

— First, for every set of variables M, we select a subtree T of T, ,;IZIX) by

) _ ) T
g = angain {3, 5207) + ' L1}
TXTH 2

This means that Ty is a tree obtained by the CART pruning procedure using the sub-sample Lo
— Then we choose a set M by minimizing a criterion which penalizes the big sets of variables:

M = argmin {'Vnz(éM,TM) + pen.(M, TM, a, B, h)} .
MeP(A)

The (M1) situation permits to work conditionally to the construction of the maximal trees Téﬁ‘fx) and to select a
model among a deterministic collection. Finding a convenient penalty to select a model among a deterministic
collection is easier, but we have not always enough observations to split the training sample £ in three sub-

samples. This is the reason why we study now the (M2) situation.
e (M2) case:

We extend our result to only one sub-sample £;. But, while in the (M1) method we work with the expected
loss, here we need the expected loss conditionally to {X;, (X;,Y;) € £1} defined by:

L(s,u) = P (u(X) £ Y{Xi, (X0, Y:) € £1)) — P(s(X) # Y|{X,, (X0, Y}) € £1}). (3.2)

Proposition 3.2. Let consider § the estimator defined in Definition 1.1, let h the margin defined by 3.1 and
let consider a penalty function of the form: ¥ M € P(A) andV T < T,%,Z

penc(M, T, o, 3,h) = o {14— (IM]+1) <1+log (Mﬁl))] % +ﬁ%l (Hlog (%)) :

There ezists two theoretical constants g and By such that if a > ag and B > By, then there exists three positive
constants Cy > 2, Co, X which only depend on « and 3, such that, with probability > 1 — e~ ¢ X2:

_ ) C
li(s,8) < inf {h (s, Sm,1) + pen.(M, T, , 3, h)} —1——2(1—1—5)
(M,T), MEP(A) and T<T{M) ik
where 11(s,Syr) = inf (s, u).
UESM,T

When we consider the (M 2) situation instead of the (M1) one, we only obtain an inequality with high probability
instead of a result in expectation. Indeed, since all the results are obtained conditionally to the construction of
the maximal tree, in this second situation, it is impossible to integrate with respect to £; whereas in the first
situation, we integrated with respect to Lo.

Since the penalized criterion depends on two parameters « and 3, we obtain a family of predictors s = §m
indexed by « and (3, and the associated family of sets of variables M. We now choose the final predictor using
test sample and we deduce the corresponding set of selected variables.

3.2. Final selection

We have obtained a collection of predictors
G ={5(a,0); a>apgand 8>y}

which depends on £1 and Ls.
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For any M of P (A), the set {T < TI%Q} is finite. As P (A) is finite too, the cardinal K of G is finite and

K< Y Ku

MeP(A)

where ICp; is the number of subtrees of TI%Z obtained by the pruning algorithm defined by Breiman et al. [5].
In practice, Ky is much smaller than HT < T,Efff,? } ‘ Given the sub-sample L3, we choose the final estimator H
by minimizing the empirical contrast v,, on G.

§ = argmin vy, ((c, 8))
3(a,B)EG

The next result validates the final selection for the (M 1) method.

Proposition 3.3. Let consider § the final estimator defined in Definition 1.1 and let h the margin defined
by 3.1. For any n € (0,1), we have:

D
Ell(s,3) |C1, L] < — inf 1(s,3(a, AT T e o
{ (5:3) 12, 2] 1 —=n(a.p), aglam B>Bo{ (s,5(a: 8)) } i nzh o8+ nzh

where ag and By are the two theoretical constants of Proposition 3.1 or Proposition 3.2.

For the (M2) method, we get exactly the same result except that the loss [ is replaced by the conditional loss
;1 (3.2).

For the (M1) method, since the results in expectation of the Propositions 3.1 and 3.3 involve the same
expected loss, we can compare the final estimator § with the entire collection of models, where the constants
may depend on « and G:

E [I(s,5) |£1, L] < C inf {l(s, Sw,r) + penc(M, T,a,ﬁ,h)} + G + G (1+1ogk).
(M,T), MeP(A) and T=TE) nzh  ngh

In the classification framework, it may be possible to obtain sharper upper bounds by considering for instance
the version of Talagrand concentration inequality developed by Rio [26], or another margin condition as the
one proposed by Koltchinskii (see [20]) and used by Gey [11]. However, the idea remains the same and those
improvement do not have a real interest since we do not get in our work precise calibration of the constants.

4. REGRESSION

Let us consider the regression framework where the €; are supposed to have exponential moments around 0
conditionally to X; (cf. (2.3)).

In this section, we add a stop-splitting rule in the CART growing procedure. During the construction of
the maximal trees Téfffx), M € P(A), a node is split only if the two resulting nodes contain, at least, Nyin
observations.

As in the classification section, the following subsection gives results on the variable selection for the methods

(M1) and (M2) and the last subsection deals with the final selection by test sample L3.

4.1. Variable selection via (M1) and (M2)

In this subsection, we show that for convenient constants o and [, the same form of penalty function as in
classification framework leads to an oracle bound.
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e (M1) case:

Proposition 4.1. Let suppose that ||s||ec < R, with R a positive constant.
Let § the estimator defined in Definition 1.1 and let p > 0 satisfying condition 2.3. Let consider a penalty

function of the form: ¥ M € P(A) and ¥V T < M)

T M
pen.(M,T,a, 3,p, R) = a (6 + pR) A 3 (0® + pR) ] (1 + log (LD :
no 2 |M‘

exists two positive constants C1 > 2 and Cs, which only depend on « and 3, such that:

If p <logna, Nuyin > 24§—2 logne, a > ag and B > [y where ag and By are two theoretical constants, then there

E ||S—§Hi2 ‘£1} <Cy inf { inf |3_u|i+p€nr(M,T,a,ﬁ,p,R)}
(M,T), MeP(A) and T=THE) (vESm.1
(@ +pR)

11
+C(p, 0, R)—L22—

C!
tl2 no no log no

where || . ||n, denotes the empirical norm on {X;; (X;,Y;) € Lo} and C(p, o, R) is a constant which only depends
on p, o and R.

As in classification, the penalty function is the sum of two terms: one is proportional to % and the other to

[M]
na

pruning algorithm and validated by Gey and Nédélec [12] for the Gaussian regression case. This proposition
validates the CART pruning penalty in a more general regression framework than the Gaussian one.

(1 + log (l’ﬁ‘)) The first term corresponds also to the penalty proposed by Breiman et al. [5] in their

Remark 4.2. In practice, since 0%, p and R are unknown, we consider penalties of the form

T M
pen, (M, T, o, 3) = o/u + ﬁ/u (1 + log (L))
no no |M‘

If p = 0, the form of the penalty is
T M
pene(M, T, 0,6,p, R) = a0® 1 4 o212 (1 + log (i» ,
%) %) |M‘

the oracle bound becomes

2
E|:||S_§||i2 |[’1 <Gy inf { inf ||s—u|Z+penr(M,T,a,ﬁ,p,R)}—|—C20—,
(M,T), MEP(A) and T=Th (wESmT na

and the assumptions on ||s]|eo, p and Ny, are no longer required. Moreover, the constants ay and [y can be
taken as follows:
ag =2(1+3log2) and [y = 3.

In this case o2 is the single unknown parameter which appears in the penalty. Instead of using o/ and 3’ as
proposed above, we can in practice replace o by an estimator.

e (M2) case:

In this situation, the same sub-sample £; is used to build the collection of models

max

{SM,T, M e P(A) and T < T<M>}

and to select one of them.
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For technical reasons, we introduce the collection of models
{SM,T, M e P(A) and T € Mm,M}

where M, s is the set of trees built on the grid {X;; (X;,Y;) € £1} with splits on the variables in M. This
collection contains the preceding one and only depends on {X;; (X;,Y;) € £1}. We find nearly the same result
as in the (M1) situation.

Proposition 4.3. Let suppose that ||s||c < R, with R a positive constant. Let § the estimator defined in

Definition 1.1 and p > 0 satisfying condition 2.3.
Let consider a penalty function of the form: ¥ M € P(A) and ¥V T =< Tr%?

4
14 2 ny ni |T|
(M, T, o, 3,p,R) = 21+ 51 — R)(1+(M|+1)(1+1 —
pene 00 .8 = o (10 Zove (1)) ) (0000 (00 (g ) ))
4 M
e (o (14 Zog? ()] +or ) 2L (14108 (2))-
o D ny | M|
If p <logmni, a > ag and 3 > By where ag and By are two theoretical constants, then there exists three positive

constants C1 > 2, Cy and X which only depend on « and B, such that:
V& > 0, with probability > 1 — e X — #‘gmﬂpﬂ,

Is - 32, < G inf {dnt s ull, +pen, 1T}
(M,T), MEP(A) and T<TM) \wESM,T

4
L& ((1+ L tog? (ﬂ)) 2+pR)£
ny g P

where || . ||n, denotes the empirical norm on {X;; (X;,Y;) € L1} and ¢ is a constant which depends on p and o.
Like in the (M1) case, for a given |M|, we find a penalty proportional to % as proposed by Breiman et al.
and validated by Gey and Nédélec in the Gaussian regression framework. So here again, we validate the CART
pruning penalty in a more general regression framework.
Unlike the (M1) case, the multiplicative factor of %, in the penalty function, depends on M and n,. Moreover,
in the method (M?2), the inequality is obtained only with high probability.

Remark 4.4. If p = 0, the form of the penalty is

T M
pen,. (M, T,a, 3, p, R) = ac® {1-1— (IM]+1) <1+log (|Mn1+1)>} % -1-502% (1+log (%)) ,

the oracle bound is V € > 0, with probability > 1 — e™¢X,
2

_ . . o
||s—s||i1 <C inf { inf Hs—uHi1 —I—penr(M,T,oz,ﬁ,p,R)} + Cy—¢
(M.T), MEP(A) and TTHY) (w€Sm.T n

and the assumptions on ||s||. and p are no longer required. Moreover, we see that we can take ag = Sy = 3.

4.2. Final selection

The next result validates the final selection.
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Proposition 4.5. Let § the estimator defined in Definition 1.1 and with the same notations as the one used in
Propositions 4.1 and 4.3, we have:

e In the (M1) situation, taking p <logns and Ny > 4”2;{—53 log no, we have:
for any &€ > 0, with probability > 1 —e™¢ — ﬂpioz(%jpmﬁ7 vy € (0,1),
2

2 _(+n'-n)

s—35| < inf ||s — 3(cv, B)||?
s =301, < St s = st B2,
1 2 2log K +
+ = ( o2 + 8pR> (2log K +¢)
n°\1=mn n3
o In the (M2) situation, denoting €(n1) = 21 ,2on1 exp (—%), we have:

for any & > 0, with probability > 1 — e~ — ¢(nq1), Vn € (0,1),

g2 _ (L+nt-n) . . 2
s =8ll,, < =, dnf_, lls = &(a. Bl
1/ 2 2log K
+ — o +4pR + 12p* logny M~
> \1-n n3

Remark 4.6. If p = 0, by integrating with respect to &, we get for the two methods (M 1) and (M2) that:
for any n € (0,1),

~12 1+'I’}71 -n . ~
E[lls -3, 121, 2] < Té(;’%eg{ﬁﬂ (s = 5. )12, |£1, £2]}
2 o?
——— (2logK +1).
+772(1—77)n3( gk +1)

The conditional risk of the final estimator 5 with respect to || ||,, is controlled by the minimum of the errors
made by 5(a, 3). Thus the test sample selection does not alter so much the accuracy of the final estimator. Now
we can conclude that theoretically our procedure is valid.

Unlike the classification framework, we are not able, even when p = 0, to compare the final estimator § with the
entire collection of models since the different inequalities involve empirical norms that can not be compared.

5. SIMULATIONS

The aim of this section is twice. On the one hand, we illustrate by an example the theoretical procedure,
described in the Section 1. On the other hand, we compare the results of the theoretical procedure with those
obtained when we consider the procedure restricted to a family P* constructed thanks to Breiman’s Variable
Importance.

5.1. In practice

The procedure described above is an exhaustive selection that is fully demonstrated. However, completeness
makes the procedure difficult to apply in practice when the number of variables p becomes too large. Indeed, as
described, the procedure is very time consuming. For proof, one can view the approximate number of operations
required for the procedure, or the computation time required by a computer.
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TABLE 1. Computational time of the complete procedure according to the number of variables.

p 2 3 4 5 6 7 8 9 10 11 12
time (in seconds) 6 16 45 152 444 1342 4016 11917 36882 112969 346599

Regarding the number of operations, an approximation is given by:

> N DS DN AR <

~——

MeP(A) P T=1M) Xi€Lo computation of the penality
——
cardinality 27 \construction of the maximal tree computation of the criterion

where {(X;,T) denotes the length of the path from the root to the leaf associated to X;, with respect to the
tree T

From a practical point of view, the Table 1 shows the computation time required to the complete procedure,
and this according to the number of variables p. It should be noted that the programs were executed on a cluster
that is currently the most important resource of the laboratory.

According to the Table 1, it is clear that in practice it seems unreasonable to use the procedure in the state.
This is the main reason why we propose to slightly modify the procedure by replacing the family P(A) by a
family better suited. Indeed, if one refers to the proofs, we find that if a penalty function is valid for the family
P(A), it is also the case for a subfamily. Therefore, as the results are conditional to £, if P* is built using
L1 or prior informations as it is the case in our studies, the results remain the same! But, if on believes the
approximate number of operations, it is reasonable to expect that to replace P(A) by a smaller family P* will
reduce computation time. Regarding the construction of P*, different strategies are possible. A response will be
presented a little later.

5.2. Theoretical versus practical procedures

The simulated example, also used by Breiman et al. (see [5], p. 237), is composed of p = 10 explanatory
variables X', ..., X'0 such that:

PX!=-1)=P(X'=1)=13
Vie{2,...,10}, P(X'=-1)=P(X'=0)=P(X'=1) =

and of the explained variable Y given by:
3+3X242X3 X4 4 ¢ if X'=1,

V=s(X'.. X" +e= {
343X +2X6+XT+¢e if X'=-1.

where the unobservable random variable ¢ is independent of X!,..., X0 and normally distributed with mean

0 and variance 2.

The variables X8, X2 and X'° do not appear in the definition of the explained variable Y, they can be
considered as observable noise.

The Table 2 contains the Breiman’s Variable Importance. The first row presents the explanatory variables
ordered from the most influential to the less influential, whereas the second one contains the Breiman’s Variable
Importance Ranking.

We note that the Variable Importance Ranking is consistent with the simulated model since the two orders
coincide. In fact, in the model, the variables X3 and X° (respectively, X* and X7) have the same effect on the
response variable Y.
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TABLE 2. Variable Importance Ranking for the considered simulated example.

Variable X' X2 Xx° Xx® Xx% x* X" Xx®% Xx° Xx'©
Rank 1 2 3 5 4 7 6 8 9 10

TABLE 3. In this table appears the set associated with the estimator § for some values of the
parameters « and § which appear in the penalty function pen.

O 0<005 005<a<0l 0Ol<a<2 2<a<l2 12<a<60 60<a
R v o G O O T N
100 < 8 < 700 %’,27’,37}6’ {2’727’754’}6’ {é’é’f’ %’,?}5’ {1,2,5} I
700 < 4 < 1300 {2’7?}5’ {16”?3’}5’ {2’7?}5’ {16”?}5’ {1,2,5} (1}
1300 < B < 1700 {1,2,5} {1,2,5} {1,2,5} {1,2,5} {1} {1}
1900 < 3 {1} {1} {1} {1} {1} {1}

To make in use our procedure, we consider a training sample £ = £ = Lo which consists of the realization
of 1000 independent copies of the pair of random variables (X,Y) where X = (X1,..., X10).

The first results are related to the behaviour of the set of variables associated with the estimator s. More
precisely, for given values of the parameters a and (§ of the penalty function, we look at the selected set of
variables.

According to the model definition and the Variable Importance Ranking, the expected results are the following
ones:

e the size of the selected set should belong to {1,3,5,7,10}. As the variables X2 and X° (respectively X? and
X6 X% and X7 or X8, XY and X!°) have the same effect on the response variable, the other sizes could
not appear, theoretically;

e the set of size k, k € {1,3,5,7,10}, should contain the k most important variables since Variable Importance
Ranking and model definition coincide;

e the final selected set should be {1,2,5,3,6,4,7}.

The behaviour of the set associated with the estimator §, when we apply the theoretical procedure, is summarized
by the Table 3.

At the intersection of the row 5 and the column « appears the set of variables associated with §(a, 3).

First, we notice that those results are the expected ones. Then, we see that for a fixed value of the parameter «
(respectively (3), the increasing of 8 (resp. «) results in the decreasing of the size of the selected set, as expected.
Therefore, this decreasing is related to Breiman’s Variable Importance since the explanatory variables disappear
according to the Variable Importance Ranking (see Tab. 2).

This table summarizes the results obtained for one simulated data set. To see the finite sample performance,
we consider seven others simulated data sets and we see that the table is quite the same for all simulated data
sets. The bin borders are not exactly the same, but the orders of magnitude are similar (see Figs. 1 and 2). We
were not able to consider more data sets because even if the number of variables is small, we have to consider
for all couples (a, 3), 1023 (=20 — 1) sets of variables, and the computations are really time consuming.

To perform the final step of the procedure, we consider a new data set L3, composed of 500 observations.
The final selected set is the {1,2,5,3,6,4, 7} (the expected one) or {1,2,5,3,6}, in quite the same proportion.
One explanation of this phenomenon is the choice of the grid for o ans 3. Indeed, if the grid is finer than the
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{1,2,3,4,5,6,7,8,9,10} _|

{1,2,3,4,5,6,7,9}

{1,2,3,4,5,6,7} |

{1,2,3,5,6} _|
{1,2,5,6} |

(1,25}

beta=400

{1.2,3,45,6,7,8,9,10} |

{1.2,34,56,7,9}

{1,2,34,56,7} |

{1,2,3,5,6} _|

{1,2,5,6}

{1,2,5}

beta=400

1
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0 20 40 60 80
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FI1GURE 1. Behaviour of the selected set according different values of a for § = 400. The graph

on the right side is just a zoom of the other graph. We see that for the different simulations,
the behaviour are quite the same.

{1,2,3,4,56,7} |

alpha=0.3

{1,2,3,5,6} |

{1,2,5,6} |

{1.2,5} |

{1} 4 !

500 —
1000
1500
2000

beta

FI1GURE 2. Behaviour of the selected set according different values of § for o = 0.3. As previ-
ously, we get the same results for the different simulations.

one chosen, the procedure does not give the same result. A solution to this should be the calibration of o and
(8. The results of the procedure show that « and § vary in small range but are data dependent. Thus the results
lead to the conclusion that a data-driven determination of the parameters o and 3 of the penalty function may
be possible and that further investigations are needed, since with this determination the test sample in the final
step could disappear.

Another explanation is due to the model. Indeed, if we consider the linear regression model Y = X6 + ¢ on
one hand on the observations associated to (X' = 1) and on the other hand on the observations associated to
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(X! = —1), the estimations of § have a smaller coefficient than the expected one for X* (and respectively X)
since it is quite zero. Thus, the solution of our procedure seems to be correct.

As the theoretical procedure is validated on the simulated example, we consider now a more realistic procedure
when the number of explanatory variables is large. It involves a smaller family P* of sets of variables. To
determine this family, we use an idea introduced by Poggi and Tuleau in [25] which associates Forward Selection
and variable importance (VI) and whose principle is the following one. The sets of P* are constructed by invoking
and testing the explanatory variables according to Breiman’s Variable Importance ranking. More precisely, the
first set is composed of the most important variable according to VI. To construct the second one, we consider
the two most important variables and we test if the addition of the second most important variable has a
significant incremental influence on the response variable. If the influence is significant, the second set of P* is
composed of the two most importance variables. If not, we drop the second most important variable and we
consider the first and the third most important variables and so on. So, at each step, we add an explanatory
variable to the preceding set which is less important than the preceding ones.

For the simulated example, the corresponding family P* is:

P = {{1}; {17 2}; {17 2, 5}; {17 2, 5’6}; {17 2,5, 673}; {L 2,5,6,3, 7}; {L 2,5,6,3,7, 4}}

In this family, the variables X8, X° and X'° do not appear. This is consistent with the model definition and
Breiman’s VI ranking.

The first advantage of this family P* is that it involves, at the most p sets of variables instead of 2P. A
consequence is the possibility to perform the procedure with more simulated data sets than the theoretical
procedure. Indeed, in this part, we consider K = 100 data sets. The second advantage is that, if we perform our
procedure restricted to the family P*, we obtain nearly the same results for the behaviour of the set associated
with § than the one obtained with all the 2P — 1 sets of variables (see Tab. 3). The only difference is that,
since P* does not contain the set of size 10, in the Table 3, the set {1,2,3,4,5,6,7,8,9,10} is replaced by
{1,2,5,6,3,7,4}. And, the conclusions are the same for the set associated to 5. Thus in practice, to avoid a
very time consuming procedure, it is better to consider this practical procedure than the theoretical one,which
has almost the same performance.

5.3. Influence of correlated variables

The previous example shows the pertinence of our theoretical procedure and of our practical on an simple
model. One can also wonder what happens when some correlated variables are added. To answer this problem,
we consider the following simulated example composed of p = 10 explanatory variables X', ..., X9 such that:

PX'=-1)=P(X'=1)=1

Vie{2,...,8}, P(X'=-1)=P(X'=0)=P(X'=1)=1
X? and X' are two variables correlated to X2 with a correlation equal to p

and of the explained variable Y given by:

v (x! X1 3+3X%+2X3+¢ if X'=1,
=5 ey +e=
—3+3X4+2X°4+¢ if X'=-1.

where the unobservable random variable ¢ is independent of X!,..., X0 and normally distributed with mean
0 and variance 2.

The second model is a simplified version of the previous one just justified by computational costs.

To see the influence of correlated variables, for the theoretical procedure, we compare the results obtained
when we consider the data set without the correlated variables with the results obtained with the full data set
when p = 0.9, p = 0.5 and p = 0.2 and we perform 5 repetitions of each case.
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FIGURE 3. Variable importance of the 10 variables.

For all the simulations, the selected final set of variables is always {1, 2, 3,4, 5} which is the expected one. Thus,
it seems that the introduction of correlated variables does not deteriorate the performance of our theoretical
procedure.

The low number of repetitions is only due to considerations of feasibility (computing time). Thus, under this
small number of repetitions, it is hard to really conclude about the robustness of the procedure with respect
to the correlations, although the results seem to go in the right direction. Indeed, if one looks at the penalized
criterion involved in the variable selection, there is a bias term and a term of variance. The bias term will not be
greatly disturbed by the addition of correlated variables, in the sense that the minimum value will not decrease
drastically. By cons, regarding the term of variance, which is a function of the number of variables (|M]), it
may vary in proportions far greater.

To support all this into practice, we consider a family P** intermediary between P(A) and P*. P** is
defined by:

P = { U ¢ a={1}, ca =P{2,4}), s =P({3,5,9,10}), cs = P({6, 7,8})}

je{l,...,4}

This family allows to include correlated variables while taking into consideration the variable importance.
Indeed, as shown in Figure 3, there are four groups of variables clearly identified by their importance, that are
{X1}, {X2, X4}, {X3, X5 X9 X0} and {X© X7, X®}. For practical reasons, the variable importance is the one
associated to a Random Forest (see Breiman [3]), random forest composed of one tree and whose construction
involved the p explanatory variables for each split.

By considering the family P**, we reduce heavily the computational cost since instead of considering 2'°
subsets of variables, we consider only 364 subsets. This allows to make more repetitions.

To have a better idea of the robustness of the proposed applied procedure, we repeat 100 times, for p = 0.2,
p = 0.5 and p = 0.9, our applied procedure involving the family P**. In all the cases, the final subset is
{X1, X2 X3 X% X°}, i.e. the expected set with respect to the model.

6. APPENDIX

This section presents some lemmas which are useful in the proofs of the propositions of Sections 4 and 3. The
Lemmas 6.1 to 6.4 are known results. We just give the statements and references for the proofs. The Lemma 6.5
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is a variation of Lemma 6.4. The remaining lemmas are intermediate results which we prove to obtain both the
propositions and their proofs.

The Lemma 6.1 is a concentration inequality due to Talagrand. This type of inequality allows to know how
a random variable behaves around its expectation.

Lemma 6.1 (Talagrand).
Consider n independent random wvariables &1, ..., &, with values in some measurable space ©. Let F be some
countable family of real valued measurable functions on @, such that ||f|lec < b < 0o for every f € F.

Let Z = sup [350 (f(&) —E[f(&)))| and 0 = sup {371, Var[f(&)]}
fer feF

Then, there exists K1 and Ko two universal constants such that for any positive real number x,
P(Z > K\E[Z] + K (0v22 + b)) < exp(—a).

Proof. (See Massart [22]). O
The Lemma 6.2 allows to pass from local maximal inequalities to a global one.

Lemma 6.2 (Maximal inequality).
Let (S,d) be some countable set.

Let Z be some process indexed by S such that sup |Z(t) — Z(u)| has finite expectation for any positive real
teB(u,o0)

o, with B(u, o) = {t € S such that d(t,u) < 0}.
Then, for all ® : R — RT such that:

@ — —— is non increasing,
— Yo>o. E| sup |Z(t)— Z(u)]| < P(0),
teB(u,o0)
we have: Z00) — 2(u) .

t)— Z(u

Ve >o, E — | < —=P(x).

=0 EEE d2(t,u) + x2 ] - a2 (z)

Proof. (See Massart and Nédélec [24], Sect. “Appendix: Maximal inequalities”, Lem. 5.5). O

Thanks to the Lemma 6.3, we see that the Hold-Out is an adaptive selection procedure for classification.

Lemma 6.3 (Hold-Out).
Assume that we observe N + n independent random variables with common distribution P depending on some
parameter s to be estimated. The first N observations X' = (X{,..., X)) are used to build some preliminary
collection of estimators (8m)mem and we use the remaining observations (X1,...,X,) to select some estimator
Sm among the collection defined before by minimizing the empirical contrast.

Suppose that M is finite with cardinal K.

If there exists a function w such that:

— w:RT - R,

— x — ——= is non increasing,
x
— Ve>0, sup Varp (y(t,.) —7(s,.)) < w?(e)
I(s,t)<e2
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Then, for all 8 € (0,1), one has:

1 1
(1—=0)E[i(s,:)| X < (1+0) injfvll(s,ém) + 62 (20 + (1+logK) (§ + 5))
me
where §2 satisfies to \/nd? = w(d,).
Proof. (See [23], Chap. “Statistical Learning”, Sect. “Advanced model selection problems”). O

The Lemmas 6.4 and 6.5 are concentration inequalities for a sum of squared random variables whose Laplace
transform are controlled. The Lemma 6.4 is due to Sauvé [28] and allows to generalize the model selection
result of Birgé and Massart [2] for histogram models without assuming the observations to be Gaussian. In the
first lemma, we consider only partitions m of {1,...,n} constructed from an initial partition mq (i.e. for any
element J of m, J is the union of elements of mg), whereas in the second lemma we consider all partitions m
of {1,...,n}.

Lemma 6.4. Let €1,...,e, n independent and identically distributed random variables satisfying:

o \?
Ele;] =0 and for any A € (—=1/p,1/p), logE [e*] < —————
i) (~1/p.1/p), ToBE[] < 5=

Let mg a partition of {1,...,n} such that, VJ € mg, |J| > Nuin-
We consider the collection M of all partitions of {1,...,n} constructed from mqy and the statistics

2
2, = Z (Ziejsi) meM
Jem ‘ |

Let § > 0 and denote 25 = {¥.J € my; |Zi€J€i| < é0?|J|}.
Then for any m € M and any x > 0,

P (anllgé > o%|m| 4 40%(1 + pd)\/2|m|x + 202 (1 + p5)x> <e®

and
P (0f) < 27 enp (T ).
Proof. (See [28], Lem. 1). O
Lemma 6.5. Let e1,...,e, n independent and identically distributed random variables satisfying:
Elei] =0 and for any A € (—1/p,1/p), logE [e** <i
i) = y p,1/p), logE [e ]_2(1_p|/\‘)

We consider the collection M of all partitions of {1,...,n} and the statistics
2
Sy
in: Z ( ZE}]| Z) , meM
Jem

Let 6 > 0 and denote §25 = {Vl <i<n; gl < 502}.
Then for any m € M and any x > 0,

P (anllgé > o?|m| 4 40%(1 + pd)\/2|m|x + 202 (1 + p5)x> <e®
and

_520_2
F(125) < 2nexp (m) |
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Proof. The proof is exactly the same as the preceding one. The only difference is that the set {25 is smaller and
Npin = 1. O

The Lemmas 6.6 and 6.7 give the expression of the weights needed in the model selection procedure.

Lemma 6.6. The weights xpr = a|T| + b|M| (1+log (I%))’ with a > 2log2 and b > 1 two absolute

constants, satisfy
Yo > e T < 5(a,b) (6.1)

(b-1)

with ¥(a,b) = —log (1 — e~ (a721082)) £ —rer c RY .
Proof. We are looking for weights zj7 7 such that the sum

-y Y e

MeP(A) T<T(M)

max

is lower than an absolute constant.
Taking x as a function of the number of variables |M| and of the number of leaves |T'|, we have

2L =3 Z Z‘{T<Trgg{3, |T|:DH e=e(k:D)

Since

we get

k=1

D)<Y (F ) ZDQ (o(k.D)~ (21052) D).

Taking x(k, D) = aD + bk (1 + log (%)) with a > 2log2 and b > 1 two absolute constants, we have

Zef(bfl)k Z D ~210g2)D | _ 5(q,p).

E>1 D>1

Thus the weights zpr = a|T| + b| M| (1 + log (ﬁ)), with @ > 2log2 and b > 1 two absolute constants,

satisfy (6.1). O

Lemma 6.7. The weights

eMT = <a+ (|M]|+1) <1+log (Mﬁ))) T +b( +log <M|)> M|

with a > 0 and b > 1 two absolute constants, satisfy
Y. Y et < (ab) (6.2)
MeP(A) TEMu, 1

—a —(b—1)

with X' (a,b) = T o= and My, m the set of trees built on the grid {Xi; (X;,Y;) € L1} with splits on
the variables in M



790 M. SAUVE AND C. TULEAU-MALOT

Proof. The proof is quite the same as the preceding one. O
The two last lemmas provide controls in expectation for processes studied in classification.

Lemma 6.8. Let (X1,Y1),...,(Xn,Yn) be n independent observations taking their values in some measur-
able space © x {0,1}, with common distribution P. We denote d the L*(u) distance where p is the marginal
distribution of X;.

Let Sy the set of piecewise constant functions defined on the partition T associated to the leaves of the tree T
Let suppose that:

Jh >0, Vee O, 2n(z)—1>h with nlx)=PY =1X==x)

Then:
(1) sup d(s,u) < w(e) with w(x) = %1‘,
uweSt, l(s,u)<e? h
(ii) Jop : RT — R such that:
4 ¢T(0) = 07
o r— ¢TT(‘7”) 1§ mon increasing,
» Vo > w(or), nE sup |n(u) — %(U”] < ¢r(0),
weSr, d(u,w)<o

with o7 the positive solution of ¢r(w(x)) = /nx? and with 7, the centered empirical process (for a more
detailed definition see Massart and Nédélec [24]).

K2|T|
(iii) o7 < =2

Proof. The first point (¢) is easy to obtain from the following expression of I:
I(s,u) = E (]s(X) — u(X)[[2n(X) —1|)

The existence of the function ¢ has been proved by Massart and Nédélec [24]. They also give an upper bound
of 02 based on Sauer’s lemma. The upper bound of o2 is better than the one of [24] because it has been adapted
to the structure of Sp. O

Thanks to Lemmas 6.8 and 6.2, we deduce the next one.

Lemma 6.9. Let (X1,Y7),...,(Xn,Yn) a sample taking its values in some measurable space © x {0,1}, with
common distribution P. Let T a tree, St the space associated, h the margin and K3 the universal constant which

appear in the Lemma 6.8. If 2o > Kf/—:z }llTl, then:

E sup |Zn(u) B 'Vn(v)| < 2K3 \/ ‘T‘
uesyd?(u,v) + (22)? x\/n

7. PROOFS

In this paper, the proofs are not fully detailed. All the details can be found in [29].

7.1. Classification
In the sequel, to simplify the notations, we note pen (M,T') the function pen. (M, T, «, 3, h).
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7.1.1. Proof of the Proposition 3.1:
Let M € P(A), T < TISIAQ and sy, € Sy,r. We let

o wyrp(u) = (d(s,sn,r) + d(s,u)* + Y

Vi - s 100 =)
’U’ESJVI',T’ leyT/ (u)

where yasr 7/ is a parameter that will be chosen later.
Following the proof of Theorem 4.2 in [22], we get

(s,3) < U(s, sa0.1) + Wy (5) X Vi + pen(M,T) — pen(M,T) (7.1)

To control Vm, we check a uniform overestimation of Vi 7. To do this, we apply the Talagrand’s concentration

inequality, written in Lemma 6.1, to Vs 7/. So we obtain that for any (M’,T"), and for any = > 0

X _ xr _ _
P <VMI’T/ Z K]E [VM’,T’} —+ KQ ( —2 yMl, T + _yMQ’ ey >> g e %
\/ no ’ N9 ’

where K7 and K> are universal positive constants.
Setting x = xpr,p + &, with € > 0 and the weights xa 1 = a|T’| 4 b| M| (1 + log (WL’\)>’ as defined in
Lemma 6.6, and summing all those inequalities with respect to (M’,T’), we derive a set ¢ (m,1) such that:
° P<Q§7(M7T)£1 and {Xi, (Xu}/z) c ﬁg}) < e_EE(a,b)
® On Q&,(M,T), V(M/,T/),

lxar 7 + _ Ty T+ —
VM’,T/ S Kl]E [VM/,T/] + K2 ( %&yM/’T/ 1 -|— %gyM/,T/ 2) (72)
2 2

Now we overestimate E [V 1v].
Let Up T € SM’,T/ such that d(s,uM/,T/) < inf d(s,u).

uESJLI"T’
Then
E[Var o] < E Vs (QM/,T/) ~ e (sm)l | sup (|7n2(u) —%Q(HM/,T/N)
inf  (war 1 (u)) wES 1 w7 ()
uGSM/,T/ ’
We prove:
o | s Cnarr ) = 3y Gman)l | 1
inf (wszT/ (u)) T /Naymr T
uESM’,T/
For the second term, thanks to the Lemma 6.9, we have for 2yp; 7+ > Kf/%:/l,
E| sup (%u (u) = Vny (UM',T')) < SEsV/|T"]
UES 1 w70 () T /neymr T

Thus from (7.2), we know that on (2¢ (5,7 and V(M', T")

K, e lxp 1+ & 4, v+ € o
VM’,T/ g —_— (8K3 T/ + ].) + K2 _— M’T? + S M’T!
ey T I 2ng Y no Y
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T +E g pr+E
For yar 1 = 3K (fnl_z (8K3\/ 7| + 1) + Ko/ =50 —+ x/;T( Y K=o )

. 1 .
with K > ®/E T e get:

1
Vi < 7

By overestimating w47 (5), yi//[? and replacing all of those results in (7.1), we get

2 2 —
_ = 3) < _
(1 Kh) [(s,8) < <1 + Kh) 1(s,sm,1) —pen(M,T) + pen(M,T)
64K1°K3® - i (K, 1)
+ 18K | ————— T+ 2Ky,— e e —
2 d "y 2 V3K
We let K = 2514 with €y > 1.

2
2K? 13 K, 1
+18K | —L +2Ko—=> [/ = + —
n2 * g ( 2 V3K
L C1—1
Taking a penalty pen(M,T) which balances all the terms in (M, T), i.e.

2
36(C1+1) 64K12K§ TMLT Ky Cy—1
M, T) > T+ 2K : \| == T R
pen( ’ ) - h(Cl — 1) no ‘ ‘ + 2 N9 2 + 6(01 + 1)

We obtain that on £2¢ (a7 1)

I(s,3) < C1 (l(s, sm,r) + pen(M, T)) + Echg

Integrating with respect to & and by minimizing, we get

- . C
E[l(s,s)ﬁl} <y ﬁ}g{l(s, Swr,r) + pen(M, T)} + Eﬂ(a,b)

The two constants ag and [y, which appear in the proposition 3.1, are defined by

2 2

K2 1 K2 1

= AK?K2 + 41log 2K —= 4 = d = 72K —= 4 =
ap = 36 | 64K{ K35 +4log 2( 2+\/5> and Gp=7 2( 2+\/5>

7.1.2. Proof of the Proposition 3.2

This proof is quite similar to the previous one. We just need to replace war 7/ (uw) and Vap by

o w7, (v, (W) = (d(s, sarr) + d(s,u)® + (yaer v + yarr)?

o Viar 1y (mr) = Sup [V (1) = Yo (522,7))
WSy WM T, (M,T) (W)

And like the proof of Proposition 4.3, we change the conditioning.

7.1.8. Proof of the Proposition 3.3
This result is obtained by a direct application of the Lemma 6.3 which appears in the Section 6.
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7.2. Regression
In the sequel, to simplify the notations, we note pen(M,T) the function pen,(M, T, a, 3, p, R).

7.2.1. Proof of the Proposition 4.1

Let a > 2log2,b>1,0¢€ (0,1) and K > 2 — 0 four constants.
Let us denote
Sy,r = argmin ||s — qu12 and epr,r = argmin ||e — u||i2
u€ESn, T u€ESn, T

Following the proof of Theorem 1 in [2], we get

(1= 0)lls = 5lln, = Agrp + jof Rasr (7.3)
where
Ay = 2=0)emrllz, —2(e, s — sm,1)ny — 0|l — su,rl|2, — pen(M,T)
Ryr = |ls— sM’THi2 — ||5M,T||3L2 +2(e, 8 — SM,T)ny +pen(M,T)
We are going first to control Ai— by using concentration inequalities of ||ex, T|| and —(e,5 — Sp,T)ns

For any M, we denote

> e

QM = {Vt c Tmax
X €t

gU—X €t
P

Thanks to Lemma 6.4, we get that for any (M, T) and any = > 0

02 0—2 02
IP)<||€M;T||$LQ]IQI\4 > n—2‘T‘ +8n—2\/2|T|ZE+4n—2$ ‘,61 and {XZ, (XZ,Y;) S [Q})

<e™” (7.4)

ng _0'2 Nmin
ex e —
Nmin P 4/02

and

P (QM ’El and {X;; (X,,Y) € £2}) <2

Denoting {2 = (2a, we have
M

P (n

Thanks to assumption (2.3) and ||| < R, we easily obtain for any (M,T) and any = > 0

— 02N,
,C1 and {XZ, (XZ,Y;) € ,CQ}) S 2”“&6)@ <%>
min P

2R
IP’( 6,5 — S0 T)ny > Lnus — $a1.7llna V22 + %x ]cl and {X;; (X,,Y)) € cQ})
2

<e " (7.5)

Setting x = zar,r + & with € > 0 and the weights xa 1 = a|T| + b| M| (1 + log (ﬁ)) as defined in Lemma 6.6,
and summing all inequalities (7.4) and (7.5) with respect to (M, T), we derive a set E¢ such that

P (E§ £1 and {X;; (X3,Y;) € CQ}) < 2e~¢5(a,b)
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e on the set E¢ (2, for any (M,T),

o2 2
A £ @O T +80 0T ST lear +6) +40 -0 asr +6)
\/Q(xM,T+§)+4%($M,T+£)

2 — pen(M,T)

where ¥(a,b) = —log (1 — e~(a721082) i;(_bi(?_)l)
Using the two following inequalities
22 ls = sa7llns v 2(@ar + ) < Olls — sarrll?, + 3E (zarr + ),
T[(zarr +&) <nlT|+ 0" emr + )

with n = K+99 2 4\/— > 0, we derive that on the set E¢ ({2, for any (M, T),

8(2— 0)

< [t S
Ar < K2 |T|+<( 0)(1+K+9_2

2 p o?
) +-+4= R> —(zypr + &) — pen(M,T)
0 no

Taking a penalty pen(M,T) which compensates for all the other terms in (M,T), i.e

8(2—-10) 2 P o?
> + 4+ —— " )+ 4+4R| — )
pen(M,T) K |T| [ (2-0) (1 0 2) 7 4 2R] - TM,T (7.6)

we get that, on the set F¢

8(2—0) 2 p o?
— < — -~ 7 — LA R
Ayl (4(2 0) <1+F,+9_2)+9+4023) nzg

Integrating with respect to &, we derive

E[Agrllo|ey] <2 (42-0) (14 2255) + 2 + 45 R) £ 5(a,b) (7.7)

)

We are going now to control E {(Elg)RM’THQ‘,Cl] .

In the same way we deduced (7.5) from assumption (2.3), we get that for any (M,T) and any = > 0
P((e5 — sa1mhn 2 —=lls — sarrllng V22 + 2o £y and (Xi: (X,Y)) € £2))
Vi na
<e”
Thus we derive a set F¢ such that
« P (Fg £y and {X;; (X3,Y;) € @}) < e~€5(a,b)

e on the set F, for any (M, T),

o 2pR
_ ny < ——|s — ot /2 it
(6,8 = sM,T)ny < \/EHS SMT|lna\/2 (@ar +§) + s (a7 +§)
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It follows from definition of Rj;r and inequality (7.6) on the penalty that

. < . o 2
E l:(]glg“)RM’THQ‘Ll] < 2(;}1}) {]E {Hs sm, 7|, /.11} + pen(M, T)}
2 p o2
—+4— — .
+ (9 + = R) nz (a,b) (7.8)

We conclude from (7.3), (7.7) and (7.8) that

o =2 <9 ; o 2
(1= 0B [ls ~ 81, Mo |2a] <2 inf {E[ls — saerll,[ 1] +pen(hs, 1)}
8(2—0) 6 P o?
2—-0) 14+ ——— -+ 12— — XY (a,b
+<8( )(+K+9_2>+9+ okl o (a,b)

It remains to control E [||s — 312, Mee [,1}, except if p = 0 in which case it is finished.

After some calculations (see the proof of Theorem 1 in [28] for more details), we get

L)+ \/IE [l pr 2 14,24 \/IP (2°
M

E[lls = 512, o

ﬁl] < R?P (()

2)

and
E ey rgnlitcr] < S22
where C(p, o) is a constant which depends only on p and o.
Thus we have
E [Hs — 32, 1 51} < R?P (Q Ll) + QPM P (Q 111)

Let us recall that

2

N2 —0*Nmin
P (QC £1> <2 = exp ( )
Nmin 4p2
For p < log no and Nmin > 2352 IOg n2,

o 1
o 2/ (0g]e)) < —
o)== V12p n2y/logna

o2 1

It follows that

E[lls - 512, Lo-

L] < R)———=
1j| = (p707 )ng(logn2)3/2

Finally, we have the following result:
Denoting by 1" = [4(2 —0) (1 4+ 8229 ) + %} and taking a penalty which satisfies V M € P(A) VT < T,Ef‘f,?

K+60-2

T 2 IM( ( P ))
en(M,T) > ((K + aY) 0% 4+ 4apR) — + (b0 + 4bpR) — [ 1 +log [ —
pen(M,T) > (( ) p)n2 ( p)n2 e\ ]
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2
if p <logny and Nuyin > 2i—§' log no, we have,

u€Sn, T

(-0 (s =312, 162) <2t { it s =l + pen(7)

2
P p\o
+ (2T+ 2+ 125 R) ~—(a,b)
1

1-0)C(p,0, R)———r
+ (1 =0)C(p,o )nQ(logm)g/2
We deduce the proposition by taking K =2, 6 — 1, a — 2log2 and b — 1. O

7.2.2. Proof of the Proposition 4.3

To follow the preceding proof, we have to consider the “deterministic” bigger collection of models:
{Svr; T € My, pmand M € P(A)}

where My, v denote the set of trees built on the grid {X;; (X;,Y;) € £1} with splits on the variables in
M. By considering this bigger collection of models, we no longer have partitions built from an initial one.

So, we use Lemma 6.5 (With d =5%log (%)) instead of Lemma 6.4. The steps of the proof are the same
as before. The main difference is that, the quantities are now conditioned by {X;; (X;,Y;) € £1} instead of
L1 and {X;; (X;,Y;) € La}. O
7.2.3. Proof of the Proposition 4.5

It follows from the definition of 5 that for any 3(a, 8) € G

Is = 3% < lls — 3, B)I1Z, +2(e.5 — 30, ), (7.9)

Denoting My g.o.30 = max {[3(c¢/, 8/)(X;) — §(, B)(X3)|; (X5, Y;) € L3}, and thanks to assumption (2.3) we
get that for any s(a, ), 5(o/, ') € G and any x > 0

P ({65 8) = 5(0, ), 2 150, 8) = 501 Dl V2T + Moo s
| L1, L0, { X, (XiY) € Lg}) <o

Setting & = 2log K + & with £ > 0, and summing all these inequalities with respect to $(a, §) and §(¢/, 3') € G,
we derive a set F¢ such that

. P(Eg L1, Lo, and {Xi; (X,,V)) ez,g,}) <e ¢

e on the set E¢, for any 5(a, 8) and 5(c/, ) € G

~( 1 ~ T W~ 1o ~
<€’ S(Ot 7ﬁ ) - S(O"ﬁ»ng < \/—n—SHS(a 7ﬁ ) - S(O"ﬁ)”ns 2(2 IOgK + f)
+ Ma,ﬁ,a’,ﬁ’ %(2 log IC + 5)
It remains to control M, g o g in the two situations (M1) and (M2) (except if p = 0).
In the (M1) situation, we consider the set

= () {weTil| > &l <R|{i; (Xi,Y:) € Lo and X; €t}

MeP(A) (Xi}(Yie)tel:Q
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Thanks to assumption (2.3), we deduce that for any = > 0

2

—x

Ly and {X;; (X;,Y;) € Lo} | < 20707100 (ivnees s X eem)

P Z E; Zx

(X3,Yi)EL
X, €t

Taking x = R|{i; (X;,Y;) € L2 and X; € t}| and summing all these inequalities, we get that

P (Qf

— R?Np;
5 (X3, Y < grt1 M " Nmin_
£y and {Xi; (X,.Y)) ezz}) S o Gz

On the set (21, as for any (M, T), [|$m7|lcc < 2R, we have My .o, < 4R.
Thus, on the set 2, () E¢, for any 5(«, 5) € G

(215 = 8(0s),, < —Z=lli =50, 9) s 22108 K +€) 4 4R-(21ogK +)

It follows from (7.9) that, on the set £21 () Eg, for any (o, ) € G and any n € (0;1)

(2log K +¢€)
n3

Plls =37, < @+t —n)lls - 5, B2, + ( o2 +8pR)

2
L—=n
Taking p < logne and Ny, > 4”21‘;—2”1% log ny, we have

R? 1
P(0°) <
(27) < 2(0? + pR) pl-loe?

Finally, in the (M1) situation, we have for any £ > 0, with probability > 1 —e~¢ — Q(JQRiij)W, Vn € (0,1),

(2logK +&)
n3

1+n! = . . 1
w inf |s— S(Ol,ﬁ)Hfm + =

=, < S (
@ 7 §(aB)€G n°\1=mn

o? + 8,0R>

In the (M?2) situation, we consider the set
25 ={V1 <i<mnyle| <3plogni}

Thanks to assumption (2.3), we get that

9p%log? ny
o[ (X (X3, Yi) € L1}) < ”1eXp< 2(02 + 3p2log 1)
th _9 __9%log?ny ) |
wit 6(711)— Ny exp 2(c2+3p2logny) anJrooo

On the set §2, as for any (M, T), [|$m,7|lcc < R+ 3plogni, we have My g0, < 2(R+ 3plogng).
Thus, on the set 25 () Eg, for any $(o, 8) € G

(65— 5(0,1)),, < —=||F — §(01 3) ln, /2(Z10B K 1 €) + 2(R + 3plogmy) L (2log K + €)
3 \/77,_3 ns

It follows from (7.9) that, on the set {25 () E¢, for any 5(a, §) € G and any n € (0;1)

(2logK + &)
ng

~2 _ -
W lls =3[, < +n"=n)lls =8 B, + ( o? +4p(R+3plogn1)>

1—n
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Finally, in the (M2) situation, we have for any ¢ > 0, with probability > 1 —e~¢ — ¢(ny), Vn € (0,1),

a2 o A+nt—m) . 2
s =31, < ———, it __ s =3B,
3 n 5(a,B)€G
1 2 2log K +
+ = ( 0% + 4pR + 12p%log nl) M O
n 1- n ns
REFERENCES
[1] S. Arlot and P. Bartlett, Margin adaptive model selection in statistical learning. Bernoulli 17 (2011) 687-713.
[2] L. Birgé and P. Massart, Minimal penalties for gaussian model selection. Probab. Theory Relat. Fields 138 (2007) 33-73.
[3] L. Breiman, Random forests. Mach. Learn. 45 (2001) 5-32.
[4] L. Breiman and A. Cutler, Random forests. http://www.stat.berkeley.edu/users/breiman/RandomForests/ (2005).
[5] L. Breiman, J. Friedman, R. Olshen and C. Stone, Classification and Regression Trees. Chapman et Hall (1984).
] R

. Diaz-Uriarte and S. Alvarez de Andrés, Gene selection and classification of microarray data using random forest. BMC
Bioinform. 7 (2006) 1-13.
] B. Efron, T. Hastie, I. Johnstone and R. Tibshirani, Least angle regression. Ann. Stat. 32 (2004) 407-499.
[8] J. Fan and J. Lv, A selective overview of variable selection in high dimensional feature space. Stat. Sin. 20 (2010) 101-148.
| G.M. Furnival and R.W. Wilson, Regression by leaps and bounds. Technometrics 16 (1974) 499-511.
]

R. Genuer, J.M. Poggi and C. Tuleau-Malot, Variable selection using random forests. Pattern Recognit. Lett. 31 (2010)
2225-2236.

[11] S. Gey, Margin adaptive risk bounds for classification trees, hal-00362281.

[12] S. Gey and E. Nédélec, Model Selection for CART Regression Trees. I[EEE Trans. Inf. Theory 51 (2005) 658-670.

[13] B. Ghattas and A. Ben Ishak, Sélection de variables pour la classification binaire en grande dimension: comparaisons et
application aux données de biopuces. Journal de la société francaise de statistique 149 (2008) 43-66.

[14] U. Gromping, Estimators of relative importance in linear regression based on variance decomposition. The American Statis-
tician 61 (2007) 139-147.

[15] I. Guyon and A. Elisseff, An introduction to variable and feature selection. J. Mach. Learn. Res. 3 (2003) 1157-1182.

[16] I. Guyon, J. Weston, S. Barnhill and V.N. Vapnik, Gene selection for cancer classification using support vector machines.
Mach. Learn. 46 (2002) 389-422.

[17] T. Hastié, R. Tibshirani and J. Friedman, The Elements of Statistical Learning. Springer (2001).

[18] T. Hesterberg, N.H. Choi, L. Meier and C. Fraley, Least angle regresion and 11 penalized regression: A review. Stat. Surv. 2
(2008) 61-93.

[19] R. Kohavi and G.H. John, Wrappers for feature subset selection. Artificial Intelligence 97 (1997) 273-324.

[20] V. Koltchinskii, Local rademacher complexities and oracle inequalities in risk minimization. Ann. Stat. 34 (2004) 2593-2656.

[21] E. Mammen and A. Tsybakov, Smooth discrimination analysis. Ann. Stat. 27 (1999) 1808-1829.

[22] P. Massart, Some applications of concentration inequalities to statistics. Annales de la faculté des sciences de Toulouse 2
(2000) 245-303.

[23] P. Massart, Concentration Inequlaities and Model Selection. Lect. Notes Math. Springer (2003).
[24] P. Massart and E. Nédélec, Risk bounds for statistical learning. Ann. Stat. 34 (2006).

[25] J.M. Poggi and C. Tuleau, Classification supervisée en grande dimension. Application & ’agrément de conduite automobile.
Revue de Statistique Appliquée LIV (2006) 41-60.

[26] E. Rio, Une inégalité de bennett pour les maxima de processus empiriques. Ann. Inst. Henri Poincaré, Probab. Stat. 38 (2002)
1053—-1057.

[27] A. Saltelli, K. Chan and M. Scott, Sensitivity Analysis. Wiley (2000).

[28] M. Sauvé, Histogram selection in non gaussian regression. ESAIM PS 13 (2009) 70-86.

[29] M. Sauvé and C. Tuleau-Malot, Variable selection through CART, hal-00551375.

[30] I.M. Sobol, Sensitivity estimates for nonlinear mathematical models. Math. Mod. Comput. Ezperiment 1 (1993) 271-280.
[31] R. Tibshirani, Regression shrinkage and selection via Lasso. J. R. Stat. Soc. Ser. B 58 (1996) 267—-288.

[32] A.B. Tsybakov, Optimal aggregation of classifiers in statistical learning. Ann. Stat. 32 (2004) 135-166.


http://www.stat.berkeley.edu/users/breiman/RandomForests/

	Introduction
	General framework and state of the art
	Main goals

	Preliminaries
	Overview of CART and variable selection
	The context

	Classification
	Variable selection via (M1) and (M2)
	Final selection

	Regression
	Variable selection via (M1) and (M2)
	Final selection

	Simulations
	In practice
	Theoretical versus practical procedures
	Influence of correlated variables

	Appendix
	Proofs
	Classification
	Proof of the Proposition 3.1: 
	Proof of the Proposition 3.2
	Proof of the Proposition 3.3

	Regression
	Proof of the Proposition 4.1 
	Proof of the Proposition 4.3
	Proof of the Proposition 4.5


	References

