N

N

Model-Based Variable Decorrelation in Linear
Regression
Clément Théry, Christophe Biernacki, Gaétan Loridant

» To cite this version:

Clément Théry, Christophe Biernacki, Gaétan Loridant. Model-Based Variable Decorrelation in Linear
Regression. 2014. hal-01099133

HAL Id: hal-01099133
https://hal.science/hal-01099133

Preprint submitted on 31 Dec 2014

HAL is a multi-disciplinary open access L’archive ouverte pluridisciplinaire HAL, est
archive for the deposit and dissemination of sci- destinée au dépot et a la diffusion de documents
entific research documents, whether they are pub- scientifiques de niveau recherche, publiés ou non,
lished or not. The documents may come from émanant des établissements d’enseignement et de
teaching and research institutions in France or recherche francais ou étrangers, des laboratoires
abroad, or from public or private research centers. publics ou privés.


https://hal.science/hal-01099133
https://hal.archives-ouvertes.fr

MODEL-BASED VARIABLE DECORRELATION IN LINEAR REGRESSION
Clément Théry!' & Christophe Biernacki? & Gaétan Loridant?

U ArcelorMittal, Université Lille 1, CNRS, Inria, clement.thery@arcelormittal.com
2 Université Lille 1, CNRS, Inria, christophe.biernacki@math.univ-lillel.fr
3 Ftudes Industrielles ArcelorMittal Dunkerque, gaetan.loridant@arcelormittal.com

Abstract. Linear regression outcomes (estimates, prevision) are known to be damaged by highly
correlated covariates. However most modern datasets are expected to mechanically convey more and
more highly correlated covariates due to the global increase of the amount of variables they contain. We
propose to explicitly model such correlations by a family of linear regressions between the covariates.
The structure of correlations is found with an MCMC algorithm aiming at optimizing a specific BIC
criterion. This hierarchical-like approach leads to a joint probability distribution on both the initial
response variable and the linearly explained covariates. Then, marginalisation on the linearly explained
covariates produces a parsimonious correlation-free regression model from which classical procedures
for estimating regression coefficient, including any variable selection procedures, can be plugged. Both
simulated and real-life datasets from steel industry, where correlated variables are frequent, highlight
that this proposed covariates pretreatment-like method has two essential benefits: First, it offers a
real readability of the linear links between covariates; Second, it improves significantly efficiency of
classical estimation/selection methods which are performed after. An R package (CORREG), available
on the CRAN, implements this new method.

Keywords. Regression, correlations, steel industry, variable selection, generative models, model
selection

1 Introduction

Linear regression is a very standard and efficient method providing a predictive model with a good
interpretability even for non-statisticians. Therefore, it is used in nearly all the fields where statistics
are made [20]: Astronomy [11], Sociology [15], Industry (real datasets of the present paper), ... With
the rise of informatics, datasets contain more and more covariates leading high variance estimates,
misleading interpretations and poor prediction accuracy for two different, quite related, reasons. First,
the number of covariates leads to more complex models. Second, the number of covariates mechanically
increases the chance to have correlated ones. Both situations are quite intricate and appear technically
in a similar manner in the estimate procedure through ill-conditioned matrices. As a consequence,
explicit break-up between them is not very common, most proposed methods focusing on the seminal
question of the number of covariates selection. Originality of this paper is to distinguish explicitly
them by proposing a specific decorrelation step followed by any classical variable selection step chosen
by the practitioner. The decorrelation step can be viewed as a variable selection step but it is focused
only on correlations, not on the number of covariates.

Reducing the variance induced by the large number of covariates can be reached by targeting a
better bias-variance trade off. Relating methods are numerous and continue to generate a lot of work.
Most traditional directions are shrinkage, including variable selection, and also variable clustering.

Ridge regression [16] is a shrinkage method which proposes possibly biased estimator that can be
written in terms of a parametric Ly penalty. It does not select variables since coefficients tend to 0 but
don’t reach 0, leading to difficult interpretations for a large number of covariates. Since real datasets
may imply many irrelevant variables, variable selection should be preferred for more interpretable
models. Variable selection methods may add also some bias by deleting some relevant covariates but
it may reduced drastically the variance by the dimension reduction. As an emblematic method, the
Least Absolute Shrinkage and Selection Operator (LASSO [24]) consists in a shrinkage of the regression
coefficients based on a parametric L1 penalty to shrink some coefficients exactly to zero. But, like
the ridge regression, the penalty does not distinguish correlated and independent covariates so there



is no guarantee to have less correlated covariates. It only produces a parsimonious model, that is
a gain for interpretation but only half the way from our point of view. In particular, LASSO is also
known to face consistency problems [29] when confronted with correlated covariates. So the quality of
interpretation is compromised. Elastic net [30] is a method developed to reach a compromise between
Ridge regression and the LASSO by a linear combination of L; and Ls penalties. But, since it is based
on the grouping effect, correlated covariates get similar coefficients and are selected together.

Another way for improving the conditioning and the understandability is to consider clusters
of variables with the same coefficients, like the Octagonal Shrinkage and Clustering Algorithm for
Regression (OSCAR [2]) to reduce dimension and also correlations if correlated covariates are in the same
clusters. A possible bias is added by the dimension reduction inherent to the coefficients clustering.
The CLusterwise Effect REgression (CLERE [26]) describes the regression coefficients no longer as fixed
effect parameters but as unobserved independent random variables with grouped coefficients following
a Gaussian Mixture distribution. The idea is that if the model has a small number of groups of
covariates, the model will have a number of free parameters significantly lower than the number of
covariates. In such a case, it improves interpretability and ability to yeld reliable prediction with a
smaller variance on the coefficients estimator. Spike and Slab variable selection [10] also relies on a
Gaussian mixture (the spike and the slab) hypothesis for the regression coefficients and gives a subset
of covariates (not grouped) on which to compute the Ordinary Least Squares estimate (OLS) but has
no specific protection against correlations issues.

None of the above methods takes explicitly the correlations into account, even if the clustering
methods may group the correlated covariates together. However, modeling explicitly linear correlation
between variables already exists in statistics. In Gaussian model-based clustering, [17] consider that
some irrelevant covariates for clustering are in linear regression with some relevant ones. The algorithm
used to find the structure is a stepwise-like algorithm [21] even if it is known to be often unstable
[19]. We propose to transpose this method for linear regression with a specifically adapted algorithm
to find the structure of sub-regression.

The idea of the present paper is that if we know explicitly the correlations, we could use this
knowledge to avoid this specific problem. Correlations are thus new information to reduce the variance
without adding any bias. More precisely, correlations are modeled through a system of linear sub-
regressions between covariates. The set of covariates which are never at the place of a response
variable in these sub-regressions is finally the greatest set of orthogonal covariates. Marginalizing over
the dependent co-variables leads then to a linear regression (in relation to the initial response variable)
with only orthogonal covariates. This marginalization step can be viewed also as a variable selection
step but guided only by the correlations between covariates. Advantages of this approach is twofold.
First, it improves interpretation through a good readability of dependency between covariates. Second,
this marginal model is still a “true” model provided that both the initial regression model and all the
sub-regressions are “true”. As a consequence, the associated OLS will preserve an unbiased estimate
but with a possibly reduced variance comparing to the OLS with the full regression model. The fact
that the variance decreases depends on the residual variances involved in the sub-regressions: The
more the sub-regressions are marked, the less will be the variance of associated OLS. In fact, any
other estimation method than OLS can be plugged after the marginalization step. Indeed, it can be
viewed as a pretreatment against correlation which can be chained after with dimension reduction
methods, without no more suffering from correlations this time. The sub-linear structure is obtained
by a McMC algorithm optimizing a specific BIC criterion associated to the joint distribution on the
covariates, regardless of the initial response variable. This algorithm is part of the R package CORREG
accessible on CRAN.

This paper will first present in Section 2 the modelisation of the correlations between covariates
by sub-regressions and the by-product marginal regression model. Section 3 is devoted to describe the
MCMC random walk used to find the structure of sub-regressions. Some numerical results on simulated
datasets (Section 4) and real industrial datasets (Section 5) are then conducted to quantify the added
value of our approach. Concluding remarks, including perspectives, are then given in Section 6.



2 Model-based approach for selecting uncorrelated covariates

2.1 Sub-regressions between covariates

The classical linear regression model can be written
Y|X; 8,0y = XB +ey (1)

with X = (X!,..., X% the n x d matrix of d predictor variables X’ (j = 1,...,d), Y the n x 1 vector
of the n response variables and ey ~ N, (0,0%I) the centered Gaussian noise of the regression with
standard deviation oy > 0, I denoting the identity matrix of suitable dimension. The d x 1 vector B
gathers the coefficients of the regression®, that can be estimated by Ordinary Least Squares (OLS):

B=(X'X)"'XY (2)
It is an unbiased estimate with variance matrix
Var(B) = ot (X'X) . (3)

This estimate requires the inversion of X’X which can lead to great variance estimates, so unstable
estimates, if it is ill-conditioned. Ill-conditioning increases when the number d of covariates grows
and/or when correlations within the covariates grow (in absolute value) [9]. At the limit, when d > n
and/or when some correlations are maximum, X’X becomes singular. Note that d and correlations
are also two non unrelated factors since, in real applications, increasing d makes the risk to obtain
correlated covariates higher.

We focus now on an original manner to solve the covariates correlation problem. The covari-
ates number problem will be solved at a second stage by standard methods, once only decorrelated
covariates will be identified. The proposed method relies on the two following hypotheses.

Hypothesis 1 In order to take into account the covariates correlation problem, we make the hypoth-
esis correlation between covariates is only the consequence that some covariates linearly depend on
some other covariates. More precisely, there are d, > 0 such “sub-regressions”, each sub-regression

j =1,...,d, having the covariate XJ% as response variable (JI € {1,....,d} and JI # JI' if j # j')
and having the dg) > 0 covariates X’ as predictor variables (Jg c {1,...,d}\J? and dg, = \Jg| the
cardinal of J} ):

XX 05,02 = Xy + ¢, (4)
where o € R% (ozg-‘ %0 forallj=1,...,d, and h = 1,...,d{,) and €; NNn(O,O']?I).Cf

Hypothesis 2 In addition, we make the complementary hypothesis that the response covariates and

the predictor covariates are totally disjoint: for any sub-regression j = 1,...,d,, Jg C Jy where
Jr = {J}, ..., Jd} is set of all response covariates and Jy = {1,...,d}\J, is the set of all non
response covariates of cardinal dy = d —d, = |J¢|. This new assumption allows to obtain very

simple sub-regressions sequences, discarding hierarchical ones, in particular uninteresting cyclic sub-
regressions. However it is not too much restrictive since any hierarchical (but non-cyclic) sequence
of sub-regressions can be agglomerated into a non-hierarchical sequence of sub-regressions, even if
it may implies to partially loose information through variance increase in the new mon-hierarchical
sub-regressions.

!Usually a constant is included as one of the regressors. For example we can take X* = (1,...,1)’. The corresponding
element of B3 is then the intercept ;.



Further notations In the following, we will note also J, = (J},...,J%) the d,-uple of all the
response variable (to be not confused with the corresponding set J, previously defined), J, =
(JI}, cee Jgr) the d,-uple of all the predictors for all the sub-regressions, d, = (d},, ... ,dgr) the as-
sociated number of predictors and S = (J,, Jp) the global model of all the sub-regressions. As more
compact notations, we define also X, = X” the whole set of response covariates and also X =X I
the all other covariates, denominating now as free covariates, including those used as predictor co-
variates in J,. An illustration of all these notations is displayed through an example in Section 2.3.

The parameters are also stacked together: a = (a,...,aq,) denotes the global coefficient of sub-
regressions and o? = (0%, ... ,ai) denotes the corresponding global variance.
Remarks

e Sub-regressions defined in (4) are very easy to understand by any practitioner and, thus, will
give a clear view of all the correlations present in the dataset at hand.

e We have considered correlations between the covariates of the main regression on Y, not between
the residuals. Thus S does not depend on Y and it can be estimated independently as we will
see in Section 3.

e The model of sub-regressions S gives a system of linear regressions that can be viewed as a
recursive Simultaneous Equation Model (SEM)[4, 25] or also as a Seemingly Unrelated Regression
(Sur) [27].

2.2 Marginal regression with decorrelated covariates

The aim is now to use the model of linear sub-regressions S (that we assume to be known in this part)
between some covariates of X to obtain a linear regression on Y relying only on uncorrelated variables
X s. The way to proceed is to marginalize the joint distribution of {(Y, X,)| X, S; 8, a, o2, 0%} to
obtain the distribution of {Y|X ¢, S; 8, a, 012/, 02} depending only on uncorrelated variables X IS

P(Y|Xy,S; B, a,0y,0%) = /d P(Y|Xf, X, S;8,00)P(X,| X ¢, S; o, 0%)d X . (5)
Rar
We need the following new hypothesis.

Hypothesis 3 We assume that all errors ey ande; (j =1,...,d,) are mutually independent. It im-

plies in particular that conditional response covariates {X‘H |XJ1]’, S; aj, 032»}, with distribution defined
in (4), are mutually independent:

dr ) )
P(X.|Xy,S;e,0%) = [[ (X7 X, S;a),07). (6)
j=1

Noting 8, = B, and By = B8, ; the regression coefficients associated respectively to the responses
and to the free covariates, we can rewrite (1):
YIX,S;8,0% = X8 + X8, + ey, (7)

Combining now (7) with (4), (5) and (6), and also independence between each €; and ey, we obtain
the following closed-form for the distribution of {Y'|X ¢, S; B, o, 0%, 0%}

dr dr
Y|Xy,8:8,a,0¢,0° = Xy(B;+ Bya;)+Y Bejtey (8)
=1 i=1

where o € R with (a;‘)Jg = a; and (aj)Jf\Jz =0.

Consequently, we have obtained a new regression expression of Y but relying now only on uncorrelated



covariates X . This decorrelation process has also acted like a specific variable selection process
because Xy C X. These two statements are expected to decrease the variance of further estimates
of B. However, the counterpart is twofold First, this regression has a higher residual variance than

the initial one since it is now o2* = 0% + Z] B2 7 j instead of o3. Second, variable selection being

equivalent to set Br = 0, it implies possibly biased estimates of 3,. As a conclusion, we are faced
with a typical bias-variance trade off. We will illustrate it in the next section in the case of the OLS
estimate.

In practice, the strategy we propose is to rely estimate of B upon Equation (9). The practitioner
can choose any estimate of its choice, like OLS or any variable selection procedure like LASSO. In other
words, it is possible to see (9) as a kind of pretreatment for decorrelating covariates, while assuming
nothing on the subsequent estimate process.

Remark

e As a consequence of Hypothesis 1 to 3, “free” covariates X y are all decorrelated (see the Lemma
in the Appendix about identifiability).

In the following, we will denote by CORREG the new proposed strategy.

2.3 Illustration of the bias-variance trade off with oLS
Qualitative illustration Noting 8* the vector of coefficients of the same dimension as 8 with
B, = B, =0 and ,B*Jf = B%, (9) can be rewritten

Y|Xf,S,B,O(,O'}2/,O'2:Xfﬁ}—f—XrB:‘l‘E;‘/ (10)
The OLS estimate of 8% is then given by

Ak —1 Ak
By = (X}X;) XY and B =0. (11)

As usual, the OLS estimate B* of B* is unbiased but, however, contrary to [3, it could be a biased
estimate of 8 since

E(B) = f+ZﬁJ]a and E(B.)=0. (12)
7j=1

In return, its variance could be reduced compared to this one of A given in (3) as soon as values of
o; are small enough (it means strong correlations in sub-regressions) as we can see in the following
expression

Var(ﬁf (0% + Za 5 X'fo)_1 and Var(B:) =0. (13)

Indeed, no correlations between covariates X, imply that the matrix X ’fX ¢ could be sufficiently
better conditioned than the matrix X’X involved in (3) to balance the added variance >jel, 0]2-5?
n (13). This bias-variance trade off can be resumed by the Mean Squared Error (MSE) associated to
both estimates:

use(B) = of TH((X' X)), (14)

Ak

MSE(B) = || Zﬁjaa I3+ 11 8, 113 +(o% +ZU D) Tr((X5X )7, (15)



Numerical illustration We now illustrate the bias-variance trade off, through a numerical example.
Let a simple case with d = 5 covariates X = (X X2 x4 X 5) independently drawn by four indepen-
dent Gaussian N;,(0,I). Thus, J; = {1,2,4,5},d; =4 and X = (X', X? X* X5). Let also d, = 1
response covariate X 3| X1, X2 = X! + X2 4 ¢, where €1 ~ N,,(0,07I). Thus, oy = (1,1)', J, = (3),
Jr={3}, X, = (X?),d, = (2), J, = ({1,2}), X7 = (X!, X?%) and S = ((3),({1,2})). Concerning
now the regression with Y, we define Y| X = X'+ X? + X3+ X4+ X5+ ey = XB+ ey, where 8 =
(1,1,1,1,1)" and oy € {10,20}. Finally, we deduce that Y| X ;, 8 = 2X' +2X?+ X1+ X%+ ¢, +ey
It is clear that X’X will become more ill-conditioned as o gets smaller.

We compute now the theoretical MSE of the OLS estimates B and B* for several values of o1
(strength of the sub-regression) and the sample size n. Figure 2.3 displays the MSE evolution with the
strength of the sub-regression expressed by a function of the standard coefficient of determination

o _ Var(er) _ of (16)

1-R" = .
Var(X3) o} +2

The lower is the value of 1 — R?, the larger is the strength of the sub-regression.

n= 15, sigmaY= 10 n= 100, sigmaY= 10 n= 1000, sigma= 10

30
1
30
1

MSE
MSE

20
1
20
1

10
1
10
1

n= 15, sigma¥= 20 n= 100 , sigmaY= 20 n= 1000 , sigma¥= 20

MSE
100
L
MSE
15
L

10
1

Figure 1: Values of MSE(3) (plain) and of MSE(B*) (dotted) when varying the strength (1 — R?) of
the sub-regression, and also the values n and oy.

It appears that, when the sub-regression is strong (low 1— R?), B* is a better estimate than B : the
gain on MSE can even be very significant. This effect is amplified by the oy increase but is reduced
by the n increases. Thus, the estimate B* should be particularly useful when some covariates are
highly correlated, when also the sample sizes is small and when the residual variance of Y is large. It
corresponds to expected difficult practical situations.

Further results will be provided in Section 4 and 5.

3 Sub-regressions model selection

The question we address now is twofold: which criterion to retain for selecting a sub-regression struc-
ture S and which strategy to adopt for exploring the large space of models S. Obviously, S being
very simply understood even by non statisticians, practitioners could easily transform their expert



knowledge on the phenomenon at hand, if any, into a given structure S. For instance, Structural
Equations Models (SEM), which are related to our model as already mentioned in Section 1, are often
used in social sciences and economy where a structure S is generally “hand-made”. However, in the
general situation, S has to be estimated. A standard method as graphical LASSO [6], which searches
for a structure on the precision matrix (inverse of the variance-covariance matrix) by setting some
coefficients of the precision matrix to zero, can not be applied since it is not designed to estimate
oriented structures like S.
It is important to note that selecting S only relies on X, not on Y.

3.1 Designing two specific BIC criteria
The Bayesian model selection paradigm consists of retaining the model S maximizing the posterior
distribution [22, 1, 3]
P(S|X) «x P(X|S)P(S) (17)
— P(X,|X;, $)P(X|S)B(S). (18)

In order to implement this paradigm, we need first to define the three probabilities which are in the
right hand of the previous equation.

Defining P(X,|X,S) corresponds to the integrated likelihood based on P(X,|X s, S;a, 02). It
can be approximated by a BIC-like approach [23]

—2InP(X,| X}, S) = —2InP(X,| X, S; &, 62) + (|a| + |?]) In(n) = BIC,(S), (19)

where & and &2 designate respectively the Maximum Likelihood Estimates (MLE) of a and &2, and
|1p| designates the number of free continuous parameters associated to the space of any parameter ).

Defining P(X |S) It corresponds to the integrated likelihood based on a not yet defined distribution
P(X f|S;6) on the uncorrelated covariates X ; and parameterized by 6. In this purpose, we need the
following new hypothesis.

Hypothesis 4 All covariates X’ with j € Jt are mutually independent and arise from the following
Gaussian mizture of k; components

k;
h=1
where w; = (mij,...,7k;5) 8 the vector of mizing proportions with V1 < h < kj,mp; > 0 and

2

ZI;LJZI g = 1, p; = (g, .-, pk5) s the vector of centers and /\JQ» = ()\lj,...,)\zjj) is the vector

of variances. We stack together all the mizture parameters in @ = (7}, Ky )\?;j € Jy).

Noting 6 the MLE of 0, the BIC approximation can then be used again:

—2InP(X4|S) = —2InP(X;|S;0) + |8]In(n) = BIC}(S). (21)

Defining P(S) The most standard choice consists of putting a uniform distribution on the model
space S, this choice being noted Py (S) = |S|~!, with |S| the space dimension of S.

However, S being combinatorial, |S| is huge. It has two cumulated consequences: First, the
exact probability P(S|X) may be of the same order of magnitude for a large number of candidates
S, including the best one; Second, the BIC approximations of this quantity may introduce additional
confusion to wisely distinguish between model probabilities. In order to limit this problem, we propose



to introduce some information in P(S) promoting simple models through the following hierarchical
uniform distribution denoted by Py (.S):

Pu(S) = Pu(Jr,Jp) (22)
= PH(Jerp7drudp) (23)
= Py(Jpldy, Jr,dr) x Py(dy|dy, dr) X Py(Jr|dy) x Py(dy) (24)
d, -1 -1
- [H ( d;jd’” )] x [d—d, )% x l( j )] x [d+ 1], (25)
j=1 p "

where Z means the number of b-element subsets of an a-element set and where all probabilities

Py (-) denote uniform distribution on the related space at hand. Pg(S) gives decreasing probabilities
to more complex models, provided that the following new hypothesis is verified:

Hypothesis 5 We set d, < d/2 and also d, < d/2 (j=1,...,d,).

These two thresholds are sufficiently large to be wholly realistic.

Final approximation of P(S|X) Merging the previous three expressions, it leads to the following
two global BIC criteria, to be minimized, denoted by BICy or BICy, depending on the choice of Py (S)
or Py (S) respectively:

BICy(S) = BIC,(S) + BICs(S) — 2InPy(S) (26)
BICy(S) = BIC,(S) + BICy(S) — 2InPy(S). (27)

In the following, we will denote by BIC, any of both BICy and BiCy. Numerical results in Section 4.2
will allow to compare behaviour of both criteria.

Remarks

e Hypothesis 4 is the keystone to define a full generative model on the whole covariates X. On
the one hand, the BIC criterion can be applied in this context, avoiding to use a cross-validation
criterion which can be much more time-consuming. On the other hand, the great flexibility of
Gaussian mixture models [18], provided that the number of components k; has to be estimated,
implies that Hypothesis 4 is particularly weak in fact.

e In practice, Gaussian mixture models are estimated only once for each variable X7 (j=1,...,4d).
Thus, there is no combinatorial difficulty associated with them. An EM algorithm [5] will be
used for estimating the mixture parameters and a classical BIC criterion [23] will be used for
selecting the different number of components k;.

e A sufficient condition for identifiability of the structure of sub-regressions S is that all sub-
regressions contain at least two predictor covariates (d% > 2 forall j =1,...,d,). In fact,
if there exists some sub-regressions with only one regressor, identifiability holds for these sub-
regressions only up to a permutation between the related response and predictor covariates.
However, even in this case, full identifiability may occur thanks to constraints on response and
predictor covariates given in Hypothesis 1 and 2.

e As any BIC criterion, the BICy and BICy criteria are consistent [13].

e Even if it favors more parsimonious models, Py (S) can be also viewed as a poor informative
prior on S since it is a combination of non informative priors.



3.2 Exploring the structure space with an McMcC algorithm

We present now an MCMC algorithm devoting to minimize the criterion BIC, to find the optimal
estimate of the structure S. This Markov chain is regular and ergodic with a finite state space, thus
it has a stationary distribution m o< exp(—BIC,) on the space S of S [8]. Consequently, the chain is
expected to be more concentrated around the mode of 7, where the optimal value of S stands.

This algorithm alternates two steps: the definition of a neighbourhood V(S) around the current
structure S and then the generation of a new structure S* belonging to this neighbourhood according
to its posterior probability.

Note that the S has to be a regular space. It means that it has to verify Hypothesis 1, 2 and 5.
In addition, we note below S and ST the structures at the current and the next iteration of the
algorithm, respectively.

3.2.1 Definition of a neighbourhood V(S)

We define a global neighbourhood space V(.S) of S composed by the following four specific neighbour-
hood spaces V(S) =V, (S) UV,_(S) UV, (S) UV,_(S) described below:

e Adding a sub-regression: a new sub-regression with only one predictor covariate is added to

S

Vi (8) = {8: 8 €8, (o, Tt = (I, 0,), Tt e Jp, It = (G e gr) (28)
e Removing a sub-regression: a sub-regression is removed from S
Vi (8) ={8:8 €S, (Jr,Jp) = (Jr, Jp) 14V e (1, d,} ). (29)
e Adding a predictor covariate: a predictor covariate is added to one sub-regression of §
Vo (8) ={8: 5 €8, d, = J,, J, W = plled NOY = iU R}, G e {1, dy he T\ D
(30)

e Removing a predictor covariate: a predictor covariate is removed from one sub-regression

of S

Vo (8)={5:5 €8,y = d,, J,\ I = gl d NOY = IR}, G e {1, dy ) he 1)

(31)
3.2.2 Generation of a new structure S+
We then generate ST from the following transition probability defined in V(S)
J— C* .
P(SH(S)) = SR LBC0) (32)

N ZSeV(S) exp(—BIC*(S)).

3.2.3 Detailed use of the algorithm

e Estimate S: we retain the structure S having the lowest value of the criterion BIC,(S) during
the walk.

e Initialization: the initial structure is randomly from a distribution taking into account the
absolute value of the correlations.

e Long versus short runs: we prefer to run multiple short chains than to run a unique long
chains [7].



4 Numerical results on simulated datasets

We now aim to access the numerical behaviour of the proposed strategy CORREG, and its related
estimation and model selection processes, through some simulated datasets. We will also evaluate
robustness of the method in some disadvantageous situations as non linear correlations between co-
variates.

4.1 Experimental design

We consider regressions on Y with d = 40 covariates and with a R? value equal to 0.4. Sub-regressions
will have R? successively set to (0.1,0.3,0.5,0.7,0.99). Variables in X ¢ arise from a Gaussian mixture
model whose the number of components follows a Poisson’s law of mean parameter equal to 5. The
coefficients of B and of the ;s are independently generated according to the same Poisson distribution
but with a uniform random sign. All sub-regressions are of length two (Vj = 1,....d,, d% = 2 and
we have d, = 16 sub-regressions. The datasets are then scaled, so that covariates X, avoid large
distortions for variances or for means. Different sample sizes n € (30, 50,100,400) are chosen, thus
considering experiments in both situations n < d and n > d. In all figures, the thickness of the lines
will represent various values of n, the thicker being the greater.

We used RMIXMOD [14] to estimate the Gaussian mixture densities of each covariate X, settings
being used at default values both for parameter and the number of components estimation. For each
configuration, the MCcMC walk was launched on 10 initial structures with 1 000 iterations each time.
All the results are provided by the CORREG package available on the CRANZ.

In the following, Section 4.2 evaluates the quality of the procedures to estimate the structure S.
Section 4.3 and 4.4 compare predictive performance of standard methods with/without CORREG in
some “standard” and “robustness” cases, respectively.

4.2 Evaluation of BIC, to estimate S

To evaluate the quality of the estimated structure S structure retained both by BICy and BICy we
define two complementary indicators to compare it to the true model S.

o T, = |J. N J.| (“True Response”): it corresponds to the number of estimate response covariates
in S which are truly response covariates in the true model S.

o W, = ]jr\ —T, (“Wrong Response”): it corresponds to the number of estimate response covariates
in S which are are wrongfully response covariates in the true model S.

The T, and W, quality values are displayed in Figure 2(a) and (b) for the BiCy and BICy respectively.
We observe that BICy provides notably less wrong sub-regressions than BICy for any strength R? of
the true sub-regressions. In addition, BICz need to have significantly strong sub-regressions (R? > 0.4)
to detect them. However, this is not a problem since our CORREG strategy is expected to involve only
quite strong correlated covariates to have potential interest. Finally, we keep now the BICy criterion
as the best one for our purpose.

http://cran.r-project.org/web/packages/CorReg/index.html
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Figure 2: Average quality of the estimate subregressions S (dotted for T, plain for W) obtained by
(a) BICy and (b) BiCy. Thickness represents n = 30, 50,100,400. Inter-quartile intervals are also
displayed.

4.3 Evaluation of the prediction quality

To evaluate the prediction quality of CORREG as a pretreatment method, we consider three scenarii:
First, the response variable Y depends on all covariates X; Second, Y depends on only covariates
X ; Finally, Y depends on only covariates X,. It correspond respectively to a neutral situation for
CorREG, a favorable one and an unfavorable one. The BICy criterion is always used for the model
selection.

4.3.1 Y depends on all X

We compare different standard estimation methods (OLS, LASSO, ridge, stepwise) with and without
CorREC as a pre-treatment. When n < p, the OLS method is associated as usual with the Moore-
Penrose generalized inverse [12]. In addition, when using penalized estimators for variable selection like
LASSO, an OLS step is used for coefficient estimation after shrinkage for better estimation [28]. When
CoRREC is combined with a standard estimation method, OLS for instance, the whole method will be
simply noted CORREGH+0LS. Results will be evaluated though a predictive Mean Squared Error value
(MSE) on a validation sample of 1 000 individuals and also by the complexity of the regression in Y’
(i.e. its number of variables). Associated figures will display both mean and inter-quartile intervals
of this predictive MSE.

Comparison 1 We compare OLS with CORREG+OLS. Figure 3 (a) shows that CORREG improves
significantly the prediction power of OLS for small values of n and/or heavy sub-regression structures.
This advantage then shrinks when n increases because the matrix to invert becomes better-conditioned
and since CORREG does not allow to retrieve that Y depends on all X because of the marginalization
of some covariates implicated in the sub-regressions. Figure 3 (b) illustrates also the model regression
in Y retained by CORREG is more parsimonious, provided that sub-regressions are strong enough.

Comparisons 2 to 4 We compare now three variable selections methods: LASSO with COR-
REG+1LASSO, elasticnet with CORREG+electicnet and also stepwise with CORREG+stepwise. Fig-
ures 4, 5 and 6 respectively display the results on the same manner as the previous OoLS with COR-
REG+oLs. We see that CORREG, used as a pre-treatment, provides similar prediction accuracy as
the three variable selection methods (this prediction is often better for small datasets) but with much
more parsimonious regression models on Y. This is remarkable because the true model depends on

11
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Figure 3: Comparison of OLS (dotted) and CORREG + OLS (plain) when Y depends on all covariates
X. Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

all covariates, so it highlights that other variable selection methods may be really penalized by the
correlations between the covariates.

Comparison of the MSE grouped byn Comparison of the complexities grouped by n
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(b) Complexity
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(a) MSE on a validation subset

Figure 4: Comparison of LASSO (dotted) and CORREG + LASSO (plain) when Y depends on all
covariates X . Thickness represents n = 30, 50, 100,400. Inter-quartile intervals are also displayed.

Comparison 5 We compare now ridge with CORREG+ridge. Figure 7 shows that the ridge re-
gression is efficient in prediction when confronted to correlated covariates. It is directly made to
improve the conditioning and keeps all the covariates (as the true model) so it logically gives better
predictions than CORREG which removes some covariates. Nevertheless, we notice that the CORREG
pre-treatment before the ridge regression gives MSE values that are really close to the ridge regression
ones (inter-quartile intervals are very mingled) but with drastically more parsimonious models. In-
deed, ridge regression alone gives a full model (40 covariates even with only 30 individuals) and will
give models too complex to be easily interpreted. Thus, the combination CORREG+ridge provides
high benefits for interpretation while preserving good prediction accuracy.
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Figure 5: Comparison of elasticnet (dotted) and CORREG + elasticnet (plain) when Y depends on
all covariates X. Thickness represents n = 30,50, 100, 400. Inter-quartile intervals are also displayed.
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Figure 6: Comparison of stepwise (dotted) and CORREG + stepwise (plain) when Y depends on
covariates X . Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

4.3.2 Y depends only on X

Figures 8 and 9 display results for, respectively, oLS with CORREG+0LS and LASSO with COR-
REG+1LASSO. Even if the true model involved correlated but irrelevant covariates then classical vari-
able selection methods gain to be associated with a pre-treatment by CORREG. Figure 10 displays
results for RIDGE with CORREGHRIDGE. It shows the accuracy prediction of ridge regression is heav-
ily penalized since the true model is parsimonious. In that case, CORREG can significantly help to
improve the results.

4.3.3 Y depends only on X,

We now try the method with a response depending only on variables in X,. Depending only on X,
implies sparsity and impossibility to obtain the true model, even if using the true structure S.
Figure 11 compares OLS with CORREGHOLS. It reveals that CORREG is still better than oLs for
strong correlations and limited values of n. When n rises, the sub-regression are detected and relevant
covariates are removed. As a consequence, CORREG can not improve the results and increases the
MSE. However, for strong correlations, the error shrinks as the model tends to be less identifiable and
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X. Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.
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Figure 8: Comparison of OLS (dotted) and CORREG + OLS (plain) when Y depends only on X.
Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

switching variables is not a problem anymore even with large values of n.

Figure 12 compares LASSO with CORREG+LASSO. It shows that LASSO naturally tends to keep

X, and thus is better because it corresponds to the true model. So CORREG is almost always the
worst method. In such a case, it is recommended to compare both LASSO with CORREG-+LASSO
with a model choice criterion. Note that this model choice is only between two models so it avoids
multiple tests issues and computational cost explosion. Thus, we suggest to always compute the “with
CoRrRREG” and the “without CORREG” solutions and then to compare them with the more pertinent
criterion (AIC, cross-validation, validation sample, etc.) according to the context (size of the datasets
for example).

Remark Since the structure S does not depend on Y, it can be interesting for interpretation in cases
when the “with CORREG” solutions are not kept in favor of “without CORREG” solutions. CORREG
can then be seen both not only like a pre-treatment but also like a pre-study.
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Figure 10: Comparison of ridge (dotted) and CORREG + ridge (plain) when Y depends only on X yy.
Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

4.4 Robustess study through a non-linear case

We have generated a non-linear sub-regression to test the robustness of our model. X is a set of
6 independent Gaussian mixtures defined as before. We design a unique, possibly non linear, sub-
regression X7 = aX% + X9+ X3+ &1. The matrix X is then scaled and we set Y = 23:1 X;+ey.
We let a vary between 0 and 10 to increase progressively the non-linear part of the sub-regression.
Figure 13 shows that the MCMC algorithm has more difficulties to find a linear structure (by BICy as
the non-linear part of the sub-regression increases with a. But the model is quite robust, preserving
good efficient for small values of a. In addition, Figure 14 illustrates the advantage of using CORREG,
even with non-linear sub-regressions, concerning the quality of the MSE.
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Figure 11: Comparison of OLS (dotted) and CORREG + OLS (plain) when Y depends only on X,.
Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

Comparison of the MSE grouped byn Comparison of the complexities grouped by n
v
©
9
e
©
g -
= 2
2 <
8 81 el
o
w0 2
. “
T T T T T T T T T
02 04 08 08 10 02 04 06 08 10
R2 of sub-regressions R2 of sua-regressions
Thickness reprasents n= 30, 50, 100, 400 {plain=with CorReg, dottec=without Coreg ) Thickness represants 1= 30, 5C, 100, 400 (plzin=with CorReq, detted=without CorReg )
(a) MSE on a validation subset (b) Complexity

Figure 12: Comparison of LASSO (dotted) and CORREG + LASSO (plain) when Y depends only on
X . Thickness represents n = 30, 50, 100, 400. Inter-quartile intervals are also displayed.

MSE observed with OLS and LASSO

) T
=}
- Al
o ® } 4 1 1R ’
4 I 1 ( i
- 1 RV Bpsogyon Voo
— True Response o N i Nooin oy, Yan g
@ 1 iy !
- - Wrong Response I (IRl I ] LA A
@ [ y "
(=0 o 1
2
&
z w
© (=)
£ B 9 & -
5 ° E ©
z
c
5 o
[ 27
E o7 o
o
2
=
™| "
=) PR Y £ SRt P e
PV PRAVAL TR L M - ’ 2
Wty anwe Q
.0, Ay
o
S 7 T T T T T T
) ! ! ! ! ! 0 2 4 6 8 10
0 2 4 i 8 10
a
a plain=with CorReg, dotted=without CorReg, thick=0LS, thin=LASSO

Figure 14: MSE on the main regression for OLS
(thick) and LASSO (thin) used both with (plain)
or without CORREG (dotted).

Figure 13: Evolution of the quality of S when
the paramater a increases.

16



5 Numerical results on two real datasets

5.1 Quality case study in steel industry

This work takes place in steel industry context, with a quality oriented objective. Indeed, the purpose
is to understand and to prevent quality problems on finished products, knowing the whole process.
The correlations between involved features can be strong here because many parameters of the whole
process are highly correlated (physical laws, process rules, etc.). We have a quality parameter (confi-
dential) as response variable Y and d = 205 variables from the whole process to explain it. We get
a training set of n = 3 000 products described by these 205 variables from the industrial process and
also a validation sample of 847 products.

The objective here is not only to predict non-quality but to understand and then to avoid it.
CoRRECG provides an automatic method without any a priori and can be combined with any variable
selection methods. So it allows to obtain, in a small amount of time (several hours for this dataset),
some indications on the source of the problem, and to use human resources efficiently. When quality
crises occur, time is extremely precious so automation is a real stake. The combinatorial aspect of the
sub-regression models makes it impossible to do manually.

To illustrate that some industrial variables are naturally highly correlated, we can measure the
correlation p between some couple of variables. For instance, the width and the weight of a steel slab
gives |p| = 0.905, the temperature before and after some tool gives |p| = 0.983, the roughness of both
faces of the product gives |p| = 0.919 and a particular mean and a particular max gives |p| = 0.911.
For an overview of correlations, Figure 15(a) gives an histogram of p where we can see that, however,
many other variables are not so highly correlated.

CoRREG estimated a structure of d, = 76 sub-regressions with a mean of Eip = 5.17 predictors.
In the resulting uncorrelated covariate set X ; the number of values |p| > 0.7 is 79.33% smaller than
in X. Indeed, Figure 15(b) displays the histogram of adjusted R? value (dej) and we can see that
essentially large values of Rgdj are present. When we have a look at a more detailed level, we can
see also that CORREG has been able non only to retrieve the above correlations (the width and the
weight of a steel slab, etc.) but also to detect more complex structures describing physical models,
like the width in function of the mean flow and the mean speed, even if the true physical model is not
linear since “width = flow / (speed * thickness)” (here thickness is constant). Non-linear regulation
models used to optimize the process were also found (but are confidential). These first results are
easily understandable and meet metallurgists expertise. Sub-regressions with small values of R? are
associated with non-linear model (chemical kinetics for example).

Corrélations entre covariables
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Figure 15: Quality case study: (a) Histogram of correlations p in X, (b) histogram of the adjusted

dej for the d, = 76 sub-regressions.

Note that the uncorrelated variables can be very well-modeled by parsimonious Gaussian mixtures
as it is illustrated by Figure 16(a). In particular, the number of components is quite moderate as seen
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in Figure 16(b).
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Figure 16: Quality case study: (a) Example of a non-Gaussian real variable easily modeled by a
Gaussian mixture, (b) distribution of the number of components found for each covariate.

Table 1 displays predictive results associated to different estimation methods with and without
CorREG. We can see that CORREG improves the results for each method tested in terms of prediction,
with generally a more parsimonious regression on Y. In terms of interpretation, this regression gives
a better understanding of the consequences of corrective actions on the whole process. It typically
permits to determine the tuning parameters whereas variable selection alone would point variables we
can not directly act on. So it becomes easier to take corrective actions on the process to reach the
goal. The stakes are so important that even a little improvement leads to consequent benefits, and we
do not even talk about the impact on the market shares that is even more important.

Method Indicator With CORREG Without CORREG

OLS MSE 13.30 14.03
complexity 130 206
LASSO MSE 12.77 12.96
complexity 24 21
elasticnet MSE 12.15 13.52
complexity 40 78
ridge MSE 12.69 13.09
complexity 130 206

Table 1: Quality case study: Results obtained on a validation sample (n = 847 individuals). In bold,
the best MSE value.

5.2 Production case study

This second example is about a phenomenon that impacts the productivity of a steel plant. It is
described by a (confidential) response variable Y and d = 145 covariates from the whole process to
explain it but only n = 100 individuals are present. The stake is to gain 20% of productivity on a
specific product with high added value.

Figure 17(a) shows that many variables are highly correlated. CORREG found d, = 55 sub-
regressions and corresponding dej values are displayed in Figure 17(b). One of them seems to be
weak (Rgdj = 0.17) but it corresponds in fact to a non-linear regression: It points out a link between
diameter of a coil and some shape indicator. In this precise case, CORREG found a structure that
helped to decorrelate covariates and to find the relevant part of the process to optimize. This product
is made by a long process that requires several steel plants so it was necessary to point out the steel
plant where the problem occurred.
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Figure 17: Production case study: (a) Histogram of correlations p in X, (b) histogram of the adjusted

dej for the d, = 55 sub-regressions.

As in the previous quality case study, we note that the uncorrelated variables can be very well-
modeled by parsimonious Gaussian mixtures as it is illustrated by Figure 18(a). In particular, the
number of components is really moderate as seen in Figure 18(b).
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Figure 18: Production case study: (a) Example of a non-Gaussian real variable easily modeled by a
Gaussian mixture, (b) distribution of the number of components found for each covariate.

Table 2 displays predictive results associated to different estimation methods with and without
CorREG. Note that MSE is calculated though a leave-one-out method because of the small sample
size. We can again see that CORREG globally improves the results for each method tested in terms
of prediction, with always a more parsimonious regression on Y.
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Method Indicator With CorRREG Without CORREG

OLS MSE 1.95 51 810
complexity 91 100
LASSO MSE 0.106 0.120
complexity 27 34
elasticnet MSE 0.140 0.148
complexity 10 13
ridge MSE 0.179 0.177
complexity 91 146

Table 2: Production case study: Results obtained with leave-one out cross-validation (n = 100,d =
145). MSE is calculated though a leave-one-out method because of the small sample size. In bold, the
best MSE value.

6 Conclusion and perspectives

We have seen that correlations can lead to serious estimation and variable selection problems in linear
regression. In such a situation, it can be useful to explicitly model the structure between the covariates
and to use this structure by simple probabilistic marginalization to avoid correlations issues. It has led
to the so called CORREG method, which can be viewed as a variable pre-selection based on covariates
correlations and which has to be then combined with any standard estimate and variable selection
procedure. The CORREG strategy is able to give not only efficiently prediction but also a better
understanding of the phenomenon at hand thanks to the sub-regressions description of correlated
covariates. Its strength is then its great interpretability of the model, composed of several short linear
regression easily managed by non-statisticians. In particular, we have illustrated both advantages of
CORREG in two industrial contexts related to the steel industry.

Future works we plan is to allow CORREG to manage missing values. They are very common
in industry for instance. Indeed, the structure can be used to estimate missing values in X thanks
to the full generative model assumed in CORREG. Another perspective would be to take back lost
information (the residual of each sub-regression) to improve predictive efficiency when needed. It
would only consists in a second step of linear regression between the residuals and would thus still be
able to use any selection method.

Package CorReg is accessible on CRAN: http://cran.r-project.org/web/packages/CorReg/index.html
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