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Preface

Although mean regression achieved its greatest diffusion in the twentieth century, it is very
surprising to observe that the ideas of quantile regression were earlier. While the beginning
of the least-squares regression can be dated in the year 1805 by the work of Legendre, in
the mid-eighteenth century Boscovich already adjusted data on the ellipticity of the Earth
through concepts of quantile regression.

Later, quantile regression methods found a great development since the emergence of
Robust Statistics, which reached great expansion in the 1980s. The works of Hampel et
al. (1986) or Huber (1981) are good examples in this line. These concepts are still applied
nowadays.

Quantile regression is employed when the aim of study is centred on the estimation of the
different positions (quantiles). This kind of regression allows a more detailed description of
the behaviour of the response variable, adapts to situations under more general conditions of
the error distribution (that is, do not require stringent assumptions, such as homoscedasticity
or normality) and enjoys properties of robustness. Hereby it facilitates a more complete and
robust analysis of the information. For all that, quantile regression is a very useful statistical
technology for a large diversity of disciplines.

Quantile regression was introduced by Koenker and Bassett (1978) as a weighted absolute
residuals fit which allows to extend some properties of classical least squares estimation to
quantile regression estimates. Several classical statistical tools and procedures have been
adapted to quantile regression scenario over the years. In this line, Koenker (2005) is a good
review about quantile regression.

The main purpose of this dissertation is to collect different innovative statistical methods
in quantile regression setup related to prediction, estimation and lack-of-fit tests. In this
sense, this manuscript is organized as follows:

Chapter 1: Introduction. Along this chapter, a brief introduction to quantile regression
models will be presented. We will start establishing the concept of sample quantiles and
then, the idea of quantile regression introduced by Koenker and Bassett (1978) will be
shown as well as how to compute the associated regression coefficients. Furthermore,
the main characteristics associated with parametric quantile regression, as robustness
or the importance of the sparsity function, are introduced.

Chapter 2: Predicting using quantile regression models. Quantile regression models
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are especially useful in applications where extremes are important, such as environmental
studies where upper quantiles of pollution levels are critical from a public health
perspective. The main goal of this chapter is to propose a new method in order to
construct prediction intervals based on median regression and a bootstrap procedure
to approximate the prediction error distribution. This new method rendered better
coverage results for NO, concentration measured in the surroundings of the power
plant of As Pontes (Spain), compared to prediction intervals available in the literature.
Moreover, a Monte Carlo simulation study shows the good properties of the proposed
method.

This chapter is mainly based on Conde-Amboage et al. (2016).

Chapter 3: A plug-in bandwidth selector for nonparametric quantile regression.

The aim of this chapter is to study the problem of bandwidth selection in local linear
quantile regression. As in nonparametric least squares regression, bandwidth selection
plays a very important role in local quantile estimation as well. Whereas an abundance
of papers treating bandwidth choice in nonparametric mean regression may be found
in the literature, this topic is less frequently discussed in local quantile estimation.
Some contributions to bandwidth selection focus on plug-in methods based on several
restrictive assumptions. Cross-validation techniques may also be found. Along this
chapter, a new plug-in rule will be proposed based on nonparametric estimations of
the sparsity and the curvature. A complete study of the mean squared error of these
estimators will be presented along this chapter.

This chapter is manly based on Conde-Anmboage and Sanchez-Sellero (2017).

Chapter 4: A lack-of-fit test for quantile regression models with high-dimensional

covariates. Along this chapter a new lack-of-fit test for quantile regression models
with multiple covariates will be presented. The test is based on the cumulative sum
of residuals with respect to unidimensional linear projections of the covariates. The
test is then adapting the ideas of Escanciano (2006) to cope with high-dimensional
covariates, to the test proposed by He and Zhu (2003) that in turn extends the ideas
of Stute (1997) to the quantile regression setup. It will be shown that the empirical
process associated with the test statistic converges to a Gaussian process under the null
hypothesis. Moreover, it is stated that the proposed test statistic is consistent and can
detect local alternatives of order n~1/2 from the null hypothesis. On the other hand, to
approximate the critical values of the test, a wild bootstrap mechanism is used, which
is similar to that proposed by Feng et al. (2011). In addition, an interesting application
to real data will be presented.

This chapter is mainly based on Conde-Amboage et al. (2015).

Chapter 5: A lack-of-fit test for quantile regression models using logistic

regression. The error associated with any quantile regression model verify that its
conditional T-th quantile is equal to zero. Bearing this property in mind, along this
chapter a new test will be proposed in order to check the goodness-of-fit of a quantile
regression model. Then, the test is based on the relation between the residuals associated
with a quantile regression model and the logistic regression context, following the idea
proposed by Redden et al. (2004). Furthermore, in the multivariate context, projections
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of the covariates of the quantile regression model have been used as predictors in the
logistic model in order to avoid the well-known curse of the dimensionality. Furthermore,
in order to calibrate the test, a wild bootstrap procedure is used, following the ideas
developed in Chapter 4. A simulation study and an application to real data were carried
out that show the good properties of the new test versus other tests available in the
literature.

This chapter is mainly based on Conde Amboage et al. (2016).

We also enclose a summary of this dissertation thesis in Spanish language and a notation
index.

This work has been supported by FPU grant AP2012-5047 from Spanish Ministry of
Education, and graduate grant for research stays from Fundacién Barrié. It is also
acknowledged the support from the Spanish Ministry of Economy and Competitiveness,
through grant numbers MTM2008-03010 and MTM2013-41383P, which include support from
the European Regional Development Fund (ERDF). Support from the IAP network P7/06
StUDyS of the Belgian Government (Belgian Science Policy) is also acknowledged.
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2 1. Introduction

Although mean regression is still a traditional benchmark in regression studies, the
quantile approach is receiving increasing attention, because it allows a more complete
description of the conditional distribution of the response given the covariate, and it is
more robust to deviations from error normality. That is, while classical regression gives
only information on the conditional expectation, quantile regression extends the viewpoint on
the whole conditional distribution of the response variable.

Along this chapter an introduction to quantile regression methods is developed. In this
sense, in Section 1.1 the concept of sample quantile is introduced as well as the optimization
problem associated with its estimation. Later, these ideas are extended to quantile regression
estimator in Section 1.2 following the idea of Koenker and Bassett (1978). When dealing with
the asymptotic distribution of quantile regression estimator, the so-called sparsity function
comes out and will play an important role in quantile regression setup. This function will
be studied in Section 1.3. Finally, in Section 1.4 robustness of quantile regression methods
versus least squares regression is briefly analysed.

1.1 Sample quantiles

We start stating the definition of T-th quantile. To this aim, it will be necessary to remember
the concept of cumulative distribution function.

Definition 1.1. Given a random variable X : 2 — R, defined in a sample space €2 associated
with a random experiment, its distribution is characterized by the cumulative distribution
function that is defined by

F

X

() =P, (X < z) Vo € R.

Then, if X is a discrete variable, the distribution function is given by

Fy(z) =P (X <z) =Y P (X =u,

x; <x

where x; < x represents all the values that could be taken by the variable X that are equal
or smaller than x. On the other hand, if X is a continuous variable then

Fela) =By (X <a)= [ filo)a:
for each = where f, : R — R is the well-known density function.

Now, we are able to present the idea of quantile. Its definition is given below.

Definition 1.2. Given a random variable X, for each 0 < T < 1 its T-th quantile, that will
be denoted by cq, is defined as the value that verifies

P (X<¢)>r7
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Then, the quantile function of a probability distribution is given by the inverse of the
cumulative distribution function. More formally, the quantile function is defined as follows

Fl(t)=inf{z cR: T < F (x)}

X

where inf{A} represents the infimum of a subset A, that is, the greatest lower bound of the
subset. The infimum is a criterion used to choose a simple quantile when the first definition
provides more than one solution.

Moreover, the concept of T-th quantile can be extended to the regression context as given
below.

Definition 1.3. Given a regression setup, suppose that Y represents the response variable
and X is the d-dimensional explanatory variable. Moreover, F, (y|X = z) =P(Y < y|X = z)
denotes the conditional cumulative distribution function of ¥ given X = z. Then, the 1-th
conditional quantile of Y given X = x, is defined as

G(Y|X =) = inf{y : F, (y|X = ) > ).

1.1.1 Quantile loss function

Quantiles can be computed as the result of an optimization problem. First, let us call quantile
loss function to the following piecewise linear function:

uT ifu>0
u(t—1) ifu<0

pr(u) = u(t=I(u < 0)) = {

where I represents the indicator function of an event. Figure 1.1 shows the representation of
the quantile loss function for different values of the T-th quantile of interest. Note that the
quantile loss function is not a differentiable function so that standard numerical algorithms
do not work. Because of this reason, most of the theory developed for mean estimation can
not be applied in this context.

Note that it could seem more natural to define the sample quantiles in terms of order
statistics, that is, the sample values placed in ascending order. However, the fact of using
the quantile loss function introduced previously provides a natural transition to regression
context as it will be shown in the following section.

Thereupon, for each T € (0,1) we are going to show that the minimizer coincides with
the t-th quantile that has been denoted by c;. Indeed, it will be necessary to minimize in x

o0

E[mx—m)} =0 [ w-narw [ -0 )

—00 xr
and differentiating with respect to z, it follows that

0=(- [ ar) -t [ aR) = 0= Felo) =T (1= Fo() = Flo) -

—0o0

Since F'y is monotone, any element of {z : F, (z) > T} minimizes expected loss. When
the solution is unique then ¢ = F' (1) and otherwise, we have an interval of T-th quantiles
from which the smallest element must be chosen.
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n 1 n

~ ~ 4 ~ 4

<] c <]

o o o

n 4 n 4 n 4

[°] o [°]

n 1 n

N 4 N 4 N 4

[} o [}

o o J [}

O 4 o o 4

S} o S}
T T I T T T T I T T T T I T T

-1.0 -0.5 0.0 0.5 10 -1.0 -0.5 0.0 0.5 10 -1.0 -0.5 0.0 0.5 10

(a) Quantile T = 0.25 (b) Quantile T = 0.50 (c¢) Quantile T=0.75

Figure 1.1: Representation of the quantile loss function for three different values of the t-th
quantile of interest: T = 0.25 (Part a), T = 0.50 (Part b) and T =0.75 (Part c).

1.1.2 Optimization problem

In practice, the cumulative distribution function F' is replaced by the empirical distribution

function that is given by
n

1

Fo(w) =~ Z;]I(Xi < z)
1=
where X = {X3,---, X, } represents a random sample of the variable X. Then, the sample

quantiles can be computed as
1 n
Cr = arg min/pT(:L‘ —c¢) dF,(z) = argmin — ZPT(Xi —c)
C C n i—1
for each T € (0,1).

The problem of finding the T-th sample quantile may be reformulated as a linear problem
by introducing 2n artificial variables {u;,v; with ¢ = 1,--- ,n} representing the positive and
negative parts of the vector of residuals. This yields the following optimization problem:

min 11 u + 1—Tl’v:lc+u—v:X}
(c,u,v)ERXRi"{ " ( ) " "

where 1,, denotes an n-dimensional vector of ones, X = (X1, -, X,,), u = (u1, -+ ,uy) and
v = (v1,---,vy,). Clearly, we are minimizing a linear function on a polyhedral constraint set
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consisting of the intersection of the (2n + 1)-dimensional hyperplane determined by the linear
equality constraints and the set R x Ri" .

A more complete explanation about the optimization problem associated with the sample
quantiles can be found in Section 1.1.2 of Davino et al. (2014). In practice, there exists several
methods in order to compute sample quantiles, and a clear review about these possibilities in
R language is detailed in Hyndman and Fan (1996).

1.1.3 Exact and asymptotic distribution

Based on the fact that P(¢x > ¢) = P(Bi(n, Fy(c)) < nt) where Bi represents a binomial
distribution and using the incomplete beta function, the exact distribution of sample quantiles
can be expressed as follows

Gle) = n(” - 1) /OFX(C) 11— gy

where m represents the smallest integer equal or bigger that nt and (Cb”) denotes a binomial
coefficient. Consequently, sample quantile density is defined as follows

o0 =n( L FOm = B o)

Furthermore, the asymptotic distribution of ¢; can be derived as a consequence of
Lindeberg’s central limit theorem. This result is gathered in the following theorem:

Theorem 1.1. Given a random variable X with associated cumulative distribution function
F, that is absolutely continuous in a neighbourhood of the T-th quantile of interest, cx, with
fx(cx) > 0. Then, the asymptotic distribution of the sample quantile, ¢, is given by

Vi (& = &) =% N(0,07)
where w?* = T(1 — 1)/ f2(cr), N(0,w?) represents the Gaussian distribution with zero mean

. d L
and variance w?, and —— denotes a distribution convergence.

The proof of Theorem 1.1 is detailed in several classical Inference Statistical works, see
for instance Chatterjee (2011). Moreover, some interesting computational aspects about how
to estimate asymptotic variance of sample quantiles can be shown in Section 3.5 of Wilcox
(2011).

1.2 Parametric quantile regression

Now, our main goal will be to extend the theory developed in the previous section to the
regression context. Then, for simplicity, let us consider the following linear regression model:

Y, = H,I[PZ‘ +¢&;
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where P; = (1, X;) and {(X1,Y7), -, (Xp,Y,)} represents a random sample of the response
variable (denoted by Y € R) and the explanatory variable (denoted by X € R%). Moreover,
the errors ¢; should verify that P(e; < 0| X = X;) = 7, that is, its conditional T-th quantile
is zero. This implies that the proportion of negative errors is expected to be T, which is
equivalent to the proportion of observations below the regression function being equal to T.
Note that it is analogous to assuming that E(g;|X = X;) = 0 in the classical least squares
context.

Let us remember that the T-th sample quantile of the response variable Y is given by

1 n
¢y =arg—min » p(Y; —c).
N ceR 4
i=1
Then, if the conditional quantile function is defined by g-(z) = 6%(1,z), it is reasonable to
consider the estimator 6, obtained as the solution of the following optimization problem:

~

n

— 3  — / .

0 —arg min, Z;pT(YZ 0'P,)
Z:

where P; = (1,X;). This idea has been introduced by Koenker and Bassett (1978) and
subsequently El Bantli and Hallin (1999) demonstrated the consistency of the quantile
regression estimator.

This kind of models will be applied to an environmental problem along Chapter 2.
Moreover, a detail comparison between least squares regression and quantile regression will
be introduced in Section 2.2.1.

1.2.1 Optimization problem

Following the ideas described in Section 1.1.2, the parameter §T can be obtained as the solution
of the following linear optimization problem:

min {Tl'nu—i-(l—’t)lzlv :X@—I—u—v:Y} (1.1)

(0,u,v)€RIHL xR3™

where X denotes the regression design matrix that is a n x (d 4+ 1) matrix whose j—th row is
given by (1, X;)" and 1,, represents a n-dimensional vector of ones. Again, the residual vector
Y — X6 has been split into its positive and negative parts (u and v respectively). So we are
minimizing a linear function on a polyhedral constraint set, and the solutions of this problem
are the estimation of the coeflicients associated with a quantile regression model that have
been denoted by 6.

The calculus of the quantile regression parameter as a linear optimization problem will
be crucial because it gives place to different methods in order to compute 6;. In this line,
Barrodale and Roberts (1973) proposed a modified version of the Simplex method in order
to solve the optimization problem associated with T = 0.5 in which case the quantile loss
function is the absolute value. It is important to emphasize that Barrodale and Roberts
(1973)’s proposal manages to reduce substantially the computational time needed to compute
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the estimator QAT for T = 0.5 compared with the original Simplex algorithm. Subsequently,
Koenker and D’Orey (1987) extended this development to each quantile 0 < T < 1.

There exist other possibilities in order to deal with the optimization problem given by
(1.1) as Portnoy and Koenker (1997) that proposed a Frisch-Newton interior point method
and an interior point method with preprocessing (methods recommended for larger sample
sizes) or Koenker and Ng (2003) that studied a sparse regression quantile fitting (method
recommended for sparse data).

1.2.2 Asymptotic distribution

Since quantile regression estimators do not have explicit expression, it would be necessary
to resort to asymptotic expressions such as Bahadur’s representation. If we assume that
Pr(r) = Tl(r > 0) + (T —1)I(r < 0) denotes the derivative of the quantile loss function pr (not
defined at zero), Bahadur (1966) established that

NZD (§T — GT) =D;! n~1/2 Zn:PZ V(Y — 0.P;) + O, <n71/4\/10g n)
i=1

if the following regularity conditions are verified:

Condition C1: The distribution functions of Y; given Xj;, F;, have continuous densities f;
that are bounded away from 0 and uniformly bounded away from oo in a neighbourhood
of the conditional quantiles ¢;(t) with ¢ = 1,...,n. In addition, the first derivative of f;
is uniformly bounded in a neighbourhood of ¢;(t) withi =1,...,n.

Condition C2: max;—1__, || X;]| = O (n1/4(log n)—1/2).
Condition C3: n1 Y"1 | || X;||* < B for some finite constant B.

Condition C4: There exist positive definite matrices Dy and D7 such that

Differently from least squares estimator, the quantile estimator distribution is not
generally known even under error normality. Koenker (2005) showed the following result
about the asymptotic distribution of quantile regression estimators.

Theorem 1.2. Let us consider a linear model
Y;=0.P,+e withi=1,...,n

where P; = (1, X;) and the errors verify that P(e; < 0 | X = X;) = t. Under the following
conditions:
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Condition Al. The conditional distribution functions F; (Y; conditioned to X;) are
absolutely continuous with continuous density functions f; uniformly bounded away from
0 and oo at the conditional quantiles c¢;(T).

Condition A2. There ezist positive definite matrices Dy and D1(T) such that
1. limy e 2 377 | Py Pl = Dy
2. limy o0 5 321y filci(T)) Py P) = Di(7)
3. max;—1,_._n || Xil|/v/n—0

it follows that

vn (9} — 9T> R N(O,T(l - T)Dl(T)_lDoDl(T)_l>

In view of Theorem 1.2, it is clear that the inverse of the conditional density of the
response variable evaluated at the quantile of interest will play an important role. This
function, called sparsity function, will be studied in Section 1.3.

1.2.3 Properties of quantile regression

Nowadays, quantile regression methods enjoy a great reputation because of their good
properties. A complete description of quantile regression models can be found in Koenker
(2005). Hereunder, some of these interesting properties are enumerate:

— Quantile regression allows us to study the impact of the explanatory variables on
different quantiles of the response distribution, and thus provides a complete picture
of the relationship between Y and X.

— Robustness to outliers in y observations (detailed in Section 1.4).

— It adapts to situations under general conditions of the error distribution, that is,
quantile regression models are flexible with respect to these conditions. Theoretical
results about quantile regression under heteroscedasticity and not-necessarily normal
error distribution can be found in Koenker (2005), page 120.

— Some interesting properties are verified:

1. Equivariance property: quantiles are equivariant to monotone transformations.
That is, if h is a nondecreasing function on R then for any random variable Y it
follows that

¢(h(Y)) = h(g(Y)).
This property allows to obtain an interpretation of the coefficients associated with
quantile regression, that is,
O4u(Y|X = 2) _ 01 (04(1,))
(9%']' N 8.7}j
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2. Interpolation: linear quantile fit interpolates (d + 1) observations. The proof of
this statement can be found on page 33 of Koenker (2005).

3. In a non-degenerate situation, the proportion of negative residuals is approximately
T and the proportion of positive residuals is approximately (1 — T). This property
will be very useful in order to define the lack-of-fit test that is presented in Chapter
5 of this manuscript.

4. Quantile crossing: If we consider several quantile regression scenarios associated
with different values of T, we can find some situations in which quantile functions
cross one to another, which is a really undesirable situation. Anyway, it is
important to emphasize that such crossing is typically confined to outlying regions
of the design space. Theorem 2.5 (page 56) of Koenker (2005) shows that at
the centroid of the design (that is, the mean) the estimated conditional quantile
function is monotone in T.

Remark 1.1. All the methodology developed along this section can be extended to a
nonparametric context. In this line, Chaudhuri (1991a) and Chaudhuri (1991b) can be
considered as seminal works. This approach will be deeply studied in Chapter 3 where a
new plug-in selector for local linear quantile regression will be presented.

1.3 The sparsity function

In view of the asymptotic distribution associated with the parametric quantile regression
estimator, it will be necessary to estimate the inverse of the density function evaluated at
the quantile of interest. In the parametric quantile regression model, this function plays an
analogous role to the standard deviation of the errors in least squares estimation of the mean
regression model.

It is perfectly natural that the precision of quantile estimates should depend on the inverse
of the density because it reflects the density of observations near the quantile of interest. If
the data are very sparse at the quantile of interest, this quantile will be difficult to estimate.
On the other hand, when the sparsity is low and the density is high, the quantile is more
precisely estimated.

We are going to start studying the sparsity function associated with an univariate variable,
without considering covariates or a regression scenario. Let us consider a random variable Y
with associated distribution and density function denoted by F, and f, , respectively. Tukey
(1965) named sparsity function to the inverse of the density function evaluated at the
quantile, that is given by

There is an extensive literature on sparsity estimation. We will review the most relevant
contributions. Let us observe that the sparsity function is simply the derivative of the quantile
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function, that is,
0 4 1

— F(t) = ———— = s(t).

ot Y Sy (F7H(1))
Therefore, just as differentiating the distribution function F,, yields the density function f, ,
differentiating the quantile function F~ ! yields the sparsity function. Given Y = {Y1,---,Y,}

a random sample of the variable Y, Siddiqui (1960) proposed to estimate the sparsity by a
simple difference quotient of the empirical quantile function, that is,

E Mt +h) = Fo 't —h) _ Yiesn) = Ving-n)

s(t) = 2h 2h

(1.2)

where ﬁrj 1'is the empirical quantile function and h is a bandwidth that tends to zero as
the sample size tends to infinity, as well, Y[, are order statistics. Moreover, [n(t + h)] and
[n(T &+ h)] are neighbouring orders to T where [a] denotes the integer part of a. Later, Bloch
and Gastwirth (1968) showed that the value of the smoothing parameter that minimizes the
asymptotic mean squared error of (1.2) is of order n=1/5,

Bofinger (1975) proposed a bandwidth selector in order to compute the nonparametric
estimator of the sparsity. In addition, she proved that the bandwidth

.|4.5s(1)2 _
hg = ,/8(2—)((:))—2 n /o (1.3)

is optimal from the standpoint of minimizing the mean squared error, where s (1) = %S(T).

It is clear that in order to compute hg it will be necessary to compute estimators of
s(t) and s (7). Bofinger (1975) propose to estimate s(t) in (1.3) with some non-optimal
smoothing parameter. As for s (T), she proposed the following estimator:

2 _ 1
St = 263 (Y[[n’r]-&-Qm] N ZY[[nT]-i-m] + ZY[[nT]—m] p Y[["T]_2m])

where m = [nd] and § = Q(n~¢) with ¢ < 1/5 where the symbol Q represents “the same order
as”, that is, it will be verified that § — 0 and né® — oo as n — co. This ideas will be very
useful along Chapter 3.

On the other hand, Hall and Sheather (1988) examined the effect that the selection
of the smoothing parameter has on the level error of tests or confidence intervals based on
Studentized quantiles. In this line, they showed that if we would like to minimize this error,
the bandwidth should be of smaller order than that required by squared error theory, such
as Bofinger (1975)’s proposal. Bearing this idea in mind, Hall and Sheather (1988) proposed
the following smoothing parameter:

hHS _ZQ/Q S ‘Vh’n‘ n /

n
San = 2% <Y[t+d] - Y[t—d]>

where

n

3
Vh,n =0.5 <h> (Yv[r—f—Qh} - 2Yv[r+h} + 2Yv[r—h} - Yv[r—Qh})
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t=[nt]+1,d=0.50">,r =[0.5n]+1, h = 0.25n%/ and Zq /2 satisfies that ®(z,/0) = 1—a/2
with o = 0.05 where ® represents the standard Gaussian distribution.

Let us consider a simple simulation scenario in order to compare the bandwidth selectors
that have been proposed to build a nonparametric estimation of the sparsity function. We have
simulated values from a standard Gaussian distribution associated with different sample sizes
(parameter denoted by n). Figure 1.2 shows the values of the theoretical bandwidth selector
proposed by Bofinger (1975) (Part a) and Hall and Sheather (1988) (Part b) associated with
different values of the sample size and the T-th quantile of interest. In view of Figure 1.2
the differences between both selectors are clear: the bandwidth selector proposed by Bofinger
(1975) is bigger than Hall and Sheather (1988)’s proposal if we consider the same sample
from a standard Gaussian distribution. The differences are the expected ones because of the
optimal criterion is different in each case.
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Figure 1.2: Representation of theoretical bandwidth selectors proposed by Bofinger (1975)
(Part (a)) and Hall and Sheather (1988) (Part (b)) in order to estimate the sparsity function
following equation (1.2).

Now, we are going to move to a regression scenario. Let us consider (X1,Y7), -+, (Xp, Ys)
a random sample of two variables (X,Y") € R*! drawn from a linear quantile regression model
such as

Y, =0.P+e ie{l,....n}

where g; has conditional T-th quantile equal to zero and P; = (1, X;).

In this situation, Hendricks and Koenker (1992) proposed to estimate the density of the
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response variable Y given X = X; as follows

“~ 2hHS
(B — b:-)' Py

where hyg represents a smoothing parameter associated with sparsity estimation for Y
(without regression) as that given by Hall and Sheather (1988) and 6.+ and 6.— represent
estimated coefficients of the linear model for neighbouring quantiles

o [nT] + nhys + 1 and T — [nT] — nhys + 1

n n

In finite samples, quantiles may cross so that upper quantiles may be estimated to be
smaller than lower quantiles. A modified estimator to account for this issue could be

2hys
(§T+ — é\Tf)/Pi -0

ﬁ- = max «{ 0,

where § is a small positive constant included in order to avoid zero denominator.

Hendricks and Koenker (1992)’s proposal is based on supposing a global linear model,
and intended to make inference about its coefficients. To this end the sparsity was estimated
by i using information of neighbouring quantiles. This procedure will properly work only

when the relation between X and Y could be fitted by a linear model for different values of the
T. This method could be adapted to a local linear context, but in this case it will suffer from
two biases, both controlled by the parameter hyg: bias in the quantile regression estimation
and bias in the sparsity estimation itself.

The study of the sparsity function in a general regression context has not been thoroughly
analysed in the literature. In Chapter 3 of this manuscript this problem is addressed and the
mean squared error of a newly proposed sparsity estimator is obtained.

Remark 1.2. There exist other ideas in order to estimate the asymptotic variance of the
estimator 0. as the idea of Pollard (1991) that proposed a kernel estimator of D(t) that is

given by
~ . A n T .y
Di(7) = nhyp ;K <hp) PP

where r; = Y; — @PZ and hp is a bandwidth parameter satisfying hp — 0 and n2hy — oo
when n — oo.

1.4 Robustness

Outliers occur frequently in real data, and can make one to misinterpret patterns in plots, and
may also cause that model fails to capture the important characteristics of the data. Deleting
outliers from the regression model can sometimes give completely different results.
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Accordingly, robust methods have been created to make outliers have much less influence
on the final estimates. In this line, it is well-known the major robustness of quantile regression
versus classical mean regression. We are going to focus on the influence function, introduced
by Hampel (1974).

To show this, the influence function describes the effect of an anomalous sample point
over a certain estimator. More formally, an estimator 5 may be seen as a functional of
a distribution F, that is, 7(F). We may consider contaminating F' by replacing a small
amount of mass ¢t from F' by an equivalent mass concentrated at y, allowing us to write the
contaminated distribution function as

F,=(1-t)F +1té,
where 6, denotes the distribution function that assigns mass 1 to the point y. Then, the

influence function can be defined by

A . AF) —AF
IF(y,%F):}g%—( t)t <25

So, the influence function associated with mean estimator (denoted by fi) will be given
by

pa(Fr) = p(F)
t
while the influence function of median estimator (denoted by ¢p5) will be given by
. . co5(F) —cos(F)  0.5sgn(y —cos(F))
IF F)=1 =
(v o3, F) =3 : 1o (F)

where sgn represents the sign function, that is given by

-1 ifu<0
sgn(u) =<0 ifu=0
1 ifu>0

There is a dramatic difference between the two influence functions. In the case of the
mean, the influence of contaminating F at y is simply proportional to y, that is, a point y
sufficiently far from p(F') can take the mean arbitrarily far away from its initial value at F.
In contrast, the influence of contamination at y on the median is bounded by the sparsity at
the median.

Figure 1.3 shows the comparison of the influence functions of mean and median estimators
associated with a standard Gaussian distribution F. Let us observe the fragility of the mean
and the robustness of the median in withstanding the contamination of outlying observations.
Much of what has already been said extends immediately to the quantiles generally for any
T, and from them to quantile regression. The boundedness of the quantile influence function
is obviously maintained, provided that the sparsity at T is finite.

Now, we are going to move to a regression context. Let us assume that
{(X1,Y1),...,(Xn, Y,)} represents a random sample of two variables (X,Y) € R4+l whose
relationship can be described by

Y, =0'P +¢;
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Figure 1.3: Influence function associated with mean and median estimators, where F' is a
standard Gaussian distribution.

where P; = (1, X;) = (1, X1, -+, Xiq). Moreover, the errors €1, ...,¢c, are supposed to be

uncorrelated and with common variance 2.

The least squares estimator is given by
05 = argm@inzg (YZ — HIPZ-) . (1.4)
1=

Cook and Weisberg (1982) (page 106) showed that the influence function associated with the
least squares estimator is given by

IF((xvy)7é\LSaF) = E(XX’)_l(l,LE)(y - é\LS(F),(Lx))

where F' represents the distribution function of the random vector (X,Y") and the pair (z,y)
denotes a new observation. It should be noticed that the notation E(XX')~! corresponds with
randomized design while for fixed design we should write (X’X)~!, where X represents the
design matrix.

It is quite interesting that, in this case, the influence function can be split into two factors
IP(z,0s, Fx) = E(XX')7'(1,2)
IR(r,0ps5,F.) =r =y — 0ps(F)'(1,z)

where F'x represents the marginal distribution of the explanatory variable, F. denotes the
error distribution and r = y — 0.g(F)’(1,x) represents the residual associated with a pair

(z,9).

In this sense, the factor I P represents the influence of the position of the new observation
x. This is closely related to the well-known leverage problem in the regression context. In
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addition, the factor I R contains the influence of the residual, that is, the effect of a deviation
of the response variable y.

Consider now the quantile regression estimator, that is given by

§T = arg mein; Pt (YZ — H’Pi) (1.5)

where pr represents the quantile loss function associated with T. In this case, the influence
function can be split into the following two parts:

~

IP(z,0., Fx) = E(XX) (1, 2)
IR(r, O, F.) = sgn(r) = sgn (y - §T(F)’(1, m)) )

Then, the influence due to the new observation & matches with the least squared estimator
while the influence due to the residual coincides with the influence of the quantile estimator
without covariates.

It can then be established that quantile regression can correct robustness problems due
to vertical deviations (that is, related to the response variable), but not those caused by
horizontal deviations (that is, related to the explanatory variables).

In order to show the robustness of quantile regression against vertical deviation we are
going to present a simple simulation example. Let us generate values of the following regression
model:

Model 1.1: Y =1+0.5X +¢ (1.6)

where e follows a standard Gaussian distribution and X is a grid of equally spaced values
from 1 to the sample size n (in this case n = 21). Figure 1.4 shows the fitted least squares
and median regression models for three different scenarios:

— Part (a) shows the fitted models associated with the original sample.

— Part (b) shows the fitted models associated with the original sample plus a moderate
perturbation of one possible value of the response variable represented by the solid circle.

— Part (c) shows the fitted models associated with the original sample plus a big
perturbation of one possible value of the response variable represented by the solid
circle.

In view of Figure 1.4 we can observe the robustness of median regression against
deviations related to the response variable while it is clear that the least squares estimator
can completely change due to the perturbation included in the original sample.

Furthermore, in order to control both factors of the influence function, it should be
necessary to introduce generalized M-estimators that have been studied by Maronna and
Yohai (1981). Moreover, other kinds of robust estimators have been considered such as least
median of squares regression proposed by Rousseeuw (1984) or regression depth proposed by
Rousseeuw and Hubert (1999).
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Mean regression Median regression
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(a) Original data

Mean regression Median regression
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(b) Original data plus a moderate peturbation

Mean regression Median regression

-10
-10

(c) Original data plus a big peturbation

Figure 1.4: Representation of the fitted least squares and median regression models for three
different scenarios that have been considered: Original sample (Part a), Original sample plus
a moderate perturbation (Part b) and Original sample plus a big perturbation (Part ¢). The
red line represents the true model while the blue line represents the fitted model associated
which each scenario.
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Remark 1.3. It should be noticed that we could consider other kinds of robustness measures
such as the breakdown point introduced by Hampel (1971). This concept is defined as the
smaller proportion of atypical data in the sample needed to perturb the estimator as much as
we want.

Note that the breakdown point associated with mean estimator is zero due to the fact
that only one atypical point is sufficient to change it completely. On the other side, the
breakdown point related to median estimator is 0.5 (the biggest possible), that is, it will be
necessary to change half of the original sample.

Moreover, in view of Figure 1.4, the breakdown point associated with mean regression
estimator is zero, but the one related to median regression is zero too, due to leverage problems.
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Quantile regression methods are evaluated for computing predictions and prediction
intervals of NO, concentrations measured in the vicinity of the power plant in As Pontes
(Spain) along this chapter. For these data, smaller prediction errors were obtained using
methods based on median regression compared with mean regression. A new method to
construct prediction intervals involving median regression and bootstrapping the prediction
error is proposed. This new method provides better coverage for NO, data compared with
classical and bootstrap prediction intervals based on mean regression, as well as simpler
prediction intervals based on quantile regression. A simulation study illustrates the features
of this proposed method that leads to a better performance for obtaining prediction intervals
for these particular NO, concentration data, as well as for any other environmental dataset
that does not meet assumptions of homoscedasticity and normality of the error distribution.

2.1 Introduction

As we have mentioned along Chapter 1, quantile regression models were introduced by Koenker
and Bassett (1978), with the purpose of estimating certain quantiles of a response variable
conditional to values of its predictors. In this way, a more complete description of the
conditional distribution can be given, where the central and best known quantile is the median,
but lower or upper quantiles are also taken into account. Thus, these models describe the
effects of the predictors not only on the central values of the response variable, but also on its
lower or upper range of values. Moreover, quantile regression is estimated in a more robust
manner than common mean regression models, and does not require stringent assumptions
to be satisfied, such as homoscedasticity and normality of the error distribution. For all that,
quantile regression is a very useful statistical technology in diverse areas of application, like
Ecology, Economy or Medicine.

For instance, quantile regression was successfully applied to environmental data by
several authors in recent years. Sousa et al. (2009) made use of quantile regression to
predict ozone concentrations in Oporto, Northern Portugal. Salama (2005) showed that
median regression analysis is more useful for detecting relationships between environmental
performance and corporate financial performance than ordinary least squares regression. A
hierarchical Bayesian spatial quantile regression model was proposed by Fontanella et al.
(2015) to analyze indoor radon concentrations. Cade and Noon (2003) provide a nice review
of applications of quantile regression. Quantile regression has also proven to be very useful
for obtaining prediction intervals. Meinshausen (2006) and Mayr et al. (2012) made use of
estimated quantiles to define the endpoints of prediction intervals, while Zhou and Portnoy
(1996) proposed a relatively simple correction to prediction intervals to improve their coverage.

In this chapter, quantile regression is shown to be more accurate than regression based on
least squares methods for obtaining predictions and prediction intervals of NO, concentrations
measured in the vicinity of the power plant of As Pontes (Spain).

The power plant at As Pontes (A Coruna, Spain) is an important facility of Endesa
Generacién S.A. Figure 2.1 shows a picture of the power plant, and its geographical location
within Europe. The plant comprises a thermal power station and a combined cycle power
station. Its activity releases NO, in quantities that need to be monitored for both legal
and ecological reasons. European legislation imposes threshold levels on ambient NO,
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concentrations to protect human and environmental health. In addition, the location of
the power plant near to natural enclaves of high ecological value requires special care to be
exercised to mitigate pollution of the local environment. As a consequence, the power plant
possesses several systems of pollution control. In particular, it has a "Network of Vigilance of
Atmospheric Quality’, comprising seven automatic analysers for sulfur dioxide (SOz2), oxides
of nitrogen (NO,), particles in suspension, temperature, and oxygen, located in several
positions around the power plant. Such measurements are used to control what happens
in the neighbourhood of the plant in real time and to make modifications, if necessary,
to prevent air quality level episodes that exceed the limits established by the air quality
legislation. Moreover, a meteorological station also provides information to help assess and
predict contamination. Predictions of 30 minutes in advance are necessary, because it takes
about 30 minutes for countermeasures to be implemented at the power plant, and to arrange
for other contributors to the national power grid to compensate these effects on energy
production.

o

Figure 2.1: Picture of the As Pontes power plant and its geographical location within Europe.

Since 1992, the power plant in As Pontes has had an air pollution control help system,
which was developed by the Department of Statistics and Operations Research of the
Universidade de Santiago de Compostela in cooperation with the Environment Department
of the power plant. Throughout the years, several methods have been proposed to predict
future pollution in the surrounding areas of the power plant at As Pontes. Garcia-Jurado
et al. (1995) proposed a semiparametric prediction system for a time series that generalizes
the Box—Jenkins model. Prada-Sanchez and Febrero-Bande (1997) introduced the concept
of an historical matrix, which summarizes the information on past pollution events in a
semiparametric model. Prada-Sanchez et al. (2000) considered partially linear models within
an environmental context, which allowed the user to introduce additional information as
meteorological variables. Fernandez-Castro et al. (2003) used neural network models to
predict the evolution of certain pollutant elements. Fernandez-Castro et al. (2005) and
Fernandez-Castro and Gonzalez-Manteiga (2008) employed several functional techniques for
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predicting sulfur dioxide levels. Roca-Pardinas et al. (2004) and Roca-Pardinas et al. (2005)
used a generalized additive model with an unknown link function to predict the binary time
series defined using a SO3 concentration threshold. Along similar lines, a study of correlations
between various contaminants around four coal-fired power plants in Greece was provided by
Nanos et al. (2015) and regression modelling of atmospheric NO, concentration in urban
London can be found in Shi and Harrison (1997).

Clearly, most works rely on least squares methods and prediction of mean pollutant
levels. In contrast, the purpose of this chapter is to provide prediction methods for NO,
concentration using quantile regression models. Particularly, a new method for computing
prediction intervals is proposed here, based on quantile regression estimation and bootstrap
approximation of the prediction error. Its performance is evaluated using real data. In
addition, simulations are provided to illustrate features of this new method that make it
suitable for other environmental datasets.

This chapter is organized as follows. The proposed methods are described in Section
2.2. A simulation study to compare several prediction intervals is provided in Section 2.3. In
Section 2.4, each of the methods is applied to the real data example of NO, concentration.
Finally, the main conclusions are given in Section 2.5.

2.2 Prediction techniques based on quantile regression
methods

Given a random sample {(X1,Y1), -+, (Xn, Ys)} of the variables X = (X1 ... x(d)) ¢ R4

and Y € R, let us consider a regression model
Y; =0P +¢; (2.1)

where 0 = (6p,01,---,04) € R P, = (1,X;) and e represents the unknown error. The
sample {(X1,Y1), -+, (Xp, Yn)} will be called training sample.

Along this section we are going to present different methods in order to estimate the
parameter 6 based on quantile or least squares methods. The performance of each method
for prediction is assessed by means of an evaluation sample of new observations. Later on,
we are going to present different methods available in the literature to construct prediction
intervals. In addition, a new method for computing prediction intervals is proposed, based on
a median regression model and a bootstrap procedure.

2.2.1 Least squares versus quantile methods

The regression model given in (2.1) can be interpreted as a mean regression model, if we
assume that the error has an expectation of zero, that is, E(¢|X) = 0. In this case, the model
can be estimated by minimizing the sum of squared residuals

§LS = arg meinzt: (Yl — 6”PZ-)2
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where 6 = (0y,01,...,64) is the vector of coefficients to be estimated, P; = (1, X;)’ is the
vector of predictors, and .4 is the least squares estimator.

For the same expression (2.1), instead of assuming E(e|X) = 0, one can surmise that the
error has a T-th quantile equal to zero, that is, P(e¢ < 0|X) = 7 with T € (0,1). This implies
that the proportion of negative (non-positive) errors is expected to be T, which is equivalent
to the proportion of observations below the regression function equal to T. In this way, the
regression function is no longer the conditional expectation, but rather the conditional T-th
quantile of the response variable given the predictors.

Let us remember that to estimate the coeflicients 0. for a certain T, we observed that
while mean regression minimizes the sum of squared residuals, the T-quantile minimizes the
sum of weighted absolute values of the residuals. Thus, the estimator 6 is given by

n
5T = arg m@in Z Pt (YZ — H’B)
i=1

for each T € (0, 1), where p(u) = (1 —T)ul(u < 0)+ Tul(u > 0) is the quantile loss function.
Here, pr produces a weighting effect on the residuals. Positive residuals, which correspond to
observations above the regression function, are weighted by the factor T. Negative residuals
receive the weighting factor (1 — ).

Because different regression models will be compared, validation of these models is critical.
We applied well-known procedures to check whether the residuals satisfy the assumptions of
homoscedasticity and normality. More details are given in Section 2.4, where this kind of
models is applied to an example atmospheric data. However, validation of quantile regression
models is not much addressed in the literature. One reason is that quantile regression does
not require any stringent assumptions about the error distribution. The linearity of the
quantile model, which is the most critical assumption, can be checked using the lack-of-fit
test developed by Conde-Amboage et al. (2015) whose details are given in Chapter 4. This
test evaluates the fit of a parametric quantile regression model with many predictors (in
our environmental example, a linear quantile model with five predictors) versus any other
possible model, that is, a nonparametric alternative. The test is based on the cumulative sum
of residuals with respect to unidimensional linear projections of the covariates, and a wild
bootstrap mechanism is used to approximate the critical values of the test. In Section 2.4,
p-values for this test are provided to assess the linear quantile regression model associated
with different values of T in a real data application.

2.2.2 Assessment of prediction methods

The pointwise prediction for a value of Y;, at a future time iy using P, = (1,X;,) as
predictors, can be obtained from the mean regression model by means of ﬁmLs = §£SRO.
An alternative prediction can be obtained from the median regression model in a similar way,
where Yi, r—0.5 = 07— 5P -

To compare the performance of these two prediction methods, we use two criteria: the
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mean absolute error (MAE) and the mean squared error (MSE), given by

~

0 1/;:(),Tn

MAE =ng' Y1,

10

~ 2
MSE = nalz (}/;;0 - no,m)

10

where m represents the prediction method, either a least squares regression (LS) or median
regression (T = 0.5); the indices 49 in the summation are those of the evaluation sample; and
ng is the evaluation sample size. Note that the estimations HLS and 9 —o.5 are calculated from
the training sample.

2.2.3 Prediction intervals: conditional and unconditional coverage

Definition 2.1. A prediction interval for a value Y, is an interval that is expected to
contain the true value Y;, with a (presumably) high probability (1 — «), usually called the
confidence level. Let us denote a prediction interval as (L;,,U;,), where the endpoints Lj;,
and Uj;, are obtained as functions of the training sample, and the values of the predictors P,
at time 7g. It would be expected that

P(Y;o € (LiovUio)) =1-oa.

In this expression, the probability is defined for all possible training samples and new
observations. We call this unconditional coverage. However, because the value of the
predictors for new observation, P;,, is known, it is reasonable to define the above probability
as conditional to these predictors, that is,

P(Y;O S (LlovU )‘Pio :pio)’

We call this probability the conditional coverage. The unconditional coverage can
be obtained as an average of the conditional coverage, with respect to the predictors
distribution. A sample analogue for the unconditional coverage would be the proportion
of prediction intervals that contain the new observation in the entire evaluation sample, while
the conditional coverage is the same proportion, but with evaluation samples taken at a certain
value of the predictor P;,. Mayr et al. (2012) provides further explanation of these concepts.

The immediate consequence of these definitions is that: if the conditional coverage
respects the nominal level (1 — «), then the unconditional coverage will also respect it. The
reverse is not necessarily true. Retaining a conditional coverage at the nominal level (1 —«) is
therefore a more stringent condition, requiring more detailed use of the information gathered
by the predictor F;,.

Below, we outline a number of known methods for obtaining prediction intervals, together
with our new proposed method. Each method is valid for a certain set of restrictive
assumptions on the error distribution or on the conditional variability. They fail to
provide unconditional or conditional coverage, when these assumptions are not satisfied.
In particular, misspecification of the error distribution affects the unconditional coverage,
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while misspecification of the conditional variability affects the conditional coverage. The
goal of our proposed method is to provide a prediction interval with appropriate conditional
and unconditional coverage based on a quantile regression estimation and a bootstrapping
procedure. We found that quantile methods were particularly useful because of their
robustness and flexibility under more general conditions.

2.2.4 Methods for obtaining prediction intervals

In many situations, a prediction interval for a future response variable is useful. Here,
we consider four published methods for obtaining prediction intervals: two based on mean
regression, and two based on quantile regression. In addition, a new method is proposed here,
based on median regression estimation and a bootstrapping method.

Method M1

A prediction interval for Y;, with level (1 — «) is traditionally obtained from mean regression
by

~

(ﬁO,LS - tn—d—l,a/? o \/1 + P@'IO (X/X)_lf)io s Lig,Ls i tn—d—l,a/2 o \/1 + Pilo (X/X)_liDio )7

where t,_q_1.q/2 is the (1 — a/2) quantile of the Student’s ¢-distribution with (n —d — 1)
degrees of freedom; 62 = (n —d —1)71 Y, (Vi — @’LSPZ-)2 is the error variance estimate based

on the training sample; and X is the design matrix of the training sample.

This type of interval was used from the very beginning for estimating prediction intervals
(see Seber (1977)) and it is still the most common method used to obtain prediction intervals
using linear regression models (see Fahrmeir et al. (2013)). The main drawback of this method
is that it heavily depends on the assumptions of homoscedasticity and error normality.

Method M2

Stine (1985) proposed a bootstrapping method to circumvent the error normality condition
involved in constructing a prediction interval using mean regression. Homoscedasticity is still
required for this method.

To be precise, Stine (1985) proposed computing the prediction interval as
(Vioss + G151 (0/2), Vipas + Gi5 (1 = a/2))

where G}5! represents the quantile function associated with the bootstrap distribution of
the prediction error, denoted by Gfg. Here, G5 '(a/2) and Gi5'(1 — a/2) denote /2 and
(1 — a/2) quantiles of the bootstrap distribution G7g, respectively. These quantities are
obtained as follows:
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Step 1 Bootstrap replicates of the training sample and the new observation are determined
from

Y =0 P+e  ie{l,....n}
}/7,; = 0£S‘Pio + 8;(0

where é\LS is an estimate of the mean regression coefficients obtained from the training
sample. Moreover, €} and €7 are drawn by sampling with replacement from the empirical
distribution of the residuals, that is

1 n
Fa(z) = > I(ries < @)
i—1

where 715 = Y; — 0] P; denote the residuals associated with a mean regression model.

Step 2 Based on the bootstrap training sample, a bootstrap replicate of the estimated
coefficient can be obtained. Let us denote it by 6},. Thus, bootstrap prediction errors
are computed as R
D} =Yy =07 Py,

10

Step 3 Steps 1 and 2 are repeated B times to compute a sample of differences
Tslree s ES?B. The empirical distribution of this sample is a Monte Carlo

approximation of the distribution function G, from which the quantiles Gi5'(/2)
and G551 (1 — o/2) are determined.

Although asymptotically correct as proven by Stine (1985), this kind of bootstrap
intervals are liberal in small samples, especially for confidence levels near 1. Such behaviour
is expected, since Efron (1983) showed that the bootstrap error rate is an underestimate of
the true error rate. Thus, an interval chosen to have a given bootstrap error rate yields a
liberal procedure.

A partial remedy for the lack of coverage arises from a small modification in the
resampling method. The variance of the least squares residuals that are sampled to obtain Y;*
is not o2, but o2(1 — h;). A sample that has the correct variance is obtained by resampling

from
_ Tius

TiLs = \/ﬁ

where h; = X/(X’X)71X; and X represents the matrix design.

Note that this method is based on the fact that bootstrap simulates the distribution of
the forecast error by sampling F;, in place of F' and using é\LS as the true mean regression
coefficient vector instead of the unknown parameter 6. It is important to emphasize that
homoscedasticity is still required for this method.

Method Q1

Direct use of the estimated conditional quantile function provides an intuitive approach for
constructing prediction intervals and it is especially interesting because of its computational
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efficiency. So, a prediction interval for Y;, of level (1 — «) can be obtained from quantile
regression models as

(}/;O,T:a/2v }/;O,T:I—a/2> ’

where the endpoints are estimations of the «/2 and (1 — «/2) quantiles of Y;, conditional
to the values of the predictors F;,. The width of this prediction interval can vary greatly
depending on the value of the explanatory variable for the new observation, Xj,,.

Intervals of this kind were used by several authors, including Meinshausen (2006) and
Mayr et al. (2012), that outline the construction of these prediction intervals and their
main advantages. Such intervals do not require homoscedasticity and adapt to any error
distribution. Their drawback is that a parametric (commonly linear) model is assumed
at extreme quantiles, which effects estimation, leading to an empirical coverage that is
smaller than the nominal one. Zhou and Portnoy (1996) shows that the asymptotic coverage
probability of this kind of prediction intervals is (1 — ) with an error of the order O(n~'/2).

Method Q2

This method is similar to the previous one, but has a small correction in order to account for
its effects on estimation. This prediction interval is defined as

(Y;:(),TZOé/Q—57 }/;0,’17:1—0(/2—&—5) )

where § = 0.5(z1_q2/n); 21-a/2 is the (1 — a/2)-quantile of the standard Gaussian
distribution, and n is the training sample size. The factor 0.5 comes from the expression
/T(1 —7), where T is the quantile to be estimated (here T = 0.5). This modification
was proposed by Zhou and Portnoy (1996). There are other more elaborate procedures to
improve the empirical coverage of this kind of prediction intervals, involving extremal quantile
regression methods, such as those of Chernozhukov (2005).

Method Q3

In this case, we are going to present a new method that allows us to obtain prediction intervals
based on a quantile regression model and a bootstrap procedure. In contrast to Stine (1985)’s
proposal, we will consider a wild bootstrap mechanism in order to avoid homoscedasticity
condition. In this sense, it will be crucial the development of Feng et al. (2011) that adapt
the wild bootstrap procedure to quantile regression context.

This is a new method, proposed here, where the prediction interval is computed as
(ﬁo,w=o.5 + G Ha/2) , Yiga—os + G711 - a/2)) :
where G*~!(a/2) and G*71(1 — a/2) denote /2 and (1 — a/2) quantiles of the bootstrap

distribution of the prediction error, represented by G*. These quantities are obtained as
follows:



28 2. Predicting using quantile regression models

Step 1 Bootstrap replicates of the training sample and the new observation are determined
from

YF=0._osPi+e  ie{l,....n}

*x __ 7l ] *
Yo = brmo5 b + €5

where @:0,5 is an estimate of the median regression coefficients obtained from the
training sample.

The bootstrap errors are given by € = wj;|r;|, where | - | denotes the absolute value
and r; = Y; — 5420.5]31- gives the residuals in the original training sample. The use
of the absolute values of the residuals in order to construct the bootstrap errors is a
convenient modification of wild bootstrap for quantile regression proposed by Feng et al.
(2011). The multipliers, w;, are independently generated from a common distribution
with T-quantile equal to zero. In this case, we adopt the two-point distribution with
probabilities (1 — ) and T at 2(1 — T) and —2t, respectively, that was proposed by
Feng et al. (2011) to satisfy their Conditions 3, 4 and 5. Note that other common
multipliers distributions for mean regression, generally with the only condition that the
variance is one and occasionally with the condition that the third moment is one (see
Mammen (1993) for a two-point multipliers distribution in the mean regression), do not
satisfy Conditions 4 and 5 required by Feng et al. (2011) to establish consistency of the
bootstrap for quantile regression.

The bootstrap error for the new observation is given by ;= wy, |1y, |, where w;, follows
the same two-point distribution as w;, while the residual 7, is drawn from the following
estimate of the conditional distribution of the error for the value of the predictor P;,:

|on ZH ’I’Z<7” 1, Py,

where I(r; < r) is the indicator function with value 1, if the condition r; < r is satisfied,
else value 0; and

_ K((8 —05F = r—055%)/h)
" Y K((Biegs P = O 5Pig) /1)
are nonparametric smoothing weights. The smoothing parameter was chosen as h =
en~1/5, where ¢ is a constant that depends on several unknown quantities, and n~1/5
is the conventional rate for this type of Nadaraya—Watson non parametric estimator.
See Hall et al. (1999) for more detail on this type of estimator and an outline of the
bootstrapping method used to select the value of h. Here, we propose simpler rules to
those given by Li and Racine (2007), where a rule-of-thumb is used, taking the constant
¢ to be the standard deviation of the covariate, that is, the variable #._, . P; in our
framework. In our empirical evaluation, an even simpler rule, taking ¢ = 1, was used
with satisfactory results.

Wip, =

Step 2 Based on the bootstrap training sample, a bootstrap replicate of the estimated
coefficient can be obtained and it is denoted by 67_, 5. Then, bootstrap prediction
errors are computed as

D* =Y} — 0% 5P
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Step 3 Steps 1 and 2 are repeated B times in order to compute a sample of differences
Dy,...,D%. The empirical distribution of this sample allows us to approximate G*,
from which the quantiles G*~!(a/2) and G*~!(1 — a/2) are determined.

2.2.5 Theoretical discussion

Here, we discuss the expected properties of these various prediction methods, with particular
emphasis on the newly proposed method Q3 as it compares to published methods. The
expected properties are determined based on empirical outcomes of predicting values using
real or simulated data, as outlined in Sections 2.3 and 2.4. Convergence results for the new
method are also provided.

Methods M1, M2, and the new method Q3 have in common that they are based on the
estimation of a central quantity of the conditional distribution, that is, the conditional mean
in methods M1 and M2, and the conditional median in method Q3, as well as estimation of
the prediction error distribution. Estimating a mean regression, as in methods M1 and M2,
is very efficient under normality, but is inefficient and lacks robustness for more general error
distributions. This is one of the main reasons why we proposed a median regression estimation
for our method Q3. To estimate the prediction error distribution, the classical method M1
applies a simple rule based on stringent assumptions of homoscedasticity and error normality.
This is the best method under these assumptions, but it yields a poor coverage approximation,
when these assumptions are not satisfied. Method M2 makes use of a bootstrapping method
to estimate the error distribution, but still assumes homoscedasticity. The proposed method
Q3 applies a bootstrapping method adapted for quantile regression and a heteroscedastic
setup. Hence, this new method is applicable under very general conditions, and overcomes
the limitations of the stringent assumptions in methods M1 and M2.

Methods Q1 and Q2 are not based on estimating any central quantity of the conditional
distribution, but directly obtain the lower and upper endpoints of the prediction interval
through quantile estimation. Method Q1 does not address the problem of prediction error,
while method Q2 applies a simple correction for this problem. The main virtue of these two
methods is that their quantile procedures of estimation are very flexible with respect to the
error distribution type; it is not required to be Gaussian or similar. However, estimating
non-central quantities, especially relatively extreme quantiles, has two main drawbacks: there
may be few data points available for estimating these extreme quantiles, causing what is known
as the problem of sparsity described in the literature dealing with quantile regression; and
estimation will usually require a model assumption (most commonly, linearity) that restricts
its real world applications. Heteroscedasticity can be considered for methods Q1 and Q2,
but only under a specific model for the conditional variability. In other words, methods Q1
and Q2 will work well under linear heteroscedasticity, but will fail under a more general
heteroscedastic pattern. This means that estimating a complex model for extreme quantiles
is often infeasible in practice. Because of these restrictions, we opted to estimate a central
quantile in Q3, that is, the conditional median, and to use a bootstrap approximation of the
prediction error to account for general heteroscedasticity and general error distributions.

The convergence properties of the proposed method Q3 are derived using similar
arguments to those given in Stine (1985). Thus, the bootstrap prediction errors can be
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expressed as:
-~ ~ /
* * *
D™ =¢j, + <9T:0.5 - 9T20.5> P, .

Given that the addends on the right are generated independently, the bootstrap distribution
of the prediction error is the convolution of two distributions:

G* :ﬁio *Z*

where F\io is the distribution of £} and Z* is the distribution of the second addend, that is, the
bootstrap approximation of the parameter estimation error multiplied by the predictors. Feng
et al. (2011) obtained the consistency of Z* under the bootstrapping mechanism proposed here.
Hall and Yao (2005) provided the consistency of the estimator F'(r|P;,), where smoothing is
applied to projected predictors, as performed here. Since 13'1-0 is constructed from F (r|P;,) by
including the bootstrap multipliers given by Feng et al. (2011), bootstrap validity depends
on the consistency of F (r|P;,). Although Stine (1985) makes use of an empirical distribution
function of the residuals, a locally smoothed version of the residual distribution is used here.
Thus, the asymptotic coverage is attained using a smoothed version of Theorem 2 in Stine
(1985).

2.3 Simulation study

A simulation study is carried out to show how deviations, such as those present in our
data, from the common assumptions of the classical linear models of mean regression, lead
to inadequate predictions and prediction intervals. In such situations, quantile regression
is clearly a better option for prediction, while the proposed method Q3 provides a good
alternative for computing prediction intervals.

Our simulated model is a linear model, with five explanatory variables, as in our case
study,
Y=14+XD 4+ x@ 4 xO 4 x@ 4 xO) 4 o(xO . xO))¢

where X ... X®) are independent and have an uniform distribution on the unit interval
(0,1); o(XM ..., X)) represents the effect of the predictors on the standard deviation of
the response variable; and ¢ is an random error variable, independent of these predictors.

Three types of conditional standard deviations are considered
Model Ho A homoscedastic model, where O'(X(l), ey X(5)) =1

Model Hel A heteroscedastic model, where o(X™ ..., X®)) = (1+ XM 4 x@ 4 X6 4
X® 4+ X©))/2. Note that in this model, the conditional standard deviation is a linear
function of the predictors.

Model He2 A heteroscedastic model, where o(X™M, ..., X®) =1+ (X® + x@ 4 X6 4
X® 4+ X0))1/100. Note that this conditional standard deviation is a non-linear function
of the predictors.

These three models explore the conditions that should be verified in all datasets to achieve
a good performance in estimating prediction intervals for each computation method. Given
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that methods M1 and M2 are designed under the assumption of homoscedasticity, we would
expect a relatively poor performance for heteroscedastic models, Hel and He2. Importantly,
Hel and He2 differ in whether their conditional standard deviation is a linear or non-linear
function of the predictors, respectively. This creates a big difference in methods Q1 and Q2,
because they are based on linear estimations of lower and upper quantiles. Such methods
work well under linear heteroscedasticity, like that considered in model Hel, but may be
misleading under a non-linearly heteroscedastic model like He2. Finally, we would expect a
good performance of method Q3 for all considered models, Ho, Hel and He2.

From all of these models, samples of independent observations were drawn of size 2n and
these datasets will be divided into two parts: a training sample and an evaluation sample.
The training set is used to fit the models while the evaluation set is used for assessment of
the capacity for forecasting of the chosen model.

M1 M2 Q1 Q2 Q3
N(0,1) n =100 90.01  88.41  84.47 8576  88.50
n = 500 89.90  89.26  88.88  89.21  89.27
n=1000 | 90.02 89.49  89.47  89.64  89.50
U(-1,1) n =100 93.13 88.17 8426  85.65 88.76
n = 500 94.47 88.92 8881 89.15  89.63
n=1000 | 94.90 89.26 89.44  89.61  89.65
to n =100 93.18 89.30  83.90 85.18  88.46
n = 500 95.00 89.80 88.98 89.29  89.49
n=1000 | 95.38 89.61 89.40  89.55  89.40
X2 n = 100 92.55 9040 8424  85.66  88.53
n = 500 92.80  90.62 88.92 89.28  89.29
n=1000 | 9290 90.38 89.47  89.63  89.55
Exp(1) n = 100 84.17 8551  88.73  92.62  90.39
n = 500 88.86  89.17  89.32  92.85  90.56
n=1000 | 89.51  89.67 89.50  92.96  90.40
Cauchy(0,1)  n =100 83.56  85.09 88.18 9595  92.08
n = 500 88.84  89.20 89.34  98.29  92.92
n=1000 | 89.43 89.60 89.46  98.76  92.93

Table 2.1: Coverage (in percentage) of prediction intervals obtained using the five methods
described in Section 2.2.4, with homoscedastic model Ho. Values are for a nominal level of
90%, as well as for different error distributions and sample sizes. M1 and M2 are based on
mean regression models, Q1 and Q2 are based on quantile regression, and Q3 is the median
regression model proposed herein.

So, training samples of independent observations were considered of size n (different
values will be considered for n) to provide estimates for both quantile and mean regression
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models. For each training sample, the evaluation sample was drawn of the same size to
compute the empirical coverage of the prediction intervals. One thousand training samples and
their corresponding evaluation samples were used to compute mean values of the prediction
errors and coverage errors. Moreover, five hundred bootstrap replicates were considered. For
reasons of brevity, prediction errors are omitted, and only coverages of prediction intervals
are presented and discussed below.

M1 M2 Q1 Q2 Q3
Interval I1  n = 100 97.13  96.17  82.82  84.26  92.62
n = 500 97.29  96.90 8851  88.87  91.83
n=1000 | 97.27 96.95 89.30 89.43  91.28
Interval 2 n = 100 93.43  91.95 84.29 8576  90.10
n = 500 93.72 9311  89.03  89.34  90.42
n=1000 | 93.64 9312 89.44  89.63  90.15
Interval I3 n = 100 90.42 88.61 84.80 86.05  88.54
n = 500 90.74  90.06  89.27  89.61  89.69
n=1000 | 90.48  89.88  89.53  89.68  89.54
Interval 4  n = 100 87.03  85.15 84.89  86.38  87.06
n = 500 87.12  86.33  89.16  89.46  88.65
n=1000 | 87.11  86.50  89.47  89.63  89.02
Interval I5  n = 100 81.79 7952 8486  86.43  84.55
n = 500 81.81  80.98 89.04 89.36  87.65
n=1000 | 81.75  81.01 89.51 89.67  88.25

Table 2.2: Coverage (in percentage) of prediction intervals obtained by the five methods
described in Section 2.2.4, with heteroscedastic model Hel. Values are for a nominal level of
90% and two sample sizes. 11 to I5 represent five intervals of ordered expected values of the
response variable. M1 and M2 are based on mean regression models, Q1 and Q2 are based
on quantile regression, and Q3 is the median regression model proposed herein.

Table 2.1 contains the empirical coverages obtained for the homoscedastic model (Ho),
with a nominal level of 90%, and for different error distributions and sample sizes. The error
distributions investigated were standard Gaussian, uniform on the interval (—1, 1), chi-square
with two degrees of freedom, Student’s t with two degrees of freedom, exponential distribution
with mean one and a standard Cauchy distribution. The classical prediction intervals based
on linear mean regression show that method M1 provides very accurate results under the
standard normal error distribution, while the other three distributions provide empirical
coverage that is higher than the nominal level. Method M2 based on linear mean regression
with a bootstrap approximation of the prediction error provides accurate coverage for all
distributions (with better accuracy for larger sample size), with the only exception being
for the Cauchy distribution. The Cauchy distribution does not have a mean, which makes
the classical estimator of the linear mean regression inconsistent. The two quantile-based
methods, Q1 and Q2, show a coverage below the nominal level for all distributions, although
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M1 M2 Q1 Q2 Q3
Interval 11 n = 100 98.40 97.38 78.02 79.53 92.16
n = 500 0.9868 98.05 84.41 84.76 91.03
n = 1000 0.9868 98.02 85.12 85.34 90.51
Interval 12 n = 100 96.75 95.20 86.95 88.08 91.44
n = 500 97.27 96.31 91.99 92.27  91.21
n = 1000 97.22 96.26 92.38 92.52 90.73
Interval 13 n = 100 94.22 92.04 88.18 89.39 90.49
n = 500 94.71 93.30 92.68 92.95 90.57
n = 1000 94.49 93.20 92.84 92.96 90.28
Interval 14 n = 100 88.92 86.27  87.35 88.76 87.67
n = 500 89.28 87.32 91.24 91.54 89.05
n = 1000 89.24 87.47  91.60 91.75 89.34
Interval 15 n = 100 74.68 71.39 81.08 82.65 81.12
n = 500 74.61 72.33 84.90 85.30 85.85
n = 1000 74.61 72.42 85.34 85.54 86.96

Table 2.3: Coverage (in percentage) of prediction intervals obtained using the five methods
described in Section 2.2.4, with heteroscedastic model He2. Values are for a nominal level of
90% and two sample sizes. I1 to I5 represent five intervals of ordered expected values of the
response variable. M1 and M2 are based on mean regression models, Q1 and Q2 are based
on quantile regression, and Q3 is the median regression model proposed herein.

this under-estimation goes to zero, with increasing sample size. Method Q2 performs
marginally better than Q1. The proposed method Q3 exhibits an accurate coverage for all
four distributions, even for small sample sizes.

Table 2.2 shows the empirical coverages under the first heteroscedastic model (Hel), for
a nominal level of 90%, and different sample sizes. The error distribution was a standard
normal one. In this way, we could analyze the specific effect of heteroscedasticity, without
incorporating deviation from normality. Intervals I1 to I5 are defined by means of the quantiles
of equal probability of the distribution of the linear function X + X @ 4 xG) 4 x®) 4 x(6),
because this is the underlying cause of heteroscedasticity. Coverage for each interval is, in
a sense, an indicator of conditional coverage. Simulations show that methods M1 and M2
provide inaccurate conditional coverage, where some intervals (I1 and 12) have under-coverage,
and others (I4 and 15) have over-coverage. This effect does not diminish with increasing sample
size. Observations for the first intervals have a smaller conditional standard deviation (and
are more likely contained within the prediction intervals), while the last intervals have larger
ones. This is a natural consequence of heteroscedasticity, since methods M1 and M2 assume
homoscedasticity. Coverage derived from methods Q1 and Q2 is somewhat smaller than the
nominal level for small sample size, but converges to the nominal level as sample size increases.
This reflects the fact that these two methods are based on estimating extreme quantiles using
a linear model, which is valid under the linear heteroscedasticity of model Hel. Method Q3
provides reasonably accurate coverage at any interval, with better performance observed for
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larger sample sizes.

Table 2.3 presents empirical coverages for the second heteroscedastic model (He2), with
a nominal level of 90% and different sample sizes. The error distribution is a standard normal
one, and the five intervals I1 to I5 are constructed, as described for Table 2.2. The four
methods M1, M2, Q1 and Q2 are unable to provide accurate coverage in this case. Methods M1
and M2 show the same over-coverage for the first intervals and under-coverage for the last ones,
as observed under the Hel model. Methods Q1 and Q2 show an overall under-coverage up to
a sample size of n = 1000; for larger sample sizes, the non-linearity of the heteroscedasticity
produces over-coverage in some intervals, 12 to I4, and under-coverage in others, I1 and
I5. Meanwhile, method Q3 is robust to heteroscedasticity of any form, and even under this
non-linear model, it provides accurate coverage, with better results for larger sample sizes.

2.4 Application to environmental data

Most of the previous work on pollution around As Pontes power plant was focused on SOq
levels, because this was the main pollutant from the power plant during its first years of
operation, when combustion of local coal was the main power source. Lately, local coal has
been replaced by imported coal to reduce SO2 emissions. This change in source material,
together with a new combined cycle generator, have resulted in NO, pollution becoming
more relevant. For this reason, we focus our attention on INO, levels in this study.

The concentration of NO, is measured every minute, and recorded by an automatic
monitoring system. Simultaneously, the local meteorological station records temperature,
wind speed and wind direction every minute. Our purpose is to predict the concentration of
NO, at a time (¢ + 30) based on available information at time ¢, where ¢ and (¢ + 30) are
measured in minutes. Thus, a regression model of the following type was considered:

Y, = 0' Xy + e = 00 + 01Ny + 02Ny grad + 03214 + 0422 + 05723 + &4 (2.2)

where N; is the NO, concentration at time ¢; Nggraqg = Ny — Ny_5 represents the gradient of
NO, concentration over the last 5- minute interval; Z1¢, Zo¢ and Z3; are the mean values of
temperature, wind speed and wind direction for the interval covering the last 6 minutes (from
(t —5) to t); Yy = Nyyso is the NO, concentration at time (¢ + 30), taken as the response
variable; and &; represents the error. In this way, measurements for the latest 6-minute interval
are used to predict Y; = X;y130. Wind direction is treated as a scalar variable because we
measure the absolute value of the deviation angle from true north.

We included all five predictors in our model because they are usually considered to affect
local pollution around this power plant (see Prada-Sanchez et al. (2000)). In particular,
the NO, concentration at time ¢, V¢, is expected to have a positive effect on the same
concentration at time ¢+ 30, Y;. Then, a linear effect with expected positive coefficient seems
to be adequate for this predictor us, a linear effect, with a positive coefficient was selected for
this predictor. The remaining four predictors, having a smaller effect on the response variable,
but can also be modelled with linear terms; more complex effects are not expected to play a
role. In particular, given that low ambient temperature facilitates the dispersion of pollutants,
then higher temperatures would promote higher pollutant concentrations local to the power
plant. Similarly, high wind speed is associated with pollutant dispersion, resulting in lower
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pollutant concentrations near to the power plant. Pollutant gradients and wind direction had
least association with the response variable, but are included for the purposes of comparison
with the literature. In Section 3, a test of linearity is applied to check the validity of our
linear model.

Our model (2.2) is fitted using observations covering a period of 10 days; these are defined
as the training sample. The subsequent 10-day period is used as the evaluation sample to assess
the performance of our predictions and prediction intervals. Given that our model includes
observations from the last 6 minutes of measurements as predictors, while the response value
is scheduled for 30 minutes later, then these data are divided into blocks of 36 observations,
with no predictors or response values for two of these blocks. This circumvents any possible
autocorrelation issues. In Section 2.4, autocorrelation tests are applied to validate our model.
Thus, after removing some missing data from the training sample, we had a sample size
of 338 blocks, with corresponding observations (Ny_s, ..., Ny, Z14, Zoy, Z3t, Yy). Likewise, the
evaluation sample comprises another 338 blocks.

Model (2.2) is adjusted for mean regression and for regression with different quantiles,
using the training sample described previously. The results for the mean and the median
regression are similar, in the sense that the most significant predictors are: N; (the current
concentration of NO,); and Z; (the mean value of wind speed). Higher values of the current
concentration produce higher predictions for the 30 minute future concentration, as would be
expected. Higher wind speed is associated with lower future concentrations. This is consistent
with the premise that wind carries NO, away from the power plant surroundings.

Quantile regression provides a more detailed interpretation of the predictors’ effects on
each quantile of the future concentration. Figure 2.2 shows the estimated coefficients as a
function of the quantile order, T, together with their confidence intervals. The confidence
intervals for the estimated parameters have been calculated by inverting a rank test, as
described in Koenker (1994). This method involves solving a parametric linear programming
problem, and for large sample sizes can be extremely slow, so by default it is not recommended
when the sample size is bigger than 1000. On the other hand, we have used this method
because of its several advantages: it is consistent under certain heteroscedastic conditions or
ot circumvent any explicit estimation of the sparsity function.

Clearly, in view of Figure 2.2, the effect of each predictor is different at each order T.
The most significant predictor, the current NO, concentration (IV;), has a coefficient that is
positive for all quantiles, but is larger for larger T (representing the upper range of the future
NO, concentration). The negative effect of wind speed is less dependent on a particular
quantile. All coefficients show larger confidence intervals for upper quantiles, related to the
higher variability in the high-end range of NO, concentrations.

The validity of the mean regression model was determined to explore whether its
assumptions were satisfied for our case study. First, a scatter plot of the residuals versus the
fitted values from the model was produced (left side of Figure 2.3). This plot shows atypical
observations. Clearly, more variability is found for higher-fitted values of the response, having
a heteroscedastic pattern. Second, a QQ-Plot was constructed (right side of Figure 2.3) to
detect deviations from normality. Deviations linked to extreme values, much larger than
expected from the normal distribution, are visible. A Shapiro-Wilk test of normality showed
a highly significant deviation from normality (p-value smaller than 2.2 x 107%). Because
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Figure 2.2: Coefficients associated with each predictor as a function of the order T of the

quantile.

The solid line represents the coefficients, while the dotted lines represent the

endpoints of confidence intervals for the coefficients.
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the data in the training sample are obtained as a time series, autocorrelation may occur.
Hence, we applied a Durbin—Watson test of one-lag autocorrelation, and a Ljung—Box test of
two-lag autocorrelation. No significant autocorrelation was found in either of the tests, with
a p-value=0.1656 for the Durbin—Watson test, and a p-value=0.2702 for the Ljung—Box test.
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Figure 2.3: Validation of the mean regression model for our case study. Left side: Scatterplot
of residuals versus fitted values. Right side: Normal QQ-Plot of standardized residuals.

The quantile regression model is flexible to more general conditions, with less constraints
on the error distribution and conditional variability. Thus, it is not necessary to check
homoscedasticity or error normality. The only assumption to be tested is that of linearity, that
is, the assumption that the predictors effects can be explained by the linear function given
by (2.2). We evaluated this assumption using the test that will be detailed along Chapter 4.
Table 2.4 contains the p-values associated with this test, carried out for different quantiles.
A linear model was acceptable for all quantiles evaluated.

T 0.025 0.05 0.10 0.5 0.9 0.95 0.975
p-value 0.6702 0.2672 0.1454 0.1332 0.3596 0.3400 0.8322

Table 2.4: p-values for the linearity test carried out for different quantiles.

To evaluate different methods, we compared the mean regression models with our median
regression model by means of the prediction errors obtained for the evaluation sample. Table
2.5 shows the MAE and the MSE for the median and the mean regression models for each
of the 10 days in the evaluation sample. The last row of the table gives the average value.
We observed that the median regression model had smaller prediction errors, both in terms
of mean absolute error and mean squared error.
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Mean Absolute Error Mean Squared Error

Median Mean Median Mean
Day 1 4.1008 5.0523 35.925 41.570
Day 2 3.1304 4.1902 19.488 33.362
Day 3 8.3023 8.7387 246.563 248.473
Day 4 8.4403 8.8304 151.346 151.759
Day 5 5.0827 6.2487 122.750 126.733
Day 6 2.3943 3.7248 8.982 19.069
Day 7 8.2810 8.5096 487.657 478.338
Day 8 2.9789 4.0173 27.353 31.836
Day 9 2.3820 4.8768 11.525 30.377
Day 10 3.3201 5.1076 42.249 64.301
Average 4.8413 5.9296 115.384 122.582

Table 2.5: Mean absolute error (MAE) and mean squared error (MSE) associated with
predictions obtained using median and mean regression models.

M1 M2 Q1 Q2 Q3
Level = 90% Interval I1 100.00 97.05 88.23 88.23 91.17
Interval 12 100.00 97.05 100.00 100.00 91.17
Interval 13 100.00 97.05 100.00 100.00 94.11
Interval 14 100.00 97.05 97.05 97.05 88.23
Interval 15 100.00 88.23 94.11 94.11 85.29
Average 100.00 95.29 95.88 95.88 90.00

Level = 95% Interval 11 100.00 97.05 88.23 88.23 91.17
Interval 12 100.00 100.00 100.00 100.00 94.11

Interval I3 100.00 100.00 100.00 100.00 94.11

Interval 14 100.00 100.00 100.00 100.00 97.05

Interval I5 100.00 100.00 97.05 100.00 91.17

Average 100.00 100.00 98.23 99.41 94.70

Table 2.6: Coverage (in percentage) of prediction intervals obtained using the five methods
described in Section 2.2.4, for nominal levels 90% and 95%. Intervals I1 to I5 are defined
by splitting the ordered Y-values by their empirical quantiles. M1 and M2 are based on
mean regression models, Q1 and Q2 are based on quantile regression, and Q3 is the median
regression model proposed herein.

Figure 2.4 shows the fitted mean and median regression models associated with two of
the days of study in order to have an idea about the motivation of the good performance
of the median regression model. Note that the red line represents the median regression
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Figure 2.4: Representation of the fitted median (red line) and mean (blue line) regression
models associated with a couple of the days of study.

model while the blue line represents the mean regression model. According to the first picture
of Figure 2.4, median regression seems to predict better high concentration of NO,. In
addition, the second picture highlights the leverage problems associated with mean regression.
That is, some “atypical” high concentration changes too much the estimators associated with
mean regression. These two effects can justify the good results that median regression shows
according to Table 2.5.

We computed prediction intervals using the five methods described in Section 2.2.4. Table
2.6 shows the empirical coverage of these prediction intervals, computed as the percentage
of times that the real value of NO, concentration in the evaluation sample belonged to the
prediction interval. This was done for two nominal levels: 90% and 95%. The nominal levels
are compared with the actual conditional and unconditional coverages. Our validation of
these regression models indicated that we are working in a heteroscedastic context. Thus, it
is reasonable to expect that the variability of the response variable (NO, concentration at
time t) is not the same for high and low concentrations. In this case, heteroscedasticity is
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related to the value of the response. Therefore, conditional coverages were computed for five
intervals, I1 to I5, each with the same number of observations, defined by evenly splitting the
ordered Y-values. Because the evaluation sample size is 338, we considered these intervals to
have a reasonable number of elements (around 67) in each interval. In addition, the variability
of the response variable within each interval is not large. The unconditional coverage is the
average of the conditional coverages in the five intervals.

Clearly, both conditional and unconditional coverages shown in Table 2.6 are much larger
than the nominal level for methods M1, M2, Q1 and Q2, while the proposed method Q3
provides coverages quite close to the nominal level for each interval and the overall average.
The fact that assumptions of normality and homoscedasticity are not satisfied, likely affected
the behaviour of methods M1, M2, Q1 and Q2. These effects have been discussed in more
detail in Section 2.3.

2.5 Conclusions

Quantile regression methods are evaluated as an alternative to mean regression for prediction
and calculation of prediction intervals of NO, concentrations around the power plant in As
Pontes, Spain. We show that for these data, median regression provides smaller prediction
errors than mean regression. Heteroscedasticity and a non-normal error distribution were
found to characterize these data, which deviate from the assumptions for classical mean
regression models and likely explain the better performance of quantile methods for these
data.

Although two known methods based on quantile regression were explored for obtaining
prediction intervals, because of the special features of our atmospheric data, we also proposed
an additional method based on quantile regression estimation and bootstrap approximation of
the prediction error. Our new method gave a markedly better performance than other methods
evaluated here. In a simulation study, we showed how deviations from the assumptions of
homoscedasticity and normality affected other methods for computing prediction intervals.
The coverage accuracy of our new method was shown for both real and simulated scenarios.
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In the framework of quantile regression, local linear smoothing techniques have been
studied by several authors, particularly by Yu and Jones (1998). The problem of bandwidth
selection was addressed in the literature by the usual approaches, such as cross-validation or
plug-in methods. Most of the plug-in methods rely on restrictive assumptions on the quantile
regression model in relation to the mean regression, or on parametric assumptions. Along
this chapter, we present a plug-in bandwidth selector for nonparametric quantile regression,
that is defined from a completely nonparametric approach. To this end, the curvature of the
quantile regression function and the integrated sparsity (inverse of the conditional density)
are both nonparametrically estimated. The new bandwidth selector is shown to work well in
different scenarios, particularly when the conditions commonly assumed in the literature are
not satisfied.

3.1 Introduction

Along Chapter 1, parametric quantile regression models have been introduced. These models
play a critical role throughout the realm of scientific data analysis. Nevertheless, there are
inevitable occasions when parametric specifications fail, and data analysis must turn to be
more flexible. In this context, nonparametric regression arises because it relaxes the usual
assumption of linearity.

The nonparametric quantile regression model can be stated as
Y =¢(X)+e

where Y is the response variable, X is the covariate, ¢; is the quantile regression function of
order T and ¢ represents the error. Thus, the conditional T-th quantile of ¢ given X will be
zero, that is, P(e < 0|X) = 7 almost surely.

Along Chapter 1, it have been shown that estimation of the quantile regression model
can be obtained by exploiting the fact that the conditional quantile, ¢(x), is the value a that
minimizes the expectation

Elpe(Y — a)lX = 1],

where pr(u) = u(t — I(u < 0)) and I(-) is the indicator function of an event. Koenker and
Bassett (1978) can be considered a seminal work in estimating conditional quantiles in a
parametric setup following this idea,as we have mentioned previously.

Given a random sample of independent observations {(Xi,Y1),...,(X,,Y,)} of the
pair (X,Y) € R? a nonparametric estimator of the conditional quantile can be defined as
Gch. () = @, where @ and b are the minimizers of

izn;PT(Yé—a—b(Xi_$))K<Xih:$>’

where K is a kernel function and h. represents a bandwidth parameter. This is the local
linear estimator of the quantile regression function.
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3.1.1 Bandwidth selectors available in the literature

As occurs in any smoothing method, bandwidth h. exhibits a strong influence on the resulting
estimate. Too small values of the bandwidth will result in undersmoothed estimations (that is,
the estimation contains too many spurious artefacts) while too big values are associated with
oversmoothed estimations (that is, the estimation obscures much of the underlying structure).
Several authors have addressed the problem of bandwidth selection, see Yu and Jones (1998),
Abberger (1998), Yu and Lu (2004), El Ghouch and Genton (2012) or Abberger (2002).

One of the main approaches to bandwidth selection is the plug-in technique which consists
of minimizing the dominant terms of the mean integrated squared error (MISE) of the
estimator. Fan et al. (1994) established the asymptotic MISE for the local linear quantile
regression when n — oo, hy = he(n) — 0 and nhy — oo, that is given by

MISE (3:1,) = E | [ @ (0) — i) st ]

R(K)T(1—1) / 1
nhe fge(2)| X = z)

where g is the density of X, f(¢gr(z)|X = z) is the conditional density of Y at g.(x) given
X =z, and

1
= Lhitps(K)? / ¢ (2)2g(2) dz + _dr (3.1)

G, O'q(z)
¢ (z) = ozt

ui(K)zfuiK(u)du with ¢ =0,1,...

R(K) = / K?(u) du.

Moreover, Fan et al. (1994) obtained a similar result of the mean integrated squared error for
a boundary point of the design.

Two of the major advantages of local linear fitting that apply to the quantile regression
problem as much as to mean regression estimation are:

— The asymptotic bias does not depend on the design density g, and indeed it depends
only on the simple quantile curvature function.

— Automatic good behaviour at boundaries, without the need for further boundary
correction.

Moreover, in view of (3.1), an asymptotically optimal bandwidth can be derived as

R(K)T(1l—1) / 1
npa(K)? [ ¢ (@) g(2) do J Fax(@)| X = 2)?

hAMIsE,T =

1/5
dm] . (3.2)
Note that us(K) and R(K) are obtained from the kernel function, while the two integrals
in (3.2) are unknown and have to be estimated. Expression (3.2) is quite similar to the

plug-in rule for mean regression. The curvature (integrated squared second derivative) is
now calculated for the quantile regression function instead of the mean regression, while the
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integrated squared sparsity (where “sparsity” means the inverse of the conditional density,
presented in Section 1.3) replaces the integrated conditional variance that appeared in mean
regression. See Ruppert et al. (1995) where a plug-in rule is given for local linear mean
regression.

Because of these similarities with mean regression, Yu and Jones (1998) proposed to
use Ruppert et al. (1995) bandwidth selector with some simple transformations based on
the assumptions of homoscedasticity (it is useful to have the same curvature for any T as in
mean regression) and error normality (it allows to estimate the sparsity from the conditional
variance).

Now, we are going to describe the plug-in selector proposed by Yu and Jones (1998).
Taking into account the optimal bandwidth given in (3.2), Yu and Jones (1998) studied the
relationship between optimal bandwidths for different values of the t-th quantile of interest,
that is,

(h ) _ nll - m)e) (0 g, (@)X = 2)°
T, (1 - 1,)a8) ()2 f (gr, (2)| X = 2)?

hAMISE,TQ
Then, they simplified the previous relationship between h AMISE,T, and h AMISE,T, by making
approximations to the unknown involved quantities, that is, the curvature and the sparsity.
Firstly, Yu and Jones (1998) consider that the second derivatives could be similar for different
quantiles, that is, qg)(z:) ~ qg) (z). On the other hand, in order to compute the sparsity, they
assume a normal error distribution. If f represents the density associated with a Gaussian
distribution with mean equal to u, and variance equal to o2, then f(g(z)|z) = o, 'o(®7 (1))
where ¢ and ® represent the density and distribution function associated with a standard
Gaussian distribution, respectively. In this case, the following equality is obtained

Moy @) o (x)
Flar, (@)]x) (@71 (1,))
Using these approximations, Yu and Jones (1998) concluded that

hanise,r, b T (1 T, )p(®H(1,))?
<> (1 - 1)e(@ (r))Y 33

hAMISE,T2

hAMISE,«
hAMISE,0.5
interest. From Figure 3.1, the asymptotically optimal bandwidth is smallest for the median

regression, this bandwidth increases symmetrically for T above and bellow 0.5 and it goes to
infinity when T goes to zero or one. This is due to the sparsity going to infinity at the tails of
the Gaussian distribution.

Figure 3.1 represents the quotient for different values of the T-th quantile of

At this point, Yu and Jones (1998) expressed the bandwidth hg 5 in terms of the optimal
choice of the bandwidth for mean regression estimation, that has the following expression:
5 __ RK)P()
AMISE,MEAN ~ nfio (K)Qm(Q) (.7:)29(37)

where m(z) and o(z)? are the conditional mean and variance. It then follows that

(hAMISE,MEAN)5 _ 4(]5,25) (x)QUQ(x)f(Q(m (53)’33)2

m(2) ()2

hAMISE,O.S
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Figure 3.1: Relationship between the optimal bandwidth associated with any T-th quantile
regression and the bandwidth for median regression.

(2)

By the same arguments as those above, g5 (2) and m®) (z) may be set equal, and a normal
distribution error is supposed in order to conclude that o(x)?f(g«(z)|r)? could be replaced
by ¢(®71(0.5))% = (27)~L. So, finally

5
(hAMISE,MEAN ) . g
hAMISE,O.5 ™

Combining this expression with equation (3.3), Yu and Jones (1998) plug-in rule proposal
is derived

./ T(1—7)

ST e &4

—~
hT,YJ =

where Est is selected by the plug-in rule proposed by Ruppert et al. (1995).

The plug-in rule procedure proposed by Yu and Jones (1998) may lead to acceptable
solutions in cases where the data structure permits all these simplifying assumptions. But in
other cases these assumptions are quite restrictive and because of this reason a new plug-in
rule will be presented here.

Other proposals for bandwidth selection in nonparametric quantile regression were given
in literature, based on cross-validation techniques, which were very popular in early approaches
of classical nonparametric regression. Cross-validation is primarily a way of measuring the
predictive performance of a statistical model. Abberger (1998) suggested a modification of
classical cross-validation function that consisted of replacing the squared loss criterion by the
quantile loss function. Bearing this idea in mind, a cross-validation procedure can be applied
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to select the bandwidth parameter associated with a kernel quantile regression, as follows
he oy = arg m}}n CV(h) = arg mhin Z pr (YZ — EI\T_;L(Xz)> (3.5)
i=1

where E]\T_}Z(XZ) is the estimator of the T-th quantile function obtained from a sample without
the ¢-th individual, that is, the classical leave-one-out estimator, evaluated with bandwidth
h. For a fixed h parameter, this method works as follows:

1.- Let us remove the i-th observation from the data set, and fit the model using the
remaining data. Then, compute the residual (r; = Y; — gr,(X;)) for the omitted
observation.

2.- Repeat step 1 fori=1,...,n.
3.- Compute the sum of the residuals weighted by the quantile loss function p..

It is well known that the cross-validation process has associated an accurate estimator
(bias will be small) whereas the variance of the estimator will be large. The main disadvantage
of cross-validation is, as in classical mean regression, its low relative convergence rate of order
n~1/10 Moreover, the required computational effort will be very large as well.

In view of the state of the art, the purpose of this chapter is to provide a plug-in bandwidth
for quantile regression without imposing restrictions on the conditional variability and the
error distribution. Instead, nonparametric estimations of the curvature at the given t-th
quantile will be used, as well as nonparametric estimations of the sparsity.

In Section 3.2 a preliminary rule of thumb is obtained, and afterwards the proposed
plug-in rule is derived. In Sections 3.3 and 3.4 derivations of the mean integrated squared
error of the curvature and sparsity estimators are given. Section 3.5 contains a simulation
study in order to explore the virtues of the new bandwidth selectors in comparison with Yu
and Jones (1998) and Abberger (1998) proposals. In addition, Section 3.6 describes an R
package developed to implement the new bandwidth selectors. Finally, Section 3.7 contains
the main conclusions of this chapter.

Remark 3.1. During this chapter, we focus on kernel smoothing techniques, although spline
methods have been widely studied by several authors as Koenker et al. (1994) or Koenker and
Mizera (2004). For instance, Koenker et al. (1994) proposed to estimate the function ¢; by
solving the following optimization problem

min [Z pe(¥5 = 060 ) + AV (740 (3.6)

where V(V¢,) denotes the total variation of the derivative of ¢ and A represents the well-know
smoothing parameter in this context. Moreover, Koenker et al. (1994) showed that the solution
to (3.6) is a linear spline with nodes at the points X; where ¢ = 1,...,n. Because of this
reason, a quantile smoothing spline model can be fitted using I; —type linear programming
techniques. They also proposed to adapt the information criterion of Schwarz (1978) for the
choice of the smoothing parameter A involved in problem (3.6).
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3.2 Newly proposed bandwidth selectors

As any plug-in rule, the crucial ingredients of our proposed selectors will be the estimators of
unknown quantities, which in our case are the curvature and the sparsity. Our first proposal
will consist of a rule of thumb, where the estimators are defined on a simple partition of
the sample in blocks. The second approach will be a plug-in rule based on nonparametric
estimators of the curvature and the sparsity.

3.2.1 Rule of thumb

Following the ideas in Ruppert et al. (1995), a rule of thumb can be constructed by doing the
next steps:

1. Partition the range of X into N blocks with the same number of observations. The
original sample {(X1,Y7),...,(X,,Y,)} is subsequently split into the N blocks. A
polynomial of order four is adjusted at each block, then providing N fitted models
that will be denoted by

Z]\TJ‘(.T) = ?0\07]‘ + 51,j x + 5273' z? aF 53,3' z3 + §47j 2

with 7 = 1,..., N. The number of blocks will be chosen as N following the Mallows’s
C, criterion (see Mallows (1973)) adapted to the quantile framework, that is, N will
minimize
P RSQ(N)
RSQ(Nmax)/(n — 5Nmax)
where RSQ(N) is the residual sum of quantile losses given by pr and summed over each
blocked quartic fit, when the number of blocks is N, Nmax = max{min([n/20], N*),1}
and N* = 5. Here [-] denotes the integer part of a number.

Cp(N)

— (n— 10N)

2. Estimate the curvature as

9 1 ~(2) 2 .
Vg = — (X;)° T (X; € Block j),
5=~ DD GNP T (X € Block )

T.J

where it is clear that

Z]\S]) (33) = 2/0\273' + 6/0\37]‘ xr 4+ 12/0\473' 22

Observe that we are using the notation ¥ = [ qg) (x)? g(x) dz for the true curvature.

3. Supposing an homoscedastic scenario at each of the N blocks, then the sparsity function
will be constant at each block and will be given by

-t
ffvj(Fs_,jl (T))

where f; ; and F; ; represent the density and distribution functions associated with the

55(7)

error € at each block j with j =1,..., N. So, it will be possible to estimate the sparsity
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at each block j by means of

5 — Tltd;] = Tlr—dy]

! 2d;
where 7;_g4; and 744, are the sample quantiles of orders (T — d;) and (T + d;),
respectively, of the residuals from the quartic fit at block j. This type of sparsity
estimator was suggested by Siddiqui (1960) and studied by Bloch and Gastwirth (1968),
among others. For the parameter d;, the selector proposed by Bofinger (1975) will be
used here (details were given in Section 1.3). Finally, the integrated squared sparsity
will be estimated by

N
2= Z $21; (3.7)
j=1
where [; denotes the length of block j.

4. Finally, the selector from the rule of thumb will be obtained as

. :<R<K> (-3 >/5
T,RT n MQ(K)2 19]3 .

3.2.2 Plug-in rule

The plug-in rule will come from a more elaborated estimation of the curvature and the sparsity
based on nonparametric techniques.

Curvature estimation

Now the second derivative of the regression function will be nonparametrically estimated at
each sample observation. In order to do this, a local polynomial of order three will be adjusted.
~(2)

Let us call 7y (X;) to its second derivative at X, for ¢ = 1,...,n. Then, we can consider
the following curvature estimator:

7/9\/% Z qT hc

At this point, a pilot bandwidth h. for curvature estimation should be selected. The
criterion for selecting h. will be to minimize the asymptotic mean squared error of the
curvature estimator whose expression in derived in Section 3.3. As a summary, let us mention
that the variance will be asymptotically negligible, so the asymptotic mean squared error
coincides with the asymptotic squared bias, which is given by

_ 2
MSE (19h [51 h2 / @ (4 Vg (x)dz + 6 ~ h;) / f(qT@)’lX:x)de (3.8)

where

0 = %(0@1 pa(K) + aszz pe(K))
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dp =4 (a%l /KQ(U) dv + a§3/v4 K%(v) dv + 2a31a33/v2 K2(v) dv)

Q3] = — 112 (K2 116 (K) + po (K ) pa(K)?
31 (K pa (K ) g (K) — pg(K)3 — ( VoK) + i (K2 (K2
Q33 = pi2 (K ) pe (K) — pa(K)?

pr2 (K ) pa (K p () — pua(K)3 — po(K)? pe () + po(K)? pa(K)?

Minimizing expression (3.8), the asymptotically optimal pilot bandwidth will be

R ——
|IQT -TCJT :U)g(x)da:|n

where
17

B (%) 1ffq(2) (4) (x) g(x) dz >0
1

if [ ¢t (2) ¢t (@) g(2) dz < 0

To compute this pilot bandwidth, preliminary estimations of the integrated squared
sparsity and the integral ¥oq = [ g (x) g () g(z) dx are needed. They will be obtained
from blocked estimators as those considered for the rule of thumb and these estimators will
be denoted by 52 given in expression (3.7), and

n

N
19243—— 3 Y d(x) @ (X0) T (X; € Block j).
=1 j=1

The resulting estimated pilot bandwidth will be

h— ) <<>>/

V24| n

Finally, the curvature estimator will be given by

go = L0 .
ﬂﬁc_n 3 Thc( X)?T((1-a)a+ab< X; <aa+ (1—a)b)

where the sample was trimmed at each border a and b, by a small proportion a € [0, 1],
assuming that the covariate is supported in the interval [a, b]. This strategy was already used
by Ruppert et al. (1995) in their estimation of similar quantities for mean regression. It is
intended to prevent from the variability of local polynomial kernel estimates of high derivatives
near the boundaries. Following their suggestion, we will take o = 0.05.
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Sparsity estimation

Since the sparsity, denoted by s(x) = 1/f(gc(x)|X = x), results to be the derivative of the
quantile regression function, g(x), with respect to T, we propose an estimate of this kind

. Grtda,he(T) = Grdy n, (T
8T7d57hs(x) = T+ ( )2d - ( )
S

where Gryq, n, and gr_q, p, are local linear quantile regression estimates at the quantile orders
(T+ds) and (T — ds), respectively, and hs denotes their bandwidth.

Note that we need two pilot bandwidths, ds; and hs. The bandwidth ds is placed
in the Y-axis and plays a similar role to that of the bandwidth d; in the rule of thumb.
The bandwidth hg is necessary to compute the nonparametric estimations of the regression
functions.

The choice of the two pilot bandwidths will be based on the asymptotic mean squared
error, that is obtained in Section 3.4, and is given by

MSE < / 2 (@) d:z) ~ {n di - / a(z) de + &2 / b(x) da + h2 / o(x) dxr

n;g / d(z) di + 2;% / e(@) da (3.9)

+

where

(2)
o) = () ) )
d(z) = 2 s<(a)’
9(x)
sc(z)?
e(x) = (;R(K * K) — R(K)) g((x))2

where * represents the convolution and 52 (z) = %ST(m).

Minimization with respect to ds and hs can be carried out by means of several
optimization methods such as Newton method. Estimation of the integrals in expression
(3.9) is done by blocks. The resulting pilot bandwidths will be denoted by dy and hs. Now
details are given on how to estimate the unknown integrals.

e Estimation of [ a(x)dx. Note that a(z) = (1/2) R(K) s<(x)? (g(x))~!. We will make
use of the sparsity estlmatlon at each block, s, together with a simple estimation of
covariate density at that block, that could be given by n;/(nl;), where n; is the number
of observations at block j. Then, this integral can be estimated by:
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e Estimation of [b(x)dx. Recall that b(z) = (1/3) s¢(z) s (), where 5@ () is
the second derivative of sr(x) with respect to T. The problem of estimating the second
derivative of the sparsity without covariates was considered by Bofinger (1975). We
apply her proposal to the residuals at each block

sem _ 1
55 =53 (Pnetvzm) = 27 (s bm) + 27 (o -m) — () —2m))

where the value of m is taken as m = [en®/?] with ¢ = 0.25, following Sheather and
Maritz (1983) proposal. Then, the considered integral is estimated as

e Estimation of [ c(x)dx. The novel ingredient in ¢(z) is 8q ( )/0t. Since this is a
derivative with respect to T, it can be estimated by

8q§2) () qﬁ)dc(w) — qf_)dc(x)

ot 2d,.

In order to choose the pilot bandwidth d., a location and scale model, given by Y =
¢(X) + 0(X)e, is assumed. Here, € is assumed independent of X and with a zero
T-th quantile. Note that under this model, for each T;,T2 € (0,1), ¢r, () — g, (z) =
o(x)(cr, — ¢r,), where cg, and ¢, are T; and Ty quantiles of e, respectively. Thus,

044 (z)

N4 @ (z)s(x).

This expression leads to consider for d. the same selector proposed by Bofinger (1975)
to estimate the sparsity without covariates. This selector will also be based on the
assumption of normality for €. Finally, we arrive at the following estimator at block j

~2)
8(](2) - T+d ]( Z) q’rfc/l\ ](XZ) .
il e A < I (X; € Block j),
( j E i ( 7)

and the subsequent estimation of the integral

—

oS5 ()

e Estimation of [ d(x)dx. Note that d(z) = 2 s(z)* (g(z))~!. Similarly to the previous
integrals, this integral can be estimated by
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e Estimation of [e(x)dx. Note that e(z) = (0.5R(K * K) — R(K)) s(z)* g(z) 2.
We will make use of the sparsity estimation at each block, 5}, together with a simple
estimation of covariate density at that block, that could be given by n;/(nl;), where n;
is the number of observations at block j. Then, this integral can be estimated by

/j(-z;dz = (;R(K * K) — R(K)) g:ggl (:2?)2 ;.

R (R(K) (1 —1) 52 >1/5
s hs
th — .

3.3 Derivation of the asymptotic mean integrated squared
error of the curvature estimator

In this section the asymptotic mean integrated squared error of the curvature estimator will
be derived. Let us recall the expression for the curvature estimator

- T
s G (X)? (3.10)
oL
where (}f)c (X;) represents a nonparametric estimator of the second derivative of the regression
function at X; for 2 = 1,...,n. In particular, (}iz)c(Xi) is taken as the second derivative of a

local polynomial of order three.
We make the following assumptions:
Conditions C

C1: The density function of the explanatory variable X, denoted by g, is differentiable and
its first derivative is a bounded function.

C2: The kernel function K is symmetric, non negative and has a bounded support and verifies
that [ K(u) du = 1, ug(K) = [u®K(u) du < oo and [ K?(u) du < co. Moreover, it
is assumed that the bandwidth parameter h. verifies that h. — 0 and nhi’ — 00 when
n — oo.

C3: The conditional distribution function F'(y|X = x) of the response variable is three times
derivable in x for each y and its first derivative verifies that F()(g(2)|X = z) =
f(ge(x)|X = ) # 0. Moreover, there exist positive constants c¢; and ¢y and a positive
function Bound(y|X = x) such that

sup  f(y[X = zy) < Bound(y|z)

|len—z|<ci
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and

/ ey — ge(@))2+ Bound(y] X = z) dy < oo

/ (Pl — 1) — pely) — e(y)t)? Bound(y|X = ) dy = o(t?), as t — 0

where (1) = Tl(r > 0) + (T — 1)I(r < 0) is the derivative of the quantile loss function
pr = trl(r > 0) + (t— 1)rI(r < 0).

C4: The function ¢, (x) has a continuous fourth derivative with respect to z for any T; in

a neighbourhood of 1. These derivatives will be denoted by q@ with ¢ € {1,2,3,4}.
Moreover, all these derivatives are bounded functions in a neighbourhood of T.

3.3.1 Second derivative of the quantile regression function

First, we will establish the asymptotic behaviour of the nonparametric estimation of the
second derivative that has been denoted by EI?})ZC The main approach to get the asymptotic
representation follows the proof of Theorem 2 in Fan et al. (1994). While Theorem 2 in
Fan et al. (1994) provides a representation for the nonparametric estimator of the regression

function, here a representation will be obtained for the estimator of its second derivative.

Recall that (}g)(sc) = 275 where (30,71, 72, 73) minimizes

2 e (Yi =0 — (i = 2) = (¥ = 2)° = 0a(Xi = 2)") K <Xih_ ) .
i=1 -

Let us introduce the following notation:

Yo — g=(x) 1
5 - he (71 = q@(:ﬂ)) y Xﬁx )
= NnNe Y T — 1
h2 (3 — 1t (x) (X;Lc )
2 (3 - ba) @) (%)
1 1
Vi =Y~ gole) = (@) (X — 1) = 507 (@) (Xi — 2)* — 20 (@) (Xi — ).

Then 6 minimizes the function

Gal®) =3 e (1 - S5 ) e (v) |

=1

where K; = K (X;L—:‘”) From the definition of p; it is clear that G,,(6) is a convex function
of . Then, it is sufficient to prove that this function converges pointwise to its conditional
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expectation, since it follows from the convexity lemma of Pollard (1991) that the convergence
is also uniform on any compact set of 6. Let us consider the following decomposition:

G (8) = E(Gn(0)|X) + \/:LT (2: oo (V) zik B (0 (v 1) ZK> | 6+ R,(0)

(3.11)
where X = {X7,..., X,,} represents a random sample of the explanatory variable X.

As a consequence of a Taylor expansion of the quantile regression function it can be
written that

(X)) = aal2) + (@) (X — )+ S @) (X — 0 + 5ol (@)X — )

+ iq&”‘) (E1.0)(X; — 2)* (3.12)

where &;; represents an element between X; and . Then, equation (3.12) can be rewritten
as

1
¢(Xi) = 0 + (X — ) +72(X; — )% + 13(Xi — x) + ﬂqg) (&1)(X; — x)?

where we have assumed the following notation: 49 = g-(x), 71 = qg)(ac), Yo = %qg)(x) and

Y3 = %qgg) (z).

Furthermore, we should introduce the auxiliary function
p1(t) = E[p(Y — ge(2) + )| X = 2] (3.13)

whose first derivative is given by

W) Op1t) . w1t +2) = ei(?)

(1) = ot ,llgtl) z

i ZlorY — (@) +t+ 2)|X = 2] = Efpe(Y = gx(2) +1)|X = 2]
z—0 z

pT(Y - QT(x) +1+ z) - pT(Y - qT(x) + t) ‘X _ I':|

=E |lim

z—0
=E (Y — gz(2) + 1) | X = 2]
=E[r—-I(Y < g(x) — 1) | X = 7]
=1—PY < q(z) -t |X =2)
=T— F(g(z) -t [X = 2)

as a consequence of the dominated convergence theorem. So,
AP (1) = flaxl@) —]X =)
and {7 (0) = f(ge(2)|X = 2).

Bearing in mind the definition of function ¢; given in (3.13), we could write

CHOED e (7 = T20) = e (v) ]
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= Z [‘7"1 <qT(Xi) — 0 —M(Xi —z) — 92(X; —2)? —3(X; —z)® - M)
i—1

— 1 (g(Xi) —v0 — (X — 2) — 12 (Xi — 2)® — 33(X; — 96)3)} K;

0'Z;
_2901 (Xi) — 0 — 1 (Xi — ) — 72(X; — ) — 3(X; — 33)3) mKl
0'Z;)?
+ B 290%) (2e(X3) =70 — M (Xi — 2) = 72(X; — 2)* — 73(X; — 2)?) ( = ) K,
Is o, (02
+ 6 2901 (62,1) (nh )2 Kz
vz (6 Z:)? |
= (X5, K X,z K;
where
Cy(r) = sogl) (g(Xi) — v0 — N (X — @) — 2 (X; — 2)? — 73 (X — x)3)
CQ(-%') = 8052) (qT(X’L) — Y — 71<X7, = x) _ ,-YQ(XZ _ .Z')Z . ’YS(XrL _ 1_)3)
and & ; is an element between ae(Xi) — 70 — 71 (X — ) — (X, — ) (X — x)3 0z 4

Vnhe
qe(Xi) — 0 — 11 (X — x) — Y2(X; — 2)? — y3(X; — x)? obtained thanks to a Taylor expansion

of ¢1. Then, it follows that

Ci(z) = o) (qT<X-> ~ 50 = 1 (Xi — @) — %2(Xi — 2)® — 13(X; — 2)%)

=F [wT y ‘X X] (3.14)
Moreover, in view of (3.12) it follows that

Co(z) = ) (4:(X3) — 70 — N (Xi = 2) = 7(Xi — 2)2 — 73(X; — x)°)
=90()< () (X —m>4)
= o2 (0) + o (E52) ( e (X, >4)
— [ (a(X3)|X = Xi) + O(h?) (3.15)

where &3 is an element between 5 qT (51 $)(X; — x)* and zero obtained thanks to a Taylor

(2)

expansion of ¢;™.

Then, in view of expressions (3.14) and (3.15) it follows that

E[G,(0)]|X] = FZIE[W f ‘X X](H’)

+nla’<§n:f Ge( X)X = X)ZZK>0+O(h§). (3.16)
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In order to determine the behaviour of quantity > . | f (¢-(X;)| X = X;) Z; Z/ K, involved
in equation (3.16), it will be crucial the following Lemma:

Lemma 3.1. Under conditions C1-C4 it follows that
Xi — T J Xz — T
Sj = nh quT DX = X)<hc)K< hc>

= f(g( )\X =) g(x) p;(K) + 0p(1)

for each 5 € {0,1,2,3,4,5,6}. Equivalently,

Zf (g(X3)|X = X)K(Xi_m) Z; Z] = S+ o0p(1)

nh hc
where
po(K) p(K) po(K) ps(K)
S— Fou(@)X = 2) ol p(K)  pe(K) ps(K)  pa(K)
PN =200 1R wsk) pal’) ()
ps(K) pa(K)  ps(K)  pe(K)
and
1
Xi—z
Z;= fe (2
? (X;z:x)

Proof. We can write

:~‘
"_‘o =

/f(qT(x + uhe)| X = x + uhe) W K (u) g(x + uhe) he du

o

(@)X = z) g(z) / W K (u) du+ o(1)
4e(2)|X = 2) g(z) 15(5) + o(1)

I
—~ —~

and

Var (8;) = E(S7) — E(Sj>2 < E(S})

T ey
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= A ZE{( X)X = X)) (th)JK(th))Q]

_ n22 /f(qT(z)\X = 2)? <Z};x>2j K (Z;xf 9(2)dz

1 .
= — /f(qT(J: +uho)| X =z + uhc)2 ¥ K (u)2 g(x + uhe) he du

2
nh?z

= n; flae(@)| X = 2)? g(2) /qu K (u)? du+ o(1)
1

C

= Flge(@)] X = 2)? g(x) ¢oj2(K) +o(1) = o(1)

where ¢; (K fu K(u)’ du.
Thus,
Sj = [(a(2)|X = z) g(x) pj(K) + 0p(1).
O
Then, equation (3.16) together with Lemma 3.1 end that
E[Gn(0)|X] = ZE e (Y.<3>> X = Xi| (0Z)K; + 2056 + 0,(1). (3.17)
\/7 0 9 p

Moreover, it is important to note that E[R,,(€)] = 0 as a consequence of expression (3.11)

and
(o (40 ) < ) - () 75 o

o (G o) 5]

x Bound(y|X = x) dy K (

oo f OB k(52 o) -t

Thus R, (0) = 0p(1). This, together with (3.17), leads to

E[R2(A)] < nE

G(6) = %9'59 + W0+ 1 (0) (3.18)

where 7,(0) = 0,(1) for each fixed 6§ and

- nzc §;¢T (Yi(3)> Zilk.

It is easy to see that W has a bounded second moment and hence is stochastically
bounded. Since the convex function G, (6) — W’6 converges in probability to the convex
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function %9’59, it follows from the convexity lemma of Pollard (1991) that for any compact
set IC

sup |1y ()] = op(1).
bek

That is, the quadratic approximation to the convex function G, (@) holds uniformly for € in
any compact set. Therefore, using the convexity assumption again, the minimizer 6 of Gn(0)
converges in probability to the minimizer § = —S~'W of the right-side of (3.18) that is

0 —0=o,(1).

The third component of the vector 8 — 0 is

- 2 (@ _ L @) 1 ) —o
Ve (12 () - 3870)) = 4oV (o)) = op(0)

where the quantities V¢ (x) can be simplified as a consequence of the fact that the kernel
function K is symmetric, so p;(K) = 0 if j is an odd number. As a result

1 o X, —z\? X; —
Ven(2) = — > v (Yi(g)) <Oé31 + ass ( - x) ) K( - x)
¢ =1 Cc c

where

—p2(K)? p6(K) + po (K
pa2 (K) pua (K) pg (IC) — pa(K0)3 — o (K)3

=

- 4
Qg = 6(5) + p2(I)?pa(K)?

=

o pr2 (K ) pg (K) — pa(K)?
P (K pa(K ) pe(K) — pa(K)P — 2 (K)3pus(K) + pa(K)2pua ()

Thus, we have determined the behaviour of the second derivative regression estimator,
which is presented in the following theorem:

Theorem 3.2. Under conditions C1-C4, it is verified that

- 2 (o2 L@ _ 1 ) —o
Ve (12 (0 - 380 ) - 1t Ve (@) = o(0)

where

1 ¢ X;—a\? X; —
Vo) = 3w (1) <a31+a33( » f”) )K( ; f"‘)
¢ =1 c c

Remark 3.2. Now, the goal will be to compute expectation and variance of the curvature
estimator given by (3.10) based on the estimator described in Theorem 3.2. Note that the
negligibility of remainders can be establish in LP, that is, A,, = orr(a,) can be derived from
A, = op(a,) with the condition that |A,,/a,|P is uniformly integrable for p < co (see page 221
of Gut (2005)). Note that
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Definition 3.1. A sequence Ai, Ao, ... is called uniformly integrable if and only if
E[|A,] I(|]An| > a)] = 0 as a — oo uniformly in n.

Another, equivalent, way to express uniform integrability is via the distribution function;
Ajq, As, ... is uniformly integrable if and only if

/ |z|dF4, () = 0 as a — oo uniformly in n.
|z|>a

The assumption that Aj, As,... have finite mean, implies that E [|A,| I(|A,| > a)] — 0
as a — oo for every n; the tails of convergent integrals converge to 0. The requirement that
the sequence is uniformly integrable means that the contributions in the tails of the integrals
tend to 0 uniformly for all members of the sequence.

These arguments allow us to prove that convergence established in Theorem 3.2 is also
verified in terms of the mean squared convergence. Now, some auxiliary results will be needed
to obtain expectation and variance of curvature estimation.

3.3.2 Auxiliary results

In order to study curvature and subsequently sparsity estimators, it will be necessary to
compute different kinds of expectations related to the kernel function. These results are
contained in the following lemma:

Lemma 3.3. Under condition C1-C2 and h a bandwidth going to zero, the following
statements are verified:

)J] W g(.’L‘) hi+1 d)z,](K) +O(hz+2)
and

E

(X —a1)' K (X}: “””)j (X —a0) K (X . 5”2)1 = Bt g(a1) (a1 — 2)!
x KT« K* (”;“) +O(h2)

where 1, 7, k,l are integers, Kz] (u) = 'K (u)?, * represents the convolution, and

¢i;(K) = /ul K(u)jdu

Note that ¢o2(K) = R(K), ¢i1(K) = pi(K) and max{j, k} = 2.

Proof. Let us consider the following Taylor expansion:

gl +uh) = g(x) + g (&) uh (3.19)
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where &3 represents an element between x and x + uh and g(P (z) = 898—(;). Then, the results
of this lemma come from a change of variable, equation (3.19) and the fact that gV is a
bounded function. Insightfully,

(X—:c)iK<X};$>j] :/(z—a:)iK(Z;x>j 9(2) dz

= / (uh)' K (u)! g(x +uh) h du

E

= /u’ K (u)’ (g(x) +g(1)(§3) u h) R du
= /u’ K (u)j g(x) KTt du + /u”l K(u)] g(l)(é’g) ht2 du

= g(z) B! /uZ K (u) du+ hHQ/ui+1 K (u)’ ¢W(&) du

= g(z) KT ¢ ;(K) + O(h'2).

Analogously, it is verified that

(X—xl)iK<X}:x>] (X—:cQ)lK(X;x?)k] _

- /(z—xl)i K (Z_hx1>j (z—z2) K (Z_—hxz)k 9(2) d=

, , z —x3\"
:/(uh)ZK(u)] (hu+:v1—x2)lK(u+ lh 2) g(z1 + hu) h du

Tl — X2

E

k
= h g(ay) (21 — xg)l/ui K (u) K (u + ) du + O(h'*?)

= Wit g(a1) (21— 22)! K7+ K (—” N xl) + O(hi*2).

O]

On the other hand, the quantity Vz p_(z) will play a fundamental role in order to compute
the first moments of the curvature estimator. Because of this reason, expectation and variance
of Vi () will be established in the following lemma:

Lemma 3.4. Under conditions C1-C4, it is verified that

BV, ()] = 5 6(2) f (ae()| X = ) b g(a) (a1 ) + s () + o(?)

Var [Vep, (z)] = T(;L”;Fr) g(x) (agl R(K) + a§3 ¢a2(K) + 2a31 a3 ¢22(K>> +o0 (nz ) .

Proof. Firstly, let us recall that the following Taylor expansion of the regression function:

#(X0) = ae(2) + (@) (X — ) + 502 @) (X — 2 + 2 @)X~ )
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—qT (&) (X — )t (3.20)

where &4 ; is an element between X; and x.
Expectation of V. (x)

Let us remember that
E[Vah ()] = E[E(Vep (2)|X)]
where X = {Xj,...,X,} represents a random sample of the explanatory variable that we
have denoted by X. Moreover,

1 < X —x\? Xi —
nhC;% (Yi(S)) <a31 + ass < T x) ) K( hc m) '2(]
J— Xi—a\’ Xi —

- o ;E [¢T (Yi(3)> ‘X] <a31 + 33 ( " 5”) ) K( - ZL')

Then it follows that

E [m () M K [Taﬂ (v <0) M —1-FE [}1 (v <o) M

— =B [1(¥% < ate) + o @)X <0 4 5000 2 + gl @)X - ) M

2 )

E[ Thc( )Pd

2@ =2 + 5o @) (X - o)

—T—F( (@) + ¢ (@)(X; <8) 4 1

o 67

=F<qT<Xi>|X:Xi>—F(qT<Xi>— D) (X, >4)
= F (X)X = X)( e z—x>4)

2
#310 (6l% = X) (508 @) - ') (3.21)

where &5 ; is an element between ¢-(X;) and ¢-(X;) — 14q£4 (£4,4)(X; — x)*. Thus, we are able

to compute the expectation of Vi, (x) as follows

E[Ven (2)] = EE(Vep (2)]X)]

ijw () <a31 + s (Xih: x>2> "k (Xih: x) M]

1
E
(nhc i=1

= %E 8 (wT (%) M (O‘?’l o (thc x) ) " <thc x)]
= T Gala) + 55 Cala)

where
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Hence, we are going to study the functions C3 and C4 independently. On the one hand,
from (3.21) and Lemma 3.3 it follows that

-2 (0 ) 5 (5]

= 5| (@1 = %) (5006 - )"

n %fa) (654X = X3) (qT (€a,0)(Xi — $>4> ) K <Xih: x) ]

~ [ 1 alx =2) gt -0 & (25 o) as

v [0 ix =9 (Gl @) ok () s

= C31(z) + O(h)

where

Coala) = [ fala)lx =2) Q—Zqﬁ‘*’(@,ixz—x) k() ot
- 31 @@+ 0m) [ 1@ =60 K (20 ot
:i(qb( ) +O(h /f (e(z +uh)| X = 2 + uhe) (uhe)* K (u) g(x + uh) he du
=2fl4(”()+0 h5/f (gel + 1the) | X = 2 + uhe) ut K (u)

x (g(x) + g (€,) uhe) du

= i (@ (@) + O(he)) g(w)/f(qT(a:+uhc)|X — 2+ uhe) ut K (u) du+ O(hS)
= o @) 9(a) B f (el X = ) pa(K) + OHY)

(4)

where we have taken into account that {4 ; = x+ h.w; for a certain w; and ¢’ is a continuous
function, so:

¢V + hew;) — ¢tV () = O(he).

On the other hand, based on analogous development we can conclude that

i) = [6 (1= (47 [2) x5 (52

- 2—14 oV (@) g(x) h f (ge(2)| X = 2) po(K) + O(hE)

and finally

1

57 40 @) [ (g:(@)|X = @) ht () (a1 pa(K) + ass ps(K) + o(hf).

E[Vin(2)] = o

Variance of V. (x)

The law of total variance allows to write

Var [Vop, (2)] = E[Var (Vo (2)X)] + Var [E(Vep, ()] X)]
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where X = {X;,..., X,,} represents a random sample of the explanatory variable X. Firstly,
we are going to focus on the conditional variance of Vi (x). Let us define the following
auxiliary function:

wo(t) = Var [I(Y — g¢(z) < t)|X = 2]
=F(qe(z) +t|X =2)(1 — F(g(x) + t| X = x)) (3.22)
whose first derivative is given by

z=qr(x)+t

f(AX = 2)(1 = F(2|X = 2)) = F(2|X = 2)f(s|X = @} @)

= f(ge(@) + 1] X = 2)(1 = 2F (g (2) + 1| X = ).

So, taking into account the definition of the function ¢, and the Taylor expansion
described in (3.20), it follows that

var [1(v” <0) || =var [1 (Yi—qT<X><——qT @ - o' |3

(xi-2)")
= 02(0) + 95" (.:) <*—qr (€a,0)( '-93)4>

= Fgc(Xi)|X = X3)(1 — Fg(X3)|X = X5))
+ o (E,) ( e (X )4)

= 7(1 —T) + @ (€6 s X = X)(——qﬁ‘”(m( )4) (3.23)

= 2 <—*qT (€1,6)

where a Taylor expansion of function ¢ has been developed and s ; represents an element
between —24qT (54 ) (X; —x)* and 0. So, it is verified that

3o () (oo (557)) () o
gk S (07 <)) (weom (52 )

=n23 ( (1=1) + 08" (,0) <—qr (o) (X )4>)

Xi—:E 2 2 XZ'—I‘ 2
x | as1 + ass W K .

E[Var (Ve (0] = E| s (01 -0+ o 600) (- 5 €005 - ) )

Var [Vip, (2)|X] = Var

and
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2
Xz' — X 2 Xi — X 2
K
(oo (5) ) (5]
= C5(z) + Cs(x)
1 X, —z\? ? X, —z\?
Cste) :E{nhz W= <a31+a33( he ) ) K( he ) }
1 X 2\ 2
i — X
Cola) = | o (66:) ( — 5700 (X~ )*) (a1 + ass
nhc hc
Xi — X 2
K :
a5 |

So, the study of the conditional variance has been reduced to computing Cs and Cj.
Firstly, the following development comes from Lemma 3.3:

o=l (s van () ) (50
Z ( - 2]
+T;LET(1—T)a33]E[(X )4K<Xh > }
i (1 —T) az ass E[(Xi_xy K<Xih:g;)2]

= n}l T(l - T) g(ﬂf) (06§1 R(K) =% oz§3 ¢472(K) + 2a31 @33 ¢272(K)> +0 (i) )

where

T(l—1) 04%1

 nh?

On the other hand, it follows that

nzg oM (€64) <—qT (€4.0)(X; — x)4> <a31 + a3 <Xih: $>2>2K§}

| X 2\*
i — &
< My My —E|(X; —z)* : K?
< M 2nh§ [( ) (04314-0433( he )) 2:|
1 9 4 z—a\?
< My M, i a1 E|(z —2)* K I

1 Z— 2
+h4a§3IE[(zx)8K( " > ]

c

% - E{(z—x)ﬁ K (733)2”

c 22 (omi) +OMY) + O(hZ)) _0 <hg>

n

Cs(z) :IE[

+

< Mi M>
n
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where M and Ms represent upper bounds of the functions gpgl) and q£4), respectively. So, we

conclude that
(1l —1)
nhe

E [Var (Ve (2)|%)] = o(a) (aél R(K) + 02y daa(K)

1
+ 2031 a3z ¢2,2(K)> +o (

nhc> . (3.24)

Finally, in order to finish the calculus of the variance of V¢, (x), we should introduce the
following auxiliary function:

03(t) = E((Y — qe(z) = )| X = 2) = 1 — B(I(Y < go(z) +1)| X = 2)
=T — F(ge(2) +t[X = x)

and then it is verified that
Var (E[Vz s, (2)|X]) = E(B[Ven, (2)[X]%) — (E[Vep, (2)])* < E(E[Vep,|X])

1 X —2\2 2
- o () o] e ()] )

1 L () 4 X;— x> ?
= 2 E <g03 (‘ﬂ% (§4,z‘)(X¢ — ) ) Q31 + Q33 < I ) ] Kl)
R S O R B VA AN
T nh2 [‘Ps (&7.4) <24QT (€14)(2 x)) a31+a33< I ) KZ]

C
2
Xi — T 2
Q31 + asg h
C

< Mi M>

1
= E | (X; — )8

2
nne

-o() “a(2)

where we have considered a Taylor expansion of the function 3 and {7 ; represents an element
between —iqg) (£4.4)(X; — z)* and 0. Note that

03(0) =T1— F(q:(z)|[ X =2)=1—T1=0.
Moreover, M3 and My are upper bounds of <pg1) and q$4), respectively. So finally, in view of
(3.25) and (3.24) we conclude that

Var Vep (@) = 0 g(a) <a§1 R(K) + g da2(K) + 2051 35 d2(K )> e (n}l) |

nhe

O]

3.3.3 Bias and variance of the curvature estimator

In this subsection, the mean integrated squared error of the curvature estimator will be
studied. Let us recall that

MSE [5,%} - (Bias [5,4)2 + Var {3,%] .
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Firstly, the bias of the curvature estimator is presented in the following theorem:

Theorem 3.5. Under conditions C1-C4, it follows that

! @)\ (@) 4o !
Bias [ﬁhc} =35 h? 51/% (@) ¢ (z) g(x) do + —= nh5 ) 52/ flge(2)| X = 2)? da

where

01 = gy pa(K) + azz pe(K)
82 = a3 R(K) + o33 ¢a2(K) + 2031 ass da2(K).

Proof. First of all, we should remember that
2
Oy, = ai ;10 (Xi)?
n
=1
So, we are going to start computing the expectation and the variance of ?]f,zc (z). Given z,
from Lemma 3.4 and Theorem 3.2 it follows that
1
f(a(@)| X = 2)g(x)

1
Fla@IX = )a@@) & Von: @]

; h2 q$ )( ) (a1 pa(K) + ass ps(K)) + o(h2)

E 1. (0)] =B |0 + 21,2 e

= qﬁz)( )+ 217;2

= ¢ (x) +

— ¢ (z) +

12

1
15 e (@) 1 + o(h?)

and

1
H@@IX = 2)9(@) VT”“(““)]
1

= @)X = apgap T Vane (@)

4 1 1
= @)X = 2)%g(@) nhg D02 e <nh5> ‘

Var [(}fg (az)} =~ Var [qg)(az) + 2h;?

slhte

Moreover, as consequence of previous expressions, it can be established that

(2. = (® [ﬁl@ﬂf +Ver [%h )

@)
= q,([2)(3;') +2q(2) Bias [a( x}
+ Bias [E]f%c(:c)} + Var [(}(;)L (z )]

1 1 2
= ¢ (0)” + 207 (2) 75 02 (@) 6 + (12 h2 ¢t (@) 51>
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4 1 1
Fa@)X = 2)2g() nhg "0 D20 (mﬁ) '

c

_l’_

So, it can be concluded that
0 2) 2
E |9.] = [n > @, (Xi ] ZE (@5.(x)?| =E (a2, (x.)?]
X = Xz>] = /E [@ff)lc(z)z} 9(z) dz
1
= [ @ gta) dot g 1281 [ () @) gl0) da

4 1
g T 52/ f@@xX =7 ™

and as a consequence

R (2)(,y @ 4t — 1) !
Bias |0y, | = ¢ 51/% (v) 4" (x) glw) dw + — "5 52/ Ha@)X =2 @

O]

Now we are going to move to the calculus of the variance of the curvature estimator.
Firstly, as a consequence of variance definition, we are able to obtain the following
development:

Var [1%5} = Var

1< L S~y
LSS < B35 o i

i=1 i=1 j=1
1 @) _QST(Xi) p
nQZZ;;CoquT () + 2he* oy Vano(Xi)
o Sc( X 2
<q£2)(Xj)+2hc2 ;((ij)) Vx,hc(Xj)> }
Ly _ se(X;) _y5e(X0)?
= 4h 2 (2) X; T X; 4h 4 X; 2
RQ;;CW[ (X0 STV (X) S Vi (60
ang? o230 S0 Ve (06 + S0 Ve ()]
= C7+2Cs + Cy (3.26)
where
- se(X;)? @) s7(Xj)
X)), X X
thzCL;JZl(COV[ Q(Xz) VT,hc( ) gt ( J) g(Xj) Vr,hc( ])
- s<(Xi)? s<(X;)’ )
n2h6 ZZCOV[ Q(Xz) VT,hc(Xi)v 9(X;)2 VT,hc(Xj)
¢ =1 j=1 J
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Vrh ( )2’ ST(Xj)2

X2,
g(XJ)2 V‘C,hc( ])

Co= s > o [

=1 j=1

In view of previous expression, it will be necessary to compute three different “kinds” of
covariances between V., quantities. We are going to analyse each scenario independently.
For simplicity, let us introduce the following notation:

- X — 2. \2 X: —
K;;= <a31 + a33 < Zh xj) ) K;; where K;;=K ( lh xj)
C C

) 1 .
YD =¥ = gee) = o @) (X = 25) = 50 @) (X — 3 = 5o ) (X - )"

7

We are going to start with the calculus of C'7. This result is presented in the following
proposition:

Proposition 3.6. Under conditions C1-CY it follows that

cr = ) / (@ 50)@(@)? g(x) da.

n
Proof. Let us remember that as a consequence of the law of total covariance it can be written

)

x) E <VT,hc(9€2)

Cov [Vep, (x1), Vep (z2)] = E (COV |:Vr,hc(x1)7 Ve he (22)

- COV |:E (V[,hc(xl)

*)|.
x| -

So, we are going to start computing the conditional covariance. That is,

n?hé;;(c"v[ (X)) ((Xi) Vo (X2 6P (X)) ij((X)i?’)) Vo, (X))

Xi)
- St Xj
n2h§ 3 ( D) 0 x,) X)

=1 j=1 7')
x Cov |:7”Lhc Z¢T (Yk(?m)) [?k,i, nlc Zw’t (}/2(37j)> [?l,j:|
n4 h6 Z Z l)) q'([2)( Z

¢ =1 j=1

x Cov [% (Y,f”")) (Y“"’]))} ] Ky f{l,j

- sT $e(X;) —
n4h6 Z Z (2 i )) qg) (XJ) ((Xj)) Z

¢ =1 j=1

x Cov []I (YQ(?”” < 0) Nl (Yl(?”j) < O) ’X} IN(z,i I?z,j.
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Then, let us define the following auxiliary function:

w4a(t1,t2) = Cov I (Y < gr(x) +t1),1(Y < g(x) + t2) | X = 7]
=E[I(Y <g(z) + 1) I(Y < que(2) +12) |[X = 2]
CELY < o) +0) X = ] E[L(Y < gola) +12) X = 2]
= F (gr(x) + min{ty, t2}| X = x)
= F(g(2) + t1|X = 2) F (gz() + t2|X = )

whose partial derivatives are given by

8«;:46()?1,752) = f (ge(z) + min{t1, t2}| X = 2) I(t; < to)
— Fge(2) + 11X = 2) F (g(2) + 2| X = 2)

8@4&12, ta) _ £ (ge(x) + min{ty, t2}|X = 2)I(t2 < 1)
— Flge(2) + 12| X = 2) F (ge(2) + t1]X = 2)

Thereupon, in view of arguments developed in equation (3.20) and a Taylor expansion of
function ¢4 we can determine that

Cor |(1(v <0)) . (1(n <0)) M

= P4 <_214QT (’SQl)(Xl X; )45 _ﬂ(h (flol)(Xl X )4>

_ dpa(ts, ta) Opa(ty,ta)\'
—@4(0,0)+( oL

X (_24‘19)(59,1')(&_Xi)4’_ich Croa) (= )4>

(t1,¢2)=(&11,1,€12,1)

Where 5111 and &jp; are elements between —24qT ({gl)(Xl — X;)* and 0 and between

24qT ({101)(Xl X ) and 0, respectively. Moreover,

04(0,0) = F (ge(2)|X = 7) = F (ge(2)[X = 2) F (gc(2)|X = 7) = (1 — 7).

So, we are able to establish that
Cov [H (Yl(?”i) < o) 1 (Yl(?”j) < 0) 'X] — (1 — 1) + O(hD), (3.27)

and as a result

B 000 20 x;) jj&?‘)) Cov Ve, (300, Vi (45)1])

=1 j=1

n

16T(1 — 1) = X; so(Xi) ~  ~
= ZZE[ o )q(2)(Xj) ( ])KliKl,j]
=1

n4h6
i=1 j=1

12

””T&;T)E[ ) S @) SR R }
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16Tn1hﬁ_T ///qT X)) )) qg)(Xj) ;((X)i])) agl + as3 (le;Xz)z]

»

X, - X;

X Kp; |as1 + ass <lh]> ] K 9(X;, X5, X)) dX; dX; dX;

16t(1 -7
= nhﬁ ///qT (2) (Xl - Uhc) ST(Xl - Uh/c) ST(Xl - Uhc)
x oz +asz u } K (u) [0431 + a3 02] K (v) (X)) h? du dv dX,

16t(1 — 1) 2
- B [ uhe) s¢(X; — uhe) [ag + ass v?*] K (u) du| g(X;) dX;

(

= TUZD [ s x02 g6 ax,

where the last step of previous development comes from a Taylor expansion of the function

(2)

gv ' st and the following equalities
/ (g1 + ags w?] K (u) du= asy + ass pa(K) =0
/U [ag1 + ags v?] K (u) du= as; pi(K) + ass ps(K) =0

/u2 [0431 + as33 u2] K (u) du = a3 [,LQ(K) + 33 /L4(K) =1. (328)

Note that because of the fact that the dominant term of previous statement (that is,

the first term of the Taylor expansion associated with q( ) s¢) is zero, we could think about
to consider another term in the Taylor expansion associated with the auxiliary function ¢4
defined in order to compute (3.27). This expansion will provide terms with order h? that is
smaller than the term that provides the considered Taylor expansion of the function qg) St
(with order h2).

On the other side, it will be necessary to compute the covariance of the conditional
expectations where the calculus of E[V;; (z)|X] has been detailed in Lemma 3.4. Then, it
follows

Y ov s<(Xi) | @)y 5t(X5) |
n2 zcll 1;:1C |: < ) Q(Xz) Vl’,hc(Xl) X),E(QT (X]) g(Xj) Vc,hc(X]) X>:|
” ov st(Xi) . 2) /vy, s7(X;) '
n2 f?ll 1]21(: |:QT z (X)]E<Vthc(Xz) X>7QT (XJ) g(Xj) (Vﬂhc( J) X>:|
= ZCov[ (X)) (X) . Zf #(X0)|X = X0) 50t (E)
c i=1 j=1
x (X — Xi)* Ky i (X)) g(( ])) nhc;f(%(xl)\xle)

X ;qu (&) (X1 — X;)* ffz,;}

> n2h4 Xn: Z (nh ) M3 Mj z": (COV [(Xl - Xi)4f~(l,i, (X; — X;)* f{M} (3.29)

¢ =1 j=1
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where M, and Mj5 represents bounds of the functions q$4) and qg), respectively. In view of

previous expression, it will be crucial to compute
Cov |:(Xl - $1)4[?l71, (Xl - .%'2)4 I?lyg] =K [(Xl - :L'l)4 I?l,l (Xl - 3?2)4 I?l,2:|
—E [(Xz - 951)4I~{l,1} E [(Xz — z)* f(u] :

Hence, bearing in mind the definition of f(” and Lemma 3.3 it follows that

E {(Xz - 331)jf~(z,1 (X; — x2)! I?I,Z} =3 E [(Xz —x1)? Kp1 (X) — 29)" Kl,?]
+ w ]E [(Xl — $1)j Kl,l (Xl — 1)2)l+2 Kl72i|

h2
« (6% .
+ % E [(Xz — ) Ky (X — @) Kz,z]
0%3 j+2 142
+ 2 E [(X, — 2 2 Ky (X — a2) KLQ]
(6
= O(hitiH1) (3.30)
and
K, | = J 33 42
E [(Xl — 1) Kl,l} =z E[(X;—21) Ki1] + Wz E[(X; — z1)" K4
. 1 . ‘
= O(he ) + 35 O(hi*?) = O(he ™). (3.31)

Cc

Then, we can conclude that
Cov [(X, — 2) Ky, (X — a2)’ f{l,g] = O(h2) — O(h0)

and as a consequence of (3.29) it follows that

a1 02 Cov (200 25 v ()

¢ =1 j=1

16 9 h2 1
< = — - — .
~ nh} Olhe) O(n) 0<n>

c

]

@)+ 5t(X)) ,
X)a]E(QT (XJ) g(Xj) VT,hc(XJ)

Summarizing, the following approximation is justified

N ﬁ n n o ) . ST(Xi) ' (2) . ST(Xj) .
> D [0 50 @)? g(o) d

O]

Now we are going to move to the calculus associated with Cg. The following proposition

shows an approximation of this quantity:
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Proposition 3.7. Under conditions C1-C} it follows that

Cs = s ;212; - I'(K) /(qg) 5)® (@) s<(2)? da
+ MJT) Iy(K) / (@) 50)P(2) sc(2) ¢t () g(2) da

where
2
Iy (K) = / [0431 + a3 U2] K (U)2 dv = O‘%l R(K) + 0133 ¢472 + 2a31 a3 ¢272

/ / vw)* [ag +azs 2] [om +as @)?] K@) K(w) do du.

Proof. Let us remember that

n , se(X1)2
n2 - ZZC ov [qT X, g((;éz)) Ve (Xi), g((;((é))g ‘/T,hc(Xj)Q:|'

011]1 J

Analogous to the calculus associated with C7 (Proposition 3.6) we are going to apply the law
of total covariance. Let us begin with the computation of the conditional covariance. In this
case, it follows that

x] .

n X; se(X;)?
n2 6 ZCOV [QT Xi) it Ve (Xi), T(-]) Ve e (X5)

c =1 j—1 g<Xz) g(Xj)2
. (X5) ST(Xj)2
- g ZZ (%) 9%
X (Cov|: Zq/)_[( ) K]“, n; ZQ’[}T (YE J ) Kl,] h Z Uy (Y(?’J ) [? 7j:|
“i=1

n ; XJZTLTLTL
— Yo SO =SS S

¢ =1 j=1 k=1 I=1 m=1

x Cov [wT (Yk ’i)) - (E(sd)) (I (Yn(?’j)) ’X] Iz’m f?l,j Kmd

At this point, we have to deal with the computation of

Cis1(X;, X;) = Cov [% <Yl(3,z‘)) e (Yn(13’j)> . e (Yk(?),i)) 'X]

for different values of the indices {k,I,m}. On the one hand, if card({k,l,m}) = 3! or
card({k,l,m}) = 2 joint with [ = m, then Cg;(X;, X;) = 0 because of the independence. As
a consequence, the situations that contribute dominant terms will be card({k, !, m}) = 2 with
Il #m and k =1 =m. We are going to analyse each of the previous cases. First if [ #m =k
it follows that

Con (X1 ) = Cov {% (09) e (), e (v09) ‘ X]

'Note that card(A) represents the number of different points of a subset A.
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_ E[% <Yl<3,j>) X} Cov [% (Yk(?”j)) o (Yk(&”) ’ X}

(1 —1)
24

>~

Fla(X)1X = X;) ¢V (X)) (X — X)*

as a result of Lemma 3.4 and equation (3.27). Secondly, if kK =1 = m it can be written
Cov {wT (V) e (V) e (1,9) M -
— Cov { (r-1(%% <0)) (r-1(%*" <0)) , T -1(¥* <0) M

— 21 Cov []1 (Yl(?”j) < 0) T (Y(3 D < 0) M
— Cov []1 (v <o) 1 (v* <o), 1(%,*) <0) M (3.32)
where in view of the arguments developed along Proposition 3.6 it follows that

Cov |1 (139 0) 1 (v < 0) || =<(1.- 1) + 00

In addition, applying the same arguments developed previously in order to compute C?,
it can be established that

Cov []1 (v <o)r (%P <0) , 1(%®) < 0) M
:E[]I (v <o) 1 (%9 < o)1 (% )M
o 1 (9 <029 ) B0 <o)

~1(1—n) (3.33)
In order to prove (3.33), let us define the following auxiliary function:
@5(t1,t2,t3) = Cov [1(Y] < go(Xy) +11) T(Y; < go(X0) +12) , T(Y) < o (Xy) + 83) [ X]
=E[I(Y; <g(X0) +t1) TV < qe(Xp) + t2) T(Y < go(X0) + t3) | X]
CE[I(Y; < g:(X0) + 1) T(Yi < ge(X)) + t2) |]
E[T(Y; < g:(Xi) + t3) | ]
= F (min{(g(X1) + t1, g(X1) + t2,g(Xy) + 3} X = X))
— F (min{g(X}) + t1,¢:(X)) + t2}|X = X)) F (¢:(X)) + t3|X = X))
where
¢5(0,0,0) = Cov [[(Y; < qc(X1)) 1(Y; < qe(X7)) , L(Y] < go(X0)) [X]
= F(ge(2)| X = 2) = F (ge(2)| X = 2)?
=1(1—1).

Then, applying a Taylor expansion of the function 5 it follows that

Cov [H (v <o) 1 (v* <0) 1 (v* <o) 'x]
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— ¢ (g €00 = X"~ 5k €1 (3 - X0 — ok €)X - )1

24
Ops(t1, ta, ts) Ops(ty, ta,t3) Ops(ts,ta,ts3)
=¢5(0,0,0)+ ( o, oty ot

1 1
<_QT (&13.2) (X — X))4, —ﬂqg)(ﬁm,z)(Xz . _ﬂqg)(fl&l)(Xl - Xi)4>

(t1,t2,t3)=(16,1,617,5,618,5)

2

:Tl—T

where &6, 5171 and &18, are elements between — 24qT (ﬁlgl)(Xl X;)4, — 24qT (514[)(Xz
X;)* and —24qT (5’151)(X1 X;)* and zero, respectively.

As a result, combining equations (3.32) and (3.33), it follows that

Cov [wT (Yl(3,j)> e (Yk(g’j)> e (Yrgg,i)> ‘X]

U2 F@(XDIX = X)) (X)) (X1 = X)) il £k =m
(analogous k # [ = m)
(212 —1)(1 — 1) ifl=k=m

Cs1(Xi, Xj)

12

Bearing previous developments in mind, we can write the following decomposition of the
expectation of the conditional covariances:

16 (X X;
E(qug)(Xi) (%) el %) Cov [Vt,hc(Xi)aVr,hc(Xj)2‘X]> = Cs2+Cs3

27,6 )
n*he o 9(X;)  g(X;)?
where
160272 —1)(1 — 1) < = [(2) s(Xi) se(Xj) ]
Cgo = E X; K ; K ; K,
2 whe 2o 2 2Bl O e e K K
Cun e -1 Sy }nfE @) 5D Oy x, xS Mg R OR
8,3 3n5h0 ¢ (Xi) 9(X7) g ( J)( k= J) g(ij Ly Pk, Bl

On the one hand, based on arguments detailed in equation (3.28), it follows that
16(27% — 1)(1 — 1) st(Xi) s:(X;)?
= E ; K i K ; K
08,2 n5h9 ;;; |: (Xz) g(Xj) l, l,j l,j
162 -1(l-T Xi) sc(X;)? X - X;\?
- n2h? /// X)) 9(X;)? Q31 + (33 I

X — X
as31 + o33 <lh> ] Kl] 9(Xi, X5, X)) dX; dX; dX;

XK“

_ 162 -1 -1 sc(X; — vhe)?
(X, — uhe) —uhe) 2L e
n2h9 ///qT l u ST( ) g(Xl _ Uhc)
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X [a31 4 ass u2] K (u) [o31 + 33 112]2 K (v)? g(X}) h? du dv dX;

2 _ _
— 16(27 nﬂ:()z(l . / [/q@ (X — uhe) s<(X; — uh) [aSl + ass UQ] K (u) du

s¢(X; — vhe)? )12 )
(X, — o) K dv| g(X;) dX,
- [/ 9(Xi — vhe) (1 + ez v7] (v)” dv| g(Xi) dX;

= SEE IO [ 60 () so0607 X

where the last step is a consequence of equalities (3.28) and

2
I'(K) = / [os1 + ass v2] K (v)?dv = a2, R(K) + a2, P42 + 2031 33 P22

On the other hand, using similar arguments the following approximation of Cg3 can be
justified

4t(1 — 1) se(X5) (4 (X))~ ~ =~
Cs3 = T305h ZZZZE[% Xi) 9(X0) g )(Xj)(Xk - X;)! gEijgKl,j Ky K

i=1 j=1 I=1 =1

_ 32t -1 @ (x st(X5) e st(X;)
) (Xp— X;
nh9 //// 9(xy) ? () )Q(Xj2
x K Kyj K g(Xi,Xj,Xl,Xk) dX» dX; dX; dXp,

_W//[/QT (X — uhe) s<(X; — uhe) [oz1 + ass v?] K (u) hcdu:|

4 s<(X; —vh)
[/ (X — vhe) (Xi — X + vhe) —g(Xl%vh)

X, — Xp\2 X, — X
a31 + o33 <lhk> ] K <%) 9(Xq) 9(Xy) dX; dXy
C C
2T 1—1) //
N 3nh3
(4) 4 ST(Xl — Uh) 2
X - c - c c T~ K c
[/qT (X; — vhe) (—whe + vh) o (X, —oh) las1 + asgz v®] K (v) he dv
x g(X; — whe) |:0431 + as3 (w)ﬂ K (w) he dw g(X;) dX;

_ (-7 [y (K) /(q?) 5P (X)) s:(X1) ¢t (X)) 9(X) dX,

[a31 + @33 112] K (v) he dv]

X

n

where

= //(v —w)? [0131 + as3 (0)2] [0431 +ags (w)?| K(v) K(w) dv dw.

Finally, it will be necessary to compute the covariance between the conditional
expectations. So, it should be taken into account that

E{Ve (2)°]X] = { wa( v) K, Z% () &
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JOR LR REIED

i=1 j=1
_ <n2>2 zn;]zn; <T2 _ 0K []1 (v <0) ‘X]
+E []1 (v <o) 1(v¥ <0) M ) K, K;
- (712)2 gm .y (3.34)
As a result,
cov [B (S Ve (607 (o060 s v 0 )|
Cov |28 B (Ve (60 a0 00 8 (v (x| )
~ Cov [?(%))2 (n}l S 7) K2,

=1
#206) S5 S XX 30 k) (- X0 Ko

1\* -
< < - > (1 — 1) hi M} My M§ My n Cov[K?,, K, 2]
nhg ‘

- <n28>3x(1 — 1) htn O(he) = O (Z—g) N (nZth)

where M| LM, My Land My represents bounds of the function f, q$4), g and q(2). Moreover,

T
the last step comes from similar developments as the established in equation (3.30) related to
the kernel function. That is,

Cov [K?, Kip] = E[K? K;2] — E[K2] E[K; 5] = O(he) — O(he)O(he) = O(he)

Finally, it can be concluded that

Cg = 082 + Cg = 8(2T2 ;2:3?(1 - T)F1<K) /(qg) ST)(Q) (Xl) 3T<Xl)2 dX
+ 2(1{T) T2 (K) / (0 5@ (X)) s:(X0) V(X)) 9(X0) dX,

O]

Finally, we are going to analyse the last part of the variance of the curvature estimator
that is Cy. This result is presented in the following proposition

Proposition 3.8. Under conditions C1-C4, it follows that

~ 32 2, 9 2 4
Cg:nThgT(T — 21+ 1) I'3(K) /ST(Z‘) dx
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where

= //[a31 + az3u?| K (u) ezt + asz(u + w)? K (u + w) dw du.

Proof. In order to describe Cg that is given by

- g 22 2o [

=1 j=1

St 2
S Ve (X0 g(%z vT,hC<Xj>2]

we are going to use the law of total covariance, so we start computing the conditional
covariance. That is,

Cov i)? sl Ve (X;)2 X
W;; [ Ve 0 g(xy)z et
= S )7 so(X;
thz a d )) Cov [VTh( X%, Ve (X;)? X}
" i=1 j=1 J
n ST
n6h12ZZ 2 5399
=1 j=1 k=1 I=1 m=1 r=1

x Cov [wT (V) e (Yf?”“) e (Y39 e (V09) M Kyi Ky Koy Ko
So, it will be crucial to compute
Co1(Xs, X;) = Cov [ e (Yk(3,i)> » (Yl(s,i)) oy (Yn(13,j)) e (Kg:s,j)) M

for different values of the indices {l,k,m,r}. Firstly, if card({l,k,m,r}) = 4 or
card({l,k,m,r}) = 3 and | = k or m = r then Cy;(X;, X;) = 0 because of independence
of observations Yi,...,Y,. Secondly, if card({l,k,m,r}) = 3 and | # k or m # r then
Cy,1(X;, X;) # 0 and we have to compute it. For instance, we are going to check the scenario
in which [ # {k,m,r} and kK = m. In this case, as a consequence of arguments developed in
Lemma 3.4 and Proposition 3.6 it follows that

Co1(X;, X;) = Cov [wT (V) e (B3] e (B0 e () M
=8 [ (00) ] e (v00) || Cov [ (1) e (1) et
= ae(01X = X0) 520t (60) (X = X0 (0 ()X = X))
1
x —qW (X)) (X, — X;)*t(1 - 7).
Hence, we are going to move to the scenario in which card({l, k,m,r}) = 2. Note that if

l =k # r =m then Cy1(X;, X;) = 0 because of independence. So, it can be concluded the
other addends that contribute dominated terms to the calculus of the conditional covariance

will be those associated withl =r #m =k, l=m # k =r andl = k = r = m. Using similar
arguments to those associated with the auxiliary functions ¢4 and 5, we can conclude that

Cov |1 (1 <0) 1 (v <0) L1 (¥ <o) 1(v04) <) ]
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:E[]I<Y( )<0>H<Y( ) (y,g <0>]I(Y( ko)'x]

I
E[]I( }E{ ko)‘x]
~ Tl =1) ifl=k=m=r
|1 -1?) ifl=m#k=rorl=r#k=m

Then, the case in which [ = m # k = r will be studied more insightfully. In this context,
it can be written

55 o 5 (1) 5 (7))
—Cov | (x-1(¥) <0)) (r-1 (%" <0))
(r-1(%* <0)) (T—]I(Y;(’)<0)>‘X}

— 2 Cov []1 (Y(?”“ < o) 1 (Yl(3’j) < o) M
~eCor [1(3% <0)1 (v < o) 1(%5 <0) ||
+12 Cov []1 (Y,j‘””” <0), 1(¥* <o) M
]1( <0)I(v? <0) , 1(%
—TCOV]I(YZBT) 0) , 1(¥* <o) (% <0)M
( (1

) X

— 1 Cov

s

2 Cov 1 v ) ( <0)]1

+(Cov[ (Yl( P<o)1(vP <o), 1(n® )<O>H<Y,§3’j)<0)‘x]
=27%(1 — 1) —413(1 — 1) + T?(1 — %)
1—19)

=1 -7 -201 —1) =7*(T? - 2T+ 1).

Analogously, the case in which [ = r # k = m can be concluded. So, in order to finish
the calculus of Cg 1 (21, x2) it will be necessary to analyse the scenario [ = k = m = r. In this
case, it is verified that

v) ]

o) oo (39 o (39) . (7)1
= Cov { (r-1(%® <0)) (v=1(v*" <0)) .
(r-1(¥* <0)) (x-1(v* <0)) M

= 2 Cov [}1 (v <0) , 1(%* <o) M
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2 Cov [1 (3% <0) L 1(1) <0) ]

— 1 Cov [1[ (v < 0) 1(v,® <o), 1(¥$) <o) M

+72 Cov {]1 (v <o), H(Yl(37j)) M
+72 Cov {11 y®) <o) 1 (Yl(?”j) <0) M
— 1 Cov |1 (v® (v <o), 1(%,® <o) M

(v )
—Cov I (Yl <0), 1(v* <0)1(%* <o) M
("

— 7 Cov [1(¥,*) <o), 1 (v <0)1(%,*” <0) M

+ Cov [1[ (v <0)1(%* <0) , 1(%* <0)1 (¥ <o) M

> 413(1 —1) — 4721 —1) +1(1— 1) = 7(1 — 1) (47® — 4T+ 1).

As a consequence

# (s 2o 3o o [ 45

=1 j=1

ST(Xj)2
T,hc( i)27 g(Xj)2

Vihe (X5)? X}) =Co2+2Cy3+4Cy,

where
16 S g5 (X () =~ =
Cyo = —= T(1—1)(41* — 4T+ 1 E[ Kii K K5 K5
o eS8 SRl S R R
16 5, N = Xi)® si(X5)? = = = =
Cg73 = ’n,Thg T (T — 2T+ 1) Z . Z]E|: z) g(XJ)2 Kl,i Kl,i Kk,] Kk?,]
i=1 j=1 [=1 k=1
T2l
gL 51(X5) sl J) (4) 4
C E X;) (X — X;
917 360 2h8 2 {Q(Xi)2 g X2 (%) (K1 =X

=1 j=1 card({i,k,r})=3

4 ~ o~ o~
xé%&ﬂ&—XmKummmgmd.
Then, we are going to analyse each of the previous quantities. Firstly, it follows that

16 S e [51(X)? (X)) = = =
Cyo = —— T(1 — 1) (41> — 41+ 1) E[ Ny K Kig Ky K
o ;;; g(X)? g(x;)2 T T
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16 s ) ~ o~ o~ o~
_n3h12 T(1 - T)(47t* — 4T+ 1) /// ol al ,j)z K K1 K5 K

X g(XZ',Xj,Xl) dXZ dX] Xm
1 X; — uh.)?
0 (- —ar 1)/ [/ selXi = uhe)” 4 P K (u)?

2

- n3hlo 9(X; — uhe)
X g(Xl) dv Cle
. 16 s<(Xp)*
= 30 (1 —1)(47% — 41+ 1) Fl(K)Q/ ;(Xl) dX;.
Secondly, it is verified that
16 n o n n n X2 - _ _
Cos = 6h12 —2t+1 Z Z ZE{ (()(]))2 Kii Kyi Kij Ky
i=1 j=1 I=1 k=1 J
k£l

16 ST ST ) > I 1
= 2 —2T+1) //// 0 ,3)2 Kii Ky Kij Ky

% 9(Xi, X;, X0, Xy) dX; dX; dX, ka
_ _ 2
16 C9r41) ////ST X —uhe)® s(X; — vhe)
n2h10 (X — uhe) g(Xl — vhe)

X, — X\ 2
agr tasz (u+ ———

X [0431 + a33u2]K(u) [0431 + 04331)2]K(U) h

X, — X - X\? -
x K (u4+ 2828 @3] + Q33 v—i—u K v—i—u
he he he
x g(X;) 9(Xk) du dv dX; dXy,

16 St Xl ST(XI > Uh0)2 2

n2h9 (P —21+1) /// Xl—uh (X, — ohe) [az1 + agzu®| K (u)
X 31 + 3302 K (v)[as1 4 ass (w4 w)?] K (u+w) [asy + ass (v + w)?]

x K (v+w) g(X;) g(X; + whe) du dv dw dX;

16 se(X; — uhe)?
= 250 TQ(TQ — 2T+ 1)/ [/W— [a31+a33u2]K(u)

2
X [asy + ass(u + w)2]K(u +w) dw du} g(Xl)2 dX;

16
n2h?

1

(1? — 21+ 1)['3(K)? / s<(X))* dX;

where

= //[0431 + aszu’] K (u)[as1 + ass(u+ w)?1 K (u+ w) dw du.

Finally, based on the same kind of arguments, the following approximation is justified:

$c(X;) s(X;
36n 6h12 ZZ > E[g(}i)i g(ij;i ot (X3) (X - Xy

i=1j=1 card({i,k,r}=3)

Coq =
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X q$4) (XJ) (Xr - Xj)4 ]?lﬂ' I?k:,i f{—k,j ]?T’j:|

36n2h12 /////ST ) ST gq§4)(Xi) (X — X3)!

qu)(X')(X - X;)! KliKkiKij j
Xg(Xz,X],Xl,Xk, dX dX Xm ka dX

ST Xl (Xr - UhC) (4) 4
X; — uh,
36n2h2 ///// Xl—uh 9(X, — vh,) ¢ (Xi = uhe)

x g\t >( X, — vhe) v* [as1 + assu?] K (u) [ast + assv?] K (v)

X — X1\ Xp— X Xp— X1\
a1 + o33 (khl> ]K<khl) Qg1 + as3 (khl) ]

X — X
YK (khl) 9(X)) g(Xp) 9(X,) du dv dX; dXy dX,

st(X; — uhe) so(Xy —vhe) (4 4
X — uh,
36n2h ///// (X —uhe) g(Xp —vhe) 7 (X1~ uhe) w

x g\t >( X, — vhe) v* [as1 + agsu?] K (u) [ast + assv?] K (v)

2
Q31 + ass (—Xl hCXT - w) ] K (Xl hi( " w)
x g(X7) g( ) du dv dX; dw dX,
st(X; — uhe) s<(X; — zhe —vhe) (4 4
= g < ///// (i) 900 et (i~ uhe)u
X q»([ )(Xl — zhe — vhe) vt [as1 + assu ]K(u) [y + 04331)2]K(v)
X o1 + ass ()] K (w) [as) + ass (z — w)*]K (z — w)

x g(X;) g(X1 —wh) g(X; — zh¢) du dv dX; dw dz

L1 Tu(E) / s (X0 (X0 9(X0) dX,

X

x [ag1 + azs (w)?]K (w)

~ 36n2

where

= //[0431 + a330?] K ()31 + ass(w — 0)?] K (w — v) dw dv
« [ / u® sy + agsu?] K (u) dur.

In order to conclude the result of this proposition, it will be necessary to compute the
covariance between the conditional expectations. So, it should be taken into account that

2 n
BV (1] = (o) Yori-) B2

i=1
because of (3.34), and as a consequence

Cov [E (Ve (21)°|X) B (Vep, (22)?]X)] =

Cov[<n26)2 S (1 - 1) K2, <n;>2 (1 - ffig]

i—1 j=1




82 3. A plug-in bandwidth selector for nonparametric quantile regression

1 4 n n " "
< <nh ) T(1-1)? ) D Cov[K}, K}y

i=1 j=1

:< ! >4T2(1—T)2n0(hc)

nhe

=0 () = (33)

where the last step comes from the following development that comes calculus associated with
the kernel function used in Proposition 3.6 and 3.7. That is,

Cov [1?121 ) sz] = E[kfl kEQ] - E[kfl E[kzzz]
- O(hc) - O(hc)o(hc) - O(hc)'

To sum up, it have been proved that

32
n?h?

Cy = (1? — 21+ 1) I'3(K)? / so(X1)* dX,

where
I'3(K) = //[agl + aszu’) K (u) ezt + as3(u 4+ w)?] K (u + w) dw du.

O]

Bearing the last three proposition in mind, the variance of the curvature estimator has
been computed. This results is presented in the following theorem

Theorem 3.9. Under conditions C1-C4 the variance of the curvature estimator, given by
(3.10), can be approximated as follows

Var [19\;16] = M [/(qg) ST)(z)(fB)z g(z) dx

1) [ 5P @) sele) o) o0 dm}

+

pETE (1? - 21+ 1) T3(K)? / se(x)t da.

Proof. In view of Proposition 3.6, 3.7, and 3.8 and equation (3.26) it follows that:

Var [5@} = M /(qg) ST)(2) (@2 9(z) dz

n

2 _ _
e nﬂtg(l T)Fl([o/(qg) ST)(z)(ﬂv) ST(fc)z dx

=D 1) [0 5000 i) @) gle)

2
+ ;;hg (12 — 21 4 1)T3(K)? / se(@)d do
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o M [/@9 ST)(2)(x)2 g(x) dx

1) [ 50 (0) ) o 0) 9(0) dx]

_l’_

779 (1? — 21+ 1)['3(K)? / se(x)t dx.
n

c

O

Summarizing, if we remember the bias and the variance of the curvature estimator given
in Theorems 3.5 and 3.9, it can be computed the mean squared error of the curvature estimator
given by (3.10). This result is gathered in the following theorem:

Theorem 3.10. Under assumptions C1-C4, the mean squared error of the curvature
estimator, given by (3.10), can be approximated by

2

4t( de

1—1) 1
g ‘52/ F@ (@)X = 22

~ h2 @), (4)
MSEM ~ {6 5 / @) ¢V () g(x) do +

Proof. In view of Theorems 3.5 and 3.9, the result is derived. Note that all terms associated
with the variance are negligible compared with the terms associated with the bias of the
estimator. O

3.4 Derivation of the asymptotic mean squared error
associated with the integrated squared sparsity estimator

Recall the definition of the proposed sparsity estimator

—~ A @H—ds,hs ('x) — a’f—ds ,hs (x)
St,ds,hs (l‘) - 2d
S

where Grid, n, and Gr—q, n, are local linear quantile regression estimates at the quantile orders
(T+ds) and (T —ds), respectively, and hg denotes their bandwidth parameter. Applying Fan
et al. (1994)’s results together with the argument developed in Remark 3.2, it follows that

(3.35)

Gerdon () = Gesa, (2) + ;fx()) Urraon, (2) + o(nhs) ")

where

1 n
UT+d5,hs ({L’) — ﬁ ZwT+ds (}/;(1,’('1'615)) Kia
5 =1

Ye(r) =1 =1I(r <0), K; = K <X;L—:””) and Yi(l’Hds) =Y — ¢rya,(x) — S_)ds(x)(Xi — ).

Analogously for Gr—q, », ().

Substituting these expressions in the definition of 5 4, 4, (x), we can obtain the following
representation of the sparsity estimator

§T7d57hs(x) _ Grt+ds,hs (x)Q_d dt—ds,hs (l‘) _ A(w) +B(l‘) +o ((nhs)—l/st—l>



84 3. A plug-in bandwidth selector for nonparametric quantile regression

where

Az) = At+ds,hs (ZL‘)ZZl Gr—ds,hs (x)

Bs) = 51 (;zgm) Urton, () — géff) Vst <x>)

In this section, the asymptotic mean squared error of the integrated squared sparsity
estimator will be established. For this, we make the following assumptions:

Conditions S

S1: The conditional density function f(y|X = z) of the response variable is twice derivable in
z for each y and f()(g(x)|X = x) # 0 with i = 0,1, 2. Moreover, there exists positive
constants ¢ and ¢y and a positive function Bound(y|X = x) such that

sup f(y|X = 2zp) < Bound(y|X = z)

lzn—z|<c1

and

/ ey — go(2)) > Bound(y|X = z) dy < 6o

/(pT(y — 1) — pe(y) — Pe(y)t)® Bound(y| X = z) dy = o(t?), ast—0

where ¥(r) = tl(r > 0) + (T — 1)I(r < 0) is the derivative of the quantile loss function
pr = trl(r > 0) + (T — 1)rI(r < 0).

S2: The function g, has a continuous second derivative for any T; in a neighbourhood of T as
a function of x. These derivatives will be denoted by q&l). Moreover, all these functions

are bounded functions in a neighbourhood of T.

S3: The density function of the explanatory variable X, denoted by g, is differentiable and
this first derivative is a bounded function.

S4: The kernel K is symmetric, non negative, has a bounded support and verifies that
[K(u) du < oo, [K(u)?> du < oo and pp(K) < oco. Moreover, the bandwidth
parameters verify that ds — 0, hy — 0 and ndshs — oo when n — oo.

S5: The function ¢, has a continuous and bounded forth derivative with respect to t; for
any Tp in a neighbourhood of tT. Moreover, qg) has a continuous and bounded second
derivative with respect to T for any T1 in a neighbourhood of 7.

3.4.1 Auxiliary results

In order to study the properties of the sparsity estimator (3.35) it will be crucial to analyse
the expectation, variance and covariance of Uy, (z) functions. These moments have been
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gathered in Lemma 3.11.

Lemma 3.11. Given a random sample X = {X1,..., X} of the explanatory variable X, and

under conditions S1-S4, it is verified that

E[UTth nh Zf QTl +§21 ) QTl (‘Slz)( 2_3’5)2 K;

Var U, p, ()| X] = W 211(1 —1) K}

nh (nhg)2 ZSDQ 63’ < 1qT1 (511)( 123)2) KE

1

Z dpe(ti,t2) Ope(t,t2)’
ot1 ’ oty

=1

Cov [Urtd, b, (), Ur—dy h, ()| X 2 Z )(1 -1 —ds)K?

(6,i-87,4)

X <_lqi+)ds (ba0)(X; — )2, —%qus(&,i)(Xi — 96)2)

2
uniformly in Ty in a neighbourhood of T.

Proof. Firstly, we should consider the following Taylor expansion

ge (Xi) = oy (@) + 45 (2)(Xi — 2) + -qé?@mm z)?

where £ ; is an element between X; and z.
Conditional expectation of Uy, p_(x)

In view of (3.36), we can write
(Y™ <0) =1(¥ - gu (@) = ¢V @) (X — @) < 0)

(Y = 0 (X6) < =0, (X0) + 0, (2) + o)) () (Xi — )

:n(m—qﬁm <@ >2),

i Yo (10 sl
= ZE o (1) 2]
- = ( [((“1)<0)' DK

Then, the following function should be defined
p5(t) = E(I(Y — gy, (z) <1)|X = 2) = F(gr, (z) + 1| X = z),

and as a consequence

E[Us, ns(2)|X] =

K2

2

(3.36)

(3.37)
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and taking into account the definition of the function 5 and equations (3.37) and (3.36), we
can conclude that

B [1 (50 <o) |x] = on (e i x - o1

= ¢5(0) + o8 (62.) (—iqﬁ? (62.)(Xi — x>2>
= F(qr, (Xi)|X = Xi) + fgr, (Xi) + &2 X = X5) (3.38)

x <—;qg) (€1,0)(Xi — 33)2)

1+ g (X)) z->( L6 m>2) (3.39)

where we have developed a Taylor expansion of 5 and {2, represents an element between
—%qg) (€1)(X; — 2)? and 0. Bearing in mind (3.37) and (3.39), it follows that

E [Us, 4. (2)|X] = nz zn:<n—E[]1(Y(“1)<0)‘ D K

=1
1 " )
" nhy ; (Tl — T fgn (X0) &l X = X) <—2qg) (§1,0)( X — :U)2>> K;
- n}l Z'f qu +€22|X X) QT1 (51 z)( )2 Ki.

Conditional variance of Uy, (%)

In this case, it is verified that

Var [Ux, p, (z)|X] = Var

i o (1) s
meW%wwMﬁ

=S ar | —H(Y(“l) <0) M K2

_ L 3 var I (yl.(“l) < o) M K2, (3.40)

So, taking into account the definition of the function o

pa(t) = Var (I(Y — ge(w) < | X = 2)
— Flge(a) + 11X = 2)(1 — Flge(x) + /X = 2))

and equation (3.36), it is concluded that

var [1(10) <0) 2] = 2 (5 €006 - 7)
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= o2(0) + o (E2) <_qg><§“)< —x>2>
= g, (2)|X = 2)(1 — Flge, (2)|X = )

el Ens) (el X - o)

ni-m) ol (@) (gl @0 - 0?) Ay

where we have developed a Taylor expansion of function 2 and &3; represents an element
between —qul (§1 ) (X; —2)? and 0. So, in view of (3.40) and (3.41), it follows that

Var [Uy, p,(x)|X nh s ZVar { ( ZlTl) <0) ‘X} K?

nh — Z (Tl 1)+ @8 (€,) (—;qﬁf)(&,i)(Xi—x)Q» K2,

Conditional covariance between U4, n, (x) and U;_g_ n, (%)

Let us remember that

Cov <UT+ds,hs (%), Uc—d, . ()

X) Z
= Cov [nh Z%ers( y & T+ds)> K“_Z‘Z’T ds( 1T_ds)> K;

X}
_ WL].)Q Z(COV _’lpT_;’_dS (}2(17T+ds ) /l/]'r— ( (1"[ ds)) ‘X:| K7,2
s i=1 L

:(nhlyicov (v de =1 (307 <o), (r - d —1 (Y0 d><0))M K?
8/ =1 L

_ (nh1)2 Zn:cov i (Yi(“* ) < 0) B (Y““ds) < 0) M K2 (3.42)
57 =1

)

where we have take into account that if ¢ # j then ¥, g4, (Yi(l’ﬁds)) and Yr_q, (Yj(l’T_ds))

are independent as well as their covariance is zero. Furthermore, let us define the function

we(t1,t2) = Cov [L(Yi < Grid. (X5) + 1), 1(Y: < grea, (Xi) + t2) | X]
=E[I(Y; < grya, (Xi) + 1) L(Y; < g, (X5) + £2) [X]
—E[I(Y; < grra, (Xs) + 01) [X]E [L(Y; < gr—a, (Xi) + t2) [X]
= F (min{qryq, () + t1,gr—q.(z) + t2}| X = )

— F (grra,(2) + 1| X = 2) F (r—q, (z) + 12| X = 2)
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whose partial derivatives are given by

W = f (min{griq, (z) + t1, Gr—q.(z) + t2}| X = )

x H(QT+ds () +t1 < gra, (:C) + to)

— f(ria, () + t1|X = 2) F (ge_a, (z) + t2| X = 2)
W = f (min{grtd, (z) + t1, gr—q.(z) + t2}| X = )

X I(Ge—da, () + t2 < Geia, () + 1)
— f(Guya.(z) + 11| X = 2) F (gr—a,(z) + 12| X = 7).

Then, in view of arguments developed in equation (3.36) and a Taylor expansion of
function g we can determine that
X] _

= s <‘§q§?ds<£4,i><xi—x>2 =302 (65:) (X - >2)

_ Opo(tr,t2) dps(tista)’
— gal0,0) + 20012 B

Cov [}1 (Y.(“*ds) < 0) 1 (Y,““‘d” < 0)

(2 3

(t1,t2)=(&,i-67,:)
1
(- 502 610~ 2 50, (6 K= (3.43)

where §4; and {5 ; are elements between X4 and x obtained thanks to a Taylor expansion of
Grtd, and gr_q,, respectively. Moreover .{6 ; is an element between ——qT 4 dg (£44)(X; —2)? and

0, and &7, is an element between —qu ds (65.4)(X; — x)? and 0, obtained thanks to a Taylor
expansion of pg. In addition,

6(0,0) = F (min{geta, (), ge—a, ()} X = )
= F(gera, (@)X = 2) F (gr—a, ()| X = 2)
= F(gr—a,(@)|X = 2) = F(gera, (2)[X = 2) F (¢r—q,(2)| X = )
=T—ds— (T+ds)(T—ds) = (tT—ds)(1 — T —ds).

So, we can conclude that

n

1
Cov [Usta,n, (¢), Ur-a,n. ()| X] = W D (v o)1~ = do) K
i: Dps(t1,t2) Dps(ty,t2))’
hs)? = oty 1 Oty

1 1
. (—2q§i>ds (€)% — 2%~ 3026 (X - 0 ) K.

(&6,i,67,1)

O]
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3.4.2 Expectation and variance of the sparsity estimator

In this subsection, the first moments of the sparsity estimator will be studied. So we should
remember the following representation of the sparsity estimator

§T7d57hs(x) _ Gr+ds,hs (x)Q_d dt—ds,hs (l‘) _ A(w) +B(l‘) +o ((nhs)—l/st—l>

where

A(ZL‘) — At+d, (x)Q;Squs (.’IJ)

Bl) = g (4 Unpa () = = U @)

First of all, it should be noticed that A(x) is not random and it can be approximated by
a Taylor expansion. This result is given in the following lemma:

Lemma 3.12. Suppose condition S5 follows, then

L (n
A(2) = selw) + 5 58 (@) &3+ O(d)

where s{"7 (x) = 88; st(x).

Proof. The following Taylor expansions can be considered:

B ¢ () 1 Pqe(z)| 5 1 Bge(x)] 5 1 9ge(w) 4
Gy (2) = e(7) + ot Tds+2 Sra - ACEN S 24 ot4 $
B ¢ () 1 0%g(2) 5 1 B3g() 3
oo (o) = aela) + X5 (i)t g SIEE (e g AT (a)
1 64(]1(5”) 4
+ﬂ ot |, (=ds)

where £g is an element between T and T + dg, and & is an element between T — ds and T.
Then, we conclude that

Alr) = drrde () = Ge-a, (2)

2d,

_ 1 9 9g<(x) 1 9*qe() B+ 1 & gx () _ 9 gx() d

2d ot |7 3 ot S 24 ot ot ) °
2 5e(z) dy + § s &8 + O(d?

2l de g o EROW) a4 L0 a2 4 o),

O]

Thus, the problem of computing bias and variance of the sparsity estimator have been
reduced to the calculus of expectation and variance of B(z). Firstly, Proposition 3.13 shows
the expectation of B(x).
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Proposition 3.13. Under assumptions S1-S5, it is verified that

h% 4 o(h?).

T

Proof. The expectation of B(z) is consequence of arguments developed in the proof of Lemma
2 in Fan et al. (1994) that computed the expectation of Uy, () that is given by:

ElUen. (1)) = 5 0 (@) (2) Flae@)] X = 2) pa(K) 21+ 0(1))

So,

BB = 5 B | " Uy (o) - D 0, (o)
1

- m <3T+ds (@) E[Urtd, b (%)] — 81—d, (%) E[Ur—q, n, (x)])

- 2dlg(x) <ST+ds <f€>§ 2, (@) 9(2) f(Gera, ()| X = 2) pa(K) B2

e () S o, () 9(2) Flgioay (@)X = 2) pa(K) hz) (14 o(1)

2
@ ()= @ (g
:%,U,Q(K) h? (qT+d5( )stqT_dS( )> (1+0(1))
. (2) X
(;)%/Q(K) h? (aqﬁb—r(() B —|—O(ds)> (1+0(1))
(2)

where (i) comes from the following two Taylor expansions of the regression function

(2) 2 (2)
) ) 0gz”’ (x) J 1 9% () 2
Qrtd, () = ¢ () + ot |._. s T B o2 e s
(2) 2 (2)
) G 0qr” () gy L Pa (@) IRy
0 g (2) = g7 () + o T:T( s) + 5 o2 e (—ds)

where £19 is an element between T and T + ds, and &;; is an element between T — ds and T.
Hence, it follows that

2 2
00— 020 @ _ 1 (0P@)] L, 1 (2@ 2@ 2
2d, 2d, ot |._. ° 2 o | e o e,
1 8q§2)(3:) o) Oqg)(x)
= 54, (aT | 2H 0y | = =5 FOd).
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Additionally, in order to finish with the examination of B(x)’s moments, we are going to
establish its variance in the following proposition:

Proposition 3.14. Under assumptions S1-S5, it is verified that

se(x)?
Var[B(z)] = 2n;5hs gEx; R(K) + o <nh1 ds) .

Proof. In this case we could obtain the following decomposition of the variance of B(x):

Var [B(z)] = (2(118)2 g(:1E)2 Var [51+ds (@) Ursdy he () — St—d, (2) Ur—a, p, (@}
- <2;s>2 g(jc)Q (3% (z) Breta, (2) + $1-a,(2) Bre—.(2)

2 ey, (2) v (@) Bz<x>)
where

By +(z) = Var [Uq , (z)],
By (z) = Cov [Urtd, by (%); Uriay n, ()]

Then, we are going to focus on studying the functions B (z) and By(x). Let us denote
by X = {Xi,...,X,} arandom sample of the explanatory variable X. Hence,

Bi«(z) = Var [Uyp, (¢)] = E(Var [Uxp, (2)|X]) + Var (E[Uxp, ()| X])

= E(Var [Ury, (2)|X]) + O ( h;)

as consequence of the following result obtained by Fan et al. (1994) along the proof of their
Lemma 2:

Var (E[Uxp, (2)|X]) = E(E[Ux, ()| X]) = (E(E[Uxp, (2)|X]))?

4
— E(E[Ur, (@) X)) — (E[Ug, (2)])> = O (le) |

So, it is enough to compute E(Var [Us, (x)|X]) where as a consequence of Lemma 3.11
it follows that

Var [Us p, (z)|X] = (nh1)2 ZT(l —1) K}
8/ =1

1 n
MRCTAL S e (€54l X = x) <—qT (§1,6)(Xs — :1:)2> K?
s/ =1
and as a result

E (Var [Ugp, ()| X]) = [ (1 —1) K?
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2 Z(p(l) ‘531 <—C]£2)(§1 z)( 7 $)2> KZQ:|
= W ZT(l — 1) E[K]]

z Zeom s <—q9><su>) E[(X; - o) K2

where &1 ; is an element between X; and x, and &3 ; is an element between —5 (51 (X —x)?
and zero.

Bearing Lemma 3.3 in mind, it follows that
E[K?] = g(z) hs R(K) + O(h3)
E[(X; —2)® K7] = g(2) h3 d22(K) + O(hy)

and finally

4
(o) = Ver U, (0] = E(Var [0z, ()2 4 0 (=)

n

i 2 (s -1 (o) b R+ 0()
i=1

+ 3 (€3) <_;(h (5“)) (9(2) s 622(K) + O(hg))> h’ <:SS>
1

Thereupon, we need to compute Ba(x) in order to determine the variance of B(x). In
this case, due to the law of total covariance it is verified that

By(x) = Cov [Urtd, h,(2), Urdy h,(2)] = E[Bz,1(2)] + Baa(2)

where

Bya(x) = Cov [Uryd, n, (2), Ur—d, b, (2)]X]
Bya(x) = Cov [E (Urtd, h, ()| X) , E (Ur—a, p, (2)|X)]

So we are going to study each of the addends. On the one hand, as a result of Lemma 3.11
and Lemma 3.3 it follows that

E[B21(2)] = E[Cov (Urtd, n, (), Ur—a, n, (2)|X)] [ 2 Z ( )1 =1 —dy)
dpe(tr,ta) Ops(tita)’
T, T
1 2 (&6,i-67,4)

(A 00 -2 005 ) ) 8]
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(ns2z< o) (1 —1—d,)E [K}]

(3% t1,t2) 3906(t1>752))
ot ’ Ot (&6,i-67,i)
1
(—qu D=k (60 ) E[(X; - 0287 )
hs
nhs (t—ds)(1—Tt—ds) g(x) R(K)+ O (n)
1

— (T d)(L == d) (o) RK) + 0 (n2> .

On the other side, it will be necessary to compute
By s(x) = Cov [E (Ursd, b, (%)|X) , E (Ur—g, n, (2)|X)]

in order to finish the study of By(x). Thus, the calculus of E[Uy p, (2)|X] comes from Lemma
3.11, that is

n

E U, (z)|X] = ni 3 (T _E {]1 (yi(lﬂ) < 0) ‘XD K;

i=1

1

:@Zm +§22|X—x>—<2><5“><1 2)? K,

and as a result
By 2(x) =Cov [E (Ura,, hs( NX) S E (Ur—g, n, (2)|X)]

Zf (Getd, () + 144X = z) 5 1 (5151)( i—x)° K,

:(Cov{

1
Zf do-.0) +€u041X =) 30, (612) (% — o) K]

2n
AL S (Y

f(gr—a,(x) + &16,5| X = ) QCIE )d (&175)(X; — 2)? Kz]

1 2 & 2 2 2 2
< <nh) Z;Ml M3Cov [(X; — 2)* K;, (X; — 2)* K]

(i
_ (W;L)Z:M MFO(1) — O(hS)] = O (f) = (i)
(2)

where M and M> represents bounds of the function f and ¢;”’, respectively. Moreover, {15 ; is
an element between X; and x, {17 ; is an element between X; and x, §14; is an element between

)2 S M2 MEE(X ) K2 — (B(Xi — 2)? K]
§ i=1
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—%qﬁ)ds (€15,0) (X — r)? and zero, and §16,5 1s an element between —%qg)ds (17,5)(X; — r)? and

Z€ero.

Finally,

By(z) = Cov [Urtd, n, (), Ur—a, n, (7)) = E [Ba,1(2)] + B22(x)

_ nz (t—d)(1—1—d)g(x)R(K) + 0 <n2>

and it follows that

Var [B(o)] = 5 oo (sws (0 Brera,(@) + $va,(@)? Bra_a, ()

2 s (1) S (1) Bz<x>)

~ i oo [ @ (e (=t ) g(o) RO +o (- ) )

+ sca, (@) <n2 (7= do)(1 =T 4ds) g(2) R(K) + o <n2> >

nhg

= G0 ) iy U [pes 0 )0

o

(T—ds)(1 =T +ds) — 25044, (®) Sr—q,(z) (T—ds)(1 — T — ds)]

+o !
nhyds )

If we define the functions

+ 8¢—a, ()

T (1) = se(x) v with T(1) = s (@)1 + se(2)
Ty(1) = se(x) (1—1) with TH(1) = s (2)(1 — 1) — s¢(a)

Var [B(z)] = 225 g(lsc) n;g R(K) Bz(xz)+o (nhlsds>
where
Bg(l‘) = 22 |:F1(T—|— ds) FQ(T"— ds) + Fl(T — ds) F2(T — ds) — QFI(T — dS) FQ(T"‘ ds):|

= 223 Krl(T +dg) —Ty(t— d5)> To(T+ds) + <F2(T —d) —Tao(t+ ds)> Iy (T — d)}

210 Lo+ d) = T8 (0) Ty (v = do) + O(dy)

21 (1) Pa(r) - 100 T () + O(d)

= (51" (@) + 5c(2))52(x) (1 — 1) = sc(@) (st (@) (1 = 7) — sc(2)) + O(dy)
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= s¢(2)* + O(ds)

where (i) comes from the following Taylor expansions
1
Ty (t+ds) =Ty(1) + T (1)ds + 51“52) (€18)d?  where €15 € (T,T + ds)

Ti(t — ds) = Ty (1) + T (1) (—dy) + %FP (€10)(~d)?  where €19 € (T — ds, )
and as a result

Tyt +ds) = T1(t+ds) = 201 (T)d + % (T1(§) = T1(§)) dg = 2T (v)d + O(d5).
Analogously for I'y. Moreover, (i) is consequence of the following Taylor expansions

T (t—dg) = T1(7) + T (€20) (=ds) = T1 (1) + O(d) where &0 € (T — ds, )

Do(t + dy) = Ta(t) + T (€21)ds = Ta(7) + O(ds)  where &1 € (T, + dy)

Finally we conclude that

Var [B(z)] = 2n;shs ﬁ R(K) s<(z)* + 0 (nhlsds) .

O

Therefore, in view of all the results shown along this subsection, the bias and variance of
the sparsity estimator given by (3.35) can be established. These results are gathered in the
following theorem:

Theorem 3.15. If assumptions S1-S5 follows, then

Bias [$r.a,, (2)] & = 87(2) 2 + 5 pa(E) =5 T< )| e
T

o~

Var(scq,n, ()]

Proof. Let us remember that

§T’ds7hs($> — QT+dg,hg(x)2_d QT—dmhs(x) — A(.%') +B(l‘) +O ((nhs)—l/st—1>

then as a consequence of Lemma 3.12 and Proposition 3.13 it follows that

Bias [Bc.4,.n, ()] = Effea,0,(2)] — 5:(2) = E[A(2) + B(@)] — s<(c)

1 1 04 (x
= o) + ¢ o7 () 2+ 5 pua(K) QTaT( ) B} = sefa)
@)
1 (201 9 1 g ()| 5
= - s = (K :
§ 7@ &g () D) a2

Moreover as a result of Proposition 3.14, it is clear that

I

Var [$r4,,n, (¢)] = Var [A(z) + B(x)] = Var [B(z)]
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Remark 3.3. By means of Proposition 3.13, we have proved that

B[B(2)] = 5 na(K) “E22] b2+ oh)

T

Observe that the quantity % is zero for any homoscedastic quantile regression model.
That is, the dominant term of the expectation is zero and it will be necessary to consider
the newt term of lower order. This new term will be associated with the new addend of the
Taylor expansion detailed in (3.39). So, the following expression is justified:

E (Unyn, (@ Z{ 0 (X)1X = X) 1 (60 (X, - 02
1
= 5 V@ (X)) + @il X = X)) ¢ (€.)°(Xi —2)*| K
where &1 ; is an element between X; and z, while &3 ; is an element between — (51 D(Xi—x)?

and zero. In view of previous equation and Lemma 3.3 it follows that

E [Uxy h,(2)] = E[E [Ury p, ()| X]]

_ % F (e (2)| X = 2) ¢& (2) g(2) pa(K) b2

= & 10 (X0) + &, = X0) 062 (€002 9(2) jua(K) 12 -+ o(h)

and as a result

BB = 5 B | “ Uy ) - S U, (0)

~ ey (50 Bl 1, 0)) = 5o 0 B0, )

— Bi(x) + Ba(z) + o(h?)

where
2) _ .2 ()
Bie) =+ palK) I (q”ds( i “’”) L () 12 <8q - (), o<d5>)
By(a) = o ua(K) b (f“)(qﬁds(mﬂx = 2) sv40, (1) 0], (@)

O (Gran(@)|X = 2) 52, () qg?ds(@?)

O | £V (geras (@)X = 2) 5¢() 0 (2)?]

4 s ot +0(ds)

Summarizing, the quantity Bj(x) match up to the result of Proposition 3.13 while
By(z) is the new term obtained in order to avoid degenerate bandwidth hs associated with
homoscedastic quantile regression models.



3.4. Integrated squared sparsity estimator 97

Computational aspects:

In order to apply the previous development in practice, note that

2l sel) O arl)|X = ) D @ | = 9 ) FO ael) X = 2) o )
+ael@) FO e X = 2) -ala) o (2)?
+mxf<<NX—@mﬁmaé%m

) ot
—se(2)® [V (ge(2)|X = 2)? ¢! (2)?
tﬁf(de=@#WV
()

+&xf<<@X=@w9m§é%>

where the quantities s{(x) and qg) (z) can be estimated thanks to the rule of thumb, while

the estimation of 59 g (z) has been detailed in order to compute [ ¢(x)dx (Section 3.2.2).

Then, the novel ingredient will be to estimate the derivatives of the conditional density.
Following the “blocks idea” in which the rule of thumb is based, we will estimate the
conditional density at € Blockj as follows

1 - (X ,
f)(z) = s ZK“ (%) I(X; € Blocky)

&l fr

where n; represents the number of observations at block j and hy, is a bandwidth parameter.
In order to obtain an estimation of h s, we will use the selector proposed by Scott (1992) (page
131-132) assuming that the error € follows a Gaussian distribution.

3.4.3 Expectation and variance of the integrated squared sparsity estimator

In this subsection, the mean squared error of the integrated squared sparsity estimator will
be studied. So, we should remember that

MSEUSng ne(x)? daz] = <IB%ias [/sm, (z)? da:])2+var [/a,ds,hs(xf dx]

We are going to start computing the bias of the integrated squared sparsity estimator
that is given in the following theorem:

Theorem 3.16. Under conditions S1-55, it is proved that

1
Bias [/gf,ds,hs (z)? de} = — /a(w) dr + dg/b(x) dzr + hz/c(x) dx

where

=
—
_—
)
N—
[\
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b(z) = % se(@) 29 (@)

04 (z)

o) = oK) sela) S

T
Proof. Tt follows that

Bias |:/§T,ds,hs(x)2 dﬂﬁ] :]E|:/§T,ds,hs (z)? dw} sc(x)” du
2| a 2

-/
:/E[@T,d&hs(:c ] x—/ST(ﬂﬁ

~ [ (B @ + Var i)} dio = [ suta)? o

dx

= [ ((sse+ Bios e @)+ Vor B (0 )
—/&@Pw

_ / se(w)? dz't / Bias [Br s, (2)]? da

Lo / 52() Bias[Beay . (2)] dz

+ / Var [$eq p, (2)] da — / se(@)? dz

- / Bias [Beq, p, (@)]2 dz + 2 / sx(2) Bias [Bugyn, (2)] da

+ /Var [/S\T,ds,hs (l‘)] dz.

Firstly, it is noticed that [Bias[Srq,n,(2)?dz is negligible compared with
| s<(z) Bias [Sr.q4, p, (z)]dz as a consequence of Theorem 3.15. Indeed, let us remember that
1 9¢” ()

. 1 ?
J B G @ do > [ (G570 &+ 5 ) D 42) s
2
dx
T

(2)
1 1
= d! / — 39” (z)? dx + h;l/ po(K)? (a(ha’t(x)

(2)
2,2 [ 1 @0 dg: ()
+2d8h5/1 E0a) (i) 50| s
while
S 1 5, (2,7) 2 aqg)(x)
2/5T(x) Bias [Sr 4, p, ()] dx =3 dS/ST(LL’) sy (z) do + po(K) hs/sT(a:) e dz.
T

So it is concluded that

Bias [/?T,ers,hs (z)? dx} = Q/ST(m) Bias [St 4, 4, (x)] dz + /Var [St.dg s ()] do
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(2)
~ 1 di/sT(x) 59’1)(:1:) dx + pa(K) hg/sT(:c) Oax () dx
3 ot .
1 se(z)?
b g BOF) / e
O

Now, we are going to calculate the asymptotic variance of the integrated squared sparsity
estimator. Let us remember that

Suto () = Ale) 4 Blo) +o (= ).

Since A(x) is not random, the asymptotic variance can be decomposed as
Var [/ St s (7)? da:] = Var {/ (A(z)* + B(x)* + 2A(z)B(z)) daz]
= Var [/ (B(z)* + 2A(2)B(x)) da:}
= Var {/B(a:)2 dm} + 4 Var [/ A(z)B(x) dx}
+ 4 Cov [/B(:E)2 dx,/A(x)B(:r) d:v] . (3.44)
To study each of the three last addends let us recall that

il = St )0t

as a consequence of Lemma 3.12.

Now, the three addends in expression (3.44) will involve calculus about the covariance
between different Uy, functions. These results will be established in the following Lemma:

Lemma 3.17. Under conditions S1-S4, it follows that

1 . Tog — T
Cov U 1, 01), U 00) = i (min{rr, ) =) & (227 ) gl

h

S

9
> I'3(T1, T2, T3) K2*K<x2 x1> g(z1)

CO’U(UTth (1'1) UT27hs (mZ)’ UT37h5 (x'?))) = h

_+_7

1
nhg
B (@0)? oK) K K 227
2n91’1 w2 I
(min{Ts, T3} — ToTs) £ (e, (21)|X = 1) ¢!? (21)

x (
+ (min{ti, T} — 1) (g (21)| X = 1) ¢ (1))

Cov (Ury n, (1) Uny n, (1), Uy (22) Uny i, (72)) =
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2

};xl> g(21)?
) 1a(K)? glar)? g(as)

1 2
=~ (nh ) P5(T1,T2,T3,T4) (K*K)2 (

T2 — 1

hs

h

— Kx K
K (
( (t1,21) De(T3, 22) I'7(T2, Ta) + T6(T1, 21) T6(T4, 22) T'7(7T2, T3)
+T

6(T2,21) T6(T3, 22) T'7(T1, Ta) + T6(T2, 1) T'6(Ta, 22) F?(T17T3)>

uniformly in T1, To, T3 and T4 where these elements are in a neighbourhood of T. Here,

F4(T1,T2, Tg) =T min{Tg,Tg} —+ Ty min{’rg, Tg} + T3 min{'tl, TQ} — 2T ToT3

— min{’tl,’rg, Tg}

Tr(ti,a7) = far, (2)|1X = 25) 48 ()

Fg(’l’i, Tj) = min{’ti, Tj} — TTy
and

Fﬁ(T]_,TQ, T3, ’L’4) = 2T1T2T3T4 — T4 min{Tl,Tg} — T1T4 min{’tg,’tg}
— ToT3 min{’tl, T4} — T1T3 min{’tg, T4}

+ min{T, T3} min{Ty, T4} + min{ti, T4} min{ty, T3}.

Proof. First of all, let us introduce the following notation:
X. — T
Ki,j:K< lhs J).

Covariance between U,  (x1) and Uq, b (X2)

As a consequence of the law of total covariance we can write

J]
x> E (Um,hs (22) xﬂ

where X = {Xy,...,X,} represents a random sample of the explanatory variable that we
have denoted by X.

Cov (Us, . (@1), Usy. () = E [COV (Un,hs (1), Uy (2)

+ Cov |:E (U’rl,hs (:El)

On the one hand, if we denote by By(x1,22) = Cov (Ur, b, (21), Ury p, (22)|X), we could
write

By(x1,22) = Cov X

27/%1( i1T1> i e 2%2( -2T2> 5,2
(nhs) QZZCOV [¢T1< iln>,ﬂ)¢2( 2T2)> 'X] Kiy Kjo

=1 j=1
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1 n
= ha? ;Cov [Tl ~1(v ™ <0), w1 (v, <0) M Kir K

where we have taken into account that if ¢ # j then 1)r, Y;(I’Tl) and r, 2T2)> are

independent as well as their covariance is zero. Furthermore, let us define the functlon

or(t1,t2) = Cov [t1 —1(Y; < ¢, (X)) + 1) , T2 — 1(Y; < gry (X)) + t2) |X]
= Cov [[(Y; < gr, (Xi) + 1), 1(Y; < gr, (Xi) + 12) |X]
=E[I(Y; < ¢, (Xi) + 1) I(Y; < ¢, (Xi) + t2) | X]
—EI(Y; < ¢r, (Xs) + 1) [X]E[I(Y; < oy (Xi) + t2) | ]
= F (min{qr, (z) + t1, g, (z) + t2}| X = )
— F(gn, (%) + 11| X = 2) F (gry () + t2| X = 2)

whose partial derivatives are given by

PErl0T2) — f (min{gy () + 11,000@) + 21X = ) (any (0) + 1 S a0 + )
~ F (as (@) + 01X = 2) P lae, () # 6l X = 2)

PErLC0L2) — f (min{ar, ) 1,000 0) + 02X =) T 0) + 2 < 00,0 + 1)
(000 + 1) F g (X) 11X = 2).

Then, in view of arguments developed in equation (3.36) and a Taylor expansion of
function 7, it can be determined that

Cov |(m~1(%17) <0)) (m=1 (12 <0)) |¥]

1 1
= 7 (—2(1@ (€22.0) (X — 1), —qu) (€23.0)(X; — 562)2)

_ Opr(ti,ta) Opr(ty,ta)\
—s07(0,0)+( TR 8t2

(t1,t2)=(&24,i,625,:)
1
X (2119 (22.0) (X — x1)%, *5%2 (523 i) (X — 952)2> (3.45)

where £29; and §23; are elements between X7 and x1 and between X7 and zo, respectively,
obtained thanks to a Taylor expansion of gr, and gr,, respectively. Moreover 524,i and 25

represent values between —%qg) (€22.4)(X; — x1)? and zero and —*qm (523 ) (X; — 22)? and
zero, respectively. In addition,

¢7(0,0) = F (min{ge, (2), go, (2) }| X = 2) = F (¢r, (2)|X = 2) F (¢r, (2)| X = )
= min{’tl, TQ} — T1Ta.

As a consequence

Y dpr(t1, ta) Opr(ty,ta)\
E [By(z1,22)] [ E 3 <¢7 (0,0) ( <P7ét11 2), <P7ét11 2))
=1

(&24,i,625,4)
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1 1
X (—qu) (92.0)(X; — 1), —§q$§) (£23.4) (X — 332)2> > K;, Ki,2:|

= nh? (107(07 0) E [Ki,l Ki,Q]

12

(min{T1, o} — T1T2) K * K <””2}: xl) g(z1) (3.46)

s

nhg

where * represents the convolution and the last step comes from the fact that

E[K; 1 Kis] = /K (Z ;“) K (z ;L“) 9(2) dz

:/K(u) K<u+$1_$2> g(z1 + uhy) hy du

h
—KxK (?) g(a1) hs + O(h2). (3.47)

On the other side, we have to compute
Cov [E (Uxy . ()| ) , E (Urg e ()| X))
where the calculus of E[Uy p, (x)|X] comes from Lemma 3.11, that is

Cov [E (Ury p, (2)|X) , E (Uny n (@) X)]

= Cov [ D= om0 ol = ) 40k €0 1
IR 1
i D Haala) + sl =) 502 (6 ) = o K|
S _]:1

2 n
= <n25> ;COV |:f(QT1 (z) + &26,4| X = ) éqg)(fzm)(Xi —2)? K;

P 0) + €241 = ) 50 Ean) (X — 0 K

1\?&
< M? M2 X; — ZKZ' X, — QKi
() D ME AFCov (X ) K6 (X 2 K

_ <n2> Z M2 MREI(X; — 2)' K] — (B[(X; — 2)? K;])?
_ <n28)2§;M§ M2[O(h) — O(hS)] = O (ﬁf) ~0 (n2> (3.48)

where M; and Ms represents bounds of the functions f and qg).

So, taking into account (3.48) and (3.46) it follows that

Cov (Us, (21), Usy (22)) = n}l (min{ti, T2} — T172) K % K (”“"2 * xl) g(z1)

hs

s
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Covariance between Uy, p, (x1)Ux, h,(x1) and Uq, h,(x2)
In this case, we can write

Bs(z1,72) = Cov [Uxy p, (1) Uny (1), Uy ($2)|X] =

- o [ v (1079) i S ()
nh, Z¢T3( 1T3)KZ7QX:|
= () oS Bl K Ko K

i=1 j=1[=1

where

Bg(z1,12) = Cov [¢T1 (Yi(l Tl )ng < (1,72) > ey (YZ(l,m)) ‘X}

Then, the problem has been reduced to compute Bg(x1,x2) for different values of the
indices {i,j,l}. First, if card({7,7,l}) = 3 or i = j # [ then Bg(x1,22) = 0 because of
independence of observations Y7,...,Y,. Secondly, let us consider the scenario in which
i # j=1orj#i=1[. For instance, let us focus on ¢ # j = [ where as a consequence of
equation (3.45) joint withsimilar argument to those employed in Lemma 3.11, it follows that

oo, a2) = e (1010) s (50 Ly (00) 2]
—IE[% (Yi(l C )wm ( “2)) M E[% (Y;(I’TS)) X]
_ E[% <Y;(1,T1)> ‘X} Cov [%2 (Yj(l’”)> s (YZ(LTS)) ‘X}

= flgr, (X0) + &,1X = X3) 305D (61,)(X: — o)

X (min{TQ,Tg} — ToT3 + O(hg))

where §;; represents an element between X; and x1, and &; is an element between

gqﬁf) (€1.4)(X; — 1)? and zero.

Similarly, we can solve the scenario in which j # ¢ = [. Then, we are going to move to the
last possible situation in which ¢ = j = [. In this particular case, let us define the following
function:

ws(t1,ta,t3) = Cov [r, (Vi < gr, (Xi) +11)
= E[(t1 = T(Y; < ¢, (Xi) +11)
x (13 = 1(Y; < qry (Xi) + 13)) |X]
—E[(t1 = 1(Y; < gr, (Xi) + 1)) (T2 = I(Y; < gy (X5) +22)) [X]
x Btz — I(Y; < g3 (X;) +13) |X].

Q;Z)Tz (}/l < {qr, (Xl) + tQ) 7¢T3 (YVZ < 3 (Xl) + t3) |X]
) (T2 = 1(Y; < gy (X5) + 12))
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A Taylor expansion of the auxiliary function g leads to the following:
Bg(x1,22) = Cov [wﬁ (v < 0) v, (Y <0) g (V0 < 0) M

1 1 1
= g <—2qg) (€96.0)(X; — 21)?, —§q§§) (€a7.)(X; — 1), —iqﬁ? (&28,0) (X — $U2)2>
B Dps(ti, ta,t3) slty,ta,t3) @s(ty,ta,t3)’
_(P8(01070)+ ( (9151 ) 6t2 ) 8t3

1
X <—2q§) (€26.0)(X; — 21)%, —

= @8(0’ 0, 0) + O(hi)

(£29,i,€30,i,631,i)

1 1
*qg) (&27.4)(X; — 11)?, —*qg) (&28,i) (X — $2)2>

2 2

where &29;, &30 and 531 ; represent elements between 2(]11 (526 )X — x1)2,
2
—%q%)(&m)(Xi —11)?, — 2qT3 (528 ) (X — x2)? and zero, respectively. Moreover,

©8(0,0,0) = Cov [thr; (Vi < o, (Xi)) ¥y (Yi < 1y (X5)) 5 ¥0ry (Vi < gy (X)) | X]
= Cov [(t1 — (Vi < qr, (X5))) (T2 = (Vi < ¢r, (X)), (13 = (Y3 < g3 (X3))) | X]
= 1aCov [I(Y; < gr, (X4)) , 1(Y: < g5 (Xi))]
+11Cov [[(Yi < oy (X4)) , [ (Vi < Gy (X))

— Cov [I(Y; < g7, (X3)) T(Ys < g0y (X5)), L (Y < Gy (X))

= To(B[I(Y; < gr, (X3)) [(Yi < g (X3))] — EL(Y; < gry (X3))] E [L(Y; < gy (X0))])
+ T (E (Y5 < gry (X)) T(Y; < gy (X0))] = E [L(Y; < gy (X)) E [L(Y; < g5 (X3))))
—EI(Y; < g (X3)) LY < gus (X3)) L(Yi < gy (X3))]

+E[I(Y; < gr, (X3)) L(Yi < e (X3))] E (Y5 < gry (X3)))]

= To(F (min{gr, (), ¢r3 (1)} X = ) = F (g5, (2)|X = z) F (g3 (2)|X = 7))

+ T1(F (min{gr, (z) F (ge (2)| X = 7))

(F s Qs ()X = ) = F (g, (2)| X = )
F (min{gc, (), ¢, (%), gy ()} X = 2)

F(min{ge, (2), gr, (2)} X = 2) F (g (2)| X = )
= Tz(mln{”(l, T3} — T1T3) + T1(min{Ty, T3} — ToT3) — min{1y, T2, T3}

+ min{Tl,Tg} T3 = F4(T1,T2,T3).

As a result

1 3 n n n
E[Bs(z1,2)] = < > ZE[BG(@%M) Ki1 Kja Kl,Q]
i=1 =1 [=1

4(T1,72,73) B [K7) K )

Il
PR
S
>
V)
~
w
(=1
r1

. (n;f’ (in{ea, ) - ) OB o (X) )

i#]

1
X §q§?)(€1,i)(Xi —21)* Kiy Kj Km}

3
+ <n2 ) (min{ty, T3} — T173) ZE[f(qT2(Xj) + & X = X;)
’ i
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1
X §CI£§) (£15)(X; — 21)* Kix Kja Ki,z]

1\?2 To — X
=~ (nh) F4(T1,T2,T3) KQ*K< 2h 1) g(xl)

hy To — X
+%g(x1)2M2(K)K*K< th 1)

x (<mmm,T3} ) (g ()| X = 1) ¢ D)

T (min{tz, T3} — T175) f(gey (21) X = 21) g2 <x1>). (3.49)

Note that the last step of the previous expression comes from the following developments
related to the kernel function:

Xi—z\° [ Xi—
E[K?, Ki») :/K( . xl) K( . ”) 9(X;) dX;
S S

:/K(u)2 K<u+ wlh_“) g(x1 + uhy) hs du

=K’ K <x2h_$1> g(x1) hs + O(h?)

s

and

E[f(qﬁ (Xi) + &4l X = X5) qi?) (EL)(Xs — 21)° Kin Kjq Kj,Q]
— [ 500 (30 + €2st = X )06 = 2 (T2 ) (R

X
x K (h“) 9(X:) 9(X;) dX: dX;

- / F(Gor (21 + hott) + 04| X = 21+ hat) ¢2(1.)(Retw)? K (u) K (v)

x K <v -+ xlh_ x2> g(x1 + hsu) g(x1 + hsv) hs du hs dv

s

s

= F(ge, (2)|X = 21) ¢ (1) B 9(351)2/%2 K (u) du /K(v) K <’U+ xl;“) dv

= Flam (01X = 20) 62 00) 12 go)? ) K 1 (201 (350

= f(Gu, (21)|X = 21) qg)(ﬂfl) g(x1)? h;l/u2 K (u) K (v) K <v + x1;x2> du dv

Finally, it will be necessary to compute the covariance of the conditional expectations.
So, it should be taken into account that

Z%(i“l) “—Z%(W) i
) ZZE[% (v v (v, “2)‘ }KMK-,Q

i=1 j=1

X

E[Ux, p,(21) Ury p, (21)[|X] = [

~(
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() T (e E [ <o) 4
=1 j=1

o E []1 (Y(l ) < 0) M

IR {]I( y @ 0) I (Yj(l,m) < 0) ‘X} > Ky Kji

1 2 n
= < ) Z(min{ﬁ,’fz} +T1T2) K1 Kin (3.51)

nh
s i=1

because of the fact that E [wTj (Yi(l’Tj)” =~ O(h?) showed in the first part of Lemma 3.11.

As a result,
Cov [E (U, (21)Urg b, (21)|X) s E (Ury i, (22) ] X))

1\
= Cov |: () Z(min{’rl,’tg} + Tl’[.'g) Ki,l K,L'J,

nh
s i=1

1 < 1
nh > Flary(@2) + Sos | X = z2) éqﬁ? (€20.0)(X; — x2)? Kz,z]
5 =1

1\ . i
S <’I’Lh ) (mln{Tl,Tg} + T1T2) hg M1 M2 Z(COV [Ki,l Ki71, KLQ]
s i=1

_ <n2)3 (min{r1, 75} +T172) B2 1 O(hy) = O <1> —9 <n21h2> (3.52)

(2)

where M7 and Ms represents bounds of the functions f and ¢y ’. Moreover, the last step

comes from the following development:

Cov [Kiy Kiy, Kio] = E[K;1 Kiy, Kis] —E[K;1 Ki1] E[K;2)]
- /K <Z;f1> K ('Z;S‘“) K (Z;L"”?) g(z) dz
R R) (e (Z;:”) oo
:hs/K(u)2K< > (z1 + uhs)
—hQ/K g(z1 + uhy) / <

) g(@s + uhs) du

So in view of (3.49) and (3.52), it can be concluded that

1\? To — X
nh> Fg(Tl,TQ,T3) KQ*K< 2h 1) g(a:l)

h _
+ — ( 1)2 uz(K)K*K 27
2n hs
(2)

x ((min{te, T3} — T273) f(gr, (¥1)|X = 71) ¢z, (71)

Cov (Usy . (1) Us . (@2), Uy, (3)) = (
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+ (min{t1, T3} — T17T3) f (g (11)|X = 21) 612 (1)),

Covariance between U, p (x1)Ux, h,(x1) and Uq, h, (x2)Ur, b, (X2)

For simplicity, let us assume the following notation

Br(x1,22) = Cov [Uxy n, (1) Uy p, (21), Ung b, (22)Ury o, (2)] X

Then, it can be written

n

Br(z1,22) = Cov [ 25 ;@Z’n (Yi(lﬂl)) K, nzs 21/%2 (Y}-(I’TQ)) Kji1,

where

Bg(x1,z3) = Cov [¢n (Yi(l,n)) o <Yj(1,'rz)) ) ey (Yl(l,m)> e, (Yk(l,m)) ‘X}

Now, we are going to focus on computing Bg(xi,x9) for different values of indices
{i,j,1,k}. Firstly, if card({i,7,l,k}) = 4 or card({i,j,l,k}) = 3 and i = j or I = k
then Bg(z1,z2) = 0 because of independence of observations Yi,...,Y,. Secondly, if
card({7,7,l,k}) = 3 and ¢ # j or | # k then Bg(z1,22) # 0 and we have to compute it.
For instance, we are going to check the scenario in which i # {j,1,k} and j = [. In this case,
as a consequence of arguments developed in Lemma 3.11 and the first part of this Lemma it
follows that

Bs(1,23) = Cov [% (1) gy (YD) iy (BO9) s, (09 ’ X]
_ E|:¢T1 (Yi(l,n)> ‘X} E[wu (Yk(l,m)) ‘X] Cov [¢T2 (Yj(l,'rz)) e, (Yj(l,*rs)) ’X]
= f(gr, (Xi) + €24 X = X)) %q&? (€14) (Xi — 21)2F (e, (Xe) + €20 X = Xp)

1 .
X §qg) (&%) (Xi — 22)?(min{Te, T3} — To73).

where &;; represents an element between X; and z1, and &; is an element between

—%qg) (&1,0) (X — r1)? and zero, analogously for & and Sop

Analogously, we can analyse the cases in which i # {j,l,k} and j = k, j # {i,l,k}
and ¢ = [, and j # {i,l,k} and i = k. For simplicity, we are going to assume the following
notation:

1
BgQ’T4’T3’T4 (x1,29) = 1 J(qe, (X3) + 52,i|X = X;) Q'(r?) (fl,i) (X — xl)Q

* f(ges(Xp) + €0l X = X3) 45 (€10) (Xi — 22)?
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X (min{Te, T3} — T2T3).

Thirdly, if card({i, 7,1, k}) = 2, three different situations should be considered: i = [ #
j=kyi=k#j=landi=j#1=k. Ifi=j%#1=k then Bg(x,x2) = 0 as a result of
the fact that J = {Y1,...,Y,,} represents a random sample of the variable Y. In view of the
previous developments, the other addends that contribute dominant terms to the calculus of

Cov [Ury h (1) Ury ny (71), Uy g (72) Uny o, (72) [ X]

will be those associated with i =1 # j=k,i =k # j=1and i = j = = k. For this reason,
it will be necessary to compute

Cov []1 ("™ <o) 1 (v, <0).1 (v < o)1 (v <0) M

in these scenarios. Using similar arguments to those associated with the auxiliary functions
7 and g, we can conclude that

Cov |1 (¥ < 0)1 (4™ <0) 1[5 <0)1 (%™ <o) 2]

min{T1,T2,T3,T4} — min{’rl,’tg}min{’tg,m} if 7 = j =l=k
= min{’tl,’tg} min{TQ,T4} — T1 Tg T3T4 ifi=1 %j =k
min{ty, T4} min{Tg,Tg} — T1 To T3 T4 ifi=k#£j5=1I.

Bearing previous equation in mind, it will be possible to compute Bg(xi,x2) in the
following situations: i =1 # j=k,i =k # j=1land i = j =1 = k. For instance, we will
study more insightfully the case in which ¢ = [ % j = k. In this context, it can be written

By(21,2) = Cov [w( V) e, (V) ey (B e, (1170) M

— Cov [ (n-1(3* <0)) (m=1(%," <0)) ,
(ra-1(r0 <0)) (m-1(v" <0)) 2]

— Cov [— Tl (Y(l ) < 0) — (Yj(“?) < 0) +1 <Y(1 ™) < 0) i (Yj(“?) < 0) :
I ( y () < 0) — I (Yj(l’”) < 0) FI ( y ) < 0) i (Yj(l’“) < 0) M

=1, 74 Cov []1 (v <o), 1(x"™ <o) 'x]

)

_ Cov[ (Y(“1 <0) (v < ) T Y(I’T3)<O>‘X}

J

( (
+1, 13 Cov []1 vt <o) ( (1) <0) M
~ Cov [1 (3 <o) 1 (v, (
(. (

— 15 Cov [11 Y™ < 0) T (Y(I’TS) < 0) i
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— 1, Cov [}I (Yj(m) < 0) T (Yf‘?” < 0) i (Yj(l’”) < 0) M

+ Cov []1 <Y(1 ) < 0) i (Yj(“?) < 0) 1 <Y(1 ) < 0) i (Yj“’“) < 0) M

= o1y (min{ Ty, T3} — T173) — Ta(min{T, T3} T2 — T1T27T3)

+ 11 T3 (min{Te, T4} — ToT4) — T3 (Min{Te, T4} T1 — T1 T2 T4)
— To(min{ty, T3}14 — T17T374) — T1(mMin{Te, T4} T3 — T2T3T4)
+ min{Ty, T3} min{Te, T4} — T1T2T3Ty4

= T1T2T3T4 + min{Ty, T3} min{Tte, T4} — ToT4 min{ty, T3} — T1 T3 min{Te, T4}.
Analogously, it can be computed the conditional covariance if i = k # j = [ that will be
given by
Bg(xl, xg) = T1T2T3Ty + min{Tl, T4} min{’tg, Tg} — T2T3 min{’tl, T4} — T1T4 min{’fg, Tg}

or in the case i = j = [ = k that can be approximated by

Bg(x1,72) = Cov [¢n (Y;(l " )¢T2 ( g (1,72 ) P, (Yi(l,TS)) e, (Yi(l,u)) ’X]

= min{ty, T2, T3, T4} — min{ty, To} min{Ts, T4} + ToT4(min{Te, T3} — T173)

+ 11 T4 (min{Te, T3} — ToT3) + ToT3(min{Te, T4} — T1T4) + T1T3(Min{T2, T4} — T3T4)
— T4 (min{Ty, T, T3} — min{Ty, Ta} T3) — T3 (min{71, T2, T4} — min{71, T2} T4)

— Ty (min{Ty, 13, T4} — min{t3, T4} T1) — 71 (Min{Te, T3, T4} — min{t3, 14} T2)

= I's(T1, T2, T3, T4)-

As a result of previous developments, it will be possible to compute

1 \A
E[B7(z1,22)] = <nh ) E E[Bs(z1,72) Ki1 Kj1 Ko K]
S
card{i,j,Lk}=1

+ Z E[Bg(z1,22) K;1 Kj1 K2 Kj 2]
card{i,j,l,k}=2

+ Z E[Bg(x1,22) K;1 Kj1 K9 Ky o]
card{i,j,l,k}=3

1\* =
= (nh3> Fs(Tl,T2,T3,T4)ZE[Ki2,1 K]

i=1
1\4
+<nh ) 6(T1,T2, T3, T4 ZE i1 K1 K9 Kjo]
® i#]
1 ! Tl)T37T27T4
+ ZE (z1,22) Kin Kj1 K Kjo
nhs 4,7,
4
n 1 ZE T1,T4,T2,T5(x1 20) Kiy K1 Ko Ky, 2]
nhs ? ) ) Js ;

i,Jsk

.
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1
+ ( ) ZE [Bg> ™™™ (21, m9) Kin Kj1 Kio K9]

S
».])

> D BB (@, ma) Ky Ky Kig Ki o] (3.53)
6(T1, T2, T3, Ta) = 2T1T2T3Ty — ToTa min{ T2, T3} — 7174 min{ta, T3}

1,5,k

where

— T2T3 min{Tg, T4} — T17T3 min{’rg, T4}

+ min{ty, T3} min{te, T4} + min{ty, T4} min{te, T3}.

Then, we are going to compute each of the expectations involved in equation (3.53). On
the one hand,
) X;— a1\’ X, — a2\’
E K} K] = | K — ) K{— 9(X;) dX;
S S

2
- [ K w? K(u—I—xlh ””2) g1 + uhy) hs du

= K2x K? (”CQh_ ‘“) g(21) hs + O(h2)

S

and

A X, — o X, —
E[K;1 K1 Kio K;o] _/K<th x1) K( Jh £U1> K(th xz) K<Jh$2>
s s S s
x g(X;, X;) dX; dX;
K xr1 — T2 K K Tr1 — X2
- [ [ g (i 222 k) & o+
x g(x1 + uhs) g(x1 4 vhs) h? du dv

= (K xK)? ( 2h_ 1) g(x1)2 hg +O(hd).

S

Finally, it will be necessary to compute E [BT“T?”TQ’T4 (x1,22) Kin Kj1 Ko Kj’g] that is a bit
more complicated. In this case,

1, .
E [Bgl’T3’T2’T4 (a:l,xg) K@l Kj71 Kl’g Kjg] = Z(mm{’rg,u} — T2T4)

x E f(qu (XZ)

i) qg) (€10)(Xi — 21)? Km]

fo@dﬁHész&%ﬁ%uHMmVMJ

x E Kj,l Kj72:|

where

Emmu»wMX=Xm9@M&—meﬂ%ﬂ%@MX=mm@m>
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g(w1) B2 pa(K)
and

— T

E[ K Kjg} — K+ K (“ ) g(z1) hs + O(h?)

S

following the arguments applied in equations (3.50) and (3.47). So, we can conclude that

1 XTo — X
4K*K< 2h 1) g(x1)? g(z2) hY pa(K)?

x I'z(ty,21) T7(t3, 22) T'g(T2, T4)

E [B;,T&T%T‘l (331,IE2) Kiq Kj1 Kio Kij] =

where

Tr(ti,27) = flgm, ()X = 25) ¢ (2))
PS(Ti,Tj) = min{Ti,Tj} — T;Ty.

In order to finish with the calculus associated with the expectation of B7(x1,x2) it can
be written that

1 4 To — X
E[B7(x1,z2)] = < ) T5(t1,T2,T3,T4) 0 K2 % K (2hl> g(x1) hs

nhg

1\* To— T
# () Dol magta i) nln — 1) G B2 (725 ) gt 12

Z1

+QLY"W”W“”3K”4%L ) ald) afer? alen) 1

X <F7(T1,x1) I'7(t3, 22) I's(T2,Ta) + T'7(T1, 21) T7(T4, 22) T's(T2,7T3)

+ I7(t2, 21) T7(t3, 22) Ts(T1,Ta) + T7(T2, 21) T7 (T4, 22) Fs(T1,T3))

1 2 To — T
= (nh ) F6(T1,T2,T3,T4) (K*K)2( 2h 1) 9(951)2

S

+Zl(K<mmm)mMPwm%@ﬂ

( (t1,21) T7(t3, 22) Tg(T2,Ta) + 7 (71, 21) T7(T4, 22) T'8(T2, T3)

rmwMMmmﬂwmm+nmwnnmwwm@mQ (3.54)

Finally, it will be necessary to compute the covariance between the conditional
expectations. So, it should be taken into account that

1\ & .
E[Ux, h, (1) Usy b, (21)| X] = <nh> > (min{ry, To} — T1T2) Kin Kia
s i=1

because of (3.51), and as a consequence

Cov [E (U, ny (1) Ury py (21)|X) , E (Ury p, (22) Ury oy (22)]X)]
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n

1 2
= Cov |: ( > Z(min{’rl,’tg} — Tl’l,'g) Ki,l Ki,l)

nh
s i=1

1\? &, .
(nh ) Z(mm{T&’u} —T3T4) Ki2 K2

=1

1

IA

h ) mln{’tl, TQ} — T1T2) (mln{’fg, T4} — T3T4) COV[ i1 KZ 1, Ki’g K@Q]
s

<nh > mln{Tl,Tg} — T1T2) (min{Tg,T4} — T3T4) n O(hs)
=0

(n3h3> - (nzlhz> (3.55)

where the last step comes from the following development:

Cov K1 K;1, Ki2 K] =E[K;1 K;1 Kig Kio] —E[K;1 K;1] E[K,; 2 K; 2]
K K
() () e () (572) s
( K (2 ;;Il‘l) g(z) dz
K K(z;xg) 9(z) dz
zl — 29\ 2
S/K(U,)2K <u+ . 2) g(x1 +uhg) du

B2 / K (w)? g(z1 + uhs) du / K (w)? g(os + whs) duw

So in view of (3.54) and (3.55), it can be concluded that
Cov [UTl,hs (:El)UTz,hs ('751)> UT3,hs (:UZ)UT4yhs (wQ)] =

1 2 To — T
= (nh > Le(T1,T2,7T3,T4) (K*K)z( 2h 1) g(z1)?

[\

h3 To — T
+4;K*K< Zh 1) uz(K)Qg(xl) g(x2)

S

X <F7(T1,1‘1) F7(T3,3§‘2) Fg(TQ,T4) + F7(T1,ZL'1) F7(T4,:L‘2) Fg(TQ,Tg)

+ I7(to, 21) T'7(7t3, 22) I'g(T1,Ta) + T7(T2, 21) T'7(T4, 22) F8(T17T3)>~

d

Now, we are able to compute all the components of the variance decomposition given in
(3.44). We are going to establish the variance of [ A(x)B(z) dz in the following proposition:
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Proposition 3.18. Under assumptions S1-5S5 it is verified that
Var /A(l’)B(l’) dr| = ! /8T(x)4d;v
~ 2ndg g(x)

Proof. Thereupon, applying Fubini’s theorem,

(/ A(x)B(x) dm) 2] = <IE [/ A(z)B(x) deQ

_E [ / / A(xl)B(xl)A(xg)B(xg)dxlda:Q]
—//E[A(a:l)B(azl)] E [A(z2)B(x2)] dxidze
- [ [ (ElaeBe) A Be)
_E[A(21)B(@1)] IE[A(:CQ)B(:UQ)]> day devs

://Bg(xl,xg) dx1dzs

where Bg(x1,22) = Cov [A(z1)B(x1),A(x2)B(x2)]. Moreover, the following development
comes from Lemma 3.12 and the definition of B(z):

Var [ / A(z)B(z) dx] =E

By(x1,x9) = Cov [A(x1)B(21), A(z2)B(x2)] =

= Cov [% (st4d. (1) Uridghe (1) = 87-d,(21) Ur—a, p.(21))
262(9:23)2) (stdy (£2) Urpdy s (T2) = 57—, (%2) Ur—a, (m))}

o se(w1)  se(w)

"~ 2d, g(x1) 2ds g(w2)

— 81-d,(21) St+d, (¥2) Cov [Ur—g, n (1) ; Urtd, n, (22)]
) $v—d,(x2) Cov [Urtd, n(®1) , Ur—d,n,(22)]

<5T+ds (21) Sxtd,(@2) Cov [Ucya, n, (21) 5 Ucyd, g (22)]

— St4d, (531
+ 81-d, (1) St—a,(72) Cov [Ur_g, n.(71) ;, Ur—d, h, (3?2)])-

Then, the problem has been reduced to computing the covariance between Us, p_(x1) and
Usy b, (22) for certain t1, T2, 1 and x2, and this was obtained in Lemma 3.17. So, it follows

that

sc(z1)  sc(x2) 1
B &
o(1,2) 2ds  2ds g(ws) nhs

ro — T
«Jsnva o) g o) e do— o) a0e e (P20

—&@mn&%@ﬂw—@—@+®“—%”K*KCm{m>

= Stid, (1) S1-a,(¥2) (T—ds — (T+ds)(T—ds)) K+ K
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+ 51, (21) s1-d,(22) (T—ds = (T~ dy)?) K+ K (mf“b_sxl) ]

and as a consequence

r [/A(g;) dm] //Bg w1, 2) doydas

s(x)
4d§ nhs g(x)
1 s(z)?
~ 2nd, g(x)

d h/K*K w)du (2ds — 4d?)

where [ K « K(u)du = [ K(u)du [ K (u)du = 1. O
NOW we are going to move to the calculus of the covariance between [ B(z)2dz and
J A(z)B(z)dz. The result is available in the following proposition:

Proposition 3.19. Under conditions S1-55, it is verified that

v [ / B(2)? de, / A(z)B(x) daz} o m;g.hs}z(f() / j((;”)); da

W2 [ se(@)! 0f (ge(2)|X = 2) ¢t (2)
+ 2nd5/ g(x) ot d

X

Proof. Applying Fubini’s theorem, as in Proposition 3.18, it follows that

Cov [ / B(x)? dx, / A(z)B(z) dx} _ / / Cov [B(21)?, Alzz)B(as)] dey das
_ / / Alws) Bio(wr, z3) do: das
where
Big(z1,22) = Cov [B(z1)?, B(z2)]

2
= Cov | (g ) (5esan o) Ut (01) = o (1) Vs (o).
1

m(&c—&-ds (22) Urtdg by (22) — St—a, (¥2) Ur—a, p,(22))

1 S| ) )
= (2 dsg(xl)) 2dog(22) <51+ds(x1) Stid,(22) Cov [Uria,n, (€1)%, Urid, . (42)]

+ e, (£1)? s4d, (22) Cov [Ur_g, (21)*, Uy, n,(22)]

= 2 St1d, (1) St—d, (21) Stid, (22) Cov [Urtayn, (1) Ur—dy e (21); Urpdg p, (22)]
— $eyd, (€1)% $c-d, (€2) Cov [Urid,p, (€1)%, Ur—ggpn, (22)]

— $v—d, (21)? Se—q, (x2) Cov [Ur_g, n,(21)%, Ur—gyn,(22)]

+ 2 Svya, (#1) St—q,(21) St—d, (22) Cov [Urya,n, (#1) Ur—d,n, (@1), Ur—d, h,(22)] >
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Then, each of covariance involved in previous expression can be computed as consequence
of results gathered in Lemma 3.17. After some direct calculations, the following approximation
is obtained:

1 1\? To— T
Buoenan) = (gt ) g () aten) selon)®seen) (-2 K20 1 (22,50)

< dsg(x1) > 2dsgl(x2) ;; (€1)? sc(21)” sc(wa) pa(K) K * K <x2;m1> Ad,

S

< (flgera (@)IX = 21) 62 (21) = F@eea, (@)X = 21) ¢ (@1))

= (ai) sten (i) o s ek (22)

R O [flan@)|X = 1) ¢ (a1)]
2, 9wz n 5

T2 — T
Kx K
()

and as a consequence

ST(xl)Q sc(2) p2(K)

//A(xg) Cov [B(z1)?, B(x2)] dx1 dag = //A(xg) Bio(x1,29) dy dao

~ (22)2 (%)2/ 3;((;))24 da hs/Kz « K (u) du

hs [ sel@)! 0f (ge(@)|X =) ¢
+2nd5/ g(x) ot i h/K*K
N 1 s(z) h2 se(x)1 9 |f [ (ge(@)|X = 2) ¢t” (1’)}
T An2d2h, R(K)/ g(x)? & 2nd; M(K)/ g(x) ot da

where it should be noticed that

/K2*K(u) du:/KQ(u) du/K(u) du = R(K)
/K*K(u) du:/K(u) du/K(u) du =

O
Finally, we are going to compute the variance of [ B(x)?dz. This result is gathered in
the following proposition:

Proposition 3.20. Under conditions S1-55, it is verified that

Var [ / B(x)? d:r} S %;dghs / (K * K)? (u) du / 3;((;))24dx

B s [0f(ae(@)|X = 2) P ()]
4ndg / g(x) [ ot da.

+
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Proof. In this case, as a result of Fubini’s theorem, it follows that

Var [/B(@Q d:c] _ //Bn(xl,xg) doy davs

where

Bll(:cl,xg = Cov B , ]

[B(
1 2
= Cov 2d g (31+ds(1171) U1+ds7hs(.’131) — St—d, ({1;‘1) UT*dS,hS(xl)) )

<1>2(3 (:C)U (x)—g (CC)U (x ))2
2dg(x2) T+ds \2) Yrtds,hs (L2 t—ds (22) Ur—q, hs (T2

1 2
<4d29(x1) (:::2)) <ST+ds($1)2 Strd. (22)% Cov [Uryd, . (21)%, Urgdgn, (22)°]

+ st—a,(21)? Stid, (v2)? Cov [Uz_a, n, (21)%, Uriayn, (72)?]
— 2 St44,(71) St—d, (561) styd, (22)° Cov [U T+d (1) Ueedy iy (1), Unta, g (22)°]
+ vty (1) 81—, (22)® Cov [Urta,n, (@1)%, Ur_a,n, (72)°]
+ st—a, (21)? St—a, (72)? Cov [Ur—a, n, (21)%, Uz—a,n, (72)?]
— 2 8ca,(71) Scpa, (1) S—ay (®2)* COV [Urya, ny(21) Uray p, (1), Ur—d, h, (22)°]

)
=2 5044, (21)” St4a, (22) Se-a,
)
)

22) Cov [Ursdp. (%1)%, Urid, b, (€2) Ur—a, n, (22)]
22) Cov [Ur_g, . (21)%, Urya, b, (€2) Ur—a, p, (42)]
2) S1-d,(72)

1)

» Utidahe (72) Ur_g, n. (22)] -

—_~ o~

— 2 8r_q,(21)? Stra, (22) St_d,
+4 5114, (71)87-d,(T1) Stya, (@
(v

X COV [ T+ds,hs($1) T— d37hs

Then, in view of Lemma 3.17 we can approximate each of the covariances involve in
previous expression. Then, after some direct calculations the following expression is obtained:

1 h3 RS 76
*(wm) o 001 (P2 B oo ) o) (o

>@@Q@%mmw=mmﬁwmf@%WMX=m¢z@ﬂ
+ FlGera, (22)|X = 22) ¢!, (22) F(geoa, (21)|X = 21) ¢, (22)?

—ﬂ%%@szxﬂﬁ@@Qﬂ%m@szmMPMmo

—ﬂ%%@MszMﬁﬁmf@%ﬁMWZMM@Mmo

<‘M29($11)(2)>2 <n23>2 (K« K)* <$2f;$1> g(1)? 83 s7(w1)? sc(2)?
+ <M29(5511)(2)> Zi Kx* K <x2f;$1> 2 (K)? g(x1)? g(z2) sc(z1)? 51(20)*

Of (ge(21)| X = 21) ¢ (21)] Alf (ge(2)|X = 22) ¢t (22)]
ot ot

x 16d>




3.4. Integrated squared sparsity estimator 117

and as a result

Var [/B(::;)Q dm} = //Bu(a:l,@) dxy dxs

! <1>2/5T(“’”)24 dz h, /(K*K)2 (u) du 842

9()

4n
01 (4e(x)|X = 2) o <x>] i

)
+< ! >4 @M(Kﬁ 32d3 hs/K*K(u) du

ot

se(z)?
o 1 R(K % K) / g((x))2 dx

B se(0)t [0 (ge(@)|X = 2) ¢P(@)]
g e [ i o

O

Finally, the asymptotic mean squared error of the integrated squared sparsity estimator
that can be established. This result is gathered in the following theorem:

Theorem 3.21. Under assumptions S1-S5, the mean squared error of the integrated squared
sparsity estimator, given by (3.35), can be approximated by

2
1 y ¢
MSE[/ () dx} g <§ dg/ se(@) s&7 (&) da + pa(K) 2 / e ‘9%1(96)

dx

T

1 e\ 2 st
t Sndahs (K) g(x) «(2)"d ) * nds/ g9() a
1 se(z)? 1
. / g((x))2 dx (—2~R(K x k) — R(K))

Proof. On the one hand, in view of Propositions 3.18, 3.19 and 3.20, and equation (3.44), the
variance of the integrated sparsity estimator can de derived. That is

9 4
Var [/gnds,hs(x)Q dac} = /ST(x) dx

nds g(x)
4
L ReK) / @),

 n2d2h, g(x)?

2h2 [ s<(2)* Of (ge()|X = ) ¢t ()
mls/ g(x) ot !

1 se(z)?
T oz, /(K *K) (W) du / g(<96))2 o
P J [t [ofla) X = AR
g(x)

+ T

4dnd, ot

4
s

are negligible in respect of nids because the bandwidth

h2 h
where the terms of orders — and

nds nds
hs converges to zero.
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On the other hand, as consequence of Theorem 3.16, we can write

1
Bias [/§T7+d5yhs ()2 de} = 3 dg/ST(l‘) s (x) dzx

),
() 12 [ seta) 2

1 1
- RIK) | — 2 do.
+ 2ndghs R )/g z se(@)” d

dx

So, bearing in mind the previous expressions, it follows the result enunciated in this
theorem. O

Remark 3.4. The therm of the mean squared error of the integrated sparsity estimator with
order #th is negligible with respect to nids’ but we have considered it in order to avoid
degeneratse hs bandwidths (not convergence to zero). Remember Remark 3.3 in which other
non dominant term has been included in order to avoid degenerate situations.

3.5 Simulation study

In this section a simulation study is presented to analyse the behaviour of the new bandwidth
selectors in comparison with already existing selectors. The natural competitors would be
Yu and Jones (1998)’s plug-in bandwidth and Abberger (1998)’s cross-validation bandwidth.
As regards Yu and Jones (1998)’s proposal, some theoretical considerations are useful as
an orientation to a meaningful comparison. Recall the expression given in ((3.2)) for the
asymptotically optimal bandwidth

1/5
- R(K) 7(1~ 1) ! x
Ravise,r = [n H2(K)2 fqg)(l’)2 g(x) dx /f(QT($)’X = m)Q d ]

Observing that the same type of bandwidth for mean regression is given by
R(K) / ) } v
d ;
T P g | 7

where m is the mean regression and o2 is the conditional variance, Yu and Jones (1998)
proposed to use the following selector:

hAMISE,MEAN =

(1 —1) } 1/5
P(@~H(1))?

where }\LRSW is the Ruppert et al. (1995)’s plug-in selector for local linear mean regression, and
the last factor is a correction for quantile regression. Yu and Jones (1998)’s selector is based
on assuming that quantile and mean regression have the same curvature, while the last factor
relates the sparsity with the conditional variance under normality of the error distribution.

EYJ = ERSW [

Since hrgw converges to hanise,mean, vy converges to

(1 - T))2] 1/5

hAMISE,Y.I,T = hAMISE,MEAN [M
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which is generally different from the asymptotically optimal bandwidth for quantile regression,
hawnse,x. Meanwhile, the proposed plug-in selector /ﬁNp converges to hawiser. Then, for a
sample size large enough, the new bandwidth is expected to outperform Yu and Jones (1998)’s
selector, the latter selector being generally inconsistent. This simulation study will help to
assess the consequences of these facts from smaller to larger sample sizes, and in models where
the difference between haisg,vs,r and hanvise,r can be controlled.

In particular, for any homoscedastic quantile regression model Y = ¢.(X) + &, where the
model error € has T-quantile zero and is assumed independent of X, the curvatures of mean
and quantile regression coincide, and then the quotient between hanisevsc and havise,r will
be

Ratio =

hAMISE,YJ,T _ 5 o? fe(E_l(T )2 (3.56)
$(2~1(1))

where f. and F. are the density and distribution functions of ¢, and 0 denotes the variance
of . Then, the ratio between both AMISE bandwidths only depends on the error distribution

for any homoscedastic regression model. Some calculations lead to the following ratio between
asymptotic mean integrated squared errors of the two bandwidths:

hAMISE,T

AMISE (hawiss, vi,r)
AMISE (hrse,x)

1 4
4 5Ratio4 + gRatio—l (3.57)

where Ratio is defined in (3.56). Note that, by construction, the ratio between AMISEs is
always larger or equal to one. Part (a) of Figure 3.2 shows the values taken by the ratio defined
in (3.56) as a function of the quantile order T and for three error distributions: exponential
with expectation one, uniform on the interval (0,1) and beta with parameters 5 and 1. Part
(b) of Figure 3.2 shows the values taken by the ratio defined in (3.57) as a function of T and
for the same three error distributions.

As shown in Figure 3.2, we observe that the differences between both plug-in selectors will
be bigger as long as the error distribution differs from the Gaussian distribution. Furthermore,
if we fix an error distribution, the compared behaviour of both plug-in selectors will depend
on the quantile of interest.

Our first simulated model is given by
Model 3.1: Y =10(X —0.5)* + 3(X — 0.5)> + ¢,

where X follows a uniform distribution on the interval (0, 1) and ¢ is the unknown error, which
is drawn independently of X. Note that in this case, g¢(X) = 10(X — 0.5)* +3(X — 0.5)% + ¢;
where c; represents the T-quantile of the error distribution. This notation in common for
all the homoscedastic models that will be considered. In this model the error follows an
exponential distribution with expectation 1, which is one of the distributions represented in
Figure 3.2. Part (a) of Figure 3.3 shows a scatterplot of one sample of size 200 drawn from
this model, together with three quantile functions, for T = 0.1, 0.25,0.5.

Figure 3.4 represents the boxplots corresponding to the four bandwidth selectors: the
plug-in selector proposed by Yu and Jones (1998), the selector based on the new rule of
thumb, the new plug-in selector and the cross-validation selector. They are denoted by YJ,
RT, NP, CV, respectively. The boxplots were obtained from 1000 replications of Model 3.1
for different values of T, and sample sizes n = 100, 500, 1000. Three horizontal lines are added
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(a) Ratio between AMISE bandwidths (b) Ratio between AMISE values

Figure 3.2: Representations of the ratios between the AMISE bandwidths (detailed in (3.56))
and the MISE values (detailed in (3.57)) as a function of the quantile order T and for three
error distributions. The dashed line (——) represents the uniform distribution, the dotted line
(--+) represents the beta distribution and the dashed and dotted line (— - —) represents the
exponential distribution.
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(a) Model 3.1 (b) Model 3.2

Figure 3.3: Scatterplots of a sample of size 200, together with three quantile functions: T = 0.1
(dashed line), T = 0.25 (solid line) and T = 0.5 (dashed and dotted line), corresponding to
Model 3.1 in (a) and Model 3.2 in (b).
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to the plots, representing the optimal bandwidths with three criteria: MISE (dashed line), Yu
and Jones (1998)’s AMISE (dotted line) and AMISE (dashed and dotted line). The best of
these bandwidths would be the one optimizing the MISE, so the performance of each selector
is related to its approximation to this bandwidth. The AMISE bandwidth is an approximation
to the MISE bandwidth. In fact both lines approaches to each other for increasing sample
size. Meanwhile, Yu and Jones (1998)’s AMISE (YJ-AMISE) bandwidth do not approximate
to MISE bandwidth even for a very large sample size. This is the cause for inconsistency of
Yu and Jones (1998)’s selector. However, for a small sample size, the errors of approximation
between the three bandwidths can be confounded. As regards the value of 1, Figure 3.4 shows
that for T = 0.5 the three bandwidths are quite similar, while for T = 0.1 they are far apart.

Yu and Jones (1998)’s selector estimates YJ-AMISE bandwidth, while the new selectors
estimate AMISE bandwidth. For sample size n = 500, this leads to a clearer better
performance of the new bandwidths, while for small sample size n = 100, the errors between
optimal bandwidths are still confounded. The cross-validation bandwidth is generally centred
to the MISE bandwidth, but its variability is clearly larger.

Now we are going to evaluate the performance of each selector in terms of the observed
MISE over 1000 samples. We expect that MISE results will be a consequence of the selectors’
distances from the MISE bandwidth, observed in the boxplots. To complete the presentation,
a new model is included, again homoscedastic but with a larger curvature:

Model 3.2: Y =1—48X 4+ 218X2% — 315X° + 145X* + ¢,

where X follows a uniform distribution on the interval (0,1), and ¢ follows an exponential
distribution with expectation 1, and is drawn independently of X. Part (b) of Figure 3.3 shows
a scatterplot and three quantile functions, for T = 0.1, 0.25, 0.5, corresponding to Model 3.2.

Table 3.1 contains the mean integrated squared error for the considered bandwidth
selectors for several samples sizes and values of T. We can observe that the new plug-in
rule shows a better performance in terms of MISE than the plug-in selector proposed by Yu
and Jones (1998), for all values of T and sample sizes. It is interesting to emphasize the good
behaviour of the rule of thumb, despite its simplicity. For a fair interpretation, we should
note that the considered models verify some ideal conditions for the rule of thumb. The
cross-validation bandwidth shows a generally worst MISE in the considered scenarios.

Now, we will analyse how the performance of the considered bandwidth selectors depends
on the error distribution. To do this, we will generate samples from these two models:

Model 3.3: Y =1 —48X +218X% — 315X> + 145X* + ¢
Model 3.4: Y =sin(bnX) + ¢

where X follows a uniform distribution on the interval (0, 1), and ¢ is independent of X and
follows one of these distributions: standard normal, uniform on the interval (-3, 3), Student’s
t with one degree of freedom and standard log-normal. Model 3.3 has the same quantile
function than Model 3.2, while the error distribution now takes different shapes. Model 3.4
is represented in Part (a) of Figure 3.5, with a standard Gaussian distribution.

Table 3.2 shows the mean integrated squared errors for the compared bandwidth selectors,
under Model 3.3 and Model 3.4. In all cases, the quantile function is estimated for T = 0.5. The
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Figure 3.4: Boxplot representations of Yu and Jones (1998)’s selector (YJ), the new rule of
thumb (RT), the new plug-in selector (PI) and the cross-validation selector (CV), from 1000
replications of Model 3.1 for different values of T and the sample size, n. The dashed line (——)
represents the MISE bandwidth, the dotted line (...) represents the Yu and Jones (1998)’s
AMISE bandwidth and the dashed and dotted line (— - —) represents the AMISE bandwidth.
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Model 3.1 Model 3.2

YJ RT NP CV YJ RT NP Cv

1=0.10 n=100 2786  27.96  27.69 27.49 35.50 54.13 37.24 34.08
n = 500 5.68 3.85 3.85 4.67 7.20 6.06 5.64 6.32

n = 1000 3.49 2.01 2.00 2.39 4.48 3.11 2.97 3.38

1=025 n=100 44.08 4049  40.05 48.84 54.41 64.91 53.27 60.80
n = 500 8.91 7.69 7.73 9.67 12.50 11.59 11.37 13.36

n = 1000 5.12 4.21 4.23 5.12 7.51 6.40 6.41 7.35
1=050 n=100 89.90  83.39  82.58  104.27 | 11480  118.60  109.13  129.66
n = 500 1786  17.66  17.64 22.51 25.61 25.98 25.50 30.93

n = 1000 9.85 9.76 9.74 12.41 14.91 14.80 14.77 17.78

Table 3.1: Mean integrated squared error (given values were multiplied by 10%) associated
with the considered bandwidth selectors, for Model 3.1 and Model 3.2, with several sample
sizes n and values of T.

(a) Model 3.4 (b) Model 3.5

Figure 3.5: Scatterplots of a sample of size 200 drawn from Model 3.4 and Model 3.5, where
the error follows a standard normal distribution. The lines are quantile functions for T = 0.25
(dashed line), T = 0.5 (solid line) and T = 0.75 (dashed and dotted line).
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Model 3.3 Model 3.4

€ n YJ RT NP Ccv YJ RT NP Ccv
N(0,1) 100 13.40 13.83 12.89 15.82 15.52 18.26 15.40 17.57
500 3.45 3.54 3.43 4.19 3.92 4.25 3.92 4.72

1000 2.00 2.05 2.00 241 2.25 2.39 2.26 2.73

U(-3,3) 100 52.09 52.04  49.68 59.53 57.56 62.13 55.89 63.30
500 14.71 14.83 14.21 17.80 16.41 18.33 16.33 20.85

1000 8.57 8.67 8.29 10.54 9.25 10.15 9.18 11.24

ty 100 3310.02 174.1 175.6 67.54 3320.08  40.81 36.50  81.01
500 12.49 5.65 5.40 6.74 19.32 10.51 6.93 7.62

1000 10.24 3.10 3.00 3.72 16.88 4.48 3.51 4.11

log N(0,1) 100 26.09 20.47 18.60  21.67 31.25 30.27  23.80  24.59
500 4.30 3.98 3.88 4.77 4.75 4.55 4.18 5.12

1000 2.54 2.21 2.19 2.65 2.78 2.50 2.33 2.84

Table 3.2: Mean integrated squared error (given values were multiplied by 10%) associated
with the considered bandwidth selectors, for Model 3.3 and Model 3.4 with T = 0.5, and
several error distributions and sample sizes.

new plug-in rule outperforms the other three selectors. Yu and Jones (1998)’s selector shows
a good performance for the standard normal error distribution, where its assumptions are
completely satisfied. However, the new plug-in rule has similar results to Yu and Jones (1998)’s
selector, even under these conditions, which shows that quantile estimations of curvature
and sparsity are not much less efficient than its estimations under mean regression. For
distributions far from normality, as Student’s ¢ distribution or log-normal, the new plug-in rule
shows a clearly better behaviour. All these results are to be attributed to sparsity estimation,
which is inconsistently biased in Yu and Jones (1998)’s method. Note that the simulated
models are homoscedastic and then quantile curvature coincides with mean curvature.

The rule of thumb is slightly worse than the plug-in rule, although the difference is
moderate in many cases. In particular, rule of thumb results are better under Model 3.3 than
under Model 3.4, because the quantile function under Model 3.3 is better suited for blocked
polynomial estimations carried out in the rule of thumb method. The cross-validation selector
is generally worse than plug-in methods, and particularly worse than the new plug-in rule.

Finally, we are going to consider the following heteroscedastic quantile regression model:
Model 3.5: Y =sin(57X) + (sin(bnX) + 2)e

where X follows a uniform distribution on the interval (0, 1) and ¢ is independent of X. Note
that in this case g(X) = sin(bnX) + (sin(57X) + 2)cr where ¢ denotes the T-quantile of the
error distribution. Two error distributions are considered. One is the standard Gaussiann
distribution. Then, the main deviation of Model 3.5 from Yu and Jones (1998)’s assumptions
is the fact that curvature depends on the quantile order, T, and then it is not equal to the
curvature of mean regression function. Part (b) of Figure 3.5 shows a representation of Model
3.5. A scatterplot together with three quantile functions (for T = 0.25,0.5,0.75) are shown.
It can be seen how heteroscedasticity leads to different curvatures of the quantile regression
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Standard Gaussian Student’s ¢ with 2 degrees of freedom
T n YJ RT NP Cv YJ RT NP CV
0.25 100 59.83 53.24 50.67 51.42 120.37 97.74 84.61 69.14
500 14.05 13.28 11.78 14.31 19.64 16.63 15.56 14.28
1000 7.85 7.73 6.72 8.52 10.36 9.08 8.44 7.78
0.50 100 61.05 64.88 57.33 62.86 94.93 72.62 67.97 64.94
500 14.30 16.45 14.30 18.70 18.54 20.59 17.65 17.88
1000 8.27 9.38 8.30 10.82 10.28 10.94 9.74 10.58
0.75 100 86.53 99.14 80.57 87.86 166.40 187.47 137.90 125.29
500 21.55 23.86 20.36 25.86 37.28 37.13 30.60 32.40
1000 12.26 13.56 11.58 14.48 21.01 19.35 16.78 20.24

Table 3.3: Mean integrated squared error (given values were multiplied by 10?) associated
with the compared bandwidth selectors, under Model 3.5 and for several values of T and the
sample size n.

function for different values of T. We will also suppose that the error follows a Student ¢
distribution with two degrees of freedom. In this second situation, neither of the assumptions
considered by Yu and Jones (1998) are verified.

In Table 3.3 the mean integrated squared error from each of the bandwidth selectors
are given for several samples sizes and values of T. The new plug-in method provides better
results than its competitors. Note that for T = 0.5 and Gaussian error distribution, quantile
regression coincides with mean regression, so this setup would be quite favourable for Yu
and Jones (1998)’s selector. In this case, both plug-in selectors shows similar results. For
quantile orders far from the median, advantages of the new plug-in rule are more noticeable.
Furthermore, the differences between the mean integrated squared error associated with both
plug-in methods are bigger when we suppose that the error follows a Student ¢ distribution,
as it was expected.

3.6 The BwQuant package

In order to facilitate the use ot the new bandwidth selector that have been proposed along
this chapter, an R package has been designed. The new R package is called BuQuant and
implements several bandwidth selectors for local linear quantile regression. In order to
illustrate the usage of the different functions included in this package, we are going to employ
the mcycle dataset used previously by several authors as Koenker (2005) or Venables and
Ripley (1999). This classic nonstationary dataset consists of measurements of the acceleration
of the head of a motorcycle rider as a function of time in the first moments after an impact. In
addition to being nonstationary, the error associated with this data is not homoscedastic. The
mcycle dataset is available on the R package MASS and it contains a series of 133 measurements
of head acceleration in a simulated motorcycle accident, used to test crash helmets.

The main functions of the BwQuant package are:
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e bwCV that implements the bandwidth selector associated with the cross-validation

process proposed by Abberger (1998).

Usage: bwCV(x,y,h,tau)

Arguments:

X numeric vector of explanatory variable data.

y numeric vector of response variable data.

h sequence of values where we want to evaluate the cross-validation
function in order to obtain the bandwidth that minimizes this
function.

tau value of the T-th quantile of interest that we want to estimate.

Example library(MASS)
data(mcycle)
attach(mcycle)
hseq=seq(0.5,3,length=50)
bwCV(times,accel,hseq,0.75)

bwNP that implements the new proposed plug-in selector based on a nonparametric
estimations of the conditional sparsity and curvature. Note that, in this case, in order
to solve the optimization problem associated with the calculus of pilot bandwidths ES
and ds we will employ the optimization algorithm proposed by Nelder and Mead (1965)
that is based on a Simplex idea. The selection of this method is due to necessity
to impose constraints on the bandwidth ds that, at the end of the day, represents a
quantile order. The optimization method proposed by Nelder and Mead (1965) have
been implemented thanks to the R function constrOptim.

Usage: bwNP(x,y,tau,blockmax=5,divisor=20,proptrun=0.05,itermax=5000,

eps=1e-06)
Arguments:

X numeric vector of explanatory variable data.

y numeric vector of response variable data.

tau value of the T-th quantile of interest that we want to estimate.

blockmax the maximum number of blocks of the data for construction
of an initial parametric model estimation.

divisor the value that the sample size is divided by to determine a

lower limit on the number of blocks of the data for construc-

tion of an initial parametric model estimation.
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proptrun

itermax

eps

the proportion of the range of x at each end truncated in
the curvature estimation.

maximum of iterations allowed in the optimization me-
thod needed to obtain the pilot bandwidths associated with
the sparsity estimation.

value considered in order to establish the converge condition

related to the optimization method.

Example library(MASS)
data(mcycle)
attach(mcycle)
bwNP (times,accel,0.75)

e bwRT that implements the bandwidth selector obtained as a consequence of applying
the rule of thumb developed on this work.

Usage: bwRT(x,y,tau,blockmax=5,divisor=20)

Arguments:

X

y

tau

blockmax

divisor

numeric vector of explanatory variable data.

numeric vector of response variable data.

value of the T-th quantile of interest that we want to estimate.
the maximum number of blocks of the data for construction of
an initial parametric model estimation.

the value that the sample size is divided by to determine a lower
limit on the number of blocks of the data for construction of an

initial parametric model estimation.

Example library(MASS)
data(mcycle)
attach(mcycle)
bwRT(times,accel,0.75)

e bwYJ that implements the plug-in selector proposed by Yu and Jones (1998).

Usage: bwYJ(x,y,tau)
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Arguments:
X numeric vector of explanatory variable data.
y numeric vector of response variable data.
tau value of the T-quantile of interest that we want to estimate.

Example library(MASS)
data(mcycle)
attach(mcycle)
bwYJ(times,accel,0.75)

Moreover, we have included the 11qr function that estimates the quantile regression
function using local linear kernel regression.

Usage: 11qr(x,y,tau,h,gridsize=50)

Arguments:
X numeric vector of explanatory variable data.
y numeric vector of response variable data.
tau value of the T-th quantile of interest that we want to estimate.
h the bandwidth parameter.
gridsize the number of points at which the local linear quantile regre-

ssion is going to be estimated.

Example library(MASS)
data(mcycle)
attach(mcycle)
h=bwNP (times,accel,0.75)
1llqr(x,y,tau,h)

Thanks to the function 11qr we can represent the fit of the local linear regression models
associated with the different bandwidth selectors that we have considered. For instances,
Figure 3.6 shows the smoothed 75th quantile curve related to both plug-in methods. Bearing
in mind Figure 3.6 we can conclude that the estimation associated with the new plug-in
method is a bite smoother than that related to the plug-in method proposed by Yu and Jones
(1998).

3.7 Conclusions

We have proposed a new plug-in bandwidth selector for local linear quantile regression based
on a nonparametric approach. This new method involves nonparametric estimation of the
curvature of the quantile regression function and the integrated squared sparsity. The mean
squared error of these nonparametric estimators have been obtained along this chapter.
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Figure 3.6: Representation of the smoothed 75th quantile regression model for the mcycle
dataset set using the plug-in proposed by Yu and Jones (1998) (dashed line) and the new
plug-in rule developed along this chapter (solid line).

Thanks to a Monte Carlo simulation study, we have shown that the new proposal performs
well in terms of the mean integrated squared error compared with its natural competitors both
in homoscedastic and heteroscedastic scenarios. Moreover, we have presented a simple rule of
thumb that shows a quite good performance on a wide range of situations.

In addition, we have developed an R package called BwQuant that enables any user to
apply the different techniques that have been proposed throughout this chapter. Finally an
application to real data situation of the new plug-in rule will be presented in Section 5.4.
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A new lack-of-fit test for quantile regression models, that is suitable even with
high-dimensional covariates, is proposed along this chapter. The test is based on the
cumulative sum of residuals with respect to unidimensional linear projections of the covariates.
To approximate the critical values of the test, a wild bootstrap mechanism convenient for
quantile regression is used. An extensive simulation study was undertaken that shows the
good performance of the new test, particularly when the dimension of the covariate is high.
The test can also be applied and performs well under heteroscedastic regression models. The
test is illustrated with real data about the economic growth of 161 countries.

4.1 Introduction

The lack-of-fit (or in opposite terms, goodness-of-fit) of a statistical model describes how well
it fits a set of observations. Measures of goodness-of-fit typically summarize the discrepancy
between observed values and the values expected under the model in question. With the aim
of testing if a data distribution belongs to a certain parametric family, Pearson introduced at
the beginning of the twentieth century the term goodness-of-fit. Since then, there has been an
enormous amount of papers on this topic. Along this section we are going to present a small
introduction to lack-of-fit tests for classical mean regression (Section 4.1.1) and for quantile
regression models (Section 4.1.2).

4.1.1 Lack-of-fit tests for mean regression

Let us consider a classical mean regression model denoted by
Y=m(X)+e

where m(z) = E(Y|X = z) is the regression function of ¥ over X and the error has to
verify that E(¢|X) = 0 almost surely. Given a random sample {(X;,Y7), -, (X,,Y,)} of the
variables (X,Y) € R4, the goal will be to test

Ho:m e Mg={m(-,0) : 0 € ©CR?} Null Hipothesis
H,:m ¢ My Alternative Hipothesis

Hereafter we are going to present different kinds of specification tests for mean regression
models. Note that we will only mention some examples, an up-to-date review of the
most important recent contributions on lack-of-fit tests for regression models is given in
Gonzélez-Manteiga and Crujeiras (2013).

Lack-of-fit tests based on smoothing ideas

In this first item, we are going to focus on kernel type estimators such as the Nadaraya-Watson
estimator given by Nadaraya (1964) and Watson (1964). This estimator can be written as

follows n

Kh x—X)
n Wm Y,
Man (% Z ZZJ1Kh$—XJ)
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where Kj(z) = h™'K(z/h), K represents the kernel function and h is the well known
bandwidth parameter. Bearing in mind the previous estimator, the following empirical process
has been considered:

RMz) = Vnhd zn: (Y - m(Xi,éLs)) Wii(z) = Vnhd znjwm(x) r;
=1 =1

where r; = Y; — m(X;, 5LS) and é\LS is a y/n-consistent estimator of 8 that is the value of the
true parameter under Hy, computed thanks to least squares techniques.

Then, a test based on R" can be devised by applying a continuous functional on the
empirical process, such as

7 = [(Rie)Puo)is

where w is a weight function. Moreover, the test proposed by Hirdle and Mammen (1993)
can be written as

2
T,fIM = /(mnh(x) — mnh(:c,aLs)> w(z)dx
where mpp (2, 015) = 3.7, Whi(z)m(X;, Os).

Alternatively, it is possible to define other test statistics based on consistent estimators
of different characteristics of the null hypothesis. A noticeable example is the test proposed
by Zheng (1996) that is based on the following test statistic

TIm — > Kn(Xi = X,)(Yi — m(Xi, 615)) (¥ = m(X;, 6us)) (X))
7]

or the test statistic studied by Dette (1999), given by

b
n(n —1)

TP = %Z(Yi — m(Xi, 0u8))2w(X;) — %Z(Yi — man (X)) *w(X5).
i=1 i=1

The previous lack-of-fit tests converge to a Gaussian distribution that allows us to
calibrate this kind of tests. The use of the asymptotic distributions entails selecting the
smoothing parameter h, a broadly studied problem in regression estimation but with serious
gaps for testing problems.

Lack-of-fit tests based on the empirical regression processes

With the aim of avoiding the selection of a smoothing parameter, an alternative methodology
has been developed. The resulting lack-of-fit tests are based on the integrated regression
function that is given by

€T

I(z) = E[Y I(X < 2)] = / m(z)dF(2)

—o0
where I denotes the indicator function. Then, the integrated regression function can be
estimated by

n

In(z) == Y I(X; <)Y,
=1
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Now, the following empirical process can be defined:

RS(z) = n~ V2 En: (Y —m(X;, 5Ls)) I(X; < ) =n~ /2 f:m (X, <z) (4.1
=1

=1

where r; = Y; — m(X;, §LS) represent the residuals. Under the simple null hypothesis, Stute
(1997) proved that the previous empirical process converges to a Gaussian process with mean
equal to zero and covariance function K (s,t) = K(s A t) where

x

K(z) :/ Var (Y|X = u)F(du)
oo

and s At represents the minimum between s and ¢. Moreover, the effect of 8 estimation has

as a consequence a complicated form of the covariance function that hinders the calibration

of the test. Subsequently, Stute et al. (1998) have proposed a wild bootstrap procedure in

order to calibrate the test proposed by Stute (1997).

Lack-of-fit tests designed for avoiding the curse of dimensionality

We have considered test statistics constructed from the comparison of a nonparametric
estimator of the regression model and an estimator under the null hypothesis, or in the
comparison of the corresponding integrated regression function estimators. In both cases,
the curse of dimensionality when the dimension of the explanatory variable increases, can be
appreciated. Related to the first class of tests, the effect of the increasing dimension is clear
when regarding the asymptotic power of order nh?. In the other class, the power also decay
for small samples as several simulation studies have shown.

The difficulties aforementioned lead to different modifications of the previous methods
in order to avoid the curse of dimensionality. For the tests based on smoothing methods, the
work of Lavergne and Patilea (2008) should be noticed because they propose the following
modification of Zheng (1996)’s using projections (that are denoted by 5'X;)

TH = sup ST K X)) (Yi — m(Xi,008)) (Y; — m(X;, 01s)).
Bil1BlI=1 1<j

Another option in this line would be to project the covariate X in a certain direction 5y that
minimizes

E2(s — E(e | /X)) = EX( — ms(X)).
This idea was developed by Xia (2009).

Regarding the tests based on empirical regression processes, Stute et al. (2008) proposed
replacing the empirical process RS described in (4.1) by

RI(t n~1/2 Z I(r; <t)

with ¢t € R, where g = n=1 Y"1 | g(X;) and r; denote the residuals of the model. The selection
of the function ¢ is also discussed in Stute et al. (2008) with the goal of power maximization.
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In the same line, we are going to focus on Escanciano (2006) that establishes the following
characterization of the null hypothesis:

Hy holds <= E[eI(BX <u)]=0 VBeR? with ||| =1,

where e =Y — m(X,0) and § is the direction on which the covariate X is projected. This
formulation generates a new empirical process

Rf(ﬂ,u) —n1/2 Zri (B X; <u)
i=1

where r; = Y; — m(X;, 5Ls) denote the residuals of the model.

4.1.2 Lack-of-fit tests for quantile regression

Now we are going to move to quantile regression setup. Let us consider a regression model
associated with a quantile of interest T € (0, 1),

Y =q¢(X)+¢

where ¢ is the unknown model error of the model that should verify that P(e < 0/X) = 7. In
this new scenario, the main goal will be to realise the following lack-of-fit test

Ho:qr € Qp = {g(-,0) : 6 € © CR?} Null Hipothesis
Hy:qe ¢ Qo Alternative Hipothesis
that is equivalent to
Hy : E[I(Y < g (X,00)) | X] =7

for some 6. € © C RY.

Then, given {(X1,Y1),---,(X,,Ys)} a random sample of the variables (X,Y) € R+,
we are going to review different goodness-of-fit test in the quantile regression context available
from the literature.

Lack-of-fit tests based on smoothing ideas

Regarding the lack-of-fit tests for quantile regression based on smoothing ideas, we should
highlight the work developed by Zheng (1998) that extends the well-known test proposed by
Zheng (1996) to the quantile regression setup. In this case, the test statistic is given by

d/2 1 1 X — X, R
Zq :nh 1 Xi—X; > | -
T o n(n—1) ; hd K< h > |:H(Yl < ¢ (X3, 0’17)) T:|

. [ﬂ(yj < e(X,80)) — ] (42)
where K is the kernel function, A is the smoothing parameter and

1 1 X; — X;
~2 2 2 2 i J
( ) n(n—l) Lo pd ( h )



136 4. A lack-of-fit test for quantile regression models

The statistic (4.2) converges to a Gaussian distribution. It should be noted the well-known
problem associated with the selection of the smoothing parameter, h.

Following the idea of Zheng (1998), Dette et al. (2012) have proposed a lack-of-fit test for
additive quantile models based on smoothing ideas. In this context, the following test could
be raised:

d
HO : qT(X) = QT(X(1)7 U 7X(p)) = Zqui (X(Z)> + C(T)
i=1
where X € R? denotes the explanatory variable.

Given a random sample of the variables (X,Y) € R Dette et al. (2012) proposed the
following test statistic:

Xi—X;\ 5 5
TPON = n—lhdZZK< )RR]-

=1 j#i

where K represents the kernel function, A is the smoothing parameter and
R =1(Y; <7 '(Xi)) =T

where ;¢(X;) denotes an additive estimation of the quantile regression function without
considering the i-th observation. In spite of having obtained the asymptotic convergence to
a Gaussian distribution, it is more recommended to use a bootstrap procedure in order to
calibrate this test.

Lack-of-fit tests based on empirical regression processes

Extending the work developed by Stute (1997) to the quantile regression setting, He and
Zhu (2003) propose an omnibus lack-of-fit test for parametric quantile regression based on a
cumulative sum process of the gradient vector. That is, He and Zhu (2003) based their test
on the process

—n_l/sz (Vi = e(Xi, ) o (X, 80) T(X; < 1) (4.3)
where ¢(r) = tl(r > 0) 4+ (T — 1)]1(

r
pr =1rl(r > 0) + (t— 1)rl(r < 0), ¢ )( ) = % ¢(z,0), and O is an estimator of 6. The
test statistic proposed by He and Zhu (2003) is then defined as

< 0) is the derivative of the quantile loss function

n
THZ —largest eigenvalue of n~*! Z REZ(x,) REZ(X;).
i=1

He and Zhu (2003) proved that the empirical process (4.3) converges to a Gaussian process
with mean 0 and covariance function

Wt t2) =1(1 — 1) E <q§1)(X, 02) ¢t (X, 0:) I(X < min(ty, t2)) — S(tl)S’lS(tg))
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where

Because simulating the Gaussian process is not easy, He and Zhu (2003) proposed a
multiplier bootstrap in order to calibrate their test. It is based on the following asymptotic
representation of the process (4.3):

RHZ(4) = n~1/2 Zn: e (Vi — ge( X5, 00)) [1(X; < £) — S(6)S™1] ¢t (X5, 62) + 0p(1).
=1

Lack-of-fit tests design for avoiding the curse of dimensionality

It is well-known that a high (or even moderate) dimension of the covariate can affect the
performance of the specification tests. Little can be found in the literature for lack-of-fit
testing adapted to multidimensional covariates in the framework of quantile regression. Wilcox
(2008) used a He and Zhu type test and defined some ranks over the covariate in order to test
a linear quantile regression model such as

Y; = qT(Xi79T) + e, = er/:Pz e
where P; = (1, X;) and ¢; represent the model error.
In order to present Wilcox (2008)’s proposal, the following notation shoul be introduced.
Let us denote by F; = maxU;; where U;; represents the ranks of the n values of the j—th

column of the design matrix, represented by X! for each j =2,--- ,d + 1.

Then, Wilcox (2008) have considered the following empirical process:

RY(t) =n"'2> " ahe(rs) BI(F < t)
i=1

where 7, = Y; — é\’TPl represents the residuals. Consequently, the test statistic will be
TW = largest eigenvalue of /sz(t)[RZV(t)]’an,W(t)
where F), y is the empirical distribution function of the variables F;.
Although T){V is very similar to Tf Z both tests generally differ. It can be shown, for
instance, that it is possible to have Fj, < F; yet neither X; < X; or X > X;. That is, the

sum when computing 7}/ contains all of the terms used to compute 7% plus possibly some
additional terms.

!The design matrix is a n x (d + 1) matrix which j—th row is given by (1, X;) where {X1,---,X,} is a
random sample of the explanatory variable X.
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The proposal of Wilcox (2008) has the virtue of simplicity but does not provide an
omnibus test, i.e., it is not consistent for all alternatives.

We have mentioned some examples, but other specification tests for quantile regression
models can be found in the literature as well as

— Horowitz and Spokoiny (2002) whose goal was to test if the conditional median function
is linear against a nonparametric alternative with unknown smoothness.

— Whang (2006) considered an empirical likelihood method to estimate the parameters of
the quantile regression models and to construct confidence regions.

— Otsu (2008) considered two empirical likelihood-based estimation, inference, and
specification testing methods for quantile regression models.

— HEscanciano and Velasco (2010) proposed an omnibus specification test for parametric
dynamic quantile models.

— Escanciano and Goh (2014) introduces a nonparametric test for the correct specification
of a linear conditional quantile function over a continuum of quantile levels.

Taking into account the state of the art, we propose and study a lack-of-fit test
for parametric models of quantile regression, with good properties for multidimensional
covariates and consistent for all alternatives. In Section 4.2 we present the new test based
on one-dimensional projections of the covariates. Asymptotic distribution under the null
hypothesis is derived and root-n consistency is established. A bootstrap method is also
proposed to approximate the critical values of the test. Section 4.3 contains a simulation
study where the performance of the test is studied under homo- and heteroscedastic models,
with different error distributions and with increasing dimension of the covariate. We compare
the proposed test with a He and Zhu test. In Section 4.4 the test is applied to real data.
Some concluding remarks and extensions are provided in Section 4.5.

4.2 The proposed method

Along this section we are going to present a new lack-of-fit test for quantile regression based
on the cumulative sum of residuals with respect to unidimensional linear projections of the
covariates.

4.2.1 The test

As we have mentioned, the strategy to improve the performance of the test with multiple
covariates consists of applying a lack-of-fit test to one-dimensional projections of the
covariates. This is motivated by a fundamental result that have been brought in Lemma
4.1.
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Lemma 4.1. The null hypothesis Hy : gr € Qg, holds if and only if, for some 6, € © C RY,
and for any B € R® with ||B|| = 1,

PlY — ¢(X,6:) < 0| B,X] =T

almost surely.

Proof. This result is an extension of Lemma 1 in Escanciano (2006) to the quantile regression
setting. The proof if given through the following equivalences:

Hy: ¢o(,0:) € Qg <= PlY —q(X,0,) <0 | X] =7

L Bl (Y - ge(X,00)) | X] = 0
LBl (Y — qe(X,00)) ¢V (X, 00) | X] =0

B Bl (Y — ge(X,60)) ¢V (X, 6:) | B/X] = 0.
Firstly, equivalence (i) is immediate from the definition of ;. Secondly, the equivalence

(ii) is clear bearing in mind basic properties of the conditional expectation. Finally, in (iii)
the necessity is immediate. So, we only have to prove the sufficiency. Let us denote by

Z = Q,DT(Y - qT(X7 QT))q'Sfl) (X’ 0'5)’

then, for each 8 # 0, the o-algebra generated by /X match with the o-algebra generated by
B'X/|IB]]. As a consequence of the properties of the conditional expectation, we can conclude
that for any (5, included 8 = 0,

0 =E[¢? X E[Z | BX]] = E[¢#X 2] = B[ X E[Z | X]).

Therefore, applying Theorem 3.1 (Page 75) of Parthasarathy (1967), we end that E [Z|X] =0
almost sure. ]

If the true parameter 6; was known, the test could be based on the process

R (B, —n_l/QZdJT i — qe(Xi,00)) ¢ (X5, 60) T(B'X: < ).

Otherwise, an estimator §T is substituted, yielding the process useful for lack-of-fit testing
of the parametric model

Ry(B,u) = n~'/2 ZwT (Vi = g (X0,0) ) ot (X0.00) T(F'X; < ).
where {(X1,Y7), -, (Xn,Yy)} represents a random sample of the variables (X,Y) € R4+,
The test statistic is then defined as
T,, = largest eigenvalue of / Ry (B,u)[RL(B, )] Fy, 5(du)dB, (4.4)
1

where IT = Sy x [—00, 40|, Sy is the unit sphere on R, and F, g is the empirical distribution
of the projected covariates 3/ X1, ..., 3 X,.
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4.2.2 Asymptotic properties

The process R is similar to that proposed by Escanciano (2006), with two differences: the loss

function is now the quantile loss function, and the gradient vector qgl)(Xi, é}) is introduced
following the suggestion of He and Zhu (2003). Theorem 4.2 shows the limit distribution of
the new test under the simple null hypothesis while Theorem 4.4 shows the equivalent one
under the composite null hypothesis. In order to obtain these results, it will be necessary to
introduce the following conditions:

C1. The first derivative of the quantile regression function, denoted by qg)(~, 0-) is bounded.

C2. The errors are not assumed to be identically distributed. In particular, the conditional
density f(-|X) of the error is bounded in a neighbourhood of 0 with f(0|X) > 0 and
|f(u]|X) = £(0|X)| < c|u'/? for some ¢ < oc.

C3. There are functions A(z), B(x), and constant C' such that

sup  [lot ) (@, )| < A=)
||’Y—9TH§C
(1) e < B _ i
lgr ' (2, 71) — qv " (7,72)[| < B(@)[|y1 =92l for any z, 71,72

with E(JA(X)P), E(J(X)A(X)]), E(|h(X)A(X)?|) and E(|B(X)?) < oo.

Now, we are able to present the limit distribution of the empirical process R, under the
simple null hypothesis. This results is stated in the following theorem:

Theorem 4.2. Let us consider a quantile regression model
Y =q¢(X,0:) + ¢

Then, under condition C1, the limit distribution of R, under the simple null hypothesis,
Hy : g = q:(x,0-) with O known, can be expressed as

R, % R,

where Roo 15 a Gaussian process with mean zero and covariance given by
K (w1,22) = (1 = DE |t (X, 0ot (X, 0 B X < un)[(BHX < )],

where x1 = (B}, u1)" and xo = (B, uz)’.

Proof. This result is proved by showing the convergence of finite dimensional distributions
and demonstrating that the family of function is a VC-class (see Van der Vaart (2000)). To
this aim, let us introduce the following notation:

T = Ue(es) ¢ (X5, 00) 1(BLX; < up).

Then, given a finite family of pairs z1 = (B8], u1),...,2m = (B}, Um), the convergence of
the finite-dimensional distributions of R, is consequence of the multivariate central limit
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theorem. Now we are going to check the conditions needed to apply the multivariate central
limit theorem. Indeed,

E (@) = E (ve(ei) o (X3, 00) 18X < )

—F <IE |:7J)~c(5i) otV (X, 0) T(BLX; < ) ‘ X = XZD

=B (E [We(es) | X = Xi] ot (X, 0:) L(BpX < uk)) Dy

where in (7) we have used that ¥.(g;) = T — I(e; < 0) where the conditional distribution
of I(e; < 0) given X; is a Bernoulli distribution with parameter T. As a result
E [¥<(g;) | X = X;] = 0. Moreover,

Cov (@, 7)) = E (3,3]) = (wT(gz) DX, 00) ¢V (X5, 00) 18X < wg) L(BX: < w) )
= ( [%(El) W (X4, 00) ¢ (X0, 00) T(BLX; < up) 1(BIX; < w) ’ X = XD
(E [e(e:)? \ X = X] (6, 00) gt (X, 00) BLX: < ) H(BIX: < wi))
Vg (v(1 = 1) ¢ (X, 02) ¢ (X5, 02) L(BLX; < wg) 1B X < ul))
=1~ E( qi” (X 0) o (X, ) LB < i) 1B X <))
where (ii) is consequence of the fact that E [1b(;)? | X = X;] = (1 — 7).

The stochastic equicontinuity (tightness) is drawn from the fact that the family of
functions that we are considering is a VC-class. In order to prove this statement, we will
focus on checking that the family of the indicator functions of the form I(5'X < u) is a
VC-class because the quantity ¢ (¢) qg)(X ,07) is bounded. Then, the family of the indicator
functions is a VC-class as a consequence of the two following arguments:

— Van Der Vaart and Wellner (1996) established that the set of all half spaces H, in R"
is a VC-class (see Problem 14 of page 152) where a half space is given by

H(B,u) ={z € R": f'z <u}
and consequently
HT = {H(ﬁvu) : B € Srvu € R}

where S, = {z € R" : ||z|| = 1}. See Problem 8 of Wellner (2005) for a more complete
explanation.

— Van der Vaart (2000) proved that a collection of sets is a VC-class of sets if and only if
the collection of corresponding indicator functions is a CV-class of functions (see page
275).

Note that in this case, it is not necessary to lay down conditions concerning the residuals
of the model, as those required by FEscanciano (2006), because here the residuals are weighted
by the function . O

Now we are going to move to the composite null hypothesis. In order to obtain the
representation of the empirical process R. under this hypothesis, it will be necessary to
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present a Bahadur-type representation for the estimator §T. This result will be similar to
that stated by He and Zhu (2003) in Lemma A.1. Differently from their Lemma A.1, here
homoscedasticity will not be assume.

Lemma 4.3 will be crucial in order to state the limit distribution of the empirical process
R! under the composite null and alternative hypotheses where the true parameter Oy is
estimated by means of 6.

Lemma 4.3. Let us assume that the data come from
Vi = qo(Xi, 00) + 0 Y20(X0) e ie{l,...,n},

where €1, ...,e, are independent errors with conditional T-th quantile equal to zero. Under
conditions C1-C3, it follows that

Vi (- 6) = 57! [;ﬁim@»qﬁkx,m) +E | £00R(X)¢) (X, 0| | + 0p(1)
=1

where S = E[£(0]X)gt" (X, 00)¢\" (X, 6.
Proof. Let us remember that §T is defined as

B = argngn;pT(lﬁ — ¢:(X,0)) = argmein LF(6).

As He and Zhu (2003) stated, the directional derivative of LF(6) at f: along any direction v
with ||v]| = 1 is nonnegative. That is,

. LB+ tv) ~ LE(8:)

> 0.
t—0 t JN

Direct evaluations give

> e (Vi ael(Xi ) o otV (X, )
Yi#qT(Xi,aT)
< Z P (sz - UIQT(Xia é\T)) v QF(tl)(Xiy é\"r)
Yi=qx(X;,0)

(4.5)

which is bounded by ZYZ:qT(XiﬁT) |A(X;)|. With probability one, there are only a finite
number of points with zero residuals. The moment condition on A(z) implies that
maxi<i<n |A(X;)| = op(v/n). Thus, we can rewrite the expression (4.5) as

=3 e (Y el B0)) (X380 = 0,(0). (16)
i=1

Let us denote by e; a new variable that has the same distribution as ¢; and let F; and
fj the corresponding distribution and density functions, respectively. Note that here we have
introduced the main different between this Lemma 4.3 and Lemma A.2 of He and Zhu (2003)
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because we do not assume a common distribution for the error . Then, it would be verified
that

\}ﬁ ;:; {% (6@ — ge( X3, 0r) + ge( Xy, 6c) + hf}?)

_E,, [wT ( — e(X3,B) + 0e(X,00) + h(Xi)ﬂ }#’(Xi, )

NG
9_L ;]E o (4= 00000 a0, 00) + 2D L0 (6,80 40,0
92 ; {17 (x80 — axin0 - 252
—(-0R (qT<Xz, ) — el X 0x) - ”Sf;)) }qﬁ”m, o) + 0p(1)
- - ; [F <qT<Xz,9T> = (X4 00) — h?) - T} o (X0, 80) + 0,(1)
_ \}ﬁ zn; [F (qT(Xi,éT) — ge(Xi ) — hij?) - FZ(O)} ¢ (X1, 00) + op(1)

i) 1 o ) - 6
) ﬁ ; (qT(Xz‘, 07) — g (Xi, O) — Jn fi&in) v ' (Xi,0<) + 0p(1)
() \/15 > fil&a) oM (X, 6) <§T N 9T) (X, 0

i=1

S Al RO 620X ) + 0,(1)
=1

= v/ (8= 6:) S —E (OB (Xi,00) + 0p(1) + 0, (vVir (B — 6:) ) (47)

Here, the equality (i) is a consequence of (4.6) because ¢-(X;, 6x) + ¢ (Xi, 62) + Lfﬁz) =

The equality (ii) is clear bearing in mind the definition of 1. Moreover, the equalities
(79i) and (4v) are based on local expansions of F; and ¢r where ;1 is an element between

q(Xi, §T) — q(X;,0c) — h%) and zero while & is an element between QAT and 0.

Following the arguments of Lemma A.1 in He and Zhu (2003), it can be shown that

\/15 ZZH; [wT <Ei — 4e(Xi, 00) + (X3, 60) + hi/)%))

. h(X; .
- Eej¢T <€z’ - QT(Xi, 91‘) + QT(Xi7 HT) + E/ﬁ)> :|q”(c1)(Xz'a 91)

= S w0600+ 0, ( (10—l +0) P rog)) 4
=1

which, together with (4.7), prove this lemma because

Vi (8= 00) S =B (FO1X)R(X)" (Xi,6)) + 0,(1) + 0, (Vi (8 — b))
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Z% <el (X5, 07) + ge( X5, 0) — h%))

~ /
= > ) %000+ 0, (10 - 0 +07%) gt ).
=1

SO

Vi (—6.) = s [ZwT (e0)a” (Xi, 62) + E[F (0] X)R(X)ae (X, 6] | + 0p(1)

In order to prove (4.8), we would like to apply the following result obtained by He and
Shao (1996)

sup
Iy —8x[|<on

=3 (el = 103570 8 (X)) (X,
1=1

Be. [t 2 1067) 0%57) = b (e) % 00)] )|
=0, (((5n +n/2)1/2 log(n)) (4.9)

for any d,, = o(1) as n — oo, where I(z,7) = ¢c(2,7) — ¢(x, 07) — }i(/“i) To apply the previous

result it would only be necessary to check that the quantity
E [ (e (e = 1X,m) = v (€))” flaf? (X, )]
in bounded. Indeed,
E [(x (e — 1(X,m) = e (e)* a2 (X, 7)?]
(L < 1X, ) =T(e < 0) 1ot (X, )]
<E[IF Ux,7)IX) - FOX)] lat(X, 7)1

<& [100x) (I - ol + L) gy ]

as consequence of the definition of ¢ and by differentiability properties of F(:|X) and ¢,. O

Then, we are able to state the representation of the empirical process R} under the
composite null hypothesis. This result is given in the following theorem:

Theorem 4.4. Let us assume that the data come from
Yi = q(X;,0c) +&i ie{l,...,n},

where €1, ...,y are independent errors with conditional T-th quantile equal to zero. Under
the composite null hypothesis of a parametric model, Hy : g € Qp, and if conditions C1-C3
are verified, the following representation can be obtained:

Ry(B,u) =n WZwT &) [1(5'X; < u) — S(8,w)S™] ¢ (X3, 00) + 0,(1)
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uniformly in (B,u), where the matrices S and S(B,u) are defined by

S =E[f(01X) ¢t (X, 62) ¢tV (X, 6:)']

S(B,u) = E[f(01X) ¢t (X, 62) ¢t (X, 00) T(B'X < w)].

Proof. Note that the representation itself is different from that of He and Zhu (2003), because
we do not assume homoscedasticity. Moreover, from this representation, the limit distribution
of the test statistic, T},, under the null hypothesis can be derived.

The proof of this result is consequence of the following representation of the empirical
process RL:

B (6e(e)a® (X0 0)I(BX, < u)]
= Ry (B, u) + Ry’ (B,u) + RyE(B, u)

where in the equality (7) we have only added and subtracted the following quantities:
RN 1)
—=> " e(ei)a (Xi, 0)1(B'X; < )
v i=1

;ﬁ D E-, [welrat” (X, B) — ele)at’ (X, 00)| 18X < ).
=1

Then, we have to analyse the processes R}Lb and R°. On the one hand,

RY = \FZ{[%W (X, ) — el (X;,00) ) 1(HX; < )

— Ex, [de(ri)at” (Xi, ) — ()t (0, 00) | 1(8'X; < u>}

. CoN1/2
= 0, ( (1~ 001 +7%) P 1050
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as a consequence of Lemma 4.1 of He and Shao (1996) that is detailed in (4.9). Note that in
this case we take h(X) = 0.

On the other hand,

n

RI“(8, ) \},;Z[E (er) o (X, BT X < )

B, (el (X, 0 I(BX; < u>}

= \/15 ZEai (%(m)) qf(fl)(Xi,é\T) ]I(B/XZ < u)

@/ (B - 6) < Zfz Vot (X5, 02)gt) (X, 02)'T(B'X; < )

+ o0, (Vn(@e - 9»))

w 1 -
@ _g-1 5(8,u) "G ;%(a) 0 (X5, 0c) + 0,(1)

where fi(z) = f:(z|X = X;) and the equality (i7) is obvious if we take into account the
definition of the function ), that is,
Eei (%(Ez)) = E&‘i (T]I(é‘i > 0) + (T - 1)]I(€i < 0)) = IP(&‘Z' > 0) +1—1=0

Furthermore, to obtain equality (iii) we have to use the differentiability of the conditional
distribution of the error and the quantile regression function. Then,

Ee, (Ye(ri)) = Pe;(r;i > 0) + T — 1 =7 = P, (Vi — QT(Xiaé\T) <0)
=T— Pa,- (Ez’ < QT(Xi7 HT) - qT(Xi7 6’())
=T~ Fi(qe(Xi, 0r) — gu( X, 0r))
= F(0) = Fi(qx(Xi, 0x) — qe( X, 02))
= _fi(fi,l) <QT(Xia é\T) - QT(Xi7 HT)) with gi,l between QT(XZ‘7 é\"c) - qT(Xia GT) and 0
= —fz(fz 1)(]£1)(Xi, 52) <§T — HT) with & between §T and 0
=~ £i(0) ¢t (X, 02) (0 — 0x ) + 0 (VB — 0r) ) -

Finally, equality (iv) is clear in view of Lemma 4.3. So, we conclude that

Ry(B,u) —WZ% &) [1(8'X; < u) — S(B,u)S™] ¢t (X3, 00) + 0p(1).
O

Now, the representation under the alternative is similar to the previous case, but a new
term appears which will be crucial to prove the consistency of the test. Theorem 4.5 shows
that the proposed test can detect local alternatives of order n~/2 from the null hypothesis.
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Theorem 4.5. Let us assume that the data come from
Vi = qo(Xi,00) + 0 VPh(X) 4 ie{l,...,n},

where €1, ...,e, are independent errors with conditional T-th quantile equal to zero. Under
conditions C1-C3, the process RY allows the following representation:

RL(B,u —n—l/zzzm &) [1(8'X; < w) — S(8,u)S™] ¢tV (X, 62)

E [f<owx>h<X>q£”<X, GOUB'X < u)|
— S(8,u)SE [ F(01X)h(X)gt" (X, 00)] + 0,(1)

uniformly in (B,u). The second and third addends of the right-hand side are constants
reflecting the deviation from the null hypothesis.

Proof. In this case, we can write R as follows
R:(B,u) =n 1/22 br () otV (XisBe) 1(8% < w)
=7 Z (v (50 = 10X, 00)) = B, [ (s =106, 80)) | ) o (X2, B0U(BX < )

+ ( oo [ e (e =10X6,89))|) (X0, 6 18X < w)

=

=R ,u> + Ry (B, w)

where [(z, §T) = qr(z, 51) — qo(z,07) — h\(/m») and the variables e; have the same distribution as
g; and let F; be its distribution function. Then,

Rld /87 = Z T/JT Ez XZ,H ) (/B/Xl < u) + Op(l)

as a consequence of the arguments employed to prove the equation (4.8) in Lemma 4.3.
Moreover, expanding RL¢ as RL® we will have

~RE(8,0) Z (Be, e (e = U0, 8) ] ) 04 (X0, 80) 1(BX; < w)

= Vi (= 00 5> FO0) (X3, 00) o (X5, 00 1K < )

=1

jﬁ > welei)gt (X, 00) + B (01 X)A(X)gt) (X, 60x)) | S(8,u)
i=1

—E (£01X)R(X)at (X, 6)L(FX <)) + 0,(1).
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Therefore,

RL(Bu) = n Y2 gha(e) [I(B'X: < u) — S(B,0)5 Y] ¢tV (Xi, 62)
=1

+E[£01X)(X)g (X, 0)1(5'X < w)]

— S(8,w)ST'E [ fOLOAX)gt" (X, 00)] +0,(1).

Corollary 4.6. Under conditions C1-C3, if the data come from
Vi = qe(Xi, 00) +can VPR(X) 4 e i€ {l,...,n},

where ¢y, is a sequence of real numbers converging to infinity (at any rate), then the test
statistic, T;,, will converge to infinity and the power of the test will converge to one. To
obtain this consistency, it is assumed that the sequence q.(x,0) + cnn*1/2h(:v) does not
coincide with any element of the parametric model, Qp = {¢(-,0) : 0 € © C R}, and

that Var (01 X)h(X)gtV (X,0)) > 0 for any 6.

4.2.3 Bootstrap approximation

The approximation of critical values is a crucial issue in lack-of-fit testing. One possible
solution would be to use the limit distribution. However, this would require an estimate of the
limit variance which involves the estimation of complicated unknown quantities. Furthermore,
the convergence to the limit distribution could be slow. Another possibility could be to use
the representations as given above. Then, a bootstrap method based on multipliers can be
considered (see He and Zhu (2003)). The approximation by a multipliers bootstrap is generally
better than the limit distribution, but still requires estimating many unknown quantities. He
and Zhu (2003) assume homoscedasticity, so the conditional density of the error at zero,
f(0]X), does not have to be estimated. On the other hand, FEscanciano and Goh (2014)
allow for heteroscedasticity and use a multipliers bootstrap, which requires an estimate of the
conditional density f(0|X) by a smoothing method.

On the basis of previous statements, we propose a wild bootstrap approximation. The
resampling process is the following one:

Step 1: Let us consider a parametric quantile regression model given by
Y = q:(X,0) +e. (4.10)
Given {(X1,Y1), -+, (Xp, Yn)} a random sample of the variable (X,Y) € RPHL we
will fit the @odel (4.10) and denote by 6; an estimation of the parameter 6, and r; =

Y: — ¢-(X;, 07) are the residuals from the original sample. Then, we could compute the
test statistic as

T,, = largest eigenvalue of / R} (B,u)[RL(B,u)]) Fy, 5(du)dp
I
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where IT = Sy x [—00,+00], Sy is the unit sphere on RY, and F, 5 is the empirical
distribution of the projected covariates 5'Xy,..., ' X,,. Remember that the empirical
process is given by

RYGu) =2 e (¥ go (X080) ) ol (X0 8) (8K < ).
1=1

Step 2: Generate the multipliers, w;, that are independently generated from a common
distribution with T-quantile equal to zero. Following the ideas developed in Section
2.2.4, we adopt the two-point distribution with probabilities (1 — 1) and T at 2(1 — 7)
and —2T, respectively.

Compute €} = w;|r;| where |a| denotes the absolute value of the element a.

Step 3: Draw new bootstrap samples, denoted by (X1,Y7"),..., (Xn,Y,)r), where
YZ»*:qT(Xl-,gT)jtef i=1,...,n.
Step 4: Given {(X1,Y7"), -+, (Xp,Y;))} the bootstrap sample, fit a parametric model type

(4.10) and denote by 6 an estimation of the parameter .. Then, we could compute
the bootstrap test statistic as

T, , = largest eigenvalue of / R (B, w)[R* (B, u)]'Fy, p(du)dB
I

where

RY (8,0 = 23w (% = 0o (X 8) ) o) (XY 15, < ).
i=1

Note that the empirical distribution function F, g(u) does not need to be computed for
each bootstrap sample because its elements only depends on the covariate of the quantile
regression model and we are not bootstrapping the explanatory variable X € R?. A
complete discussion about computational aspects will be presented in Section 4.2.4.

Step 5: Repeat steps 2, 3 and 4 many times.
If a number, B, of bootstrap samples are generated, then the p-value of the test may

be approximated by the proportion of bootstrap values not smaller than the original test
statistic, that is,

The validity of this bootstrap mechanism comes from the representation of the process
Rl under the composite null hypothesis, in terms of the true errors plus the parameters
estimation,

Ry (B,u) =n~'/? Enj el (X3, 018X, < w) = S(B,u)v/n (B — 0c) + 0,(1)
=1
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uniformly in (5,u). A similar representation can be derived for the bootstrap process
conditionally on the original sample, where the convergence of the bootstrap version of the
estimation error, /n(6F — ), was established in Theorem 1 of Feng et al. (2011).

The main advantage of the proposed bootstrap approximation to calibrate the lack-of-fit
test, in comparison to existing methods such as those proposed by He and Zhu (2003) and
Escanciano and Goh (2014), is that it allows consideration of heteroscedastic regression models
of any type without needing to estimate complicated quantities in the representations, and in
particular without estimating the conditional density f(0|X) by smoothing methods.

4.2.4 Computational aspects

Tests that face the curse of dimension usually require additional algorithms over other more
common model checks. In particular, Escanciano (2006) and Stute et al. (2008) are based on
Stute (1997)’s test and require additional computations over this original method. Similarly,
Lavergne and Patilea (2008) present a test for high-dimensional covariates that is based on
Zheng (1996)’s test, and requires an optimization algorithm over a set of Zheng-type statistics.
The proposed method here is an adaptation of He and Zhu (2003)’s test to high-dimensional
covariates with a procedure similar to that given by Escanciano (2006). One important virtue
of this procedure is the ease of computation and that the amount of computations does not
grow dramatically with the dimension of the covariate.

To illustrate this, recall that our test statistic, T;,, was defined in (4.4) as the largest
eigenvalue of a Cramer-von-Mises norm of the process R.. Following Fscanciano (2006), one
can show that T,, represents the largest eigenvalue of a matrix MT;, that can be expressed as
follows

MT, = [ BB lR (8,0 Frp(duds

=n"" Z Z %(Ti)%(rj)qg) (X, é\T)q,E.I) (X, g’;)’

i=1 j=1

< [ 15X < I, < B aldu)ds
I

=172 3NN i) e (X, Gt (X5, )’

i=1 j=1r=1

< /S 18X < BX)EX; < BX,)dB

=072 SONTS T delriwn (et (Xe, 02) gt (X, 0x)' Ay
i=1 j=1r=1

=172 3N () (r)at (X, B2) gt (X5, ) Auli, ]

i=1 j=1

where IT = S; X [—00, +00], Sq is the unit sphere on R?, and F}, s is the empirical distribution
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of the projected covariates 3’ X1, ..., 3’ X,. Moreover, A, is a n X n matrix that is given by

n n ) qd/2-1
A.[Zaj]:ZAl]T:ZA”ri Wlth 2,]:1, 77’L7
r=1 r=1 I“<‘21 + 1)

where Ag-]z is the complementary angle between the vectors (X; —X,) and (X; — X, ) measured
in radians, I" is the gamma function, and d is the dimension of the covariate, X. That is

if X;=X,and X; # X
(XZ _XT),(XJ _XT) B 7T ‘ 7 J 1 7é T
- 2 lei:Xj:Xr

40 _
[ X5 — X || [| X5 — Xo| .
it X; # Xj and X; = X, or X; = X,

T

™ — CLTCOS(

We also have a symmetric property, A;j, = Aj;, which simplifies the evaluation of
the test statistic 7,, and it involves that A, is a symmetric matrix. This fact improves
drastically the time of computation of the test statistic and allows to apply the test to
larger datasets. Thus, the total number of computations required to obtain the test statistic
depends on the dimension, d, only at a linear rate, which is the same rate required by He
and Zhu (2003)’s test, and much less than the optimization in d dimensions required by
other methods in the literature. Moreover, the symmetric property means that the memory
required for storing the matrix A, is substantially lower and drops to w elements, against
n?. All these computational properties are particularly useful in the case of high-dimensional
or functional covariates, see Garcia-Portugucs et al. (2014) for an illustration in the mean
regression functional context.

Note also that the matrix Ao, which is the most expensive in computation time, does
not need to be computed for each bootstrap sample because its elements only depends on the
covariate of the quantile regression model that are not modified along the bootstrap procedure.
So, the bootstrap test statistic presented in the Section 4.2.3 can be express as

Ty, = largest eigenvalue of n2 Z Z@bT(rf)wT(r;)chl)(Xi, gﬁ)qg)(Xj, 0%) Adi, 5.
i=1 j=1

Furthermore, in order to compute the test statistic defined in (4.4), we have used the
free software R (http://cran.r-project.org/). Anyway, the calculus associated with the
matrix A, and the empirical process R} have been programmed in Fortran language to speed
up computation time.

Table 4.1 shows the mean of the times required by 1000 original samples with B = 500
bootstrap replications, in units of seconds per original sample. The data are drawn from Model
4.8, whose details are given in the next section, and the sample size is n = 100. The dimension
of the covariate is d = t + 2. As expected, the new test requires more computations than He
and Zhu (2003)’s test, but the differences are quite small, and the amount of computations
does not dramatically grow with the dimension, even for very large dimensions. The gain
of power from the new test, shown in the next section, justifies the small increase in the
computation time.


http://cran.r-project.org/
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t=0 t=2 t=6 t=10 t=20 t =30 t =140 t =50
Proposed test 2.76 2.84 2.85 2.91 2.91 3.10 3.20 3.38
HZ test 2.71 2.51 2.81 2.56 2.92 2.83 2.85 2.77

Table 4.1: Computational times (seconds per sample) associated with our proposed lack-of fit
test (Proposed test) and with the test proposed by He and Zhu (2003) (HZ test) as a function
of the dimension (¢ + 2) of the covariate.

4.3 Simulation study

We study the performance of our proposed method under the null and the alternative
hypotheses using a Monte Carlo simulation study. In all experiments, the number of simulated
original samples was 1000, the number of bootstrap replications B = 500, and the multipliers
for the bootstrap approximation followed the two-point distribution given in Section 4.2.3.

We first focus on the behaviour under the null hypothesis, in order to check the adjustment
of the significance level. We simulate values for the following quantile regression models with
T=0.5:

Model 4.1: Y =1+ XM + x@ 4 o
Model 4.2: Y =1+ XM 4+ x@ 4 x6) 4 x® 4 x6) 4 o
Model 4.3: YV =1+ X0 4+ x@ 4 f(X(l))g,

where X(® follows an uniform distribution on the interval (0,1) for i = {1,---,5}, and they
are mutually independent; f(z) =z + 0.5 and ¢ is the unknown error that follows a standard
Gaussian distribution, which is drawn independently of the covariates. In Models 4.1 and 4.3
the null hypothesis is the linear model in X1 and X®) versus an alternative that includes
any dependence of Y on X(!) and X In Model 4.2 the null hypothesis is the linear model
in the five explanatory variables versus any dependence on them. Model 4.1 represents a
common homoscedastic model with small dimension of the covariate. Model 4.2 is intended
to show the possible effect of a larger dimension on the significant level. Model 4.3 is useful
to show the possible effect of heteroscedasticity on the significant level.

Table 4.2 shows the proportions of rejections associated with different sample sizes, n, and
for different nominal significance levels, a. The proposed test works well in a homoscedastic
context (Models 4.1 and 4.2) as well as in a heteroscedastic context (Model 4.3) even for small
sample sizes. Comparing Models 4.1 and 4.2, the increase of the dimension of the explanatory
variables does not have a negative impact on the adjustment of the significance level of the
test. These are important, because our bootstrap mechanism was designed to work under
heteroscedastic models and the aim of the test itself was to be applied for larger dimensions
of the covariate.

Table 4.3 provides the same proportions of rejections for different error distributions
and quantiles, restricted to Model 4.1 and nominal level o = 0.05. The error distributions
are centred standard normal, centred log-normal, and centred exponential with expectation
one. That is, € = Z — 2, where Z follows a standard Gaussian, standard log-normal, and
exponential with expectation one, respectively, and z; is the T-quantile of the Z-distribution.



4.3. Simulation study 153

n =25 n =50 n = 100 n = 150 n = 200
Model 4.1 a=0.10 0.096 0.112 0.102 0.089 0.100
a=0.05 0.049 0.047 0.058 0.048 0.048
a=0.01 0.002 0.008 0.016 0.007 0.010
Model 4.2 a=0.10 0.119 0.112 0.094 0.104 0.106
a=0.05 0.066 0.053 0.047 0.056 0.049
a=0.01 0.017 0.014 0.011 0.014 0.010
Model 4.3 a=0.10 0.107 0.099 0.107 0.096 0.100
a=0.05 0.061 0.045 0.049 0.055 0.054
a=0.01 0.014 0.005 0.010 0.015 0.015

Table 4.2: Proportions of rejections associated with our proposed lack-of-fit test for Models
4.1, 4.2 and 4.3.

The nominal level is respected under the null hypothesis for all the error distributions
considered and orders of the quantile.

We now study the performance of the new test under the alternative. To this end, the new
test will be compared with that of He and Zhu (2003). Before doing so, we must remember
that He and Zhu (2003) suggested a bootstrap calibration of their test based on an asymptotic
representation of the empirical process in a homoscedastic scene. We will verify if this manner
of calibrating the test allows a good fit to the significance level for heteroscedastic models.
We simulate values of the following regression model with T = 0.5 under the null hypothesis
of linearity:

Model 4.4: V =1+ XU 4 f(XxW)e,

where X() follows a uniform distribution on the interval (0,1), f(x) = = + 0.5, ¢ follows a
standard normal, and X() and e are independent.

The proportions of rejections associated with the test proposed by He and Zhu (2003) are
shown in Table 4.4 for different sample sizes and nominal significance levels. The bootstrap
method proposed by He and Zhu (2003) does not work well in a heteroscedastic context. This
is due to their representation being only valid under homoscedasticity. However, the proposed
bootstrap (Section 4.2.3) works well for their test also under heteroscedasticity. Therefore,
with the aim to make a fair comparison between our proposal and He and Zhu (2003)’s test,
subsequently we use a wild bootstrap as given in Section 4.2.3 to calibrate both lack-of-fit
tests (that will be denoted by HZ test).

Once the adjustment of the level of both lack-of-fit tests has been studied, we analyse
their performance under the alternative hypothesis. Consider the following regression model
associated with quantiles of different orders, T:

1
Model 4.5: Y =1+ (X® - x@) + e,

where XM, X@ follows a standard normal and they are independent, and € = Z — z, where
z¢ is the T-quantile of the variable Z. Z is drawn independently of X M and X®@. Three
possibilities are considered for the distribution of Z: standard normal, uniform on the interval
(—1,1), and chi-squared with four degrees of freedom.
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7=010 71=025 T1=050 7T=075 T1=0.90
¢ € Centred Standard Normal n=25 0.043 0.053 0.049 0.051 0.070
n =50 0.048 0.061 0.047 0.063 0.043
n =100 0.049 0.060 0.058 0.047 0.049
n =150 0.052 0.053 0.048 0.057 0.051
n =200 0.049 0.056 0.048 0.045 0.058
¢ € Centred Log-Normal n=25 0.043 0.057 0.067 0.057 0.072
n =50 0.051 0.047 0.057 0.058 0.053
n =100 0.053 0.052 0.052 0.037 0.041
n =150 0.059 0.057 0.063 0.048 0.058
n =200 0.050 0.059 0.057 0.044 0.057
¢ € Centred Exponential n =25 0.048 0.059 0.056 0.056 0.071
n =50 0.058 0.054 0.057 0.048 0.042
n =100 0.052 0.047 0.045 0.044 0.054
n =150 0.048 0.064 0.053 0.062 0.061
n =200 0.034 0.057 0.051 0.048 0.057

Table 4.3: Proportions of rejections associated with our lack-of-fit test for Model 4.1, for
different error distributions and different quantiles, with nominal level o = 0.05.

Wild bootstrap Bootstrap proposed
of Section 4.2.3 in He and Zhu (2003)
a=0.10 a=0.05 a=0.01 a=0.10 a = 0.05 a=0.01

n =25 0.103 0.057 0.014 0.441 0.305 0.142
n = 50 0.116 0.064 0.015 0.263 0.164 0.067
n = 100 0.094 0.051 0.013 0.167 0.092 0.033
n = 150 0.104 0.051 0.010 0.155 0.085 0.025
n = 200 0.103 0.051 0.014 0.136 0.080 0.026

Table 4.4: Proportions of rejections associated with the test proposed by He and Zhu (2003)
for the heteroscedastic Model 4.4 with two types of bootstrap approximations.
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Proposed test HZ test
=010 a=005 a=001 | a=010 a=005 a=001
ZeN(0,1) 1=0.10 0.346 0.229 0.092 0.183 0.094 0.023

=025 0.498 0.362 0.180 0.210 0.121 0.030
T=0.50 0.575 0.444 0.231 0.208 0.110 0.032
=075 0.487 0.377 0.200 0.191 0.096 0.016
=090 0.357 0.245 0.102 0.128 0.052 0.007
Z € Uniform(-1,1)  1=10.10 0.930 0.885 0.707 0.524 0.335 0.112
=025 0.866 0.789 0.593 0.397 0.242 0.066
T=0.50 0.809 0.691 0.475 0.325 0.186 0.056
=07 0.877 0.795 0.587 0.381 0.229 0.054
=090 0.945 0.872 0.693 0.382 0.193 0.027
Zexs =010 0.315 0.207 0.076 0.144 0.078 0.018
T=025 0.245 0.144 0.045 0.124 0.056 0.015
=050 0.208 0.124 0.041 0.112 0.058 0.012
T=0.75 0.141 0.070 0.022 0.115 0.058 0.017
=090 0.137 0.077 0.028 0.120 0.064 0.015

Table 4.5: Proportions of rejections associated with our proposed lack-of-fit test (Proposed
test) and with the test proposed by He and Zhu (2003) (HZ test) for Model 4.5.

Table 4.5 shows the proportions of rejections for several quantiles and the three error
distributions, when the tests are applied to check the no-effect model, i.e., to check the null
hypothesis that the quantile regression function is a constant not depending on the covariates.
The sample size is fixed to n = 100. We consider a relatively simple hypothesis and a simple
deviation under the alternative, to facilitate the comparison between quantiles of different
orders, and to evaluate the effect of the error distribution.

The proposed test is more powerful than He and Zhu (2003)’s test for any of the quantiles
and for the three error distributions. The power of the proposed test is symmetric with respect
to the order of the quantile around 0.5 for the symmetric error distributions, which are the
standard normal and the uniform in Table 4.5. For the standard normal error distribution, the
proposed test is more powerful for the central quantiles (around 0.5), which can be explained
by the higher density at these quantiles. For the uniform error distribution, the density is
constant with respect to the quantile, while the factor T(1 — T) appearing in the asymptotic
distribution of the proposed test makes the test more powerful for the external quantiles
(with orders close to 0 or 1). For the chi-squared error distribution, the proposed test is more
powerful for the quantiles with smaller order, since the error distribution is asymmetric with
higher density at these quantiles.

We now consider a linear model under the null hypothesis and a quadratic deviation
under the alternative. The deviation is multiplied by a value ¢ > 0, to evaluate the effect of
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the deviation on the power of the test.
Model 4.6: Y =1+ XM 4+ x@ 4 ¢ ((X(1>)2 F(X@)2 4 X(1>X(2>> ¥ en,

where X1 follows a uniform distribution on the interval (0,1), X follows a standard
Gaussian distribution; and e; is a log-normal distribution centred to the quantile T, i.e.,
er = ¢ — 7, where Z denotes a standard Gaussian distribution and z; are the T-quantile of

the variable Z; and X, X and e are drawn independently.

Firstly we are going to begin with the case in which T = 0.5 and ¢ = 1/3 in order to check
the influences of the conditional density of the error evaluated at zero on the performance of
the tests. Several possibilities for the error distribution will be considered, satisfying P(e <
0/X) =7 = 0.5. All of them will have the same variance in order that the power comparison is
only affected by the conditional density at zero. Results are given in Table 4.6. We conclude
that the power of both tests is higher when the conditional density of the error evaluated at
zero is larger (the Student’s t distribution) and lower for smaller density at zero (the uniform
distribution). On the other hand, we notice that our proposal is more powerful than the test
described by He and Zhu (2003) regardless of the error distribution.

Proposed test HZ test
a=010 «a=0.05 «=001 | =010 «a=005 «a=0.01
e € U(—V3,V3) n=25 0.192 0.124 0.029 0.170 0.091 0.027
n =50 0.459 0.344 0.165 0.340 0.225 0.090
n =100 0.774 0.675 0.472 0.564 0.450 0.240
n =150 0.930 0.884 0.712 0.765 0.667 0.433
n =200 0.978 0.950 0.851 0.870 0.776 0.562
e € N(0,1) n=25 0.214 0.122 0.037 0.185 0.108 0.028
n =50 0.586 0.464 0.228 0.401 0.281 0.100
n =100 0.891 0.810 0.597 0.709 0.592 0.334
n =150 0.971 0.945 0.842 0.878 0.788 0.568
n =200 0.996 0.990 0.949 0.955 0.924 0.775
€€ %M n=25 0.264 0.161 0.046 0.203 0.121 0.042
n =50 0.666 0.561 0.338 0.450 0.335 0.146
n =100 0.965 0.941 0.794 0.828 0.708 0.473
n =150 0.993 0.991 0.958 0.959 0.916 0.765
n =200 0.999 0.999 0.990 0.982 0.967 0.897

Table 4.6: Proportion of rejections associated with our lack-of-fit test (under the title The
new test) and the test proposed by He and Zhu (2003) (under the title HZ test) for Model
4.6 with parameter ¢ = 1/3.

Moreover, Figure 4.1 shows the powers of the proposed test and He and Zhu (2003)’s test
as functions of the value of ¢, and with five orders of the quantile: 0.1, 0.25, 0.5, 0.75, and
0.9. The nominal level is @ = 0.05 and the sample size is fixed to n = 150. As expected, the
power increases with ¢. The new test is more powerful than He and Zhu (2003)’s test for any
value of ¢ and for any of the considered quantiles. Both tests are more powerful for central
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quantiles (orders close to 0.5). Symmetry around 0.5 is not strictly satisfied, since the error
distribution is not symmetric around the median, and the deviation from the null hypothesis
is more complex than that given in Model 4.5.

We consider different deviations from the linear null hypothesis and error distributions,
as Model 4.7.
Model 4.7: Y =1+ XM + X@ 4 p(xM x@)) 4 ¢,

where X () follows a uniform distribution on the interval (0, 1), X ?) follows a standar Gaussian
distribution; and € = Z — z, with z; being the T-quantile of the variable Z; and X, X ),
and Z are drawn independently. For the deviation h(X), a quadratic function including
interaction is considered, as well as a sinus, exponential, and logarithm function of the
linear transformation I(z) = 1 + x1 + x2 (see Table 4.7). For the distribution of Z, the
log-normal, chi-squared with two degrees of freedom, exponential with expectation one, and a
mixture of normal distributions are considered. The mixture is obtained as a standard normal
with probability 0.75 and a normal distribution with mean 5 and standard deviation 2 with
probability 0.25.

The proposed test and He and Zhu (2003)’s test are applied to check the null hypothesis
of linearity on X1 and X® with nominal level & = 0.05. Results for the proportions of
rejections are given in Table 4.7. For each deviation and each error distribution, the proposed
test is more powerful than He and Zhu (2003)’s.

Our main purpose in proposing a new lack-of-fit test was to overcome the curse
of dimensionality. Thus, the new test should show an acceptable power for increasing
dimensionality of the covariate. To check this, we simulate values of the following median
regression model:

Model 4.8: Y =14+ XM 4 x® 4 % ((X(l))2 +xOx@ 4 (X(2>)2) +e,

where our goal is to realize the following lack-of-fit test:

Ho : Y:90+91X(1) —|—92X(2) + €

Hy:Y =g (XMW, X@ xC+D X CH)) 4 ¢

where X follows a uniform distribution on the interval (0,1) if i is odd, and X® follows
a standard Gaussian distribution if ¢ is even; the error is drawn from the centred log-normal
distribution, i.e., ¢ = e — 1 where Z denotes a a standard Gaussian distribution; ¢, is any
smooth (nonparametric) function of the covariates; and ¢ represents the number of additional
covariates in the alternative, and so is the additional dimension where the test is looking for
deviations from the null. It would be expected that increased value of ¢ implies decreased
power of the test.

Table 4.8 shows the proportions of rejections associated with the new test and He and
Zhu (2003)’s test, for different values of the additional dimension, t. Both tests suffer a loss
of power due to the increase of the dimension, as expected. Nonetheless, the loss of power is
more pronounced for the test proposed by He and Zhu (2003). For example, from dimension
t = 6 the proportion of rejections associated with their test is near to the significance level,
whereas our proposed test preserves noticeable power, even for very high dimensions.



158 4. A lack-of-fit test for quantile regression models

1=0.1 1=0.25
G o o000 — 0 — - S oo g ok Kk — K — Kk — k-
o/b u/ *
o *
o | o |
5] (=]
@ _k—k—* @
g X £ i
= % =
s 94 g—*—% g o |
T © *— T ©
- * -
5 5
c e c
g = | ¥ g = |
5 o * £ 3
3 / —— Proposed test s * —— Proposed test
a * —¥— HZ test a / —k— HZ test
o o
8 / o4
*
o L
o _| * o _| *
S S
T T T T T T T T
0.0 05 1.0 i 0.0 0.5 1.0 15
c c
1=05
<
=
© o
I
2
=]
© ©
& S 7] *
k]
<
2 v
S (=}
§ ° —— Proposed test
£ —¥— HZ test
g 4 *
al-¥-..... A & N S S - - - - - A
o
2 4
T T T T
0.0 05 1.0 15
c
1=0.75 1=09
S Rk — K —k —h— k- a4
© ©
o 7 2 4
2 2
] ]
8 o 8 o |
[ [
k] S
< <
g < | g < |
S o S (=}
§ —— Proposed test § ° /* —— Proposed test
T —¥— HZtest a /* —¥— HZtest
o~ o~ °
S 7 S 7 /*/
o
=
=%
o O | e 22 TR .
o o
[SE [SI
T T T T T T T T
0.0 05 1.0 15 0.0 05 1.0 15
c c

Figure 4.1: Proportion of rejections associated with our proposed lack-of-fit test (Proposed
test) and the test proposed by He and Zhu (2003) (HZ test) for Model 4.6 depending on the
parameter ¢ and the T-quantile of interest.
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Note that, for very high dimensions, He and Zhu (2003)’s test statistic is almost
degenerate, because for any observation of the covariate, X;, the indicators I(X; < Xj),
involved in the computation of their test process at X;, will be zero for most of the other
observations X;, when the dimension of the covariates X; and X; is large. Thus, the test
is unable to make a reasonable number of evaluations to check the model, and its power is
consequently destroyed, as observed in Table 4.8 for ¢ > 10.

7¢eM0 Zexs 7 € Enp(l) 7 € Mixture
Proposed  HZ | Proposed  HZ | Proposed HZ | Proposed  HZ
hiz) = %(I% trd o) n=50 t=025| 0313 0162 | 0199 0007 | 0448  0.084 | 0135 0.08
=05 | 0577 0364 | 034 0208 | 0696 0435 | 027 0175
=075 0309 0207 { 020 0150 | 0490 0365 | 0.074  0.068
n=150 t=025] 0994 0910 | 0934 0705 | 1000 0962 | 0702 0386
=05 | 0981 0899 | 089 0619 | 099 0976 | 0829 0617
=075 0773 0579 | 0516 0361 | 0952 0831 | 0138  0.112
hiz)=bsin(067l(z)) n=50 v=02| 0443 0409 | 0425 0414 | 0461 0429 | 0381  0.356
=05 | 0562 0320 | 0458 0270 | 0607 0353 | 0390 0238
=075 0124 0066 | 0106 0061 | 0157  0.08 | 0103  0.053
n=150 t=025| 12000 0.99 [ 1000 0990 | 1000 0999 | 0998 0985
=05 | L1000 0997 | 1.000 0998 | 1.000  1.000 | 1.000  0.957
=075 085 0419 | 0811 0380 | 0982 0637 | 058 0228
hz)=8exp(-051(z)) n=50 v=02| 0190 0113 | 015 0112 | 0169 0.135 | 0133 0109
=05 | 0411 0251 | 0254 0167 | 0483 0268 | 0225  0.161
=075 | 0244 0145 | 0164 0097 | 0382 0251 | 0102  0.089
n=150 t=025| 0917 0498 | 0788 0378 | 0963 0577 | 0533 0281
=05 | 0980 0747 | 0797 0455 | 0998 0868 | 0.759 0458
=075 0700 0450 | 0493 0325 | 0955  0.744 | 0216  0.137
hiz) =6 log I(z)| n=5 t=025| 0820 0627 [ 0736 0570 | 0874 0678 | 062 048
=05 | 039 0306 | 0200 0200 | 0561 0398 | 027 018
=075 009 0094 | 0098 008 | 0122 0104 | 0068  0.074
n=150 T=025| 1000 0.998 | 0999 0987 | 1000  1.000 | 0997 0973
=05 | 0897 0757 | 0730 0558 | 0971 0875 | 0660 0471
=075 0166 0170 | 0167 0166 | 0297 019 | 0112  0.38

Table 4.7: Proportions of rejections associated with our proposed lack-of-fit test (Proposed)
and to the test proposed by He and Zhu (2003) (HZ) for Model 4.7.

On the other hand, our proposed method is able to make comparisons even for large
dimensions of the covariate, because the indicators are calculated with unidimensional
projections of the covariate. We conclude that the proposed method constitutes a necessary
modification of He and Zhu (2003) when the dimension of the covariate is large.
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Proposed test HZ test
a=010 a=005 a=001 | «a=010 «=005 «=0.01
t=0 n=2 0.252 0.154 0.057 0.225 0.135 0.035
n =250 0.675 0.564 0.361 0.487 0.357 0.163
n =100 0.961 0.918 0.776 0.822 0.725 0.460
n=150 0.993 0.983 0.943 0.949 0.903 0.751
n =200 0.999 0.998 0.990 0.982 0.965 0.897
t=2 n=2 0.177 0.100 0.029 0.143 0.080 0.021
n=>50 0.507 0.391 0.186 0.215 0.117 0.040
n =100 0.868 0.813 0.638 0.349 0.228 0.077
n =150 0.978 0.957 0.869 0.506 0.355 0.163
n =200 0.997 0.993 0.975 0.636 0.498 0.263
t=6 n=2 0.133 0.055 0.010 0.054 0.018 0.004
n=>50 0.345 0.244 0.097 0.098 0.051 0.010
n =100 0.797 0.696 0.501 0.097 0.056 0.021
n =150 0.935 0.901 0.768 0.151 0.083 0.027
n =200 0.992 0.978 0.929 0.177 0.089 0.029
t=10 n=2 0.120 0.057 0.011 0.066 0.018 0.005
n =250 0.267 0.161 0.056 0.043 0.028 0.004
n =100 0.659 0.562 0.366 0.052 0.025 0.003
n =150 0.884 0.830 0.672 0.071 0.036 0.006
n =200 0.966 0.946 0.887 0.08 0.040 0.008
t=20 n=25 0.094 0.042 0.010 0.065 0.023 0.010
n=>50 0.174 0.098 0.019 0.055 0.024 0.007
n =100 0.520 0.398 0.235 0.054 0.028 0.005
n =150 0.800 0.707 0.525 0.000 0.004 0.003
n =200 0.918 0.876 0.748 0.050 0.033 0.008
t=50 n=25 0.074 0.044 0.005 0.050 0.026 0.007
n=>50 0.111 0.059 0.014 0.074 0.036 0.009
n =100 0.237 0.149 0.041 0.068 0.034 0.007
n=150 0.492 0.374 0.188 0.001 0.005 0.005
n =200 0.686 0.600 0.438 0.063 0.024 0.009

Table 4.8: Proportions of rejections associated with our proposed lack-of-fit test (Proposed
test) and the test proposed by He and Zhu (2003) (HZ test) for Model 4.8.
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4.4 Application to real data

The proposed method is applied to real data from the evolution of the Gross Domestic Product
(GDP) in several countries. GDP is an economic indicator that reflects the monetary value
of the goods and final services produced by an economy in a certain period and it is used as a
measure of the material well-being of a society. Different median regression models have been
proposed to explain the annual growth rate of the Per Capita GDP in terms of a number of
explanatory variables, including the initial Per Capita GDP and diverse economic and social
indicators.

We focus on the model of Koenker and Machado (1999), based on the available
information included in Barro and Lee (1994). A complete study of this economic model
is given by Barro and Sala-i Martin (1995). The aim of Koenker and Machado (1999) was to
check the combined effect of the different explanatory variables on the response in a quantile
regression model. Here we test the specification of the quantile regression model itself.

The dataset barro that we use is available in the R package quantreg, (http://
cran.at.r-project.org/web/packages/quantreg/). This data set contains measurements
associated with 71 countries during the period 1965-1975 and 90 countries during the period
1975-1985, yielding a total sample size of n = 161 countries.

The explanatory variables used to explain the median of the annual growth of the Per
Capita GDP (the response variable, Y) can be split in two groups as given below. More
details about these variables and their role in the model for GDP can be found in Barro and
Sala-i Martin (1995).

State variables: These variables reflect characteristics of the different countries that cannot
be directly decided by political or social agents. They are measures of the steady-state
position of the country, such as human capital, education or health. Koenker and
Machado (1999) consider the following variables in this group:

X := Jog(Initial Per Capita GDP)
X := Male Secondary Education
X®) .= Female Secondary Education
X@ .= Female Higher Education
X ©®) .= Male Higher Education

)

X ) .= Life Expectancy
X .= Human Capital

Control and environmental variables: These variables are direct consequences of
decisions made by government or private agents. The variables included in this group
are

X®) := Education/GDP

X©) .= Investment/GDP

X(19) .= Public Consumption/GDP
X (1) .= Black Market Premium

X (12) .— Political Instability


http://cran.at.r-project.org/web/packages/quantreg/
http://cran.at.r-project.org/web/packages/quantreg/
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X (13) .— Growth Rate Terms Trade

We apply the AIC criterion proposed by Hurvich and Tsai (1990) to variable selection
among the thirteen explanatory variables for the quantile regression model. We will consider
only those variables that show as relevant for the response. Given a quantile regression model
Y = ¢(X,01) + ¢, Hurvich and Tsai (1990) define the AIC criterion as

1 « >
AIC =nlog (n Zpr(Yi — ¢(Xi, 91))) +4q
i=1

where ¢ represents the number of parameter of the model and §T is a estimation of the
parameter 0, provided a random sample, {(X1,Y7), - ,(Xy,Y,)}, of the variable (X,Y) €
R*!. Based on this criterion, we propose a model that includes the variables X; with i €
7, =1{1,2,6,7,9,10,11,12,13}.

We apply the proposed lack-of-fit test in four different testing problems:

( 13
Hy:Y =0p+ Y 0XD+eg
=1
Hy:Y = q:(xW x@  x13)) 4 o

Problem 1

Hy Y:¢90—|—ZQQX(1)+€2
Problem 2 i€Th
LEﬁY:%HXmJELD+Q

Hy:Y =6+ 0,X +eg
Problem 3 i€y
Hy: YV =q(XxXW x@ x03))y, o

HO :Y:(90—|- ZQ;X(Z)+64
Problem 4 i€y
Hy:Y =q(XW, x® x4 ¢,

where 7, = {1,2,3,4,5,6, 7} (state variables). Problem 1 is a lack-of-fit test of the linear model
versus a nonparametric alternative, including all the thirteen explanatory variables under both
the null and alternative hypotheses. Problem 2 is a lack-of-fit test of the linear model versus
a nonparametric alternative, including only the nine variables in the set Z;. Problem 3 is the
same test as Problem 2, but with an alternative in the thirteen original variables. Problem 4
is a lack-of-fit test of a linear model that only includes the state variables.

Table 4.9 contains the p-values obtained from the application of the proposed lack-of-fit
test to each of the testing problems. The number of bootstrap replications was B = 500. We
would accept the null hypothesis in Problems 1, 2 and 3. In Problem 3, the model under the
null is the simplest, while the model under the alternative is the most complex. Despite this,
the p-value is quite large, so we can conclude that the simple model with the nine explanatory
variables in the set Z; is correct, and there is no significant deviation from this model arising
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from any (smooth) function of the thirteen possible explanatory variables.

Problem 1 Problem 2 Problem 3 Problem 4
p-values 0.194 0.458 0.440 0.002

Table 4.9: p-values obtained by the proposed lack-of-fit test for Problems 1, 2, 3 and 4.

On the other hand, the null hypothesis is rejected for Problem 4. Thus, a model that
only includes the state variables is insufficient to explain the evolution of the GDP, that is,
some of the control or environmental variables are necessary.

In summary, our proposed test confirms the validity of the model proposed by Koenker
and Machado (1999). In addition, from the outcome for Problem 3, it would be sufficient to
consider a model with nine explanatory variables to explain the growth rate of the Per Capita
GDP.

4.5 Conclusions

We proposed a new lack-of-fit test for quantile regression models, together with a bootstrap
mechanism to approximate the critical values. The bootstrap approximation does not need
to estimate the conditional sparsity, and was shown to work well in homoscedastic and
heteroscedastic error distributions and with high-dimensional covariates.

The proposed test is generally more powerful than its natural competitors, and
particularly more powerful in the case of a high-dimensional covariate.

The proposed test was applied to a real data situation, where it was useful to validate
well-known models in the economic literature, that describe the evolution of the GDP in terms
of a number of explanatory variables.

The proposed method can be generalized to test models involving quantiles of different
orders. The most treated model in the literature is the multiple quantile linear model, where it
is assumed that the quantile regression function is linear for a subset of orders T € 7 C [0, 1],

qT(x) = 0’/5(1a x)v

with coefficients 6 depending on the order, T, of the quantile. The coefficients 0. allow
consideration of a different effect of the covariates depending on the order of the quantile.
See Fscanciano and Goh (2014) for a lack-of-fit test of multiple quantile linear models, or
Escanciano and Velasco (2010) for a test of multiple quantile models with time series. Our
proposed method can be generalized to test multiple quantile models in a general framework
of parametric (possibly nonlinear) quantile regression with heteroscedasticity and without
estimating unknown quantities. To this end, one would consider a process depending on
(B,u), as well as on T. We restricted to the case of testing a single quantile to focus on
the performance of the test for high-dimensional covariates and other important features
of the testing problem. Extension to multiple quantile testing was left to future research.
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Similarly, extensions of the proposed method to time series are possible using the results in
Escanciano and Velasco (2010). These possible extensions show that the concept of projecting
the covariate, given by Escanciano (2006) to overcome the curse of dimensionality, combined
with the bootstrap methodology introduced by Feng et al. (2011), provide a promising strategy
for checking quantile regression models.
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A new lack-of-fit test for parametric quantile regression models is proposed along this
chapter. The test is based on interpreting the residuals from the quantile regression model
fit as response values of a logistic regression, the predictors of the logistic regression being
functions of the covariates of the quantile model. Then a correct quantile model implies the
nullity of all the coefficients but the constant in the logistic model. Given this property, we
use a likelihood ratio test in the logistic regression to check the quantile regression model.
In the case of a multivariate quantile regression, to avoid working in very large dimension,
we use predictors obtained as functions of univariate projections of the covariates from the
quantile model. Finally, we look for a “least favourable” projection for the null hypothesis of
the likelihood ratio test. Our test can detect general departures from the parametric quantile
model. To approximate the critical values of the test, a wild bootstrap mechanism is used,
similar to that proposed by Feng et al. (2011). A simulation study and an application to real
data show the good properties of the new test versus other nonparametric tests available in
the literature.

5.1 Introduction

Given a pair of variables (X,Y) € R Jet us consider a quantile regression model denoted
by
Y == qT(X> + 8,

where g(-) represents the regression function and the error € has a conditional T-quantile
equal to zero, that is P(e < 0|X = z) = 7 for almost all z. Along this chapter, we are going to
address the same problem that have been studied in Chapter 4 but from a completely different
approach. We will focus on the problem of testing a parametric quantile regression model

Ho: g-() € Qg = {g:(,0) : 0 € © C R}, (5.1)
versus a nonparametric alternative supg P(g.(X) = ¢:(X,0)) < 1.

Then, the new lack-of-fit test will be based on an idea introduced by Redden et al.
(2004). They have proposed a simple method using logistic regression to identify significant
covariates associated with a quantile regression model. Their development is relied on the
fact that observations can be classified as above or below the predicted quantile. This
classification step creates a dichotomous variable that can be utilized as the response variable
in a logistic regression model. If the probability of being above the predicted quantile is
independent of a certain explanatory variable, then this probability will be a constant across
all values of the explanatory variable indicating no association between the quantile and
the explanatory variable. Otherwise, if an explanatory variable within logistic regression
is statistically significant, the same variable is interpreted to be significant in the quantile
regression model.

Redden et al. (2004) demonstrated that their significant test has better type I error rate
control and comparable power as compared to different tests available in the literature as
Koenker and Machado (1999).

Bearing Redden et al. (2004)’s idea in mind, we will try to extend this parametric
significance to a nonparametric significance. In view of the previous arguments, logistic
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regression will play an important role along this chapter. Because of this reason, a brief
introduction to logistic regression will be presented.

5.1.1 Logistic regression

In many situations, the response variable associated with a regression model is dichotomous,
that is, only takes values 0 or 1. For instance, binary responses are commonly studied in
medical and epidemiological research. This kind of models are known by logistic regression
models. The main properties that distinguish logistic regression from mean regression are the
following ones: under logistic regression the conditional mean will be bounded between zero
and one and the error should follow a binomial distribution.

Logistic regression is a common technique in different applied contexts due to its case of
use from a mathematical point of view and its meaningful interpretation.

Let us introduce some notation. Consider a sample (Wi, V1),---,(W,,V,) where the
response variable V' only takes values 0 or 1, and W is a vector of explanatory variables with
the first component equal to 1 to include an intercept. In this situation, the statistical model
that is generally preferred for the analysis of binary responses is the binary logistic regression
model, stated in terms of the probability that V' =1 given W,

1

(5.2)

where ¢ represents a vector of unknown coefficients. The binary logistic regression model was
developed primarily by Cox (1958) and Walker and Duncan (1967).

Alternatively, the logistic regression (5.2) can be expressed in terms of the logistic
transformation (denoted by logit) as follows:

logit (P(V = 1|W = w)) = ¢'w,

where logit(p) = log(p/(1 — p)). The importance of the logit transformation is that it
transforms the domain [0, 1], where a probability is naturally defined, in the domain (—o0, 00),
that is suitable for a linear regression. Figure 5.1 represents the logistic transformation and
its inverse.

Each coefficient ¢; is the change in log(e‘*glw) per unit change in w; if w; represents a
single factor that is linear and does not interact with other factors and if all other factors are
held constant.

The coefficients ¢ in the logistic regression model are estimated using the maximum
likelihood (ML) method as

@ =argmax [n' Ly(p,V,W)]
)

— l - A e o' W;
= arg max [n ;(v,@ Wi — log(1 + e ))] , (5.3)

where L,, denotes the likelihood function.
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Figure 5.1: Representation of the logistic transformation and its inverse function.

Except in particularly simple cases, the ML estimates of ¢ cannot be written explicitly.
The Newton-Raphson method or iteratively reweighted least squares method are usually used
to solve iteratively for the list of values ¢ that maximize the likelihood. Moreover, for large
enough samples, the maximum likelihood estimators are normally distributed.

From a different point of view, we can estimate the logistic regression model (5.2) via
penalized maximum likelihood (PML). Then, the estimated parameter @ could be computed

as follows:

p = arg max [n_l Ln(p, V;W) + A llella]

1 o o
= arg max [ Z (Vigca’Wi —log(1 +e” WZ)) +A ngHll , (5.4)
v |n =
where L,, denotes the likelihood function, || - ||; denotes the /; norm and A is the smoothing

parameter. We have considered a penalized ML estimation in order to control for large values
of the coeflicients that are likely to occur due to the separation problem, a well-known practical
problem in logistic regression.

5.1.2 Significant tests for logistic regression models

Related to logistic regression models, let us consider the following significance test:

Ha : lOglt(P(V - HW = ’LU)) - Splw where Y= (@07 P 7()0p+q+1)/ € RIH*(]‘FI.
(5.5)

{HO : IOglt(]P)(V = 1|W = U))) = Spllw where Y= ((700) U 7QOQ707 T 70), € Rp-i—q-‘rl’
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In order to solve this problem, a likelihood-ratio test statistic will be considered and it adopts
the form:
TLR =2 (Ln(@p—i_qv v, W) - Ln(@q7 V, W)) ,

where L, denotes the likelihood function, @? represents an estimator of the parameter
(00, 19q,0,...,0) and PPT? is an estimator of (po, Vg, Pgt1s-- s Ppiqr1)’. The test
statistic 7} ; is called the deviance difference in the logistic regression setup and it plays the
same role as the residual sum of squares plays in linear regression. It is well-known that the
resulting test statistic 7}, approximately follows a chi-square distribution, with degrees of
freedom equal to the number of parameters that are constrained, that is

Ty =2 (Lal@49, VW) = L@, V,W)) — xpyy =3
See McCullagh and Nelder (1983), for instance.

Taking into account the state of the art, we propose and study a lack-of-fit test for
parametric models of quantile regression based on logistic regression. In Section 5.2 we present
the new test based on a likelihood ratio test in the logistic regression to check the quantile
regression model. Moreover, a bootstrap method is also proposed to approximate the critical
values of the test. Section 5.3 contains a simulation study where the performance of the test
is studied under univariate and multivariate models, with different error distributions and
sample sizes. We compare the proposed test with other tests available in the literature thanks
to the simulation study and an application to real data (see Section 5.4). Some concluding
remarks are provided in Section 5.5.

5.2 The new lack-of-fit test

As the have mentioned previously, following the idea introduced by Redden et al. (2004),
the new lack-of-fit test is based on the dichotomous variable associated with the error of a
parametric quantile regression model

Z(GT) = H(Y < QT(Xa 91))-

Then, the parametric quantile regression model is correct if and only if there exists some
0 € O such that the conditional probability of Z(6.) given X does not depend on X, and is
equal to T as a consequence of parametric quantile regression properties (see Section 1.2.3). In
this point, in order to check the independence between a suitable Z () and X, the idea is to

consider a logistic regression with response Z(6;) and many covariates obtained as functions of
the components of the vector X, and to test the nullity of all the coefficients but the constant.

5.2.1 Univariate case

Firstly, we are going to focus on the case in which the explanatory variable of the quantile
regression model X is univariate. In this situation, to detect general nonparametric
alternatives, the vector W used in the logistic regression should contain as many functions
of the components of X, the original covariate vector in the quantile regression, as needed in
order to detect all kind of alternative hypothesis. To formally describe our procedure, these
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function are represented by a dense basis of functions. Different basis of functions can be
considered, for instance, we could use:

Hermite polynomial, that are defined as

[p/2] )
(-pm P
Hy(x) = p! Z:Om!(p—Qm)! s TER. p>0,

where [a] denotes the integer part of a real number a.

Laguerre polynomials, that are defined as

L<x>—i(‘”k<p>xk zcR >0
P - k’! k ) I p— )

k=0

where (11?;) is a binomial coefficient.

Legendre polynomials, that are defined as

Bz

p 2
Lee) = 352 () 2P e =05 cefL1 pz0
k=0

Classical polynomials, that are defined as

Cp(x) = 2P, zr e R, p > 0.

Figure 5.2 shows the first elements of these basis of polynomials. Henceforth, we are
going to focus on the basis of Hermite polynomials. Let us adopt the following notation:

Pi = (Ho(Xl),Hl(XZ),HQ(Xl),Hg(Xl), g0 ,Hp(Xi))/, 1 § Z § n

= (1,H1(XZ),H2(X1),H3(XZ), .. ¥ ,Hp(XZ'))/, 1 S /) S n.

Then, the idea is to check whether, for some value 6, we have o1 = @2 = --- = ¢, =0
in the logistic regression model:

logit (P[Z(0) = 1|P]) = o + @1 H1(X) + w2 Ha(X) 4 - 4 pp Hyp(X) = ¢'P.

~

The infeasible responses Z;(6.) are replaced by Z;(0-). Meanwhile, ¢ is estimated via penalized
maximum likelihood, that is, the procedure described in equation (5.4) that in this case is
given by

-~ L <~(, 7 P
$ = arg max [ Z (ZZ-(GT)gp'Pi —log(1+€¥ PZ)) +A ngHll ,

4 (L
for some suitable smoothing parameter .

We have chosen penalized maximum likelihood in order to avoid the well known
separation problem which is observed in the fitting process of a logistic model if the
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Figure 5.2: Representation of the first polynomials associated with the different basis of
functions considered.
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likelihood converges while at least one parameter estimate diverges to foo. This problem
has been treated by several authors like Firth (1993) or Horowitz and Spokoiny (2002).

To check the significance of the coefficients ¢ but ¢y, we use a likelihood ratio type
statistic as described in Section 5.1.2. Gathering facts, the new lack-of-fit test for quantile
regression is based on the test statistic

T, = 2 (Lal(@, Z(0:), P) — La(logit(v), Z(8x),1) ), (5.6)

where

Ly, (logit (1), Z(6-), Z [ )logit(t) — log (1 + elOgit(T)ﬂ .

A bootstrap procedure in the quantile regression context will be proposed in order to
calibrate the critical values of the test statistic (5.6). The bootstrap procedure works as
follows:

1.- Let ef = 6;|r;|, where r; =Y — q.(Xj, §T) are the residuals from the original sample.
The multipliers, §;, are independently generated from the two-point distribution with
probabilities (1 — T) and T at 2(1 —T) and —27, respectively; more details have been
given in Chapter 2. Compute Y;* = ¢(X;,0) + & foreach i =1,--- ,n.

2.- Use the bootstrap data set {(X;,Y;*), ¢ =1,--- ,n} to compute the bootstrap estimator
0% and the dichotomous variables Z;(0%) = I(Y;* < ¢<(X;, 9*))

3.- Use the data set {(P;, Z;(6%)), i=1,- - ,n} to compute the estimator @*, following the
procedure described in (5.4) with L, (¢, Z;(6%), P), and the bootstrap test statistic

2o =2 (La(@ Z(02), P) ~ La(l0git(v), Z(82), 1)) .

4.- Repeat Steps 1, 2 and 3 B times, and estimate the a-level critical value by the
(1 — a)-quantile of the resulting T} ,, ..., Ty g values.

5.2.2 Multivariate case

Now, we are going to move to a more general scenario. In this second case, we will consider
that the covariate of the quantile regression model (denoted by X) is multivariate. In this
new situation, to avoid working with very large dimensions for W, we follow a projection
approach. More precisely, we note that Hy defined in (5.1) holds true if and only if, for some
0 € © CRY, and for all B € Sy = {w € R? with |w| = 1},

E|I(Y < (X, 07) — T

F,B(ﬁ’X)} =0, (5.7)

where Fg(t) = P(8’X < t) represents the distribution function of the projected covariate.
This property suggests that it suffices to consider the logistic regression with W a vector of
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univariate functions of 5’X and to check whether all the coefficients but the constant are null.
Finally, it remains to search a ’least favourable’ direction S for the null hypothesis (5.1), such
as Conde-Amboage et al. (2015) (detailed in Chapter 4) or Patilea et al. (2016) did.

Let
PZ(B) = (17H1(B/Xi))H2(/B,Xi)7 HE 7Hp(B/Xi))/7 1 < { < n,

represent a basis of Hermite polynomial evaluated at the projections ('Xq,---,3'X,.
Following the ideas described previously, if we consider the logistic regression model

logit (P[Z(0x) = 1|P(8)]) = wo + o1 H1(B'X) + - - + ¢ Hy(8'X) = ' P(B),

the idea is to check if pg = -+ = ¢, = 0 for some value 6;. Then, the new lack-of-fit test for
quantile regression is based on the test statistic
Tp= max 2 (Ln(@, Z(05), P(8)) — Ln(logit(t), Z(fy), 1)) . (5.8)
BERY,||B]=1

Finally, in order to calibrate the critical values for the test statistic (5.8), we will consider
a bootstrap procedure similar to that described in Section 5.2.1. The main difference is the
bootstrap test statistic that in this case will be given by

L= a2 (La(@ 202), P(B) = Ln(logit(0), 277), 1) .

Note that the covariate of the logistic model, P;(3), do not need to be computed for each
bootstrap sample because it only depends on the covariates, and we are not bootstrapping
the explanatory variable of the quantile regression model. This fact can reduce considerably
the computational time associated with the new proposal.

Moreover, to compute the test statistic given by (5.8), we are going to use the sequential
algorithm based on successive one dimensional-optimizations proposed by Patilea et al. (2016).
In order to perform this method it will be necessary to follow these steps:

— If a bidimensional quantile regression model is considered, the different directions 8 € So
can be represented by S = (cos(7),sin(y)) with v € [0,27). Then, an equally-spaced
grid of values of 7 in [0, 27) provides an equally-spaced grid of directions in Ss.

— If p = 3, the first step would be to optimize with respect to the first two components as
in the previous situation. Let 7], represent an optimal direction. The next step would
be to optimize in the set of directions cos(y3)(cos(7Vis), sin(vy5), 0) +sin(+3)(0,0, 1) with
~v3 € [0,27). This can be solved with a grid of values in the interval [0,27), that is a
univariate optimization problem.

— This procedure can be applied to a possible fourth dimension, from the optimal
direction obtained with the first three dimensions, and so on until the chosen number
of components d is reached. Finally, this method would require (d — 1) one-dimensional
optimizations where d represents the dimension of the explanatory variable associated
with the quantile regression model.
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5.3 Simulation study

Along this section, the performance of the proposed method under the null and alternative
hypotheses will be analysed using a Monte Carlo simulation study. The number of simulated
original samples was 1000 and the number of bootstrap replications 500.

5.3.1 Scenario 1: Univariate case

Firstly, we will check the adjustment of the significant level associated with the proposed
lack-of-fit test. In order to perform the new test, it will be necessary to select the number
of Hermite polynomials (denoted by p) and the smoothing parameter related to penalized
maximum likelihood estimation (denoted by A). Now, our aim will be to study the effect of
these parameters on the adjustment of the significant level. We are going to start simulating
values from the following quantile regression model:

Model 5.1: Y =1+X® 1+¢

where X1 follows an uniform distribution on the interval (0, 1) and e represents the unknown
error that follows an standard Gaussian distribution.

Figures 5.3 and 5.4 represents the proportion of rejections associated with our proposed
lack-of-fit test for Model 5.1 depending on the parameters p, the sample size (denoted by n) and
the T-quantile of interest, for a significant nominal level & = 0.05. Moreover, different values
of the parameter A\ have been considered: A = 2pn~! represented by squares, A = log(n)n !
represented by circles, A = log(p)n~! represented by triangles and A = n~! represented by
Crosses.

According to Figures 5.3 and 5.4, we can conclude that A = 2pn~—! is not a good option
independently of the value of p, n or T. Moreover A = log(n)n~! does not provide good
results, see for instance, T = 0.75 or T = 0.90 when the sample size is 50. It seems that
A=2pn~!or A =log(n)n~! are quite big penalizations and this fact might distort the shape
of the original likelihood and as a result, the performance of the proposed lack-of-fit test will
not be adequate. On the other hand, the differences between A = log(p)n~! and A = n~! are
small, but A = log(p)n~! seems to be a bit more appropriate, see for instance T = 0.50 and
n = 100 or T = 0.90 and n = 200.

In addition, if we focus on the adjustment of the significant level associated with A\ =
log(p)n~! the effect of the parameter p does not seem to be very important. However, it is
expected that this parameter p will have an important effect on the power of the lack-of-fit
test under the alternative. In order to answer this question, we will generate values for the
following quantile regression model under the alternative:

Model 5.2: Y =14+ X0 rexWx® 4 ¢

where X follows an uniform distribution on the interval (0,1) and e represents the error
that follows an standard Gaussian distribution. Note that the parameter ¢ represents the
deviation of Model 5.2 from the null hypothesis that is the linear model in the explanatory
variable X1
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Figure 5.3: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.1 depending on the parameters p, A, the 1-quantile of interest and the sample size. The
following values of the parameter A have been considered: A = 2pn~! represented by squares,
A = log(n)n~! represented by circles, A\ = log(p)n~" represented by triangles and A\ = n~*
represented by crosses.
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Figure 5.4: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.1 depending on the parameters p, A, the T-quantile of interest and the sample size. The
following values of the parameter A have been considered: A\ = 2pn~" represented by squares,
A = log(n)n~! represented by circles, A = log(p)n~! represented by triangles and A = n~!
represented by crosses.

Figures 5.5 and 5.6 represent the proportion of rejections associated with our proposed
lack-of-fit test for Model 5.2 depending on the parameters p and the t-quantile of interest for
A = log(p)n~!. Moreover, different values of the parameter ¢ have been considered: ¢ = 1
represented by squares, ¢ = 3 represented by circles, ¢ = 5 represented by triangles and ¢ =7
represented by crosses.

According to Figures 5.5 and 5.6, we can conclude that the parameter p, that is, the
number of Hermite polynomials, does not have a clear effect on the power of the test. In
order to understand this fact, we should take into account the expression of Model 5.2. In
this case, the deviation from the null hypothesis only depends on the squares of the original
covariate, so a small number of Hermite polynomials is enough to detect the alternative.
Additionally, we can observe a relatively big and unnecessary p does not lead to a substantial
lose of power. This good property can be attributed to the penalization included in the
likelihood-ratio test.
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Figure 5.5: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.2 depending on the parameters p, ¢, the T-quantile of interest and the sample size. The
following values of the parameter ¢ have been considered: ¢ = 1 represented by squares, ¢ = 3
represented by circles, ¢ = 5 represented by triangles and ¢ = 7 represented by crosses.
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Figure 5.6: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.2 depending on the parameters p, ¢, the T-quantile of interest and the sample size. The
following values of the parameter ¢ have been considered: ¢ = 1 represented by squares, ¢ = 3
represented by circles, ¢ = 5 represented by triangles and ¢ = 7 represented by crosses.

Now, let us consider a more complicated deviation from the null hypothesis, where a
higher number of Hermite polynomials will be necessary. In particular, we are going to
consider the following quantile regression model:

Model 5.3: Y =1+ XW 4 csin(2rXW) +¢

where X follows an uniform distribution on the interval (0,1) and e represents the error
that follows an standard Gaussian distribution.

Figures 5.7 and 5.8 show the proportion of rejections associated with the proposed test
for Model 5.3 depending on the parameter p, the quantile of interest and different values of
the deviation from the null hypothesis represented by the parameter ¢. The influence of the
parameter p is clear in this situation. We can observe that the power of the new lack-of-fit
test increases with the parameter p, specially when the sample size is big. Summarizing, the
number of Hermite polynomials that should be considered in order to obtain a reasonable
power for Model 5.3 is bigger than that for Model 5.2, as was expected in view of both
deviations from the null hypothesis.
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Figure 5.7: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.3 depending on the parameters p, ¢, the T-quantile of interest and the sample size. The
following values of the parameter ¢ have been considered: ¢ = 1 represented by squares, ¢ = 3
represented by circles, ¢ = 5 represented by triangles and ¢ = 7 represented by crosses.
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Figure 5.8: Proportion of rejections associated with our proposed lack-of-fit test for Model
5.3 depending on the parameters p, ¢, the T-quantile of interest and the sample size. The
following values of the parameter ¢ have been considered: ¢ = 1 represented by squares, ¢ = 3
represented by circles, ¢ = 5 represented by triangles and ¢ = 7 represented by crosses.

5.3.2 Scenario 2: Multivariate case

Here the purpose will be to compare the proposed test with other competitors designed to deal
with multiple explanatory variables. The number p of Hermite polynomials will be fixed to
p = [v/n]. Based on previous experiments, the smoothing parameter A related to the penalized
maximum likelihood will be set to n~!log(p). Firstly, we study the behaviour under the null
hypothesis, that is, the adjustment of the significant level. Data will be simulated from the
following median (Tt = 0.5) regression model:

Model 5.4: Y =1+x® 4+ x® 4 ¢

where X @ follows an uniform distribution on the interval (0,1) with i = 1,2 and & represents
the unknown error. Table 5.1 presents the proportion of samples for which the null hypothesis,
characterized by the linear model, was rejected, for different sample sizes n, nominal levels «
and different error distributions. The new method shows a good adjustment to the nominal
level, even for a small sample size and independently of the error distribution.
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5.3. Simulation study
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Next, the performance of the new test under different alternatives will be studied. The
proposed lack-of-fit test (denoted by NT') will be compared with that of Maistre et al. (2014)
denoted by MLP, the test studied along Chapter 4 denoted by CSG, and He and Zhu (2003)
denoted by HZ. Our new test will be denoted by NT. We will consider the following median
regression model:

Model 5.5: Y =1+XW 4+ X@ 4 p(xM x%) 4 ¢

where XM follows a standard Gaussian distribution, X® follows an uniform distribution on
the interval (0,1), and € + 1 follows a standard log-normal distribution. The function h(-)
represents the deviation from the null hypothesis, that is the linear model in the two variables
XM and X@ . Two deviations will be considered:

~ (XD, X@) =5 sin (2r(1 + XY + X@)) | that will be denoted by D1;
~ (XM, X)) =10 (X®)2, that will be denoted by D2.
~ h(XW, X@) =1 ((XD)2 +(XxP)2 4 XD X)) that will be denoted by D3.

Table 5.2 shows the proportion of samples for which the null hypothesis was rejected
under Model 5.5 for each of the methods (NT, HZ, CSG and MLP), for different sample sizes
n and nominal levels a. According to Table 5.2, the power of the new test for deviations D1
and D2 is clearly superior, compared with the considered nonparametric competitors. On the
other hand, if we focus on deviation D3 (used previously in Chapter 4, see Model 4.4), that
seems “less difficult” to detect, the results of the different lack-of-fit test considered are quite
similar, but CSG and MLP show a bit more power.

Summarizing, the proposed lack-of-fit test applied in a multivariate scenario shows a
good adjustment of the significance level and a reasonable power compared with its natural
competitors. We stand out the high power associated with the new test in situation in where
the deviation from the null hypothesis is, a priori, difficult to detect as deviation D1 witch
involves a sinus function.

a=010 a=005 a=001
NT  HZ (CSG MLP | NT HZ CSG MLP | NT HZ CSG MLP
DI n=49 | 080 0150 0130 0120 | 0.730 009  0.050 0080 | 055 0.015 002  0.025
n=100 | 0.98 0105 0170 0155 | 0975 0.055 0085 0.055 | 0925 0015 0005 0.010
D2 n=49 | 0775 0260 0075 0145 | 0.695 0160 0.035 0075 | 0485 0.070 0.010 0.025
n=100 | 0.995 0740 018 0145 | 0980 0570 0.055 0.075 | 0940 0220 0010 0.010

D3 n=49 | 0415 0425 068 0655 | 0305 0295 059 0535 | 0120 0115 0345 0350
n=100 | 0.855 082 0950 0900 | 0.725 0.770 0930 0870 | 0.525 0510 0.810  0.690

Table 5.2: Proportions of rejections associated with four lack-of-fit tests (NT, HZ, CSG and
MLP) for Model 5.5, for different deviations from the null hypothesis, different sample sizes
n and nominal levels a.
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5.4 Application to real data

Along this section, the proposed lack-of-fit test will be applied to real data. As is Chapter 2
we are going to deal with an environmental problem. In this case, we are going to consider air
quality measurements for the New York Metropolitan Area that are introduced in Chambers
et al. (1983). Moreover, this dataset is available in the R package datasets under the name
airquality.

This data set contains 116 measurements obtained from May 1, 1973 to September 30,
1973 of the following variables:

— Mean ozone concentrations measured from 13:00 to 15:00 hours at Roosevelt Island.
This variable is expressed in part per billion.

— Solar radiation measurements in the frequency band 4000-7700 Angstroms from 08:00
to 12:00 hours at Central Perk. This variable is expressed in Langleys.

— Wind speed obtained as the mean of measurements at 07:00 and 10:00 hours at La
Guardia Airport This variable is expressed in miles per hour.

Maximum daily temperature measured at La Guardia Airport. This variable is expressed
in degrees Fahrenheit.

In view of this data set, we are going to focus on studying the relationship between
temperature and ozone values'. Figure 5.9 represent the scatterplot of both variables joint
with a boxplot representation of each variable in order to have a landscape about the
considered scenario.

So, our goal will be to test if the relationship between temperature and ozone is linear
versus a nonparametric alternative. That is, we are going to perform the following lack-of-fit
test:

Hy : Ozone = 0y + 6 Temperature + for some 6y and 6,
(5.9)

H, : Ozone = ¢¢(Temperature) + for some smooth function ¢;

The lack-of-fit test developed along this chapter will be compared with its natural
competitors thanks to this univariate real situation. Table 5.3 contains p-values from the
proposed lack-of fit test (denoted by NT), the test proposed by He and Zhu (2003) (denoted
by HZ) and the test proposed by Zheng (1998) (denoted by Z) for testing (5.9) and considering
different values of the quantile of interest. According to the proposed test and Zheng (1998)’s
test, the null hypothesis is rejected for T = 0.25 and T = 0.5, while He and Zhu (2003)’s test
takes a chance on accepting the null hypothesis.

'In this case, we chose a lack-of-fit test problem with a one-dimensional explanatory variable to simplify
the application of the new test.
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Figure 5.9: Scatterplot of the variables Ozone and Temperature joint with a boxplot
representation of each variable.

In order to clarify this situation, Figure 5.10 represents the scatterplot together with
fitted quantile models associated with a parametric and a nonparametric approach for different
quantiles of interest: T = 0.25, T = 0.5 and T = 0.75 . Part (a) of Figure 5.10 represents the
fitted models under the null hypothesis, that is, linear models, whereas part (b) of Figure 5.10
represents the local linear fits. The plug-in bandwidth proposed in Chapter 3 was used here
ir order to obtain the nonparametric estimation.

T=0.25 =050 T=0.75
Lack-of-fit tests: NT 0.0001 0.0000 0.0821
HZ 0.9361 0.0187 0.9177
7 0.0003 0.0000 0.0006

Table 5.3: p-values obtained by the proposed lack-of fit test (denoted by NT), the test proposed
by He and Zhu (2003) (denoted by HZ) and the test proposed by Zheng (1998) (denoted by
Z) for testing (5.9) for different values of the quantile of interest.

According to Figure 5.10, it seems clear that the quantile models associated with T = 0.25
and T = 0.5 are not linear, as the proposed test and Zheng (1998)’s test conclude. Moreover,
the situation is not so clear when we talk about T = 0.75. In this case, the proposed test
would accept the null hypothesis if the nominal level is @ = 0.05 but not for o = 0.10. Figure
5.10 does not provide too much information because the parametric and nonparametric fits
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associated with T = 0.75 are quite similar.
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Figure 5.10: Scatterplot of the variables Ozone and Temperature together with fitted quantile
models associated with a parametric (Part (a)) and a nonparametric (Part (b)) approach for
different quantiles of interest: T = 0.25 (green line), T = 0.5 (red line) and T = 0.75 (blue
line).

5.5 Conclusions

Along this chapter we have proposed a new method for testing parametric quantile regression
models versus nonparametric alternatives. The new lack-of-fit test is based on a likelihood
ratio test in logistic regression context where the response variable will be determined by the
sign of the quantile regression residuals. Then, a large number of functions of the quantile
regression covariates are considered as explanatory variables of the logistic model. Moreover,
a wild bootstrap mechanism to approximate critical values was presented.

If the covariate associated with the quantile regression model is multivariate, then we
have proposed using projections in order to avoid working with very large dimension in the
logistic context. This approach connects with the strategy used along Chapter 4, but now the
aim is not to deal with the curse of the dimensionality.

Finally, thanks to a Monte Carlo simulation study and an application to real data, we
found a promising performance of the new test in comparison with some natural competitors
available in the literature. As future work, we would like to justify the good behaviour of
the proposed test from a theoretical point of view. Moreover we would like a more detailed
suggestion about how to select appropriates parameters p and A.






Resumen en castellano
Summary in Spanish

Aunque la regresién en media, ajustada por el método de minimos cuadrados, ha alcanzado
la mayor difusién en la Estadistica del siglo XX, resulta muy llamativo observar que las ideas
de regresion cuantil fueron anteriores a los procedimientos basados en los minimos cuadrados.
Asi, mientras el inicio de la regresion por minimos cuadrados se puede datar en el afio 1805
por el trabajo de Legendre, a mediados del siglo XVIII Boscovich ya ajusté datos sobre la
elipticidad de la Tierra mediante procedimientos de regresiéon cuantil.

El método de minimos cuadrados gozé de la ventaja que le proporcionaba la existencia
de expresiones cerradas para la estimacién, la sencillez de los argumentos de probabilidad y
ciertos resultados de optimalidad. Aun asi, siempre pesaba la duda sobre las hipdtesis del
modelo, y sobre la necesidad de una descripcién mas completa y flexible de la realidad.

Los métodos de regresion cuantil encontraron un gran desarrollo desde el surgimiento de
la Estadistica Robusta, que alcanz6 una gran expansiéon a principios de los anos 80. El libro
de Huber (1981) o el de Hampel et al. (1986) son buenas recopilaciones de las aportaciones
que hicieron sus autores a la Teorfa de la Robustez, cuyos conceptos siguen siendo aplicados
hoy en dia a los métodos estadisticos modernos.

Los procedimientos de regresion cuantil que se trataran en esta tesis, aunque comparten
propiedades y conceptos de la Teoria de la Robustez, estan basados en modelos de regresién
de la funcion cuantil condicionada, por lo que su objetivo principal se centra en obtener una
descripcién maés detallada de la distribucién condicional. Estos modelos de regresién cuantil
han sido desarrollados principalmente en los trabajos de Koenker de los anos 80. Una buena
recopilacion de los procedimientos bajo este enfoque se encuentra en el libro de Koenker
(2005).

A dia de hoy la regresiéon cuantil es un tema de méaximo interés de los investigadores en
Estadistica, que estdn adaptando gran parte de las técnicas de inferencia relacionadas con
la regresién a los modelos de regresién cuantil. La razén es que los modelos de regresién
cuantil permiten una descripcién mas detallada del comportamiento de la variable respuesta,
se adaptan a situaciones bajo condiciones mas generales de la distribucion del error, gozan
de propiedades de robustez y permiten abordar problemas de regresion con datos complejos
(como por ejemplo, los datos censurados), en muchos casos en mejores condiciones que una
regresion en media.
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El objetivo principal de esta tesis doctoral es emplear los métodos no paramétricos para
obtener nuevos procedimientos de inferencia en el contexto de los modelos de regresién cuantil.
A continuacién exponemos un breve resumen de cada un de los capitulos que constituyen esta
tesis doctoral, haciendo mencién de los principales avances obtenidos en cada uno de ellos.

Capitulo 1: Introduccion

A lo largo del Capitulo 1 se desarrolla una pequena introduccién a los conceptos bésicos
asociados a la regresion cuantil. Empezamos estableciendo el concepto del cuantil asociado a
un cierto orden T.

Definicion. Dada cualquier variable aleatoria X, para cada 0 < T < 1 se puede definir el
cuantil de orden T, que denotaremos por ¢, como el valor que verifica que:

PX <cy)>7
P(X >c)>1-7

Aparece asi la funcién cuantil de una distribucién de probabilidad, que se define como la
inversa de la funcién de distribucion.

Lo realmente importante es que se puede expresar el problema de la bisqueda de los
cuantiles muestrales como un problema de optimizacién de la forma

n
min ;m( i —¢)

donde X = {Xi,...,X,} representa una muestra aleatoria simple de la variable X y p¢
representa la funcién de pérdida cuantilica que esta determinada por la siguiente funcién
lineal definida a trozos

uT siu>0
u(t—1) siu<D0.

pe(u) = u(t—I(u < 0)) = {

El problema anterior se puede reformular como un problema de programacion lineal, es decir,
se trata de minimizar una funcién lineal en un conjunto poliédrico de restricciones.

FEl razonamiento anterior se puede extender al problema de regresion. Supongamos
entonces que nos interesa explicar una variable aleatoria Y escalar en funcién de
ciertas covariables que denotaremos por X € R? de las cuales conocemos una muestra
{(X1,Y1),-++ ,(Xn,Y,)}. Entonces si la funcién cuantil condicional viene dada por gr(x) =
0.z, consideraremos 6 el elemento que resuelva el siguiente problema:

n

] P— / .
oin, 2 i =R

donde P; = (1, X;); siendo éste es el punto de partida de la idea desarrollada por Koenker
and Bassett (1978). Esto nos permitirfa establecer un modelo de la forma

Y; = 0P +¢
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donde los errores verificarian que P(e; < 0| X = X;) = 7, es decir, el cuantil condicional de
orden T del error es cero.

Hasta este momento, hemos conseguido expresar la busqueda de un cuantil muestral
como la solucién de un problema de programacién lineal y extendimos este razonamiento al
contexto de la regresion cuantil. Este hecho nos permite proponer métodos para el calculo de
los estimadores de regresion cuantil.

Barrodale y Roberts (1973) proponen una simplificacién de la forma estdndar del método
del Simplex para el resolver el problema del calculo de los estimadores en el caso de la regresién
en mediana, donde la funcién de pérdida seria el valor absoluto. Posteriormente, Koenker y
D’Orey (1987) extendieron este razonamiento a cualquier cuantil 0 < T < 1.

Debemos tener en cuenta que los estimadores asociados a la regresiéon cuantil no tienen
expresion explicita por lo que seria necesario recurrir a expresiones asintéticas como la
representacién propuesta por Bahadur (1966). Ademds, ni siquiera la distribucién de estos
estimadores es conocida bajo hipdtesis de normalidad como en el caso de la regresién en media
estimada por minimos cuadrados.

De todas formas si se verifican resultados sobre la distribucién asintética de los
estimadores de regresiéon cuantil como el siguiente:

Teorema. Consideremos un modelo lineal para explicar una variable respuesta escalar'Y en
funcion de una variable explicatica X de la forma:

YizﬂéPi—l—ai cont=1,---,n

donde los errores verifican que P(g; <0 | X = X;) = 1. Supongamos ademds, que se verifican
las siguientes condiciones:

Condicién Al. Las funciones de distribucion condicionales F; (de Y; condicionada a X;)
son absolutamente continuas y con densidades f; continuas y uniformemente acotadas
lejos de 0 e 0o en los cuantiles condicionales ¢;(T).

Condicién A2. Ezxisten matrices Dy y D1(t) definidas positivas tales que

1. limn_mo % Z PiPZ‘/ = D()
2. hmn—mo % Z fl(CZ(T))PZPZ/ = D1 (T)

3. max;—i .. n HPlH/\/ﬁ —0

se tiene que:
\/ﬁ(@ — 9T> a4, N<O, (1 — T)Dl_l(T)Dng_l(T)>

donde N (u,0?) representa una distribucion Gaussiana con media j y varianza o>.

Surge entonces la duda de cémo estimar la matriz de covarianzas asintética de los
estimadores de la regresién cuantil. La precisién de la regresién cuantil depende de la inversa
de la funcién de densidad evaluada en el cuantil que nos interesa, a dicha funcién Tukey (1965)
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la denominé funcién “sparsity” que viene dada por:

Teniendo ésto en cuenta, concluimos que las estimaciones del cuantil serdn mas precisas
cuantas mas observaciones aparezcan en torno al cuantil que nos interesa. Por el contrario,
si en un entorno del cuantil que estamos estudiando no existen muchas observaciones, los
resultados que obtengamos no serdn muy precisos.

En el caso de que los errores de la regresion sean independientes e idénticamente
distribuidos, la funcién “sparsity” juega un papel andlogo al de la desviacion tipica en el caso
de la regresién por minimos cuadrados en este mismo escenario independiente e idénticamente
distribuido.

Si derivamos la expresién F(F~1(t)) =t nos damos cuenta que la funcién “sparsity” es
la derivada de la funcién cuantil

d
prid L) = s(t)

Esto nos proporcionaria un modo de estimar la funcién “sparsity” de la siguiente forma:

E-l(t+h)—FE7(t—h)
2h

donde ﬁ; ! estima la funcién F'~! y h es una sucesién de elementos que tienden a cero. Bofinger
(1975) y Hall v Sheather (1988) propusieron diferentes sucesiones h para estimar la funcién
“sparsity”.

Ya hemos mencionado que la regresion cuantil tiene una relacion muy préxima con la
Estadistica Robusta, pues comparte algunas propiedades y métodos con ella. En concreto, el
estimador de regresién cuantil corrige los problemas de falta de robustez por atipicos en la
variable respuesta, mientras que conserva los problemas relacionados con el apalancamiento,
esto es, por atipicos en las variables explicativas. Para mejorar las propiedades de robustez
también en este sentido, seria necesario considerar M-estimadores generalizados, regresién por
minima mediana de cuadrados o regresion profunda.

Capitulo 2: Técnicas de prediccion basadas en modelos de
regresion cuantil

Un gran nimero de trabajos estadisticos giran en torno al hecho de realizar predicciones para
una determinada variable de interés. En esta linea, a lo largo del Capitulo 2 hemos propuesto
un nuevo método de estimacién de intervalos de prediccién basado en un modelo de regresion
en mediana y un plan de remuestreo bootstrap. Los principales resultados obtenidos a lo largo
de este capitulo pueden verse en Conde-Amboage et al. (2016).

Dada una muestra aleatoria simple {(X1,Y1), -+, (Xn,Yn)}, en adelante muestra de
entrenamiento, de dos variables X = (X S ¢ (d)) € RY e Y € R, consideraremos el
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siguiente modelo de regresién cuantil
Y, = Q/Pi +&; (Rl)

donde 6 = (6y,01,---,0;) € R P, = (1,X;) y € representa el error del modelo. A la
vista de este escenario, nos planteamos definir un intervalo de prediccién para una nueva
observacién Y, de la variable respuesta.

Definiciéon. Un intervalo de prediccién para un valor Y, es un intervalo que se espera que
contenga el valor verdadero Y;, con una probabilidad (presumiblemente) alta (1—«), conocida
habitualmente como nivel de confianza. Denotaremos el intervalo de prediccién por (Li,, U, ),
donde los extremos L;, y U;, se obtienen como funciones de la muestra de entrenamiento y
del valor del predictor P;,. Entonces se tendria que

P(}/io € (Lioano)) =1l-a

A lo largo del Capitulo 2, hemos definido un nuevo método de estimacién de intervalos
de prediccién de la forma:

(Fiosemo5 + G 1(0/2) » Figuzos + G711 - /),

donde el plan de remuestreo es el siguiente:

1. Dado un modelo de regresiéon de la forma ¥ = 6.X + ¢ estimamos el pardmetro 6,
ajustando un modelo de regresién asociado al cuantil T = 0.5, que denotaremos por
@\120.5. Supongamos que queremos calcular intervalos de predicciéon para una nueva
observacion que denotaremos por (Xj,, Yi,)-

2. Generar los pesos w; procedentes de una distribucion que satisfaga ciertas propiedades
que proponen Feng et al. (2011). A partir de estos pesos calcular € = w;|r;| donde | - |
denota el valor absoluto y r; = Y¥; — 5420.53-. Sortearemos un residuo r;, que estara
asociado a la nueva observacién X;, a partir de la funcién de distribucién condicional
del error que sera de la forma

n K (955 05 hg-r 05P10>
F(r|lX =Xo) =Y I(r; <) ——
i=1 Z] 1 K ( =05 h T=0.5 io)

El pardmetro ventana h considerado es de la forma e¢n~'/® donde ¢ es una contante que
depende de diversas cantidades desconocidas, y n~1/3
a estimadores no paramétricos tipo Nadaraya-Watson. Ademads, generamos el peso
correspondiente w;, obteniendo asf €} = wj,|r;,|. De este modo tendrfamos

es la tasa tradicional asociada

Y =0._osPi+e  ie{l,...,n}
Vi = 0r_o5Pi + €5,

3. Ajustar un modelo de regresién asociado al cuantil T = 0.5 a las remuestras bootstrap y
denotar por 91 0.5 & las estimaciones del pardmetro GT 0.5- Esto nos permitird computar
las diferencias

!
D* =Y — 9* =0.5 %
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4. Repetir los pasos 2-3 B veces y calcular los cuantiles de orden z; = /2y 20 =1 — a/2
que denotamos por G*~!(z) siendo (1 — «) en nivel de cobertura del intervalo de
prediccién que queremos calcular.

Las propiedades de convergencia del nuevo método propuesto son consecuencia de
argumentos similares a aquellos dados en Stine (1985). Asi, los errores bootstrap de prediccion
pueden ser expresados como

~ ~ !/
D* = E:;O + (91-:05 - 0?;:05> PiO'

Dado que el sumando de la derecha se genera de forma independiente, la distribucion bootstrap
del error de prediccion se puede expresar como la convolucion de dos distribuciones:

G* :ﬁio *Z*

donde ﬁio representa la distribucién de €} y Z* denota la distribucién del segundo sumando.
Feng et al. (2011) obtuvo la consistencia de Z* bajo el mecanismo bootstrap propuesto en este
caso. Hall y Yao (2005) proporciond la consistencia del estimador F (r|P;,), donde las técnicas
de suavizacién se aplican a las variables proyectadas, como en nuestro caso. Dado que 1?}0 se
obtiene gracias a ﬁ(r|Pm) teniendo en cuenta los multiplicadores introducidos por Feng et al.
(2011), la validez del procedimiento bootstrap se deriva de la consistencia de F (r|Piy)-

Hemos disenado un completo estudio de simulacién que nos permite comparar el nuevo
método propuesto frente a diversos métodos disponibles en la literatura. En base a dicho
estudio, podemos afirmar que los intervalos de predicciéon basados en cuantiles tienen asociados
mejores aproximaciones del nivel de confianza y tamanos mas reducidos que los clésicos
intervalos de prediccién en media. Ademas, se respalda el hecho de que cuando los residuos
no verifican las hipdtesis cldsicas de los modelos de regresién en media (homocedasticidad y
normalidad de los residuos), la regresién cuantil proporciona mejores resultados.

Finalmente, el comportamiento de los diversos métodos de estimacion de intervalos de
prediccién, han sido aplicados a una notable base de datos medioambientales. Dichos datos
estan asociados a La Unidad de Produccién Térmica (U.P.T.) de As Pontes, que estd situada
en el municipio de As Pontes de Garcia Rodriguez (en el noreste de la provincia de A Corunia),
que constituye uno de los centros productivos propiedad de Endesa Generacién S.A. en la
Peninsula Ibérica. En dicho escenario, uno de los problemas que se plantea es poder predecir
los niveles de 6xidos de nitrégeno (NO, ), a partir de la informacién que se recibe en continuo
de las estaciones de muestreo asi como de la informacién pasada de dichas medidas.

El nuevo método de estimacion de intervalos de prediccién que hemos propuesto,
proporciona mejores intervalos de prediccién para las mediciones de NO, en términos de
niveles de cobertura. Estos buenos resultados estan justificados por las caracteristicas de
estos datos, como la heterocedasticidad o la no normalidad de los residuos.
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Capitulo 3: Un selector plug-in del parametro ventana asociado
a un modelo de regresion cuantil no paramétrico

Consideremos un modelo de regresion cuantil de la forma
Y =q¢(X)+¢

donde ¢ representa el error del modelo cuyo cuantil condicional de orden T es cero. Dada
{(X1,Y1), -+, (Xn, Yn)} una muestra aleatoria simple de dos variables (X,Y) € R?, se puede
definir un estimador no paramétrico del cuantil condicional como G:(z) = @ siendo @ y b los
elementos que minimizan la expresién

ipx(ﬁab(Xix))K(Xihzx)

donde K representa la funcién nicleo y h: se conoce como parametro ventana.

A la hora de abordar esta clase de modelos de regresion cuantil, sera fundamental la
eleccién del pardmetro ventana h.. A la vista de la expresién del error cuadratico medio del
estimador ¢, desarrollada por Fan et al. (1994), se propone la siguiente ventana 6ptima:

R(K) t(1—) / 1 dx
n (K2 [ ¢ ()2 g(a)de J flax(2)|z)?

h5
AMISE,T

(R.2)

donde g denota la densidad marginal de la variable explicativa X, n es el tamano de muestra,

qg) representa la derivada de orden i de la funcién de regresién g¢; y

pa(K) = / u? K (u)du R(K) = / K?(u)du

son constantes que dependen de la funcion ntucleo. Finalmente, destaca la inversa de la
densidad de la variable respuesta evaluada en el cuantil de interés, es decir, la funcién
“sparsity” que denotaremos por s(z).

Existen diferentes métodos de seleccion del parametro ventana h. en la literatura. Yu y
Jones (1998) propusieron un selector plug-in de dicho parametro basandose en un selector del
parametro ventana en el contexto de la regresion en media, como el propuesto por Ruppert
et al. (1995). Por otra parte, Abberger (1998) propuso un selector basado en el método de
validacion cruzada adaptado al contexto de la regresién cuantil.

A lo largo del Capitulo 3, nuestro objetivo es proponer un nuevo selector plug-in del
parametro ventana basado en estimadores no paramétricos de la funcién “sparsity” y de la
curvatura del modelo de regresién cuantil. Los resultados obtenidos a lo largo del Capitulo
3 se recogen en Conde-Amboage v Sanchez-Sellero (2017). Detallamos a continuacién como
construimos estimaciones no paramétricas de la “sparsity” y de la curvatura.

Estimacién no paramétrica de la “sparsity”

A la hora de proponer un estimador para la funcién “sparsity” debemos recordar que la
“sparsity” no es mas que la derivada de la funcién cuantil ¢ con respecto al pardmetro T.
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Teniendo esto en cuenta, proponemos el siguiente estimador:

e () = Tortela®) = G (2) (R.3)

siendo Grid, b, ¥ Gr—d, h, €stimaciones no paramétricas de las funciones de regresion en el punto
x asociadas a los cuantiles (T+ ds) v (T — ds) donde hy denota el pardmetro de suavizacion.

Para estudiar las propiedades del estimador (R.3) serd fundamental un resultado probado
por Fan et al. (1994) que establece la convergencia del estimador lineal local en el contexto
de la regresién cuantil. Hemos obtenido el error cuadratico medio (ECM) del cuadrado del
estimador (R.3) que tendria la siguiente expresion:

ECM ( / 2, (@) dx) ~ [ndihs / a(z) da + &2 / b(z) da + h2 / o(x) dxr
/ d(z) dz + nQ;ghs / e(x) dz (R.4)

_'_

ndg

donde

2 g
b(z) = ;sel(@) 7 (@)
8¢ (z)
(a) = pa(K) sela) =5
d(z) = 2 fe
g(x)

A 1 G T 5T(£)4

e(x)-( 5 R *K) R(K)) FEE

., 2T 2
donde * representa la convolucién y s& )(;z) &3 %551(3:).
Por lo tanto, serd necesario determinar los parametros ventana hs y ds. Proponemos
como selectores de dichos pardmetros los elementos que hagan minimo la expresion del error

cuadratico medio dada en (R.4). Para ello utilizamos métodos numéricos de optimizacién.

Estimacién no paramétrica de la curvatura

Dada (Xi1,Y7),---,(Xy,Y,) una muestra aleatoria simple de las variables (X,Y),
podemos ajustar un modelo polinémico local de la forma

- X — ) 0o( X — )2 — O X — V[ T
2 e = 05— 2) o s =1 ()

para ajustar el cuantil condicional de orden T de la variable respuesta ¥ dado X = z que
venimos denotando por ¢.(z) donde h. denota el pardmetro ventana en este caso. En este
caso, se tendria que qff)Lc(Xi) = 205 para i = 1,--- ,n. Por lo tanto, podriamos considerar el
siguiente estimador para la curvatura:

—

~ 1<
B, = [ @rglars = a3 (0

i=
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A la vista de la ecuacién anterior, hemos propuesto una ventana piloto para la estimacion
de la curvatura extendiendo el resultado de Fan et al. (1994) a orden 3. Dicha ventana piloto
vendria dada por

— T =T 2 X YT
he = C(K) (T (- fl/f(gT )|X = 2)%d )
[ (z)g(z)dz| n

donde e
C(K) (3) " it f @) dt"(@) g(2) dz >0
- 7
(%> if [ ¢t (z) ¢t (x) g(a) dx <0
siendo

0 = %(0431 pa(K) + azz pe(K))

dp =4 (a%l /KQ(U) dv + a§3/04 K?(v) dv + 2a31a33/v2 K2(v) dv>

- —p2(K)? g (K) + po(K)pua(K)?
T (K pa(K) e (K) — pa(K)3 — ( Pue(K) + po(K)? pa(K)?
_ p2(K)ps(K) = pa(K)?
33 =

pr2 (K) pua (K ) pe () — pa(K)3 — pa (K )36 (K) + pa(K)? s (K)?
wi(K) = /u’K(u)du

Enumeramos a continuacién los pasos a seguir para obtener el nuevo selector plug-in de
la ventana asociada a un modelo de regresién cuantil lineal local.

1. Obtener estimaciones piloto de la integral de la “sparsity” al cuadrado (que denotamos
por 8z, 2 5) v de la cantidad [ q(2) ( )(x)g(x)dx que denotaremos por Up .

2. Estimar la curvatura utilizando la siguiente ventana piloto:

7 _ O(K) T(l—T)§2B Y
¢ 19p.2| n

Consideraremos entonces el siguiente estimador de la curvatura:

~ 1 &
== gf% (X)21((1 - a)a+ab< X; < aa+ (1 —a)b)
c n sNe
i=1
para cierto valor a pequeno, donde la variable explicativa toma valores en el intervalo
[a, b]. El hecho de truncar la variable explicativa nos permite reducir la gran variabilidad

asociada a los modelos polinémicos locales en la frontera. Consideraremos o = 0.05.
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3. Estimar la “sparsity” utilizando las ventanas piloto /ﬁs y st obtenidas en base a la
expresion del error cuadratico medio del estimador de la integral de la “sparsity” al
cuadrado dado en (R.4). Denotaremos esta estimacién por éz o

4. Finalmente, el selector de la ventana asociada al método plug-in tendria la siguiente
forma:

RE)t(1-1)52. -\

N ths 7ds

NP pi2(K)? 3%.05 n

Gracias a un estudio de simulacién, se muestra que el nuevo selector del pardmetro
ventana muestra un menor error cuadratico medio integrado comparado con los competidores
disponibles en la literatura, tanto en escenarios homocedésticos como heterocedésticos.
Ademas, hemos desarrollado un paquete de R llamado BuQuant que permite acercar las nuevas
herramientas estadisticas desarrolladas a la comunidad cientifica.

Capitulo 4: Un contrate de bondad de ajuste aplicado a
covariables de alta dimension

Dado un modelo de regresién, surge de forma natural la necesidad de verificar que dicho
modelo se ajusta bien al conjunto de datos con el que estamos trabajando. Surgen de este
modo los contrastes de bondad de ajuste en el contexto de la regresién que se abordan a lo
largo del Capitulo 4. Los principales resultados obtenidos a lo largo de este capitulo pueden
verse en Conde-Amboage et al. (2015).

Consideraremos un modelo de regresién asociado a un cuantil T € (0, 1) de interés de la
forma:
Y =q¢.(X)+e

siendo ¢ el error desconocido que debe verificar que P(e < 0/X) = T donde (X,Y) € R4+,

En este caso, nuestro objetivo sera realizar el siguiente contraste de hipdtesis:

HO:QTEQQZ{QT(’ae) : HEGCR(I} (R5)
H, : g ¢ Qp

Existen propuestas en la literatura que afrontar el contraste de bondad de ajuste dado
en (R.5). Destacamos la propuesta de He y Zhu (2003) que extienden al contexto cuantil
el conocido test basado en la funcién de regresién integrada propuesto por Stute (1997) en
el contexto de la cldsica regresién en media. Por otra parte, Zheng (1998) afronta el mismo
problema utilizando métodos de suavizacion, extendiendo de esta forma su anterior propuesta
Zheng (1996) al contexto cuantil.

Es evidente que el aumento de la dimensién de la variable explicativa X € R¢ afecta
a los contrastes de bondad de ajuste, que es lo que se conoce como desastre de la
dimensionalidad. A lo largo del Capitulo 4 se presenta un nuevo test que surge con
el objetivo de evitar el desastre de la dimensionalidad en la linea del test propuesto por
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Escanciano (2006). Es decir, vamos a proponer un contraste de bondad de ajuste para el
contexto de la regresién cuantil basado en el uso de proyecciones sobre la variable explicativa
X.

Si el parametro 6, se supone conocido, entonces el test estara basado en el siguiente
proceso empirico:

Ru(B,u) = 023" () b (Xi, 0) 1(8'X; < )
i=1
donde ¥(r) = Tl(r > 0) + (T — 1)I(r < 0) representa la derivada de la funcién de pérdida
cuantilica que viene dada por p: = ©l(r > 0) + (T — 1)rl(r < 0), qg)(a:,@) = & g(z,0)
denota la derivada de la funcién de regresién, I representa la funcion indicadora de un evento
ye=Y —q(X,0q).

En la practica no conoceremos el parametro 6. y serd por tanto necesario estimarlo.
Entonces el proceso empirico que utilizaremos en la practica vendria dado por

RL(Bou) = n Y23 (i) ¢tV (X, ) L(B'X; < w)
=1

~

donde r; =Y; — q¢(X;, 0;) representan los residuos del modelo y 51 es una estimacién de 6.

Llegados a este punto debemos elegir una norma en funcion de la cual definir el estadistico
de contraste. Consideraremos la norma de Cramér-von Mises como consecuencia de sus claras
ventajas computacionales. Con lo cual, el estadistico de contraste vendria dado por:

T,, = mayor autovalor de / R} (B, uw)[RL(B,w)] Fy 5(du)dp
i

donde F,, g(u) representa la funcién de distribucién empirica de las variables explicativas
proyectadas {8'X1, -+, 8’ X, } y dj representa la densidad uniforme en la esfera unidad en el
espacio R,

El proceso empirico R} es similar al propuesto por Escanciano (2006), pero con dos
diferencias destacables: la funcién de pérdida en este caso es la funcién de pérdida cuantilica
vy hemos introducido la derivada de la funciéon de regresién siguiendo la propuesta de He y

Zhu (2003). Destacar también que el proceso R} dista del considerado por He y Zhu (2003)
en dos aspectos fundamentales: la consideracién de proyecciones de la variable explicativa y
la no suposicién de homocedasticidad.
La distribucion limite de R,, bajo la hipdtesis nula simple Hy : g € Qp, viene dada por
R, = R
siendo R, un proceso gaussiano de media cero y con matriz de covarianzas

K (e1,22) = B |tV (X, 00) o (X, 0181 X < un) HBHX < )

donde z1 = (B}, u1)" vy x2 = (B, u2)’.
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Por otra parte, se ha probado la consistencia del test frente a alternativas que convergen
a Hy con tasa /n. Es decir, si los datos proceden de un modelo de la forma

Y; :qT(XiaeT)+n_1/2h(Xi)+5i ie{l,...,n}

donde la funcién h representa la desviacién respecto de la hipdtesis nula. Entonces, bajo
ciertas condiciones de regularidad, se tiene que:

RL(B,u) —WZw [1(8'X; < u) — S(8,u) S| ¢t (X;, 00)'

E [f(O\X) h(X) gtV (X, 00 HEX < u)
~ S(8,u)S~'E [f(0|X) h(X) ¢V (X, eT)’] +0,(1)
uniformemente en (3, u), siendo:

S = E[f(01X) ¢t (X, 62) ¢t (X, 60)'
S(8,u) = E[£(0]X) ¢t (X, 62) ¢tV (X, 6:) T(B'X < w)).

Una vez que hemos planteado el estadistico de contraste, se debe afrontar el problema de
como llevar a cabo el calibrado del test. En este punto, se presentan diversas opciones. En
primer lugar, podriamos utilizar la distribucién limite del estadistico pero esto implicaria
estimar la varianza limite que acarrea la complicada estimacién de diversas cantidades
desconocidas. Otra opcién serfa utilizar la representacion del proceso empirico bajo la
hipotesis nula compuesta que hemos detallado anteriormente, es decir, se plantearia un
bootstrap de los multiplicadores como el considerado por He v Zhu (2003). En general, este
segundo método tiene asociado mejores resultados que la aplicacion directa de la distribucion
limite, pero todavia seria necesario estimar diversas cantidades desconocidas como la densidad
condicional del error evaluada en cero (por ejemplo, Fscanciano vy Goh (2014) consideraron
esta segunda linea).

Teniendo en cuenta todos estos argumentos, proponemos calibrar el test a través de un
procedimiento wild bootstrap adaptado al contexto cuantil desarrollado por Feng et al. (2011).
La mayor ventaja de dicho método es que nos permite considerar escenarios heterocedasticos
sin necesidad de estimar ninguna cantidad desconocida involucrada en las representaciones
del proceso empirico R..

Por otra parte, se ha presentado un extenso estudio de simulacién que muestra el buen
comportamiento del nuevo contraste de bondad de ajuste. Se concluye entonces que el nuevo
test muestra un buen ajuste del nivel independientemente del cuantil de interés considerado.
Ademsds, es generalmente méas potente que sus competidores naturales, particularmente
cuando la dimension de la covariable aumenta. Es importante destacar que la nueva propuesta
también ha sido aplicada con éxito en contextos heterocedasticos.

Finalmente, el test propuesto ha sido aplicado a un conjunto de datos reales. Dicha
aplicacion ha servido para testear un modelo ampliamente utilizado en el contexto econdémico
que permite describir la evolucién del producto interior bruto en funcién de diversas variables
explicativas.
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Capitulo 5: Un contraste de bondad de ajuste para modelos de
regresion cuantil basado en regresion logistica

A lo largo del Capitulo 5 afrontamos el mismo problema que el desarrollado en el Capitulo 4
pero desde un punto de vista completamente diferente. Es decir, nuestro objetivo sera llevar
a cabo el contraste de hipdtesis dado en (R.5). El test propuesto estd basado en el hecho de
considerar la funcién indicadora aplicada al signo de los residuos del modelo cuantil como la
variable respuesta de un modelo de regresién logistica. Es decir, la variable dicotémica

Z(0:) =1(Y < qo(X,6x))

jugard un papel fundamental a lo largo de este capitulo.

Asi, siguiendo la idea desarrollada por Redden et al. (2004), si el modelo cuantil es
correcto, todos los coeficientes asociados al modelo logistico serdan cero salvo la constante.
Notese que dicha constantes serd T, donde T representa el cuantil de interés en torno al cual
realizamos el modelo de regresiéon. En base al razonamiento anterior, proponemos un test
de razon de verosimilitudes sobre la significacién de los coeficientes del modelo logistico, que
servira para testear la veracidad del modelo cuantil.

Consideraremos como predictores del modelo logistico funciones de proyecciones
univariantes de las covariables del modelo cuantil. Para describir formalmente el nuevo
contraste de bondad de ajuste, serda mnecesario que dichas funciones representen una base
densa de funciones. En particular, tomaremos polinomios de Hermite a modo de base de
funciones, que denotamos por

Pi = (1,H1(XZ),H2(XZ),H3(X1), . ,Hp(Xi)),, 1 S 7 S n

Asi, el estadistico de contraste vendria dado por
Ty =2 (Ln(a, Z(8), P) — Ly(logit(t), Z(8), 1)) ,

donde

n

Lu(p, Z(0x), P) = Z (Zi(é\T)@’PZ- —log(1 + e%ﬂ’Pz‘))

n

La(logit(v), Z(B2), 1) = 3 [Zi(al)logitm ~log (1 + elogit(ﬂ)] .
=1

Con el objetivo de estimar el parametro ¢ asociado al modelo de regresién logistica,
hemos considerado métodos de méxima verosimilitud penalizada. Es decir, el estimador ¢ se
calcula como sigue

7= argmax [0 Lu(e, 200, P) + A lgl|

n

(aaxda—maruy%)+qu
i=1

1
= arg max [
e |n
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donde X es el conocido como parametro de suavizacion. Hemos optado por métodos de maxima
verosimilitud penalizada para evitar el conocido problema de separacidon, que se observa
en el proceso de estimacion de un modelo logistico cuando la verosimilitud converge mientras
al menos uno de los pardmetros estimados diverge a +co. Este problema ha sido tratado por
varios autores como Firth (1993) y Horowitz y Spokoiny (2002).

Por otra parte, supuesto que la variable explicativa asociada al modelo de regresién cuantil
sea multivariante, buscaremos la proyeccién “menos favorable” para la hipotesis nula del test
de razon de verosimilitudes. De esta forma conseguimos que el test sea consistente para toda
clase de alternativas, incluso en alta dimension. En este segundo escenario, el estadistico de
contraste viene dado por

~ ~

Ty =, mas 2 (La(3, 200, P(8)) ~ Lalogit(v), Z(), 1)
donde
P,(ﬁ) = (1, H1 (IBIXZ), HQ(B/XZ'), ey Hp(,@/Xi)y, 1 S l S n.

Un estudio de simulacién muestra las buenas propiedades del nuevo test frente a otros
contrastes no paramétricos disponibles en la literatura. De igual modo, este nuevo contraste
ha sido aplicado a una base de datos reales. Los principales resultados obtenidos a lo largo
del Capitulo 5 pueden consultarse en Conde Amboage et al. (2016).
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Notation

AMISE
Bi(n, p)
Ct

card

transpose of a vector a

significance level associated with a lack-of-fit test
asymptotic mean integrated squared error
binomial distribution with parameter n, p

T-th quantile of a random variable

cardinal of a subset

convolution

distribution convergence

dimension of the covariate associated with a quantile regression
expectation

unknowm error associated with a regression model
distribution, density and quantile function associated with a
random variable X

empirical distribution function

bandwidth parameter associated with a local linear quantile
regression model

infimun of a subset A

indicator function

integer part of a number

|9 norm

{1 norm

smoothing parameter associated with penalized regression
likelihood function

mean regression function

family of a parametric mean regression function
mean absolute error

mean integrated squared error

mean squared error

a normal distribution with mean p and variance o2

sample size of a random sample
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210 Notation
R4 d-dimensional Euclidian space
P, ¢ distribution and density functions associated with a standard
Gaussian distribution
P derivative of the quantile loss function
number of Hermite polynomials in the basis
q dimension of the estimator associated with a quantile regression
Q- quantile regression function
deh local linear quantile regression with bandwidth parameter h
q(i) (X,0) i—th partial derivative of the quantile regression function with
respect to the parameter 6, that is, 9'q./06"
Qy family of a parametric quantile regression function
o loss quantile function
S unit sphere in R?
0 estimator associted with a regression model
§LS least squares estimator
0. estimator associated with a T-th quantile regression
T, test statistic associated with method ”a”
Var Variance
X design matrix
X =(xm, X (@) covariate associated with a quantile regression model
Y response variable assocites with a quantile regressin model
Y= bootstrap replication associated with a variable Y
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