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Preface

Typically, patterns in real data, which we may call curves or
surfaces, will not follow simple rules. However, there may be a
sufficiently good description in terms of a finite number of inter-
pretable parameters. When this is not the case, or if the paramet-
ric description is too complex, a nonparametric approach is an
option. In developing nonparametric curve estimation methods,
however, sometimes we may take advantage of the vast array of
available parametric statistical methods and adapt these to the
nonparametric setting. While assessing properties of the non-
parametric curve estimators, we will use asymptotic arguments.

This book grew out of a set of lecture notes for a course on
smoothing given to the graduate students of Seminar fiir Statis-
tik (Department of Mathematics, ETH, Ziirich). To understand
the material presented here, knowledge of linear algebra, calcu-
lus, and a background in statistical inference, in particular the
theory of estimation, testing, and linear models should suffice.
The textbooks Statistical Inference (Chapman & Hall) by Samuel
David Silvey, Regression Analysis, Theory, Methods and Applica-
tions (Springer-Verlag) by Ashis Sen and Muni Srivastava, Linear
Statistical Inference, second edition (John Wiley) by Calyampudi
Radhakrishna Rao, and Robert Serfling’s book Approximation
Theorems of Mathematical Statistics (John Wiley) are excellent
sources for background material. For nonparametric curve
estimation, there are several good books and in particular the
classic Density Estimation (Chapman & Hall) by Bernard Sil-
verman is a must-have for anyone venturing into this topic. The
present text also includes some discussions on nonparametric
curve estimation with time series and spatial data, in particular
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with different correlation types such as long-memory. A nice
monograph on long-range dependence is Statistics for Long-
Memory Processes (Chapman & Hall) by Jan Beran. Additional
references to this topic as well as an incomplete list of textbooks
on smoothing methods are included in the list of references.
Our discussion on nonparametric curve estimation starts
with density estimation (Chapter 1) for continuous random
variables, followed by a chapter on nonparametric regression
(Chapter 2). Inspired by applications of nonparametric curve
estimation techniques to dependent data, several chapters are
dedicated to a selection of problems in nonparametric regres-
sion, specifically trend estimation (Chapter 3) and semipara-
metric regression (Chapter 4), with time series data and sur-
face estimation with spatial observations (Chapter 5). While,
for such data sets, types of dependence structures can be vast,
we mainly focus on (slow) hyperbolic decays (long memory),
as these types of data occur often in many important fields of
applications in science as well as in business. Results for short-
memory and anti-persistence are also presented in some cases.
Of additional interest are spatial or temporal observations that
are not necessarily Gaussian, but are unknown transformations
of latent Gaussian processes. Moreover, their marginal probabil-
ity distributions may be time (or spatial location) dependent and
assume arbitrary (non-Gaussian) shapes. These types of model
assumptions provide flexible yet parsimonious alternatives to
stronger distributional assumptions such as Gaussianity or sta-
tionarity. An overview of the relevant literature on this topic is
in Long Memory Processes — Probabilistic Properties and Sta-
tistical Models (Springer-Verlag) by Beran et al. (2013). This is
advantageous for analyzing large-scale and long-term spatial and
temporal data sets occurring, for instance, in the geosciences,
forestry, climate research, medicine, finance, and others. The
literature on nonparametric curve estimation is vast. There are
other important methods that have not been covered here, such
as wavelets — see Percival and Walden (2000), splines (a very
brief discussion is included here in Chapter 2 of this book);
see in particular Wahba (1990) and Eubank (1988), as well as
other approaches. This book looks at kernel smoothing meth-
ods and even for kernel based approaches, admittedly, not all
topics are presented here, and the focus is merely on a selection.
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The book also includes a few data examples, outlines of proofs
are included in several cases, and otherwise references to rel-
evant sources are provided. The data examples are based on
calculations done using the S-plus statistical package (TIBCO
Software, TIBCO Spotfire) and the R-package for statistical
computing (The R Foundation for Statistical Computing).
Various people have been instrumental in seeing through this
project. First and foremost, I am very grateful to my students
at ETH, Ziirich, for giving me the motivation to write this
book and for pointing out many typos in earlier versions of the
lecture notes. A big thank you goes to Debbie Jupe, Heather
Kay, Richard Davies, and Liz Wingett, at John Wiley & Sons
in Chichester, West Sussex, Alison Oliver at Oxford and to the
editors at Wiley, India, for their support from the start of the
project and for making it possible. I am grateful to the Swiss
National Science Foundation for funding PhD students, the
IT unit of the WSL for infallible support and for maintaining
an extremely comfortable and state-of-the-art computing
infrastructure, and the Forest Resources and Management Unit,
WSL for generous funding and collaboration. Special thanks go
to Jan Beran (Konstanz, Germany) for many helpful remarks on
earlier versions of the manuscript and long-term collaboration
on several papers on this and related topics. I also wish to
thank Yuanhua Feng (Paderborn, Germany), Philipp Sibbertsen
(Hannover, Germany), Rafal Kulik (Ottawa, Canada), Hans
Kiinsch (Zurich, Switzerland), and my graduate students Dana
Draghicescu, Patricia Menéndez, Hesam Montazeri, Gabrielle
Moser, Carlos Ricardo Ochoa Pereira, and Fan Wu, for close
collaboration, as well as Bimal Roy and various other colleagues
at the Indian Statistical Institute, Kolkata and Liudas Giraitis at
Queen Mary, University of London, for fruitful discussions and
warm hospitality during recent academic trips. I want to thank
the following for sharing data and subject specific knowledge,
which have been used in related research elsewhere or in this
book: Christoph Frei at MeteoSwiss and ETH, Ziirich, various
colleagues at the University of Bern, in particular, Willy Tinner
at the Oeschger Centre for Climate Change Research, Brigitta
Ammann at the Institute of Plant Sciences and Jakob Schwander
at the Department of Physics, as well as Matthias Plattner at
Hintermann & Weber, AG, Switzerland and various colleagues
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from the Swiss Federal Research Institute WSL, Birmensdorf,
in particulear Urs-Beat Brindli, Fabrizio Cioldi and Andreas
Schwyzer, all at the Forest Resources and Management unit.
Data obtained from the MeteoSwiss, the Swiss National Forest
Inventory, the Federal Office of the Environment (FOEN) in
Switzerland, and various public domain data sets made available
through the web platforms of the National Aeronautics and
Space Administration (NASA), the National Oceanic and
Atmospheric Administration (NOAA), and the Meteorological
Office, UK (Met Office) used in related research elsewhere or
used in this book for methodological illustrations are gratefully
acknowledged.

My deepest gratitude goes to my family and friends. I want
to thank my family Céline and Jan for being with me every step
of the way, making sure that I finish this book at last, my family
in India for their unfailing support, our colleagues Suju and
Yuanhua for their hospitality on many occasions, Maria, Gun-
nar, Shila, and Goutam for holding the fort during conferences
and other long trips, Wolfgang for his sense of humor, and last
but not the least, Sir Hastings, our lovely Coton de Tuléar, for
keeping us all on track with his incredible wit and judgment.

Sucharita Ghosh
Birmensdorf



Density Estimation

1.1 Introduction

Use of sampled observations to approximate distributions has a
long history. An important milestone was Pearson (1895, 1902a,
1902b), who noted that the limiting case of the hypergeometric
series can be written as in the equation below and who intro-
duced the Pearsonian system of probability densities. This is a
broad class given as a solution to the differential equation

af _ -af

== 1.1
dx bO + blx + bzxZ ( )

The different families of densities (Type I-VI) are found by solv-
ing this differential equation under varying conditions on the
constants. It turns out that the constants are then expressible in
terms of the first four moments of the probability density func-
tion (pdf) f, so that they can be estimated given a set of obser-
vations using the method of moments; see Kendall and Stuart
(1963).

If the unknown pdf f is known to belong to a known paramet-
ric family of density functions satisfying suitable regularity con-
ditions, then the maximum likelihood (MLE; Fisher 1912, 1997)
can be used to estimate the parameters of the density, thereby
estimating the density itself. This method has very powerful sta-
tistical properties, and continues to be perhaps the most popular
method of estimation in statistics. Often, the MLE is the solu-
tion to an estimating equation, as is also the case for the method
of least squares. These procedures then come under the general

Kernel Smoothing: Principles, Methods and Applications, First Edition.
Sucharita Ghosh.
© 2018 John Wiley & Sons Ltd. Published 2018 by John Wiley & Sons Ltd.
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framework of M-estimation. Two other related approaches that
use ranks of the observations are the so-called L-estimation and
R-estimation, where the statistics are respectively linear combi-
nations of the order statistics or of their ranks. These estimation
methods are covered in many standard textbooks. Some exam-
ples are Rao (1973, chapters 4 and 5), Serfling (1986, chapters 7,
8,and 9), and Sen and Srivastava (1990).

1.1.1  Orthogonal polynomials

Yet another approach worth mentioning here is the use of
Orthogonal polynomials (see Szeg6 2003). In this method, the
unknown density is approximated by a sum of weighted linear
combinations of a set of basis functions. Cencov (1962) provides
a general description whereas other reviews are in Wegman
(1972) and Silverman (1980). Additional background informa-
tion and further references can be found in Beran et al. (2013,
Chapter 3) and Kendall and Stuart (1963, Chapter 6). The essen-
tial idea behind the use of Orthogonal polynomials is as follows
(see Rosenblatt 1971):
Suppose that the pdf

fR-R (1.2)

belongs to the space [L2{R, G} of all square integrable functions
with respect to the weight function G, i.e.,

/oofz(x)G(x) dx < o (1.3)

holds, where R = (—o0,0) denotes the real line. Also, let
{G,(x)} be a complete and orthonormal sequence of functions in
L2{R, G}. Then f admits an expansion

f@) =Y 4G ) (1.4)
1
which converges to f in L2{R, G}, where a, is defined as

a,=/ fx)G;(x)G(x) dx. (1.5)

This formula immediately suggests an unbiased estimator of the
coefficient a; using sampled observations, followed by a substi-
tution in the expansion for f.
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As an example, we take a brief look at the Gram—Charlier
series representation followed by a further extension due to
Schwartz (1967). The Gram—Charlier series of Type A is based
on Hermite polynomials H; and the standard normal pdf ¢. Note
that, for Edgeworth expansion based methods, one would con-
sider the Fourier transform of the product H;(x)¢(x) and move
on to an expansion that uses the cumulant generating function
(see Kendall and Stuart 1963).

First of all consider the pdf f such that it can be expressed as

(e8]

f@®) = () Y cH(x). (1.6)

=0

For conditions under which this is valid, see two theorems due
to Cramér quoted in Kendall and Stuart (1963, pp. 161-162) as
well as some historical notes in Cramér (1972).

Here ¢ is the standard normal pdf, i.e.,

Px) = 1 e"“z/z,x eR (1.7)

V2r

and H; is the Hermite polynomial of degree /, i.e.,
1 d
$(x) da’

Using the orthogonality property of the Hermite polynomials,
ie,

Hy(x) = (-1) P(x). (1.8)

% / ) W) H,(x)H,,(x) dx = 0,if | # m (1.9)
=1,if [ =m, (1.10)

we have

/ f@H@d =Y ¢ / $@HH ®) dx  (1.11)

j=0
= /00 d)(x)le(x) dx =l\c. (1.12)

In other words, the coefficients c; are

o= % [ F0IH ) ds = LEG00). (113)

3
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Due to previous detailed work by Chebyshev, the Hermite poly-
nomials are also known as the Chebyshev—Hermite polynomi-
als. In fact, contributions of Laplace are also known. See Sansone
(2004) and Szeg6 (2003) for additional information.

The above formula for ¢; implies that these coefficients may be
estimated from a given set of observations Xj, ..., X,, from f as
sample means of Hermite polynomials, i.e.,

n

¢ = 1—1,% > HiX). (1.14)
j=1

Since with increasing /, estimation of higher order moments
are involved, this method however is not optimal. From a statis-
tical view—point, one option is to consider a finite sum.

To this end, Schwartz (1967) considers a pdf f that is square
integrable (or simply bounded) and seeks to give an approxima-
tion of the form

MVI
f@) =Y d,G ) (1.15)
=0

where M,, is a sequence of integers depending on the sample
size n, d; , are estimated from observed data, and G, are Hermite
functions

Gy(x) = 2\/7) ™ 2e /222 1 (\/2x). (1.16)

The Hermite functions G,(x) form a complete orthonormal set
over the real line. Examples of Hermite polynomials and Hermite
functions are in Figure 1.1 and Figure 1.2. Moreover, due to a the-
orem of Cramér (see Schwartz 1967), |G;(x)| is bounded above
by a constant that does not depend on x or /. Since f is square
integrable, f can be expanded (orthogonal series expansion) as

f@) =Y dGx) (1.17)
1=0
where
ai= [ 10961t d = EG 00 (118)

Schwartz (1967) proposes the estimator

M}’l
fla) = Z d;,G(x) (1.19)
=0
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1 Density Estimation

where M,  — oo and M,, = o(n) as n — oo and the coefficients

d;, are estimators based on the sample means of Hermite
functions

4 = % Y Gix,). (1.20)

Under some conditions on the rth derivative (r > 2) of f(x)¢$(x),
Schwartz (1967) derives asymptotic properties of his estimator
including the rate of convergence to zero of the mean integrated
squared error (MISE).

There are various textbooks and review papers that give excel-
lent overvews of nonparametric density estimation techniques.
Basic developments and related information can, for instance,
be found in Watson and Leadbetter (1964a, 1964b), Shapiro
(1969), Rosenblatt (1971), Bickel and Rosenblatt (1973), Rice and
Rosenblatt (1976), Tapia and Thompson (1978), Wegman (1982),
Silverman (1986), Hart (1990), Jones and Sheather (1991), Miiller
and Wang (1994), Devroye (1987), Miiller (1997), Loader (1999),
and Heidenreich et al. (2013). Various textbooks have addressed
applied aspects and included various theoretical results on gen-
eral kernel smoothing methods. Some examples are Bowman
and Azzalini (1997), Wand and Jones (1995), Simonoff (1996),
Scott (1992), Thompson and Tapia (1987), and others.

In this chapter, we focus on a selection of ideas for density
estimation with independently and identically distributed (iid)
observations, restricting ourselves to continuous random vari-
ables. We start with the univariate case and the multivariate case
is mentioned in the sequel.

Let X, X;, X5, ..., X, be iid real-valued univariate continuous
random variables with an absolutely continuous cumulative dis-
tribution function

Flx) =P(X <x) = /x fu)du,x € R (1.21)

where f(x) denotes the probability density function (pdf). The
pdf f will be assumed to be a three times continuously differen-
tiable function with finite derivatives. Further conditions will be
added in the sequel.

The problem is a nonparametric estimation of f(x),x € R,
using X1, Xy, ..., X,

7
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1.2 Histograms

The most widely used nonparametric density estimation method
is the histogram, especially for univariate random variables. The
idea has a long history and the name “histogram” seems to have
been used for the first time by Karl Pearson 1895). Basic infor-
mation on the use of the histogram as a graphical tool to display
frequency distributions can be found in any elementary statisti-
cal textbook.

Construction of a histogram proceeds as follows. We consider
the univariate case. Let

A={ApL Ay, AL (1.22)
be a partition of the real line into disjoint intervals A;, the jth

interval having the width b;. Let f; be the frequency or the num-
ber of observations falling in A; such that

2h=n (1.23)
j
Then the histogram estimate of f(x) at x € A; is given by
» Y
Snist () = n—bj,x EA, (1.24)
In practice, one starts with k bius (or cells), A, A, ..., Ay, where

k is an arbitrary positive integer. In the case of univariate data,
the bins are non-overlapping intervals on the real line. If, for
instance, the bin widths are equal, blocks with heights propor-
tional to f; placed on A,j = 1,, ..., k, produce a histogram. The
block heights may be scaled so that the sum of all block sizes is
equal to 1. Typically, b and k will depend on the sample size n.
Thus let k = k,, and b = b,, be sequences such that, with increas-
ing sample size, i.e., as 1 —> oo,

b— 0,k —> 00,kb - c0,nb - 0. (1.25)
For instance, the bins may be defined as
where t; = (j—1/2)b,j =1,2,...,k (1.27)

and b > 0 is the bin width. Thus
by =b/2,ty =3b/2,t3 =5b/2...,t; = (2k —1)b/2 (1.28)
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so that the bins are
A, =(0,b], Ay = (b,2D], ... Ay = ((k — 1)b, kD]. (1.29)

This will produce a histogram whose left end-point is set at zero.
More generally, let the starting point be at ¢, and consider j €
Z, where Z denotes the set of all integers. Then, using the bin
width b as above, the jth bin Aj can be defined as the interval
(ty +jb, ty+ (+ 1)b].

The frequency for A, is

fi=#ilX,€A;,i=12, .1} (1.30)

and the histogram estimator of f(x) for a fixed x € R is given by

~ S
fhist(x) = I’l_]b,x € A} (131)

Figure 1.3 is a histogram of duration of eruptions in min-
utes (number of observations n = 272) for the Old Faithful
geyser in the Yellowstone National Park, Wyoming, USA
(source: R). Four different bin widths (b = 0.01,5 = 0.1,b = 0.5,
b=1) are used for illustration. A parametric formulation
of the distribution of the data could, for instance, involve a
mixture of two normals. We make a note that the discussion
on density estimation in this section is focused on iid data.
However, the Old Faithful data may in fact be treated as time
series observations, so that the expressions for the asymptotic
variance calculations do not apply to these data and would need
to be modified by incorporating serial correlations. See Azzalini
and Bowman (1990) for an interesting analysis of the physical
processes behind these data. Some summary statistics for this
data set are given below using the summary( ) function in R.

> summary(Faithful[,1])
Min. 1st Qu. Median Mean 3rd Qu. Max.
1.600 2.163 4.000 3.488 4.454 5.100

1.2.1 Properties of the histogram

Consider the case of equal bin width s. The specific choice of the
bin width b directly affects the resulting shape and properties
of the histogram. Large b will result in a larger bias whereas a
smaller b will increase the variance. How this happens can be
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1 Density Estimation

seen from an asymptotic analysis of the histogram. First of all, for
each j, the frequency f; is a sum of zero—one random variables
of the type

fi= D I(X, A) (1.32)
i=1

where

In particular, the histogram estimator of f(x),x € A;, is a sample
mean

n
~ 1
hmw=;ZZR&A»xe&. (1.34)
i=1
The bias and the variance of the histogram estimator f nise (%) can
be derived by noting that due to the iid assumption, the bin fre-
quencies ]5 are binomial random variables, i.e.,

Jf; ~ Binomial(n, p;) (1.35)
where

pj= P(X; Aj) = / f(u) du. (1.36)

A

This means

E(fpis®)) = np;/ (nb) = p; /b. (1.37)
Due to the mean value theorem,

pj=bf(g) (1.38)
for some Zj/ IS Aj so that

E(fpise ) = £ (). (1.39)

Asymptotic unbiasedness is obvious, for instance, if we assume
Lipschitz continuity, i.e., suppose that there exists a constant
5]' > Osuch thatforall {;,¢, € Aj,

@) ~F @] < 816 = &, (1.40)

n
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Since x, ¢ i € A and the width of the bin Aj is b, the absolute bias
mfhm )forx €A;is

EF i) = @) = 1) —f@] < 815 — x| < 6b.  (1.41)

Due to the previous assumption on the bin width,asn — o0, b —
0, so that

IE(f pise @) —f®)] = 0 (1.42)

ie., E( ]/’\hist(x)) is asymptotically unbiased.
As for the variance, again, since f; is a binomial random
variable,

Var (f1s®) = npj(1 = p)) /(126%) = pj(1 = p))/(nb?).  (1.43)

Applying the mean value theorem,

Var ( fhm x)) = nbf (§)(1 — bf () /( (n*b?)

= f(G)(1 = b (§))/(nb) = £(£)/(nb) - (&) /.
(1.44)

Since as n — o0, nb — o0, Var( f nist(%)) converges to zero
asymptotically. This result, together with the asymptotic unbi-
asedness of the histogram, proves pointwise weak consistency
of fhzst at x.

An asymptotic expression for an upper bound for the mean
squared error (mse) can now be given. If we take the leading
term of the variance of the histogram, combining it with its bias,
we can write down an upper bound for the asymptotic mean
squared error (AMSE). Thus, for x € Aj,

AMSE(f i) < ()] (nb) + 6707, (1.45)

Differentiating the expression on the right-hand side and equat-
ing to zero we get that

b = {6/ (2052) } (1.46)

minimizes the above upper bound, i.e., the optimal bandwidth
converges to zero at the rate O(1n~1/3). Substituting this value in
the upper bound for the AMSE, we get

[(©)/(nbyyy) + 826, o< n™*/2. (1.47)
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In other words, the upper bound at b = b,,, of the AMSE con-
verges to zero at the rate O(n=2/3). As we shall see later in this
chapter, a better convergence rate, namely O(n~%/?), is possible
to achieve, for instance using an appropriate kernel. For further
detailed results on the histogram estimator, see Freedman and
Diaconis (1981) and Scott (1979, 1992).

To obtain an approximation to the bias, not just an upper
bound, let j be fixed and consider x,u € A;, where A; = (¢, +
jb, ty + (j + 1)b], for some point #,. We derive the asymptotic
expressions for the bias and the variance of f;,)- First of all,
since both x and u are in Aj,

lu—x| <b (1.48)

where b is the width of A;. By Taylor series expansion,

F@) =f() + (u = 2)fV(x) + OF?), (1.49)
so that
to+(i+1)b
pj= /t . f(u)du
0t/

= bf (x) + fPV ) B*(1 + 2j) — 2b(x — t)}/2 + O(b®).  (1.50)

This implies that the bias is equal to
E(fpise @) —f (%) = p; /b~ £ ()
= fO @) b1 +2))/2 = (x— 1)} + O(B?). (1.51)

In the above expression for the bias, the coefficient of f)(x)
is the distance between x and the mid-point é,}(mz‘i) of the
interval A

Since |x — £y| < band b — 0 as n — oo and j is fixed, the bias
of fhlst (x) for x € (¢, +jb, ty + (j + 1)b] converges to zero with
increasing sample size at the rate O(b) unless b(1 + 2j)/2 — (x —

ty) = 0, or equivalently unless x = Z_,’].(mid) = (ty +jb) + b/2.Inthe

case x = Cj(md), the bias of f\hist(x) converges to zero at the rate
o(b?).

Similarly, an asymptotic expression for the variance of the his-
togram estimator f,.,(x) can be found. First of all, as observed

13
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earlier in this section,
Var {f\hist(x)} :pj(l —p/)/(nbz), where x € A;. (1.52)

Due to the mean value theorem, we may write pji= bf (C/) where
§ €A s0 that

Var { f ()} = bF ()1 - bf (&)} (nb?). (1.53)

Since x,C}» IS Aj, | — Cj| <b -0 as n— oo, by Taylor series
expansion

f(&) =f@) + (& —2)f V) + 0(b?) (1.54)
so that substitution yields
Var { fq(x)) = f(2)/(nb) + O(1/n). (155)

In other words, the variance of the histogram f\hist (%) converges
to zero with increasing sample size at the rate O(1/(nb)).

There is a simple remedy for avoiding the bias problem in his-
tograms. This is considered in frequency polygons.

1.2.2 Frequency polygons

The histogram estimators at the centers of the bins can be used

to construct frequency polygons, which we denote by f poly In this
method, frequency data are displayed by joining the f nist(C md))
values using straight lines, where Z_,’].(m’ is the mid-point of bin ;.

Thus if x = é’/.(Mid) then

Foany (§7) = Friee (). (1.56)

For all other x’s that are not the mid-points of the various
bins, say, {; mid) < » < {,’ (mid) + fpoy(®) is obtained by joining
d) d d) 7 d . .
Cj(rm ’fhist Cj(ml ))) }(+mll » Fhist( }(+mll ) by ? straight lm'e.
This means, if f hist(g“j(md) f hist C (mid)) and ijld) <x< Cj(i”lld)

then

E(fpo®) = 10) <E (Fuua ¢ - f@) = 00> (157)
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N . 7 id " id id id
Similarly, if fi(&"™) < fuia (@) and ¢ <z < 0
then

E( poy @) — @) < E (el i) - f@) = OB (158)

j
Therefore, the bias of fpoly(x) is of the order O(b?).

1.2.3 Histogram bin widths

There are several propositions for selecting the widths of the his-
togram.

1.2.3.1 Sturges’rule

As Scott (1992) explains, Sturges’ rule (Sturges 1926) is a rule
for number of bins with constant bin width. The idea is based on
the convergence of the binomial distribution to the normal. Con-
sider the ideal case of a histogram for an appropriatey scaled nor-
mal data, where n values fall into k bins centered at0, 1, ...,k — 1
according to the formula f; = (k;l ), J; being the frequency for

the bin centered at j. This leads to

k-1
n=) f=2" (1.59)
=0

Taking the logarithm, one gets Sturges’ rule, namely,
k=~ 1+ log,(n). (1.60)

In particular, as n becomes large, the relative frequency his-
togram (or the binomial distribution with parameters k — 1 and
p = 1/2) converges to a normal pdf with mean (k —1)/2 and
variance (k — 1) /4. When the data are not normal, Doane (1976)
proposes to extend Sturges’ rule by including the standardized
skewness coefficient \/b_1 /s.d.(\/b_l ), where

. " 3/2
Vb = 2()9—)?)3/<2()9—X)2> (1.61)
j=1 i
is the sample skewness, for normal data its approximate variance
being, as n — oo (Pearson 1936),

\/ar(\/b_l) =6/n+o0(1/n), (1.62)

15
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so that for skewed data, a larger number of bins are obtained.
Doane’s proposed formula for the extra number of bins is

Koo ~ log) (1 +\/nb, /6> (1.63)

which converges to zero when the skewness coefficient
approaches zero. See Doane (1976) for details. The ideal bin
width may then be taken as b,,, = (X(,) — X(1))/k, where X; is
the jth order statistic so that X,,) — X4y is simply the range of
the observations.

1.2.3.2 Other rules: integrated squared density derivatives
The approaches that we mention here are concerned with esti-
mation of integrals of squares of derivatives of the unknown
pdf f. Consider the problem of finding the optimum con-
stant bin width that minimizes the leading term of the asymp-
totic integrated mean squared error. First of all, assume that
/_o:o (f () (x))2dx is finite and positive, and consider bins of con-
stant width b. To determine b, consider for simplicity the bin
(0,5] and let x € (0, b].

Then the asymptotic expression for the variance of the his-
togram estimator is

Var { f ()} = f(x)/(nb) + O(1/n), (1.64)
so that integrating out x € R,
Total integrated variance = 1/(ub) + O(1/n). (1.65)

Similarly, the asymptotic expression for the bias is (substitute
j=0,¢t=0)

E(Fpuse®) = £@) = fO@BA +20)/2 — (x — £)} + O(B?)
= fD@){b/2 — x} + O?). (1.66)

This gives the leading term of the mean integrated squared bias
as

b
/ (b/2 - P DV = B2V (1L67)
0
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for some ¢ € (0, b]. Doing smilar calculations for all (infinitely
many) bins, we get (see Scott 1979, 1992 and Freedman and
Diaconis 1981)

Total integrated squared bias = b*/12 Z {f(l)(C,)}zb
JEEA;

~ b%/12 / oo{ FO@)2dx (1.68)

Combining, the leading term in the integrated mean squared
error is

AMISE = 1/(nb) + b*/12 / (D)) 2dx. (1.69)
—0o0
Differentiating with respect to b and equating to zero, one gets
the rule (see Scott 1979)

b :n_1/3< 6 >1/3. (1.70)
o R(fM)

As can be seen above, for real data analysis, the main problem
in implementing the asymptotic formula for b,,, is the pres-
ence of the unknown quantity R(fV). This is an interesting
general problem, namely estimation of the integrated squared
density derivative R(f®)),p > 0, and this has been addressed
by various authors. Some of the main ideas involve a direct
plug-in approach or the use of cross-validation. Some rele-
vant references are Kronmal and Tarter (1968), Woodroofe
(1970), Rudemo (1982), Bowman (1984), Stone (1984), Silver-
man (1986), Hall and Marron (1987), Bickel and Ritov (1988),
Jones and Sheather (1991), and Scott and Terrell (1987), as well
as Wand (1997) and Jones et al. (1996). For histograms, we briefly
describe the reference to a standard distribution approach due
to Scott (1979, 1992) and the method of finite differences due to
Scott and Terrell (1987). Kernel based methods are taken up in
the context of kernel estimation of the density f.

Reference to a known distribution

This rule is due to Scott (1979) with further suggestions by
Freedman and Diaconis (1981). In this method, one uses a
known parametric family to estimate the quantity R( f)) in the

17
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formula for the optimum bin width. In particular, the zero mean
normal distribution N (0, 62) is often used as the reference distri-
bution due to the importance of scale in the bin width selection
problem (see Silverman 1986 and Jones et al. 1996). The idea is
to consider f that is close to the normal pdf with zero mean and
variance o2, which is also the population variance of X;.

Using the idea of Gaussian reference due to Tukey (1977,
p. 623) (also see Deheuvels 1977), Scott (1979) proposes to
replace the quantity (6/R(f™1))1/3 by 3.49s, where s is an esti-
mate of the standard deviation and R(g) denotes the integral of
the square of a function g. Using the N (0, 62) pdf, the integrated
squared first derivative becomes

R = [“gWeras

2
=/ (__f)z< : exp{—x2/(262)}> dx
-0 'O 2no
=1/(40°/7). (1.71)

Substituting this formula in b,,,,, we get

by = (24+/m) Pon™/3, (1.72)
and using an estimator & for o, the data-driven formula

bops = 3.56n7/3 (1.73)

is obtained. As for the choice of 6, one option is to use the sample
standard devition s = {Z?ZI(XL« — X)2/(n — 1)}1/2. Another sug-
gestion has been to use (see Silverman 1986)

IQRsample/IQRd) = IQRmmple/l.349, (1.74)

where IQR,,,,,. is the sample interquartile range and IQR, is
the interquartile range of the standard normal distribution, or
rather

6 = min(s, IQRmmple/l.349), (1.75)

which seems to work well with unimodal as well as moderately
bimodal densities (see Silverman 1986, p. 47).
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Method using finite differences
In this method (see Scott and Terrell 1987 and Scott 1992, p. 75),
the quantity R(f(1)) is estimated by using finite differences of the
histogram. The estimator is

R(/@) = b Y &~ 2/(nb?) (1.76)
j

wheredj = (ﬁ+1/(nb) —];-/(nb))/b,b — 0and k - c0asn — oo,
J; being the frequency for bin j.

1.2.4 Average shifted histogram

An idea related to the histograms is the so-called ASH. See Scott
(1985, 1992) for greater details. The average shifted histogram
(ASH) is constructed by averaging over several choices of the
starting point or the bin origin. For increasing number of choices
of the starting point, the idea is to asymptotically reduce the
effect of the starting point used to define the bins. Thus, suppose
that the /th histogram estimator is constructed using the bins

A= (t; +jb, t; + (j + 1)b]. 1.77)

The corresponding histogram estimator is then
1 n
Fhista®) = — DI A, x €A (1.78)
i=1

where x € A;; and I(X;, Aj) =1 if X; € A;; and I(X;, Ay) =0
otherwise. At the next step, considering L different values for the
starting point ¢,/ = 1,2, ..., L, one has the ASH estimator of f(x)
as

n

L L
~ 1 ~ 1
Fasue) =7 l;fhm,z(x) =— ; 31X, APIGx Ay (179)

i=1

1.3 Kernel density estimation

While the histogram or the Naive estimator gives a nonpara-
metric estimator of the probability density function, a smoother
density estimator may be desirable. For the Old Faithful data
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example, a parametric formulation of the distribution of the data
could, for instance, involve a mixture of well-chosen (known)
density functions, such as the normal for this particular data set.
See Johnson and Kotz (1994) for a detailed account of parametric
families of distributions. Here we focus on nonparametric curve
estimation methods and in particular kernel density estimation,
a method that leads to smoother curves than the histogram or
the Naive estimator, but of course, depending on the choice of
the kernel. The uniform kernel, for instance, will give rise to less
smooth estimators (Naive estimator), as opposed to another ker-
nel such as the Gaussian.

Walter and Blum (1979) note that many density estimators
may be expressed as a generalized kernel estimator. Terrell and
Scott (1992) state that a density estimator that is continuous
and Gateaux differentiable on the empirical distribution func-
tion (edf) may be written as a generalized kernel estimator, using
a generalized kernel Kg; also see Scott (1992) for further expla-
nations. Thus if f is a density estimator, then

flw) = % ; Ko(X, %, F,). (1.80)

Other than histogram type estimators, the basic idea of ker-
nel density estimation seems to have arisen in the context
of smoothing periodograms (Einstein 1914, Yaglom 1987, and
Daniell 1946), and from the Naive estimator due to Fix and
Hodges (1951, unpublished; see Silverman and Jones (1989) for a
reprinted version). Rosenblatt (1956) discusses consisteny of the
Naive estimator as well as kernel density estimation with a gen-
eral kernel, whereas Parzen (1962) provides further insights, and
the estimator is often referred to as the Parzen—Rosenblatt den-
sity estimator; also see Akaike (1954), Whittle (1958), Bartlett
(1963), and Farrell (1967), among others.

A related problem is spectral density estimation, for which
one may refer to standard time series books, such as Priestley
(1989); also see Beran et al. (2013) for a review of recent
developments, in particular for time series with hyperbolically
decaying correlations. For early research on this topic, see in
particular Bartlett and Medhi (1955), Whittle (1957), and Parzen
(1957, 1961, 1962). Interesting historical notes are, for instance,
in Brillinger (1993).
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1.3.1 Naive density estimator

Another approach to displaying relative frequencies while avoid-
ing the problem of choosing a starting point for the bins is the
method of difference quotient using the empirical distribution
function (edf). This estimator due to Fix and Hodges (1951), fur-
ther discussed by Rosenblatt (1956), is also called the Naive esti-
mator. First of all, considering the density f(x) as the derivative
of the cumulative distribution function F(x) = P(X < x),

fx)= lim 2P —b<X <x+b}= lim = {F(x+b) — F(x - b)}.

b0 2b b0 2b
(1.81)
Then a natural estimator for f(x) is
Fraie® = 2B, b) = F, o= b) (182)
where F,, is the edf, i.e,,
F,(x) = #{i|X; < x}/n. (1.83)

In terms of relative frequencies in the interval (x — b, x + b],

A 1 n
S naive®) = 5 ; I(X,, (x — b,x + b)) (1.84)

where (x — b,x + b] is an interval of length 2b and b > 0 is a
bandwidth that converges to zero with increasing sample size.
Specifically, as # — o0, b — 0 and we also let nb — 0. The indi-
cator function I(X;, (x — b,x + b]) equals 1if {x — b < X; < x + b}
and assumes the value 0 otherwise. Asymptotic properties of
the Naive estimator can be derived by noting the fact that since
X1, Xy, ..., X, areiid, Y7 I(X;, (x — b, x + b]) is a binomial ran-
dom variables with mean

E {ZI(Xi’ (x—b,x+ b])} =n(F(x+b) — F(x — b)) (1.85)
i=1

and variance

Var { D IX;, (x—bx+ b])}
=1

=n(Fx+b)—Flx—Db))(1—-F(x+b)+ F(x—b)). (1.86)
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Since b — 0 with increasing sample size, using Taylor series
expansion,
F(x + b) — F(x — b) = 2bf(x) + O(b®). (1.87)
Substitution yields
E{faine®)} = 2 (5) + OB*)}/(2b) = f2) + O()  (1.88)
and

Var {fAmive( = {2bf (x) + O(L®)H{1 — 2bf (x) + O(b®)} /(4nb?)
= f(x)/(2nb) + o(1/(nb)). (1.89)
The Naive estimator can also be written up as a kernel estimator

by taking the uniform (or the rectangular) kernel: K¢, (1) =
1/2,-1 < u < 1 and K5, (#) = 0 otherwise. Then

f naive®) = P izleum’form <T> . (1.90)
Note that
1
/ <Ifmform(u) du = 1/2 (191)
1

so that the variance of the Naive estimator is
Var {f\naive(x)} =f(x)R(I<um’form)/(nb) + 0(1/(”b)) (1.92)

where, for a square integrable function g, we use the notation

R@:/fmm. (1.93)

Thus the bias of the Naive estimator converges to zero at the
rate O(b*) whereas its variance converges to zero at the rate
O(1/(nb)). These are also the rates that are typical for kernel den-
sity estimators with iid data. Aymptotic expression for the mean
squared error can now be minimized with respect to b, to obtain
a formula for the optimal bandwidth. This optimal bandwidth
can be shown to converge to zero at the rate O(n~1/ 5lso that the
best rate for the asymptotic mean squared error for f,;,.(x) will
then be O(n~%/°). Thisis a clear improvement over the histogram
estimator. However, the Naive estimator f ;. (x) is not continu-
ous; it has jumps at the points x = X; &+ b and zero derivatives at
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0.8 1.0

Fn(x)

X

Figure 1.4 The Old Faithful duration of eruptions data from the Old Faithful
geyser in the Yellowstone National Park, Wyoming, USA (Source: Data from
Old Faithful Geyser Data in R). The R-function ecdf is used to produce the
plot.

all x € (X; — b, X; + b). In particular, with an appropriate choice
of the kernel, smoother density estimators can be achieved. This
will be taken up in the more general context of kernel density
estimation, where the kernel will belong to a broader class.

Figure 1.4 shows the edf for the Old Faithful eruption data and
Figure 1.5 illustrates the Naive density estimator for the same
data set using four different choices of the bandwidth, namely,
b=001,6=0.1,b=050b=1. A larger bandwidth leads to
smoother estimators but with higher bias. In particular, the
bimodal characteristic is no longer obvious when b = 1 is chosen
whereas the density estimator is “following” the data (the rela-
tive frequencies), so to speak, when the bandwidth is very small
(b = 0.1 in our example).

Intuitively, a small bandwidth will contain fewer observations,
so that, being a sample mean, the variance of the density estima-
tor will rise. In contrast, having a small variance, a large band-
width will lead to a smoother density estimator, but the resulting
estimator will tend to have larger bias as it will miss the local fea-
tures. There is thus a trade-off regarding the choice of the band-
width, which will be discussed in the sequel.
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As regards the choice of the kernel, generally speaking much
of its properties, such as continuity, differentiability, etc., will be
inherited by the density estimator. This also implies that depend-
ing on the situation, some further fine-tuning may be required.
One example is density estimation for bounded data, e.g., when
the observations are necessarily non-negative. The kernel den-
sity estimator as defined above may lead to positive values for
the density estimator when the support is below zero. One idea
is to use asymmetric kernels. Another option is to recognize that
density estimation can be viewed as a regression problem so that
the issue of boundary bias may be handled via local polynomials;
see Cheng et al. (1997).

13.2 Parzen-Rosenblatt kernel density estimator

The Parzen—Rosenblatt kernel density estimator uses more gen-
eral kernels and is given by

~ " - X
fror®) = % S <x . ’) , (1.94)
=1

where K is a kernel and b = b,, is a sequence of bandwidths that
converge to zero with increasing value of #, though not too fast.
The exact nature of the rate of convergence of b will be specified
in the sequel.

To see how the method works, note that the kernel density
estimator can be seen as a sum of terms like

W) /n = =K <x bX’> , (1.95)
where the symmetric kernel K with bandwidth b has the
center of its support at X;. Figure 1.6 shows the kernel den-
sity estimate for a random sample (simple sampling without
replacement) of size 25 from the Old Faithful eruption data
using the Gaussian kernel K(x) = (v/27)"Y2exp(-u?/2) and
the bandwidth b =0.5761. The R-function density is used
along with the default bandwidth option. Superimposed on the
plot are w;(x)/n functions centered at 10 randomly chosen X;
values.
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Density.default(x = x1)

Density
0.00 0.05 0.10 0.15 0.20 0.25 0.30

0 1 2 3 4 5 6 7
N =25 Bandwidth =0.5761

Figure 1.6 Kernel density estimation for a random sample of 25
observations from the Old Faithful eruptions data from the Old Faithful
geyser in the Yellowstone National Park, Wyoming, USA (Source: Data from
Old Faithful Geyser Data in R). The Gaussian kernel is used along with the
R-function “density”, with the default bandwidth b = 0.5761.

Some summary statistics for Figure 1.6 are given below.

> x <- faithful[,1]

> set.seed(56699934)

> x1 <- sample(x, size=25)

> summary(x1)
Min. 1st Qu. Median Mean 3rd Qu. Max.
1.733 2.100 3.733 3.405 4.500 5.067

> density(x1)

Call:

density.default(x = x1)

Data: x1 (25 obs.); Bandwidth "bw" = 0.5761

X y

Min. :0.0048 Min. :0.000502

1st Qu.:1.7024 1st Qu.:0.032486

Median :3.4000 Median :0.152728

Mean :3.4000 Mean :0.147084

3rd Qu.:5.0976 3rd Qu.:0.239504

Max . :6.7952 Max. :0.328021
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Figure 1.7 displays the Parzen—Rosenblatt kernel density esti-
mator for the Old Faithful eruption data (Source: R) using the
Gaussian (normal) kernel. Thus recalling that the pdf of the nor-
mal distribution with mean p and variance o2 > 0, (N(u, 02))
evaluated at x € R is (Yzlﬁ—dexp{—%(’%)z}, so that, substituting
u = X; and o = b, the density estimator is

~ " x—X;
For®) le nb\@l_e’“p{ (b )}

(1.96)

13.2.1 Kernel density estimator as a pdf

Finite sample properties of fpg(x) can be derived easily. In gen-
eral the regularity properties of K will be inherited by fpp; see
discussions in Silverman (1986, Chapter 3). First of all, since K
is a pdf,

Fpr(®) > 0,forall x € R,and

/ Fon@dx =1 1.97)

i.e, a global (constant) bandwidth can ensure that f pr(®) is a
pdf as well. The kernel density estimator fpp(x) is a convolu-
tion (Shapiro 1969) of the sample (empirical) distribution and
the smooth kernel K, i.e., the kernel density estimator is obtained
by smoothing dF,(x) where F,(x) is the edf, a non-smooth step
function. Thus the kernel density estimator is obtained by “by
linear smoothing of the observed density” (Whittle 1958). The
degree of the smoothness can be controlled by choosing K and b
appropriately. As mentioned above, taking K to be a rectangular
kernel, one arrives at the Naive estimator.

We take a brief look at some generating functions and
moments of fpp. First of all, the empirical characteristic func-
tion (ecf) is

1 itX;
t)=- ,teR 1.98
$ut) =~ 3 et e (1.98)
and let the (population) characteristic function for f and K be
br(t) = / e f(x)dx, t € R

Pr(t) = / " e K(x)dx, t € R (1.99)

(o]
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1 Density Estimation

Then the characteristic function of the pdf f pr(x) is

¢ () = /_ & f pp(x) dx

_L ooitx )(j_x
_nb;/_me 1<< - >dx
= ¢, ()P (=bt) = ¢, (t)Re(Ppy (—bt)) (1.100)

since K is assumed to be symmetric around zero, where

[So]

Re(¢K(t))=/ cos(tx)K (x)dx. (1.101)

—00

Taking expectation,
Etgy, (0} = $r(O0px(=bt) = $(O)Re(¢yc(=bt)). (1.102)

In particular, asymptotic properties may be derived. See Csorgd
(19814, 1981b) and Feuerverger and Mureika (1977).

Similarly, if the moment generating function (Laplace trans-
form) (mgf) of f and K exist, let these be denoted by

pe(t) = / e"f (x)dx

(o)
(o8]
ug(t) = / e” K (x)dx (1.103)
and let the empirical moment generating function (emgf) be
1 n
() ==Y %, (1.104)
n &

for t € R. Then the mgf of f pr(x) can be written as the product
7, (0 = iy Op=b0) (1.105)
Taking expectation,
Eluz, () = iy (—bo), (1.106)
so that, as n — o0, since b — 0, for each ¢,

Eluy, (0} = uye), (1.107)
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since K integrates to 1. In other words, ,ufPR(t) is an asymp-
totically unbiased estimator of 4,(¢). Being a convolution, the
characteristic function and the moment generating function
(Laplace transform) of f pr(%) are respectively products of the
empirical characteristic function and the characteristic function
for K and the empirical moment generating function and the
moment generating function (Laplace transform) for K when
they exist. Note that when there are no easy expressions for the
density function, such as for stable distributions, the charac-
teristic function for f may be worth investigating for studying
asymptotic properties of f pr or to develop further optimality
criteria. Moreover, Taylor series-of-fit tests may be developed.
The empirical transforms u,(¢) and ¢,(t) have been studies
extensively in the literature for Taylor series-of-fit tests. See
Csorgé (1981a, 1981b), Feuerverger and McDunnough (1981a,
1981b), Feuerverger and Mureika (1977), Ghosh (1996, 2003),
Ghosh and Beran (2006), Ghosh and Ruymgaart (1992), Ghosh
and Beran (2000, 2006), Feuerverger and Ghosh (1988), Ghosh
(2013), Koutrevelis (1980), Koutrevelis and Meintanis (1999),
and others; for related ideas see Cao and Lugosi (2005) for Taylor
series-of-fit tests using kernel den51ty estimators.

The moments of the pdf f pr(®) can also be derived under
appropriate moment conditions on the kernel K. In particular,
the mth moment (m € N) can be given as

) m '
/ W o) dx = Y, (=" V), (1.108)

— )
© r_Or.(m r)!

where /4(1) 2} 1X’/n is the rth sample (raw) moment and

MﬁK) foo u"K(u) du, etc. Thus, '”1 Z] L ,/n =X, M()

Z} 1X2/n, ") _ 1, y(K) 0, etc. For instance, the first two
moments are

/wfoR(x) dx =X

o]

/ o) e = ) 4 52

/ w(x — X fpr®) dxc = (n = 1)s*/n+ >l (1.109)

o]

where s2 = ¥ (X, — X)%2/(n — 1) is the sample variance.
i=1\Y" P
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13.2.2 Mean integrated squared error (MISE)
This quantity is

E { / " Fox®) —f(x))zdx}
_[E{/ F2@) dx — 2/ For®) dx} /f2 ) dx.

(1.110)

Using the facts that (a) the X, ... X,, are iid random variables and
(b) K is a symmetric kernel, the above terms can be written up
in terms of convolutions and their integrals.

First of all, writing

K, () = %K(u/b) (L111)

and convolution of two functions f and g as

(f ® g)x /f g2(x — 1) (1.112)

we have, for the first term in the MISE,

(e}
- LR (5 ()
el [T S (55 )

e { 13 2 (5 ()«

[} [ 2
+”n‘bl/_oo (/_001<(u)f(x—bu)du> dx

-3 [L@enwas (1-2) [~ (@ ene)as
(1.113)
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32| Kernel Smoothing

Similarly for the second term,

© 4 & X;—x
/_OOE,;K< b )ﬂx)d"}

1 X, —x
ZK 3 >f(x)dx}

/00 </00K(u)f(x—bu)du>f(x)dx

/ M(Kb ® f)(x)f (x) dx. (1.114)

Note that if K and f belong to the same family of densities that
are closed under convolution, such as the Gaussian, then sim-
pler expressions can be derived for specific distributions (also
see Deheuvels 1977, Fryer 1976, and Marron and Wand 1992).
An interesting case is the family of normal mixtures, i.e., the den-
sity f is of the form

f@) =Y p¢ (xly, 0?) (1.115)
r=1

where 0 < p, < 1 and p; + - p,,, = 1 whereas ¢(x|u,,c?) is the
pdf of the normal distribution with mean p, and variance af (see
Marron and Wand 1992 for details).

It turns out that optimum selection of the bandwidth b is
of major relevance for estimating f. However, as we shall see
next, the asymptotic bias and variance expressions indicate that
large values of b tend to increase bias whereas small values of
b increase the variance of the estimator. One option to obtain
the optimum bandwidth is to minimize the mean squared error
(mse) of fpp(x). Derivation of the expressions for bias and vari-
ance and hence of the mean squared error requires imposing
appropriate conditions on the density f.

13.2.3 Asymptotic unbiasedness

To start with we consider the issue of bias. It is well known
that nonparametric curve estimates are not unbiased in finite
samples. However, asymptotic unbiasedness can be achieved
under suitable regularity conditions. Parzen (1962) established
asymptotic unbiasedness of the kernel density estimator under
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relatively weak conditions. An outline of his proof is given here.
Also see Bochner (1955, Theorem 1.1.1). Consider the formula
for the density estimator fpp where the kernel

K:R->R

is a continuous function such that

sup |K(u)| < o (1.116)
ueR
lim |uK(u)| =0 (1.117)
u—R
/ |K(u)|du =1 (1.118)
ueR

whereas the bandwidth b converges to zero. Also recall that,
X1, X5 ..., X, ~f. The aim is to estimate the bounded contin-
uous pdf f(x). For fixed x, the bias offPR

~ 1 X, —x
£t -0 = 3 { K (55 >}—f(x)
-3 [ (5 )fy)dy 1) [ Koy

=/_°°{f(x+y) ) <b>dy (1.119)

o0

Now let 6§ > 0. Then the bias is

E(Foe) /) = | 49 -1 12K (2)ay

)

(2
dy. 1.120
v ) e =fei K(3)d. (1120

Taking the absolute value,

|E{fpr} —f@®)| <A, +B, (1.121)

where

Ay = sup |f(x+) —f(x)|></_51 \K(%)\dy

i< 5 b
s sup 7+ = [ 3 le(F)] e
y|< -0
= sup 1f(x+) /Wl (1122)

lyl<é
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For B,,, we have

1 y
B, = f(x+y)—‘l( = ’dy+

(3o
(1.123)

lyl>6

Now, the first term on the right-hand side of B,, is

f(x+y)y‘ y ’
C,, = —|K(=)|d
1n ly|>6 y b (b) Y

Losup juk@)x [ fecty)dy
|u|>6/b |y|>6

IA

IA

L sup Jukw)] / f(y)dy. (1.124)
|u|>6/b -0

The second term is
Gy, =f(x) X / |K () |dus.
lu|>6/b

The above derivation shows that if we let b tend to zero as n tends
to infinity, and then let 6 go to zero, both C;,, and C,,, and hence
B,, as well as A, will converge to zero, thus proving asymptotic
unbiasedness of the estimator fpp.

13.2.4 Leading terms: bias, variance, mean squared error

In the discussion above, the kernel need not have assumed non-
negative values only. In what follows, unless otherwise specified,
we will let the kernel K(u), u € R, be non-negative, specifically a
continuous probability density function (pdf). Being a pdf, such a
kernel ensures that f py itselfis a pdf. In addition, the kernel may
be assumed to have bounded derivatives up to a certain order, be
symmetric about zero, and satisfy some moment conditions such
as having a non-zero second moment and finite fourth moment.
Kernels that are not pdfs, e.g., kernels assuming both nega-
tive and positive values (Parzen 1962, Bartlett 196), asymmetric
kernels (Chen 2000, 2002), boundary kernels (Miiller 1993), as
well as kernels satisfying other moment conditions such as sev-
eral vanishing moments (higher-order kernels; see Parzen 1962,
Bartlett 1963, and Gasser and Miiller 1984) are also used. Further
conditions may be added depending on the problem at hand.
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Following Parzen (1962) and Rosenblatt (1956), we will con-
sider mean square consistency of the curve estimator. Pointwise
weak consistency can be shown by establishing convergence
of the mean squared error (mse) to zero, via Chebyshev’s
inequality. Various authors have also considered strong con-
sistency and uniform consistency. Some references are Parzen
(1962), Nadaraya (1965), Schuster (1969), Van Ryzin (1969), and
Silverman (1978), among others.

As for uniform consistency, Parzen (1962) imposes a condi-
tion on the characteristic function (Fourier transform) of K. This
leads to a simple proof and this is outlined further below. Watson
and Leadbetter (1963) derive optimal kernels that the minimize
mean integrated squared error (MISE). However, their solution
depends on the unknown density. Cline (1988) defines admis-
sible kernels in terms of the MISE and establishes character-
istic function based conditions for admissibility. For exact mse
and MISE calculations, see Fryer (1976), Deheuvels (1977), and
Marron and Wand (1992). Among other authors, Epanechnikov
(1969) considers non-negative kernels for twice differentiable
densities; also see Sacks and Ylvisaker (1981) and Farrell (1967).

For the discussion here, we let K be a symmetric continuous
probability density function, specifically,

(1) K(u) >0, (i) /ooK(u) du = 1, (iii) K(u) = K(-u),
(iv) /00 w?K(u) du # 0, (v) /00 |u|3K (1) du < oo,
(vi) sume(u) < 0. h (1.125)
ueR

Note in particular that (if) and (vi) imply that the kernel is square
integrable, i.e.,

/ooKZ(u) du < . (1.126)

o0

On the other hand, (iii) imples that all odd order moments of K
when they exist vanish and that the characteristic function of K
is real.

The bandwidth b is such that as n — oo,

(i) b - 0, (ii) nb - oo. (1.127)

Other conditions on b will be mentioned in the sequel.
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As for the probability density function f, we assume that its
first and second derivatives are continuous, and the third deriva-
tive is bounded. In the context of deriving the mean integrated
squared error, we will also assume square integrability of f and
its derivatives as required.

To assess the convergence of the density estimator to the
unknown density f, we will look at the mean squares error
(mse) of the density estimator and its integral (MISE); see Parzen
(1962), Rosenblatt (1956, 1991), Farrell (1972), Silverman (1986),
Nadraya (1989), Prakasa Rao (1983), as well as Birgé and Massart
(1995), among others, for various early developments and basic
results. For exact calculations, see Marron and Wand (1992) and
references therein. However, other distances have also been con-
sidered. For L;-norm (mean absolute deviation) based results
and references see Devroye (1987).

For iid data, der1vat1on of the asymptotic expressions for bias
and variance of f pr(x) is relatively simple, where one uses Taylor
series expansion of appropriate quantities. First of all, let x be
fixed.

Since X, X5, ..., X,, are iid random variables with pdf f,

E(fpr(x)) = %/K((M —x)/b)f (u) du. (1.128)

Substituting y = (4 — %) /b, u = x + by and du = bdy we have

E(Foe)) = / K(y)f (e + by) dy. (1.129)

By Taylor series expansion, f(x+ by) =f(x)+ byfD(x) +
b*y*f@(x) /2! + O(|by|?) so that by substitution and applying
the properties of the kernel K, we have

E(/pr®) = f(x) + 61 / 2K (y)dy/2 +o(b%).  (1.130)
Thus one may summarize:
Bias offPR(x):

Bias( f pg(x) = pr
f(z) x)/ u)du + o(b?),as n - .
(1.131)
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Therefore, the nonparametric density estimator is not unbiased
in finite samples. However, due to the assumption on the band-
width b, it is asymptotically unbiased and the leading term in the
asymptotic expression for bias is given as above. As for the vari-
ance, due to the iid assumption about the observations, being a
sample mean,

~ X —
Var (fpp(®)) = #\/m‘ {K( = x) } . (1.132)
However,
Xj —-x
(s(5) Lm0
(/o

Now using Taylor series expansion and arguing as above, the
result follows by applying the properties of b when n — o and
K; we have:

) f() du

2
) () du} (1.133)

Variance of f pr(%)

\/W(J?PR(?C)) = if(x)/ooKz(u)du+o (nl_b> asn — o

nb
(1.134)
Combining the above, the asymptotic expression for the mse is
mse of f pr(%)

mse(pr(x = {Bias pr N} + Var( f(x

2
= {Efm(x) / w?K (u) du + o(bZ)}

1 o0
+Ef(x)/_m1(2( )du+o(nb> (1.135)

so that as n — o0, the leading term in the mse is

) 2
AMSE( o) = 2/ (x)}Z{ / uQK(u)du}

+ L) / " K2 () du (1.136)
nb —oo
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Using the notations / SZw)du and u,(g) =
/_0; u?g(u) du for approprlately defined function g, we have
b4
AMSE(f pg(x) n —{fP @ udK) + f (1.137)

Similarly, the leading term in the asymptotic integrated mean
squared error is defined as

AMISE (fpg) = / OOAMSE( For@)) dax (1.138)
= b—4R( SN2 + n—le(K). (1.139)

1.3.25 Central limit theorem
The Parzen—Rosenblatt density estimator can be viewed as a
sample mean of terms like

w;,(x) = (1/b)K((X; — x)/b) (1.140)

where for every fixed x € R, w; ,(x) are iid with the same distri-
bution as

w,(x) = (1/b)K((X — x)/b), (1.141)

f(x) being the pdf of X, estimation of which is of interest in the
current context.

When X, ..., X, are iid with pdf f, various versions of the
central limit theorem are available that ensure the pointwise con-
vergence of the rescaled and centered f pr(*) to the standard nor-
mal, where x € R. A necessary and sufﬁc1er1t condition (Loéve
1960) is given in Parzen (1962), namely that, for every ¢ > 0, as
n — oo, and fixed x € R,

np[ 120y (x) — Ew,(x))|/\/Var (W >€] -0, (1.142)

a sufficient condition for which is, for some § > 0,
E[n=%?|w,(x) — E(w,(®))|**°]/(Var (w,(x)))’ - 0,  (1.143)

as 1 — oo. A sufficient condition for this is

/ |K ()| du < . (1.144)
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Also a Berry—Esseen bound gives an appreciation of the error in
normal approximation. It is, for a suitable constant C > 0,

£ _E(f -1/
sup |P Spr(x) = E(f pr(x)) <z|-op|< c” ! 2[E|Wn(9;)|j
SV Var P Var (w, ()
1 IS5 1K (9) Py (1.145)

G| (12 k2 (5)dy)

For additional details, see Parzen (1962).

One interesting fact concerns the covariance between density
estimates at x; and x, where x; # x, are fixed. It turns out that
as n — 0, this covariance converges to zero, i.e., the density esti-
mates have a local characteristic. This is easy to see, since

i —x X;— %,
<I301/fPRx1 fPRx2 —nzbZZZCov[K< 1>,K< lb )]

Pl
(5 (552
N

e |(L(5)
- lb [/_:K(y)K(y

- o(ﬁ), (1.146)

and the kernel K is such that K(x) — 0 as |u| - o. In other
words,

Cov[(nb)™/2f pg(xy), (nb) ™/ p(x,)] — 0 (1.147)

u—

o ) fw) du]

du> ([wl((u;x2>f(u)du>]

L) f oy + by) dy = b )f () + 0 h2>]

b
f(u)

as n — oo where x, and x; are fixed and distinct real numbers.

The multivariate central limit theorem (Bradley 1983) can be
used to prove the asymptotic multivariate normal distribution
of the rescaled and centered density estimates computed at dis-
tinct and fixed real numbers xy,x;, ... x,, where p > 1 is a finite
integer. Specifically, consider the random vector

Z,=ZyyZop s Zp) (1.148)
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where, fori =1,2,...,p,

Zi = (1b) 00 fpp(x;) — E(f (). (1.149)

Then as n — o0, Z,, converges in distribution to the multivari-
ate normal distribution with zero mean and a p X p covariance
matrix,

(71,1 0'2,1 O—p,l
A R (1.150)
%1p O2p Opp
where
o0
=) [ K du (L151)
—00
and
0;; =0,if i # ). (1.152)

1.3.2.6 Weak uniform consistency

For every fixed x € R, convergence of the bias and the variance
of the estimated density ensures pointwise weak consistency.
Some authors have considered uniform consistency, e.g., Parzen
(1962). The aim is to prove uniform convergence in probability
of the estimator to the unknown density function.

lim P{sup |fPR(x) —f®)] > 6} =0. (1.153)
n—oo x€R

Due to Markov’s inequality, a sufficient condition is

E {sug | pr(®) = f ()] }

€

p {sup |f pr@®) = f()] > e} <
x€R
(1.154)

However,
E {sup Foa®) —f<x>|} <E {sup el - [E(pr<x>)|}
x€R x€R

+ {sup|[E( For) — f(x)l}. (1.155)
x€R
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The convergence of the second term on the right to zero can,
for instance, be established by requiring that f is three times
continuously differentiable, its third derivative being bounded.
This was the line of argument used for deriving the asymptotic
expression for the bias. In other words, a sufficient condition for
weak uniform consistency is

E {S“[g | pr(x) - [E(pr(x))I} -0 (1.156)

as n — oo. To prove this, Parzen considers a kernel that has a
characteristic function that is absolutely integrable on the real
line. So let y be the characteristic function of K, i.e.,

wi(t) = / exp(—itx)K (x) dx (1.157)
where 1 = 4/—1 and ¢ € R. Then substitution yields

~ 1 ® —1tx

Fre) = o= / ey (b (0) d, (1.158)

where ¢, is the empirical characteristic function (ecf) for the data
X, X5, ..., X, 1e,

n

1 itX;
t)= - E /. 1.159
Cn( ) P ~ e ( )

For fixed ¢t € R, ¢,(t) is a complex valued random variable. Let
C(t) be the characteristic function for the random variable X
with pdf £, i.e.,

C(t) = /°° exp(—1tx)f (x) dx. (1.160)

[Se]

Then the ecf ¢, (¢) is complex valued. Moreover, its real and the
imaginary parts are

re(c,(t)) = % Z cos(th), (1.161)
j=1
im(c,(t) = % Z sin(tX}»), (1.162)

~
I
—_

|
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with expectations being equal to the real and the imaginary parts
of C(¢) respectively. Considering

Y1,,(8) = V/nlre(c,(t) — re(C(z))) (1.163)
Yo, (t) = v/n(im(c,(t)) — im(C(£))) (1.164)

as real-valued stochastic processes in t (see, for example,
Feuerverger and Mureika 1977), it is easy to check that for ¢,
t, €R,

Cov (Yy,(0), Y1,(02) = Z1re(Clt + 1)) + re(Clt, = 1)

—re(C(4))re(C(ty))
Cov (Yt Yo(t) = S[-re(Clts + 1)) + re(Clty = 1)
— im(C(t1))im(C(ty)). (1.165)
Also, |e”| = 1/sin2(y) + cos?(y) = 1, where y € R, and for a ran-
dom variable X with finite second moment,
E(X)) < VEQ®). (1.166)

Finally, note that

Elc,(t) — E(c,(8)|* = E[re(c,(t)) — E{re(c,()}]*
+Elim(c,(¢) — E{im(c, (&)}
= Var [re(c,(t))] + Var [im(c,(¢))]

-0 (%) (1.167)

Then as n — oo,

E {SUE | pr () = E(/ pr®))| }
1 [®
=k {ig{g o /_oo ey (bt) {c,(t) — E(c, (1) } dt‘}
1 e —1tx
<FE {Js;ﬂg 7 / le™y(bt)[c,(t) — E(c,,(2))] |dt}

—/ i (b8)] - Ele, (6) — E(c, (6)\dt

<5/ Iwat |- \/Ele,(t) — Ec, (0)[2dt
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1 (o]
= —_— bt)|d
O(\/;></—oo lvic(brlat

-0 <L> (1.168)
b

In particular, the above quantity converges to zero if nb?> — co as
n— oo,

1.3.3 Bandwidth selection

Given a kernel K, the asymptotic property of f pr(*) depends on
the smoothness of the pdf f near x and on the bandwidth 4. This
is evident from the asymptotic expressions (leading terms) for
the mean squared error (AMSE) or the mean integrated squared
error (AMISE) defined earlier. In particular, minimization of

these quantities leads to algorithms for optimal bandwidth selec-

local (

tion. For example, a local optimum bandwidth b x) can be

obtained by minimizing AMSE( f pr(®)) with respect to b atevery

(global)

fixed x. Similarly, a global optimum bandwzdth b can be

obtained by minimizing AMISE ( f pr)- One 51mply takes the
derivative of the AMISE or the AMSE with respect to b and
equates the resulting expression to zero, solving for b,,,. Fluc-
tuations in f can be seen to affect b,,,. For instance, large values
of R(f®) and £ (x) lead to high AMISE and AMSE respectively,

and consequently low bf}g;:bal) and bf}g;?bal). We have

bE2"™ = argmin AMISE (f pp) (1.169)
b
whereas
b(local)( _ . ~
opt x) = arg}rjmn AMSE( f pp(x)). (1.170)
Specifically,
R(K V5
peobed _ (__RE) ) s ong (1.171)
P R(f@)u3(K)

1/5
(local) f( )R(I<) -1/5
b opt (%) = <—f(2) © ) n . (1.172)
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When these formulas for the local optimum bandwidth and the
global optimum bandwidth are substituted in the correspond-
ing expressions for AMSE and AMISE respectively, we obtain
the rate n~%/> for the mean squared error and also for the inte-
grated mean squared error. For the local optimal choice of the
bandwidth, we have

AMSE(f pr())] pplocad
opt

= 175 - NSO W (O RUN )
(1.173)

and for the global optimal choice, the leading term in the asymp-
totic integrated mean squared error is

AMISE (fPR)lb:b(glnbal)

opt
=nt5. Z[{R(f(z))}l/s{ﬂz(K)}z/ SREN). (1174)
Of course, this n~#/> rate, though an improvement over the his-
togram, is still slower than the parametric n~! rate (see, however,
Hall and Marron 1987). The above formulas for the optimum
bandwidth contain unknown functions such as the unknown
pdf and its second derivative. As a result, these formulas cannot
be used directly for real data and data-driven solutions are
called for.

Numerous bandwidth selection procedures have been pro-
posed in the literature. In what follows, we discuss a selection of
four methods that are often used by practitioners. This selection
is by no means complete. The reader is strongly recommended
to read through Gasser et al. (1991), Sheather and Jones (1991),
Jones et al. (1996), Loader (1999), Sheather (1992, 2004), and ref-
erences therein for other bandwidth selection procedures and
additional information on their asymptotic convergence.

In general, it may be said that there is no “best” method of
bandwidth selection, and to understand the underlying struc-
ture of the unknown pdf, a good idea is to consider a sequence of
bandwidths and compare results. This idea was used in another
context by Silverman (1981), namely for testing multimodality
of a density function where one exploits the idea that if a pdf is
multimodal, then a large bandwidth is needed to arrive at a uni-
modal estimate.
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Let m be the number of modes of the unknown pdf f. To test
H,:m < kversus Hy : m > k, (1.175)

where often k = 1, one defines a critical bandwidth b, that is the
minimum bandwidth required to obtain fpp with maximum k
modes so that the null hypothesis is rejected if b, is large. See
Silverman (1981) for additional information.

1.3.3.1 Likelihood cross-validation
The idea here is to treat the bandwidth b as a parameter and
choose b such that its likelihood expressed in terms of the kernel
density estimator is maximized; see Stone (1974), Geisser (1975),
Habbema et al. (1974), and Duin (1976); also see, for example,
Hall (1982, 1987) and Titterington (1980). In order to have repli-
cates of the density estimate, however, one observation is left out
at each of the # steps.

Using bandwdth b, the leave-one-out density estimator is
defined as

~ B 1 “ X — )(}
Frr-it%) = =355 ,; K( - > (1.176)

j#i

which uses the observations X1, X5, ..., X;_1, X1, ..., X,, while
leaving out X;. Substituting x = X; one gets the leave-one-out
density estimator of f(X;) as

" "X - X
S pr-i(X;) = (n—ll)b D K( 5 ]> . (1.177)

—

oy

~

At the second step, the log-likelihood is averaged over each
choice of the omitted X, i.e.,

LCV(b) = = 3 logl Fon (X0 (1178)
i=1

Finally, the optimum bandwidth is obtained as

@LCV = argmax LCV(b). (1.179)
b
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Likelihood cross-validation is equ1valent to minimization of the
Kulback-Leibler loss function I( f, f pr) in the sense that LCV ()
is an asymptotically unbiased estimator of a constant minus the
expected value of the Kulback—Leibler loss function. This can be
seen roughly by noting that

flx
ffPR /f(x (/PR(x)> X

= [ segt s~ [ solog Pt ds (1150

and the expected value of LCV () is, as n — 0,

ELCV(B)) = + 3 Ellogfpe (X
i=1

- Z Ex,... X 1 Xirone [[Ex[|x1,..,,xi,1,xi+1,..,,xn {logf pr,-i(X)}]

1y ® ~
L Exotnt, / Slog e, (x)d
=1

~ E {/ f(x)log);;JR(x) dx}
- / Fl)log(f () dx — EU(F o)) (L181)

Implementation of the likelihood cross-validation approach to
data is very simple and the method is intuitively appealing. Like
the maximum likelihood estimation method, this procedure also
is linked to the Kulback-Leibler information loss where two
proability density functions are compared. However, its direct
use without further considerations may create difficulties when
the pdf f has infinite support whereas the kernel K does not.
In this case, I( f, fpg) may be infinite. The essential reason for
this is due to the fact that log( fpg(x)) will tend to —co when-
ever fpp(x) approaches zero, which is likely to happen if, unlike
f, K is restricted to have a bounded support. For similar reasons,
the method may be sensitive to outliers in the data. For further
discussions see Chow et al. (1983), Hall (1987), and Silverman
(1986).
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13.3.2 Least squares cross-validation

In this approach (Rudemo 1982 and Bowman 1984; also see
Bowman et al. 1984, Hall 1983, and Stone 1984), one minimizes
an unbiased estimator of the (shifted) integrated mean squared
error of the kernel estimator of the density f. (This method is
also known as the unbiased cross-validation). Thus consider the
integrated mean squared error,

MISE(f pp(x)) = / E{f ppx) — f(x)}2dx

—00

_ / " B o)) + / " ) da

~2 / E{f pp()f (%)}dx. (1.182)

[Se]

The aim s then to find the bandwidth 5 that minimizes
MISE( f pp(x)) or equivalently

[Se]

MISE(f ) - / £ dx = / E{fpg@)dx

—0o0

2 / E{ o) ().
(1.183)

It turns out that an unbiased estimator of the above quantity is

LSCV(b) = /_ K Fop@)ydx — % Z{ Fori)  (1184)

where, as we have seen earlier, fpp_;(X;) is the leave-one-out
density estimator evaluated at x = X; where

~ _ 1 i X — )(}
S pr-il%) = = 1b j; K < 3 > (1.185)

j#i

and f pr(%) is the kernel density estimator using the full set of
observations. .

To see why this is the case, it is obvious that f_o; {f (x)}2dx is an
unbiased estimator of its expectation. As for the second term in
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LSCV (b), since X;, Xy, ..., X, are iid,
E{f pr,—i(X)}

= [Exl,...,xl-_l,xm,.,.,xn [[Exi|X1,...,Xi_1,Xi+1,...,Xn{fPR,—i(Xz‘)}]

=Ex X XX, [/ fPR,—z’(x)f(x)dx]

=E [ / pr(x)f(x)dx] , (1.186)

so that

" {% ;f PR'-i(Xi)} = / . E{/pr(0)f ()}dx.  (1.187)

Remarks on computation of LSCV(b)
Let K () denote the convolution of K () with itself, i.e.,

(o)
(K ® K)(v) = Kp)(v) = / Kw)K(v — u)du. (1.188)
—0o0
The above can be used to further simplify the expression for
LSCV (b) so that, for instance, integration of f%R can be avoided
and an exact expression can be given as follows:

) )
[:{fm(x)}zdx= [: [ﬁ ;K (X"b_x>] dx
1 {/mK(X“_x)K(X’_x)dx}
AV b b
L /ml((u)l( <Xi_X" —u) du
b bt et [ b

|
™
M

1 n n Xl )(1
i=1 j=1
On the other hand,
n n n X —X
2 ~ 2 1 i i
z X)= = K
X0 =3 Xt X (75)
J';i
j
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In other words, the LSCV(b) can be rewritten as

2 n n ]
=% Z 2 1<< - > . (1.191)

where K(0) is the value of the kernel K (i) evaluated at u = 0.
When n — oo,

1

LSCV(b) ~ —
(b) oy

1'(Ay — 2A; +2A)1 (1.192)
where a’ denotes the transpose of a vector a, Ay, A; and A,
are n X n matrices with the (i, /)th elements being K(0), K((X; —
Xj)/b) and Ky ((X; — X,»)/b) respectively and 1 is a vector of 1’s
of length x. Since K is typcally a known pdf, its convolutions are
also known. For example, consider a density that is closed under
convolution, such as the Gaussian family. Then if K is the pdf of
a standard normal distribution

K() = ——e/2 (1.193)

V2r

then its convolution with itself K|,) is the pdf of a normal distri-
bution with zero mean and variance 2, i.e.,

1 2
Ko () = ——e /%, (1.194)
® NE

When K is symmetric, A; and A, will also be symmetric, result-
ing in further computational advantages.

1.3.3.3 Biased cross-validation
This approach is suggested by Scott and Terrell (1987). In this
method, the focus is on AMISE, where R( f?) is replaced by

R(FP) = R(fi) = RKKD) /(nb®), (1.195)

where

&
Fox® =~ oe@)

_ L o (Xiox
_ﬁgl( ( 3 (1.196)

49



50

Kernel Smoothing

This has the advantage that it leads to an expected value equal to
the AMISE plus an error of the order O(1/#); see Theorem 3.2
in Scott and Terrell (1987). Here, R(g) = [ 22(u)du for an appro-
priately defined function g. Thus, instead of minimizing AMISE,
one minimizes
K 4 -
BCV(b) = ILZ) + % 1y (KOR(FP) (1.197)
n

The ratio of the optimal bandwidth bgcy, minimizing the BCV
criterion and b4 qp that minimizes the AMISE is asymptoti-
cally normal, so

n Y 00bpcy [bapise — 1) — N(O, o}

2. (1.198)

as#n — oo, with aé cy > 0. See Scott and Terrell (1987) for details.
A similar asymptotic rule also exists for the LSCV criterion (see
Hall and Marron 1987a and Scott and Terrell 1987):

n b, oy bapuse — 1) = N(O,6%.) (1.199)

. . 2 2 .
where for the Gaussian kernel, the ratio o7\, /05, is approx-
imately 15.7; see Wand and Jones (1995). Also see Sheather

(2004), among others, for an overview.

1.3.3.4 Reference to a known density

As in the case of a histogram and also for kernel density esti-
mation, the integral of the squared derivative of f appearing
in the formula for the global optimal bandwidth is replaced by
an estimate (Silverman 1986, Scott 1979, 1992, and Deheuvels
1977) under the assumption that f is close to a known density.
In other words, this is a plug-in approach, where the integral of
the squared density derivative is estimated using a parametric
approach. For example, if f is close to a normal density func-
tion (Silverman 1986) with zero mean and variance o2, then by
differentiation,

flx) = —\/21_ /(0% (1.200)
o
d X

d_zf(x) - @ <ﬁ _ 1) (1.202)

dx? o2 \ o2
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- (1.203)
84/mo®
(global)

which can be used in the formula forthe b, ™ bandwidth given
earlier, after substituting an estimate of ¢. Since ¢ is the disper-
sion parameter, various options for estimating this quantity are
available. As in the case of a histogram estimate, one option is to
estimate o as

6 = min(s, IQR,,,,p0/1.349),

where s is the sample standard deviation, whereas IQR;,,,.
is the sample interquartile range and IQRj =1.349 is the
interquartile range of the standard normal distribution; see Sil-
verman (1986, p. 47).

Similar ideas can be used also when higher order derivatives
of the density f are being estimated. In each case, one derives
the formula for the optimum bandwidth, which involves an
integral of the square of a higher order derivative of f. Then,
as for estimating f, here also, using a reference density, a pilot
bandwidth can be found, which may perhaps be used as a
starting value for subsequent iterations in a bandwidth selection
algorithm.

1.3.3.5 Kernel based plug-in methods

The plug-in method consists of substituting an estimate of the
integral of the squared derivative of f in the formula for the
global optimal bandwidth; see Woodroofe (1970). As for ker-
nel based approaches to estimate the integral of the squared rth
derivative of f, appearing in AMISEf pp(x), one idea is to con-
sider an estimator of f' ") (x) that is based on the kernel K ), such
as the rth derivative of K in fpp(x) (Parzen 1962); also see Hérdle
et al. (1990), Gasser et al. (1985), Efromovich and Low (1996),
and Efromovich and Samarov (2000).
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An obvious first estimator of R( f ) is R( ﬁ’)); ie.,

R(fY) = / " (f (x))dx (1.204)
= [ Z 2R (557 (55
= g 23 [ 0k (S5 )

- n%lml éé’% <Xi ;X’) (1.205)

=17

where K ((zr; is the convolution of K" with itself.

Alternatively, under suitable conditions on f, integration by
parts can be used to show that

R(O) = / " (£ )2

= (-1) / FV)f (x) dx

= (-I)'E(f*(X)). (1.206)
This suggests the estimator (Hall and Marron 1987)

(172 Y ) (1.207)

i=1

where £(27) is an estimator of f(2"),

Note that irrespective of which method is used, while estimat-
ing a derivative of f, the bandwidth selection issue (for that func-
tion) comes up again. There can be several approaches to han-
dle this problem. Scott et al. (1977) consider an iterative scheme,
where in the ith iteration, b is estimated from the formula
for b,,, (local or global) using a pilot bandwidth ¢~ and the
method iterates until convergence. For a discussion see Silver-
man (1986, p. 60—61). One possible argument against the use of
this method is the fact that the same bandwidth is used to esti-
mate f as well as its derivatives. Various other authors have also
suggested other plug-in approaches. Among them, the Sheather
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and Jones (1991) method consists of writing b, as a function of
b, where b, is the bandwidth used to estimate £, b being the
bandwidth used to estimate f itself.

1.4 Multivariate density estimation

The multivariate generalization of the Parzen—Rosenblatt den-
sity estimator was due to Cacoullos (1966).

Consider iid multivariate observations X; = (X;;,Xj9, ...,
X)) € R4 d>1, where i=1,2,...,n, with a common d-
dimensional pdf

f1:RY SR, (1.208)

Let f,; be three times partially differentiable, its third-order par-
tial derivatives being bounded.

Then the formula for the Parzen—Rosenblatt density estima-
tor can be extended to higher dimensions and the arguments for
consistency follow in a similar manner.

Therefore consider the vector

u=(up,uy, ..., uy) €RELd>1, (1.209)
where d > 1 denotes the dimension of the vector and let

K;:RY > R (1.210)
be a d-dimensional kernel such that

K,(u) >0,

/ K;(u)du =1,
R4

/ u;K;(w)du =0,

R4

/ u?Ky(u) du = py(Ky) > 0,
R4

/Rd ;13K (u) du < oo. (1.211)

Let B be a d X d non-singular matrix and let its inverse and
determinant be B~! and |B| respectively. Given observations
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X1, Xy, ..., X,,, the Parzen—Rosenblatt density estimator of f; is
given by

~

_ LN e -
fd<x>—n|B|;1<d<B (X; = x)). (1.212)

To simplify matters, one often uses a product kernel, where the
d-dimensional kernel is simply a product of d univariate ker-
nels. If one takes these univariate kernels to be the same as K,
then

Ky(u) = K(up)K (1) -+ K (1) (1.213)

Moreover, consider bandwidths b, > 0,i =1,2,...,d such that
b; » 0and nb; - oo asn — oo. Then the density estimator using
these bandwidths and the product kernel becomes

2~ 1 c X — % Xip — %
= - K K
14t nbiby -+ by ,=21 [ < by > < by

K (W)] (1.214)

d

where now the bandwidth matrix B is simply a diagonal matrix
with positive diagonal elements

B = diag(by, by, ..., by) (1.215)

so that its determinant is |B| = b b, --- b,;. For instance, using
the Gaussian kernel, we have

n d 2
Do 1 1 ij — %
fax) = —n(\/Z)d i D exp 2 Z ( b )

j=1 i=1 j=1

and if we let b; = b for all j, then

n d
Fl)= — - LY, —x)
fatx) = Ty Zfexp l DX —x) ] . (1217)
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To derive the expressions for the bias and the variance of the
multivariate density estimator f;;, we define the partial deriva-
tives:

W,y [ Vax) 9fy(x) 5fd(x)>’
f; (X)—< on ' omy " om, (1.218)
and
Phax) LK) %) Pf3(x)
ax% axlaxz 6x16x3 axlaxd
Phax) k) %fyx) Pf4(x)
;2)(X)= 0x50%, 0x2  Omydxy 1 0xy0%g . (1.219)
% (x)  *,(x)  *,(x) 0%f,(x)
0x40x;,  O0xy0x, Oxyz0x3  d%xy
Then the expected value is
E[f4(x)] = = E[K (B~ (X; - )] (1.220)

B

=Bl /R dfd(xi)1<d(B_1(Xi—x)) dx;  (1.221)

= / f1(x + Bu)K;(u) du (1.222)
R4
Now one may use the multidimensional Taylor series expansion,
fi(x+ Bu) = f;(x) + (Bw)fV(x) + %(Bu)/f(z)(x)(Bu) +
(1.223)

so that, noting that the trace of a scalar matrix is a scalar itself,
and for two matrices C and D, trace (CD) = trace (DC) where
the matrix products are permitted,
E[f,(x)] = £,(x) + = tmce[B 'F(x)(B) / uw' Ky (u) du] + -
R4
(1.224)
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Let I, be the d X d identity matrix and u,(K}) is a positive scalar
defined earlier such that

/d uu' K (u) d(u) = uy (K1, (1.225)
R

Then for fixed x, bias is

Bias[ f,(x)] = %tmce [B'f ) (x)Bluy(K,) + o(trace [B'f P (x)B]).

(1.226)

Special cases may be used to illustrate the above formula. For
instance, if the bandwidth matrix B is a diagonal matrix, its
diagonal elements being by, b,,...,b;, we get, as n — oo, if

b — 0, where b = maxi{by,b,, ..., b},

max max

~ 0
Bias [fd<x)1=—u2 Ky) sz S " +o0(b5,,)

l

When all bandwidths are equal, i.e., b; = b, then if b - 0 as
n — oo, we have

~ 2 4 52
Bias [ f,(x)] = %HZ(Kd) ; ;;(2’() +o(b?).
As for the variance,
Var [ f,(x)] = |B|2\/ar (K, (B~ (X; - x))]

/ FUKIKB(X, - x) dX,
Rd

2
- < / fi(X)K,;(BHX; - x))dXi>
Rd

As to the first term,

1 -
A= n|B|2/ FiX)K3(BH(X; - x)) dX;

=n|B|/fdx+BuK2( ) du

- ﬁfd(x) /Rd K (u )du+o< |1B|> (1.228)



1 Density Estimation

On the other hand, from previous calculations, it is easy to see
that the second term is

D
Ay=o0 <n|B|> . (1.229)

Collecting terms, it follows that

Var[f )] = ﬁfd(x) /Rd K(u)du+o (ﬁ) . (1.230)

Thus for instance, if B is a diagonal matrix, with positive
diagonal elements by, b,, ... ,; then

~ 1 1
Var[f,(x)] = —fd(x)/ K2(wda+o| ———— ).
n H?=1 b; R4 ! n H?=1 b;
(1.231)
In the special case, if b; = b for all i, then
-~ 1 2 1
Var [ f4(x)] = Wfd(x) /Rd Kd(u) du+o <@> . (1.232)

An optimal bandwidth selection algorithm can now be devel-
oped, as in the univariate case, by minimizing the leading terms
in mse or MISE. As for consistency, note, for instance, when B
is a diagonal matrix, if all else remains fixed,

bypaw — 0and n|B| = nb by --- by - (1.233)

as n — oo, then, for every fixed x € R, fd(x) is weakly consis-
tent. For further details see Scott (1992) and Wand and Jones
(1995).
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2.1 Introduction

Consider the bivariate random variable (X,Y) € R? where X
denotes an explanatory variable and Y denotes the response or
the dependent variable. Consider the observations

(x,%), i=12,...,n (2.1)

on the pair (X,Y). Although in this discussion, we let X be
a scalar, the ideas presented here can easily be generalized
to the multidimensional case, i.e., when X € RX. Similarly, the
response variable Y is in R, though multivariate regression is
also possible to consider. Moreover, let Y be continuous and
in the sequel we will impose some further moment conditions.
Nonparametric regression is concerned with the situation when
the regression function, i.e., the conditional expected value of
Y given X has an arbitrary shape, apart from satisfying some
smoothness conditions.

Specifically, our interest lies in estimating the function m,
which is the nonparametric regression function

m(x) = E(Y]|X = x) (2.2)

where E denotes the conditional expectation of ¥ given X = x.
For simplicity of notation, we write X = x even when X may be
a continuous random variable. In nonparametric regression, the
aim is to estimate the function m, which, apart from some regu-
larity conditions, is left unspecified.

Kernel Smoothing: Principles, Methods and Applications, First Edition.
Sucharita Ghosh.
© 2018 John Wiley & Sons Ltd. Published 2018 by John Wiley & Sons Ltd.
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We will consider the nonparametric regression model
yi=mx)+u;, i=12,...,n (2.3)

where the regression errors u; are independent of the design
variables x; and satisfy

E(u;) =0 (2.4)
Var(u;) = 6% 0 <6 < o0 (2.5)
Cov(y;, u/-) =0,i#]j. (2.6)

We let m be three times continuously differentiable, its third
derivative being bounded, i.e.

sup|d®m(x)/dx3| < oo. (2.7)

2.1.1 Method of least squares

The kernel estimators of m1(x) are linear estimators in the sense
that they are weight averages of the observations on the response
variable. This is also the case for linear models, which are para-
metric models with the regression function specified as being a
linear function of regression coefficients f, and f;:

m(x) = By + prx. (2.8)

We take a brieflook at this parametric model. An important spe-
cial case is when X and Y are jointly normally distributed. Let
their joint pdf be given by

1

2r0,0,y/1 - p?

1 x—u) (y=n) 2(x—ux)(y—uy)
X exp = o7 + = -2p o,

(2.9)

g(x:y) =

where p,, Hy € R, o, o, € R, and p € (—1,1). Then the condi-
tional pdf of Y given X is given by the normal density function

1

o,V/2x(1— %)

1 o, ?
X exp —m (y—ﬂy—ﬂa—x(x—#x)) , (2.10)

h(ylx) =
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the conditional mean of Y given X = x being

Oy
m(x) = p, + p—(x — p). (2.11)

X

This is the familiar simple linear model, with intercept

po.
Bo = my — —u, (2.12)
O-x
and slope
po.
p = —. (2.13)

Oy

In general, a simple linear model without the distributional
assumption is simply

¥i = Bo+ Prx; +u; (2.14)

where, given x;, ..., x,, assumed to be not all equal, the errors ;
follow the Gauss—Markov conditions, i.e., they have zero mean,
constant variance, and are pairwise uncorrelated.

Of course, if, in addition, the errors are also normally dis-
tributed, then the maximum likelihood estimate of m(x) = §, +
py1x is the same as what one would get by substituting the least
squares estimates ﬁAo and ﬁl. These are obtained from

p= argmin Q) (2.15)

where the quadratic form Q(f) is simply the error sum of
squares

)= u? — fo — Brx;)? (2.16)
i=1 i=1
and
B =By B (2.17)

The formulas for the least squares estimates of the regression
coefficients are obtained by solving the normal equations:

aﬂoQ(ﬁ) ’F_ng(y’ Bo— Bix) = (2.18)
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and
0
——Q)l,_5=—2 Zx (vi—Bo—Bx)=0, (219
aﬁl i=1
leading to the least squares estimates:
Po=7~hx (2.20)
and
~ El_l(xi - x)(y; —)’)
1= o — = ey Sx (2.21)
Zi=1 (x; — %)
where
1y 1y
e D m = Zyl. (2.22)
i=1 i=1
n n
Sy =D& —B)(y;—7), and S, = Y (D% (2.23)
i=1 i=1
Fori=1,2,...,n, define
x; —Xx
b= — i % (2.24)
' Z:'q:l(xi - 9_6)2
and
ﬂizl_x.bizl_w. (2.25)
n Zi=1(xi - x)Z
Given the values of the explanatory variable X, namely x;, ..., x,,

and the sample size #, the weights a; and b; are computable quan-
tities. In particular, 4; and b; do not depend on the values of the
response variable Y. We have

Za—l Za (x—
=l
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Consequently,
n n
ﬂo = Z aiyi = ﬂo + Z ﬂiui (2.29)
i=1 i=1
and
n n
Bi=Y byi=p+ ) bu. (2.30)
i=1 i=1

Finite sample properties of the least squares estimators follow
easily. Given x4, ..., x,,, they are unbiased since

E (i aiul) =F (i biui> =0 (2.31)
i=1 i=1

Also, their variances are

n
~ 1 %
Var(By) = 6% Y a? =6 {— + —} (2.32)
n 62
N 2 2 _
Var(,) = o Z b= o= (2.33)
i=1 xXx

On the other hand, when n — o0, the least squares estimators
become weakly consistent if

n n
Za?—»Oand beﬁOasnﬁoo. (2.34)
i=1 i=1

Moreover, the covariance between f; and f; is given by

n

COV('&:)’ ﬁl) = 0-2 2 “ibi = —0'2

i=1

%
x (2.35)
Sxx

so that these estimators are asymptotically uncorrelated if

n
2 a;b; > 0asn — . (2.36)
i=1
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One can also express the above formulas using vector notation.
Using standard terminology, the design matrix is

1 x
x=| 1 * (2.37)
which has full rank since not all x4, ...,x,, are equal, so that in

particular X'X is positive definite, i.e., has non-zero (positive)
eigenvalues and the solution to (2.15) is unique. Moreover, the
total variance of the estimators is

c? (Z a+y bf) = c’tr(X’X)™! = 0(1/4,,;,(X'X)).
i=1 il
(2.38)

Here tr(A) denotes the trace of a matrix A and 4,,,;,(X’'X) is the
smallest eigenvalue of X'X. In other words, due to Chebyshev’s
lemma, if

Ay X'X) = 00 (2.39)

with 7 — oo, the least squares estimators are weakly consistent.
For additional information see, among others, Drygas (1976),
Eicker (1963), Lai et al. (1979), Rao (1973), and Sen and Srivas-
tava (1990). For results under infinite variance, see, for example,
Cline (1989).

If the errors in (2.14) are normally distributed, i.e., u; ~
iid N(0, 02), then being linear combinations of independent nor-
mal variables (see (2.29) and (2.30)), the estimated regression
coefficients also have normal distributions. Specifically, given
Xiseerr Xy

B, ~ N(E{B;}, Var(B)), i = 1,2. (2.40)

Once standardized, we have

(/3 - [E(ﬁo))/ \/’”(ﬂo ( Bo—Bo)/ \/ o2(1/n+%%/S,,)

~ N(0,1) (2.41)

and

(ﬁ - [E( ﬂ1 )/\/ Var( ﬁl) = (A _ﬂ1)/ 02/S,x ~ N(0,1).
(2.42)
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In addition, [}E) and El also have a joint bivariate normal distribu-
tion, the mean vector and the covariance matrix of this distribu-
tion being specified by the moments of the regression estimators
given above. Similarly, the fitted curve

mi(x) = By + prx (2.43)

will also have a normal distribution. This fact is used to derive
confidence intervals for the fitted curve. If the regression errors
do not have a normal distribution, but # — oo, then the marginal
distributions, the joint distribution, and all linear combinations
of ﬁo and ,BAI will be asymptotically normal.
As for an estimate of the error variance, it turns out that

7 A~ A

D= o~ By (2.44)

i=1

S5_ 1
n—2

is an unbiased estimator of 6. This is easy to see since

2= l;m—w —ﬁf;(xi—xﬁ

However,

n

Z(J’i —3)° = B +Z(”i — )+ zﬂlz(xi —%)(u; — )
i=1

i=1 i=1
so that
n
E lZ(yi —W] = 2, + (1= 1)o>.
i=1
On the other hand,

n

E lﬁ”fZ(x,. - x)Z] = {\/m(ﬁl) + } Sex = {62 /Sn + B2} S,

i=1
2 2
=0"+p; Sex
Now, collecting terms, the result follows.

Adding distributional assumptions, when the error terms in
the linear regression model are iid N(0, %)), then

By — Bo)/\ 02 (1/n +52/S,) ~ £,y (2.45)
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and

By = B)/\ 02/ Ssx ~ by (2.46)

Alternatively, in large samples, i.e., as 7 — o0, 62 is also con-
sistent and this leads to the asymptotic normality of the least
squares estimators:

(Bo — Bo)/\ o>(1/n +52/S,,) ~ N(O, 1) (2.47)

and

(B — B1)/\ 7%/S,x ~ N(O, 1). (2.48)

These facts can be used for testing and confidence intervals
for the regression coefficients and, more generally, of the linear
regression function. For instance, in large samples, an approxi-
mate 100(1 — a)% confidence interval for f; can be given by

By %242\ 0%/S,s (2.49)

where z,/, denotes the upper a/2-point of the standard nor-
mal distribution, i.e., z, , is the 100(1 — «/2)th percentile of the
N(0,1) distribution, and 0 < a < 1.

In a multiple regression model, however, the explanatory vari-
able X is a vector in RX, k > 1. Consider k=p—1 (p > 1)
explanatory variables X, x®@ x@-1) and the problem is to
estimate the regression function m, where

mx®, 2@, &Py = E(y|x® = 40, x®
=x@, . xP-D = 4@-1)
= fo+ ﬂlx(l) + ﬂzx(z) ﬁp_lx(p_l).
The multiple regression model includes many examples. One
specific case is polynomial regression, where considering X to

be an explanatory variable of interest and defining X/) = X/, the
regression of Y on X = x is

m(x) = E(Y|X = x) = fy + prx + Pox® ... ﬂp_lxp'l, (2.50)

which is a polynomial of degree p — 1 in x. We come back to this
special case again, in the context of local polynomials.
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Thus let y = the vector of observations on the response vari-
able Y, X = the design matrix containing values of the p —1
explanatory variables, f = the vector of p regression coefficients
that are to be estimated, and u = the vector of errors. Thus,

Y=Y 0

1 x(ll) PO x(lp_l)
x=|1 xgl) x(zz) x(zp_l)’
PRI
B = (Bo, P1, Bas -+ Bp—1) and

u=(up,uy,...,u,.

The multiple regression model is
y=Xf+u (2.51)
where the errors follow the Gauss—Markov conditions, i.e.,

E(u) =0, Cov(u) = 6’1

nxn’

where 0 = (0,0, ...,0) isavector oflengthnand1,,, isthen X n
identity matrix. In addition, we assume that the design matrix X
(with # rows and p columns) has full rank, so that

rank(X) =p, p < n.

As in the case of the simple linear model, the least squares esti-
mator f is defined as

A~

B = argmin Q(f), (2.52)
s

where the error sum of squares

Q) = Y, u? =w'u=(y-Xp)(y - Xp) (2.53)

i=1
is convex in f, because the second derivative of Q(f)
a2

FYEY, Q(p) = 2[X'X] (2.54)
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is positive definite, so that the solution to (2.52) is unique and
can be obtained from solving the normal equations

7520, =0. (2.55)

In particular,

f=[XX]""X'y = g+ [X'X]'X'u, (2.56)
so that ﬁ is unbiased and

Cov(p) = a*[X'X]7%. (2.57)

As for large sample properties, as in the case of simple linear
regression,

p-1
Var(B) = o2er((X'X] 1) (2.58)
0

=l

so that //i\i, i=0,1,...,p — 1, is weakly consistent if 4,,;,(X'X) —
o as 1 — oo, where 4,,;,(X'X) is the minimum eigenvalue of
X'X.

Substituting, we have the fitted hyperplane as

min(

E(y) = Xj = Hy (2.59)
where H is the so-called Hat-matrix (an # X # matrix), namely
H = X[X'X]7'X". (2.60)

It is easy to establish that the Hat-matrix is (i) symmetric, i.e.,
H’ = H, and (ii) idempotent, i.e. H> = HH = H. Also,

tr(H) = r(X[X'X]71X)) = er([X'X]1X'X)
= tr(Ipxp) =p. (2.61)

These facts have nice consequences, and lead to an unbiased
estimator for the error variance. Define the residuals

i=y-E(y)=y-Xj=My (2.62)

—H. (2.63)
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In particular, then, M is symmetric, idempotent, and ¢r(M) =
n — p, so that

52=—L @4 (2.64)
n—p

is an unbiased estimator of ¢2. This is easy to observe since
MX =0, so that

u = My = Mu. (2.65)
Therefore,

(n — p)E(E?) = E[(Mu)Mu] = E(W’M'Mu) = E(u’Mu).
(2.66)

However, being a scalar, E(u’Mu) = E(ir(u’Mu), whereas
tr(@Mu) = tr(Mun’) so that E[tr(Muu’)] = tr[ME(uw’)] =
trlMo?1,,,] = tr[Me?] = (n — p)o>.

When the regression errors are iid normal, ie., if u; ~
iidN(0, 62), then consistency of 52 is easy to prove. This follows
by noting that, since M has trace n — p and M is idempotent, its
rank is equal to # — p as well, in which case (Rao 1973, p. 186),

1, 2
= Mu~ y. (2.67)
implying
’ 2(y —
[E<uMu> _c (n p)zgz (2.68)
n—p n—p
’ A, _
\/ar(“M“):G n ’2’)—>o, as 1 — oo (2.69)
n—p (n—p)

so that weak-consistency follows from Chebyshev’s inequality.
When the errors are not normally distributed, let

z?:l uzz 2. -
——— — ¢” in probability, as 1 - oo (2.70)
n

hold. Then weak-consistency of 52 can be established by noting
that (see Sen and Srivastava 1990, p. 47)

~ wWMu uw(I-H)u
- = =
n—p n—p

(2.71)
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where by Markov’s inequality, for § > 0,

’ [E IH 2
P(uHu>5>S (u u): po
n—p (n—p)s (n—p)s

— 0, asn - oo.

(2.72)

For an extensive coverage of the theory of least squares esti-
mation, see in particular Rao (1973). What we have considered
above is the theory of the OLS (ordinary least squares) estima-
tors, /?015. In this case, the Gauss—Markov theorem ensures that
ﬁ:,ls is BLUE (best linear unbiased estimator). When the errors
are not uncorrelated, but have a covariance matrix, say %, in finite
samples, the best linear unbiased estimator is not the OLS esti-
mator but one that is obtained by pre-multiplying both sides of
Equation (2.51) by the inverse of the square root of X. In particu-
lar, this leads to the WLS (weighted least squares) estimator, ﬁwls.
Due to the Gauss—Markov theorem, in finite samples, unless X is
a diagonal matrix, for a € R?, a’ ﬁAwls has a smaller variance than
a’f, ., both being unbiased estimators of a’ , so that the WLS is
BLUE.

Some authors have studied efficiency of least squares esti-
mators with time series data where the errors are no longer
uncorrelated. Under stationarity and further suitable conditions,
the OLS estimator turns out to be asymptotically efficient. This
means, at least in these situations, as far as asymptotic efficiency
is concerned, knowledge of the error covariances is not neces-
sary; see Grenander (1954) and Yajima (1991) for further infor-
mation. For related results under various types of correlations,
in particular long-memory, see Beran et al. (2013).

2.1.2 Influential observations

Let /1;; be the ith diagonal element of H. Then the following facts
may be noted.

First of all, /1;; > 0. This is so because being the ith diagonal
element of H,

by =x[X'X]™'x; > 0 (2.73)

where x{ is the ith row of the design matrix X.
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In addition, %; < 1. This follows by noting that
Var(ti) = MCov (y) M’ = 6’M? = ¢°>M. (2.74)

This means Var(iz;) is the ith diagonal element of oM =
62(1,,, — H), so that Var(iZ;) = 6>(1 — h;)). Since Var(ii;) must
be non-negative, we have 4;; < 1.

A high A; value, i.e., h; ~ 1, implies Var(i1;) ~ 0. On the other
hand, E(iZ;) = 0. High 4;; would thus typically indicate a small
u;, i.e., a very good fit, and /; is termed the leverage. In some
cases, however, an observation that is far from the majority in
the design space, may result in a high leverage as well. In other
words, high leverage need not necessarily imply a cause for con-
cern; however, they are to be examined prior to further analysis.

The residuals (i7;) as well as the leverages (4;) are therefore
examined as part of routine regression diagnostics. High values
of either of these quantities are worth investigating for judging
the overall quality of the fit. An idea for a combined test is in
Cook’s distance (see Cook 1977, 1979). This quantity is com-
puted for each observation number i as follows:

h. 12
D; = u_o_t (2.75)
L—hy p
where r; is the standardized residual
U
r= i (2.76)
o4/1 - hy;

u

and o2 = ﬁ Yo i

This quantity can be shown to be related to a test for compar-
ing two estimates of the f§ vector, where in one case all obser-
vations are used and in the other case observation number i
is deleted from the estimation procedure. In particular, a high
value of D; may indicate either an outlier or an observation with
a high leverage and is worth a careful consideration.

2.1.3 Nonparametric regression estimators

In what follows, we relax the parametric assumptions on the
regression function m and address a kernel based approach for
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estimation of this function. Our interest is estimation of m(x) at
an arbitrary point x in the nonparametric regression model (2.3).

As in the case of kernel density estimation, here also the curve
estimate is a convolution of a smooth function called the kernel
K and a non-smooth stochastic component, namely the random
observations.

Choice of the kernel affects smoothness of the resulting esti-
mate because the smoothness properties of the kernel are trans-
ferred into the convolution. A second parameter that affects the
quality of the estimator is the bandwidth. In particular there is
a trade-off, i.e., a very large or a very small bandwidth results in
sub-optimal estimators.

Optimality of the estimator can be defined in various different
ways and one option is to consider the mean squared error or
the quadratic loss function, which is related to convergence in
probability of the estimate 72(x) to the true but unknown m(x) via
Chebyshev’s inequality. For L; norm based results, see Devroye
(1987), though in the context of density estimation.

While addressing nonparametric regression, two cases are of
typical interest:

(a) The fixed-design case, where the pairs (x;, ;) are observed
at fixed values of %, ..., %, on a compact interval. These val-
ues of the explanatory variable are then treated as being non-
random. In particular, the x; values may be equidistant.

(b) The random-design case, where the iid pairs (x;,y;) are
observed; i.e., %, ... ,x, are random.

We focus on a selection of nonparametric regression estimators,
namely, the Priestley—Chao regression estimator, the Nadaraya—
Watson regression estimator, and the local polynomials regres-
sion estimator, and provide a brief description of the method
of smoothing splines; another related approach is in (2.188),
which we will also discuss briefly here. There is an extensive
literature on nonparametric regression. In addition to the ref-
erences appearing elsewhere in this book, also see Cheng and
Lin (19814, 1981b), Cheng et al. (1997), Clark (1977), Cleveland
and Devlin (1988), Collomb (1981, 1985a, 1985b), Greblicki and
Krzyzak (1980), Hardle and Marron (1985), Hastie and Loader
(1993), and others. In particular, the textbooks by Wand and
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Jones (1995), Bowman and Azzalini (1997), etc., contain addi-
tional information.

Generally speaking, the Priestley—Chao regression estimator
is asymptotically unbiased for the fixed design case. However, in
the case of a random design, the Priestley—Chao regression esti-
mator converges in probability to the product m(x) f(x), where
f(x) is the design density, i.e. it is the probability density func-
tion of the explanatory variable X and « is a fixed real number.

An obvious correction for the random design case is dividing
the Priestley—Chao regression estimator by a consistent estima-
tor of the design density function f(x), for f(x) > 0. The result-
ing estimator is the Nadaraya—Watson regression estimator. As
it turns out, however, the Nadaraya—Watson estimator is a spe-
cial case of the class of local-polynomial regression estimators of
degree p =0, 1,2, ..., the Nadaraya—Watson regression estima-
tor being the so-called local-constant estimator (p = 0).

In the method based on local polynomials, the choice of p plays
an important role, in particular in connection with boundary
bias, and one may achieve improved (asymptotic) properties of
the regression estimator near the boundaries by selecting higher
order (local) polynomials.

We mention some nonparametric regression curve estimators
and refer the reader to the cited references for further results.
Additional results are presented in Chapters 3 to 5 where we deal
with correlated observations.

2.2 Priestley-Chao regression estimator

Consider the fixed design case with observations (x;,y;),i =1,
2, ..., n, on the explanatory variable X and the response variable
Y, the x; values being fixed and evenly spaced and in partic-
ular, x; = i/n. Let the nonparametric regression model (2.3)
hold.

Suppose that after plotting the data in a scatterplot, a nonlin-
ear association emerges. This conditional mean relation between
X =x; and Y is the expected value m(x;), and its estimation at
some arbitrary point x € (0, 1) is of interest.

A kernel regression estimator is a weighted (local) average of
the values of the response variable. The weights are chosen based
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on a kernel and a bandwidth, both of which play important roles
in the estimation process.

Typically, kernel estimates are not unbiased. Specific con-
ditions are thus called for to ensure consistency. Conditions
needed to achieve pointwise weak consistency are stated below.
Additional conditions may be specified as needed, e.g., to
achieve weak uniform consistency or other types of asymptotic
properties.

The Priestley—Chao kernel regression estimator (Priestley and
Chao 1972) of m(x), 0 < x < 1, is given by

Mpc(x) = pr ZyJ(( ) (2.77)
where the bandwidth b > 0 and the kernel K satisfiy the follow-
ing conditions:

(a) as# — 00, b > 0 and nb —» o and

(b) the kernel K is a continuous function such that K(u) >
0 for all u € R and K(u) =0 for all u# such that |u| > 1;
/_11 K(u)du =1and K(4) = K(—u) for all u € R.

A kernel such as the ones mentioned above falls in the category
of kernels of order 2. This terminology is used in particular in
the context of the so-called higher order kernels (see Gasser and
Miiller 1984), which are useful for estimating derivatives of the
regression function. Derivative estimation is addressed in Chap-
ter 3 on Trend Estimation using time series data and in the con-
text of local polynomials later in this chapter.
Thus 771pc(x) is a weighted average

et = 2 3 yont = 2 3 s+ £ 3w
i=1 i=1
(2.78)

where the weights

wy(x) = %K (xi ; x ) (2.79)

are chosen to satisfy some conditions as indicated via the
assumptions on the bandwidth b and the kernel function K.
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Note that while K(x) has its support on (-1, 1), w;(x) has its
support on (x; — b,x; + b). Alternatively, the y; for which the
corresponding x; does not fall in the interval (x — b, x + D) gets
zero weight. In other words, the weighted average (2.77) has
a local characteristic and, namely, m(x) is estimated by taking
the average of y; values that have x; values within b distance
from x.

The choice of this bandwidth b thus becomes relevant. We
need this bandwidth to be small so that the local properties of
the mean function can be retained. On the other hand, when
b is too small, the observation window does not contain many
data points, so that the variance of the estimator gets inflated
and the curve estimate becomes less smooth. In an extreme case,
when b is near zero, the estimated curve will “follow the data’,
driven by randomness. As a result, we learn very little from our
estimation procedure, since the statistical summary becomes
inadequate.

The role of the bandwidth b can be assessed in a concrete
manner, by analyzing the asymptotic properties of the estima-
tor. For instance, it is easy to see that the expected value of the
estimator is the same weighted average of the values m(x;) and
thus need not equal m(x) in finite samples. However, asymptotic
unbiasedness can be proved so that ) m(x;)w;(x)/n approx-
imately equals m(x) with increasing sample size. Similarly, the
variance of the estimator can be expressed as a function of b.
This leads to ideas for optimal bandwidth selection and various
data-driven algorithms.

First of all, note that as # — oo, for an integer g =0,1,2, ...,

52 () K (550) = [exwanso(G5)

i=1 1

(2.80)

Due to the differentiability condition on m, by Taylor series
expansion,

(xl- ;'x)z WI(Z) (x)

+O(|x; — x3). (2.81)

m(x;) = m(x) + (x; — x)m(l)(x) +
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Taking expectation and due to the assumptions on the kernel,

E(ipe(x)) = % > ma)k (22)

2
(x; —x) @
2!

M= I

[m(x) + (x; — x)m(l)(x) +

“(%57)

b? !
= m(x) + zm(z)(x) /

-1

1
E i (%)

Il
—_

+ O(lx; = #I)

ib) +o(h?)

(2.82)

w? K (u)du + O (

n

which leads to the asymptotic expression for the bias:
As n - o0, and under the conditions on b and K specified
above,

1
Bias(ipc(x)) = %2711(2)(96) / WK (u)du + o(b?)
-1

+0 (ﬁ) (2.83)

In addition to the conditions on the bandwidth 4 mentioned
above, if nb® - o0 as n — oo, then

n_ofL
o(b )_o(nb>, (2.84)
so that the bias term reduces to
(2) 1
m 2(’“) b? / WK (w)du + o(b?). (2.85)
-1

As it turns out, the optimum bandwidth that minimizes the lead-
ing term in the asymptotic expression of the mean squared error
satisfies this condition.

The asymptotic expression for the variance follows exactly
along the same lines, by noting that

Var(iipc(x)) = ﬁ i [1( <xz ; x)]z -Var(y;) (2.86)
i=1
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which simplifies to

1
5 1
(o (%) (2.87)

2
Var(ipe() = 2 /

where we use the fact that as n = oo,
L il@ (’ﬂ) - /11<2(u)du +o (i) . (288)
nb & b 1 nb

221 Weak consistency

The above discussion shows that for every fixed x, both bias and
variance of the Priestley—Chao regression estimator converge to
zero, implying convergence of the mean squared error to zero.
Due to Chebyshev’s inequality, this in turn implies pointwise
weak consistency, i.e., for fixed x, for every e > 0, as n — oo,

P(|71pe(x) — m(x)] > €) = 0. (2.89)

In some applications, we may require uniform consistency, as,
for instance, when estimating functionals of the regression func-
tion is of interest. This problem has been addressed among oth-
ers by Nadaraya (1964), Devroye (1978), Schuster and Yakowitz
(1979), Mack and Silverman (1982), and Bierens (1983, 1987);
also see Ghosh (2014). Some of these authors follow up on the
idea of a characteristic function based approach due to Parzen
(1962), which we describe here.

Thus we are concerned with the property

nlirgo P(sup |m1pc(x) — m(x)| > €) =0 (2.90)
- x

for every e > 0, and we would like to investigate at which rate the
bandwidth b needs to converge to zero with increasing sample
size, so that the above holds.

As in Chapter 1, consider a kernel K, which, in addition to the
previously mentioned conditions, also satisfies the following:

Let K have a characteristic function yy, i.e.,

wi(t) = / ) ™K (u)du, \/i=—-1, t € R. (2.91)

o]
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Now suppose that yy is absolutely integrable, i.e.,

/ lyi (£)|dt < co. (2.92)

(o]
It is interesting to note that the uniform distribution does
not have an absolutely integrable characteristic function. Den-
sity functions with absolutely integrable characteristic functions
include the normal as well as Cauchy.
Due to the inversion theorem for characteristic functions, we
can write

K(u) = % / ¢ty (£)dt. (2.93)
Substitution yields
1 1w [™
tpc®) = o—— { / e_’t(xi_x)/by/K(t)dt} v (2.94)
7 nb o

However, recalling the nonparametric regression model
Yj =m(xj)+uj, where the u; are zero mean and constant

variance (%) errors, and also due to the bias

et = m@) + Lm0 +0 (L)

1 1wf [©
+ 5. { / e_’t(xi_x)/bwk(t)dt} ;. (2.95)
b2 nb},=1 —oo

Recalling the assumption that m is three times continuously dif-
ferentiable with finite derivatives, it is enough to show that, for
every e > 0,

lim P(sup |S,(x)] > €) =0 (2.96)
n—0o0 x

1 ¥ o
g [

11 [ S
WK(t)etxt/b Z uje—ttxj/bdt

where

[\DlH

27 b J_o =
1 [ c
=5 | vkbwe™ D e dw, (2.97)
T

—0 =1
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so that
(sup 1S, (x)]) < —/ lyi (bw)| < Z M]e_lxw >dw
j=1
(2.98)
However,
E Z u,»e_’xfw =E Z u; cos(x;w) — 1 Z u; sin(x;w)
j=1 j=1 j=1
N1/2
2 . 2
= { lZu cos x,w] +E [2 ujsin(xjw)] -
j=1
; . N2
= {\/ar lz u; cos (x; w] + Var lz u; sm(x w) }
Jj=1 j=1 J
, 1/2
= { % Z(cosZ(xjw) + sinZ(xjw))}
j=1
=2 (2.99)
N
Moreover,
o0 1 (o]
[ wwtdw =1 [yl
1
-0 <Z> (2.100)
so that

E(supS,,(3)) = O ( \/1Zb> (2.101)

In other words, if
nb* > o0, asn - (2.102)
then

E(sup |S,(x)]) = 0 (2.103)

|79



80

Kernel Smoothing

and due to Markov’s inequality, this implies that (2.96) holds for
every € > 0. In other words, due to (2.95), #ip¢ is uniformly con-
sistent in probability as n — oo.

2.3 Local polynomials

Given iid pairs of observations (x;,y;), i=1,2,...,n on an
explanatory variable X, and a response variable Y, we consider
the nonparametric regression model

yi = mlx;) +u; (2.104)

with E(y;|x;) = m(x;) and m is a smooth real-valued function.
Also, uq,u,, ..., u, are independently distributed random vari-
ables with E(u;|x;) = 0, Var(u,|x;) = 62 (x;).

Often the explanatory variable will be in RX, but here we
describe only the k = 1 case. For further generalization to k > 1
and other information, see in particular Fan and Gijbels (1996)
and Fan et al. (1997) and references therein; also see, for example,
Bickel and Li (2007), Breidt and Opsomer (2000), Opsomer and
Ruppert (1997), Hastie and Loader (1993), Hastie and Tibshirani
(1990), and others.

The main idea behind local polynomial smoothing is non-
parametric estimation of m at X = x using a (local) polynomial
approximation of the function m(x) in a small neighborhood
of x. This leads to a local least squares solution with various
advantages.

We assume that the regression function m is continuous. It
is continuously differentiable p + 1 times (p =0, 1,2, ...), with
finite derivatives. Using the Taylor series expansion in a small
neighborhood around x, a pth-degree polynomial approxima-
tion of m(x;) is

b
mix) = Y (x; - 2V f;(x) + O(lx; — xlP*1), (2.105)

Bi(x) = 5 j=0,1,2,...,p, (2.106)
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where f,(x) = m(x). The problem of local polynomial estimation
then reduces to estimation of the “local regression coefficients”
B;(x), which are now functions, by minimizing the weighted error
sum of squares

n )4 2
Q) = Z {y,- - Z(xi - x)jﬁj(x)} w;(x) (2.107)

i=1 j=0
with respect to the vector f € RP*! where

1 X —x
W) = 2K ( - ) (2.108)
where K is a kernel and b is a bandwidth such that in particular,
foru € R,

K(u) >0, K(u) = K(~u)
/ K(u)du =1

(s

[60]
/ P K (u)du < oo. (2.109)
As for the bandwidth b,as n — o0, b — 0and nb — o0, and more
conditions may be added as needed.

Since, fy(x) = m(x) and j!ﬁj(x) = m"(x), estimation of the
regression coefficients (functions) ﬂj(x) automatically leads to
estimation of the regression function m(x) and its derivatives.
We introduce new notation:

Y=y 9
I x—x (v —%?% ... (% —x)7?

X(x) = I x—x (x—x?% .. (xz—x)p’

1 x,—x (x,—x)?

px) = (Bo(x), By (%), fo (), ..., B, (%)),

(x, —x)?

and
wy (%) 0 o ... 0
W) = 0 wyx) O 0
00 0 .. w

= diag (w; (x), wy (%), ..., w, (%))

- diag(%]((xll)_x),%K(xzb_x),...,%K(x"b_x))
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so that

QW) = (y = X®)A(x)) W(x) (y — X(x)p(x)) . (2.110)

For fixed «, differentiating Q(x) with respect to #(x) and equating
to zero, one obtains the local polynomial estimator

BLp(x) = Ay, (2.111)
where

BLp®) = (Bo(), By ) By (), ..., B, (%))’ (2.112)
and

A@®) = X' @WEXE) X ()W (). (2.113)

Here we have assumed that the matrix X’ (x)W(x)X(x) is invert-
ible. We have

X (x)W(x) =
w; (%) W, (%) Wy (%) ... w,(x)
w (@), —x)  wy(x)(xy —x)  wi(x)(xy —x) ... w,(®)(x, — %)
wi @)@, —x)> wy()(xy —x)2 wy@)(xs — ) ... ow,(x)(x, —x)*],
wi ()X, — 2 wy(®)(xy —x)P wa(x)(xy — %) .. ow,(x)(x, —x)?
(2.114)
so that
X' ()W (x)X(x) =

Y wix) SrowiE —x) o 2w —x)
YW@ —x) Y W@ —x)? L Y wi) Xt

’

27 1 ‘( )(x _x) Zl lwl(x)(x _x)erl Z:l 1 I(x)(x _x)ZP

(2.115)
whereas
X () W(x)Y =
(Z;’ 1 l( )yl’ Z; 1 l( )(x _'x)yl’ AR 2?:1 Wi(x)(‘xi _x)pyi )

(2.116)
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The estimate of the scalar-valued regression function m(x) is
given by f,(x), which can be conveniently written as

Box) = 8'(x) -y, (2.117)
where

s'(x) = ejA(x) (2.118)
and

el = (1,0,...,0) (2.119)

is a row vector with (p + 1) elements having 1 in its first position
and zero elsewhere. More generally, defining the notation

e =(0,0,...1,...,0) (2.120)

to denote a row vector with (p + 1) elements having 1 in position
(v + 1) and zero elsewhere, we can define the estimator

B,(x) = e/ A(x)y (2.121)
so that the vth derivative of the regression function m(x) can be
estimated from

},’;‘,I(V)(x) _ M _ e(/A(x)y

W == - (2.122)

In particular, with v = 0, one obtains the intercept, the estimated
regression function

i p(x) = Bo(x) = e)A(x)y. (2.123)

This estimator of m(x) is the local polynomial estimator of
degree p. Note that, if in the Taylor series expansion of m(x;)
around m(x), we let p = 0, then we get the local-constant esti-
mator. It is in fact the Nadaraya—Watson estimator. Taking
p =1, one has the local-linear estimator, with p = 2, the local-
quadratic, with p = 3, the local-cubic, and so on. The natural
question then arises about the choice of the degree of the poly-
nomial that is being used for the estimation. An insight into this
problem is obtained from the asymptotic expression for the bias
of the estimator, where a fundamental difference between the
two cases, when p — v is odd versus when p — v is even, emerges.
Here, v is the order of the derivative of the regression function,
estimation of which is of interest. To derive these properties, it
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may be convenient to write the local-polynomial estimator as a
kernel estimate. Of special interest are the so-called equivalent
kernels.

23.1 Equivalent kernels

As we have seen above, the local-polynomial estimates of the
regression function and its derivatives are obtained by consider-
ing a local multiple (polynomial) regression model and by using
weighted least squares. In other words, the properties of the esti-
mator can be derived by taking advantage of the theory of least
squares. Itis also possible to express the local polynomial estima-
tors as kernel estimators. Using new notations (see, for example,
Fan et al. 1997), let

S, = X' (x)W(x)X(x)

Solx)  Six) ... S,&)
_ Si0) S o Sp) (2.124)
Sp (x) Sp+1 (x) SZp (x)
and
T, =X (x)W(kx)Y
= (Tyx), Ty (%), ..., Tp(x))’ (2.125)
where
“ X — % .
ij(x)zz:K( - >(xi—x)’,]=0,1,...,2p, (2.126)
i=1
“ X — % ;
bT(x) = Y K (= (x; —x)y;, j=0,1,...,p. (2.127)
=2k (%5)
We have

- Zw (%) (2.128)
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where

K(t
w, (&) = e S (1,th, (th)%, ..., (tb)P)’#. (2.129)
It is clear from (2.128) that ﬁv(x) has the form of a kernel estima-
tor where, however, the kernel w, () depends on the # observa-
tions %y, ... ,x, on the explanatory variable X. In particular, this
kernel satisfies the (finite sample) moment condition

™=

1l
—

X, —x
- xw,, <’T> =6, v,4=0,1,2,...,p,

(2.130)

where 6, , =1 if v = ¢ and zero otherwise. This kernel repre-
sentation can then be further exploited for derivation of various
properties of the estimator.

As regards bias, note that if we take the expectation of ﬁv(x) in
(2.128) and expand E(y;) = m(x;) using a polynomial of degree
up to p around m(x), except for the contribution from the
remainder of this Taylor series expansion, the rest of the terms
lead to zero bias, even when # is finite. Of course, in case m(x;)
is in fact a polynomial of degree p, as in the first p + 1 terms in
(2.105), ﬁv(x) is an unbiased estimator of g, (x). This is a direct
consequence of the fact that ,BAV(x) is a weighted least squares esti-
mator. See Ruppert and Wand (1994) for further remarks.

As for derivative estimation, the choice of the degree of
the polynomial is an important issue. Estimating the regres-
sion function using a polynomial of degree zero leads to the
Nadaraya—Watson estimator. In other words, this is the local
constant estimator. Based on asymptotic considerations, one can
argue that the Nadaraya—Watson estimator will have some dis-
advantages compared to another estimator that uses a polyno-
mial of another suitably chosen degree, e.g., the local-linear esti-
mator with p = 1:

p —visodd:

m®tD) (x)
P+
r = o(bPH1Y); (2.132)

Bias(m™ (x)) = a; X WP p, (2131)
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p —Vviseven:

Bias(m™ (x))

_ P (@) m) ) D) 2
_ﬂzx{ P+2! @Dl f@) }V!bp+ T

(2.133)
ry = o(bP7Y), (2.134)
and a; and a, do not depend on # or b.
However, in both cases,
p — visodd or even:
Var(m©W (x)) (v)*o” (2.135)
ar(m\V(x)) = a x—+r, .
) 3 nb1+2vf (x) 3
1

and a3 does not depend on n or b. Here f(x) is the design density
and m®+?(x) and fV are continuous in a neighborhood of x.

Thus, there is a theoretical difference between the two cases,
i.e., when p — v is odd and when it is even. In particular, when
p —v is even, f(x) /f(x) appears in the asymptotic expression
for the bias, through the additional term {m®+)(x)/(p + 1)!
{f(l)(x)/f(x)}. In particular, this choice of the degree p (so that
p — viseven) allows the bias of the estimator to be affected by the
design density (i.e., distribution of the points in the x-axis). This
can be problematic especially near the boundary of the x-space.
Thus, for estimating the vth derivative of the regression func-
tion m(x) a remedy for the (boundary) bias problem is to select
the degree p in such a way that the difference p — v becomes odd,
while at the same time keeping p low so that estimation of not too
many terms is involved. For instance, all else remaining fixed, to
attain an asymptotic bias rate of b for estimating the first deriva-
tive of m(x), the bias rule suggests taking p = 2. For details, see
Fan and Gijbels (1996) and references therein.

In computations, one may give an approximate confidence
interval for the regression function m(x) as follows.
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First of all, estimating m(x) at the observed values of x (using
the above method), namely atx = x;,x = x,, ..., = x,,, and col-
lecting the estimates in a column vector m we can write

mxy)) (e AGDY)  (s/(6)
f = | 10) | [ eAGy |2 [ S [y Z gy
m(x,,) e’lA.(.a'cn)y s’k;n)

where the matrix S defined as

S/(x1)
S = s/ (o)
/
s'(x,)
is termed the smoother matrix. When x,, x,, ..., x,, are fixed, we

have the covariance matrix of the vector m as
Cov(i) = SCov (y) §' = SS'¢>. (2.137)

Finally, for # — oo, using the estimator for 62 as

21 )
o=~ ;{ y; — im(x)}, (2.138)

an asymptotic 100(1 — @)% confidence interval (ignoring bias)
for the regression function at x = x; may be given as

m(x;) + Zo;/z8 (88" (2.139)

where (SS');; is the ith diagonal element of SS" and z,/, is the
upper a/2-quantile of the standard normal distribution, i.e., 1 —
D(z, /2) = a/2, where @©(-) is the cumulative distribution func-
tion of the standard normal distribution.

2.4 Nadaraya-Watson regression estimator

Consider the nonparametric regression model with independent
observations (x;,¥;,), i = 1,2, ..., n, on the pair of random vari-
ables (X, Y). Let the marginal probability density function of X
be f(x) and the conditional mean of Y given X = x be m(x). In
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particular, consider the nonparametric regression model

yi=mx) +u, i=1,2...,n (2.140)
with iid errors u;, i = 1,2,...,n having mean
E(u;) =0 (2.141)

and variance

Var(u;) = o2, (2.142)
where 0 < 0 < o0. The regression function is

E(y;lx;) = m(x;). (2.143)

Suppose that m is smooth and the problem is a nonparametric
estimation of this function.

The Nadaraya—Watson estimator (Nadaraya 1964 and Watson
1964) is particularly designed for the situation when the values

of the design variable X, namely x;,,, ..., x,,, are random. It is
given by

. XK ( )

My (%) = (2.144)

Z, 1I<(x x>

where the bandwidth b and the kernel K satisfy the following
conditions:

® Asn — 00,b — 0and nb - .
e The kernel K is bounded and continuous, three times contin-
uously differentiable, with bounded derivatives. Moreover,
— K(u) > 0forallu € R
- / K(u)du =1, K(u) = K(—u) for allu € R
- f |u|3K (1)du < oo

Note that the Nadaraya—Watson estimator can be derived as
a local-constant estimator, i.e., as a local-polynomial estimator
based on a polynomial of degree p = 0. This is easy to see since,
for fixed «, let 6 = m(x). To estimate 0, using a local polynomial
approach, we minimize the quadratic form Q(6) and obtain

0 = argmin {Q(6)} (2.145)
OeR
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where the weighted error sum of squares to be minimized is

)= (3 — 0w (2.146)

i=1

Differentiation of Q(6) with respect to 6 yields the estimator
0 = My () (2.147)

as defined in (2.144).

Now recall the formula for the Priestley—Chao regression esti-
mator of the regression function m(x) and also the formula for
the Parzen—Rosenblatt nonparametric density estimator of the
design density f(x). We recollect these formulas below:

Priestley—Chao regression estimator:

tpc®) = = Z 5K ( ) (2.148)

Parzen—Rosenblatt density estimator:

Tor@) ZK(

Then the Nadaraya—Watson estimator can be written as

) (2.149)

iy (%) = Mpc(x /pr (2.150)

As we have seen earlier in this chapter, when the x;, ..., x, are
evenly spaced and fixed with x; =i/n, i =1,2,...,n, the bias
of the Priestley—Chao estimator of m(x) is of the order O(b?)
and its variance is of the order O(1/(unb)). Thus, with x; = i/n,
i=12,...,nm

A

E(i71pc(x)) = m(x) + o(b?), (2.151)
Var(impc(x)) = O(1/(nb)), (2.152)

so that in this case 7ip(x) is a consistent estimator of m(x).
However, if x;,...,x, are iid random variables, with a com-
mon pdf f, then Mipc(x) is a consistent estimator of m(x)f (x).
In other words, a multiplicative factor f(x) appears. As a result,
division of #ipc-(x) by a consistent estimator of f(x) becomes
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necessary. As we have seen in Chapter 1 on Density Estima-
tion, for every fixed x, the bias and the variance of the Parzen—
Rosenblatt density estimator converge to zero, at the rates O(b?)
and O(1/ (n)) respectively. In other words, pointwise weak con-
sistency of fPR ) follows due to Chebyshev’s inequality. Fmally,
weak consistency of each of the estimators #71p-(x) and fPR
combined with Slutsky’s lemma when f(x) > 0, ensures pomt—
wise weak consistency of 77y (x).

To see these explicitly, we start with #p-(x) in the ran-
dom design case. Denote u,(K) = ] w?Ku)du and R(K) =
| K?*(u)du. First of all,

E(ipe() =—[EZ 1((

=%/_°° ek (552) @)z

(e8]

= /oo [m(x) + bu mW (x) + &fm(z)(x) +

[Se]

b2u?

X [ F) + bu fO(x) + Tf@)(x) + ... | Kw)du

2
= m(x) f(x) + up(K )%[m(x) FO () + fx)m (x)
+2m (@) fO@)] + 0(b?)

b? 92 2
= m(x)f () + 1y (K) = 3 — {m(x) f(x)} +o(b7).  (2.153)

As for the variance,

Var(mpe(x)) = n_zz\/‘” (y K( b x))

i [F 01 (557)) =2 (e (357) )

=2 | [ i (555 st

nb? | J_o b
- Ponta )+ 00|
-1 2 1
= = f@R(G* +m*) +o (). (2.154)
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This then leads to the pointwise weak consistency of the
Priestly—Chao estimator, so that for every fixed x, as n — o,
Mpc(x) converges in probability to m(x) f(x). On the other hand,
consistency of the Priestly-Rosenblatt estimator was established
in Chapter 1 on Density Estimation and we may recall that for

every fixed x, as n — oo,]A’pR(x) converges in probability to f(x)
Thus, for f(x) > 0, by Slutsky’s lemma it follows that, as n — oo,
My (x) converges in probability to m(x) f(x)/f(x) = m(x), so
that the Nadaraya—Watson estimator gives rise to a consistent
estimate of the regression function m(x).

The covariance between 7 Pc(x) and]/”\NW () is also of interest:

G:0"(”11>C fNW
= E(impc(x fNW x)) E(mpc [E(fNW

= [E(fhPC(x)fNW(x))

2
- [m(x) (%) + % 1o (K) (@ (x) £ (x) + @ (x)m(x)
+2m V() fD(x)) + 0 bz)]

X

@)+ ’”;uz(zof@’ (x) + o(bz)]

= E(/1pc(x) .?NW (x) f2(x)
—%,4 () [ ) £2(6) + 2m(x) () f O ()
+2f () f P 0)mD (x)] + 0(b%) (2.155)

whereas

[E(ﬁ"PC(x)fNW(x))

—F lﬁggyg(xi;x)l((x’;x)]
- n2b2 lz ( x)+i;1y,-1<<xi;x)1<<x’b_x>l
_ n21b2 [n /_ " @)K (%) f(z)dz]

(continued to next page)
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+2Lb2[ (n-1) (/_:m(z)K(Z‘
x(/_ooK(Z;x)f(z)dz)]

21192 [b{m(x) fRREK) + O(b*)}]

2 ) f (Z)dZ>

t [n(n — 1)b*{m(x) f (x) + a, (D)}Hf () + ay(b)}]
= m(x) f2(x) + n—lbm(x) F@REK) + as(b) (2.156)
where
b2
c(b) = /42(1()? (2.157)
a,(b) = c)[f®)mP (x) + m(x) fP(x) + 2mD (x)f D (x)
+o(b?) (2.158)
ay(b) = c(b) fP(x) + o(b?) (2.159)
as(b) = c(b) fx [2m )P @) +2mM (@) fO ()
+f(@)mP (x)] + o(b?). (2.160)
Combining,
Covliipe(®), Fyw @) nlb ) f@REK) + 0 (ib)
(2.161)

To derive the asymptotic expressions for the (unconditional) bias
and the variance of 71y, (x), define the function y : RX R, —
R such that

A @) = w(Aip(), for®)) = Atp(x) /fpp(x) (2.162)

Noting that fr\zNW () is a ratio of two means, for fixed x, expand-
ing around y (m(x)f (x), f (x)) = m(x) using Taylor series expan-
sion, we have

@), fpr®)) = w(m) £ (x), f(x))
)76

+(ﬁ1pc(x)—m X)f (%)) = (Fpp)x) —f (%) f( + - (2.163)
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Taking the expected value and combining terms, we have

[E[l[/ Wlp pr = [E[V/h]\[v(/(x)]
(1) (1)
— mx) + /42(1()% (m<2>(x) + 2%) + o(b?)
(2.164)
whereas the variance becomes
\/ar[ (7ip(x), For(®))] = Var[iitny (x)]
m*(x)
f2( \/a [mPC(x)] + 0 \/ar[fPR(x)]
- 2}% Cov[MPCx), fop()]
_ 1 62R(K) 1
=5 7 <%) (2.165)

In other words, for every fixed x, /75y (x) converges to m(x) in
probability with n — 0. As indicated in the discussion about the
local-polynomial based estimation, being a local-constant esti-
mator for the regression function, 71y, (x) also suffers from the
boundary problem in its bias. The presence of the design density
can inflate the bias, in particular in the boundary region of the
x-space.

2.5 Bandwidth selection

There are various reviews of bandwidth selection procedures.
Some references are Benedetti (1977), Chiu (1989), Gijbels and
Goderniaux (2004b), Herrmann (1997, 2000), Herrmann et al.
(1992), Loader (1999), Schucany (2004), Jones et al. (1991, 1996),
Kohler et al. (2014), Miiller et al. (1987), Park and Marron (1990),
Rice (1984), Sheather (1992), Sheather and Jones (1991), and oth-
ers, as well as the list of references in Wand and Jones (1995).
Here we only address the asymptotic properties of the regres-
sion estimator, followed by a brief look at the LSCV method.
There are two main streams of approaches for selecting an
optimum bandwidth. In one approach, the idea is to minimize
the residual sum of squares and, for this, using residuals from
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cross-validation (CV), the generalized cross-validation (gcv),
and the minimum unbiased risk estimation. The second
approach involves substituting estimates of the unknown quan-
tities in the expression for the asymptotic mean squared error.
This is the so-called plug-in approach.

To address the main issue for a cross-validation based method,
we see that the expressions for bias and the variance of the esti-
mator of the regression function can be used to derive the for-
mula for the optimal bandwidth b. This formula is obtained by
minimizing the leading term of the asymptotic expression of the
mean squared error (mse) of #71pc(x). In fact, formulas for both
“local optimal bandwidth” for each fixed x and the “global opti-
mal bandwidth” can be derived. Specifically, collecting the lead-
ing terms in the asymptotic expression for the mean squared
error, where mse = Bias® + Variance, define

1 2
AMSE(it1pc(x)) = (%2711(2)(96) / u21<(u)du>
-1

o2
+= 1<2( )du (2.166)

nb
Note the opposing effect of the bandwidth » on bias and
variance, the so-called bias—variance trade-off, where all else
remains fixed, increasing b reduces variance but increases bias
and vice versa. Considering, however, the mean squared error,

one approach is to minimize AMSE so that

d%AMSE(mPC(x)) —0 (2.167)
leads to the formula for the locally optimum bandwidth
1/5
2
ploady = O RE) L s (2.168)
i (m® (x))2u3 (K)

where we have used the notations R(K) = [ K*(u)du and
u3(K) = [ K (u)du.

In contrast to having a variable bandwidth that depends on the
location x, one may in some situations opt for the constant or the
global bandwidth. One way to do this is to consider the mean
integrated squared error (MISE) and, in particular, the leading
term in its asymptotic expansion. This is then given by simply
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integrating out x in the formula for AMSE(x) above. We then
define

AMISE(fipc) = / AMSE(ipc (x))dx
2 2 2
- <%R(m(2))y2(1()> FIRE) (2169)

where, using previous notation, R (m(Z)) = f (m(z) (x))2 dx. Dif-
ferentiating AMISE with respect to b and equating to zero, the
formula for the global optimum bandwidth is obtained. This for-
mula is given by

1/5
2
(global) _ o“R(K) _
bop? @ = W n 1/5. (2170)
R(m®@) (%)) p3 (K)

What is in particular worth noting is the role of the second
derivative of m on the optimum bandwidth. In particular, large
values of the second derivative, high local variations in m(x),
leads to smaller optimum bandwidths. Moreover, substituting

bf;gpl?bal) or bf)iftcal) (x) into AMISE or AMSE(x) respectively yields

Best asymptotic rate = a X C(K) X n=4/5 (2.171)

where a does not depend on the kernel K and

1/5

C(K) = [RUENY> [u3(K)] (2.172)

The rate of decay in (2.171) is proportional to #~%/>, Thus, in
contrast to typical parametric estimation procedures, where the
rate of convergence is 771, the best rate of convergence to zero
for these nonparametric curve estimates, under the conditions
mentioned above, is slower.

To make the above formula usable, in practice one would have
to substitute estimates of o2 and m@ (x). For instance, an esti-
mate of 62 may be based on the mean residual errors squared. To
estimate the variance of the regression estimate, Gasser (1986)
considers a finite-difference based approach. Another approach
is to consider smoothing the squared residuals using an appro-
priate kernel. This idea is suggested, for instance, in Menéndez
et al. (2013) for correlated data. Moreover, estimation of 12 (x)

95



96

Kernel Smoothing

will again involve optimality considerations. Substituting the
estimated unknown quantities into the formula for the optimum
bandwidth leads to the so-called plug-in approaches. One option
is to twice differentiate the formula for 71p-(x) with respect to x,
which essentially leads to an estimation procedure based on the
higher order kernels, such as

2 (x) h3 Z K@ ( ) 5, (2.173)

where K (1) is the rth derivative of K (x) with respect to u and &
is a pilot bandwidth. This approach would thus require using dif-
ferentiable kernels K, and, for instance, the uniform kernel where
K(u) =1/2,if |u| < 1and K(u) = 0, if |u| > 1, would not be use-
ful. The problem with this approach is that a pilot bandwidth %
is needed and hence the bandwidth selection problem is shifted
to choosing an optimum /. One option is to take # = b, which,
however, need not be the ideal choice. For independent errors,
Gasser et al. (1991) consider

h=bn”* (2.174)
where n® is an inflation factor, @ > 0, and argue that
h = bn'/10 (2.175)

is the ideal choice, b being the bandwidth used to estimate the
initial regression function m. This idea is further modified when
the errors are correlated. See Herrmann et al. (1992) for further
information on an algorithm.

The method of local polynomials provides another approach
to derivative estimation. Also see Gasser and Miiller (1984) who
address derivative estimation using the general class of higher
order kernels.

As mentioned earlier, formulas for both “local optimal band-
width” for each fixed x and the “global optimal bandwidth” can
be derived by minimizing the leading term in the asymptotic
expression for the mean squared error of 7pc(x). To make this
method data-driven, one option would be to plug-in estimates
of the unknown functions and parameters estimated from the
given set of observations. Another approach is not to use the
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asymptotic expression of the mse of 71 (x) but rather use cross-
validation. This is described below.

Consider the following sums of squares corresponding to
the nonparametric regression model above and the estimator

ipc(*)

n n

Error sum of squares = ESS(b) = Z(y, — m(xi))2 = z ulz
i=1 i=1

(2.176)

Average residual sum of squares = ARSS(b)

> Z(yl Aipe(x;)?. (2.178)
i=1

n
1
i3

Then the expression for ARSS(d) can be written as

ARSS(b) = %ESS(b) +ASE®) - 2 Y wipc() — mix).
i=1

El\)

(2.179)

Taking the expectation of both sides of the last equation,

E(ARSS(0)) = 0% + E(ASE(D) - = Y E((ipc(x) — m(x,)
i=1

(2.180)
However,
E(u;m(x;)) = m(x;)E(u;) = 0, (2.181)
so that

E(ARSS(3)) = o2 + E(ASE(b)) — % 3 Ewiipe(x)
i=1
(2.182)
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Also,

—F Ly k(5%
= ML% (m(xj)+uj) < 5 >
1 —_— .

Therefore,
E(ARSS(B)) = 62 + E(ASE(b)) — % Y ° k(0)

= 62 + E(ASE()) — 2;‘21((0)
nb

Thus ARSS(b) can be taken as an unbiased estimator of
E(ASE(b)) + 62 — (262 /nb)K(0). However, although we would
like to find b that minimizes E(ASE(b)) or, in a data-driven
method, an unbiased estimate of E(ASE())), plus perhaps a con-
stant (such as ¢2) that does not depend on b, the presence of b
in the denominator (see the right-hand sides of the above equa-
tions) makes this approach not meaningful. Direct minimization
of ARSS(b) leads to selection of the smallest b on the chosen grid
so that this bandwidth selection algorithm breaks down.

The remedy for this is to use a revised version of the ARSS(d)
that eliminates the term (26 /nb)K (0) from its expectation; this
leads to the least squares cross-validation approach. To start
with, we define the cross-validation function (this is simply a
revised version of the ARSS(b) defined above)

CV(h) = % 3 0 = fitp, i) (2.183)
i=1

Here, the notation 771pc _;(x;) is defined as

n
~ 1 X~ X
Mpc,—(x;) = b Z J’jK< - 3 > : (2.184)

J=Lj#i




2 Nonparametric Regression
In other words, this is the leave-one-out Priestley—Chao kernel

regression estimator. Using the same argument as before, one
can now show that

E(CV(b) = o® + % ; E(ipe_ () — m(x))*  (2.185)

In particular, note that this time the quantity (262/1b)K(0) no
longer occurs.
Since in large samples

[E(% 3 (Pipe, i) — m(xy) ) < Z(mpc >)2>

=1
(ASE(b)), (2.186)

the quantity CV(b) can be used in a bandwidth selection algo-
rithm.
Thus the LSCV criterion can now be given by
noyl = argmm CV(b). (2.187)

2.6 Further remarks

2.6.1 Gasser—Miiller estimator

There are also other kernel estimators, as for instance the esti-
mators due to Theo Gasser and his colleagues; see, for example,
Gasser and Miiller (1984). Such an estimator is of the form

Mg (x Zyl/ —K(
e (52) - (552)

YW, (x, b) (2.188)

u)du, x € la, +b,ay - b]

'M: ILM: |

Il
—_

929
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where Fy is the cumulative distribution function corresponding
to the kernel K,

ﬁ/l«(x,b)={FK (x_;i*)—z—",( (x;si)}, (2.189)

andx; < -+ <w, € [a},a,], —0 < a; < a, < oo satisfy

Fx;)=(G—-.5)/ni=12,...,n (2.190)

F being the cumulative distribution function corresponding to
the design density f and sy, ... ,s,_; are the mid-points

Sl' = 0.5(xl + xl'+1), (2.191)
SO = ﬂl, (2.192)
S, = dy. (2.193)
Moreover, the sum of the weights W, over i =1,2,...,n con-

verges to unity as n — oo, where b — 0 as n — oo and x is fixed.
For related bandwidth selection procedures, see, for instance,
Herrmann (1997) and references therein.

2.6.2 Smoothing splines

2.6.21 The model

Given pairs of observations (x;y;), i=1,2,...,n, on the
response variable Y and the explanatory variable X, we consider
the regression model

yi = mlx;) + u;

where the u; are independently and identically distributed (iid)
errors with zero mean and variance o2 and m(x) is the regression
function evaluated atx, i.e., it is the (conditional) mean of Y given
X = x. Our problem is to estimate 7. Now consider the naive
least squares problem.

Find a function m that minimizes the residual sum of squares

RSS = ) {y; — m(x;)}*. (2.194)

n
i—1

1%

The obvious solution to this problem is any function 7 such that
matches the data, i.e.

m(x;) = ;. (2.195)
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so that the residuals are exactly equal to zero, ie. i; =y, —
mx;) =0, i=1,2,...,n From a statistical point of view, this
solution is not satisfactory. The solution is heavily affected by
the randomness and the distinction between the rough and the
smooth parts is not adequate. This leads to an idea based on
the use of a roughness penalty and hence the method of cubic
splines. For background information, see Diggle (1990), Eubank
(1988, 2000), Silverman (19844, 1984b) and Wahba (1990).

A measure of roughness is the integrated squared second
derivative

R(m@) = / m{m(z)(x)}zdx, (2.196)

o0

where m® (x) is the second derivative of the regression function
m. This leads to the following penalized least squares problem.
For A > 0, find the function » that minimizes

(o)

Dy = mx) + A / (m® (x)}?dx. (2.197)
i=1

-0

2.6.2.2 The parameter 1

A plays the role of the smoothing parameter by balancing Taylor
series-of-fit and smoothness. In particular A = 0 corresponds to a
perfect Taylor series-of-fit. This is the solution to the naive least
squares problem. The case 4 = o corresponds to linear regres-
sion: A1(x) = a + px. In this case, the second derivative is zero.
As A ranges from 0 to oo, the estimate or the fitted curve ranges
from the most complex model (perfect Taylor series-of-fit) to the
simplest model (linear model).

If the sample size # is at least 2, then it can be shown that
there is a unique, computable minimizer for the above criterion,
which we may denote by 71,,;,., which is a cubic spline on the
interval [x(y), x|, where xq) < %y < -+- < %, are the n ordered
statistics of the x observations x1, %, ... , x,,. Being a cubic spline,
the estimator 71,,);,, () has the following properties: (i) it has a
continuous first derivative everywhere, (ii) it is linear for x < xy)
and x > x,), and (iii) it is a cubic function between each succes-
sive pair of the ordered values of x. To compute this cubic spline,

note that 71,,;,.(x) can be written as a weighted average of the
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y-values, namely

Pogpiine®) = ) wi(x, Ay, (2.198)
=1

where the weights w; are appropriately defined.

2.6.2.3 Approximation and computation of the cubic spline
Silverman (1984) pointed out that the smoothing spline can be
expressed as a kernel regression estimator with a variable band-
width. In particular, when away from the boundary and with 4
relatively small, the cubic spline estimator can be written as

n

csplme Z w;(%)y;. (2.199)
i=1
Here the weights w;(x) = w;(x, 4;%1,%,, ...,%,,) can be approxi-
mated by
1 1 X;— X
w;(x) & I(< > (2.200)
l S(x;) nb(x;) b(x;)

where b is a “local bandwidth” b(x;) at x = x; that depends on the
design density f(x;) at x = x;, the sample size #, and the smooth-
ing parameter A, whereas K is a symmetric kernel. Specifically,

1 1/4
b(x;) = [n 7 (xi)] (2.201)

and

K(u) = %exp <—%> sin (% + %) . (2.202)

2.6.2.4 Selection of the optimum smoothing parameter 1

The next problem then is to find the optimal A depending on
the unknown regression function 1 as well as the error variance.
One option is to minimize the squared error loss

== [m( x)1%. (2.203)

i=1

:I»—l
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In order to make a data-driven choice for 4, L must be approxi-
mated. This is possible in particular due to the generalized cross-
validation (GCV) criterion due to Craven and Wahba (1979):

2
GCV(A) = —RSS (1 - = Z wi( > (2.204)

where RSS is the residual sum of squares, namely

[y; — i (x,)]. (2.205)

M:

]
—_

i

It turns out that GCV(A) is an estimator for L(A) + 2, so that
minimizing GCV(4) is equivalent to minimizing L(A).

Other options for finding the optimal A includes the cross-
validation criterion, which may turn out to be computationally
intensive. There one minimizes

CVv(4) = % Z{yi — iy i)} (2.206)

where 71, ;(x) is the leave-one-out cubic spline estimator of
m(x) excluding observation number j, i.e., it is computed exclud-
ing the pair (x;, y;). Finally, 71, _;(x;) is the leave-one-out estima-
tor /i1, _; evaluated at x;.

2.6.3 Kernel efficiency

As in the case of density estimation, minimizing the asymptotic
expression for the mean squared error with respect to the ker-
nel K leads to the Epanechnikov kernel as being the optimum
choice (see Epanechnikov 1969 and Hodges and Lehmann 1956).
This kernel is named after Epanechnikov due to its first use and
derivation in the case of density estimation. Silverman (1986)
tabulates efficiency of other kernels compared to the Epanech-
nikov kernel:

Kopane(u) = 3/9)(1 - u?/5)/V/5, lul < V/5
= 0, otherwise. (2.207)
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He defines efficiency to be the quantity (see Silverman 1986,
p- 42)

eff (K) = (C(Kypane) | CK))*/* (2.208)

where C is defined in (2.172). To obtain the formula for the “best”
kernel, an approach is to minimize AMSE(x) or AMISE over all
l<ernels K(-) that satisfy the conditions:

fK )du =1, (2)K(u) > 0, (3)[ uK (u)du = 0, and (4)[142
K(u)du = 1.

The resulting kernel is given by formula (2.207); see Hodges
and Lehmann (1956). Thus all other things remaining fixed, the
kernel K,,,,, leads to the minimum asymptotic integrated mean
squared error. In particular, the efficiency of any other kernel K
can be defined in terms of the ratio

CKpane) 1 -1/2
eff(K) = Kepand 1 _ 3 / 2K () du
CK) 55

-1
X [ / 1<2(u)du] (2.209)

Some examples are given in Silverman (1986, p. 43), whose cal-
culations using some popular kernels show that the above effi-
ciency is more than 90%. These commonly used kernels are:

e Uniform:

K(u) =1/2, |u| <1, K(u) =0, otherwise.
® Gaussian:

1/\/%)696]7 u*/2), u € R.

o Triangular:

K@) =1-|u|, |u| <1, K(u) =0, otherwise.
® Biweight:

K(u) = (15/16)(1 — u?)?, |u| < 1, K = 0, otherwise,

etc. This means that the choice of the kernel is rather to be gov-
erned by other considerations such as differentiability and exis-
tence of moments.
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Trend Estimation

3.1 Time series replicates

Consider the trend estimation problem when the observations
are serially correlated, i.e., when one has time series data. Such
data are very common in many areas of applications, and exam-
plesinclude climate, geophysics, ecology, engineering, medicine,
economics, and so on. A time series is generated when a process
is monitored over time and observations are recorded. The most
important feature of such data is that the observations are seri-
ally correlated. In some cases, the observed series may be treated
as a time series, as, for instance, in the case of observations from
deep ice cores or from a horizontal track in an ecological study.

More generally, several series may be available, as, for instance,
in Figure 3.2a—c, and the problem may be to obtain an estimate
of the common trend. Thus suppose that k series are available,
the length of each series being n. The problem is estimation
of the common mean. When one has exactly one series, then
k =1 (see, for instance, Figure 3.1). To formulate the problem,
one writes down a nonparametric regression model, where the
regression function is the trend function of interest. Statistical
properties of the error term are decisive of the properties of the
estimated trend.

For simplicity of this discussion, we let the error processes for
the ith individual series (i = 1, ..., k) be stationary. Needless to
say, more complex cases may be envisaged. In addition, we let
the k series be independent. Obviously, there may be situations
where this is not the case, for instance if the series are from

Kernel Smoothing: Principles, Methods and Applications, First Edition.
Sucharita Ghosh.
© 2018 John Wiley & Sons Ltd. Published 2018 by John Wiley & Sons Ltd.
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Figure 3.2(a) Yearly means of daily precipitation totals (05:40 am-05:40 am
following day in mm) in climate stations in Switzerland. Time series and
estimated trend function and histogram of the observations. Top: Arosa
(1840 m asl; 770730/183320, canton Graubilinden). Bottom: Bernina Pass
(2307 m asl; 798660/143180, canton Graubiinden). Source: Data from
MeteoSchweiz, Switzerland.
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Figure 3.2(b) Continued from Figure 3.2(a): Top: Chur (556 m asl; 759471/
193157, canton Graubiinden). Bottom: EIm (958 m asl; 732265/198425,
canton Glarus). Source: Data from MeteoSchweiz, Switzerland.

nearby locations. In such a case, the underlying model would
have to accommodate (spatial) correlations among the k time
series.

We look at an ANOVA type model (see Equation 3.2 later)
for the replicated series and assume that the additive effects
m; sum up to zero. The common trend m is then estimated by
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Figure 3.2(c) Continued from Figure 3.2(a) and (b): Averages of the yearly
values from the four stations. Time series with estimated trend and
histogram of the data. Source: Data from MeteoSchweiz, Switzerland.

smoothing the average of the k series. As in the previous
chapter, we apply kernel smoothing to the averaged series.
We then examine the properties of the trend estimator under
varying assumptions about the correlations structure in the
data. In particular, we consider the situation where the errors
of each individual series is stationary and has short-memory,
long-memory, or anti-persistence correlations. These three cor-
relation types lead to varying rates of convergence of the variance
of the sample mean of a stationary process u; to zero. This is
determined by the limiting behavior of S, = Y7} __ cov(u;, ;1)
as n — oo; (see Beran et al. 2013 for additional information;
also see in particular, Beran and Ocker 1999). Asymptotically
optimal bandwidth and mean integrated squared error are then
derived where the length of each series # tends to infinity.

The trend estimator mentioned here is based on the averaged
series, y;,j = 1,2, ..., n. Alternatively, one can estimate the trend
in each individual series and then take the average of the trend
estimates from the various replicates. For further remarks see
Ghosh (2001), who also presents some simulation studies.

As for estimation issues with replicated time series, Diggle
and Wasel (1997) address spectral estimation. In contrast, Ghosh
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(2001) considers the problem of nonparametric estimation of a
common trend function. We discuss these results here, keep-
ing in mind that the approach can be extended to more com-
plex cases such as when the errors are non-stationary (e.g., in a
time-dependent Gaussian subordinated model) or when the data
are spatially correlated (e.g., relaxing the assumption of indepen-
dence of the replicates).

In our k > 1 series, we let the within-series correlation struc-
tures be governed by the fractional differencing parameters 6, €
(-1/2,1/2), corresponding to anti-persistence (§; < 0), short-
range dependence (§; = 0), or long-range dependence (§; > 0).
At the next step, a nonparametric estimate of the common trend
is defined, followed by a discussion involving derivation of the
formulas for the optimal bandwidth and optimal mean inte-
grated squared error.

In order to proceed with estimation of the common trend
function, we need to impose smoothness conditions. There are
many examples where the trend is smooth. Such trends can be
deterministic or stochastic. In this note, we address the case of
deterministic trends. However, there may be trend-like patterns
created by the random fluctuations of the time series observa-
tions around the deterministic trend function. This can happen,
for instance, when there are slowly decaying long-term correla-
tions in the data. When there is long-range dependence, trend
estimation can be difficult because these slowly decaying corre-
lations contribute to a slower rate of convergence of kernel esti-
mates; see, for instance, Hall and Hart (1990) and Cs6rgé and
Mielniczuk (1995).

Fractional autoregressive processes as in Equation (3.1) (see
Granger and Joyeux 1981 and Hosking 1980) are examples of sta-
tionary models that exhibit spurious trend-like behavior in the
data:

¢,B)1 - B)’u; =v,

e (3.1)
Here U; is a zero-mean stationary stochastic process, B denotes
the backshift operator, so that B'u; = u;_,, where r is an integer,
¢, is a polynomial of degree p = 0, 1,2, ..., with its roots outside
the unit circle, and v;,i=1,2,...,n are iid N(0,62) random
variables, and, finally, —0.5 < 6 < 0.5 is known as the fractional



3 Trend Estimation

differencing parameter and the trend function m is a smooth
function (m € C2[0,1]). Varying 8, different correlation types
can be obtained. For instance, p = 0,6 =0 implies u; ~ iid
N(0,62), § > 0 implies #; has long-memory, and § < 0 implies
u; is anti-persistent. For detailed information on these correla-
tion types see Beran et al. (2013). Such a process is often used
as a model for the error in a nonparametric regression model
with time series data. An example of a simulated fractional
ARIMA(0, 6, 0) series is shown in Figure 3.3a,b, along with its
estimated spectral density function, namely the periodogram.
The time series is simulated using the function fracdiff.sim in
the R-package fracdiff. In this example, § = 0.3 is chosen so that
the series exhibits long-memory. The pole at zero can be seen
in both plots of the periodogram.

3.1.1 Model

We consider the following nonparametric regression model for
replicated time series data. Let y;;,i=1,2,...,k,j=1,2,...,n
denote evenly spaced time series observations from k > 1 repli-
cates, j denoting time and ; = j/n denoting rescaled time:

Vij = m(tj) + mi(tj) + Uyt =j/n,mm; € c?0,1]. (3.2)

Moreover, let

k
my(t) = 0,¢ € [0, 1], (3.3)
=1

14

i.e., the additive effects m; that model the deviations of individ-
ual trends from the overall trend m in the different replicates
add up to zero. Of course, this simplified assumption may be
changed in a more complex model comprising interactions. The
ith error process U is assumed to be a stationary zero mean
process with finite second moments. Let the k series be inde-
pendent of each other. Also let u;;,j = 1,2, ..., n, have a spectral
density

fiA) ~ Cilal (3.4)

m
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Figure 3.3(a) Simulated fractional ARIMA(O, 0.3, 0) series with n = 1000
observations. The pole at zero in the periodogram indicates long-memory.
The R-package fracdiff is used for simulating the time series. Top: simulated
series with n = 1000 observations; Bottom: periodogram.



3 Trend Estimation

o o
oA
o
[0}
Q.
[%2]
€
E o
> |
o
< |
I
© | o ° o
I T T T T T T T
-7 -6 -5 -4 -3 -2 -
log(r$freq)

Figure 3.3(b) Continued from Figure 3.3(a). Periodogram of simulated
FARIMA series, log(periodogram) plotted against log(frequency).

as 4 — 0. Here, 6, € (—1/2,1/2) and C; is positive. Then the
covariances decay hyperbolically as

vi(h) = Cov(u; j, u; ;) ~ D;|h|* (3.5)

i

as 1 — oo for §; # 0, where

D, = sin(zwé)I'(1 — 26;) : (3.6)

(1+26)
In (3.4) to (3.6), if 6; > 0, then the spectral density f; has a pole
at zero and the sum of the autocorrelations diverges, i.e., u; has
long-range dependence. On the other hand, if §; = 0, then the
spectral density at zero is finite and the sum of all autocorre-
lations is finite and non-zero. In this case, u; has short-range
dependence. Finally, if §; < O, then the spectral density at zero
is zero and the sum of all autocorrelations is equal to zero; i.e.,
the negative and positive autocorrelations cancel each other. In
this case, u; is anti-persistent.

13
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3.1.2 Estimation of common trend function

A kernel smoothed estimate of 1 may be given by

" ti—t
) = — Y K <]T> 5 (3.7)
=1

where ¢ € (0,1) and y is the average of the time series observa-
tions from all replicates, i.e.,

k
5/] = k_l Z‘yi’/ = m(tl) + b_l]
i=1

and, similarly, iz; = k™! Ei;l Ujj.

Usually, general kernels such as those mentioned in Chapter 2
may be considered. Typically the kernel K will be a symmetric
pdf, satisfying some moment conditions and additional regular-
ity conditions. For simplicity of our discussion here, we consider
the rectangular kernel on the compact interval (-1, 1). Thus

K(u) = %1{—1 <u<li. (3.8)
The bandwidth b, on the other hand, is such that b = Oand nb —
00 as M — 0.

3.1.3 Asymptotic properties

3.13.1 Conditional mean squared error: exact expression

To start with, consider the exact expressions for bias, variance,
and the mean squared error for 7. Let K be as in (3.8) and con-
sider 7 defined in (3.7). The expression for bias follows from
definition so that

n(t+b)
bias = B, ;(t) = E(m(t) — m(t)) = b, m(t;)—m(t).
j=n(t—b)
(3.9
As for the variance, noting that
n (n-1)
doali-j= Y (n—I|hDalh) (3.10)

ij=1 h=—(n—1)
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for a function a(-), and since

k
1
C = — G=10, 3.11
ovu ) = B ; (i ( )
we have
n(t+b)
Var(m(t)) 2nbk2 21 2 7, —1) (3.12)
i=1 jl=n(t-b)
k 2nb+1
1. 3.13
Mkz;/; 7i(j (3.13)

The last expression follows by substituting
j=j—nt—-by+1and I' =1—n(t—b)+ 1. (3.14)

Then applying (3.10), the exact expressions for the variance is

k 2nb
variance =V, ;s FLYCUrRC) Z Z v(i,h
peeofe = k 2}1[9 i=1 h=—2nb
where v(i, h) = 2nb + 1 — |h|)y;(h). (3.15)

The mean squared error at fixed ¢ is then by definition
mse(t) = Bik(t) + Viiko1, 60 (3.16)

Finally, the mean integrated squared error (MISE) is calculated
by integrating the mse(z) over (§,1 — ) where 0 < f < 1/2:

1-p
MISE 5, . 5,3 =/ﬁ B ) dt + (1= 2PV, 5,
(3.17)

For fixed n and k, given 6, ..., 6;, the MISE is thus given by

2

1-8 1 n(t+b)
MISE 5, 5 =/ <2nb > (tj)—m(t)> dt
p j=n(t— b)
2nb
+(1 - . 3.18
( 2nbk (2nbk)? Z Z Vi (3.18)

—2nb

15
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3.13.2 Spectral density and covariance of i

As regards the ith stationary process {u;;,j=1,2,...,n}, f;
denotes its spectral density with the fractional differencing
parameter 6;,i = 1,2, ..., k. The behavior of f; at the origin is of

the type
£((A) ~ CilAI72%, 4 > 0. (3.19)
The autocovariances of iz; s j=1,2,...,n, are given by

r(j=1) —COV( uz)
—C 1 1 C
= Cov %le/tw,%z il kZZ OV l/,

= & 2= . (3.20)

i=1

=

The corresponding spectral density is

) k
_ 1 i _ 1N ¢
- ”h;m y(h)e = glf,u). (3.21)

3.1.3.3 Asymptotic rates for bias, variance, and optimal bandwidth
To derive asymptotic results, we make a note of the following:

e We have a finite number of replicates, i.e., k is fixed and finite.
e The fractional differencing parameters are non-random, i.e.,
61,69, ..., 06y are fixed. When 6; = 0, y; satisfies

D' hlyi(h) = O(m), n — . (3.22)

h=—n

For other combinations of fixed or random §’s versus a finite or
infinite number of replicates, see Ghosh (2001).

Note that if § is the largest fractional differencing parameter,
i.e., 6 = max{6,,6,, ..., 6} thenitis also the fractional differenc-
ing parameter for the sample mean process, i.e.,

fu(2) ~ %cur% as |4 = 0, (3.23)
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where C = Zi:é,:é C; and the C; are defined in (3.4). Now define
221°(1 — 28)sin(xd)

v(6) = 321 1) (3.24)
for 6#0, and
v(0) = %1_1)1(1) vio) == (3.25)

(see Beran and Ocker 1999). In what follows, we discuss the
role of the type of dependence in the convergence rate for the
trend estimate. Under short memory (i.e. 6 = 0), the global
optimal bandwidth b,,, is of the order n~1/> and the AMISE
is of the order #~%/, which are the same rates for independent
observations. In case of long-range dependence, on the other
hand (i.e., when § > 0), i converges to g at a slower rate. Finally,
anti-persistence (6 < 0) implies a faster rate of convergence.
Similar results have been obtained for k = 1 elsewhere. See, for
instance, Chiu (1989), Altman (1990), Herrmann, Gasser, and
Kneip (1992), Hall and Hart (1990), Cs6rgé and Mielniczuk
(1995), and Beran and Ocker (1999).

When k is fixed, Taylor series expansion along with the prop-
erties of the kernel and the bandwidth b can be used to show that
as n — oo the square of the bias converges to

b* @ (p))2 4
— (g dt + o(b%). (3.26)
36 J,

On the other hand, the integrated variance of the estimator (sec-
ond term in the AMISE) equals

k
(1- 2ﬁ)% (@n;+b,;+c,), (3.27)
i=1
where
2nb
ay,; = D 2nby,(u),
(21’1[9) u=-2nb
(2nb)
bui = 2nb _Z 7i(u),and
u=—2nb
1 2nb
ni = G 2 1110 (3.28)

u=—2nb

nz
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We now examine the above terms under long-memory, short-
memory, and anti-persistence.

Long-memory: 0 < 6 < 0.5: In this case, since 26, —1 > —1
and nb - o,

2nb
lim Y yifu) = oo, (3.29)
u=-2nb
so that
2nb 2nb
D 7iw) = y(0) ~ 2D; Y |u|*7F ~ (2nb)*2D,q(i)
u=—2nb u=1
1
where, ¢(i) =/ x20 . (3.30)
o
This implies
D.
e 5—’(2nb)25i_1 + o((nb)®i71). (3.31)

i
Clearly, b, ; = o(a,, ;). Finally, since

7i(u) ~ Dilulz‘st’_l, as u — oo, (3.32)

Ziﬁb_m |u|y;(u) diverges so that

2nb
26;
Cpi ™~ 2nb Z u (3.33)
which leads to
2D, _
Cri = mmw% Yy, (3.34)

wherer;, = o((nb)2:~1),
Antipersistence: —0.5 < § < 0: In this case,

D rilw)=0 (3.35)

U=—0o0
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so that
2nb [
Y nw=-2 Y . (3.36)
u=—2nb u=2nb+1
Also, 3> |uly;(u) diverges. Using arguments as for the long-

memory case, 4, ;, b, ; and ¢, ; have the same limits.

Short-memory: 6 = 0: In this case, applying the relation
between y and the spectral density f,

Y. viw) = 27£(0) (3.37)
U=—0o0
where f;(0) = C;. This means
27C;
Ay~ L,bni =o(a,;),and c,; =o(1/(nb)).  (3.38)
’ 2nb " ’ ’

We may summarize the above findings. Let n — o0, so that b —
0 and nb — co. Let 6 = max{,,6,,...,6} and C5 = ¥;5 5 C;,
where C, is defined in (3.4) and v is defined in (3.24).

e The asymptotic expression for the MISE is given by
MISE = AMISE +r,, (3.39)

where the leading term is

b 1-p
AMISE = — @@ (t))%dt
36
s

k
=1 =2p) Y\ (1b)*7Mv(s,)C

i=1
s / @ (0)dt

+ ﬁ(l — 2B)(nb)** " v(8)C; (3.40)

and the remainder is

k
r—ob4 iz (nb)*%i1)

»

= max(b*, (nb)25 1 (3.41)

19
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The global optimal bandwidth is then obtained by minimizing
the AMISE with respect to b. We have

1/(5-28)
9(1 — 28)(1 — 26)(8)C;

Sy g e)zae

ot = 17(26-1)/(65-26) ;~2/(5-26)

(3.42)

Substituting b = b,,,, the optimal rate of AMISE can be
obtained. This rate is of the order O(n(86—4)/(5-26) j—8/(5-2)),

3.2 Irregularly spaced observations

When time series observations are irregularly spaced in time and
trend estimation is of interest, one option is to consider a con-
tinuous index stochastic process as a model for the error in the
nonparametric regression model.

In applications, such data may occur due to missing observa-
tions or due to the nature of the specific area of investigation, as,
for instance, in the palaeo sciences such as, palaeo climate (e.g.,
stable oxygen isotopes or other gases in the ice cores of the polar
regions; e.g. Johnsen et al. 1997 and Schwander et al. 2000) or
palaeo ecology (e.g. Tinner and Lotter, 2001). In the palaeo sci-
ences, fossil data are obtained from deep stratigraphic cores or
ice cores, going as deep as several hundred to several thousand
meters below ground. For the purpose of scientific interpreta-
tion, depth is transformed to the age of the sample (years before
present) using various dating and calibration techniques. How-
ever, due to the nonlinearity of the age—depth relation, a reason
for which being compaction of material over time, the age of the
samples are unevenly distributed in the core, even though the
points in the depth axis, where data summaries are recorded, are
equidistant. Time series so obtained can thus be seen as being
unevenly distributed in time.

In some situations, the time series may cover very long time
spans. In the palaeo sciences, for instance, the entire span may
cover several thousand years. Therefore, the assumption that the
marginal distribution of the error remains unchanged over very
long spans of time may be doubtful. A flexible way to incorporate
changing marginal distributions is to consider a time-dependent
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Gaussian subordination model. This leads to having a very rich
class for the marginal distributions of the underlying stochas-
tic process. Here we address trend estimation when the data are
Gaussian subordinated and the stochastic process is a continu-
ous indexed process.

For further information and references to irregularly spaced
time series data analysis, see Parzen (1984), West (1994), Haslett
et al. (2006), and references therein.

For properties of empirical processes arising from nonlinear
functionals of stationary Gaussian processes see Csorgé and
Mielniczuk (1996), Major (1981) and Taqqu (1975, 1979). For
background information on probabilistic and statistical aspects
of long-memory processes see Beran (1994), Doukhan et al.
(2003), Embrechts and Maejima (2002), and Kiinsch (1986),
among others.

For trend estimation of time series of long-memory processes
see, for instance, Hall and Hart (1990), Cso6rgé and Mielniczuk
(1995), Ray and Tsay (1997), and Beran and Feng (2002), as well
as the treatment of this problem in Section 3.1.

Suppose that we have a data set where these conditions men-
tioned above apply, the trend function having a complex shape
so that an adequate formulation of the trend in terms of a finite
number of parameters is either not possible or difficult to guess.
Smoothing of the observed time series may then be an option for
estimating the underlying trend, and here we address this prob-
lem. See Menéndez et al. (2013) for additional information and
data examples. Let us assume that

e The nonparametric regression errors are Gaussian subordi-
nated (Taqqu 1975), being an unknown transformation G of a
latent Gaussian process Z for every fixed time ¢.

e For every fixed ¢, the unknown transformation is monoton-
ically increasing. The reason for considering monotonicity
is simplicity. Even if the transformation is monotone, the
resulting class of the marginal distributions is still very broad.
Monotonicity of the transformation means the Hermite rank
of the transformed process is 1. The Hermite rank of a process
G(2) is [, if [ is the smallest positive integer such that

/ ” G(2)H)(z) exp(—z2 /2)dz # 0. (3.43)

(e8]
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It is easy to see that if G(-, ) is monotone increasing for all ¢,
then by partial integration (where the Hermite polynomial of
degree [ is H; and for [ = 1, H(z) = z)

/00 G(z)zexp(—z>/2)dz = /oo GY(z) exp(—z%/2)dz > 0.

o] —0o0

(3.44)

If the monotone function G is not differentiable,

/m GY(2) exp(~2*/2)dz = /°° exp(=z*/2)dG(2).
* ” (3.45)

e The regression errors may have long-range dependence. The
reason for specifically addressing this correlation type is the
fact that many geophysical applications have examples of time
series with long-range dependence. See Beran (1994) and
Beran et al. (2013) for examples.

The Hermite rank of the error process plays an important role.
In particular, it affects asymptotic formulas such as the mean
square error of the curve estimate. These formulas are later used
to obtain a data-driven bandwidth selection algorithm, requir-
ing estimation of unknown parameters and functions appearing
in the mean squared error. When the function G is monotone,
not only the Hermite rank is known there are also other advan-
tages. For instance, estimation of the first Hermite coefficient is
facilitated.

The trend estimation problem addressed here generalizes to
other related problems, such as nonparametric estimation of
the distribution function. One defines a suitable indicator func-
tion, which is then smoothed to nonparametrically estimate the
cdf. The same theory as developed in the main theorems of this
section applies also here, because the Gaussian subordination
assumption also extends to the indicator functions.

3.2.1 Model

As mentioned above, in the case of irregularly spaced time
series data, we envisage a zero mean continuous index stochastic
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process u(T), T € R,. Let the observations be available at time
points T}, T,, ..., T,, n denoting the sample size, and let

yi = y(T}) (3.46)

denote an observation number i > 1. Our interest lies in esti-
mation of a smooth trend function m(t) = E(Y (7)) appearing in
(3.48), where t denotes rescaled time. Similarly, let

u; = u(T)). (3.47)

In the jargon of the palaeo example considered earlier, 7; may be
called the age of the sample at depth i. We thus have the following
nonparametric regression model:

yi=mt) +u;,i=1,...,n, (3.48)

wheret; = T,/ T, are the rescaled times and m(t), t € C?[0,1]isa
smooth function. The regression errors u; are centered, i.e., they
have zero mean and finite variance. Let us assume that the vari-
ance of u; may change smoothly as a function of time. In other
words, let

Var(u;) = o*(t;) > 0. (3.49)

3.2.1.1 Gaussian subordination

As for distributional assumptions, consider a continuous index
zero mean and unit variance latent stationary Gaussian process
Z(T), T € R, such that the following is satisfied:

u; = G(Z, 1), (3.50)

where Z; = Z(T,). As mentioned earlier, we focus particularly on
the case when u(T), or, more specifically, Z(T') has long-range
dependence. However, similar results can also be derived under
the assumptions of short-range dependence or anti-persistence.

As in the previous section, the assumption of long-range
dependence means that the autocovariances decay slowly, and
in particular hyperbolically, as follows:

Cov(Z(T), Z(T + S)) ~ C,|S|*72,S - o, (3.51)

where % < H <1 is the long-memory parameter or the Hurst
coefficient.
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In equation (3.50),
G:Rx[0,1]- R (3.52)

is square integrable with respect to the normal density function.
Specifically,

E(G(Z,1)?) < 00, E(G(Z,£) =0, (Z~N(0,1)) (3.53)

for all £ € [0, 1]]. In particular, for every fixed ¢, we let G(-, £) be
monotonically increasing and left-continuous.

Since G is square-integrable with respect to the standard nor-
mal density function, G can be expanded (in the mean squared
sense) using Hermite polynomials. In particular, we have

u; = ZZ #HI(Z,')- (3.54)
=q

In Equation (3.54), ¢; are Hermite coefficients, which we assume
to be in C2[0, 1]:

¢/(t}) = E@H/(Z), ¢; € [0,1], (3.55)

j=1,2,...,n,l > 1, H; are Hermite polynomials, / being the
degree of the polynomial, and g > 1 is the Hermite rank of G,
which, for simplicity, we assume to be a constant.

The Hermite polynomials have zero means and, for [ =7/,

Cov(H,(Z;), H(Z))) = l!(Cov(Zi,Zl-))l, (3.56)
whereas they are orthogonal when [ # 7', i.e.,

Cov (H)(Z,), Hy(Z))) = 0. (3.57)
Since Var(Z;) = 1,

Var(H)(Z;)) = 1! (3.58)

Moreover, due to (3.54), the autocovariances of the error process
can be written as

Cov(u;, u;) = Z w

I=q

(Cov(Z,;, Z))' (3.59)
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and, in particular,

hd Clz(ti)

Var(u;) = Var(G(Z, t;)) = g; 5 (3.60)
Rewriting (3.59),
¢y (8)e,(t) ,
Cov(y;, uj) = T(COV(ZI"Z;))
hd Cl(ti)cl(tj) I
—'(Cov(Zi,Zj)) . (3.61)
I=q+1 I

Now, if | T; — T;| — cobut#;,¢; — ¢, then applying (3.51), the first
term in (3.61) dominates, i.e.,

Cov(uyu)) ~ Clle, (8)*|T; — T;|*H=24. (3.62)

Therefore, from (3.61) it is clear that if the long-memory param-
eter in the latent Gaussian process Z; is H, then the errors u; will
also have long-memory if and only if

—1<q(2H - 2) (3.63)
or, equivalently
H>1-=. (3.64)
2q

Also, since G(+, t) is assumed to be monotone increasing for all ¢,
due to (3.44),

g=1. (3.65)

This property can be exploited further to develop a bandwidth
selection algorithm. We discuss this in the sequel.

3.2.2 Derivatives, distribution function, and quantiles

In certain situations, derivatives of order v > 0 of the trend func-
tion m are needed. An example is estimation of rapid change
points. Rapid change points are points of time where the first
derivative of the trend function exceeds a prespecified thresh-
old, with further technical conditions on the other derivatives
of m. Another application is estimation of mode, where mode

125



126

Kernel Smoothing

is defined as the point of time where the first derivative of the
function m is equal to zero.

In what follows we consider estimation of the vth derivative of
the trend m. To estimate the trend itself, set v = 0.

Since the time points are irregularly spaced, consider the
Priestley—Chao kernel estimator defined by

A(V) L,—t
bm t,_ KW — ) (3.66)

where we set £, = 0.

A related problem is to estimate threshold exceedance prob-
abilities, in particular as a function of time. This translates
to the estimation of distribution functions and quantiles. See
Ghosh et al. (1997) and Ghosh and Draghicescu (2002b) for fur-
ther examples. In particular, Ghosh and Draghicescu (2002b)
address the nonparametric prediction problem; also see Beran
and Ocker (1999) for related information.

For a given cut-off value —oo0 < y < o0, define the indicator
process

_JL y<y
Ii(y) = { 0, otherwise (3.67)

E(;(y)) = P(y; < y) = F(t; ). (3.68)

Here F is the (marginal) cumulative probability distribution
functionof y; at¢; = T;/T,. We assume that F(£;y) : [0, 1] X R —
[0,1] is a smooth function of ¢ for every fixed y. Since y is
Gaussian subordinated so is /; via the function G say. Having a
bounded variance allows for a Hermite expansion

¢t )

I(y) = F(t;9) = G(Z,t;) = Z T

I=q

H(Z)), (3.69)

where 7 is the Hermite rank of G and &(t;, y) are Hermite coef-
ficients. We assume that 7 is a constant for all y and ¢,, although
generalizations are possible. For estimation, smoothing of the
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indicator function ;(y) leads to a nonparametric estimate of the
non-exceedance probability F(¢; ), which is assumed to be con-
tinuous in both ¢ and in y. Therefore we define the estimator

=7 2 t 1<( 3 t> L(y). (3.70)

Finally, E(t; y) may be inverted to obtain a consistent nonpara-
metric estimate of the time-varying quantile function at time
e (0,1):

Qa; t) = inf{y € RIE(ty) > a},a € (0, 1). (3.71)

The quantile functions have various obvious applications. The
extreme quantiles are of particular interest in studies related
to extrema of processes. The interquartile range (IQR) func-
tion (3(0.75; t) — @(0.25; t) is a popular choice for a summary
statistic and the above method provides a way to estimate this
quantity nonparametrically when the quantiles may be functions
of time.

3.2.2.1 Technical conditions
The kernel K satisfies the following conditions (see Gasser and
Miiller 1984):

1. K e C"*[-1,1];

2. K(x) > 0,K(x) =0 (Jx| > 1), f K(x)dx = 1;

3. Vx,y € [-1,1], KM (x) — KM(y)| < Lo|x — y| where L, € R*
is a constant;

4. Kisoforder (v, k), v < k — 2, where k is a positive integer, i.e.,

1 4 (=), j=v
/K(V)(x)xfdxz 0, j=0,...,v—1,v+1,... k-1
-1 0, j=k

(3.72)

where 6 # 0 is a constant.
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5. Condition on K
K1) =KY(-1)=0,Vj=0,1,...,v—1. (3.73)

The last two conditions above imply the following (also see
Lemma 1 in Gasser and Miiller 1984):

L 1, j=0
-1 (_l)ve(k—‘/)-’ jIk—V

k!

Below we mention some additional conditions as well as some
of the technical conditions discussed earlier. The first condition
in (A1) implies a type of local stationarity in the errors u; that
allows for slow and smooth changes in their marginal distribu-
tion function. (A2) implies long-memory in Z; being inherited
by the subordinated process u; = G(Z;, t). (A5) ensures that all
time points are distinct, as well as no extreme clustering of time
points. The first condition in (A6) ensures asymptotic unbiased-
ness of 71")(¢), whereas the second and third conditions imply
convergence of the variance of the curve estimate to zero. (A7) is
used in the derivation of the asymptotic expression of the mean
squared error. Condition (A2) is also required in (A8).

e (A1) The Hermite coefficients: c¢;(¢) = E[G(Z, t)H(Z)] are
continuously differentiable with respect to ¢ € [0, 1].

e (A2)1-(29 ' <H<1.

® (A3) The trend function m: m € C**1[0,1].

® (A4) The time points where data are recorded: 0 < T} <
T,<--<T,t;=T,/T, €[0,1].

e (A5) Conditions on the spacings between two consecu-
tive time points: a;! < -t < ;! where a,, > B, > 0 and
B, — . The equidistant case is included here: simply set
a,=pf,=n

¢ (A6) Conditions on the bandwidth: as n - o, b — 0, bT,, —
o0, and bp,, — oo.

e (A7) Further conditions on the bandwidth: lim
(ban)1+(2_2H)q(bﬂn)_2 =0.

¢ (A8) Additional conditions on the kernel: K € C**1[0, 1] with
0 < ¢y = Sup,epon KV ()] < co.

n— 00
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3.23 Asymptotic properties

Under the assumptions mentioned above, the asymptotic
expressions for bias, variance, and the mean squared error for
the trend derivative estimate can be given as follows. First of all,
let the sample size n — o0. For simplicity, we let the kernel K
have compact support. However, this assumption can be relaxed
and details can be worked out also in particular when the kernel
is sufficiently regular and has non-compact support.
Let ¢ € (0, 1). Define the quantities / and J as

I,( =ﬁc‘1 / / K @)KV )| — v|H1=2dy dy
(3.75)

and
Jux g(k) ‘) / KV ()~ du. (3.76)

Then the expression for the bias later in (3.96) of the trend esti-
mator 71(")() can be derived as in Chapter 2 on Nonparametric
Regression. In particular, one uses a Taylor series expansion of
m and the properties of the kernel and the bandwidth.
To derive the variance of the estimator, define
" oc(t)e(t
Vij = Cov(y; ;) = ; Wyé(ﬂ - T)). (3.77)
=q

However, —1 < (2H — 2)q < 0 and

v2(T; = Tj) ~ C7| T; = TjI" 2. (3.78)
This means
cx(6)
Cov(y;,y)) ~ Té(T i—T)) (3.79)

fori,j € Uy(t)withl, =k eN: |t — T} /T, | < b. Wethenhave
b¥(T,,b) 22y ar(im™ (£))
c t—t
—2 (2-2H) v) i
(T,b) q Z [(ti — )t — K <T>

ij=1

-t
y K(v)( g 1) Vi,j] (3.80)
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Now consider the double sum

- - N (ti—t
S, = b™X(T, )24 Z [(ti — t; )t — KW <_l ; )
i
tj —t
x K (T) IT; - T,«|<2H—2>q] : (381)

Since K(u) = 0 for |u| > 1, we have

t;,—t\ ¢, —t;_
S,= ) KW (’T> ‘TZI[SM +5;,]  (3.82)
i2| T;—tT,| <b

where
t—t =t \ 20—t
s. =N xw(J B L T (3.83
i jEZA‘,' ( B ; o (383)
t—t t—t\ 20—t
s =S xw (2 N L 3.84
bl ,;‘. < b b b (3.84)
and
A;=(eN:1<j<i-1,|T,—tT,| < b}, (3.85)
Bi={jeN:i+1<j<n|T,-tT,| <b}. (3.86)
Introduce the notation
t.—t t. —t.\ 2H-2)q
h,(x) = KV (’T> : <T]> . (3.87)

Then we have

ti/b t—t_1\>
S, = / hy)dx+ Y I (x) ( - 1> (3.88)
t

1/b JEA;

Qfl/b
= / hn(x)dx + }"n,u (3.89)
t,/b
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and similarly for S;,. Here t;_; /b < x; < t;/b and
W (%) = g,1(%) + g,2(x) (3.90)

with

t—t t—t\ M2
g1 (@) = KO+ <—’ - > : <—‘ ! ) , (3.91)

b
(bt t; — t;\ =21
Gup®) =KV | —— |- | —— (2-2H)q.
b b
(3.92)
By assumption we have a ! < ‘tj - tj_l‘ <pl, -1<(2H -
2)g < 0, and
0< sup |[KMV(u)| =c, < 0. (3.93)
u€l0,1]

In addition, bp, — oo implies ba, — oo. This means, denoting
j1 = [tT, — ba,] and j, = [tT, + ba,], an upper bound is

B i) (S52)

JEA;

tt _ t] (2H-2)q
<c b ﬁ“z Z < >

J=h
[Zban]

j o\ A2
o 5 ()
" ]=21 ba,,

[Zban]

1, a2 j
=c, b a, p < ) —
v+1 ny I:zl ban ban

2
<cpba,p / xPH=2y, (3.94)
[

This means that, when (2H — 2)g > —1 and lim,_, lflotnﬁ;2 =
0, there is a uniform (in i) upper bound on the remain-
der term r,;;. Note that 1+ (2 —2H)g > 1 and ba, — o so
that lim,,_, ., ba, (bp,)~2 = 0 follows from the assumption that
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lim,,_, ., (ba,)'* =214 (b )2 = 0. Similarly, for the remainder
termr, ;, in g, , we have

E—ti_1\?2
5 e (52)

JEA,;

J2 t—t (2H-2)q-1
<qatn ¥ (457)

J=h

[2bay,]

f @H-2)q-1
<y (b5,) (—)
+1 n FZI ban

[2ba,]
=CV+1(ba,,)1+(2_2H)q(bﬂ,,)_2 Z j(ZH—Z)q—l
p=

< CV+1(ba,,)1+(2_2H)q(bﬂ,,)_2 zj(ZH—Z)q—l (3'95)
j=1

so that under the assumption that H <1 and
lim,,_, . (bat,) TC2H)4(hg )=2 = 0 there is a uniform (in i)
upper bound on the remainder termr, ; ,. Analogous arguments
applyto S; ,.

This means that the S,, converges to the corresponding double
integral and c{i(t) /q'C5 - S, converges to the asymptotic variance
in (3.97) below.

In summary, the asymptotic expressions for bias and variance
of the trend derivative estimator are given by:

Bias:

E@™M () = mM) () = BT, gy + 00F), (3.96)
Variance:

\/ar(ﬁz(V)(t)) — b—ZV(Tnb)(ZH—Z)q[q(t) + O(b—ZV(Tnb)(ZH—Z)q).
(3.97)

The leading term in the mean squared error is:

AMSE = Sum of the leading terms in Bias and Variance
(3.98)
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so that
mse = AMSE +r,, (3.99)
where the remainder term is
1y = b72(T,b) =211 (£) + o(max(b*K~V), b~2Y(T, b)*=21)).
(3.100)

A formula for an asymptotically optimal bandwidth follows
immediately by minimizing AMSE with respect to b. This is
given as:

Local optimal bandwidth:

_|2v+(2-2H)q 1, QH-2)q/(2k+(2—2H)q)
bopt - a7/, N Tn *

1/(2k+(2-2H)q)
2(k —v) ]Sk]

(3.101)

A typical case is v=0, k =2, and g = 1, as for instance when
trend estimation is of interest, with Gaussian errors and using a
Gaussian kernel. In this case, the rate of decay of the optimum

bandwidth to zero is T2 ~2/©=2%) \yhen the observations are
evenly spaced, T, = n. If also H = 1/2, i.e,, the data have short-
memory, then the rate becomes n~1/%, the same as for iid obser-
vations.

3.23.1 Central limit theorem

Menéndez et al. (2013) state the central limit theorem when ¢
is fixed. When ¢, ..., t; are distinct points, see Menéndez et al.
(2010) for the multivariate central limit theorem. These results
concern the asymptotic distribution of the centered curve esti-
mator. Since G is monotonically increasing, the Hermite rank of
G is g = 1 so that the first Hermite coefficient is ¢, (¢;) # 0. In this
case, the asymptotic distribution of the centered curve estima-
tor is normal. In addition, the estimates at the different but fixed
values ¢, ..., t; are asymptotically independent. A similar limit
theorem can be derived for g > 2, but with a non-normal limit-
ing distribution corresponding to the marginal distribution of a
Hermite process of order g.

Define the quantities I"f, q(t) and ]j,k as follows:

I () = C, 2 (0)C], (3.102)
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where ¢ is the Hermite rank of G, c, is the gth Hermite coeffi-
cient, and C; appears in the error covariance Cov(u;, u;) whereas

Chgis

1 1
Cpy= l’ / / KWKV @) |u — v|7H2Ddudy.  (3.103)
cJ-1J-1

J* is defined in terms of J (see 3.76):

k!

oy = T

v,

(3.104)

CLT fixed ¢:
Let the Hermite rank g be equal to 1. Then for every fixed ¢ €
(0,1),as n > oo,

&0 = al @ [0 - 0 - FmP e, | (3.105)
converges to a standard normal variable where
1
al(t) = T =0 (72 (3.106)

and ]:‘ B and I q(t) are defined in (3.104) and (3.102) respectively.
To see why this is the case, note that we can write

() = mV@O) +r, + ¢, (3.107)
where
1
=/ (k )m® (£) / K ()" du
-1
+o(0*) + 01/ (B B,)) (3.108)

and

n
Cug = /) Dt = £ DKWt — £)/b)
i=1

X ) (¢)(t)/INH(Z;). (3.109)
l=q
We also know that, as n = oo,

Var[§, gl = O((T,, b)2H=2)a+D) /p2v) (3.110)
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and

Varla?¢, .11 = O((T,0)*H?) = 0 (3.111)
where aﬁ,q) is defined in (3.106). Also,
E(¢yqe1) = O. (3.112)

Thus, by Chebychev’s inequality, ai,q)é’n,q +1 converges to zero in
probability as # — co. When g = 1, define

= a1 = Gual. (3.113)
Then

n
X, = 1a) /b Y (8 — £ DKV = 8)/b)ey (8)Z;
=1

(3.114)

Since E(X,) = 0 and Var(X,,) ~ 1, being a linear combination of
jointly normal variables, X,, is asymptotically standard normal.
The result follows by noting that

1 1
ﬂi )Cn,l =X, + afq )Cn,z (3.115)

where the second term converges to zero in probability.

3.23.2 Covariance between trend derivatives

Lety >v>0,x=h—0b>0,and x/h = O(1), where & and b are
bandwidths, satisfying similar conditions as b, and # > b > 0.
Specifically, we let / be the bandwidth for estimating 7 (¢) and
let b be the bandwidth for estimating MW (¢). Then under as
n— co,

Cov(im™(¢), m™ (t)) ~ g(v,n, b, h, t)
(T, h)(ZH—Z)q

= (=)' o XLy, )
_ 2
where Lm,q(t) = Dvyn,ch(t)Cg
L [t
and Dypy =~ / / [K(V)(u)K(”)(v)
q' J 1)

X |(u—v)— u%l(w_z)q]dudv
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To see this, note that we can write
T, - T T,hl(1 —x/h)(t;—t)/b— t (& —t)/h] (3.116)

wherex = h — b > 0,x/h is asymptotically bounded, and b and /
are bandwidths following conditions of the theorem. Then using
the argument as before, as n — 0,

COV(A(V)( ), m® (1))

n n 2
x CI|T; - Tj|(2H—2>q] (3.117)
where
KY =k (Tt> (3.118)
and
<(”) <<'7)< ht>. (3.119)

Equation (3.116) now follows by approximating the above sum
in (3.117) by a double-integral.

3.23.3 Confidence interval for the trend
If the Hermite rank g equals 1, a pointwise asymptotic 100(1 —
a)% confidence band for the trend m(t) ignoring bias is

Ai(E) 24/ (8). (3.120)

Herea a (t) is a consistent estimate of a' a,; ( ) as defined in (3.106),
Za)2 bemg the upper a/2-point of the N (0, 1) distribution.
Substitutingv =0 and g = 1,

W) = TI-HpH (5)71? (3.121)

where I, (¢) is defined in (3.102) and this quantity needs to be
estimated, involving estimation of H, ¢;(¢) and C,.
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When g = 1 and if 7 is a consistent estimate of 7, a bias cor-
rected confidence interval for the trend function m(t) may be
given by

~ b? ~(2) 1
{m(t) 5 (t)ﬂz} + 7z (t)z“ /2 (3.122)
1
where Hy = / W’ K (u)du,
-1
~ bt oa
and d, () = { §0.0,0,b,0) + Z- k32,2, 1)

y 1/2
— P2 1,3(0,2, b, h, t)}

and g is defined in (3.116). To obtain a confidence interval ignor-
ing bias, the trend may be estimated using a sub-optimal band-
width (e.g., Hall 1992, p. 207).

Note that whenv =#n =0and g = 1,D;; = Cy;. This s later
used for computing the confidence interval for the trend m(z)
and also for bandwidth selection.

3.2.4 Bandwidth selection

3.2.4.1 Global optimal bandwidth

Consider the leading term of the mean squared error
mse(inV(t)) given in (3.98). To obtain the formula for the
global optimal bandwidth in (3.125), the mean integrated
squared error is minimized. Specifically, the asymptotic mean
integrated squared error (AMISE) is

1
AMISE(m™) = / AMSE@™ (2))dt. (3.123)
0

The global optimal bandwidth is then obtained as
by, = argmin AMISE(@™), (3.124)
b

the formula for which is derived by differentiating AMISE(71("))
and by equating the resulting expression to zero. In a similar
manner, the expression for the local optimal bandwidth can be

obtained as a function of time ¢, where one would minimize the
leading term of AMSE(711")(¢)).
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The formula for the global optimal bandwidth minimizing the
mean integrated squared error is thus given by

1/6 1/
_ R(Cq) / 2v—(2H - 2)q CVqCZ [T, ](2H—2)4/5
vt = | Rim®) 2(k —v) ]Vzk !

(3.125)

where 6 = 2k — (2H — 2)q and for a square integrable function

= /olfz(u)du

3.2.4.2 Data-driven approach

As mentioned earlier, we assume G(-, t) to be monotone increas-
ing so that ¢ = 1. One can then use an iterative plug-in approach
(see, for example, Sheather and Jones 1991) for an optimal band-
width estimation.

Step 1: Let b,,;,
b=b,
m(t;). R

Step 2: Compute estimates H, Cy, and ¢, (¢) from the residuals
i = y; — m(t;).

Step 3: Compute an updated bandwidth b, by plugging in
the estimates from Step 2 in (3.125).

Step 4: Repeat steps 1 to 3 until convergence.

be the initial bandwidth. Compute 7:(¢) using

e followed by computing the residuals &; = y; —

3.2.4.3 Further on estimation
To estimate H and C; in step 2, one may use the periodogram of
the scaled residuals %, ; = 14;/6(t;) where, for a given band-

width b, and a kernel K,

S2(1) = 1 % AP
=5 ,2 —t; K, (b_s> . (3.126)

Additional details on computations can be found in Menéndez
(2013). For instance, one may use a periodogram that is defined
for irregularly spaced data (see Masry 1978) or the Lomb-—
Scargle periodogram (see Press et al. 1992, pp. 575-584), popu-
lar in bioinformatics and geology. For extensions of this method,
see, for instance, Lévy-Leduc et al. (2008). Estimation of H and
C, can then be done by, for instance, fitting a straight line
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in log-log coordinates to periodogram ordinates close to zero
frequency or by the approximate maximum likelihood method
(Haslett and Raftery 1989). These are implemented in the
R-package as fracdiff. For additional background information,
see Robinson (1995) and Geweke and Porter-Hudak (1983).

3.2.4.4 Estimation of the first Hermite coefficient
In order to estimate R(c;) f ¢5(t)dt in step 2, where ¢, is the
first Hermite coefficient in G, one may consider exploiting the
monotonicity property of G, leading to an estimate of Z.

This is done as follows. Being monotonically increasing,

Z; = O NE W tgenion,)- (3.127)

Here F denotes the marginal distribution function of the stan-
dardized errors and

uscaled(tTn) = u(tTn)/d(t) (3.128)

(at least if the latter is continuous and strictly increasing) at
t. Substitution of F leads to a nonparametric “estimate” or a
“proxy” for the latent series Z,. Finally, since the first Hermite
coefficient cl(t) is the expected value of u H,(Z) ¢, () may be
estimated by smoothlng as follows:

2.0 =blzt_t 1<<b >u] Lt (0,1), (3129
¢j=1

where b, denotes a bandwidth and K|, is a kernel.

On the other hand, since G is monotone, H can be estimated
either from #;’s or from the estimated latent Gaussian series.

Note that by extending Dehling and Taqqu (1989) to include
time, the consistency of @, y) holds uniformly in ¢ and y.
Another approach would be to consider a kernel that has an
absolutely integrable characteristic function. Since #(t) is con-
sistent,

.

and

ascaled(Tj) = scaled(T) + Uy, (3.131)
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where u;,,; and u,, ; converge to zero in probability as n — co.
Moreover, as mentioned above under suitable conditions, uni-
form convergence may be attained (see Hall and Hart 1990
(Theorem 2.1), Parzen 1962, Ghosh 2014, and others). Similarly,
since

~ 1 - t—t
F(t,e + VIVI) = E Z(tl - tl—1)1< <ZT> Il(e + Vl}’l)7
i=1

and the Hermite polynomial expansion of the centered process
I; holds, due to the regularity conditions on the Hermite coeffi-
cients and on F,

E(t,e+ vi,) = FE(te) + vy, (3.132)
for every e € R, so that
Z =2z +w, (3.133)

where v;,,, v,,,, and w,, converge to zero uniformly in probability
asn — oo. Moreover, note that the leading part of the mean inte-
grated squared error of the estimated trend function MISE(i7)
can be estimated consistently by plugging in the estimates of the
unknown quantities. Finally, the continuous mapping theorem
can be applied to arrive at the following assertion:

Suppose that H and 62 are consistent estimates of H and C,
respectively, the technical conditions mentioned earlier hold,
and the Hermite coefficients &(t,y) as well as F(¢,y) are con-
tinuously differentiable functions of ¢t and y. Moreover, let
0/0yE(t,y) = f(t,y) and 0% /dt>F(t, ) exist.

Then as n — o0, ¢;(£) is a weakly consistent estimator of ¢, (£)
and the ratio of the estimated b,,, and the true b,,, converges to
one in probability.

The bandwidth selection method discussed here is based on
the assumption that G is monotone so that the Hermite rank g
is equal to one. Also, the estimated Z(T') cannot be used for esti-
mating the Hermite rank g or for carrying out a Taylor series-of-
fit test for unit Hermite rank. However, the Hermite coefficients
can be estimated consistently.

For discrete time processes with stationary marginal distribu-
tions, Ray and Tsay (1997) and Beran and Feng (2002) propose



3 Trend Estimation

bandwidth selection methods; also see references therein. When
the regression errors are iid, or when standardized have station-
ary marginal distribution, see Wand and Jones (1995) for band-
width selection procedures. Some of these ideas were also pre-
sented earlier in Chapter 2 on Nonparametric Regression. The
formula for the optimal bandwidth for the iid case can be seen as
a special case (substitute H = 1/2, T, = n, and v = 0 to address
trend estimation using a kernel of order 2, i.e., kK = 2) so that
the rate of the optimal bandwidth becomes #~1/°. In the case
of long-memory (H > 1/2), on the other hand, everything else
remaining the same, the rate of decay of the optimal bandwidth
to zero is n"=D/G-H) This rate is slower under long-memory
than under independence or zero correlations (see Beran 1994,
Wand and Jones 1995, and Ghosh 2001). For consistency prop-
erties of an approximate maximum likelihood estimate of H for
discrete time processes under non-Gaussianity, see Giraitis and
Taqqu (1999).

3.3 Rapid change points

Estimation of points of rapid change in the mean function m(¢)
in a nonparametric regression model with time series observa-
tion are of interest, for instance, in palaeo climate research where
changes in the past environment are of interest. Here we address
estimation of the time points where such changes take place and
present some results when there are long memory correlations in
the regression errors. Long-memory correlations in geophysical
records have been cited several times in the literature and Beran
(1994) and Beran et al. (2013) provide background information;
also see references therein.

Because of the typical application areas, as for instance in the
palaeo sciences, we focus on time series data that are irregu-
larly spaced in time. This was also the topic of interest in the
previous section. In the discussion here, therefore, we will be
referring to some of the consistency results presented in that
section. Also as in the previous section, an additional issue is
that of (locally stationary) Gaussian subordinated regression
errors, which provides a flexible framework for handling time-
dependent marginal distribution function of the errors.

4
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The approach presented here relies on derivatives of the trend
function so that their nonparametric estimation is of interest,
which is then followed by estimation of the change points. The
definition is based on the first three derivatives of the regression
function. Kernel smoothing applied to time series observations
in a nonparametric regression model with irregularly spaced
time points yields estimates of these derivatives. The regression
residuals are assumed to be obtained by time-varying Gaussian
subordination with long-range dependence.

In the palaeo sciences, proxy data are used to understand
past environment conditions. For instance, measurements
of oxygen isotopes present in the Greenland ice sheets (see
Greenland Ice Core Project in Johnsen et al. 1997) are used to
estimate past temperatures. Such measurements are thus called
temperature proxies. Time series such as these may often show
fast changes. In Figure 3.4, a fast change between the Holocene

Greenland Ice Core Project Data

d180

-40
1

T T T T T

0 5000 10000 15000 20000
age (years before present)

Figure 3.4 Measurements of oxygen isotopes in Greenland ice sheets in
the last 20 000 years. The data show temperature shifts and occasional
rapid changes. The Holocene (ca. last 11500 years) was warmer than the
Younger Dryas (ca. 11500-12700 years before the present). The Younger
Dryas experienced severely cold temperatures with extremely abrupt
changes marking its boundaries. Quantitative estimates of points of rapid
change are of particular interest when identifying periods where abrupt
climate changes took place and high environmental variability occurred.
Source: NASA.
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(approximately the last 11500 years) and the Younger Dryas
(about 11500-12700 years before present) can be seen. For
several reasons, it is important to accurately estimate when
such changes took place. From a statistical point of view this
falls within the topic of change point estimation.

In addressing rapid changes in the trend function in time series
data of the type mentioned above, we make a note of the fol-
lowing: (i) the change is fast but smooth, i.e., not discontin-
uous changes; (ii) the errors (detrended series) exhibit long-
range dependence; (iii) the marginal distributions may change
smoothly in the course of time; and (iv) the time points where
time series observations are available need not be equidistant.

The change point literature is vast. Some references are: Hink-
ley (1970), who considers parametric change point estimation
for independent random variables with density function f(x; 6)
and a change in 6; Picard (1985) considers tests for time series
with changes in the spectrum; an interesting article is due to
Miller (1992), who considers estimating the location and size of
discontinuities in derivatives of the trend function in nonpara-
metric regression (also see Loader 1996, Gijbels et al. 1999, and
Gijbels and Goderniaux 2004a,2004b); Horvath and Kokoszka
(2002) test the null hypothesis that the pth derivative of the trend
function is continuous against the presence of a discontinuity;
Ghosh (2006) considers change point estimation in the context
of synchronizing two isotope series; Inclan and Tiao (1994) study
the problem of change points in the variance. Chopin (2006) con-
siders Bayesian filtering and smoothing and proposes a state-
space representation of change point models. For more refer-
ence to change point estimation see, for example, Pons (2003),
Koosorok and Song (2007), and Lan et al (2009). In the con-
text of long-memory processes, Giraitis and Leipus (1992) study
detection of changes in the spectral distribution, and Beran and
Terrin (1994, 1996) study the problem of finding a change in the
long-memory parameter (also see Horvath and Shao 1999). Fur-
ther references are, for instance, Csorgé and Horvath (1997),
Horvath and Kokoszka (1997), Kuan and Hsu (1998), and
Kokoszka and Leipus (2003). Locally stationary long-memory
processes are considered in Jensen and Whitcher (2000) and
Beran (2009). Also see Ghosh (2014), Menéndez (2010, 2013),
and Ghosh and Draghicescu (2002a,2002b). General references
to long-memory processes are, for instance, Granger and Joyeux
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(1980), Hosking (1981), Beran (1994), and Beran et al. (2013). For
kernel smoothing of time series with long-memory see Hall and
Hart (1990), Csorgé and Mielniczuk (1995), Ray and Tsay (1997),
Beran and Feng (2002), and Beran et al. (2002). Basic information
on bandwidth selection for kernel estimates in the iid context can
be found in Gasser and Miiller (1984).

3.3.1 Model and definition of rapid change

We address an estimation of rapid change points in the context
of a nonparametric regression problem with Gaussian subordi-
nated errors. Consider the latent process Z(u), u € R, that is a
continuous-time stationary Gaussian process with

E(Z(u)) = 0,Var(Z) = 1 (3.134)
and
vz(v) = Con(Z(u), Z(u + v)) ~ Czv*172 (3.135)

as v — oo where H € (0, 1) and for two functions a and b, a(v) ~
b(v) implies that a(v)/b(v) tends to one.
Now consider the nonparametric regression model

yi =(T;) = m(@t) + u; (3.136)
where  u; = G(Z(T),¢,), T, e R,, T,<Ty<-<T,

4

t =T,/T,€[0,1] and m is a smooth function. For fixed
€ [0,1], G(-, ¢t) is an L? function on R with

E(G(Z)) = (2x)"1/? / G(z)exp(—z*/2)dz =0,  (3.137)
E(G*(2)) < . (3.138)

We may then expand G using the Hermite polynomial expan-
sion

G(Z,t) = Z Ck/f?)Hk(Zi)- (3.139)

k=q

Here Hj are Hermite polynomials and g > 1 is the Hermite
rank, the smallest positive integer for which the Hermite coef-
ficient ¢, is not equal to zero. This formulation of the regression
error is convenient for analyzing time series, in particular aris-
ing in geophysics and elsewhere where time-dependent changes
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in the marginal distribution function can be envisaged. In par-
ticular, the marginal distribuion of G may be non-Gaussian; see
Ghosh et al. 1997 and Ghosh and Draghicescu 2002a,2002b)
for further discussions and examples. In addition, we let the
time points T, ..., T, where the observations on the response
variable, i.e., ¥y, ...,¥,, are available, be arbitrary, i.e. they may
be non-equidistant. When these points are equidistant, we
have T; =i,i = 1,2, ..., n. In such a case, the rescaled times are
t,=i/n.

Let m™(¢) be the vth derivative of m with respect to t. We
define change points in terms of an exceedance threshold applied
to the first derivative of the trend function. In other words, rapid
change occurs if |m(£)| > n where # > 0 is a given threshold.
This was also considered in Miiller and Wang (1990) in the con-
text of hazard function estimation.

Definition: Let#n > 0begiven. Then {7}, 7y, ..., Tp}, (z; € [0,1]),
are points of rapid change of m(-) if

%m(r;
m?(r)) = # =0,i=1,...,p, (3.140)
()Ti
0 < |m®(z,)| < oo, (3.141)

and
()| 2 D ()] 2 2 IO ) 20 (3142)

3.3.2 Estimation and asymptotics

To estimate the rapid change points 7, cos Ty WE simply fol-
low the definition. In other words, find 73, 7, ..., ?p € [0,1] such
that 7 (z;) = 0 and |mD(F)] > |mV(T) > - > |mD(F,)] >
n, where n > 0 is a given threshold.

The first step is thus to define an estimator for m and its
derivatives. In the previous section, such an estimator mv ()
was defined. Moreover, for a finite sample size # and a given
threshold 7, the number of points where 71 (t) equals zero is
random. However, if m is at least twice continuously differen-
tiable, then consistency of 7® implies that p is also estimated
consistently. Consistency of 7(")(¢) was also addressed in the
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previous section in the context of trend estimation, where we
derive the rates for the asymptotic bias and variance and show
that the mean squared error converges to zero.

In addition to consistency, for developing confidence inter-
vals for the rapid change points, their asymptotic distribution
is needed. For this, a multivariate central limit theorem is given
below. Note that, since the rapid change points are defined in
terms of the second derivative of m, the kernel estimator of this
trend derivative becomes relevant.

Note that asymptotically the distribution of

A, = (T,b) 7@ () — E[mP (r))]} (3.143)

(for g = 1) is equivalent to the asymptotic distribution of

cy(7)
A, = (T,b)" H>q ZK(V)( ) q,f H,(Z)

(3.144)

(=1)¥ n ()<tj—1‘i>
- KY ¢ (r1)Z; (3.145)
nb +1 le b ]

which is a sequence of normal variables. Asymptotic indepen-
dence of 7" (t) and 7 (s) for t # s follows by analogous argu-
ments as in the previous section; also see Cs6rg6 and Mielniczuk
(1995). We may thus summarize as follows:

CLT: ¢, ty, ..., 4 fixed
Suppose that the Hermite rank g of G is one. Let

— (Tnb)I—H

t=(t,...t;), (3.146)
) = (72, ..., 2 (t)), (3.147)

and define the k X k diagonal matrix

D = diag { NAT \/11(tk)} . (3.148)
where I, = 1,2, ..., is defined in (3.75). Then as n — oo,
BHTH DR - EROO) =G b)) (3:149)

where {; ~ iidN(0, 1) variables.
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To construct confidence intervals, one is concerned with both
bias and the variance of the estimator. If bias dominates, then no
reasonable confidence interval can be given. Therefore, either
one ensures that the bias is more negligible than the variance
or that both have similar orders of contribution to the mean
squared error; i.e., the rate of convergence to zero of the squared
bias equals that for the variance, provided that all else remain
fixed. These two cases are therefore

b* ~ C - (T, b)?H=24, (3.150)

where the contribution of the squared bias and of the variance
to the mse is of the same order, and

b = o((T,b)*1=21), (3.151)

where the contribution of the bias is asymptotically negligible. In
these two cases, if the Hermite rank of G equals unity, then 7,
properly centered and scaled, is asymptotic normal. To see this,
one uses a Taylor series expansion,

2, — EG,,) = @ (@) mP ()] 7! +0,((T,0)"),  (3.152)

and makes uses of consistency of the denominator, along with
CLT for the derivative estimator in the numerator and Slutsky’s
lemma. We can summarize these ideas as follows.
Define the vector
T =(10,Ty .-, fp)’. (3.153)

Thus the elements of 7 are the points of rapid change of 7. Now
consider the estimates

= (Pt B -0 T - (3.154)
Moreover, define the p X p diagonal matrix
D = diag (VI /1mO @)l .o\ /L) 1O @)1 )
(3.155)

where I,q=12,..,is defined in (3.75).
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Then under the conditions stated above, the asymptotic dis-
tribution of 7,, is

(i) b* = o ((T,,0)*"72) = (T,,b) "D7'(Z, - 7)
P &) (3.156)

where (; are iid N(0, 1) variables. Moreover,
(i) b* ~ C - (T, 0™ = (T,,b)* D7 (7, - 1)
;(l’ll + Cl’ e l’lp + é’p),: (3157)

where {; are as in (i) and
&) (. 1

Hi = lmk—,(fl) / K(V)(u)uk_vdu] /m®(z).  (3.158)
: -1

Note that when g > 1, non-Gaussian limit theorems can be
derived. Also, it can be shown that the number of zeroes of 71(?
converges to p in probability. Therefore, if n is large enough, one
may assume that p is estimable with arbitrary precision so that
these asymptotic distributions also hold when p is unknown and
estimated.

As an example, consider a data set from the Greenland Ice
Core Project (Johnsen et al. 1997). These data from natural
archives reveal major fluctuations in the past temperature. Oxy-
gen isotope measurements are used as a temperature proxy to
reconstruct the temperatures in the ancient history of the earth.
The Holocene (ca. last 11 500 years) is warmer than the Younger
Dryas (ca. 11500-12700 years before present), which was
remarkably cooler. Moreover, the transition from the Younger
Dryas to the Holocene was rather abrupt. Younger Dryas is
named after the Alpine wildflower Dryas octopetala, which left
its mark on a number of fossil records, such as palaeo pollen sam-
ples or in ice cores. The Younger Dryas finally ended some ten
to twelve thousand years ago, and the milder and relatively stable
Holocene epoch started with a rapid increase in the temperature.

Menéndez, Ghosh, and Beran (2010) estimate rapid change
points using the data from Figure 3.4 and a threshold # = 100.
They note major rapid change points around the Younger Dryas.
Specifically, the rapid change is estimated to have occurred
around 11560 and 14 658 years before present (1997). Taking
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a bandwidth that is smaller than the optimal bandwidth, sim-
ple approximate 95% confidence intervals ignoring the bias are
computed and these are (in years before present) [11 554, 11 566]
and [14646, 14 670] respectively.

For nonparametric curve estimation, bandwidth selection is
an important issue. In case of long-memory correlations in the
errors, bandwidth selection under monotone Gaussian subordi-
nation, irregularly spaced data, and long-memory are given in
Menéndez et al. (2013). Due to monotonicity, estimation of the
latent Gaussian process can be facilitated by using the regression
residuals to estimate the underlying marginal distribution of the
errors. For discrete time processes and with evenly spaced time
series observations, Ghosh and Draghicescu (2002a) propose to
directly estimate the variance of the Priestley—Chao estimator.
When the marginal distributions are stationary, Ray and Tsay
(1997) and Beran and Feng (2002) propose bandwidth selection
methods; also see references therein. For additional information
of bandwidth selection see Herrmann et al. (1992).

3.4 Nonparametric M-estimation of a
trend function

3.4.1 Kernel-based M-estimation
We consider the regression model
yi =m(t) + u;, (3.159)

where ¢, =i/n, m € C3[0,1], and the regression errors are sta-
tionary; however, they are Gaussian subordinated, i.e.,

u; = G(Z;). (3.160)

Here Z; is a zero mean stationary latent Gaussian process with
var(Z;) = 1. The transformation G is such that E[G(Z)] = 0 and
E[G?*(Z)] < oo. The autocovariance function and spectral den-
sity of Z; will be denoted respectively by y.,(k) and

S0 = 5= X vz (Kexplikd), (3.161)

where 1 = \/—_1
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We are interested in a nonparametric estimation of m(t) where
t € (0,1) is rescaled time. Let K be a non-negative symmetric
kernel with support [-1,1] with [ K(x)dx = 1. Given a band-
width b > 0, the Nadaraya—Watson estimator of the trend func-
tion m is obtained by minimizing the weighted quadratic form

n
1 ti—t 5
0)=— ) K =0 3.162
Q) nbzl < 2 )(yl ) (3.162)
with respect to 0, and setting
Az (t) = 6 = argmin Q(6) (3.163)
or by solving
W@y = -2V k(1L -9 =0 3.164
QVO) == 21 — ) 0= 0) (3.164)

Since My (£) is a local least squares estimator, one may argue
that it is not robust against outliers. For a general theory of
robustness see, for example, Hampel et al. (1986), Huber (1981),
and Huber and Ronchetti (2009). However, extending Equation
(3.164), one can define more general estimators as solutions of

n
1 t,—t A
— K ;—0)=0, 3.165
5 2K (1) woi-o (.165)
where y : R — R is a function such that
E[w(G(2))] = 0. (3.166)

Setting y(x) = x, the Nadaraya—Watson estimator is obtained.
If, however, y is bounded, then 8 is robust in the sense that the
influence function is bounded (see, for example, Hampel et al.
1986 for the definition of influence functions). A standard exam-
ple of a bounded y-function is the Huber-function

WHuber(*¥) = min(c, max(x, —¢)),0 < ¢ < co. (3.167)

Robust kernel estimators as defined in (3.165) are considered for
instance in Robinson (1984) and Hérdle (1989) when the regres-
sion errors are iid, and in Boente and Fraiman (1989) under the
assumption of strong mixing. In both cases, choosing robust (i.e.,
bounded) y-functions generally leads to a loss in asymptotic effi-
ciency compared to the least squares solution. The situation is
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different under long-memory. In what follows, we examine this
special case.
The following notations will be used:

1-A
R@?) = /A [e@(0)]%d5,0 < A < % (3.168)

1
py (K) = / 2K (x)dx, (3.169)
-1

1 1
J(K,d) = / / K®)K(y)|x — y1** dx dy, (3.170)
0 0

_ 1
Vyld) = g U d). (3.171)

To derive asymptotic properties of 71(t) = 6 defined in (3.165),
Beran et al. (2003) use the following assumptions:

720~ Czlk ! for some d € (o %) . (3172
b — 0,nb - . (3.173)

The function y is assumed to be differentiable almost every-
where with respect to the Lebesgue measure,

Elw(u;)] = 0, E[w*(u;)] < o0, E[y' ()] # 0, (3.174)
hs(y) = sup ly(y+x) -yl <c (3.175)

for some 6 > 0 and 0 < ¢ < o0, and, for almost all y, we have

%I_I)I(l) hs(y) =0. (3.176)

Moreover, it is assumed that w(G(Z)) has Hermite rank / (I > 1)
with /th Hermite coefficient c;, and there exist measurable func-
tions M, and M; such that

lyw” ()| < My(x), E[My(u;)] < o0 (3.177)
and
[y (x)| < My(x), E[M5(%;)] < 0. (3.178)

Given these conditions we have the following asymptotic results.
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Bias
In a first step, uniform consistency and an asymptotic formula
for the bias can be shown by adapting standard techniques for
kernel and M-estimators (see, for example, Beran 1991, Hall
and Hart 1991, and Huber 1967). The following holds uni-
formlyint € (A,1 - A):

E[1,(t) — m(2)] = %bzm”(t)l(l() +o(b?) (3.179)

Variance
On the other hand, the asymptotic formula for the variance is
as follows. Let %(1 —I"HY<d< % Then for uniformly in ¢ €
(A,1—A),

(nb)' "2V ar(in, (t)) = ¢’ CLV, (d). (3.180)

To see how to derive the formula for the variance, one may
start with the estimating equation

L3 - 20K (%) =0, (3.181)

Then by Taylor expansion it can be shown that

i = m(t) = E )5 3k (0 ) w6z + -,
i=1
(3.182)

with an asymptotically negligible remainder term R,. The
result then follows by applying the Hermite polynomial
expansion of w(G(Z)) and showing that the first term in the
expansion dominates asymptotically.

This leads to the following formulas for the asymptotic inte-
grated mean squared error (imse) and the asymptotically opti-
mal bandwidth. If 2(1 - I!) < d < 3, then

1-A
IMSE, = / E{[1,,(t) — m(t)]*}dt
A

" OIOP
4

— A 2d-1,2 -~
=b (nb**12CLV,, (d)

+ o(max(b*, (nb)*1))
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with

[m" (OI(K)]?
4

The asymptotically optimal bandwidth is of the form

,Cy = (b)) 12CLV, (d)  (3.183)

G = AL

bopt = Copt ,(2d-1)/(5-2d) (3.184)

where

1=24)C 1/(5-2d)
ot = [Q] . (3.185)

ac,

The asymptotic distribution of 7, is Gaussian only if /= 1.
More specifically, we have the following asymptotic result. Let
t€(0,1)and ;(1—17!) <d < 3. Then

1/2-a M, (t) — m(t) Sz (3.186)

(nb) - y

where

oy =c\/CLV, (3.187)

and Z; is a Hermite process (see Rosenblatt 1984 and Taqqu
1975) of order [ at time 1.

The most important case for practical applications is / = 1.
Thus, suppose that G(x) = x. Then

¢ = E[Zy(2)] = E[y/(2)] (3.188)
This leads to
V,,(@d) = (K, d) (3.189)

and

o1 =14/ CzV, = VI(K,d) (3.190)

which is does not depend on y. We thus have the following
result. Suppose that G(x) = x, and y has Hermite rank 1. Let o
be given by (3.190). Then

1/2-d 1, (t) — m(¢)
01

(nb) - Z; ~N(0,1). (3.191)
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The essential point of this result is that neither the standardiza-
tion and nor the asymptotic distribution of 771, (t) depend on the
function y. This means that all kernel M-estimators are asymp-
totically equivalent. In contrast to the case of independent or
weakly dependent residuals, under long-range dependence using
robust M-estimators does not lead to a loss of efficiency. This
phenomenon has been observed first in Beran (1991) in the con-
text of location estimation for stationary Gaussian subordina-
tion processes with long-memory (also see Giraitis et al. 1996
and Sibbertsen 1999 for extensions to linear regression).

The asymptotic results above are derived in Beran et al. (2003).
The authors also discuss an application to local location esti-
mation for wind speed data. Typically extremely strong wind
speed measurements have a short duration, but tend to affect
the Nadaraya—Watson estimator. To separate the effect of such
extremes from “normal” wind speeds, it is therefore preferable
to use local robust location estimation.

3.4.2 Local polynomial M-estimation

We again consider model (3.159) and (3.160). An alternative to
kernel M-estimation is local polynomial M-estimation. Standard
local polynomial estimation of m(t) is obtained by solving

n

1 ti—t 5 .

— ZI(<T> (y;i—«'B)x;=0(=0,1,...,p), (3.192)
i=1

wherep € N, x = (1, ¢, £2,...,t?) and ﬁ = ﬁ(t) € RP?, and setting
m(t) = «’' B(¢). In anology to kernel M-estimation, (3.192) can be
generalized to

n

1 ti—t 5 ,

- YK (T) w(y—-2f)x=0G=01,..,p). (3193)
i=1

The asymptotic distribution of f is derived in Beran et al. (2002).
In the following the same notation and assumptions as in the
previous section are used. In particular, / denotes the Hermite
rank of y(G(Z2)), ¢, is its Ith Hermite coefficient, and the spectral
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distribution f;, of the latent Gaussian process Z; is assumed to be
such that

Sz(2) o Cf,z|/l|_2d (3.194)

with 0 < ¢f 7 < 00 and

l—l<al< 1. (3.195)
2 2l 2

This implies that the spectral density f,, of y(G(Z;)) has a pole at
zero of the form cf,y,lll_z"'l with

0<d,=%+l(d—%><%. (3.196)

We define g; = g;;(t) = cov(f;_y, ;) as
G, = (gij)i,jzl,...,p+1~ (3.197)

Furthermore, let

V(2 -2l -1)

b= ]-l-l——l Gj=1,...,p+1), (3.198)
if i +j is even, and otherwise set p;; = 0, and define
P=pyij-1,..p+1 (3.199)
and
Q= (gyij=1,...p+1 (3.201)
with

1 1
ay=ryd) [ [ P, 202)
-1J-1

Finally, we define

D, = (dij)i,jZI,...,p+l (3.203)
where d;; = 0 and
d =20 i1 ). (3.204)

I 0i-1
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To simplify presentation the results below consider the rectan-
gular kernel

K(v) = %1{—1 <v<1). (3.205)

The asymptotic covariance matrix of f is given below. Let § =
p(t) be the solution of (3.193). Then, for b such that b - 0 and
nb — oo, we have

2xcl c?
. _ f.Z1
lim (2nb)~24D,G,D, = ——2"——
L) DG NE* [y’ (G(2))]
For the most important case, for m = 1and u; = Z; we have ¢; =
Elw'(G(Z))] so that (3.206) simplifies to

27[6]1, -
lim (2nb)~24D,G,D, = —=

n— o0 I

PPt (3.206)

pigpt (3.207)

which does not depend on the function y. For 71, (£) we may thus
formulate the following result.

Let 71, (t) = ' f(t) where f = f(¢) is the solution of (3.193).
Assume, furthermore, that the Hermite rank / of w(G(.)) is one.
Then, for b such that > — 0 and nb = oo,

lim (nb) =2V ar (i, (t)) = (t), (3.208)

n— 00

where 0 < v(t) < oo does not depend on .

For an explicit expression for v(¢) see Beran and Feng (2002)
and Ghosh (2001). As for kernel M-estimation, the essence of
the result that under long-memory and Gaussian subordination
of Hermite rank one, robust local polynomial estimators of trend
functions are asymptotically equivalent to the standard non-
robust local polynomial estimator. This result can also be gen-
eralized to derivatives of m.
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4.1 Partial linear models with constant slope

A partial linear model is a regression model containing a smooth
nonparametric component and a linear parametric regression
component. It is thus a semiparametric model, where the non-
parametric component is unspecified except for some regularity
conditions such as continuity, differentiability, etc. Below is an
example of a partial linear model:

y; = x;ﬂ +m(t;) +u; (4.1)

where x; € R? is a column vector of explanatory variables and
p € R? is a column vector of regression parameters, defined as

X; = (xl,i’ xzvi, ceey p,l)’p Z 1, (4‘2)
B = (b1, Bas s By)- (4.3)
The nonparametric component m is a smooth function to be
estimated in C2[0,1]. The u; are regression errors with zero
mean and constant variance. We consider the case when ; is

a stationary long-memory process with a covariance function y,,
and a spectral density ¢,,:

Yu(k) = Cov(u, u;yy) = /exp(zk/l)¢u(/1)d/1,t = \/—_1, (4.4)
b, (A) ~ c,|A| ™ as A - 0, (4.5)

where for two functions a(v) and b(v), a(v) ~ b(v) implies a(v)/
b(v) converges to a constant, ¢, > Oisaconstant,and0 < a,, < 1.

Kernel Smoothing: Principles, Methods and Applications, First Edition.
Sucharita Ghosh.
© 2018 John Wiley & Sons Ltd. Published 2018 by John Wiley & Sons Ltd.
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When f and m are unknown but the errors are uncorrelated is
addressed in Speckman (1988). This author suggests a \/Z con-
sistent estimator for § when the explanatory variables contain
a rough component. Beran and Ghosh (1998) generalize Speck-
man’s result to the case when the regression errors have long-
memory. These authors show that even under long-memory, a
\/Z rate of convergence for the estimated slope holds. For related
ideas in the context of errors in covariates, see Carroll et al.
(1999), Hastie and Tibshirani (1990), among others. Also see
Ruppert et al. (2009).

To see how the slope parameter in the partial linear model
above is estimated, we start with the data at hand: thus we have
observations (x;,yi) at time points i = 1,2,...,n. As usual ¢, =
i/n will denore rescaled times. Define new notations

X = (%1, % 5 ) i =12, (4.6)
Y =0y 0 4.7)
m' = (m(t)), m(ty), ..., m(t,),t; = i/n, (4.8)
' = (ug, Uy, ..., u,). (4.9)
Next define the # X p design matrix X:
X=M+7 (4.10)

where M is a deterministic matrix of order # X p and 7 is a ran-
dom matrix of the same order. The elements of # are zero mean
random variables. The ith row of X is x; defined above and the
columns of M are (m;, m,, ..., mp), defined as

ml'. = (mj(tl),ml-(tz), ...,ml-(t,,)), i=12,...,p (4.11)

whereas the ith row of M is

(Vl’ll(tl’), le(ti), ceey Wlp(ti)),i = 1, 2, R /8 (4.12)
The random matrix 7 has the columns

n=_(epey ...,ep) (4.13)
where

e]l. - (e]'yl, el',z, e ,ej,n), j == 1, 2,, cee ,p, (4.].4:)
and rows

e; = (eu, 62,1‘, veey ep,i). (4‘15)



4 Semiparametric Regression

Then the partial linear model can be rewritten as
y=Xf+m+u=Mpf+m)+ (nf +u). (4.16)

Note that in the last formula, M + m is deterministic whereas
nP + u is stochastic. The expected value of y is M + m so that
smoothing y leads to estimation of the deterministic compo-
nent, namely its expectation. At the next step one obtains the
regression residuals in the model (4.16. On the other hand, from
(4.10) the residuals in X can be estimated by “detrending” the
data series containing the values of the explanatory variables.
Finally, the residuals are used in a regression through the ori-
gin, to estimate f. The logic behind this method of course stems
from the fact that when computing correlation between two ran-
dom variables, the means have to be estimated correctly, because
otherwise a bias would result. A simulation study done in Beran
and Ghosh (1998) illustrates this point.

Specifically, consider the Nadaraya—Watson kernel (see
Gasser et al. 1985)

ti—t;
»(7)

nb)y= ————. (4.17)
5 (D
Define the kernel matrix

K= [K(t,t,nb)l;j—1,. n (4.18)

I((tl’ t];

where w is a univariate kernel; in particular, it is a bounded, non-
negative, symmetric and piecewise continuous function with
support [—1, 1] such that /_11 w(s)ds = 1. Define the regression
residuals

X = (1-KX, (4.19)
¥ = (I- Ky, (4.20)

and the semiparametric regression estimate of the slope param-
eter ff as

B =XX)Xy. (4.21)
Beran and Ghosh (1998) prove consistency of the above estima-

tor and illustrate the constant slope model with an application.
In what follows, we digress from the constant slope model and
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let the slope be time-dependent. This is a slight generalization
of the above partial linear model and allows us to see if the lin-
ear dependence (i.e., the slope ) may change over time. This is
discussed in the next section.

4.2 Partial linear models with time-varying
slope

In the previous section, we considered a partial linear model
where there is a linear dependence of the response variable Y
on the explanatory variable X and the slope parameter f is a
constant. In the literature, the constant slope case with station-
ary short-memory errors is considered in Speckmann (1988)
whereas the long-memory case is considered among others in
Beran and Ghosh (1998) and Aneiros-Pérez et al. (2004); also
see Robinson (1988) and Gonzalez-Manteiga and Aneiros-Pérez
(2003) and references therein for further background infor-
mation. In some situations, however, one may postulate that,
over time, the strength of this linear dependence may change
smoothly.

Consider, for instance, the time series in Figure (4.1). The
observations are land and sea surface temperatures made avail-
able through the homepage of the Met Office, UK:

http://www.metoffice.gov.uk/research

The time series are global temperature mean annual anomalies,
during the years 1856 through 2014. We seek to estimate the
slope function () taking the ocean temperatures as y and the
land temperatures as x. Optimal bandwidth selection as well as
appropriate hypothesis testing will have to be carried out in fur-
ther detailed analysis, so that the results of this analysis are to
be treated as being exploratory. Using an arbitrary bandwidth
b = 0.2 there is an indication (right panel, Figure 4.4) of a change
(increase) in the slope parameter over time until around the year
1900, after which it seems to reach a relatively constant level. In
contrast, the plot in the left panel in Figure (4.4) was obtained
by fitting the constant slope model as in the previous section,
and this model indicates a positive value of the (constant) slope
parameter for the entire duration of 1856:2014. The two plots
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Figure 4.1 Global temperature series 1856:2014: mean annual anomalies,
land and ocean. Source: Data from Met Office, UK.

in Figure (4.2) show the residuals (left: constant slope model,
right: time-varying slope model) and Figure (4.3) shows the nor-
mal probability plots for the two fits. Another generalization that
we consider here is, unlike in the previous section, where the
regression errors are realizations of a stationary process, we let
the regression errors be locally stationary, being time-dependent
transformations of a latent Gaussian process. The resulting class
of marginal error distributions is then vast, consisting of distri-
butions that may change with time, assuming arbitrary shapes,
and in particular may be non-Gaussian. The normal distribution
is a member of this class.

In addition, we also derive some results under two different
correlation types, namely short-memory and long-memory cor-
relations.

As we shall see, uniform consistency of the trend estimates
becomes a useful property for estimating the slope function. Fol-
lowing the idea of Parzen (1962), using a characteristic function
based approach, we provide a simple proof of weak consistency
of the trend estimates as well as of the estimate of the slope
function.
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Land Residuals

Ocean Residuals
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Figure 4.2 Global temperature 1856:2014: land and ocean. The figures
show residuals after fitting a partial linear model. Left: constant slope
model; Right: time-varying slope model. Source: Data from Met Office, UK.
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Figure 4.3 Global temperature 1856:2014: land and ocean. The figures
show normal probability plots of the residuals after fitting a partial linear
model. Left: constant slope model; Right: time-varying slope model.
Source: Data from Met Office, UK.
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Ocean Residuals vs. Estimated Slope (Beta(t)) vs.
Land Residuals Years: 1856 — 2014
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Figure 4.4 Global temperature 1856:2014: land and ocean. The figures
show estimates of g after fitting a partial linear model. Left: constant slope
model; Right: time-varying slope model. Source: Data from Met Office, UK.

We start with a continuous index bivariate process {x(T),
¥(T)}, T € R,. Let the observations be available at the discrete
time points T; =i € {1,2,...,n}. Let (T}) = x; and Y(T}) = y,,
t;=T;/n =i/n denoting rescaled times. It should be noted
that the results of this section can also be generalized to the
case when the continuous index bivariate process {(x(T), y(T)),
T € R,} is observed at irregularly spaced time points. For sim-
plicity of presentation, we let our observations be evenly spaced.

Consider the partial linear model with a smooth slope as
follows:

y; = m(t;) + ) - x; + u; (4.22)
and
xl' = h(tl) + Vl" (4.23)

Here f, m, and h are continuous functions on [0,1], and
u(T;) = u; and v(T;) = v; are zero mean errors with finite fourth
moments.
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Equations (4.22) and (4.23) define a partial linear model and
the problem is estimation of f(¢) at ¢ € (0, 1). Following Ghosh
(2014), here we address estimation of this time-varying slope
function.

We impose further assumptions on the errors. Let u; and v,
be time-dependent one-dimensional transformations of some
latent stationary Gaussian processes. The transformation, how-
ever, is unknown and may be nonlinear. In particular, due to the
transformation the errors may have marginal distributions that
may change with time, be non-Gaussian, and assume arbitrary
shapes. This model for the errors is a slight generalization of
Taqqu (1975), where stationarity of the latent Gaussian process
is inherited by the subordinated process. Here we let this
transformation be time-dependent. This has the advantage of
having a flexible marginal distribution function that may change
over time. A related statistical problem is a nonparametric pre-
diction of the marginal function at a future time point (Ghosh
and Draghicescu 2002b); also see Beran and Ocker 1999). For
relevant background information on empirical processes arising
from nonlinear functionals of Gaussian processes see Breuer
and Major (1983), Csorgé and Mielniczuk (1996), Dehling
and Taqqu (1989), Dobrushin and Major (1979), Giraitis and
Surgailis (1985), Major (1981), and Taqqu (1975, 1979).

As in the previous section, to estimate the constant slope
parameter, a “regression through zero” model is fitted to the
regression residuals. However, since the slope parameter is a
function of time, to estimate f(¢), we use a kernel smoothed ver-
sion of Speckman (1988). We consider both short-memory and
long-memory correlations in the latent Gaussian processes and
address consistency of the nonparametric curve estimates.

Background information on nonparametric curve estimates
under long-memory and related references are given in Beran
and Feng (2002), Csorgé and Mielniczuk (1995), Ghosh (2001),
Giraitis and Koul (1997), Giraitis et al. (2012, Chapter 12),
Guo and Koul (2007), Hall and Hart (1990), and Robinson and
Hidalgo (1997).

To prove uniform consistency of the nonparametric curve esti-
mates, we use a kernel that has an absolutely integrable charac-
teristic function. This simple idea leads to a very simple proof
of uniform consistency; see Parzen (1962) and Bierens (1983).
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Other important work on this topic include Hall and Hart (1990),
Mack and Silverman (1982), Nadaraya (1965), Schuster (1970),
and Silverman (1978); also see references therein.

The partial linear model considered in this section as well
as in the previous section is in fact a special case of a random
design regression model. For research on this topic under long-
range dependence see Csorg6 and Mielniczuk (1999). For a gen-
eral background on kernel smoothing see Silverman (1986) and
Wand and Jones (1995). General reviews of long-memory pro-
cesses, statistical applications, and theoretical backgrounds can
be found in Beran (1994), Beran et al. (2013), Giraitis et al. (2012),
and Leonenko (1999).

421 Estimation

From the partial linear model, by rewriting we have

y; = m(t) + () () +v;) + u; (4.24)
=g(t) +e; (4.25)
where g(t) = m(t;) + ;) - h(ty) (4.26)
€ =u;+pE)v; (4.27)
so that
1 < t—t
gt) = — K (L—>yi, (4.28)
nbg Zl‘ bg
~ 1 < t—t
h)=—Y K <’—> x;. (4.29)
l’lbh ) bh
Consider the regression residuals
& =y,-8) (4.30)
v, =, - h(t,). (4.31)

Then the slope estimator is

L XLK(E)9E
Ao =2 () (432)

n ti—t \ ~2
zi:l K (T) Vi

where as # — o0, b — 0 and nb — oo and K is defined below.
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The kernel K and the bandwidths b, and b, satisfy the follow-
ing conditions:

Kernel: K(s) >0 if —1<s<1, and K(s) =0 otherwise,
/_11 K(s)ds = 1 and K(—s) = K(s), for all s.

Kernel characteristic function: K is a symmetric probability
density function on R with a characteristic function that is
absolutely integrable on the whole real line.

Bandwidths: As n — oo, b, -0, b, -0, nb, > oo, and
nb;, — oo.

Next, we impose further conditions on the model parameters
and other quantities.

422 Assumptions

As usual, for two sequences a,, and b,, a,, ~ b, will imply that
a, /b, converges to a constant as # — co. We make the following
assumptions:

Trend and slope: The trend functions m(t) and k() as well as
the slope function f(t) where ¢ € [0, 1] are in C2[0, 1].

Errors: The errors u(T) and v(T) are independent. Let u(T;) = u;
and W(T;) = v, where T; =i=1,2,...,m:

[E(Ml) =0, [E(Vi) =0, (4.33)
Var(u;) < o0, Var(v;) < oo, (4.34)
E (v}) < oco. (4.35)

Gaussian subordination: Let Z(7T) and W(T) for T € R, be
mutually independent, zero mean, unit variance, continu-
ous time stationary latent Gaussian processes. Let Z; = Z;
and W(T;) = W; where T; =i=1,2,...,n and ¢; = i/n. We
assume

u; = G,(Z, 1), (4.36)
v, =G,(W, ), (4.37)

where G,:Rx[0,1] >R and G,:RXx[0,1] > R are
unknown & square integrable with respect to the standard
normal density.
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Hermite polynomial expansions: G, and G, allow for Hermite
polynomial expansions (e.g., Szeg6 1975)

u =G, (Z, ) = Z #HZ(ZZ')’ (4.38)
I=r, '

v =G, (W 1) = Z @Hl(‘%)' (4.39)
I=r, '

Here ¢;,d; € C2[0,1] are time-dependent Hermite coeffi-
cients, H; is the Hermite polynomial of degree /[ > 1,r,>1
and r, > 1 are Hermite ranks, i.e., r, and r, are the small-
est positive integers such that ¢, and d, are not equal to
zero.

Covariance functions: Z(7T) and W(T) with T € R, have
covariances

Cov(Z(T), Z(T + h)) = r4(|h), (4.40)
Cov(W(T), W(T + h)) = rw(lhl), (4.41)

where 1 € R.
Correlations: short-memory in the latent Gaussian pro-
cesses: The integrals f_ -~ (h)dh and f h)dh converge

to positive constants. The 1nﬁn1te sums of the autocorrelatlons
converge; e.g., .o v7(lk]) < ooand 37y (lk]) < 0.
Correlations: long-memory in the latent Gaussian processes:

The integrals [ y,(h)dh and [ yy(h)dh diverge. The
autocorrelations in Z and W are expressed as hyperbolically
decaying functions of their lags, i.e., when the Hurst param-
eters H,, and H, are such that 1/2 < H,,H, <1, then for
heR,

vz(h)) ~ Cz|n* a2, as 1| > oo (4.42)
and
rw (i) ~ Cy 72, as |h| — oo. (4.43)

Forthelagsk € N, Y7 y/(|k|) =ccand 37 vy (lk]) =

0.
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Covariance functions: short-memory: As #n — oo (short-
memory in Z(T) and W(T) respectively), for x € R, r,,

r, € N,
X
51—52+E

00 1,1
Z / / Yz <nb
I=r, -1J/-1

!
ds,ds, = O((nb)™)

(4.44)

/
ds,ds, = O((nb)™h),

and

00 1,1 X
Z// yW<nbs1—s2+—D
I=r, -1J-1 b

where as n — o0, b - 0 and nb - oo.
Covariance functions: long-memory: As »n — o (long-
memory in Z(T) and W(T) respectively), forx € R,/ € N

l

(4.45)

1 1
/ / Yz <ﬂb $51=8+ 9—;‘) ds ds, = o((nb)l(zHu—Z))
-1J-1
(4.46)
and
1,1 . l
[ e o)t
-1J-1

(4.47)

where 0.5 < H,,H, < 1landasn — o0, b - 0 and nb — .
Further assumptions on bandwidths: short-memory: As n —
o0, 1 1/2p~1 5 0 and n_1/2b;1 - 0.
Further assumptions on bandwidths: long-memory: As n —
oo, nuluDp 1 — 0, pvHDp 1 — 0, and wuHVp 1 - 0
g g
wherer,,r, €N, and1/2 < H,,H, < 1.
Further remarks on the Hermite polynomials:

i
Hyz) = (—1)1622/2%522/2,1 eEN,zeER  (448)
z
Vi, j, I,k € N, satisfy the following:
EH/(Z) = EH(W)) = 0, (4.49)

Var{H)(Z;)} = Var{H,(W))} = 1!, (4.50)
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CovlH{(Z)), Hi(Z))} = CovlH (W), Hi(W)} =0, 1Kk, (4:51)
Cov{H,(Z), Hi(Z)} = Iy (li = 1), (452)
Cov{H,(W,), Hi(W})} = L1y}, (1 = ), (4.53)
Cov{H,(Z), Hy (W)} = 0 (4.54)

Miscellaneous facts: Since u; and v; have finite variances,

[ Cz(ti)
Var(u;) = py,(t;) = l; ll!
> dX(t)
Var(v) = p,(8) = ) — < (4.56)

I=r,

< oo, (4.55)

and their covariances are

b Cl(ti)cl(tj)

Cov(uy ) = v, (Lj; ) = Y (T = TY,

far Al
(4.57)
Covl(vyv) = 1, (irjs 1, 1)) = 2 w{yww T}
o (4.58)

Note that the squared error v is Gaussian subordmated and due
to the finite fourth moment assumptlon, v with its mean sub-
tracted allows for a Hermite polynomial expans10n

V2~ (1) = Z’” 19 b ow). (4.59)

A
I=q,

In the above expansion, the Hermite coefficients p; are in C2[0, 1]
and g, is Hermite rank of the centered V? process. The variance

of vf is

- Pz(ti)
Ha(8) = E (V,2 - sz(ti))z = Z ll' < 0. (4.60)
l=q,

Also the combined error €; = u; + f(¢;)v; has finite variance and
since Z; and W, are independent,

Var(e;) = o () = poy(8;) + B> (8 o (£;) (4.61)
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and
Coviey €} = v (i /it 1))
Now if |T; = Tj| - oo but ¢; — ¢ and ¢; — ¢, then since 1/2 <
H, <1,
Vi ity t) ~ Cf - [e, ()% | T; = Tj|@Hum@ru (4.63)
This means that u; will have long-memory if and only if
1
1-— <H, 4.64
3 < (4.64)
Similarly, v; will have long-memory if and only if
1
1-—<H,. 4.65
2r, Y (4.65)

If u; has long-memory, then ¢; will be long-range dependent.
If both #; and v; have long-memory and f(¢;) # 0, then the
stronger long-memory parameter will dominate. Let | T; — 7| —
0o, t;,t; — t. Thenif 1 —1/2r, <H,and 1-1/2r, <H,,

velisjsty ;) ~ ng . [Cru(t)]z T, - le(ZHu—Z)ru
+50) - Cy - ld, (O - |T; = T;| 2. (4.66)

Let a, = (2H, — 2)r, and a, = (2H, — 2)r,. This means that if
a, > a, orif f(t) = 0, then

velinfi tity) ~ - ey, (OF - |T; = T| 2 (4.67)
and if a, > a,, and p(£) # O, then
Velijstyt) ~ 2(0) - C, - [d, O - |T; = T)|*72v. (4.68)
If p(¢;) =0, ¢; = u;, ie, then the error ¢; will have a long-
memory (H, >1—1/(2r,)) or short-memory property as the
latent Gaussian process Z;. When f(t) is not zero, ¢; will be
long-range dependent unless both u; and v; have short-memory
correlations.

Due to the transformations, the marginal distributions of #;
and v; may be non-Gaussian and change with time, i.e.,

P(u; <s) =F,(s,t), (4.69)
P(Vj < S) = FV(S» ti)’ (470)
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where F,: Rx[0,1] - [0,1] and F, : R X [0,1] — [0, 1] satisfy
some differentiability conditions.

423 Asymptotics

4.23.1 Pointwise weak consistency

First of all note that the trend estimates are consistent. We focus
on the estimator for m. The same arguments may be used for
h. Note that first of all, since » — 0 and nb - oo as n — oo, for

reN,,
ol

n r 1
1 t—t t—t
—_— — ) K| — | — "K(s)d
b21<b> <b> /_15 (s)ds

By taking expectations,

(4.71)

n

E(20) = ), K((t; - 1)/b)g(t;). (4.72)

i=1

Now using Taylor series expansion of g(¢;) around ¢,

2 » 1
g(t) = gt) + {7 . %g(t) . /_ 1 szK(s)ds}

+0 (b§> +0 <%> + % il( (%) 6. (4.73)

g g i=1

o

We canabsorb O(1/(nb,)) into o(bé) ifwelet nbg > c0asu - .
Since Ee; = 0,

Bias(3(t) = O <b§> . (4.74)
Similarly,
Bias(h(t)) = O (b?) . (4.75)

To derive the covariance at ¢ and s (the expression for the vari-
ance follows by substituting ¢ = s), recall that

velijity ) = v, (6 ji by &) + BBy, (6 fi b, ). (4.76)
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Since K(s) = 0 when |s| > 1,
1 n(t—bg) n(s—hg) " "
Cov(@(®),26s) = — = D D l[( (b—>
(1be)* i s =ty (4
t - -
XK b Ve (lr]; ti: t]) (477)
4
Now, if f(t) # 0, ¢; will have short-memory if both #; and v; have
short—memory This means that f(£) < co implies
Z Z velivjit; (4.78)
i=1 j=
Due to the finite variance assumptions on the regression errors,
(9]
Y @)/l < oo, (4.79)
PACYLRE (4.80)
I=r,
and also by the Cauchy—Schwarz inequality,
oo
Y ct)eyls) /1t < oo, (4.81)
I=r,
oo
Y di)dy(s)/1! < oo, (4.82)
I=r,
for t,s € [—1, 1]. Now we write
t,—t Li—s t—s
|i = j| = nb, < - - >+ ) (4.83)
b, b, b
This means that
Cov(g(¢),g(s)) = D, (£,5) + o(D,(t,s)) (4.84)
where

t)c(s
D,(t,s) = C’ )Cl( // [K(s)K (s,)7L
l—r

X (nbgls; = sy + (£ — s)/bgl)]dsldsz + (1) p(s)
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dtd
x Y 4{0)d,(s) l //[I<51K52
l_

X yW(nbglsl — 5y + (t— s)/bg|)]dslds2

1
=0 ( o bg)> (4.85)

In the case of long-memory, y,(|k|) and yy,(|k|) decay hyper-
bolically with increasing lags k, and the infinite sums of the auto
covariances are non-summable. Consider B(t) # 0 (the case
B(t) = 0 can be derived similarly). Standard arguments involving
Taylor series expansions and approximation of Riemann sums
by double integrals can be used to derive the following. We have

Var@o) = -1 3 MK<t"_t>1<<t"_t> (s 1)
ar(g(t)) = —= —_— — | r.Gj ¢t
”Zbé i=1 j=1 b, b, !

¥y {/3( DB(E)d,()d (t,)1<<t b_t>

% K > li — ]ll(ZH 2)}]
g

=A,(t)+ o(A4,(2) (4.86)

as n— . Now, if a,>a, where a,=r,(2H,—2) and
a,=r,(2H, —2),

(6
A, (1) = (nby)uPHu=2) —— T

1,1
X / / K(s))K(sy)]s, — 55|« s, ds,
-1J-1

= O((nby)*) (4.87)
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andifa, < a,,

2 (2H 2)d3 ®)
o ry vV Ty

1,1
X / / K(s1)K(s9)]s; — 52|VV(2HV-2)d51d52
-1J-1
= O((nby)™). (4.88)
Ifa, =a,=a,
A,t) = o((nbg)ﬂe). (4.89)

Similarly, the expression for the leading term in covariance
between g(¢) and g(s) can be derived. Note that

Cov(Z(t),8(s)) ~ njbz > lclz 22 {c;(t»c;(g)

|l _jll(ZHv—Z) }]

= C,(t,5) + o(C,(¢,5)) (4.90)
where, ifa, > a,,
¢, (t)c, (s)
_ W(2H,=2) Tu T Ty
C,(ts) = (nbg)’ —”u! Cy

1 1
X / / K(s1)K(sy)|s, — 55 + (£ —5) /b|"«PHu=2D s, ds,
-1J-1

= O((nb,)«Hu=2)) (4.91)
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whereasifa, < a,,

dr (t)d}’ (S) 7,
C, (6 5) = BOB(s) X (nbg)erHv—Z) v Srv!v -Cy

1 1

X / / K(s1)K(sy)|s; — 55 + (£ — )/ b|"" =D s, ds,
-1/-1

= O((nb,)"+?2) (4.92)

We may thus summarize the above facts concerning the bias and
the variance (covariance) of the estimated trend curve g as fol-
lows. First of all, let § = —1 in the case of short-memory and
6 = max(r,(2H, — 2),r,(2H, — 2)) in the case of long-memory.
Specifically for g(¢) we have the following (similar results can also
be proved for iz\(t)).

Let the assumptions mentioned above hold and also let nbz -
o0 as n — oo; then for every ¢, s € (0, 1),

b2
Bias(3(t)) = {; 580" / 21<(s)ds} +o <b2> (4.93)
Cov(g(2),8(s)) = ((nbg) ) (4.94)

The optimal bandwidth 5%* can then be derived by differenti-
ating the leading term of the mean squared error and is of the
order O(1%/4=9). If § = —1 we arrive at the familiar rate of n=1/°
for the short-memory, uncorrelated or independent case (also
see Herrmann et al. 1992).

4.2.3.2 Uniform consistency

We will argue that, as n — oo, ﬂA(t) converges uniformly to #(¢) in
probability. For this, we will make use of the characteristic func-
tion of the kernel (see Parzen 1962). Eventually, we also make use
of the fact that ¢;, d;, and f are bounded functions and

@ 1
D q<er>l (4.95)
I=r "

Let y(s), —oo < s < oo, be the characteristic function of K. Then,
due to the inversion theorem,

K(w) = i / " iy (5)ds. (4.96)
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Now define the kernel smoothed (true) errors

S,(0) = % Y K (%) € (4.97)
=1

& i= 4
1 - t;—t
Q,t) = — ;]< (?) V. (4.98)

implying

1 (S
SCCCIEETA

IA
|
M

A
)
=||H
|
8 8
| —— |
—
(<
Q
~
VRS
N
M-
\S'}
(o)
S
(97
&~
2
N~

(4.100)
However,
Var <% Z GjCOS(th)> + Var <% Z ejsin(th)>
j=1 =
1 n
== cos(w( 7l kst b
=t
1 n
+— cos(w(t; — 6)) B() (& )y, (s k
|
1L a(gete) |
= = Z Z co s(w(t< —tk))]l—'?’é(ll_kl)
= jk=1 '
- d;(t;)d, (&)
1 Nk ,
+— Z cos(w(t; — 1)) B(¢, )ﬂ(tk)l— év(ll — k)
=y}

=V, +0o(V,). (4.101)
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In the case of short-memory,

- 1,1
1
vV, ~ Z ﬁ/o /0 ¢;(s1)c;(sp)cos(w(sy —52))yé(n|s1 —8y|)ds ds,
I=r,

0 1 rl
1
<5, ) antsltrols —sapiasds,

0 1 1
223 [ i) s686 s -5 idsids,
I=r, I 0 Jo

-0 (%) (4.102)

as n — oo and

E {Sttlp |Sn(t)|} < const - % . /_00 lw (wby,)|dw

n [

—of 4 (4.103)
(7)

which converges to zero as n — 0.
Under long-memory,

v, ~ —/ / r, (51)¢y, (s2)cos(w(sy = 5,))

Ty

X (n|s; — sy |)’u (2H, 2)]ds1d32 + V'V
r,!

/ / sld (s2 B(s1)P(sy)cos(w(s; — s5))

X (n]s; = s,) ry(2H, 2)]dsld52
— O(Vlr”(zH”_Z)) + O(nrv(ZHv_Z)) (44.104‘)

so that

E {Sl;lp |Sn(t)|} -0 <n’u(Hu_1)bg_1> +0 (n’v(Hv_l)bg_l>

(4.105)

which converges to zero as n — .
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We may then summarize some preliminary facts, namely that,
as n — o0, S,(t) and Q,(¢) converge to zero uniformly for all
¢t € (0,1) in probability.

In addition, due to the regularity conditions on g(t), /(t), and
their derivatives, and the conditions on K, b o and by,

() =g(t) + 1y ,(t) (4.106)
and
h(t) = h(z) + ry,(2) (4.107)

as n — oo, where ry ,,(¢) and r, , (£) converge to zero uniformly in
probability.

The final result of interest is the consistency of the estimated
slope function f(£), namely that ﬂ( ) converges uniformly in
probability to f(¢).

To see this consider first the random quantity that mimics the
formula for the slope estimator in equation (4.32), but defined
via the (true) regression errors. Thus let

Sy K () vieo/ (ab)

LK (52) v o) ‘

However, ¢; = u; + f(t;) - v;. This means that
(%)vu/nb

ZZLK ) V2 (nb)
z 1<(t;> (6v2/(nb)
(%)vf/(nm |

Consider now the ratio P,(t)/Q,,(t) where

o(t) = (4.108)

H\_/

(4.109)

=2 K <%> B(t)v7 [ (nb) = B(t) - s, (£) + 0,(1),

i=1
n (4.110)
ZK( > v} [(nb) = Hy, (£) + 0,(1). (4.111)

i=1
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The same argument as above can be used to establish the fact
that under suitable regularity conditions

n

D K((t; — t)/b)v? [ (nb) (4.112)

i=1
is a uniformly consistent estimator of [E(vl.z) = Uy, (¢;), where as
n— o0, b - 0,and nb — oo. Similarly,

n

D K((t; = )/b)p(t)v2/ (nb) (4.113)

i=1
converges uniformly in probability to f(£)u,,(t). We then have
that

P,(t) = B(8) - pg, (2) +0,(1), (4.114)

Q, (1) = py, (1) + 0,(1), (4.115)
so that

i) = B(t) + 0,(1), po,(£) > 0. (4.116)

Q,(®) r Y

Due to the regularity conditions on the Hermite coefficients,
uniform consistency of the curve estimates, it follows that the
regression residuals are such that

Ai = €i + a}’l,i (4‘117)
/ﬁi =V + b}’l,i (4'118)
P =vi+c,, (4.119)

L
wherea, ;, b, ;, and c, ; converge to zero uniformly in probability.
This means that

A~

B(t) = pe) + 0,(1) (4.120)

uniformly in t as n — 0.
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Surface Estimation

5.1 Introduction

The problem of mean surface estimation is common in many
large scale investigations. There is in particular a vast literature
on geostatistics (Kriging). Cressie (1993), Cressie and Huang
(1999), Diggle and Ribeiro 2007), Gelfand et al. (2010), Isaaks
and Srivastava (1989), Ripley (1981), and Opsomer et al. (1999)
are some of the references where background information can be
found on this topic. In the literature, of typical interest has been
situations where the observations (after removing any spatial
trend) are either spatially uncorrelated or have stationary covari-
ances. In this chapter, we start with a nonparametric regression
model, where the stationarity assumption for the errors need not
hold. In particular, there may be substantial heterogeneity in the
data with spatial autocorrelations. To introduce the topic, con-
sider some spatial observations on a real-valued random variable
of interest. Our primary aim is kernel estimation of the expected
value of this random variable. We also consider estimation of
non-exceedance probabilities and estimation of the spatial Gini
index.

To give some examples of probability estimation for spatial
data, consider for instance a forest monitoring data set from
Switzerland (Source: Swiss National Forest Inventory) from the
regions Jura and the Swiss Plateau. The observations are of the
type (x;,7,,2;),i = 1,2, ..., n, where x; and y; denote respectively
the West-East and the South-North coordinates of the centers
of n forest plots on a spatial grid and z; is the sample mean of the

Kernel Smoothing: Principles, Methods and Applications, First Edition.
Sucharita Ghosh.
© 2018 John Wiley & Sons Ltd. Published 2018 by John Wiley & Sons Ltd.
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DBH (D13 DBH: the diameter of the stem at 1.3 m height) values
(cm) from individual trees of a certain species in the ith-plot
in the Swiss forests. For further details see Brdndli and Speich
(2007) and Keller (2011). Consider the problem of estimating
the probability that the plot mean DBH (sample mean of DBH
values from individual forest plots) will exceed a given threshold.
For the illustrations of this chapter, the threshold is taken to be
45 cm. Figures for the tree species Norway Spruce are as follows:
Figure 5.1 shows the cloud plot and the histogram of the raw
plot means of DBH, Figure 5.2 shows a spatial map of the plot
centers where plot locations with plot mean DBH larger than
45 cm are highlighted in green, and Figure 5.3 shows a spatial
map (level plot) of kernel estimates of the probability that a plot
mean will exceed the threshold of 45 cm. The spatial patterns
are somewhat different for the tree species Beech, which are
in Figures 5.4, 5.5, and 5.6 respectively. The same cut-off value
of 45 cm was used for both tree species. The bandwidths are
selected so that for a uniform kernel one may expect approx-
imately 30 observations in a window. A truncated Gaussian
kernel is used for kernel smoothing using a product kernel of
the type K, = K; X K; where each Kj is a truncated Gaussian
kernel.

Specifically, let y(s) be a continuous index random field, where
s € Ri denotes a two-dimensional spatial location. As is typ-
ically the case, we will have at our disposal observations on y
available at a discrete set of locations. In this chapter, we focus
on the problem of estimating the mean surface E(y(s)) when the
marginal distribution of the centered observations u(s) = y(s) —
E(y(s)) may vary having arbitrary and non-Gaussian shapes over
varying s, and there may be a lack of homogeneity in the data. As
considered earlier in this book, a simple model that incorporates
these properties in the data (heterogeneity, location-dependent
distribution) is Gaussian subordination, i.e., the assumption
that the observations are one-dimensional transformation of
an unobserved Gaussian process. For generalizations to higher
dimensional transformation, see, for example, Bardet and Sur-
gailis (2013).

Thus we assume that the centered observations u(s) are sub-
ordinated to a zero mean, unit variance, stationary latent Gaus-
sian random field Z(s) (Taqqu 1975) via a location-dependent
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Raw D13 diameter values for Norway Spruce (cm)
(Diameter of a tree stem 1.3 m above ground:
Jura and Swiss Plateau)
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Figure 5.1 Raw D13 diameter values (cm) for Norway Spruce in the Jura and
the Swiss Plateau regions: cloud plot and histogram (S-plus) of plot means.
Source: Data from Swiss National Forest Inventory.
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Locations (black) with diameter < 45 cm
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Figure 5.2 Raw D13 diameter values (cm) for Norway Spruce in the Jura
and the Swiss Plateau regions: spatial coordinates of the forest plots with
mean DBH less than 45 cm are colored black. Source: Data from Swiss
National Forest Inventory.

transformation. This idea is further explained below. Our main
interest lies in nonparametric regression estimation with spatial
observations having these properties.

As an illustration consider an excerpt from a global total col-
umn ozone data set (Source: NASA), between latitudes 35 and
55 degrees north and longitude values between zero and 20
degrees east. The ozone values are in Dobson Units (DU). The
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Norway Spruce trees: exceedance probability dbh > 45 cm
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Figure 5.3 Exceedance probability estimates for Norway Spruce in the Jura
and the Swiss Plateau regions: level plot of the estimated probabilities
P(DBH > 45 cm), where DBH is a plot mean of single tree diameter values
(cm). Source: Data from Swiss National Forest Inventory.

raw data and the estimated probability surface maps are shown.
Figures 5.7,5.8, and 5.9 show (a) the raw ozone values, (b) the his-
togram, and (c) the Priestley—Chao estimate of P(y(s) < v). Here
v = 332.5 DU and the sample mean of the ozone values in the
selected area is used for illustration.

Whether the problem is estimation of the mean or the
marginal distribution function, we first formulate an appropriate
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Raw D13 diameter values for Beech (cm)
(Diameter of a tree stem 1.3 m above
ground: Jura and Swiss Plateau)
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Figure 5.4 Raw D13 diameter values (cm) for Beech in the Jura and the
Swiss Plateau regions: cloud plot and histogram (S-plus) of plot means.
Source: Data from Swiss National Forest Inventory.
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Locations (black) with diameter < 45 cm
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Figure 5.5 Raw D13 diameter values (cm) for Beech in the Jura and the
Swiss Plateau regions: spatial coordinates of the forest plots with mean
DBH less than 45 cm are colored black. Source: Data from Swiss National

Forest Inventory.

nonparametric

regression model where the deterministic com-

ponent is to be estimated. We consider Priestley—Chao kernel
estimators, but other estimators can also be considered. The
advantage of a nonparametric approach is that it allows us to stay
fairly flexible as far as the shape of the surface to be estimated is

concerned. The kernel estimator is simply a weighted average of

the observations, where the weight depends on a bivariate kernel
and a bandwidth vector with two elements. We use a product
kernel and address a strategy for optimal bandwidth selection.

187



Kernel Smoothing

Beech trees: exceedance probability dbh > 45 cm
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Figure 5.6 Exceedance probability estimates for Beech in the Jura and the
Swiss Plateau regions: level plot of the estimated exceedance probability
P(DBH > 45 cm) where DBH is a plot mean of single tree diameter values
(cm). Source: Data from Swiss National Forest Inventory.

Needless to say, to keep our discussions simple, we consider spa-
tial observations y(s) : R — R, where s denotes a geographical
coordinate in Ri. However, the methods discussed here general-
ize easily to situations where s resides in Ri, for instance where
d>2.

Pointwise consistency of the surface estimator can be estab-
lished by noting that both bias and variance of the estimator
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Observed ozone levels
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Figure 5.7 Total column ozone maps (ozone values in Dobson units): cloud
plot and level plot (S-plus) of raw ozone levels from a section of the ozone
field, an excerpt from a global total column ozone data set. The level plot
uses a loess smoothing of the data with span =1and degree =2. The
coordinates (in decimal degrees) are between latitudes 35 and 55 degree N
and longitudes 0 and 20 degrees E. Source: NASA.

converge to zero with increasing sample size. In addition, uni-
form consistency can be established. Uniform consistency of
nonparametric curve estimates in one dimension is considered
in Parzen (1962), Bierens (1983), Hall and Hart (1990), Mack and
Silverman (1982), Schuster (1970), and Silverman (1978), among
others. In this chapter, we follow the approach due to Parzen,
who considers kernels with an absoluely integrable characteristic
function. In this chapter, under Gaussian subordination, Parzen’s
condition on the kernel, along with some additional regularity
conditions, are used to give a simple proof of uniform consis-
tency of the nonparametric surface estimator.

For information on long-memory processes see Beran (1994),
Beran et al. (2013), and Giraitis et al. (2012). For long-memory
random fields, see in particular Lavancier (2006) and Leonenko
(1999). Other relevant references are in Dehling and Taqqu
(1989), Breuer and Major (1983), and Giraitis and Surgailis

189



190

Kernel Smoothing

f

T T T T 1
0 200 400 600 800 1000
Total column ozone values in Dobson units

80
J

40
1

20

Figure 5.8 Total column ozone (Dobson units): histogram of ozone
observations from a section of a global ozone data set (Source: NASA). The
coordinates (in decimal degrees) are between latitudes 35 and 55 degrees
N and longitude values between zero and 20 degrees E.

(1985). Short-memory correlations in Z(s) are discussed in
Csorg6 and Mielniczuk (1996).

Of special interest are isotropic covariance functions (see
Cressie 1993). Our formulation of the covariance function of
the long-memory process considered in (5.17) is not strictly
isotropic because the function f is present. However, long-
memory holds due to the hyperbolic term |h|72*. Because of
this, we use the phrase “isotropically long-range” dependent (see
Lavancier 2006). A well-known example of an isotropic long-
memory random field is the ising model on a square lattice at
a critical temperature (see Cassandro and Jona-Lasinio 1978,
Fisher 1964, and Kaufman and Onsager 1949, as well as Cressie
1993, p. 68, for further information).
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Figure 5.9 Probability surface maps for total column ozone: wireframe
plot and level plot (S-plus) of the probability of not exceeding 332.5 DU,
between latitudes 35 and 55 degrees N and longitudes 0 and 20 degrees E.
The probability surface was estimated using equal bandwidths for both
axes and b, = b, = 0.15. The wireframe plot and the level plot use a further
loess smoothing of the probability estimates with span =1and degree = 2.
Source: NASA.

For spatial and spatio temporal processes see, among oth-
ers, Cressie (1993) and Cressie and Huang (1999). See Beran
et al. (2006) and references therein for relevant information on
estimation for a separable long-memory random field on a lat-
tice. For spatio-temporal separable processes see Fuentes (2006).
These separable processes are not considered here.

For kernel smoothing of long-memory time series data,
see Beran and Feng (2002), Csorgé and Mielniczuk (1995),
Ghosh (2001), Ghosh and Draghicescu (2002), Ghosh et al.
(1997), Giraitis et al. (2012, Chapter 12), Guo and Koul (2007),
Menéndez et al. (2010, 2013), Ray and Tsay (1997), Robinson
(1997), and Robinson and Hidalgo (1997), as well as Chapter
3 of this book on Trend Estimation. For a general background
on kernel smoothing see Silverman (1986) and Wand and Jones
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(1995), as well as earlier chapters in this book. These meth-
ods can then be adapted for the spatial case, some of which are
presented here.

The observations that we consider here are available on a
grid of known locations A, with Gaussian subordinated errors
having spatial auto-correlations that have either short-range or
long-range dependence. For such data, Ghosh (2009) addresses a
problem in spatial ecology, where the problem is to estimate the
number of unseen plant species. In this case, the latent Gaus-
sian process Z(s) serves as a model for a (centered) background
process that is decisive of species occurrence. It turns out that
in this case, under some additional regularity conditions, a con-
vergent species—area relation can be derived, giving foundation
to the well-known and much debated hyperbolic shape of the
so-called species—area curves in the ecological literature (Chao
2004). Thus suppose that species j occurs at location s if and only
if Z(s) € A; where Aj is an interval on the real line. Based on a
surveyed sample on a regular grid on occurrence of plant species,
the problem is to establish the species—area relation, which is the
mathematical relation between the expected number of species
and area. Ghosh (2009) shows that, if ¢ ; is the observed num-
ber of plots where species j occurs when £ sites have been sam-
pled, then for 6, a non-negative value less than or equal to 1,
Var (Ck,j) o k%, In particular, if the unknown total number of
species is much larger than the number of plots surveyed, then
the proportion of unseen species can be approximated by a con-
stant multiple of kP~1, where p € [0.5,1), whereas the species
proportion increments are asymptotically proportional to k#~2.
In other words, a hyperbolic decay or long-memory in the spa-
tial autocorrelations in the background process Z(s) leads to a
fast convergence rate for the number of species with increasing
area. This result thus has implications for assessing how many
species are present in an area, having applications in nature con-
servation problems. For theoretical details and some numerical
results, the reader is referred to Ghosh (2009). Numerical appli-
cations can be found in Ghosh (2009) and Ghosh et al. (1997b),
who use a bootstrap based approach for constructing species—
area curves.

In the time series context, the Gaussian subordination model
has been considered by a large number of authors. For some
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recent applications with continuous index processes for analyz-
ing irregularly spaced time series observations see Menéndez
et al. (2010) and Menéndez et al. (2012). For additional infor-
mation on nonlinear transformation of Gaussian processes see
Bardet and Surgailis (2013), Breuer and Major (1983), Csorgd
and Mielniczuk (1996), Dobrushin and Major (1979), Giraitis
and Surgailis (1995), Major (1981), and Taqqu (1975, 1979);
also see Beran (1994), Beran et al. (2013), Doukhan et al.
(2003), Embrechts and Maejima (2002), Giraitis et al. (2012), and
Kiinsch (1986) among others. Ghosh (2015a, 2015b) considers a
Gaussian subordinated spatial process.

5.2 Gaussian subordination

Let the locations where the observations are available be on a
square grid,

{(l7]); l,] =12... ,1’1}-
Thus suppose that we have k =wn* observations y(s;),
¥(sy), ..., ¥(s) observed at the locations s;,s,,...,s,. Let
the rth location be s, = (s,,,55,) € R2,r = 1,2, ..., k, and let

tr = Sr/l’l = (slr/n’SZr/n) € [0: 1]2 (51)

denote the k rescaled locations.
We are interested in estimation of

m(t) = E(y(s)) (5.2)

where the mean surface m(t) for t € [0, 1]2 is in C3([0,1]?), and
t = s/n denotes a rescaled location.

‘We will make the following assumptions concerning the errors
or the centered observations. Let

u(s) = y(s) — E(y(s)) = y(s) — m(t) (5.3)

have finite variance and be subordinated to a latent Gaussian
random field Z such that

u(s) = G(Z(s), t),s € [R{i,t e [0,1]%, (5.4)

2

for some unknown function G : R x [0,1]? - R. We let G be a
Lebesgue-measurable L? function with respect to the standard
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normal density. On the other hand, Z has zero mean and the
covariance function

Cov(Z(s1), Z(s3)) = v7(Is1 — 831), 81,82 € Ri, (5.5)

where | - | denotes the Euclidean norm.
Due to the finite variance assumption, we can write down the
Hermite polynomial expansion

2 z6s) 56)

us) =2,

M

~
Il

q

where s € Ri, t € [0, 1]%. Here g > 1 is the Hermite rank of G, ;
are Hermite coefficients assumed to be in C3([0, 1]), and Hj, [ >
1, is the Hermite polynomial of degree /.

The Hermite polynomials (e.g. Szeg6 1975) satisfy

Cov(H,(Z(s + h)), Hy (Z(h))) = 0, if [ # I, (5.7)
whereas

Cov(H)(Z(s + W), H(Z(h))) = IM{y,(|h])} (5.8)
and

Var(Hy(Z(s)) = 1. (5.9)

Using these properties, it is easy to see that the regression error
variance is location-dependent as follows:

62(t) = Var(u(s)) = \/ar( Cll—(!t)Hl(Z(s))>

I=q
o0

lphh=q
o C2 (t)

=y lz_v (5.10)

I=q

¢y, (Bcy, (t)

I, sz(H,1 (Z(s)H,, (Z(s))
!

where t = s/n are rescaled locations. We assume o to be three
times continuously differentiable and uniformly bounded for
every t € [0,1]%
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If G is the identity function G(x, -) = x, then u(s) is Gaussian.
However, when this is not the case, the class of marginal proba-
bility distributions is broad. This then raises the question of esti-
mation of the marginal probability distribution of z. We consider
this in the context of computing the spatial Gini index.

In terms of the spatial grid (i,j),i,j = 1,2, ..., n, where obser-
vations are available, the rescaled locations being (i/n,j/n) €
(0,1]?%, the nonparametric regression model of interest is

¥(i,j) = m(i/n, j/n) + u(i, ), (5.11)

where the errors u have zero mean and finite variance and due
to our assumption of Gaussian subordination, they satisfy

uli,f) = G(Z(i, ), i/mj/m) = ) M

I=q

H)(Z(,j)), (5.12)

where for every fixed (i, j), Z(i, j) has zero mean and unit variance.
Also, g > 11is the Hermite rank of G, whereas ¢; : [0, 1]> - Rare
Hermite coefficients, assumed to be in C3([0,1]2), [ = q,q + 1,
q+2,..., H(-) being the Hermite polynomial of degree /.

5.3 Spatial correlations

The covariance function of Z(i, ;) in terms of the discrete loca-
tions is

COV(Z(il’jl)fz(iZ’jZ)) =7z (\/(il - 52)2 + (jl —72)2> . (5.13)

We will consider two types of spatial auto correlations in Z:
(a) short-memory and (b) long-memory; see Beran (1994),
Lavancier (2006), and Major (1981). In these cases, 7, is assumed
to satisfy the following properties for any integer g, > 1:

Short-memory

> / / 7, (Vklt, — ty))] dt,dt, =0 (1) k- oo
I=q, /(0112 J[01]? k

(5.14)
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and in terms of the discrete lagsh € Ni, the spatial autocorrela-
tions are infinitely summable; i.e.,

Z l7z(h)]%0 < co. (5.15)
h

Long-memory
Let H (0.5 < H < 1) be the Hurst coefficient, 0 < a < 1/g, and
H=1-a/2. Then

q
/ / v, (Vklty — t2|)| ? dtydty = 0(k0H=2) k - oo,
[0,112 J[0,1]2

In terms of the discrete lagsh Nf_, the spatial autocorrelations
decay hyperbolically with increasing lag:

_oa h
Yz(h) ~ Cz|h| 2f <m

(5.16)

) ,as |h| - . (5.17)

Here C, > 0 and f is a continuous function on S = {v € R? :
|v| = 1}, the unit circle on R2. C, may also be replaced by
L(Jh|), where L is a slowly varying function at infinity on [0, )
(Dobrushin and Major 1979). In particular in this case, the slow
hyperbolic decay causes non-summability of the correlations,
ie,

Z [7z(h)]%0 = 0. (5.18)
h

When g, = ¢q, where g is the Hermite rank of G, like the
long-memory in Z, the errors u will also have long-memory.
Therefore, to study this case, we will assume that g, = q.
Note that for s € [R{_z'_ and h € R?, with |h| - oo, and for
v}, Vo, t € (0,1)%, withv; —» tandv, — t,
A
Covlu(s,vy), u(s + h,vy)] ~ Cg’qq—' |h| 242 (5.19)

where ~ implies that the ratio of the two sides converges to a
constant as |h| — oo. In this case the data will have long-range
dependence if and only if

0<2qa <2 (5.20)

or, in other words, ifand only if0 < a < 1/g; cf. Lavancier (2006).
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5.4 Estimation of the mean and consistency

The following enumeration of the observations helps to write
down the estimator of the mean surface 7. As mentioned earlier,
there are k locations, and let these be numbered r = 1,2, ..., k,
where k = 2. Let the rth observation be y(s,), where

8, = (81,,89,) € Ri, (5.21)
t, = (ty, ty,) = (51,/1,55,/1) € (0,1]% (5.22)

Let K be a kernel, which is a symmetric, univariate continuous
probability density function on [—1, 1]. Let b, = b be a sequence
of bandwidths such that as # — o0, b — 0, and nb — .

Define the estimator (Priestley and Chao 1972) of the surface
matt=(t,t,) € (0,1)> by

() = - k1< hr=h ) g (=t 5.23)
0= 155 2 ( - ) ( P )y(s». (5.

We use a product kernel but this is by no means a restriction. The
estimator can also be defined using a general bivariate kernel that
is not a product of two univariate kernels.

5.4.1 Asymptotics

Note that as # — oo,

ST () (55) = [ w10 ()]
(5.24)

where v;,v € (0,1) andj > 0.
We first examine the bias of the estimator. Taking the expected
value,

Koo -t ty —t
E(#(t)) = k—llﬂ YK (%) K <%> m(t,),t. =s, /n.
r=1
(5.25)

197



198

Kernel Smoothing

A Taylor series expansion of m(t,) around t reveals that

N 2ot 02
m(t) = m(t) + 5 /_1 v"K(v)dv p{m(t)} +

hH

1 a t t t t
z : 1r — %1 2r — 22

where r,, = o(b?) and nb® — 0 as n — oco.
Since

E(u(s,)) = 0, (5.27)

the expression for the bias follows. In particular, the leading term
in the asymptotic expression of the bias depends on the sec-
ond partial derivatives of m. As for the variance of the surface
estimator,

N b —t by — by
Var(in(t)) = k2b42[1<<1 3 1>1<<2b >

ij=1

1~ h by — 1y
K(Z K
(7)< (%)

X Cov(u(s;), u(sj))] (5.28)

a_tg{m(t)}]

In case of long-memory, an explicit formula for the leading term
of the asymptotic variance can be obtained. We have

. ;= ty; —t
Var(in(t)) = k2b4 Z [1<< ! - >1<< 2 - 2)

ij=1

=4 by —b
K K

o <lt)e(t)

XZ—I l,l . ré(lsi—sjl)] (5.29)
I=q .

alq, a) x (nb)*1*c)()CY) (5.30)

as n — oo, where a(q, @) is given by

4
alg,a) = / / {0y = + 3 = )2} ™ T Ko,
=1

(5.31)
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Here ~ implies that the ratio of the two sides converges to one
asn — 0.

In the case of short-memory, on the other hand, since the auto
covariances of the latent Gaussian process are summable and the
Hermite coefficients satisfy suitable regularity conditions, the
variance of the process u(s) is uniformly bounded.

We may then summarize the above findings as follows. As n —
oo, for fixed t € (0, 1)2, the bias of 7(t), t € (0, 1)?, is given by

» !
E[#(t)] — m(t) = ) / VK (v)dv
-1

02 02 9
X —z{m(t)} + —z{m(t)} + o(b”).
ot ot
Moreover, if the latent Gaussian process has short-memory,
then

Var[n(t)] = O((nb)~2). (5.32)
On the other hand, under long-memory,
Var[m(t)] = O((nb)~24*) (5.33)

and 0 < a < 1/q where ¢ is the Hermite rank of G.

The above discussion leads to the pointwise consistency of the
kernel surface estimator. This follows directly from Chebyshev’s
inequality.

As for estimation of the mean squared error, using an appro-
priate higher order kernel (Gasser and Miiller 1984), the second
partial derivatives of m may be estimated, leading to an estimate
of the bias term. For instance, denoting the vth derivative of the
kernel K by K™, to estimate (3" /du"m(u, v)) for (u,v) € (0, 1),
one may use the kernel estimator (see Gasser and Miiller 1984)

k
0¥ —— _ (=) w(thi—u by —Vv
V)= Y KV K t1ir by,
aMvm(u V) &5, b by BIGTRN)

i=1

where b;, b, — 0 and in case of short-memory nb%”l, nby — oo
as n — oo, with a modified condition for long-memory. This
can be plugged into the bias part of the mean squared error.
On the other hand, the variance of the estimator involves many
unknowns, including the Hermite rank, the Hermite coefficients,
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and the entire set of correlations in the data; see, however, a
variogram based idea which we discuss below. See Ghosh and
Draghicescu (2002) who address this problem for time series
data.
As a first step towards estimating the variance of the surface
estimator, uniform consistency in probability is a useful result.
We need to establish that

1 & by, — ¢ by, — ¢
_ 1r—h 2 — Ly
S, (t) = o ;:1 K ( 2 )K < - ) u(s,), (5.34)

where t = (t;,¢,) € (0,1)*> and k = n?> converges to zero uni-
formly for all t € (0,1)? in probability. For this, it is enough to
show that

S,=E {Sup |Sn(t1,t2)|} (5.35)

ity

converges to zero as n — oo. In the case of short-memory,
we let as n = oo, \/;b — 0. In the case of long-memory, let
n11-H)p — oo asn — co where g > 1and 0.5 < H < 1.

We follow an approach due to Parzen (1962), who used a char-
acteristic function based approach; also see Bierens (1983).

Thus assume that the kernel K has a characteristic function
w(s),s € R, that is absolutely integrable on the whole real line.
Thus,

w(s) = / ” exp(isx)K (x)dx (5.36)

[eo]

where 1 = 4/—1. Equivalently, the inversion formula states that

K(x) 1 /00 exp(—isx)y (s)ds. (5.37)

=ﬂ .

This means
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Substituting, and writing u(s;) = u;,

1 k ©
S ==YNu e 1=/ o Ve
n k Z ]‘/_oo 27zh W( 1) 1
/ e 2t 2/D)y () s,
(e

Z 2i/ —’W1t1jw(bw1)elt1W1dW1 R

X/ e—lwztzlw(bw ) ttzwzdwz

(2;: / / [( Zue W1t1,+w2t2,1>

el[tl Wi+t w,] W(bwl )u/(bWz)] dW] sz

Taking expected value,
k

2z 2 w.e mitytwatyl |
k ]

1 °° 1
{i“}f's (tl’tz)'} ). lE &

[y (bwy)y (bw,) |] dwydw,

but

k
Z uje—z[wl t1/+w2tzj]

k
< {\/ar <% ; u;cos ([wyty; + wztzj])>
k 1/2
+ Var ( Z M]Sln ([Wltlj + W2t2]])) } (5.4‘0)
j=1

1/2

=

k k
= {% Z Z cos[w; (t1j -t + Wz(tzj —ty)] - Cov(u ”1)}

j=1 I=1

W/l/z, say.
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Now
hd C,(tlj, tzj)
u = G(Z(SU; 521'),t1/'r tzj) = Z T r(Z(Slj’ 521’))-
r=q
Therefore,

e C (tl’ tz)c (tll’ tzl)
Cov(uj, ul) = Z [ i\l 2t

r=q

{Vz <\/(Slj —s1)? + (s — 521)2> } ]

In the case of short-memory,

00 1 1
1
W, ~ E F/O /0 [cr(tl,tz)cr(vl,vz)-
r=q

cos[wy(t] — £y) + wylvy — vy)]

X {yZ (n\/(tl - t2)2 + (Vl — V2)2> } ]dtldtzdvldv2
o0 1 1 1
S 2 ;A A |:|cr(tl’t2)cr(le V2)|

r!

] dt,dt,dv,dv,

This implies, as n —» oo,

E {Sup |Sn<t1,t2)|} < const - \if / | (wy b)y (wyb) | dow
k J—o0

tity

= const - %b_Z/ lw(z1)|dz;
k -

[es]

x / v (2,12,

[Se]

=O<<\/%b>2>

which converges to zero as n — oo if also nb? — co.




5 Surface Estimation
In the case of long-memory,

W, ~ —/ / [{c (t1, 5)c (vl,v2)cos[w1(t —t)

+wy (v — )1}

q(2H-2)
x {n\/ (ty — )2 + (vy — VZ)Z} ]dtldtzdvldvz

= O(k71™2),

ie.,

Ed supls.(6 b =0 (M2 2o 1
tl"ltlz) nl\l1s by = B = (g2 )’

which converges to zero as n — oo if n?1=Mp - co. Here
g > 1 and 0.5 < H < 1. Hence the result follows for both short-
memory and long-memory cases.

Thus # — oo, (t) converges uniformly in probability to m(t),
where t € (0,1)2.

5.5 Variance estimation

For optimal estimation, a good choice of the bandwidth is rel-
evant. Arguments relating the weak consistency of the estima-
tor with Chebyshev’s inequality, and the so-called bias—variance
trade-off suggest minimization of the mean squared error of
the estimator as a function of the bandwidth, as an approach
to derive the formula for the optimal bandwidth. However,
the asymptotic expression of the mean squared error contains
many unknown quantities so that a data-driven algorithm is
required to solve the minimization problem. For instance, in
a plug-in approach, the asymptotic leading term of the mean
squared error, which is the sum of the squared bias and the
variance, can be estimated and minimized as a function of the
bandwidth.

The leading term in the asymptotic expression of the bias
involves the second partial derivatives of the mean surface.
These derivatives may be estimated using higher order kernels;
see Gasser and Miiller (1984). However, variance estimation is
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also difficult due to the presence of many unknown parame-
ters and functions. This problem becomes even harder when
very large spatial data sets are involved having substantial het-
erogeneity. It may, however, be possible to develop a direct
variance estimation algorithm that uses smoothed variograms,
thus avoiding estimation of these unknown parameters. This
requires, in the first place, establishing the uniform convergence
in probability of the surface estimator to the true function. This
is addressed in this chapter using an idea described in Parzen
(1962). Specifically, we use kernels with absolutely integrable
characteristic functions for constructing the nonparametric sur-
face estimator. Recall that our nonparametric regression model
involves spatial observations that are nonlinear transformations
of a latent Gaussian random field. Under appropriate regular-
ity conditions, a local-stationarity type property emerges, which
can be exploited to suggest a direct estimator of the variance of
the Priestley—Chao kernel estimator. This approach to variance
estimation avoids estimation of the various nuisance parameters.

Since the Hermite coefficients ¢; are continuously differen-
tiable functions, for t;, t; — t,

l’]

Cov(u( Zl,l [r2(Is; — ;D) = g(Is; — 81, )

(5.41)

for an appropriately defined covariance function g. In other
words, a local-stationarity type property emerges (also see
Dahlhaus 1997). As usual, ~ indicates that the ratio of the two
sides converges to one as 1 — 0.

This means that we can suggest the following approximation
to the variance of the surface estimator. Let K be a symmet-
ric continuous probability density function with its support on
[-1,1] and vanishing outside this interval, and let b, = b be a
sequence of bandwidths such thatb - Oand nb - 0 asn — .
Also let g be as in (5.41). Then

Var(m(t)) = v, (t) + o(v,(t)) (5.42)

where

k k
Vu(t) = % . D PP(Og(ls; — 551, (5.43)

k2b i=1 j=1
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where t = (t,¢,) € (0,1), and P; and P; are defined as

_ b — 4 bhi—b
P(t) =K ( - > K ( - > , (5.44)

(=t ty — by
Pi(v) _1<< - )K( - > ) (5.45)

The question is then how to estimate the function g. Once this
function has been estimated, we may substitute this estimate in
the above formula for the variance. One option is to confine this
to a window of vanishing size.

Letd, € [0, 1]? be a vector such that as n — oo, it converges
to the null vector of dimention 2. Then due to continuity, both
m(u+d,) —m(t) and o%(u+d,) — o%(t) converge to zero as
n — oo. Now

Elu(s;) — u(s;)]* = Var(u(sy)) + Var(u(s;)) — 2Cov(u(s;), u(s;).

(5.46)
Consider the regression residuals #,(s;), namely,
i,(s;) = y(s;) — m(ty), (5.47)

where t; is the rescaled location corresponding to the spatial
coordinate s;. Since

1, (s;) — u(s;) = y(s;) — m(ty) — u(s;)

we may conclude that, as n — o, ,(s) — u(s), s € [0, 1]2, con-
verges to zero uniformly in probability.
Now define

n kb2 2 <t1r 2 > K <t2rb_ b > f‘;(Sr)’ (5.48)

S s

(@, (s,) — iy (s, + h))z] : (5.49)

205



206

Kernel Smoothing

Using similar arguments as before, we may summarize as fol-
lows: as n = oo,

1. ‘;2 (t) converges uniformly in probability to Var(u(s)) = >(t)
and

2. 5; (|h|, t) converges uniformly in probability to E(u(s) — u(s +
h))>
where t € (0, 1)? is the rescaled coordinate corresponding to
s = nt.

This means that a consistent estimator of the variance of 7(t)
can be given as

k k

1

= Gn Z} Z:,P ()Pt —sjl,t) (5.50)
= }:

where
~ _1l/ ) § 1
&lsi—510 = 5 () +2) ~ (s —51.9) . (55D

The above discussions lead to a strategy for the bandwidth selec-
tion method. In a plug-in bandwidth selection approach, one
may then minimize the asymptotic (leading term) expression of
the mean squared error of 7i(t), t € (0,1)2, with respect to the
bandwidth b, where the bias and the variance terms have been
estimated using the above suggestions. Now, in the discussion
above, we have let the bandwidths for the two spatial coordinates
be equal. This restriction is not required. See Ghosh (2015a) for
further details.

5.6 Distribution function and spatial Gini index

An interesting application of the surface estimation problem is
computation of the spatial Gini index or Gini coefficient, which
we denote by I'. This index was introduced by C. Gini in 1912;
see Gastwirth (1972) for a detailed account of this and other
measures of inequality. The Gini index is a popular tool in eco-
nomics. It is used to compare income inequality in different
countries. Consider a non-negative continuous random variable
with mean y > 0 and cumulative probability distribution F.
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This Gini index is related to the Lorenz curve (Lorenz, 1905),
which is defined via the distribution function as

p
Lp) =+ / F (w)dx (5.52)
HJo
where 0 < p < 1and F~1(«) is the a-quantile 0 < @ < 1 of F. The
Lorenz curve has interesting properties. First of all, it takes val-
ues between 0 and 1. Also, it is convex and its first derivative is

L) =L1p) = LF ) (553)

dp H
so that L/(p) = 1 if and only if p = F(u). The Gini index I is the
area between L(p),0 < p < 1, and the 45° linex = y,x,y € [0, 1].
It takes values on the interval zero to one, a high value indicating
a more uneven distribution. Note that this is the area under the
curveg(p) = p — L(p),p € [0, 1]. Since L(p) is convex, g(p) is con-
cave, which means that there is a point p,, where g(p) reaches its
maximum, the point being p,, = F(u). This p,, is thus the max-
imum discrepancy between the line of equality and the Lorenz
curve, and in case of income distribution, p,, is the fraction of
the population that receives less than the average income in the

population.

A formula that we use in our kernel based calculations for
the spatial Gini index is based on the mean absolute difference

(Kendall and Stuart 1963):

A= /0 ) /0 " e YIdE@E D)

=2 /0 F()(1 - F(y)dy (5.54)
so that the Gini index is
I'=A/Qu). (5:55)

In order to estimate the Gini index as a function of the spatial
coordinates, we start with a nonparametric regression model
with a non-negative response variable. We make a note that
the starting point of considering a (nonparametric) regression
model allows one to compare the Gini index based on all sorts of
factors that could affect income inequality. We assume that the
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centered observations, i.e., the regression errors have finite vari-
ance, may be spatial correlated, and, in particular, their marginal
probability distribution may be non-Gaussian and vary as a func-
tion of location.

As a model for these errors, we assume Gaussian subordina-
tion, i.e., let the errors (or the observations) be the result of trans-
forming an unobserved Gaussian process, the transformation
itself being unknown. For background information for such sub-
ordinated processes, see the previous two sections in this chap-
ter. In this section we address how to estimate the Gini index
using such spatial observations.

Thus the response variable of interest is continuous, non-
negative, and is denoted by y. We assume that y has finite
variance and k = n%,n € N, observations are available on y at
k spatial locations on a square grid. Let s € Ri denote a spatial
location. We are interested in computing the Gini index for
these observations.

We make the folowing additional assumptions. At the loca-
tion s, suppose that y(s) is subordinated to a latent zero mean,
unit variance Gaussian process Z(s) with an isotropic covariance
function y,, through an unknown transformation G. Specifically,
let the function

G:Rx(0,1)? >R (5.56)

be such that G(z,-), where z € R, is square integrable with
respect to the standard normal density and

y(s) — E(y(s)) = u(s) = G(Z(s), t) (5.57)

where t = s/n denotes a rescaled location. One important con-
sequence of the above transformation is that the marginal distri-
bution F,, of i, i.e.,

F

u

(t,v) = Plu(s) <vh,v ER, (5.58)

may be location-dependent, and in particular F,, may be non-
Gaussian. In other words, this formulation allows us to have a
flexible model for a nonstationary marginal distribution function
of u. Here we consider Z to be univariate and the above trans-
formation to be one-dimensional, although generalizations are
possible.
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Let the mean of y be
m(t) = Efy(s)) (5.59)
and let the marginal distribution of y be

Fy(t, v) = P{y(s) < v}, veR. (5.60)

The spatial Gini index I' can be expressed in terms of F, and m
as follows:

I = ﬁ /O F,(t,)(1 - F,(t, )dv
1oL [Tac 2
=1- /0 (1 - Fy (¢, v))dv. (5.61)

This is the distribution function based formula for the Gini
index which we extend to incorporate spatial locations. For back-
ground information see Kendall and Stuart (1963), Gastwirth
(1972), and Lerman and Yitzhaki (1984).

To compute, we start with spatial observations y(s;) > 0 on the
non-negative random variable y, where s; € Ni,i =12,..,k
are locations where the observations are avilable. For simplicity
of discussion, let the data be available on a square grid

1,2,...,n* cN2 (5.62)

with k = n? observations, for some integer n — 0. Let the ith
location be s; = (s;,59;), with s1;,80; €Ny, i=1,2,...,k Also
suppose that t; = (t;, ty;), with ¢;; = s;;/n and t,; = s5;/n be the
ith rescaled location, i = 1,2, ..., k.

To estimate the spatial Gini index, one uses a plug-in approach
(see Ghosh 2015b). Estimates of the functions m and F, are
plugged into (5.61). The resulting estimator is consistent due to
consistency properties of these curve estimates /7 and ﬁ;,

The nonparametric estimate of the Gini index at the rescaled
location t is thus given by

~ 1 EalPN N
fO == /0 B 4,1 - E,t,)dv
1oL [TaCEev)ay. (5.63)

m(t) Jo 7
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Here 1(t) and I?y(t, -) are respectively nonparametrically esti-
mated mean and marginal distribution function of y at the
rescaled location t € (0,1)2, i.e.,

k
ﬁq(t)zLZK hizh)) e (izh y(s;) (5.64)
kb b, & b, b, i

is the estimate of the mean and

k
N 1 hi—h by =1
F (t,v) = K K " 5.65
/(6Y) khy hy Z:‘ < hy > < hy >W(Sl v 569

is the estimate of the marginal distribution function or the non-
exceedance probability F,. Here, w is an indicator function such
that, for a given threshold v € R,

w(s,v) = 1,ify(s) < v (5.66)
and w(s,v) = 0, otherwise,
so that
E(w(s,v)) = P(y(s) <v) = Fy(t, V), (5.67)

justifying the use of a kernel regression approach as above to esti-
mate F,. We assume that Fy(t, -) has finite and continuous partial
derivatives up to order three. The kernel K is a univariate con-
tinuous symmetric probability density function on [—1,1]. The
sequence of bandwidths b;, h; — 0 and nb;, nh; - o as n - o
wherei=1,2.

For illustration, we consider the same ozone data example as in
the previous section. These data are obtained as an excerpt from
a global total column ozone data set (Source: NASA), between
latitudes 35 and 55 degrees north and longitude values between
zero and 20 degrees east. The raw data and histogram of the
ozone observations are in Figures 5.7 and 5.8. Variations in ozone
levels may be due to a number of factors including changes in
the balance of chemical production (Fahey and Hegglin 2011).
To understand local variations, spatial Gini index I" may be com-
puted using the kernel based formula above.

Figure 5.10 shows a level-plot (S-plus) of spatial Gini index
computed for this data set. The map indicates a locally more



5 Surface Estimation

Estimated Gini coefficients
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Figure 5.10 Spatial Gini index map: level plot (S-plus) of nonparametrically
estimated spatial Gini index for total column ozone values (Source: NASA)
at coordinates (in decimal degrees) between latitudes 35 and 55 degrees N
and longitudes 0 and 20 degrees E.

uneven distribution of the ozone values along the longitudinal
gradient expressed by large values (darker color) of the Gini
index indicating a substantial change in the Gini index along the
longitudinal gradient for the region considered. Since y(s) is non-
negative, the regression surface m(t) can also be estimated from

it) = / ) {1-E(t,v)}dv. (5.68)
0

The two formulas (5.64) and (5.68) for estimating m are of course
equivalent since

/00(1 — w(s;, v))dv = y(s;), (5.69)
0

which follows by splitting the integral in (5.68) into /,_ ,and Jis "

It is clear that estimation of the location-dependent proba-
bility distribution function F, by smoothing the 0 — 1 values of
w(s;v),i =1,2,...,k, is a special case of the nonparametric sur-
face estimation problem. Moreover, the indicator values w are
also Gaussian subordinated, as is y itself. As in the previous sec-
tion, this fact can be further exploited to prove consistency of the
spatial Gini index estimator. For related background information

pAll
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on estimation of the cumulative distribution function for nonlin-
ear transformation of Gaussian random fields, see Dehling and
Taqqu (1989), Breuer and Major (1983), and Giraitis and Sur-
gailis (1985); also see Menéndez et al. (2010, 2012) and Ghosh
and Draghicescu (2002) for some statistical applications.

The formula for estimating the spatial Gini index I" as given in
(5.63) is not computationally convenient because it requires inte-
gration over the positive side of the real line. However, a closer
look reveals that this formula can be written as a double-sum as
follows.

First of all, for any integer p > 1,

© P ]p
/ [Tt = wisj, vy = / dv=],
0 j=1 0

]p = min{y(sj),j =12, ...,p}
This can be seen by noting that

p
[T -ws,vy=o0 (5.70)
=1

unless
w(s;,v)=0,Vj=12,...,p (5.71)

or, equivalently, unless
min {y(sl),y(sz), ,y(sp)} <. (5.72)

This means that, taking p = 2, the integral f0°°(1 -F (t,v)2%dv is
equal to (h; = hy = his used for simplicity)

k 00
ﬁ ‘ Z f(il (t)f(iz(t)/o 1- w(sil, )1 - w(siz, v))dv

ip,in=1

k min(y(si, ).y(si,))
1 ~ ~ i1 io
=om 2 K, 0K,® /0 dv

ipip=1

k
- s 3 OK, Omin(s,).56s,)

ipip=1
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where f(j(t) = I(((slj - tl)/h)K((szj —t)/h),j=1,2,...,k is a
bivariate kernel and K is a symmetric univariate kernel that has
been defined earlier. In particular, the kernel estimate of the spa-
tial Gini index f(t) can be written as

f=1- % (5.73)
where
) kK k
:722 (Oymin {y(s;), y(s)} (5.74)
i=1 j=1

is the kernel estimate of the marginal mean of the bivariate spa-
tial minima of y at the rescaled location t = (¢, ¢,) defined earlier.

5.6.1 Asymptotics

As in the previous sections in this chapter, the latent Gaussian
process Z(s) may have short-memory or long-memory corre-
lations implying respectively convergence or divergence of the
infinite sum of its auto correlations over all distances (lags). The
covariance function at the two-dimensional lag r = (r;, r,) is

Cov(Z(s), Z(s + 1)) = y,(r), (5.75)

where we let the distance be defined as |r| = \/r% + r%, the

Euclidean norm.
Two important correlation types that we consider are (see
Beran 1994, Lavancier 2006, and Major 1981 for an overview)

Short-memory: Z |yZ(r)|l < oo, (5.76)
T

Long-memory: y,(r) ~ C,|r|” 2‘)‘f( >,as [r| = oo, (5.77)

|x|
where 0 < @ < 1/ for some positive integer /. In particular, in
the case of long-memory, Y |,(r)|' = co. For additional details
see the first section of this chapter. As usual, here also ~ indicates
that the ratio of the two sides converges to one as |r| — 0. Also,
C, > 0 and f is a continuous function on S = {y € R? : |y| = 1},
the unit circle on R2. Note that C, may also be replaced by
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a slowly varying function at infinity on [0, c0) (Dobrushin and
Major 1979).

Since the centered observations u(s) are Gaussian subordi-
nated, we may use the argument of the previous section to prove
consistency of the surface estimator 7(t). As for the probability
function estimator F (t, v), we note that due to the assumption on
the regression errors u, the indicator function w is also Gaussian
subordinated. Thus,

w(s,v) — F(t,v) = G(Z(s), t,v) (5.78)

for some appropriately defined function G. Since w is a zero-one
function, itis well-defined and it allows for a Hermite polynomial
expansion as

wis, )~ Ft 1) = Y, El(lt; D iz (5.79)
= -

where ¢,(t,v) are Hermite coefficients, § is the Hermite rank,
assumed to be a constant, and H; are Hermite polynomials. Since
the H;(Z) where Z ~ N(0, 1)) are orthogonal polynomials (hence
uncorrelated) and have Var(H;(Z) = 1!, due to the finite variance
of w(s, v), for t € (0,1)2,

Var[w(s,v)] = 2 < oo, (5.80)

which is assumed to be continuously differentiable and uni-
formly bounded for every t € (0, 1)2. The Hermite coefficients

ot v) = E[GEZ L VH(Z),I=3G+1,... (5.81)

are assumed to be continuously differentiable functions so that
the above holds where g is the Hermite rank of G.

We also have
)
cq(t, V)

q!

Cov(w(s,v),w(s +1,v)) =y, (r,v) ~ Cglrrm (5.82)

so that, for fixed v, the infinite sum of ,,(r,v) over all r € Z2
diverges if and only ifa < 1/7.
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Following exactly the same line of argument as for proving
consistency of #7i(t), we may summarize the following. In partic-
ular, as # — o0, the leading terms in the asymptotic expressions
for the bias and the variance of (t,v), where for simplicity we
take iy = hy = h, are:

Bias:

t2

- 2 92 02
E[F(t,v)] — F(t,v) ~ 3/42(1() 0_t%{F(t’ )} + Z{F(t, v} .

Variance (short-memory):

Var(E(t,v)] = O((nh)~2). (5.83)
Variance (long-memory):

Var(F(t,v)] = O((nh)~4%). (5.84)

In fact, one may extend previous arguments and prove uniform
consistency of these estimators # and F under the assumption
that the Hermite coefficients of w and u are uniformly contin-
uous and differentiable functions of their arguments t € (0, 1)
and v € R. Following the same line of argument (reduction prin-
ciple) as in Dehling and Taqqu (1989), uniform consistency of
F (t,v) in v can also be established. These results combined in
particular imply consistency of

i) = /0 ” F(t,v)(1 - F(t,v))dv. (5.85)

Due to Slustky’s lemma, the above result in conjunction with the
weak consistency of 71 implies consistency of the kernel estimate
lA“(t). In other words, as n — oo, the kernel estimator f(t) of the
spatial Gini index converges in probability to the true Gini index
I'(t)att e (0,1)%.
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Naive Density Estimator
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145, 146, 150, 156, 161, 166,
171, 175, 191, 218, 227, 234
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