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Resumo

O principal foco deste trabalho consiste na modelagem de dados (in)dependentes no
intervalo [0,1], e respectivos casos particulares. Nesse sentido desenvolvemos duas aborda-
gens, sob o enfoque frequentista. A primeira corresponde a uma nova classe de modelos
baseados nas distribuicoes beta, simplex e beta retangular e, em suas respectivas versoes
aumentadas em zeros e/ou uns. Consideramos preditores, com uma parte paramétrica e
outra nao paramétrica, para a média, e preditores paramétricos para a dispersao/precisao
e probabilidades de ocorréncia de zeros e uns (no caso das distribuigdes aumentadas). Uma
das vantagens dessa estrutura é poder modelar de forma satisfatoria fendmenos lineares e
nao lineares. Na segunda abordagem, o foco sao dados dependentes. De modo analogo
ao caso anterior, foram desenvolvidos modelos de regressao baseados nas supracitadas
distribuigoes, também sob o enfoque semi-paramétrico para a média (uma parte paramé-
trica e outra nao paramétrica para o preditor) e paramétrica para as demais quantidades,
considerando estruturas de correlagdo via Equagoes de Estimacao Generalizadas (EEG).
As duas abordagens foram desenvolvidas utilizando fungoes de ligacao, para a média,
simétricas e assimétricas, o que corresponde a generalizagoes de metodologias existentes.
Além das novas classes de modelos, técnicas de selecao estrutural e diagnostico, medidas
de influéncia global e local, foram desenvolvidas para todos os modelos, em ambas as
abordagens. Além disso, foram conduzidos estudos de simulacao apropriados e analise de

dados reais para ilustrar o potencial das metodologias desenvolvidas.

Palavras-chave: Dados de proporcao; Modelos aditivos generalizados; Analise de regres-

sao; Inferéncia estatistica.



Abstract

The main focus of this work consists on the modeling of (in)dependent data in the interval
[0,1], and the respective particular cases. In this sense, we developed two approaches, under
the frequentist paradigm. The first one corresponds to a new class of models based on the
beta, simplex and beta rectangular distributions and, in their respective augmented zero
and/or one versions. We consider predictors, with a parametric and a nonparametric part,
for the mean, and parametric predictors for the dispersion / precision and probabilities of
occurrences of zeros and ones (for the augmented distributions). One of the advantages
of this structure is to model linear and non-linear phenomena, properly. In the second
approach, we focus on dependent data. In a similar way to the previous case, regression
models were developed based on the aforementioned distributions, also under the semi-
parametric approach for the mean (a parametric part and a nonparametric part for the
predictor) and parametric for the other quantities, considering correlation structures via
Generalized Estimation Equations (GEE). The two approaches were developed considering
symmetric and asymmetric link functions, which correspond to generalizations of existing
methodologies. In addition to the new model classes, structural selection, model fit
assessment tools, measures of global and local influence, were developed for all models, for
both approaches. In addition, appropriate simulation studies and real data analysis were

conducted to illustrate the potential of the developed methodologies.

Keywords: Proportion data; Generalized additive models; Regression analysis; Statistical

inference.
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1 Introduction

In several fields of knowledge, as Biology, Chemistry, Physics, Psychometric
among others, it is very common to deal with limited (bounded) response variable. That
is, variables assuming values on the interval [a,b], as well as the respective particular cases:
(a,b], [a,b), (a,b), —00 < a < b < 0o. These intervals can be translated to the respective
[0,1] type intervals (including the respective particular cases). In the past, it was common
to transform the response to the real interval (see Atkinson (1985)), allowing the use of
the usual normal homoscedastic regression model. However, this approach tends to present
some problems. One of them is the fact that the parameters can not be easily interpreted
in terms of the original response. Another drawback is that even after transforming,
asymmetry and/or heavy tails may still remain in the response distribution. A third
problem is that the parameter estimates tend to be biased. Therefore, such approach is not
recommended. Other models, commonly used, as the Generalized Linear Model (GLM),
proposed by Nelder and Wedderburn (1972), establish some assumptions that limits their
application in such situations, as the assumption of the response distribution belongs to

the linear exponential family.

To overcome these limitations, several approaches, considering the original
response, have been proposed. Among others, we can cite: the Simplex regression model
(Barndorff-Nielsen and Jgrgensen, 1991), which belongs to the class of Dispersion Models
defined by Jgrgensen (1987), the Beta regression model (Ferrari and Cribari-Neto, 2004),
which is based on the class of GLM and the Beta Rectangular regression model (Bayes
et al., 2012), proposed as a robust alternative, that is, to properly accommodate outliers

(extreme observations).

Other interesting approaches are: the regression model based on the class of
Johnson SB distributions, proposed by Lemonte and Bazan (2015), the Unit Gamma
regression model proposed by Mousa et al. (2016), the log-weighted Exponential regression
model introduced by Altun (2019) and the class of regression models based on the unit-
Lindley distribution proposed by Mazucheli et al. (2019). Furthermore, Altun and Cordeiro
(2020) proposed a regression model based on the unit-improved second-degree Lindley
distribution, Barreto-Souza et al. (2020) developed the Bessel regression model and Altun

et al. (2021) introduced the log-Bilal regression model.

On the other hand, within the context of bounded response modeling, several
model diagnostic tools and information criteria for model selection, have been developed
over the years. We can cite: Espinheira et al. (2008) who proposed residuals for the beta

regression model with non-varying dispersion, Ferrari et al. (2011) who proposed diagnostic
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tools for beta regression models with varying dispersion, Zhao et al. (2014) and Bayer and
Cribari-Neto (2017), who proposed variable selection for varying dispersion beta regression
models, Rocha and Simas (2011) and Espinheira and Silva (2019) that developed residual

and influence analysis to a general class of beta and simplex regression models, respectively.

All the above works are suitable for data on the (0,1) intervals. That is, they are
not suitable for modeling data in the interval [0, 1] (since they do not deal with the values
0 and/or 1). In this work, we will use the term “augmented” to refer to data/models that
consider 0 and/or 1 values. Therefore, we will name as “augmented” the works that use
the term “inflated”, under the above meaning. To handle this situation, some works have
been developed as: the Zero-or-One Inflated Beta regression models (Ospina and Ferrari,
2012), the Zero-and-One Augmented Simplex regression model (Liu et al., 2020) and
Zero-and-One Augmented Beta Rectangular regression model (Silva et al., 2020; Nogarotto

et al., 2020), which allow zero and/or one observations.

Besides the regression for response mean, quantile regression models for bounded
data has been developed. Some works are: the L-Logistic regression models (da Paz et al.,
2019), median regression model using the generalized Johnson-SB distributions (Rodrigues
et al., 2019), Johnson-t quantile regression model (Lemonte and Moreno-Arenas, 2019),
the Kumaraswamy regression model (Mitnik and Baek, 2013), the logit skew Student-t

and generalized Tobit regression models (Hossain et al., 2016).

All the above works deal with bounded independent data. However, the interest
on properly modeling bounded longitudinal data has been growing (see Galvis et al. (2014)
and Wang and Luo (2014) for more details). In this case, besides the peculiar nature of the
response, it is also expected to observe within-units dependence. Therefore it is necessary

to consider both features, in order to obtain reliable inference.

For longitudinal (dependent) data restrict to interval (0, 1), different approaches
have been proposed, mainly based on random effects regression models and Generalized
Estimating Equations (GEE). For example, Song and Tan (2000) and X.-K. Song et al.
(2004) proposed Simplex regression models with non-varying and varying dispersion, via
GEE, respectively. Venezuela (2008) proposed a Beta Regression model via GEE, whereas,
Qiu et al. (2008) introduced a random effects Simplex Model. On the other hand, Verkuilen
and Smithson (2012) proposed a random effects Beta Regression model. Petterle et al.
(2019) proposed a Quasi-Beta Longitudinal Regression Model which does not require
distributional assumptions for the response vector, within an approach similar to the GEE
one. Freitas et al. (2021) proposed a class of regression models based on the Simplex, Beta

and Unit Gamma, with varying dispersion/precision parameter, via GEE.

Also, for longitudinal (dependent) bounded augmented ([0,1]) data some works
have been developed. We can cite the Zero-or-One Augmented Beta Rectangular Regression
with random effects (Wang and Luo, 2014) and Galvis et al. (2014), who developed a
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random effects Zero-and-One Augmented Beta and Simplex regression models.

For dependent (longitudinal) data the GEE based models have some advantages
over the random effect models. Indeed, the former allows us: to properly model population
average behavior over covariates of interest; to explicitly model the marginal distributions

and to consider different types of within-subject correlation matrices.

Another issue is that, very often, the response and some covariates present
an unclear or a non-linear relation. In this case, under independence assumption, the
use of the Generalized Additive Partial Linear Models (GAPLM) or Semi-parametric
Additive Models (SPAM) (Hastie and Tibshirani, 1990) can be quite useful. For dependent
(longitudinal) data, the use of GAPLM based on GEE (Generalized Estimation Equations)
is a useful approach (see, for example, Lian et al. (2014), Wang et al. (2014), Manghi
et al.( 2017,2019)). These models assume that the response distribution belongs to Linear
Exponential Family, considering both linear and non-linear relations, between the response
and the covariates, through parametric and non-parametric components, respectively.
These models are extensions of the Generalized Additive Models (GAM), which consider a
full non-parametric linear predictor. In this area of GAM and GAPLM models, we can
cite some works as: Green and Yandell (1985), Hastie and Tibshirani (1990), Rigby and
Stasinopoulos (1996), Rigby and Stasinopoulos (2005),Yu and Ruppert (2002), Wang et al.
(2011), Hernando Vanegas and Paula (2016) and Yang et al. (2019).

Although the growning literature in this field, there are few works, under the
frequentist approach, with semi-parametric predictors, for independent-bounded data.
Within this context, we can cite: Rigby and Stasinopoulos (2005), who proposed a family
of models which includes a semi-parametric beta regression model and Ibacache-Pulgar
and Figueroa-Zuniga (2019), who proposed a semi-parametric additive Beta regression
model considering non-varying precision. Under the Bayesian approach, Duan et al. (2019)
proposed a semi-parametric additive Simplex regression model with heterogeneous disper-
sion. For correlated-bounded data under the frequentist approach with semi-parametric
predictors, to the best of our knowledge, no works are available in the literature. Also,
there are few works under the frequentist approach that handle with link function mis-
specification, see, for example, Pereira and Cribari-Neto (2014) and Canterle and Bayer
(2019).

The main goal of this work is to develop two flexible class of semi-parametric
models for bounded (augmented) data (and the respective particular cases). One for
independent data and another for longitudinal (dependent) data. We considered the
frequentist paradigm for developing all inferential tools. We consider the beta, the simplex
and the beta rectangular distributions, as well as their zeros and/or ones augmented

versions.

In Table 1, are presented a summary of all models that are proposal of our
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Table 1 — Proposal models

Regression Linear Link function Data type
model predictor for mean
beta, simplex | semi-parametric (u) logit independent
and BR parametric (¢) probit correlated
7OAB. ZOAS semi—parame;tric (1) cauchit
’ parametric (¢) cloglog
and ZOABR | parametric (py and p;) loglog

*u is the response mean, ¢ is the dispersion/precision parameter, pyp and p;
probabilities of occurrences of zeros and ones, respectively.

work. We will propose twelve new models and considering five link functions for mean

parameter, developing all inferential tools for them. Specifically, the goals of this work are:

. To developed a general class of models for independent bounded (augmented) obser-
vations with a semi-parametric predictor for the mean, considering symmetric and
asymmetric link functions (including the logit and probit ones), with parametric
predictors for the dispersion/precision and probabilities of occurrences of zeros and

ones (for the models based on the augmented distributions);
. To propose a similar approach of the point 1, for longitudinal (dependent) data);

. For the two above classes, to develop model fit assessment tools, model comparison

statistics (information criteria) and influence analysis tools;

. To perform appropriate simulation studies in order to study the performance of all
developed tools, under different scenarios of practical interest, also comparing them

with alternative approaches.

. To present the modeling of real problems, based on our developments, where it is

shown the advantages of them over usual approaches.

1.1 Distributions

In this section, we present a short review of the distributions here considered

for the developed regression models.

Beta distribution
A random variable Y follows a beta distribution if its density is given by:

F(Oé + B) ya—l

farp)? 9" Tonw),

fY(y7 OZ,B) =
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where o, f > 0 and I'(.) is the gamma function I'(f) = / y?~'e™¥. Ferrari and Cribari-
Neto (2004) proposed a reparametrization of the beta distribution, that is u = a/(a + )
and ¢ = a+ f, i.e, « = p¢ and = (1 — u)¢. Thus, the respective density is given by
I'(¢)
po)L((1 = 1))

where 0 < u < 1 and ¢ > 0, with the notation Y ~ beta(u, ¢). Also, the mean and the

by (y; 1, ) = o v (1 = ) 1) (), (1.1)

v
variance are given, respectively, by E(Y) = p and Var(Y) = 1_(:25, where V() =

(1 —p) and ¢ is a precision parameter. As shown in Figure 1, the beta distribution is very
flexible. That is, the respective density can assumes different behaviors, as asymmetric,
symmetric and U-shaped. Also, in Figure 2 are illustrated the behavior of the skewness

and the kurtosis, as functions p and ¢, which are given, respectively, by

E[(Y — E(V))? s = ELOV ~E(V))"
Skewness = E[(Y —E(Y))2] and Kurtosis = E[(Y — E(Y))Z?’
in particular, for beta distribution,
2(6 — 2u¢)vVd + 1 . 6(¢ + 1) (2u6 — ¢)° 0
Sk = K = - |
S il T M- p @G+ +8) 6+ 9)

It is possible to notice that as ¢ increases for p > 0.5, the skewness increases as well. On
the other hand, when u < 0.5, as ¢ decreases, the skewness increases. Furthermore, for
the kurtosis, as ¢ decreases and p < 0.25 or > 0.75, the kurtosis increases, whereas the
opposite behaviour is observed when 0.25 < p < 0.75.

u
— o1 " — 0l
- 02 é\ i 02
1
- - 05 5 A [ == 05
S -- 08 ~ i [ -- 08
Y 0,9 DA oot 0,9
“ ,’ ‘\\ " [
NS 1 ,' 1 1 '
P3N ' H \ , \
i ! \ 1 “
\
\ I’ \ v
) Nt '
0.75 1.00 0.50 0.75 1.00
Yy
(a) 6 = 10 (b) ¢ =80

Figure 1 — Beta density for different values of u, with ¢ = 10 (a) and ¢ = 80 (b).

1.1.2 Beta Rectangular distribution

Despite the beta distribution be very flexible, as pointed out by Hahn (2008),

it presents light-tails. That is, it may not accommodate extreme values (outliers), properly.
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10.04
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Skewness
o
Kurtosis

-- 10 5.0

2.54

0.25 0.50 0.75 0.25 0.50 0.75

Figure 2 — Skewness (a) and Kurtosis (b) of the beta distribution versus the average (1),
for different values of ¢.

This can be a limitation for data modeling, since it is not uncommon to observe extreme
observation (outliers). To circumvent this limitation, Hahn (2008) proposed the beta
rectangular distribution (BR), which is a mixture between a beta distribution and the

standard rectangular (uniform) distribution. The respective density is given by

fY(yv 57 ¢7 5) = EH(O,l) (y) + (1 - €)by(y, 57 Cb),

where 0 < & < 1 is a mixture parameter and by (y; ., .) is the beta density, given in Equation
(1.1). It is possible to notice that when ¢ = 0 the beta distribution is recovered, as well as
when € = 1 the standard rectangular distribution is obtained. Due to its mixture structure,

the BR distribution can accommodate more properly, extreme observations.

Usually, for regression purposes, the response mean is modeled, which is the
case of this work. However, according to Bayes et al. (2012) if E(Y') = g +(1—¢e)d=up
is considered, we have that 0 < ¢ < 1 — |2 — 1|, which makes more difficulty to define

suitable regression models.

In order to obtain a more adequate regression structure, Bayes and Bazan
(2014) define

A

s(1-5)+(1-e25(1-0)

,uzg—i—(l—a)é and o=

such that the parameter space of p and « is now the rectangle given by {0 < 4 < 1,0 <

a < 1}. Under this parametrization, we have that

p— L+ 11— dapu(l — p)
V1= dou(l — )

5:1—\/1—4oz,u(1—u) and 0= , (1.2)
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and the implied density is given by

(i, 6,0) = (1= 1= dan(l = 1) ) T (y) + /1~ dan(l — ) x

b (u—§+§\/1—4w(1—u)’¢)‘ (1.3)
V1= dop(l — p)

In this case, we define Y ~ BR(u, ¢, @), where the quantity « is a shape parameter,

which is associated with the behavior of the tails of the distribution and ¢ is a precision

parameter. The associated mean and variance are given, respectively, by

E(Y) (1.4)

=
V(9)

Var(Y) = oo £

(L—e)t —e(l+0)] + 3

(4 — 3e), (1.5)

where V(§) = d(1 — 0).

From Figure 3, it can be noticed that the BR distribution is as flexible as the
beta model; However the behavior of the respective tails are more flexible, presenting an
equal or smaller kurtosis, compared with the beta distribution. As « increases, the tails
become heavier, that is, the outliers can be more properly accommodate. In Figure 4, it is
possible to see the behavior of the skewness and kurtosis for different parameter values. The
skewness, for u < 0.5, increases as a decreases, whereas, for p > 0.5, the skewness increases
as « increases. On the other hand, the kurtosis increases, as a decreases. Compared with
the beta distribution, despite the ¢ values, for most values of u, the kurtosis of the BR is
lower than the respective value for the beta distribution. In general, the BR distribution
can present heavier tails as well higher (absolute) values, for the skewness than the beta

distribution.

2.01
2‘1.5- o a
D — 02 — 02
c
g - 04

1.0- --- 0,6 --- 0,6

0.5+

0.0~ . : : . i . : : .

000 025 050 075 100 0.00 0.25 0.50 0.75 1.00
y y
(a) p=10and p=0,5 (b) ¢ =80 and u=0,2

Figure 3 — Beta rectangular density for different values of a (indicated in the graphs),
with ¢ = 10 and ¢ = 0,5 (a) and ¢ = 80 and u = 0,2 (b).
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Figure 4 — Skewness (a) and (c) and Kurtosis (b) and (d) of beta rectangular distribution
versus p for different values of o (indicated in the graphs) considering ¢ = 5

((a) and (b)) and ¢ = 50 ((c) and (d)).

1.1.3 Simplex distribution

The simplex distribution is a member of a broader class, proposed by Barndorff-
Nielsen and Jgrgensen (1991), defined on the interval (0, 1). A random variable Y following

a simplex distribution, with mean p € (0, 1) and dispersion parameter ¢ > 0, denoted by

Y ~ simplex(u, ¢), has a density given by

1 1
Py (Y s @) = \/Qm[y(l 7 exp {—%)d(y’ u)} Lo (y), (1.6)

where

(y — p)?
o1 = (= )P L7

d(y; p) =
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Jorgensen (1997) showed that the mean and the variance of distribution are given, respec-

tively, by

E(Y)=p and

Var(Y) = u(l — p) — —=—c ( ! )r(l ! ) 49
r(V)=p(l—p) = —=exp|s5—3 | T 5 5053 | »
V26 20p2(1 — p)? 2" 2¢p%(1 — p)?
where I'(.,.) represents an incomplete gamma function, that is, I'(a,b) = / Y teVdy.
b

In Figure 5 we show different curves for the simplex density, under different
values of the parameters. Notice that the smaller ¢, the more symmetric is the density. Bonat
et al. (2018) made a comparison study between the simplex and the beta distributions,

concluding that, usually, the beta’s tails are heavier than those of the simplex distribution.

Figure 6 focus on the skewness and kurtosis of the simplex distribution, in
terms of p and ¢. We can see that as phi increases, the density becomes more skewed. In

addition, as ¢ increases and p moves away from 0.5, the kurtosis increases.

Comparing to the two previous distributions, the simplex and beta have similar
shapes for kurtosis and skewness, whereas BR proved have heavier tails under certain
conditions and higher (absolute) values, for the skewness, which can implies more robustness

and flexibility in some cases.

1.1.4 Zero-and/or-one Augmented distributions

The Zero-and /or-One Augmented distributions were developed for dealing with
0, 1] data. That is, besides the continuous values within the interval (0,1), the observations
0 and 1 are considered. It is obtained from the mixing between some continuous distribution
with support in (0, 1) and the Bernoulli distributions. The continuous distribution is used
to model the continuous component, whereas the Bernoulli distribution accounts for the

discrete part, that is, the probabilities related to zeros and ones.

It is said that Y has a Zero-and-One Augmented distribution, if its density is
given by

ry (Y30, 0,@) = [(1 = 0)' Yo" o1y (y) + (1 — )by (y; @) 0,1 (y), (1.9)

where, (v, 0) € (0,1)%, v =P(Y =0)+P(Y = 1), i.e, v is the probability of an observation
be zero or/and one and o = (P(Y) = 1|I{13(y)), that is o is the probability of the
observation be equals to one given that it belongs to the discrete part. We can notice
that P(Y = 1) = vo, P(Y = 0) = v(l — p) and, for 0 < a < b < 1, P(Y € (a,b)) =
(1 —w) /b by (y; w)dy. Furthermore, b3 (y; @) can be, for example, the density of beta,
simplex and BR distributions, which are the distributions adopted in this work. Below is

described the generated distribution for each choice for b3 (y;; @):
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Figure 6 — Skewness (a) and Kurtosis (b) of the simplex distribution versus the average
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o When b3 (y;; @) is the beta density given in Equation (1.1), it implies that Y follows a
Zero-and-One Augmented Beta distribution (Y ~ ZOAB(v, o, i, ¢)) and w = (1, ¢);

o When b} (y;; @) is the BR density given in Equation (1.3), it implies that Y follows a
Zero-and-One Augmented Beta Rectangular distribution (Y ~ ZOABR(v, o, i, ¢, @))

and @ = (1, 9);

o When b} (y;; @) is the simplex density given in Equation (1.6), it implies that YV
follows a Zero-and-One Augmented Simplex distribution (Y ~ ZOAS(v, o, i1, ¢)) and
w = (ILL’ ¢7 a{)'

The respective mean for all distribution is E(Y) = vo + (1 — v)u, whereas the

variance, for each case, is given by:

e For ZOAB:

(1 —p)

Var(Y):UQ(l—Q)—F(l—U)[ o

| +o0-oe-m2

o For ZOABR:
Var(Y) = oV; + (1 —v)Va + v(1 —v)(0 — p)?,

5(1—6)
1+ ¢

whore Vi = o1 = 9 and V= 5+ 1-9) [ =g

o For ZOAS:
Var(Y) = vo(l — o) + (1 — v)Vz + (1 — v)(0 — n)?,

where V3 is the variance of the simplex distribution as shown in Equation (1.8).

Following the proposal of Ospina (2008); Galvis (2014), it is possible to consider
a reparameterization where the probabilities of occurrence of the discrete values are
explicitly modeled. This is useful for building regression models. It consists on to define

0 =p1/v and v = py + p;. Thus, we have that

TY(%I?O,pb 22 ¢) = p(l)iypzfﬂ{o,l}(y) + (1 — Do — pl)by(?ﬁ I, ¢)H(0,1)(3/)7 (1-10)

where 0 < pg + p1 < 1 and b, (y; @) can be either the density of beta, simplex and BR

distributions.

It is possible to see, from Figures 7, 8 and 9 depend on the values that ¢ takes,
the dispersion may become smaller or higher, while u are responsible for symmetry or
asymmetry of the distributions. In addition, for ZOABR distribution (Figure 9), the higher
is «, the heavier are the tails. Still observing Figure 9, we notice that in (0,1) when p < 1/2
and ¢ < 2 the density presents a "J"-inverted shape, whereas, when p > 1/2 and ¢ < 2
the density presents a "J" shape.
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Figure 7 — Zero-and/or-One Augmented Beta density for different values of p, for py =
p1=0,3 and ¢ = 10 (a), ¢ = 80 (b).
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Figure 8 — Zero-and/or-One Augmented Simplex density for different values of p (indicated
in the graphs), with py = p; = 0,3 for both graphs, besides ¢ = 0,6 (a), ¢ =4

(b).
1.2 Basic concepts of Semi-parametric Additive Models

In this section we present some concepts of Semi-parametric Additive Models
(SPAM), which will be necessary for the next sections. The SPAM (also called Generalized
Additive Partial Linear Models, GAPLM) are an extension of the Generalized Additive
Models (GAM), both proposed by Hastie and Tibshirani (1990). While the GAM has only
a non-parametric regression structure, the SPAM is a mixing between the parametric and
non-parametric approaches. These models and their extensions have been explored over
the years by several authors as, among others, Buja et al. (1989), Hastie and Tibshirani
(1987), Hastie and Tibshirani (1990), Linton and Hardle (1996), Guisan et al. (2002),
Rigby and Stasinopoulos (2005), Wood (2008), Wang et al. (2011), Wood (2017).
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Figure 9 — Augmented Beta Rectangular in zero and one density for different values of
« (indicated in the graphs), with py = p; = 0,3 for all graphs, besides ¢ = 10
and u = 0,5 (a) and ¢ = 50 and u = 0,3 (b).

The SPAM has some advantages compared to models with fully parametric
predictors, since they allow to model a more diversity of relations between the response
and each covariate. Furthermore, they have two particular cases, namely, parametric and

non-parametric models.

Within the methodology of additive models, it is usual to approximate the non-
linear component(s) by a linear combination of basis functions, such as: Fourier expansion,
wavelets, splines as B-splines and natural cubic splines, see, for example, Hastie and
Tibshirani (1990), Kooperberg and Stone (1991), Vidakovic (2009), Silverman (2018). In
this work we focus on the use of splines due to its simple structure and good approximation

properties, which definition is presented in next section.

1.2.1 Splines

Wegman and Wright (1983) published a review article about the use of splines
in Statistics. Specifically, they present them as a non-parametric estimation technique
for regression analysis. Under this methodology, some functions can be approximated
by a sum of basis functions, which present great flexibility and are able to capture local
behavior changes. These basis functions will be chosen, here, as the splines, where the

main underlying idea is an approximation by polynomial functions.

Then, let us suppose a function of interest, say f, limited by the interval [a, 8], i.e.,
f: R — [a, b]. This interval is, then partitioned in k* subintervals, say, [e;_1, €], 1 <t < k¥,
where a < ¢y < -+ < €+ < b. Then, a polynomial, say p;, is used to approximate the
function over each (sub)interval [¢;_1, ¢, ¢t = 1,..., k*. This procedure leads to a piecewise

polynomial approximation function s(.), i.e., s(x) = py(x) in [e;_1,€¢],t =1,...,k*. The

-~ 04
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values €, ..., g+ are called knots, being €y and €« the external knots, whereas the others,

€1,...,€x_1, are the so-called interval knots.

In the general case, the parts of polynomial p;(z) are chosen independently of
each other and, then, they do not form a continuous function, say s(z), in [a, b]. Therefore,
to obtain a smooth approximation for a function, it is necessary that the parts of the
polynomial be joined smoothly in the internal knots €y, . .., €« 1 and to have all derivatives
up to a certain order, coincide at knots. Thus, to obtain a smooth piecewise polynomial
function, called spline, some restrictions should be imposed in the general definition of
spline (Cunha, 2003).

Definition 1. The function s is called an d—order (order=degree+1) spline, with knots

{e,}¥ |, associated with a partition of [a,b], if s:

e is a polynomial with d — 1 degree in each subinterval [€;_1, €);
e has d — 2 continuous derivatives in each €; and, thus, in |a,b];

e has the following form:

d-1 k*—1
! d-1
s(x) =Y o + ) a,(r—ey)i
1h1=0 lo=1
where co, ..., c4-1 €R, ay,...,ax_1 € R and, (r — 612)‘_1[1 is a d — 1 degree truncated

power function, which is defined as,

d—1 ($ - 612)d71> iof (x - El2> >0,
(SC - 612)+ = .
0, of u<DO.
Therefore, it can be concluded that any spline function is a linear combination
of d + k basis functions. For more details about splines, see Wahba (1990) and Wood
(2017).

In the next subsections, the B-splines and the P-splines, which will be used in

our regression models, are presented.

B-splines

The B-splines proposed by De Boor (1978), are built using the so-called B-
splines basis. To define ¢ B-spline basis, following Wood (2017), first let us assume a total

q
of k* = ¢+ d+ 1 knots. Then the d-th order spline can be represented as s(z) = Z By avi,
=1

where, 7, is an (unknown) parameter and the B-spline basis functions are regursively

defined as follows:

T —€ € — X
l Bl’d_l(x) + I+d

Big = Bia(r) = —
’ (@) €lya—1(7) — &(x) €l+d — €141

Bii1a-1(x),
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where
Lif g <zx<e€qq,
Bl’d<l’) = )
0, otherwise
d < 1is the order of the B-spline, z € [a,b], a < €1, ..., €+ < b and the knots are mutually
equidistant.
P-splines

The P-splines were proposed by Eilers and Marx (1996) and they are a combi-
nation of B-splines and a difference penalty function of order d, namely A?, applied to

adjacent estimated coefficients «; of B-splines. The differences Ad'yj are defined as

A= = -1 A%y =5 = 2951 + Y- Ay = A (ACH’YJ‘) , with j =1,..., K,

where d is the difference orders. For details about the choice of the number and the position
of knots, see for example Eilers and Marx (1996) and Ruppert (2002)

1.2.2 Penalization criterion

As seen in the previous section, each P-spline s(x) depend on some parameters
~. In order to obtain the fit of s(z), these parameters have to be estimated through some
estimation process with the addition of a penalty function and an associated parameter,
say A, called smoothness parameter, in order to enables a higher control over the spline
smoothing, avoiding both an overfitting and a high smoothness of the fitted function
(Green, 1987; Pulgar, 2009). For example, if s(z) is an approximation for a regression
function and the estimation process considering is the maximum likelihood method, the
penalty function is adding in the log-likelihood to control the smoothness of the fitted

regression function.
Then, the penalty function related to a given P-spline is given by
YAy, (1.11)

where ~ are the coefficients of the related B-splines, AY = (AY)"(A?) and A? is the d
order difference operator, for d = 1,2, .... For example, for d = 1, the penalized function

is defined as
YATAY = (2 =)+ (13— )+ + (e — Te—1)?,
where the difference operator of dimension &k x k is given by

0o -1 1 ... -1 2 -1 0
A= and v ATAy=~"
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Adopting d = 2, the penalization is given by
YA (A y = (=292 =) + (2 = 2793 — 70)° + - + (2 — 291 — W),

and the difference operator, A2, can be written as

For more details about penalties criterion, see for example Eilers and Marx
(2010) and Eilers et al. (2015).
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2 Semi-parametric Additive Models for inde-
pendent and limited data

In this Chapter we develop the Semi-parametric Additive Models for indepen-
dent and bounded data. The proposal models will be the Semi-parametric Additive Beta
(Beta-SPAM), Semi-parametric Additive Simplex (Simplex-SPAM) and Semi-parametric
Additive Beta Rectangular (BR-SPAM) models.

2.1 Models

Let us consider a set of random independent variables, Y7, ..., Y, such that
y; beta(u;, i), simplex(u;, ¢;) or BR(u, ¢4, ), i = 1,... n. For any of these distribu-
tions, the regression models Beta-SPAM, Simplex-SPAM and BR-SPAM have the following

systematic component
k
m = gi(p) = XB+) hi(z), n2 = g2(¢) = Ek, (2.1)
j=1

where g = (p1,..., 1), & = (¢1,...,00)", g1(.) and go(.) are strictly monotone and
twice differentiable link functions, such that, g; : (0,1) = R, ¢go : R — R, n; =

(1(p2), - - 791(/Jn)>Ta N2 = (gz(ﬁbl)wng(%))T- Also, B = (517"-75p)T € R’ and k =

(K1, ., K,S)T € R? are, respectively, a p- and a s-vectors of unknown parameters, X ;,xp) =

(Z1,...,2,)" and Exs) = (e1,...,€,)" are (known) design matrices, respectively, where
T T - :

r;, = (xﬂ,...,xip) , € = (62‘17...,61'5) for i = 1,...,n, Zj = (le,...72nj),j = 1,...,]{?

is a vector (known) of continuous explanatory variables associated with non-parametric

components and hq, ..., h; are an unknown smooth functions.

Additionally, as discussed in Section 1.2.1, we have that

hj(z;) = li%jsz(zj), (2.2)

where v;; are the coefficients to be estimated, b;; are the [-th cubic B-spline related to
the j-th P-spline, evaluated at z;, j =1,...,kand [ =1,...,¢;. Since we adopted cubic
B-splines, we set b;; = By 4, with d; = 4, as defined in Section 1.2.1, k; = d; + ¢; is the
number of knots. Furthermore, it is possible to rewrite Equation (2.1), for i = 1,...,n, as

follows,

mi = g1(ws) = & B+ by + -+ b,
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where b;; = (b1;(2ij),- ... bg,5(2i;)) " and v; = (yj1,..,7jg,) - Therefore, in a vectorial

form, we have that

k
771=91(N):X5+ZBJ"7J‘: 772=92(¢) :EH7 (23)

=1

where B; is a n x ¢; matrix, defined as B; = (by;,...,b,;)" j=1,... k.

2.2 Penalized log-likelihood function

The respective log-likelihood, with systematic components given in Equation
(2.3), and defining @ = (B8",~,,...,v],&")" for the Simplex-SPAM and the Beta-SPAM

and 0 = (87,7, ,...,v,,k",a)" for the BR-SPAM is given by [(8) = >_1,(0), where,
=1

1;(0), for each one the three models, is defined as:
o Beta-SPAM,

1:(8) = log(I'(¢:)) — log(I'(pihi)) — log(T([1 — pa] @) + [pacds — 1] log(ys)
+ ([1 = pilgs — 1) log[1 — y],

o Simplex-SPAM,
1 1
li(8) = — {log(2mdy) + 3loglys(1 — yi)]} — %d(% i),
with d(y;; 1) (see Equation (1.7)), in this case, defined as,

. _ (yi — p)?
Ay ) = 205yi (1 — yi)pg (1 — ps)?
« BR-SPAM,
1:(0) =logle; + (1 — &;)by; (vi; 0, &4)], (24)

with ¢; =1 — \/1 — dopi(1 — i), by (y;.,.) is the beta density defined in Equation
fi — 5+ %\/1 —dapi(1 = )
\/1 —dap(1 = p)

(1.1), 6 =

Y

k
and for all of them, u; = g7 (1), N = x, B + Z biTj’yj, ¢i = g5 - (12s) and 1y = €] K.
j=1

As discussed in the Section 1.2.2, a penalty function has to be added to the
log-likelihood to guarantee, in the estimation process, the smoothness of the fitted (non-

parametric) curve (see Wood (2017) and Vanegas and Paula (2016), for example). Since we
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adopted the P-splines, the penalty function based on differences, defined in the Equation
(1.11), will be used. Hence, the penalized log-likelihood is given by

1,(6,X) Z ﬂj, (2.5)

where A = (A1,...,\x) " is the vector of smooth parameters and \; > 0, Vj,j = 1,..., k.
These parameters control the smoothness of the P-splines that will approximate the
non-parametric component h;(.), such that, the larger the value of );, the smoother the
fitted curve will be. For ease of the notation, we will drop the superscript d of A;l in the

follow sections, however, we emphasize that this penalty continues depending on the order

d.

2.2.1 Complete log-likelihood the for BR-SPAM

From Equation (2.4) we can see that the log-likelihood of the BR-SPAM is
not easily tractable (see also, Silva et al. (2020)). In order to make calculations simpler it
will be used the EM algorithm (Dempster et al., 1977) to obtain the maximum likelihood

estimates.
In Section 2.1, we have that if Y; ~ BR(u;, ¢;, @), then, the following structure
is valid:
0, if Y; ~ beta(d;, ¢;), with probability 1 — ¢;
o {1, if Y; ~ uniform(0, 1), with probability &;.

where, given that the beta rectangular distribution is a mixing of a beta and a stan-

dard uniform distributions, then V; is a non-observed variable that Works as an indi-

cator function of which distribution the data comes from. That is, V; ‘% Bernoulh(z—:,)
where ¢; = 1 — \/1 —4ap;(1 — ;). The jointly distribution of Y;* = (V;, Vi)' given

=B, ..,v ,k",a)", is given by
f(yﬂe) = 52}2(1 )1 Ulb(yw i3 ¢z) 0 (0,1) (yz)H{O 1}('01) (26)

where €;, J;, p; and ¢; are defined in Equation (2.4).

For the BR-SPAM, the complete likelihood is given by L(;y°) H f(ys10),

where f(y;|0) is defined in Equation (2.6). Also, the complete associated log—hkehhood is
given by

(6 5°) = . 11(6), (27)

where [5(0) = v;loge; + (1 —v;) log(1 — &) + (1 — v;)[log(I'(#;)) — log(T'(6;¢:)) — log(I'((1 —
3:)¢i)) + (0:0; — 1) logy; + ((1 — 9;)¢p; — 1) log(1 — y;)]. Finally, adding a penalty term with
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respect to the non-parametric component, to control the smoothness, we have that

k
C C C )\
15(0) =1(6;y°) — gjﬁA?% (2.8)

j=1

Then, each iteration of EM algorithm involves two steps, an E step (expectation)

and a M step (maximization), as follows:

« E step: To compute Q(8]0™) = E[l5(0]y°)|y, 6], where the expectation is taken
with respect to the conditional distribution: f(ylv, 8™);

o M step: To obtain 8™V = argmax,.q Q(0|60™).
Then, let 970" = (BT 4,10 4Tt gT0m) 50m) be the estimate of 6 in the m-th

iteration of the EM algorithm. The conditional expectation with respect to v given y, of

the penalized complete log-likelihood defined in Equation (2.8) is given by

QUOI8™) = Bl 0)ly.6) = > og =+ (1~ 1) og(1 - =)
+ (1 — 0™ [log(T(¢4)) — log(L(8:¢p)) — log(L((1 — 6,)¢:))
ko). (2.9)
+ (0i¢i — 1) logy; + ((1 — ;)i — 1) log(1 — y;)]} — 2_: EJ’YJ'TA?’YJ
=3 Qu0l)
where
N A E;
= E(Vi|ys, 0™) = P(V; = 1]y, ™) = <€i TR @)) , (2.10)

———1— 1 —4dop; (1 — p;
N L1 — dayui( )
\/1_405:“%( /'I’Z)

5i:1_\/1_4aﬂi(1_ﬂi)

2.3 Penalized score and gradient functions

Under Equation (2.5) for the Beta-SPAM and Simplex-SPAM, the penalized
score function, say UPH(O), for 8,1, ...,y and K is given by UPH(O) = (Uf(@)T, Ugl(O)T,
. U;’k e, U;(O)T)T. On the other hand, for BR-SPAM, the conditional expectation
of 17(0) (Equation (2.8)) will be used to obtain the penalized gradient function for @ =
BT A, ..., v k", a), defined as U9(0) = (Uf(@)T, UI;“(O)T, e U;’k(O)T, U;(H)T,
U2 (6))".
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2.3.1 Beta-SPAM

For the Beta-SPAM, we have that

. 0L, (6, A s OO, .
Uj0) = p(aﬁ) =X'Tf*UY(6) = pa(,y) =B/ Tif* — \jAjv;,
i (2.11)
o ALON)
Up (0) = paT = ETTQCI/,

where j = 1,.... k, T = diag{(9g1 (1) /0u1) ", .. (091 (1) [Opn) ™'}, 7 = (fis s fo)s
fi=oily; — ), i = V(wdy) — O[(1 — w)da), yi = loglys/(1 —wi)], i = 1,....m,
with W(.) is the digamma function, ¥(z) = dlogI'(2)/0z, z > 0, ® = diag{¢1,..., o},
a = (a,...,a,)", a; = wi(y; — ;) +log(1 — y;) — ¥[(1 — p)¢i] + V() and Ty =
diag{(0g2(¢1)/01) ", ..., (0g2(dn)/Ob,) ' }. The related demonstrations can be found in
Appendix A.1.1.

2.3.2 Simplex-SPAM

The respective elements of the score vector for the Simplex-SPAM are given by

(see the Appendix A.2.1 for the demonstration):

. oL, (0, A\ . pm oL, (6, \ .
Uj(0) = p(@ﬁ) =X'Tf*,U)(6) = %(7) =B/ Tif* — \jAjv;,
J (2.12)
- l,(0, )
Up (0) = paT = ETTQCL,

where .7 = L SR k; Tl = dlag{(agl(ﬂl)/aﬂl)_la BRI (agl(:un>/a:un)_l}’ a = (ab s 7an)T7

a; = (yi; i), d(y; ) is defined in Equation (1.7),

26, "2
T; = diag{(agz(zﬁﬁl)m(?l)*la e (392(%){3%)1}; =01 ), [ = (1 bi)uiy: —

_ —_ =1,...,n.
pi(l = p 2@

;) and u; =

2.3.3 BR-SPAM

Based on Equation (2.8), Q(0|6™) = E[l5(0)]y, 6'™] will be used to obtain
the respective penalized gradient vector. Furthermore, the penalized gradient vector is

given by

UL0)" .U (60)",.... U0) . UK 0),Us0)) .

p

. (m)
) - 22007

where

UP0)=X"Tif*, UY () = B/ Ti f* — \jAjv;,

p

U%(9) = E'Tya, U;(G) = trace(D),

p

(2.13)
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5= Lk T = gl O} ) s Ol )}, = (o )T, it
pi = (1= 0:){di(y; — 67) +log(1 — i) = W[(1 = 6:)ps] + W ()}, 67 = W(dichi) — W[(1 = 65)bi],
yr =logly;/(1 — )], for i =1,...,n. Also, f* = (ff,....f)7", Where
o 20(1=2p) (0 (1—1) N o; .

ot %O _52,)] -0 -0 P

D = diag{d,, ..., d,},
o 2p4i(1 — i) @ _ (1—9) —(1—5 Gipti(1 — pi) (1 — 2p1) x _ ox
S e e | R s (LRl

i=1,...,n and Ty = diag{(0g2(¢1)/0¢1) ", ..., (092(¢,)/O¢,) ' }. The related demon-

stration can be found in Appendix A.3.1.

2.4 Penalized Hessian and Fisher information matrices

The necessary matrices of second derivatives realted to [,(8, ), for Beta-SPAM
and Simplex-SPAM, and related to Q(0|é(m)) for Beta-SPAM, with respect to 6, are

discussed in this section. For the two first models, we have that

Ue) U e) ... UPH0)
U89y U™ (0 UM% (0
UBH(H) _ 82117(07A) _ g ( ) g ( ) P . ( )
[{I;mﬁ(g) ({gml(g) l{;’k')’k(G)
Ure) Um() U™ ()
where U (0) = UpP(6)", U™(0) = U;?(9)", Up(9)

U re)7, j=1,...,

U3 (0)

Ue) Ufme) ... Ue) UM
U};ﬁﬂ(g U];n'n(g) U};yrm(g) UI;“"(O)
00 9%Q(0]6™) : : : :
Up (0) - W - TP TR TYR VR TYRE
Uy =(0) U(0) Uy (0) U (0)
U;P0) U;e) .. UpHe) U
Usf(6) UM(6) Us(0) U (0)
where U7 (6) = UpP(0)", UJ(6) = U;7(0)", U™(6) = U;™(0),
U777 (0)T, UP(0) = U(0)7, U1°(0) = U(6)

...k

(2.14)

=U(0)" and U, (0) =
k. On the other hand, for the third model we have

U (0) =

T TR ak T .
and U;*(0) = Up @), 5 =
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Finally, the Fisher information for the Beta-SPAM and the Simplex-SPAM is

given by
KP) KI7(0) ... KJ:(6) KP5(8)
K"8(0) KM (@) ... KM Q) K¢ (@
K%)= |- ZBON] _ P10 K0 P8 KO
P 06007 | ; ' ' ' ’ ’
K)*°(0) K)*(0) ... KJ™(8) KJ"(8)
K (6) K(e) ... K(0) Ki¢(0)

(2.16)

where K27 () = K%(0)", KP%(0) = K:#(0)", K, (0) = K, 7 ()" and K"(0) =
K(0), j=1,....k

2.4.1 Beta-SPAM

The elements of the Hessian matrix (Equation 2.14), are given by (see Appendix

A.1.2 for the demonstration of the results),

021,00, 0) 01,00, N)

UPP(9) = 96087~ -XTQX, UY™(6) = DT —B/QB; — \jA;,
Urs(0) = W =—E'SE, U’6)= W - -X'Q'E,

o0 = S0 - mlae. 0770 - S0 - Blos,,
Uyi(0) = W =-X'QB;,

(2.17)

j=1...k Q=diag{q,...,qm},

LV ) + (1~ o)} + 7 ) (25E0) (635“))] (fle)

g = @i

Q" = diag{qy, ..., q,},

991 () ) - (392(¢i)>1 ’

q = {Qﬁi[\lf/(Nini),ui - ‘I’/((l — i) ®a) (1 — )] — (yi — i)} ( i 9¢i

S = diag{sy,...,s,}, and

S; —

W (i) i + V(1= pa)di) (1 — ) = W' (i) + a; (392(“1')) (‘92%;(51-))]

a,ui i
" Dga )\
aul ’
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where W/(.) is the trigamma function, ¥'(z) = 0%logI'(2)/92?, for z > 0 and a; =
piy; — i) +1og(l —w;) — U[(1 — py)di] + ¥(ey), i =1,....n.

On the other hand, the elements of the Fisher information (Equation (2.16))
are given by (see Appendix A.1.2 for the demonstration of the results).

K (6) =E :—w: =X'WX, KJi(0)=E [—agg((;’;‘)} = X'WB,,
K (0)=E :—%‘:i‘): =E'PE, K/(0)=E [—a;lg(;;i‘)] — X"W'E,
s 0w o[ e,
K)i(0) =E _—w_ = B/WB; + \jA;,
(2.18)
where W = diag{wy, ..., w,},
w; = G [V (i) + W' (1 — i) ¢5)] (598127))_2 :
P=(p,...,p,)", and
= Voot + (0 - )0 -~ wio] (228) 7

Also, W* = diag{uwy, ...

,wr}, where

391(Mi))_1 (392(@))_17 i=1,...,n.

wi = {&[V (igi)ps — V(1 =)o) (1 — )]} ( Bps 09

2.4.2 Simplex-SPAM

The elements of the respective Hessian matrix (Equation 2.14) are given by

(see Appendix A.2.2 for the respective demonstration),

_O,(0,A) BCACRYE

TRRe) = L0 — _XTQX, UPi(9) = - -X'QB;
Up ( ) aﬁaﬂ‘r Q ) Up ( ) 868"}’; Q 70
TKK _ a2lp<9’A) . T “rBK _ 62lp(0,/\) o T *
Ur0) = ot — ESE U0 =g =X QF 210
- 9%1,(0,\) -~y 9%1,(0,\) '
Vik — -2 _BTO*E i) — -2 _BTOB.
. 2
Upvm(g) — M - —B]-TQBj — \A,

07,07
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where j =1,...,k, Q*:(q;,..,qZ)T

Y

i =0 (25)) ()

and u; is defined in Equation (2.12). Also, S = diag{s, ..., S,}, where
11 Pga(00)\ (Dg260)\ ] (Pg2(00)\ " .
= = d(v s , =1,...
) l%% gt s o ( 057 )\ 0, oo, ) T
d(y; p) is defined in Equation (1.7) and a; is defined in Equation (2.12). Furthermore,
Q = diag{Qla s 7Qn}7 where

; {u, + (Y — ) [2(% —pus 30— 2p) (L= 2pa)d(ys i)

]Hu(yi — [1;)

qi =
®i pi(L—pi) g (L — pi)? i (1 — pi)?

% g1 (p:) 9g1(:) B 991 (1) -
oz o Opi '
On the other hand, the elements of the Fisher information (Equation (2.16))

are given by (see Appendix A.2.2 for the respective demonstrations).

K (6) =E :—W: =X'WX, Ki(0)=E [—%‘:’;‘)] = X'WB,,
K™(0)=E _% =E'PE, K/*0)=E [—%g’;‘)] =0,
K}7(0) =E _—W: = B/ WB; + \A,;,

(2.20)

j=1,...k, P =diag{pi,...,pn}, pi = 1/(2@2), i=1,...,n, W = diag{wy,...,w,},
where

1 [ 3¢ 1 ] (agmi))” .
w; = —— + . ,i=1,...,n.
Gi | (1 —ps)  pd(1—pa)® |\ Op

243 BR-SPAM

The main diagonal elements of the Hessian matrix (Equation (2.15)) related to
the BR-SPAM, are defined below (see Appendix A.3.2 for the respective demonstration),

: 9*Q(6]6™) . 520(0)9™)

UP0) = =5 gpg = X RX. Up(0) = =2 0 TRB; — \A,;,
gy OPQO]0) o 02Q(0]6)

Up (0) = W =F SE, Up (0) = T = trace(J),

(2.21)
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j=1,...k, R=diag{ry,...,m},

(R - - e ]

c. 1—¢;) (1—¢)3
[ -a)e? L 6agi(l - 2u) . A1 (1) \
# 1= a)(1 =00 | T our 4 BTy (200

Opi
g1 (1) dg1(1)\ _
x( 012 i ,t=1,...,n,

where f; is defined in Equation (2.13),

w; = W'(6;0:)+ V' ((1—0;)p:), S = diag{s1,...,Sn},

5 = [—(1 (1 — )2V (1 — 8.)6)) + 82U (5,00) — V()] — as <392(¢¢)>

a; is given in Equation (2.13), i =1,...,n. Also, J = diag{j,

-+ jn}, Where
{5 -] - s
—(1-1) Vﬂ?(l (_ﬁ)zf)ls)_ 2/”)1 Vi((ll:ff)%)w;‘ +6(y; — 5;‘)] Ji=1,...,n.

The elements outside the main diagonal of the Hessian matrix, related to
Equation (2.15), are given by (see Appendix A.3.2 for the respective demonstration)

0%Q(6]6™)

B \ _ 92Q(6]0™) .

U’ <0):W:_XTRE’ U (Q)ZW:_BJTRE,
iy 92Q(0]0™) . 92Q(0]0™)
Uy (0= —"-"_ =B 'RB,, UP@)="—""""'=X"RB,,

: 0*Q(016™) - 82Q(6]6™)

Ba 2 Sl D T * yjc 2 Sl D T *

U’ (9) 9500 X'Tys*, UY(0) o 00 B/Ts",

e 0*Q(6]6™) Ty

U0 = 0a — E e

where T7 = diag{(dg1(111)/0p1) ", ..., (Og1(pn) /Opn) '}, RY = diag{ry, ... ,r}}

e lng

*

n=—(1—@){(<11 =Gt — (= 800 — 0 — )

5) ()
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Furthermore, Ty = diag{(9g2(¢1)/0¢1) ", ..., (0g2(¢n) /0pn) '}, 8" = (s1,...,s3) ", where
oo (Aol — ) —2m) | |0 (1= %)

= [ i
R | ] e e e )

(
1 6(1 — a)pa(l — i) o
X{_@[(l—@i)g_ (1 —e&)p ”}1_17”"%
c=(c,...,c)T", and
et = = o { [P0 g - w1 - a0 - - 01
for 1=1,...,n.

2.5 Parameter estimation

Beta-SPAM and Simplex-SPAM

For estimation of B and ~;,5 = 1,...,k in Beta-SPAM and Simplex-SPAM
we consider the Fisher scoring and backfitting algorithms. For estimation of 8 and
v;,J = 1,...,k in Beta-SPAM and Simplex-SPAM we consider the Fisher scoring and
backfitting algorithms. Given that, under certain regularity conditions (Green and Silver-

man, 1993), the penalized maximum likelihood estimator (PMLE) (0) exists and is unique

and considering A fixed, is obtained as solution of Uf = U;]l =... = Ugl = U[’f =0.

Since the respective solution have no-closed form, some optimization algorithm
should be employed to find the respective PMLE estimates, then we adopted the Fisher
scoring algorithm. Indeed, the estimates of 8 and v, j =1,..., k at the (u+ 1)-th step of
iterative process to maximization the penalized likelihood function is defined as
(u) ()

KE’B Kf’“ o Kka Ig(uH) _ 5(10 Upﬂ
K;hﬂ K;;h‘h o Kgryk 7§“+1) o ,7,%”) B U;l
ngﬁ Ky K 'YIiUH) _ ,YIEU) U];yk

Then, the backfitting (Gauss—Seidel) (Breiman and Friedman, 1985) iterations, that are

used to solve the equations of above system, take the form:

k
=1

]*
J#]

A~ (BIWOB, + \A,) B W [z(“) S XB - S Bt a2m)
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k
u=0,1,2,...,7=1,.... k, where, z = X8+ Z Bj~, + (W(“))’lTlf*. For more details
j=1
about backfitting see, for example, Hastie and Tibshirani (1990), Righy and Stasinopoulos

(2005) and Ibacache-Pulgar and Reyes (2017).

On the other hand, the PMLE of k, says &k, can be obtained, following
Ibacache-Pulgar and Reyes (2017), using the Fisher scoring algorithm. Then, given
B(““),'AUH), o ,»y,(;‘“), in the (u + 1)-th step of estimation algorithm, & estimates
is obtained by the following equation,

(ut1) _ .(w) _ kr\—171 n‘
K K (Kp ) Up (,3(’”'1)7‘>’§u+1)’~~->'Y;(gu+l)7'€(“)).

(2.24)

In summary, the PMLE of 8 = (8",~/,...,7.,k")" can be obtained by
iterating between the backfitting and the Fisher score algorithms to obtain PMLE of &,

which is equivalent to the following iterative process,

(i) To choose suitable starting values, say ,3(0),%0), '750), . ,’y,(CO) and k©:;

(ii) To obtain BTV and '7](-u+1), j =1,...,k using the backfitting algorithm (Equa-
tions (2.23a) and (2.23b)), considering &*;

(iii) Then, for current values B, AR Lt ,»y,i“*”, to obtain &+ through
Equation (2.24);

(iv) Iterating between (ii) and (iii) until reach some convergence criterion, that is until
100D — 0| > €,¢ > 0.

BR-SPAM

As presented in Section 2.3.3, the EM algorithm iterates between the E step,
which consist in to compute Q(0|68™)) (see Equation (2.9)), and the M step, which will be
presented here. The penalized maximum likelihood estimator (PMLE) of 6 is obtained as
the solution of Upﬁ = U;;“ == U;;“ = U; = 0. Since such equations do not lead to an
analytical solution, it is necessary to use some numerical optimization algorithm. Among
others, the L-BFGS-B algorithm (Byrd et al., 1995), optimization using PORT routines
(Gay, 1990), the Nelder-Mead algorithm (Nelder and Mead, 1965), are interesting options.

Then, we subdivided the M step into two other steps: in the first one, the
parameters related to the non-parametric part were estimated using one of the aforemen-
tioned algorithms, whereas, in the second one, given the estimates already obtained, the

parameters related to the parametric part were estimated using the same former approach.

The numerical optimization procedures require to provide initial values. For

41 ..., and K, based on penalized least squares estimates, we choose 80 = (X T X)™!
Y Y. P q
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XTy, 7" = (B]B; + A;) "B (y - XB),j=1,....k and k' = (ETE)'ETy.
For «, we follow Silva et al. (2020), considering that it controls the tails of the beta
rectangular distribution. Therefore we use the method of the moments estimator of the

degrees of freedom, says v, of the Student t distribution. Specifically, we have that Dy, =

-23 v/ (Z Y2 — n) ,n < Y_yi. Then, we consider the following reparameterization
i=1 i=1 i=1

(since av € [0,1]) Dr = Darar/(Darns + 1), such that ol® =23 y?2/ (Z v + n)
i=1 i=1

The joint iterative process, in order to find the PMLE of 0, is given by

(i) To choose suitable starting values, say ,8(0),%0), 'yéo), o 77}i0)’ £ and o(¥;
(ii) To compute ¥ (E step in Equation (2.10));

(iif) To use some optimization algorithm to maximize Q(@]@™) in relation to 4 to find
’Y](u—‘rl)’j = 17 ctt 7k;

(iv) For current values D =1k, to obtain BTV k® ) and ot through

some optimization algorithm to maximize Q(G!O(“)), concerning those parameters;

(v) Iterating between (ii) and (iii) until reach some convergence criterion, that is until
100D — W] > €,¢ > 0.

2.6 Effective degrees of freedom

In additive linear models, the degrees of freedom correspond to approximately
the number of effective parameters related to the non-parametric components. Then,
following Hastie and Tibshirani (1990) and Eilers and Marx (1996) the effective degrees
of freedom corresponding to the j-th non-parametric component is given by: df,, =
trace{BjT/WBj(BjT/WBj +A;A;)7'}, for the Beta-SPAM and the Simplex-SPAM, whereas,
for the BR-SPAM, it is given by: df,, = trace{BjEBj(B;R\Bj +NA) LY =1,k
(for more details about the development for the degrees of freedom of the BR-SPAM, see

Appendix A.5). In this case, the total effective degrees of freedom are approximately given

k
by df(A) = p+ Y dfy, (N).
j=1

2.7 Model selection criteria

The Information Criteria (IC) adopted in this work are: the Akaike Information
Criterion (Akaike, 1974), AIC = —21,(8, X) + 2[s* + df())], the Bayesian Information
Criterion (Schwarz et al., 1978), BIC = —21,(0, X) 4+ log(n)[s* + df ()], the Hannan-Quinn
Information (Hannan and Quinn, 1979), HQIC = —21,(8, A) + 2[s* + df (A)] log(log(n)),
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the corrected AIC, AICc = AIC + (2k™ (k™ +1))/(n — k™ — 1), the sample adjusted BIC,
SABIC = —21,(8, A) +[s* +df (\)] log((n+2) /24), and the Generalized Akaike Information
Criterion GAIC = —21,,(8, A) + k*[s* +df (\)], where k* = 1,... log(n), k** = [s* +df (N)],
s* is s* = s, for the Beta-SPAM and the Simplex-SPAM, whereas s* = s + 1 for the

BR-SPAM, where s is the number of precision/dispersion parameters.

2.8 Estimation of smoother parameters

For selecting the smooth parameter, it can be considered the generalized cross-
validation method (see Wahba and Wold (1975) and Wood (2017), for example). Indeed,
for the Beta-SPAM and the Simplex-SPAM, A is chosen such

s — o] B
[1 — n—ltrace{H(X)}]?’

where w; is the i-th component of the diagonal of the respective Fisher information, 2™

A = argmin, GCV(A) = argmin, Z

is the i-th component of the vector 2 = X8 + Y Bjy; + (W)™ 'T f*, and, for the
j=1

BR-SPAM,
72(2** _ ZUTB)Q
[1 — n—ltrace{H(X)}]?’

where r; is the i-th component of the diagonal of the respective Hessian matrix, and
k

A = argmin, GCV(A) = argmin, Z

27" is the i-th component of the vector 2™ = X8+ > Bjv; — (R)"T1f* and H(X) is
j=1

defined as H(A) = N* [N*TWN* — A)] " N*TW, where A(X) = &7, \,A%, N*€ =

[(X.By,....B)J¢, € = (B ,AN)T, v =(v/,....,%])" and W is the respective Fisher

information for Simplex-SPAM and Beta-SPAM, whereas, for BR-SPAM is the respective

Hessian matrix. Another possibility is to select A through Information Criteria, which was

described in Section 2.7, for example doing A= argmin, AIC.

2.9 Obtaining the standard errors

Beta-SPAM and Simplex-SPAM

Following Wood (2017), we consider, as the estimator of the covariance matrix,
00 )\ —1 . 00 )\ —1/2 00 . .
(K,"(8)) " and for standard error, diag{(K," (6)) /2} | where K7 (0) defined in Equation
(2.16).

BR-SPAM

Since we employed the EM algorithm, the standard errors will be obtained

from the empirical information matrix. The Louis’ principle (Louis, 1982) relates the score
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function of the incomplete data log-likelihood with the score function of the complete data
log-likelihood, through the 5/,(0) = Eg[\/.(0; Y| Yoss)], where 7,(0) = 01,(0; Yops) /00
and v.(0) = 01.(0;Y.)/00 are the score function of incomplete and complete data,
respectively. As defined in Meilijson (1989), the empirical information matrix, can be

calculated as:

" 1
L(0ly) = s(:l0)s(1:]0)" — ;S(yIO)S(yW)T, (2.25)
i=1

n

where S(y|0) = > s(y;|0), where s(y;|0), i = 1,...,n is the score function for the i-th
i=1
observation, given by:

alc<0;yiavi)
19y =F | L\
S(ylye) [ 80 |y170‘| Y

and I5(8|y;, v;) is the penalized complete log-likelihood given in Equation (2.8).

Replacing in Equation (2.25) @ by its maximum likelihood estimator, says 0
and considering v/,(0) = 0, Equation (2.25) can be rewritten as

n

I.(6ly) = > s(y:l0)s(y:|0) "

=1

Specifically, the score vector for the i-th observation can be decomposed into:

8(1116) = (s5(4il6), 57, (418), - -, 55, (4:16) 5(4:16), 50 (:16)) "

where
R e ]
(1= )1 - o) P - 6;*)} (‘9‘0’5,3’;”)) 2 (2264)
Cf20(1 = 2p) [0 (1 — 1)
S7j(yi|0) - { 1—¢ |3,51 - (1 - 52)]
. b Og1(p)\
e ) L Y
— NA;, (2.26b)
$k(yil€0) = (1 — 0:){0:(y; — 6;) + log(1 — y:)
—W[(1 - 6] + W(6)} (aggq(jfi)> . (2.260)
S I T e
j=1,...,k and ¥; is given by Equation (2.10). Thus, the empirical information matrix

can be calculated through Equations (2.26a) to (2.26d). Therefore, Cov(8) and SE(8) are
estimated by (I.(8]y))~" and diag{(I.(0|y))~"/?}, respectively.
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2.10 Hypothesis testing

For testing linear statistical hypothesis, that is, Cs = d, where rank(C') = [,
[ >porl>q, it can be used the following Wald-type statistic

&w = (C¢—d) (CV.CT)H(CS —d).

Under Hy, &w % X7, where % means convergence in distribution when the
n—,oo n—oo
sample size tends to infinity. Also, ¢ can be either a subvector of 8 or a subvector of K, V.

is the matrix of variance-covariance related to ¢, obtainable from Cov(8) = (K )

2.11 Model fit diagnostic tools

Statistical models, in a general way, are sensitive to the lack of the underlying
assumptions. Also, influential observations can lead to misleading conclusions. Therefore
it is important to check the goodness of model fit, at an overall level and for each specific
assumption, as well as to check the presence of influential observations. Here we developed

residual and influence analysis tools.

2.11.1 Leverage

The main idea underlying leverage analysis consists on measuring the variation
of predicted values, under some perturbation scheme of respective observed values. Within

this framework, one of the most usual approach is the generalized leverage, introduced by
Wei et al. (1998), defined as

)
=0

GL(O) = { Do (-U) " T}

where, for all three models, D}y = 8,u/<9OT = [T X, T\By,..., TiBy,00,5)] , Opxs is a
matrix of zeros. Also, Ug % and Upe Y assume the following structure, for each one of the

developed models:

« Beta-SPAM: The elements of U]f = 0°1,(0)/0000" are defined in Equation (2.17)
and
I’]By — @le(e)
P 000y "
where B* = diag{b],..., b}, bF = —(y; — i)/ [yi(1 — y1)], M = diag{my, ...,
my,} and m; = 1/[y;(1 —y;)] fori=1,... n.

= [ X'"TW®M,B/T\®M,... BT\ ®M,E'T,B"]",

« Simplex-SPAM: The elements of U]f ® = 0°1,(0)/0000" are defined in Equation
(2.19) and

)
000y "

U = [X"®T\M,B]®T\M,... B/®T,M,E T,B|",
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where B* = diag{bf, cee 752}7

b 1 [ 2(y; — ;)

P 201 — ) 31— )
d(y; i) is given in Equation (1.7), M = diag{m,, ..., m,} and

1 [3(% —w)® (1= 2y)(y — s)?

T o0 | =y~ pl—p 1] : (2.28)

5 — dyis i) (1 = 2yi)] , (2.27)

my;

« BR-SPAM: The elements of Ugo = 52Q(0]0)/0000" are defined in Equations (2.21)
and (2.22) and

oy _ 0°Q(0]6)
P 000y T

where B* = diag{bj,..., b}, b = (1 — 0,)[(6; — vi)/(wi(L — )], ¢ = 1,...,n,
M = diag{my,...,m,},

= [X'T\M,B/T'\M,... . B/ T\M,E"T,B* h'|",

(1 — (1 — ¢i 1 o
m; = (1 —0;)(1 a)(l—sl-)?’ RS i=1,...,n, (2.29)
h=(hi,...,h,)", and
ik = ) (X — 2) 1 -
hi =—(1— 1) e =)’ i=1,...,n. (2.30)

The index plot of GL(é)n and GL(é)ii against the fitted values can be used to

detect observations with high leverage values.

2.11.2 Residual analysis

Residual analysis aims to check the validity of model assumptions and/or the
goodness of model fit at an overall level and for specific model assumptions. A useful
approach is to so-called the quantile residuals (see Stasinopoulos et al. (2007)). Given
a continuous probability density, says f(y;|@), i = 1,...,n, the associated cumulative
distribution function, says F(Y;; @), are uniformly distributed on the unit interval, if the

model is well fitted to the data. Indeed, the quantile residuals are defined as
1 A [ A
= e i) = oot ([ i)y,

where ®(.) is the cumulative distribution function of the standard normal distribution
and fy(y) is defined in Equations (1.1), (1.6) and (1.3) for the Beta-SPAM, Simplex-
SPAM and BR-SPAM, respectively. Thus, if 6 are consistent estimators, the distribution
of r; converges to the standard normal. Therefore, we can build appropriate quantile
quantile plots with envelopes, as well as other usual plots as the residuals against the

index observations and the fitted values.
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2.11.3 Cook’s Distance

Case deletion diagnostics is commonly employed for measuring the influence of
each observation in the fitted model and is built considering the model without the i-th
observation, i. e., t = 1,...,n, with ¢ # i being the new index of variables, the penalized
log-likelihood, 1,,;)(8), is given by

APy " A
Ly l)<0 A) =) Z?]% ] ):;lt(e)_zgj% Ad

J=1 Jj=1

Let é(i) = (B(Ti),'?f(i),...,'yk() ) be the MPLE of 6, says € based on
lp@)(0, A). To evaluate the influence of i-th observatlon on the MPLE estimate of § =
(BT A A RT)T, we may compare BA(Z») with 6. The higher is the influence of a given
observation, the more attention it is necessary. If the distance between these two sets of

estimates are sufficiently large, such observation is considered as influential.

It is possible to see that it is necessary to obtain é(i) for all observations, which

can demand a large amount of time, mainly when the number of observations is large. For

this reason, it is usual to consider instead of 0 (i) 0 s =04 U;"’(e)] Up(z (), where

alp(i) (07 )‘)
00

0°1,(6, \)

06007 |, 5

0=0
which was proposed by Cook and Weisberg (1982). The generalized Cook’s distance is
then defined as the Euclidean norm of (BA(Z-) — 8), which is given by

A A . A

GCD = (8 — 0)"U(6)(0) — 0), (2.31)

where Ug o(é) is the observed information matrix. Then, replacing é(i) by éa) in Equation
(2.31), we have that

GCD:{[—U 2 (6)] 7 Uy (0} T [0 (0){[-U,° ()] ' Uy ()}
= [Upo)] -0 (0"} Uy,
= [U"@)]T[ U, (0) ' Uysy = [U 1760,

where U;?(i) is the gradient vector without the ¢-th observation, i.e., it is defined for
t=1,...,n with ¢t # i. To identify influential observations through the Cook’s distance,
the index plot of GCD; is recommend.

For the Beta-SPAM and the Simplex-SPAM, Ug(i) is defined as in Equations

(2.11) and (2.12), respectively, and the components of the vector éa) = (,32‘3 'Ayik(T) . ,’?Z(T)
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T, are given by,

szi) =B+ (XTQX)_lx(I)Tl(i TGy
Yo =% + (B QB1+ MA) ' [B Tuy £y — MAA],

Yy = e+ (B @By + NeAy) By Ty £y — M Arl,
Riy=Fk+ (ETSE)AE(TZ‘)TM)C%‘),
where Bj;) for j = 1,....k, Ey), X, Ty, Tou, f(*i), a;) are given in Equations (2.1)
for Beta-SPAM and (2.11) for Simplex-SPAM, without the i-th observation.
For the BR-SPAM, instead of the log-likelihood, we do the development based
on Q(616), then, let Q;)(8]6) = E[I5(0) |y, 0], with I5;,(0) = znjz:w) —~TA~, and
t=1

[7(0) defined in Equation (2.7). Additionally Ug(i)(é) and Ug 9(6) are defined, respectively,

as,

o A 0Q(0)0) o0 0°Q(8]0)
0 _ (4) 009\ —
Up(l) (0) 89 ezé and Up (0) aeagT ezé
3T A A R

Finally, the components of the vector éz‘ (,B

are given by
. A -1
By =B+ (-X"RX) X[Tf,
-1
Yig =%+ (_BIRBl + >\1A1) {B oo fi AlAl'yl}

*

A T BT ¥ Y
0 =Y+ (—Bk RBy + )\kAk) [Bk(i)l-'(i)f(i) - AkAk’Yk’} ’
ki) =k + (E'SE)" E/ \Tyag).
Gy = a + [trace(J)]_ltrace(D(i)),

where X, £, T, Tow), Days aw), Bjay, for j =1,...,k are given in Equations (2.1)
and (2.13), Wlthout the i-th observation.

2.11.4 Local influence analysis

The likelihood displacement for Simplex-SPAM and Beta-SPAM, which defined
as LD(w) = 2[1,(6,\) — lp(éw,)\)] > 0, can be used to assess the influence of some
perturbation scheme on the MPLE estimates (8). Here, 6,, is the MPLE estimate under
a perturbed model, and the perturbed penalized log-likelihood function is denoted by
1,(6, A|w), where w = (wi,...,w,)" is an n-dimensional vector of perturbations restricted
to some open subset 2 € R". Furthermore, it is assumed that exists wy € €2, a vector of
no perturbation, such that ,(8, Awy) = 1,(8, ).
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When the complete log-likelihood, namely I7(6|y.), is used as in BR-SPAM,
it is possible to define [;(0,w|y.) as the complete log-likelihood of the perturbed model
and to use the Q-displacement function defined as QD(w) = 2[Q(0|0) — Q(6,,|0)] for
local influence analysis, where 6, is the maximum of Q(0,w|0) = E[l5(0ly, 0)] and it is

assumed that exists wy € €2, a vector of no perturbation, such that Q(8, wy|y.) = Q(8|wy).

The idea of local influence consists on to study the behavior of LD(w)(QD(w))
around wy. The procedure seeks to select an arbitrary direction I of norm 1 (|| I ||= 1),
and inspecting the plot of LD(w + al)(QD(w + al)) against a, where a € R, which is
known as projected line. In particular, when LD(wg) = 0(QD(wp) = 0), we have that
LD(wg + al)(QD(wp + al)) has a local minimum at a = 0. Each projected line can be
characterized by a normal curvature C;(0) around a = 0. This curvature is interpreted
as the the inverse of the radius of the best adjusted circle at a = 0. Then, instead of
study all possibles for I, a suggestion is to consider the direction l,,,, that corresponds
to the highest curvature, denoted by Cp,,,.. Cook (1986) used the concepts of differential
geometry to show that the normal curvature in the I direction assumes the form C;(0), and
based on that, Zhu and Lee (2001) proposed a normal curvature using QD(w), showing

that the normal curvature in the I direction is given by
Cy(0) = 2T AT[-UY(9)] ' All,

where —Ug 9(0) is the observed Fisher information matrix, and Ug 9(0) is defined in the
Equation (2.15). For the curvature based on LD(0) and QD(8), A, is given, respectively,
by:

0Q(616)

A= et

91,0, A|w)
A= AY)
000w

Ozé,w:wo B:é,w:wo

The maximum of 1" ZI, where Z = AT[—UPM(G)]_lA, corresponds to the
highest eigenvalue (in absolute value) of Z. Thus, C; . corresponds to the highest

eigenvalue of the Z matrix and l,,,, denotes the corresponding eigenvector.

The index plot of |I,.x| may reveal the observations with the highest influence at
the neighborhood of LD (wy)(QD(wy)). Those observations may lead to substantial changes
in the estimates of parameters under little perturbations in the model and/or the data. If
the interest lies on studying the local influence on a subvector 8; of @ = (6,0, )", the

respective normal curvature at the direction I is given by Cj(6,) = 2]lTAT([UIf o) -

Z1)Al|, where
0 0
4= (0 U (6 —1)’
[U,;*(0)]

and —Ug292(0) denoting the observed penalized Fisher information matrix for 6,. The
index plot of the eigenvector I = l,,,,, which corresponds to the largest absolute eigenvalue
of the matrix AT([Uge(e)]’l — Z,)A, may indicate the points with large influence on 6;.
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In this section, three different perturbation schemes are considered, namely:
case-weight, response perturbation and covariate perturbation. To obtain local influence
measures it is necessary to obtain U;) % and A, which are presented, for each perturbation
schemes, below.

Case-weight perturbation

In this case the perturbed penalized log—likelihood function is given by

1,(0, Aw) =1(0|lw) — Z J'yj,

where [,(0, A|w) = Zwl (0), with 0 < w; < 1. Hence, considering wy = (1,...,1)", the

elements of the vector A, for the Beta-SPAM and Simplex-SPAM, are expressed as

021,(6, A|w) ) )
—_— = X Tidi *

OBIWT g g s diasts )
9°1,(0, A|w) o )

i bl = B! T\di e =1,...,k

(9'7]&.0T Bzéyw:wo j 1 lag{f} 2 }’ J ) s vy
9°L,(0, A|w) o
—_— = FE ' T)di a

where a, T}, Ty, f* are all defined in the Equation (2.11) for Beta-SPAM and in Equation
(2.12) for Simplex-SPAM.

For the BR-SPAM, the perturbed Q-function is given by

=1

with 0 < w; <1 and wy = (1,..., 1)T. Hence, the elements of the vector A are expressed
as
0*Q(8,w|9) T :
A = X Tidi *
aﬁawT 0:@ wW=wo ' lag{f },
5°Q(0.[0) S
e = B, T\di ¥ =1,....k
8’)/]8(-0—'— ezé’w:wo i+l lag{f }7 J ) s Tvy
9*Q(8,w6) Tt
4 = FE T,diag{a
T N 2diag{at,
PQ(6.w|0) _g
dadw™ | _, oy Y

where T, a and f* are defined in the Equation (2.13). Additionally, d* = (d},...,d:)",
with
2, (1 — ) [0 (1— o (1 — ) (1 — 24
g = 21— ) [vz ( Uz)] B [cbm( ( pi) (1 — 2p17) (i — &), (2.32)

T (1—a) |la (1-g) 1—g)?
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Response variable perturbation

Let us consider an additive perturbation on the i-th response by making
Yiw = Y; + w;. Then, the perturbed penalized log-likelihood is given by Equation (2.5) with
y; replaced by y;,. Then, considering wy = (0,...,0)", the elements of the vector A, for
Beta-SPAM and for Simplex-SPAM, are expressed as

91,(0, A|w)

= XTI\ M
aﬁawT Bzéw:wo ' 7
021,(0, A|w A
o i s
;0w 0=0,w=wo
91,6, Alw) o
—_— = FE T,B*
an('?wT B:éw:wo 2 ’

where, for Beta-SPAM, M = diag{m,,...,m,} and B* = (bi,....0%)", m; = ¢;/[y:(1 —
y;)] and b = —[y; — wil/[yi(1 — y;)], @ = 1,...,n, whereas, for Simplex-SPAM, M =
diag{p;m1, ..., psmp}, m;, i =1,...,n defined in Equation (2.28) and B* = diag{0bj, ...,
bi} " and b}, i =1,...,n defined in Equation (2.27).

For the BR-SPAM, the perturbed Q-function, under the same additive pertur-
bation on the i-th response, is constructed from Equation (2.9) with y; replaced by y..

The elements of the vector A are expressed as

0*Q(8,w|9) T
—_— 7 =X'T'M
6'86wT B:éw:wg ' 7
9*Q(0,w|6 N
) A
;0w 0=0,0=wy
2Q(0,w|6) -
e =FE T,B"
0l<:,awT 0—0 w=wo 2
92Q(0,w|0) _ AT
0adw™ |, g 0 ’

where M = diag{m,,...,m,}, m;, i = 1,...,n, B* and h are all defined in Equation
(2.29). Also T} and T are presented in Equation (2.13).

Continuous covariate perturbation

Consider an additive perturbation on a continuous covariate by making x; +
ws,,, where w € R is a vector of small perturbations and s,, is the standard deviation of
x4 (Thomas and Cook, 1990). For the linear predictor related to the mean, the perturbation
will be adding only on the covariates related to the parametric components. Then, under
the scheme of covariate perturbation, we have that 1y, = 51+ fazio+- - -+ Ba(@ig+wisz, ) +

k
st Bpxp + z b;;v; and g(iiw) = Miw- Then, based on this new linear predictor, all
j=1
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the process to obtain the perturbed penalized log-likelihood function and the Q-function

remains the same as discussed for each model in the Section 2.2.

As the dispersion/precision parameter has also a linear predictor related to
it, the design matrices X (related with mean) and E (related with dispersion/precision)
could be functionally dependents. Then, there are some cases to be considered when we
add some perturbation on X that could interfere with E also. These cases are described

below with the implications related to each one of them.

Case: X and E are functionally independent

In this case, ¢;, = ¢;. Hence, considering wy = (0, ... ,0)", the elements of A
for the Beta-SPAM and the Simplex-SPAM, are given by

921 (6, Alw) e
EARt g ™I Q= T
21,0, A|w) N

0’7j0wT 0t o Sa:dﬁd j Qv J ; ) ka
9216, Alw) N
LA = s BTQ

OpOw T =0 c=wy Paseas @

where (3; is the estimator of the parameter related to the d-th covariate, J is a p x n
matrix of zeros except for the d-th line, which contains ones. For the BR-SPAM, the above

elements are given by

W L, = slaX R Thdes(f )
W o = Buse,B/ R, j=1,...,k
W 0=0 w—wo - édsxdTldiag{‘i*}'

Case: X and E are equal

When X = E, we have that ny, = k1+kKoZio+- - -+ Ka(Tig+wiSe,) ++ -+ EpTip,
the i-th precision parameter, ¢;,, is such that gs(¢i,) = 192i, Additionally, for the Beta-
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SPAM and the Simplex-SPAM, we have that

21,6, Alw) N o
Sy, = X (i@ @) - Thdies{ £]

0°1,(8, Alw) AU
Oy o —50,[ B (3Q + Q"#a) — TTidiag{ £}, j=1,....k,
021,60, Alw) B .

COkOWT |,y o —52,|E " (RaS + Q" Ba) — T Trdiag{a}],

where k4 is the estimator of the parameter related to the d-th covariate, and for the
BR-SPAM, we have that

9’Q(6,w|0)
0B0wT
8?Q(0,w|)
87j8wT
9’Q(6,w|0)
OkOw T
9Q(0,w|)
0w T

= 5., | X T (BaR — R*irg) + JTidiag{f*}],
Bzé,w:wo
= 5,,[B] (BaR — R'g) + TTidiag{f*}], j=1.....k
B:é,w:wo
= 5., |E" (R4S — R*By) + JThdiag{a}),
Gzé,w:wo
= sy, [BdTidiag{8"} — ReTrdiag{é"}].
0=0,w=wo

Case: X and E share some covariate

When some perturbed covariates in X are also present in E two approaches

can be considered. First, it can be considered that e;y = x4, for some pair (d,d") with d =
2, ..., p and d/ = 2, ., S In this case, 12, = K1+ KoNg+- - '+’€d’(xid+wisxd) + - ’+"€pnip
and, for the Beta-SPAM and the Simplex-SPAM, we have that

0%1,(0, A|w A A AL L

géaw” b (X7 (84Q + QRar) — T Thdiag{ f*}],

0°1,(0, Alw) 5 AL Ars P
;%T ot = —54,[B] (BiQ + Q*Ra) — TTidiag{f*}], j=1,...,k,
0°1,(0, Alw) Tio &1 O Ao

TORIGT |pgn [ET(kaS + Q*Ba) — PThdiag{a}],

where P is a s x n matrix of zeros except for the d’-th line, which corresponds to a unity
vector, for d' = 1,...,s. Furthermore, for the BR-SPAM, we have that

92Q(0,w|0) NP N

0BT g, N TR — R'a) + T Tidiag{ £},

9?Q(0,w|0) AaA o . ,

COy0wT =0 w=wp = 54,[B] (BaR — R'iq) + TTidiag{f*}], j=1,... .k,
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9*Q(6,w|0) e S — R [ydiag{@
W 0=0,w=wq - Sacd[ET(K’d’S - R 5d> + PTzdlag{a’}]’
0°Q(0,w|6
g(iaul) ooy Suq[BaTidiag{8"} — RaTrdiag{€"}],

In the second approach, let e;¢ = G(x;4), where d=2,... ,pand d =2,...,s,
such that G is twice differentiable. In this case, 12, = k1 + Konig + - - + K G(Tig +w;Sz,) +
-+ + Kpn;y and for the Beta-SPAM and the Simplex-SPAM, we have that

91,0, Alw) A AL A Lo

W oo = —Szy [X (ﬁdQ + Q G/fd’) - jTldlag{f }]7

01,(6, Alw) N L
Gp’ij =0 w=cwo = —5,,[B] (04Q + Q" Gry) — TTydiag{f*}], j=1,....k,
9%1,(0, \|w A « 5 5 A

T = elE (0GS + Q ) - PR Glins{a)]

where G = diag{0G(x14) /014, - . -, 0G(Tpa)/Oxna}. Additionally, for the BR-SPAM, we
have that

W L =X G+ I

W o = SlB u - REGR) + ITingl £ 5=k
W L, =l (GS )+ PRGes(o),

W 0—0,0—wo = $4,(BaT1diag{8"} — kg GTadiag{é"}].

2.12 Link functions choice

In this section we present the link functions considered for each parameter.
For the dispersion (¢) and probabilities of augmented data (py and p;) we considered the
log/sqrt and logit links, respectively, following the McCullagh and Nelder (1989). For the
mean we considered: the logit, probit, c-log-clog, loglog and cauchit links. The first two
are symmetric, the third and fourth are, respectively, negative and positive skewed and
the last one is symmetric with heavy tails. See McCullagh and Nelder (1989) and Koenker
and Yoon (2009), for example. In Figure 10 we can see the behavior of these links. The
probit goes to zero and one at the same rate. The same occurs with the logit and cauchit,
but the respective rates are smaller than those of probit link, being even smaller for the
cauchit link. On the other hand, for the cloglog and loglog, those rates are not the same,
where for the cloglog the rate of convergence to one is higher than to the zero, occurring

the opposite to the loglog.
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Figure 10 — Comparison among probit, cauchit, logit and cloglog link functions: Plot of
their cumulative probability function vs the linear predictor 7.

2.13 Computational tools

All methods proposed in this work were implemented in the R program (R
Core Team, 2020). The Beta-SPAM and Simplex-SPAM were implemented within the R
package, gamlss (Stasinopoulos et al., 2007), which handles with the Generalized Additive
Models for Location, Scale and Shape. The framework of the gamlss accommodates the
developed methodology for these two models. In such package it is available the so-called
RS algorithm, which allows for fitting models similar to these two, under the presented

estimation process.

For the BR-SPAM, the maximization process was done by using the function
optim of the software R, which considers the L-BFGS-B algorithm (Byrd et al., 1995) to
obtain the maximum of Q(8|6™), since the Hessian matrix extracted from the optim
is a good approximation for the one obtained analytically in the previous section. And
the function nlminb (Gay, 1990) that uses, which they call as optimization using PORT
routines. The last function, present same performance of optim, but in some cases, is
faster than optim. We intend to let all routines available in a R package within a near

future.

2.14 Simulation Studies

In this section, we present the results of four simulation studies. Section
2.14.1 is related to the a parameter recovery study. In Section 2.14.2, we perform a

link misspecification study. In Section 2.14.3, we evaluate the response distribution
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misspecification. Finally, in Section 2.14.4 is presented a study of the performance
of the proposed quantile residuals and the local influence measures. The results for
the first study are presented in Appendix, whereas the other studies are available
at https://github.com/aureaflg/Simulations-study.git, where we present repro-

ducible codes as well as related plots and tables.

2.14.1 Study 1: Parameter recovery

We considered several scenarios of interest defined by the combination of the
levels of some important factors. They are (with the respective levels within parenthesis):
sample size (n) (50, 100, 500), regression model (beta, simplex, BR), link function (probit,
logit, cauchit, cloglog, loglog) and modeled parameter(s) (mean and dispersion). For each
scenario, R = 300 replicates of Monte Carlo were generated, using a given model (as we

explain ahead). The general scenarios are described in Table 2.

Table 2 — Scenarios of simulation study 1

Regression model Link functi
(modelling mean and dispersion) " HHi HCHons

50

betabeta(u;, ¢;) 100 | probit, logit, cauchit, cloglog and loglog.
500
50

simplexsimplex(p;, ¢;) 100 | probit, logit, cauchit, cloglog and loglog.
500
50

BR(us, ¢, @) 100 | probit, logit, cauchit, cloglog and loglog.
500

In all scenarios the following structure for linear predictors was considered to
both simulated and fit the data sets: g(u;) = 51.X; + cos(Z;), log(¢;) = ko + k1 E; for
i=1,...,n, where X; % uniform(0, 1), £; w uniform(0, 1) and Z; w uniform(0, 37), g(.)
is either the probit, logit, cauchit, cloglog. The actual values for the parameters were:
loglog link (87 =1, ko = 1, k1 = 2, @ = 0.7) and other links (5; = —1, kg = 2, K1 = —3,
a = 0.7). This change to the loglog link function is justified by the fact that, depending on
the parameters chosen, generating from the models using this link function can generate
values very close to one or zero, which could compromise the fit of the models to the
simulated data even for the BR-SPAM model. For all models, the knots number and the
smoothing parameter A were set on 40 and 100, respectively, because these assigned values

were efficient in making the fitted curves smooth enough.

The related results are presented in Appendix B.1, where Figures 34 to 38 are
related to Beta-SPAM, Figures 39 to 43 are related to Simplex-SPAM, and, Figures 44
to 48 concern to BR-SPAM. Generally, for all models, the parameters were properly
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recovered, even under small sample sizes. Also, as the sample size increases, the estimates
become more accurate. For the BR-SPAM under the cloglog and loglog links, the results
were less accurate, compared with the other scenarios. Indeed, the associated bias tend to
slightly increase, as the sample size increases, despite of the their low magnitude. However,

such issue does not compromise the overall accuracy of the estimates.

2.14.2 Study 2: Link function misspecification

Only the scenarios varying the regression models (beta, simplex, BR) and the
link functions (probit, logit, cauchit, cloglog,loglog) are considered. We set the sample size
in 500, modeling the mean and the dispersion. We generate only one replica from each
model, setting a distribution and a link function for it, and fit the simulated data using a
model with the same distribution but varying the link function, using all the different ones
from the one used to generate the simulated data. In Table 8 we present the 60 scenarios

of interest.

Table 3 — Scenarios of simulation study 2

Distribution that will generate Actual link function Link function considered in
and fit the simulated data fitted model
beta(u;, ¢;), logit probit, cauchit, cloglog and loglog
. probit logit, cauchit, cloglog and loglo
stmplex(y1i, i) cauchit loggit, probit, clogglogg and logglogg
or BR(u;, ¢i, ) cloglog logit, probit, cauchit and loglog
loglog logit, probit, cloglog and cauchit

The considered linear predictors and link functions for related scenarios are given
by: g(pi) = przi + cos(z;), log(¢;) = ko + ki€, for i = 1,... n, where X; w uniform(0, 1),
B % uniform(0, 1) and Z; ud uniform(0, 37), is either the probit, logit, cauchit, cloglog.
The actual parameter values considered loglog link were 5, = 1, kg = 1, k1 = 2 and
a = 0.7, whereas for the other cases were 1 = —1, kg = 2, k1 = —3 and a = 0.7. This
change considered for loglog link is done, because depend on the actual parameter values,
to simulate and adjust considering this link function may be difficult, given that the
simulated data are too close of one and zero some times. We considered the accuracy in

terms of model prediction and parameter recovery.

In general, for the Beta-SPAM and the Simplex-SPAM the actual mean was
properly recovered. The BR-SPAM presented more problems with the misspecification of
link function, mainly for the cases in which the cauchit were the link of the fitted model,
also in the cases where the model was generated from the cloglog and was fitted with
loglog, the points presented a great dispersion. The parameter recovery, in general, was
good, when the link function that generating was symmetric, the adjust with loglog and

cloglog, which are asymmetric link, did not recovery so well the parameter related with
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mean. While, that for parameters related with dispersion/precision, they were all well

estimated.

2.14.3 Study 3: Response distribution misspecification

In this section we vary only the response distribution, setting the sample size
in 100 and the link function as the logit. We modeled only the mean and we generated

only R = 1 replica.

Table 4 — Scenarios of simulation study 3

Generating data model | ..
(n = 100) Fitted model
simplex
beta(u;, @) BII)%
. beta
Slmplex(,uiv ¢) BR
beta
BR(/’Liv ¢> Oé) simplex

The considered linear predictor for related scenarios presented in Table 4, have
the following structure g(u;) = B1x; + cos(z;) for i = 1,... n, where X; i uniform(0, 1)
and Z; < uniform(0, 37), ¢(.) is the logit. The real values considered for the parameters
were 01 = —1, ¢ = 20, a = 0.1.

The parameters were well recovered for all model, in general. The difference
can be seen, when it is compared the estimated curve for them, in general, the curve is
better estimated for the model whose generating it. Note that for this study the value of
parameter o of BR was considering very small to the generating data could be adjust for
the others models, because when the a increasing, the adjust of others models become poor
and for Simplex-SPAM, it is impossible the adjust in same cases. Thus, the conclusion is
that when data presents values too close to the limits of the interval (0, 1), the BR-SPAM
is the best model, in contrast to when the data is distributed further away from the limits,

the models present a similar behaviour.

2.14.4 Study 4: Performance of residuals tools and local influence

To evaluate the performance of the model fit assessment tools, we considered
scenarios where we generating data from two regression models (Simplex/Beta SPAM),
fixing the link function as the cauchit and the sample size in 100 and, then, we fitting all
models (Simplex/Beta/BR SPAM) under the same conditions. For the residual analysis
we aim to check if the residuals are able to detect any depart from the model assumptions,

mainly the distribution assumption for response variable distribution.
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For the local influence analysis, first we generating from on of the three regres-
sion model (Simplex/Beta/BR SPAM) and one selected observation was "contaminated"
among those that were generated as the response. Then, we fit using the same model
that the data came from. For the covariate perturbation scheme, the same process was
made, except that now the "contamination" is done in a covariate of a selected observation
related with the mean, of the parametric part of the predictor. The "contamination" was

done by adding 10 times of the standard deviation of this covariate.

The related models of the scenarios concerning the model fit assessment tools,
have this following structure Y; % beta(p;, ¢;) or simplex(p;, ¢;), g(i;) = 1 X; + cos(Z;),
log(¢;) = ko + k1E;, for ¢ = 1,....,n, where X; S uniform(0, 1), E;

iid

~ uniform(1, 2),
Z; “¢ uniform(0, 37) and g(.) is the cauchit. The real values considered for the parameters

were 31 = —2, kg = —1 and k; = 2.

The related models of the scenarios concerns the local influence analysis,
is given by: Y; % beta(p;, ¢;), BR(pi, @5, ) or simplex(u;, @), g(pi) = 51Xi + cos(Z;),
log(¢i) = ko + kK1 Ey, for i = 1,...,n, where X; “ uniform(0, 1), F; S uniform(0, 1) and
Z; % uniform(0, 37), besides that, for each scenario, g(.) is logit. The real values considered

for the parameters were 31 = —2 kg = 1 and k1 = —4.

The residuals behave as expected. Indeed when the true underlying and fitted
models match, the points are well within the confidence bands, for the QQ plots, and
present a random behavior with no outliers, in the index plot. On the other hand, when
these two models do not match, the points are no longer well within the confidence bands
(QQ-plot) and a systematic behavior can be seen (index plot). Therefore, we have evidence

that the developed tools work properly.

For the influence analysis, in both perturbation schemes, the contaminated ob-
servations where properly flagged through the l,,,,, measure. Therefore, we have indications

that the influence analysis tools are useful for such purpose.

2.15 Real data analysis

This data set is related to reading skills of 44 individuals recruited from primary
schools in the Australian Capital Territory. They were presented in Smithson and Verkuilen
(2006). The response variable is the score on a test of reading accuracy, measured in the
(0,1) interval and the higher the score, the better the performance. The covariates are
Dyslexia versus Non-dyslexia status (a factor with two levels) and non-verbal 1Q converted
to z-scores (continuous). This data was previously analyzed by Espinheira et al. (2008) and
Ferrari et al. (2011) using beta regression models considering, respectively, with constant
and varying dispersion. The data set can be obtained in the betareg package available in

R program (R Core Team, 2020) under the name ReadingSkills.
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Figure 11 — Explanatory analysis plots of reading skills data set: (1) Histogram of Reading
score (2) Boxplot of Reading score by categories of Dyslexia covariate (3)
Scatter plot of Reading score versus 1QQ with two non-parametric curve fitted
by LOESS for categories of variable Dyslexia.

In Figure 11, the third plot, which was built by fitting two non-parametric
curves for categories of Dyslexia using the method LOESS as an explanatory analysis,
suggests a non-linear relation between Reading score and IQ), for both categories of variable
Dyslexia. Also, we have that the response variability is related to the Dyslexia, since the
boxplot of this covariate suggests a different variability through the categories. We fitted
the three following models to the data:

y;, nd beta( i, ¢y )or simplex(p;, ¢i) or BR (i, du, ),
g1(pa) = Bo+ (B1) + ha(z),
92(pir) = ko + (K1), i=1,...,44,

where, [ = 1,2 and (1)1 = (k1)1 = 0. The parameters (51) and (k;) are related with
Dyslexia ((f1)1 and (k1) related with the kid does not have dyslexia) and z is the variable
QI. Also, hy(.) is an unknown function, which will be approximated by P-splines with
cubic B-splines and considering quadratic differences for the penalty function with 40
knots. The choice for g;(.) will be made by comparing the information criteria for the
models. For g,(.) was adopted the log-link for the Beta-SPAM and BR-SPAM, and the
square root for the Simplex-SPAM, because this last model presented better results using
this link function. For the Beta-SPAM and Simplex-SPAM all covariates were significant
to 5% level, while under the BR-SPAM, we reduce the original structure to the:

Yy %l BR(pat, ¢ir, ),
gl(Mz’l) = h1<zi>7
Go(Pa) = Ko+ (K1), 1 =1,...,44,
where, [ = 1,2 and (k1); = 0.

All information criteria (IC), except SABIC, see Table 5 indicate, for each
distribution, that the cauchit link is the best one. Therefore we compared the three
respective models (Beta-SPAM, Simplex-SPAM and BR-SPAM), using the model fit
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assessment tools. Even though the IC indicates the BR-SPAM as the best model, the
related QQ plot with envelope for the quantile residuals indicates the Beta-SPAM as the
one with the best fit (see Figure 12). We decided to select the model based on the QQ
plot, then, the model selected were Beta-SPAM

Table 5 — Information Criteria for the three models.

Model Link function AIC AICC SABIC HQIC BIC
cauchit -190.19 | -175.24 | -216.31 | -180.81 | -164.88
logit -43.15 -29.85 -68.02 -34.21 -19.04
BR-SPAM probit -41.41 -22.96 -69.85 -31.19 -13.84
cloglog -78.39 -57.09 | -108.49 | -67.57 -49.21
loglog 10.57 20.74 -11.62 18.55 32.08
cauchit -109.58 | -96.47 | -127.71 | -100.69 | -85.61
logit -108.19 -94.41 -126.70 -99.12 -83.72
Beta-SPAM probit -106.57 -86.80 | -128.00 | -96.06 -78.23
cloglog -105.38 -84.64 | -127.22 | -94.67 -76.51
loglog 108.21 | -92.57 | -127.71 | -98.65 | -82.43
cauchit -125.78 -72.64 | -156.44 | -110.75 | -85.25
logit -120.03 -24.93 -156.53 | -102.14 -71.78
Simplex-SPAM probit -118.25 4.37 -157.26 | -99.13 -66.69
cloglog -117.33 15.61 -157.11 | -97.82 -64.73
loglog -120.03 -49.71 | -153.49 | -103.62 | -75.78

Quantile Residuals BR-SPAM

Quantile Residuals Beta—SPAN

2 1 0 1 2 2 ) 0 1 2
Theoretical Quantiles Theoretical Quantiles

Quantile Residuals Simplex—SPAM

2 1 0 1 2
Theoretical Quantiles

Figure 12 — Quantile-quantile plot with 99% envelopes for all models.
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Table 6 — Inferential results for the Beta-SPAM.

Parameters Estimate SE  p-value [Cys9
Bo 2.94 0.73  0.0001 [1.52;4.36]
(B1)2 -2.61 0.72  0.0003  [-4.02;-1.21]
Ko 1.76 0.31 <0.0001 [1.15;2.38]
(K1)2 3.19 0.45 <0.0001 [2.31;4.07]
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Figure 13 — Estimated curve for Beta-SPAM.

Figure 13 shows the fitted curve for non-parametric part. The effective degrees of
freedom were 10.43382 Beta-SPAM, with the smooth parameter, A = 10. Some adjustment
results can be seen in Figure 14. First, the adjusted mean for model Beta-SPAM is shown
in the plot 14a with the variables Reading score and 1Q by Dyslexia. All the residuals are
well within the the confidence bands of the QQ plot, even though there is some no random
pattern. The other residuals plots show no tendency (Figure 14b) as well the normality

seems to be reasonable according to the histogram (Figures 14d).

The results of Cook’s distance and Generalized Leverage are presented in Figure
15. We can see that the observations #31,#32 and #33 were flagged as high leverage, while
the observations #14,#18,#20 and #25 , were flagged as high Cook’s distance. Concerning
the local influence analysis, from Figure 16, for the response variable perturbation scheme,
no observations were flagged. However, for the case-weight perturbation scheme, the

observations #38 e #39 were flagged.

After removing the observations #31,#32 and #33, no one of the following
quantities change: significance of the parameters, Cook’s distance and the generalized
leverage. Also, the behavior of the residuals remained the same. Removing the observations
#14,#18,#20 and #25, the significance of the parameters did not change as well as
the behavior of the residuals. However, the Cook’s distance and the generalized leverage
flagged some observations that had not been flagged before. Finally, the exclusion of the
observations #38 e #39, did not affect neither the significance of the regression parameters,
neither the behavior of the residuals. However, according to the local influence analysis, a

new observations appeared as influential. That is, the first set of influential observations,
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Figure 14 — Results of fitted Beta-SPAM.
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Figure 15 — Cook’s Distance and Generalized Leverage measure for the Beta-SPAM.
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Figure 16 — Index plot of 1,,,4, under case-weight perturbation (left plot) and under response
perturbation (right plot) for Beta-SPAM.

somehow, was probably masking the behavior of this new set. In conclusion, once that the
exclusion of the flagged observations did not lead to significant changes on the model fit,

no further changes are necessary.

From the selected model we infer that the kids with dyslexia have lower Reading
scores than the kid without this condition. Also, it indicates that the Dyslexia variable, is

significantly different between the categories for the dispersion parameter.
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3 Semi-parametric Additive Models for inde-

pendent and augmented data

In this Chapter we present extensions of the models developed in Chapter 2,
allowing the response belongs to the [0,1] interval (as well as the respective particular
cases). The regression structures and probability distributions are those presented before.
Therefore, the model class developed in the previous Chapter is a particular case of this

developed in this Chapter.

3.1 Models

Let us consider, Y7, ...,Y,,, such that Y] ind ZOAB(poi, p1i, tis i), or ZOAS(poi,
P1iy iy @;) or ZOABR(pos, pray iy @iy ), @ = 1, ..., n. In addition, we assume that

k
mi = g1() =z B+ hi(z),
=1
3.1
i = ga(i) = €] K, (31)

(Com Cu) = H(pompu) = (ho(POz‘apu), hl(pOi;pli));

where y1; = E(Y;]Y; € (0,1)), poi = P(Y; = 0), pi; = P(Y; = 1) and 1 — py; — p1i =
P(Y; € (0,1)). Also, ni; = ; B, 1 = €, k, (i = F' p, (i = m; T are linear pre-
dictors, B8 = (B1,...,3)" € RP, k = (k1,...,ks)" € R*, p = (p1,...,ps) € R
and T = (1q,...,7,) € R are vectors of unknown (regression) parameters. Also,
Xnxp) = (@1, ... ), Eq,.s = (e1,... en)’, Flossy) = (f1,---, f.)" and Mxsy) =
(my,...,m,)" are known design matrix, where a; = (z;1, . . . ,:Eip)T, e = (N1, ..., nis)"
fi= (fz‘l, < fiso)T7 m; = (mih e 7misl)T

1,...,k is a specification vector associated with non-parametric components and hq, ..., hy

)

,i=1,...,n. Finally z; = (215,...,2j),] =

are unknown smooth functions.

We also assume that ¢;(.) and go(.) are strictly monotone and twice differentiable
link functions, such that, g; : (0,1) — R and ¢» : R™ — R. While H is a bijective
transformation of the set C = {(po;, p1s) : 0 < po; < 1,0 < py; < 1 — po;} onto R?, twice
differentiable in each component. Under the related assumptions to H, it follows that
the partial derivatives of po; = h(Cos, C1s) and p1; = b (o, C15) are continuous in R? and
Poi, P1; can be written in terms of {y; and (y;, uniquely (Rudin, 1976). Following Ospina
(2008), we can consider H such that

H (poi, p1i) = (ho(poi, p1i), ha (Pois pri)) = (h (p()i) B <p”>> :

1 — poi — pus 1 —poi — pui
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where h : RT™ — R is strictly monotone and twice differentiable. Notice also that hy and h;
are functions such that, R* — R. Hence, following Ospina (2008) and setting h = log(.), it
results that

P(Y; = 0) Doi
= = ex 2,
P(Y, € (0,1)) 1 —poi — pui p(Cos)

P(Yi — 1) P1i
= = ex ),
P, € (0.0) ~ 1—pou—pn _ “PL1)

leading to,
Poi = (i—)—m; pu =P, = )_m’ .

1
1 —po —pu=PY;€(0,1)) = 1+ eCoi 4 €’

Furthermore, we have

hytz) = 3oz 53)

where 7;; are the coefficients to be estimated, b;; are the [-th cubic B-spline related to the
J-th P-spline, evaluated at z;, j =1,...,kand [ =1,...,¢;. Since we adopted cubic B-
splines, we set b;; = B; 4, with d; = 4, as defined in Section 1.2.1, k; = d; + g; is the number
of knots. Furthermore, it is possible to rewrite Equation (3.3) to simplify the notation,
for the i-th observation, i = 1,...,n, such that n;; = g1 (it;) = & B+ bj,y1 + - - + b Yk,

where b;; = (b1;(2i5), . - ,bqjj(zij))T and v; = (Y1, - - ,yjqj)T. Also, we have that

k
m=g(p) =XB+ Z Bj~;, (3.4)

j=1
where Bj(nxg,) has elements by;(2i5), i =1,...,n,j=1,... ;kand [ =1,...,¢q;.
The adopted augmented distributions admit a finite mixture framework in

terms of the respective non-augmented and the Bernoulli distributions. Indeed assuming

Y;, which is the response variable for the ¢-th subject, we have that

0, if y; € (0,1
Z = v € (0.1) (3.5)
1, if Y; € {0, 1}

Thus, when Z = 0, Y; ~ beta(u;, ¢;)/simplex(p;, ¢;)/BR (1, ¢i, ), while,
when Z7 = 1, Y; ~ Bernoulli(7;), where 1; = p1;/(poi + p1:). Additionally P(Z] = 1) =
P(Y; =0orY; =1) = po;i+p1i, and P(Z = 0) = 1—pg;—p1,. Thus, Z7 ~ Bernoulli(pg;+p1;)-
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3.2 Penalized log-likelihood function

The jointly distribution of (y;, z;) " assuming @ = (p", 7", 87,7/ ,.. ., 74, &)’
for ZOAB-SPAM and ZOAS-SPAM and 8 = (p",7",8",~/,...,7, ,&",a)" for ZOABR-

SPAM, considering the three distributions, can be written as

(Wi 25 Doi> P1is Poi» @i) = f1(ys; Qz’)zjfz(yﬁ Wi)lfz: (Poi +P1¢)Z§

o (3.6)
X (1= poi = p1i) " Liysezys

where Iy, .y = Lio.1)(yi) 1oy (27) + Ljo,1y (¥:)Tg1y (27) and fi(yi;m:) is the probability function
of Bernoulli distribution with parameter o; = p1;/(po; + p1;). Besides that, the w; and

fo(yi; ;) are, for each distribution, defined below:

o For the ZOAB-SPAM: w; = (u;, ¢;) and fo(y;; w;) is the beta density as defined in
the Equation (1.1);

o For the ZOAS-SPAM: w; = (u;, ¢;) and fa(y;; ;) is the simplex density as defined
in the Equation (1.6);

o For: ZOABR-SPAM: w; = (u;, ¢4, @) and fo(y;; ;) is the beta rectangular (BR)
density as defined in the Equation (1.3);

Thus, the likelihood is given by

L(0) = [ f(wis 25 pois Pris Pois pir #i) = L1(9) La(ep), (3.7)

i=1
where f(yi, 2'; Pois P1i» Poi @5 is given in the Equation (3.6), 8 = (9", "), where 9 =
(p", 7)) and o = (B",~{,...,7.,x")" are related to the discrete and continuous part

of the model, respectively. Also,

n n

Ly () = [T (o "p) ™ (1 = poi — i)', La(p) = [T b5, (wis i)', (3.8)

i=1 =1

where b3, (y; ., .) is either defined: in Equation (1.1) for the ZOAB-SPAM; in Equation (1.6)
for the ZOAS-SPAM; in Equation (1.3) for the ZOABR-SPAM. Also, yu; and (¢;, poi, P1i)
are defined in Equations (3.4) and (3.1), respectively.

From Equation (3.7) the likelihood is separable, in terms of 9 and ¢ (Pace and
Salvan, 1997). Then, the inference about these parameters can be made independently

from each other.
The respective log-likelihood is given by: 1(8) = [1(9) + l2(¢), where () =
Z li(poi, p1i) and lr(p) = Z li(w;). For each model we have that

i=1 =1
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o For the ZOAB-SPAM:

li<p0iaplz) Zi [(1 - yi) 10%(?01) + Yi 1Og(pu)] + (1 - ka) 108;(1 — DPoi — pli)a
Li(pi, ) = (1 = z){log(I'(¢s)) — log(I'(nigi)) — log(I'([1 — pi]és))
+ [ — 1] log(y;) + ([1 — ] — 1) log[1 — yi] };

e For the ZOAS-SPAM:

li(poupu) = Z;k[(l - yi) 10g(p0z') + Yi 10g(p1i)] + (1 - Z{'k) log(l — Poi — pu),

Li(pa, i) = (1 — z;“){—; {log(2mé;) + 3loglyi(1 — wi)]} — 2;id(yi; Mz’)}:

with d(y; 1) defined in Equation (1.7);
e For the ZOABR-SPAM:
li(poi, p1s) = 2 [(1 — yi) log(poi) + yilog(pii)] + (1 — 2]") log(1 — poi — p1s),

(3.9)
Lipis 9iy ) = (1 = 27) log{gi + (1 — &i)by, (ys; 04 ¢i)}>

pi— 5+ 31— dap(l — )
\/1 —dap(1 = ) 7

51':1—\/1—404/11‘(1—/%),51':

where y; = g7 (n1), mi = @ B+ szﬂ’g, i = 93 (12i), 2 = €] k, and (po;, p1;) is

defined in the Equation (3.2). As dlscussed in the Section 2.2, a penalty function has
to be adding in the log-likelihood to guarantee the smoothness of the P-spline that will
approximate the non-parametric component h4(.). The penalized log-likelihood considering
the differences penalty (see Equation (1.11)) is given by

Aj Aj
5 5 Ay = 1(9) + lop(ep, N),

(3.10)

(0, A) = i J =01(9) + (e i

where A = (Aq, .. /\k) iS the vector of smooth parameters, A\; >0, Vj,7 =1,...,k, and
loy(p, A) = la(p Z J'y] Since the semi-parametric predictor appears only in

the continuous part the penahzation is not necessary for the discrete part. For ease of
notation we define A; = A;-l, j=1,... k.

3.2.1 Complete log-likelihood for ZOABR-SPAM

In order to make calculations simpler it will be used the EM algorithm (Demp-

ster et al., 1977) to obtain the maximum likelihood estimates, as made in the Section
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2.2.1, given that ZOABR-SPAM is an extension of the model BR-SPAM. All the calcu-
lations made there (Section 2.2.1) will be repeated here particularizing for the case of

ZOABR-SPAM.

Hence, given the model defined in Section 3.1, in which Y; ~ ZOABR(po;, p1s,
i, &i, ) for t = 1,... n and from definition of variable Z* in Equation (3.5), if ZF =0, Y;
following a BR(u;, ¢i, ), which density mixture of beta distribution and standard uniform

distribution. Thus, let V; be a non-observed variable for ¢ = 1,...,n, such that

0, if Y; ~ beta(d;, ¢;), with probability 1 —¢;
v =
1, if Y; ~ uniform(0, 1), with probability ;.

Thus, V; ~ Bernoulli(g;), where ¢; = 1 — \/ 1 —4ap;(1 — ;). The jointly distribution of
Y" = (Y;,V;, ZF) conditional on @ = (9", ")", where 9 = (p',7")" the subvector of 8
related to the discrete part of the model and ¢ = (,BT, 'le, e ,'y,;r, k', oc)T, related to the

continuous part,

F(yi10) = (po; VP10 (1= pos — pra) 5 [ (1 — )0 (i3 0 ) ™5 Ly oty
(3.11)

where, Ly, o, 2y = Lo,1)(¥i) 0,13 (vi) Loy (27) + Tgay (27)Ljo,13 (9i)-
The complete likelihood is given by
LC(O’ yc) = H f(yi7vi7 ’21*’0) = Ll(ﬁ)[’g(so)a

=1

with f(y;,v;, 27|0) is the jointly distribution defined in Equation (3.11), besides that L, (1)
is defined in Equation (3.8) and L5(¢) is defined below:
Ly(¢) = [Tler* (1 — €)'~ by; (ys g, )],
i=1
the complete log-likelihood associated is 1°(0;y.) = 11(9) + [5(p), where {1 (1) defined in
Equation (3.9) and I5(¢ Zl ), with I7(0) = (1—27){v; loge;+(1—v;) log(1—¢;)+(1—
vi)[log(I'(¢4)) —log(I'( icbi))—10g(F((1—5z)¢¢))+(5¢¢¢—1) log yi+((1—0;)¢i—1) log(1—y:)]}-
Now, adding a likelihood penalty with respect to non-parametric component to control

the smoothness in complete log-likelihood, it leads to

'7]' = l1<19> + l2p((to7 A)v

(3.12)

2T 2T
27 27

k k
15(6, \) Z Ajy; = L(9) + L5y Z

where I3 (¢, A) is the logarithm of complete likelihood related to continuous part of the
model already with the penalty.
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3.3 Penalized score and gradient functions

Since the likelihood is separable we can get, independently, the score and

Hessian components for the discrete and continuous parts, as we show below.

3.3.1 Penalized score function for discrete part

Since the discrete part for the three models is the same, the respective score and

Hessian are the same as well. Indeed, from Equation (3.10), we have that the score vector is
. . . T

given by U;(G) = (U;(G)T, UpT(H)T) , where (see the Appendix A.4.1 for demonstration

of results related to the discrete part):

T ah(ﬂ)
=F'd, UJ(0)= 5 = M "d,, (3.13)

_OL(®)

U’ () 3p

j=1,...,k dy = (di1,...,d1), da = (do1,...,ds,), where, respectively, dy; = 2 (1 —
yl) — poi and dy; = z;‘yl- —pu, fore=1,... n.

3.3.2 Penalized score function for continuous part of models

From Equation (3.10) we have, for the ZOAB-SPAM and ZOAS-SPAM, that
: : T g\ T : T rre(g\T\T
Use)=(USO), UM’ ,....Ux®06)" U, (g) )T. On the other hand, for the ZOABR-
SPAM, from Equation (3.12), we have that, U7 (0) = (Uf(H)T, UI;“(O)T, N VM ),
U;” 0)7, U;‘(@))T. The model-specific components are presented in the following subsec-

tions.

3.3.2.1 ZOAB-SPAM

The respective elements of the score function for the ZOAB-SPAM are given

by,
vp0) - 0N X
Uy (0) = m,)a@:;)\) = BTy f* — \jA;, (3.14)
J
U(9) = alpé‘:’)‘) = E'Tha,

where j =1, k, Ty = diag{(9g1(111)/0p) ", ., (Bgr () [Opin) ™}, 5 = (FFs o )T,
i = (1= 206y — i), i = [¥m) — W0~ )6l v = loglu/(L—w)l. i = L.,
Also, a = (ay,...,a,)",

a; = (1= 27 {pi(y; — i) +10g(1 = vi) = W[(1 = pa)du] + W()}, i =1,....m,

and T, = diag{(9g2(¢1)/061) ", .. . (9g2(¢n)/0¢a) " }-
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3.3.2.2 ZOAS-SPAM

For the ZOAS-SPAM, we have that

Uf(g) _ M _ XTTlf*, Ul;rj(g) — M — B]-TTlf* — )\jAﬂj,

B el (3.15)
- (8, \)
Uy o) = S = E'Tya,

j =1,k where T = diag{(9g1(111)/01) ", .., (D (ptn) /Opn) '}, @ = (an, ., a) ",

1 1
a; = (1—2z7) [—2(;5’ + Q(b?d(yi;,ui)] ,i=1,...,n,
d(y M) is defined in Equatlon (1 7) dlag{(ag2(¢l>/a¢l) L) (ag2<¢n>/a¢n>il}
andf :(f17"'7fn}7 fz :Cbz Uz’(%‘ﬂi)aWhere
‘:(l_zi*)[d o 1] 1
U; ,Uzz(l_ﬂz) (yza/vbl)—i_ MZQ(:I-_MZ)Q y yee s T

3.3.2.3 ZOABR-SPAM

Let (™) = (BT(m), %T(m)’ . ,ﬁ/,;r(m), /1M AM) be the estimate of ¢ in the
m-th iteration. The conditional expectation with respect to v conditional on y, of Equation

(3.12) is given by

Qele™) = Ell5,(p)ly, 27, ¢ Z{ (1= 25){0™ log i + (1 — 8{™) log(1 — &)
+ (1 — ™) [log('(¢4)) — log(I'(di¢)) — log(T'((1 — 6:)¢1))
(s = oy + (1= 800~ Dlos(1 =)} = 3 5o A
= > Qu(els™)
(3.16)
where

&

11— Ei)b(yi; i, Gi

i — 5 + %\/1 —dap(1 = )
\/1 — dapi(1 — )

1—27
~ BV 37 6) = POV = Lo 1,67 = -y ) e

g =1-— \/1 —dap (1 — ), 6; = and b(y;; .,.) is given in

Equation (1.1).

The penalized gradient vector, Ug’ (0) is, the, given by

. (m) . . . . . T
U#(0) = 862(‘3’20) = (U2O).U(6)".....U06)  Us(6)",Us(6)) |
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where

U0)=X"T.f*, UV = BT\ f* — \jAjv;,

p

U*(0) = E"Tha, U*0) = trace(D),
p

p

(3.18)

j =1, k, where Ty = diag{(9g:(111) /1) ", -, (991 (1) /Op1n) '}, @ = (an, ),

a; = (1=27)(1=0;){di(y; =67 ) +log(1—y:) —V[(1—6:) il + (i) }, 67 = W(dihs) —V[(1—0;) ;]
and y; = logly; /(1 —y;)], fori =1,...,n. Also, f* = (f],..., f;:)T,

2a(1 = 2) [ a —@0]

l-g |a (1-¢g)

fi=0- z:‘){
-}
D = diag{d,, ...,d,},

and Ty = diag{(0ga(¢1)/001) 7", ..., (092(pn)/0b,) ' }. The related demonstration can be
found in Appendix A.3.1.

&; (1 — EZ')

3.4 Penalized Hessian and Fisher information matrices

3.4.1 Penalized Fisher information matrix for discrete part

In order to obtain the Fisher information matrix for 9 = (p',7")", (related

to the discrete part) we first obtain the second derivatives of I, (1), that is

_Pu(9) ( U 0) K (0) ) (3.19)

»"(0) = 09097 Uzee) U (o)

where U;T(O) = U; ?(8)". The respective elements are given by

8214 (9) ~ *hL(9)

ToP(9) = = F'DIF, U™ = = -M'D;M
Up ( ) apﬁpT 1+ Up ( ) 81’87’T 2 )
. 0211(9)
U (0)= ——-+~=—F'D:M

p ( ) (9p(97‘T 3 )

where D} = diag{d},...,d},}, D; = diag{ds,,...,d;,} and D} = diag{d;,...,d5,},
where, respectively, dj, = poi(1 — po;), d5; = p1i(1 — p1;),ds; = —poipri, for i = 1,... n.

The, the Fisher information matrix is given by

o[ PhW)] [ KP(0) KL(6)
K (0) _E[ wam] = (K;P(e) K7(6) ) (3.20)
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where K7(0) = K ” (0)". The respective elements are given below (see Appendix A.4.2

for the related demonstrations).

82, (9) . 8211 (9) .
pp . * TT _ — *
K(0) _—E[ 095 =F'DiF, K](0)=E|-5——|=M'D;M,
821, () .
pT _ o _ *
K¢ (9)_151[ SporT — F'D:M.

3.4.2 Penalized Hessian and Fisher information matrices for the continuous

part

The general form for the respective Hessian matrix for the ZOAB-SPAM and
ZOAS-SPAM,

UPe) UPe) .. UPH6) Ue)
, Ure0) UMM(6) ... UP6) UI0)
“Teop _ 9 l2p(907)‘) . . . . . .
Up (0) - asoa(PT - . : ‘. : : s (321)
l?;kﬁ(B) [j“';k71(0> [’{;ywk(g) ng(g)
UsB0) U(6) ... U™@6) U™(0)

where UP%(0) = UY#(0)", UP(0) = Us*(0)", U)"(0) = U (0)" and U, (6) =
U, ()7, for j = 1,...,k. On the other hand, the respective Hessian matrix for the
ZOABR-SPAM, is given by

UP9) Ufre) ... U6) UO6) UM0)
Uyee) urme) ... Uy Uree) Ure(e)
oo (O P*Q(p|p™) . : : . : :
U0 =007 = Uye@) Urm(e) ... UF™O) UF6) UF(0) |
Urse) uUne) ... UDx0) U™SO) U 0)
U2 (0) U™ (6) U (0) Uc6) Up*(6)
(3.22)

where Uf”f(e) = Ugjﬁ(e)T, Uf“(@) = U;B(G)T» U;jn(e) = U:W(G)T» Uzgﬂj,(o) =
. o

U,"7(0)", U7(0) = UpP(0)", U (6) = U™ (6) " and U*(6) = Up™(6)" for j =
1,... k.

Then, the respective Fisher information matrix for the ZOAB-SPAM and
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ZOAS-SPAM is given by

Kgﬂ(e) Kpﬁ‘h@) e Kf’rk(g) Kf“(e)
KMB(9) KMM(9) ... KM&(0) KY(0
KW(@):E[_W‘P?)‘)]: p.() p.<) p'() p:()
p 8g08cpT : : . : : 7
ngﬁ(e) KX(6) ... KX(9) K*(9)
K;ﬂ(e) K(9) ... KM(60) K(6)
(3.23)

where K27 (8) = K#(0)", KP%(0) = K5%(0)", K, (0) = K, 7 ()" and K7"(0) =

KY; T S
K;(0)  forj=1,... k.

3.42.1 ZOAB-SPAM

The elements of the Hessian matrix (Equation (3.21)), are given by,

B 8212[,(907)‘) _ —XTQTX, Upﬁ'yj(e) — M — _XTQTB]-,

88 _
U) opopT 08O,
TRk Plap(p; A) T I BK Plap(p, N) T
Ur™(0) = W =—-E'S'E, U*6) = 7@56M = -X'Q"E,
3.24)
s Plap(p; A) Y P lap(ep; A) (
Q) = 22— _BIQUE, U,)7(0)= 2212 = _-B/Q'B;
Up ( ) a’)’]aRT j Q ) Up ( ) a’)/]a"Y]T/ j Q J
S Play(p, N)
7 (0) = —P 7Y — _BTOTB. — \:A.
OO = T, T BB

j=1,...,k Q" = K*Q, where Q = diag{qi,...,q.},

= 00 oW ) + W1 = ) + - ) (250 ) (2l )>]

Ogr () \
X( Opi ) 7

Q" = K'Q", Q" = diag{q;.. ... q;},

o7 = (O G~ (1 = 01— )] = - )} (Z500) (2800

ST = K*S, diag{sy,...,s,} and

5= | Wb + V(- u)b) (1 — ) — V(o) +af (agéffi))_ (82?;2” >)]

o [ 292(r) -
Opi '
=1,...,n and K*

Also, aj = pi(y; — p) +log(1 — y;) — W[(1 — pi)d] + V() i =
dlag{(l - Zik)a teey (1 - Z’;kl)}
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On the other hand, the elements of Fisher information, Equation (3.23), are
defined below

[ Play(p,N)] | Plap(p, N)
K@) =R | -2 2 = XWX, KO =E |- 7 =X"W'B,
D ( ) I aIBaIBT ] W ) P ( ) 81887JT W 7
[ (92[2 (QD )\>- 82l2 ((P )\)
K@) =E |-—272 | =E'"P'E, K@)=FE|-—2 2| =X"WIE
v (6) | OkOKT | ’ v (6) 0BOKT WIE,
. [ 8212 ((P )\>_ Yt 8212 ((p )\)
KV Q)=F |22 7| _ BTWitE. K7 —E|-Z22% Y _ BTWIB.,
p (0) I a,yjah.,T ] J w ’ p (0) 87]'87; J w 7"
v i 8212 ((107)‘)- T
(3.25)
j=1,....k, Wl = K*W, W = diag{w,,...,w,} and
/ / 0 % 2
w; = GV (i) + (1 = i) ( g;ff )) -

AlSO, PT — K*PJ P = (p17“'7pn)T7

pi = [\11’(/%@)#? F (1= 1)) (1 — pi)* — ‘If’(gbi)} (892(/%))_ |

Wit = W*K*, where W* = diag{w?,...,w’}, and

ag1<m>>‘1 (agm))‘l |

wi = {Gi[ V' (i) i — V(1 = pa) i) (1 — pi)]} < O

1=1,...,n.

3.4.2.2 ZOAS-SPAM

The elements of the Hessian matrix, Equation (3.21), are defined below.

' 0*lyy(0, A) gy Pl )
Ube)=—2r2" _ _xXTQx, UM0)=-">2""/_-_XTQB,
P ( ) @,BQ,BT Q ) p ( ) 8188’7;— Q 7
TRE 82[2 (Lp? A) “rBK 82l2 (SO’A) *
Usr0) = — 57 = ~E'S'E, U’ 6) = a&T = -X'Q'E,
3.26)
- Plop(p, N) SV lop(p, N) (
Nik(Q) = T — _BIQ*E ey = — _BIQB,
Up ( ) (9’7]3&T 7 Q ) Up ( ) 67387; i Q J
17%(9) = =2 = _BTQB; — \jA,;
Up (9) 8’7‘78’7‘7—'— 7 Q J )\] 7

j:]‘7"'7k7 Q*:(qT""7q’:)T’

o = (06t — ) (2D (20
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u; is defined in Equation (3.15), 8T = K*S, S = diag{sy,...,5n},
s; = [%22 — ;?d(yﬁ i) + a;(1 —25)7! (a%j?)) (aggfzfivll
x (895;f)i)>_2, i=1,...,n,

d(y; ) is defined in Equation (1.7) and a; is defined in Equation (3.15). Also, Q =
diag{QlJ s 7QTL}7

1 . MV — 2(y; — pa)u;  3(1 — 2p;)
B ¢z‘{ H_(l z)<yz Mz)[ #i(l—ﬂi) +H?(1—Mz‘)4

suone (F58) (%522) H(5)

and K* = diag{(1 — 27),...,(1 —2)}.

" (1- 2Mi)d(yi§ﬂi>1

WAL= )

The respective elements of the Fisher information, Equation (3.23), are given

by
| Ply(p, N ] | Plop(p, N)

KB80)=F |22V _ xTwix. KB @) =F|——2Y| _ x"Tw'B.
P ( ) I 8,85’,3T ] ) P ( ) 8,88’7;— 7
KK i aZZQP(LP’)‘)- T pt Yivj a2l2p((‘0,)\) T T
. [ 82l2 (QO A>_ 82l2 (Lp A)

K)?@0)=E|-—2"2| =0, KP?@O)=E|-—2""|=0
P ( ) I a")’jagb ] ) P ( ) 8188¢ )

v i 82l2 (QO,)\)-
K7 (0) =E —W_ = B/W'B; + \jA;,
(3.27)
j=1,....k, P'= K*P, P =diag{p,...,pn}, pi = 1/(2¢?), i=1,....,n, Wl = K*W,
W = diag{wy, ..., w,}, and
1 3¢; 1 ] <8g(ui)>‘2 .
w; = — + ,t=1,...,n.
Gi L1 —pi)  pd (1 — pui)? Op;

3423 ZOABR-SPAM

The elements of the diagonal of the Hessian matrix (Equation (2.15)) are

defined below.

Uy(6) =
- 52
U, (0) =
. 52
U, (0) =

_ Qple™)

=X'R'X, U (9) =

2 »(m)
M :B]-TRTBJ-—/\J-A

0BoOBT 0,;0] »
Q(60|65(m)) _ T ot
okOkT B SE,
5(m)
Q((;’j; ) = —trace(J1),

(3.28)
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j=1,....k, R' = K*R, R = diag{ry,..., 7},

_[[4e? 2w [0 (-0)] [0 (1-d) da - 4a?(1 = 2p)°
S n=all |+ -5 o =

g (1—&)
L)1) [_((11__3?" wr Ga?{(i;;/ii)(y;‘ - 5;)] — (=) (0953;@))

9%g1(14s) Ao () \ "
=1....
X < 8/,(/12 8/,(/1 Y ? Y 7n7

f7 is defined in Equation (2.13) and w; = ¥'(6;¢;) + V' ((1 — §;)¢;). Also, ST = K*S,
S = diag{si, ..., sn},

ez (1 —g)?

7

si:[—<l—@i>[<1—@>2w<( 5)6,) + 8 (5,6,) — V(6,)]

oo () |2

and a; is defined in Equation (2.13), for i = 1,...,n. In addition, J' = K*J,J =
diag{jh'"aj”}v

A e A m0) | e (=00 4 )’

T =22 21—z e -] ==

(2

T lw?(l —(1/11)1(55— 2uz)2] [@(1 —2) . 67 — 5;)1 } R~

(1 —Ei) !
and K* = diag{(1 — 27),...,(1 —z))}.

The elements outside the main diagonal of the Hessian matrix (Equation (2.15))

are given by

. 2 5(m) . 2 H(m)

0BOKT 07,0k T
Y 82Q(90|95(m) G 0*Q(p|p™)
J J
- Q(plp"™) . 82Q (| ™)
Ba = -~ = T T R = — - = T T
U (0) 816804 X T18 s Up (0) 87j8a BJ T18 s
“Tho 82@(‘P|¢(m)) T t
Up (0) = W =F TQC s

(3.29)

T, = diag{(g1(111) /)", (991 (kn) /Opn) '}, R = K*R*, R* = diag{r},
.., } and

rfz—(l—w{((f__f)) (@il — W((1 —@)@))—(yf—am}
(1

(5 ()
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Also, Ty = diag{(0g2(¢1)/001) ", ..., (092(b,)/0Pn) '}, st = K*s*, s = (s,--- ,SZ)T,

[t oy,
+l§:’—$:§:ﬁ§1 et =) [+ 55
,)“(1—61)@2#@(1 pi) (1 = 2p1:) ] (F — &)

w;

1 6(1 — a)pi(1 — ;)
Aol e

et = = o [P0 g gt - w1 - )6 - G - 01}

1-— 81')3

fori=1,...,n.

3.5 Parameter estimation

Here we present the estimation process for the three models, separated for each

part (discrete and continuous), provided that the likelihood is separable, as shown before.

3.5.1 Parameter estimation of discrete part

The maximum likelihood estimates of p and 7 is obtained by solving U;’ =
Ug = 0. Since such equations do not have analytical solution, some numerical method
should be employed. We adopt the Fisher scoring algorithm, that is

(u+1) _ g(u) 9N\ —1779
9 =9 (K OY|

u=20,1,2,... where Uﬂ and I{ﬂ’9 are described in Equations (3.14) and (3.20), respec-
tively. These steps are repeated while || — ™| > €,¢ > 0. As done in Silva
et al. (2020), the function gamlss of R package gamlss (see (Rigby and Stasinopoulos,
2005)) is used to obtain the starting values. Specifically, we use the following sintax:
fit=gamlss(y~(-1+X) ,sigma.formula=(-1+E) ,nu.formula=(-1+F), tau.formula=
(-1+M), family=BEINF)

3.5.2 Parameter estimation of continuous part
ZOAB-SPAM and ZOAS-SPAM

Similarly to the approach presented in Section 2.5, for estimating 8 and
v;,J = 1,...,k, we apply a combination of the Fisher scoring with the backfitting



Chapter 3. SPAM for independent and augmented data 79

(Gauss—Seidel) (Breiman and Friedman, 1985) algorithms. This combined algorithm is
given by

k
IB(u—H (XTwT(u)X) Lx Tyt [z**(“) — Z Bj»-)/](.u)‘| (3.30a)
1=1

7J(u+1) — (B]TWT(U)B] + )\JAj)le]TWT(u) |:z**(u) _ X[@(qul Z B] ,y](u+1 :
J*#J
(3.30D)

k
u=0,1,2,...,5=1,... k where, 2 = X8+ > Bjv; + (W) =ITy £* On the other

j=1
hand, the PMLE of k, says &, can be obtained, following Ibacache-Pulgar and Reyes
(2017), that is, using the Fisher scoring algorithm. Then, given g+ (UH), o ,'y,(cuﬂ),
the (u + 1)-th step of this algorithm, is given by
u+1 u KR\—17 7K
KO = k) (KU (Bt A o) i’ (3.31)
Then, the whole estimation process is presented below
(i) To choose suitable starting values, say 8 ,’y% ), 'yéo), o ,')/,(C ) and kO

(ii) To obtain BV and 7(u+1) j = 1,...,k using the backfitting iterations (Equa-
tions (3.30a) and (3.30b)), considering &®;

(iii) Given current values, say B¢+1 {0l S o obtain £ by using

Equation (3.31);

(iv) Tterating between (ii) and (iii) until reach some convergence criterion, that is until
|0@) — 9W|| > ¢, e > 0.

ZOABR-SPAM

Similarly to the developments presented in Section 2.5 the EM algorithm will be
employed. That is, we seek to maximize Q(p|p™), regarding o = (87, ~/ ..., v ,a")".
Since the M-step has no analytical solution, some numerical method should be used. The
respective details can be found in Section 2.5 for the BR-SPAM as well as the obtaining
the necessary initial values. The summary of this estimation process is given by:

0) . (0) 0) 0

(i) To choose suitable starting values, say B(O S Y2 Y s kY and a0,

(ii) To compute v (E step in Equation (3.17));

(iii) Use some optimization algorithm to maximize Q(¢|@™) in relation to v to find

~ =1,k
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(iv) For current values 'yj( vt 5= 1,...,k, to obtain B k@) and o) by using

some optimization algorithm to maximize Q(|@™) concerning these parameters;

(v) Iterating among (ii), (iii) and (iv) until reach some convergence criterion, that is
until || — W] > ¢, e > 0.

3.6 Effective degrees of freedom

In additive linear models, the degrees of freedom correspond to approximately
the number of effective parameters related to the non-parametric components. Then,
following Hastie and Tibshirani (1990) and Eilers and Marx (1996) the effective de-
grees of freedom corresponding to the j-th non-parametric component is given by:
df,, = trace{ B W'B;(B/W'B; + \;A;)™'}, for the ZOAB-SPAM and the ZOAS-
SPAM, whereas, for the ZOABR-SPAM, it is given by: df,, = trace{B;R\TBj(B;ﬁTBj +

A;)7'}, Vi =1,... k (for more details about the development for the degrees of freedom
of the ZOABR-~-SPAM, see Appendix A. 5) In this case, the total effective degrees of

freedom are approximately given by df (A) = p + Z df~; (A

3.7 Model selection criteria

The Information Criteria will are those presented in Section 2.7, that is: AIC,
BIC, AICc, HQIC and SABIC. Since, for the augmented models, the degrees of freedom

are different from those for the non-agumented models, the quantity s* must be be replaced
by s = s* 4+ so 4 s1 and [,(8, A) is given in Equation (3.10).

3.8 Estimation of smoother parameters

We can consider the generalized cross-validation method (see Wahba and Wold
(1975) and Wood (2017), for example). Then, for the ZOAB-SPAM and ZOAS-SPAM, A

is chosen such

wT(g** i wTB)

[1 — n—ltrace{ H(X)}]2

Y

A = argmin, GCV(A) = argmin, Z

T

where w, is the i-th component of the diagonal of the respective Fisher information, 2™

is the i-th component of the vector 2™ = X8 + Z Bj~v, + (W)= £* and, for the
j=1

ZOABR-SPAM,

A~ a7 B

= argmin, GCV(A) = argmin, Z 1—n- 1trace{H( bk

Y
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where rj is the i-th component of the diagonal of the respective Hessian matrix, and 2™
k

is the i-th component of the vector 2** = X8+ > Bjv; — (R)'T1f* and H(X) is
j=1

defined as H(A) = N* {N*TWN* — A(A)}_l N*TW, where A(X) = @7_ A, N*¢ =

(X,By,....BJ¢, €= B, v, vy=(,...,7)" and W is the respective Fisher

information for ZOAS-SPAM and ZOAB-SPAM, whereas, for ZOABR-SPAM is the

respective Hessian matrix.

Another possibility is to select A through Information Criteria, which was

described in Section 3.7, for example doing X = argmin, AIC.

3.9 Obtaining the standard errors

ZOAB-SPAM and ZOAS-SPAM

A

The respective variance-covariance matrices for the discrete part (Cov(?)) and
continuous part (Cov(¢g)) are obtained from Kg (@) and K7%(0), respectively. The are
defined, respectively, by Equations (3.20) and (3.23).

ZOABR-SPAM

For the discrete part, the variance-covariance matrix are obtained from the

Fisher information matrix (KI? ?(9)) given in Equation (3.23).

For the parameters related to the continuous part, the EM algorithm is used to
estimate the parameters. Then, we considered the empirical information matrix to obtain

the standard errors, which is given (see the related discussion in Section

n

I.(6ly) = > s(y:l0)s(v:l0) ",

=1

where s(y;|@), i = 1,...,n is the score function for the i-th observation, which can be

calculated as:

algp(‘loa Yi, Z;‘ka Ui)
o

s(yilp) =E i, 2, |

where Iy, (¢ly;, 2, v;) is the penalized complete log-likelihood related with the continuous

part of the model given in Equation (3.12) and

$(1116) = (55(4il6), 53, (4:16), -, 5, (4:6), 5 (4:16), 5 (1:16)) ",
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where

so(u:10) = (1 - 2;){2a<1—2/m lv (1- @,)]

l-g |a (1-e)

+(1—d)01 —a)uib;ip(y;—" —5;)}<agalf;‘i>>l =, (3.32a)
20(1 — 241:) lv (1— @i)]

R e L

F =00 )P - p(2500) o,

= A, (3.32Db)

se(yil) = (1 = 27)(1 = 0:){di(y; — 07) + log(1 — yy)
-0l syl + wio) (2] e,
243 (1 — pu) [ﬁi (1— 62)1 o l@m(l — 1) (1 — 2#1’)] (yz* - 5;)}’

(1—¢) |es (Q—g) (1—¢)3

(3.32¢)

sul0116) = (1 - 2:){
(3.324)

where j = 1,...,k and 9; is defined ind Equation (3.17). Thus, the empirical information

matrix can be calculated using Equations (3.32a) to (3.32d). Finally, Cov(@) and SE(0)
are estimated by (I.(8]y))™" and diag{(I.(8|y)) /?}, respectively.

3.10 Hypothesis testing

As in the Section 2.10, for testing the significance linear statistical hypothesis
Cs = d, where rank(C) = 1,1 > p or [ > g, it can be used the Wald-type statistic, that is,

&w = (CS—d) (CV.CT)H(CS —d),

Under Hy, &w _% X7, where _% means convergence in distribution when the sample
n—oo n o
size tends to infinity and, besides that, ¢ can be either 8, k, p and 7, V_ is the matrix of

variance-covariance regards to ¢ extract from Cov(d) or Cov(g).

3.11 Model fit diagnostic tools

As done in Section 2.11, several model fit diagnostic tools are developed /adapted
for the proposed model class. Specifically, we consider: residual analysis, based on the
randomized quantile residual and local influence analysis, considering the likelihood-

displacement and Q-displacement.
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3.11.0.1 Residual analysis

Residual analysis is important the check the validity of the underlying as-
sumptions of models. The more complex the model the more sensitivity to the depart
of such assumptions. Since the the response distribution presents a mixture structure,
between a discrete and a continuous distributions, we considered the randomized quantile
residual (RQR), introduced by Dunn and Smyth (1996). Following Silva et al. (2020),
the RQR for our model class is given by r; = ®(G;),i = 1,...,n, where ®(.) denotes the
cumulative distribution function of the standard Normal distribution, G; ~ U((a;, b;]),

where a; = lim F(y; 0,6, 1, 8), bi = F(yi; 0, 0, i, ), where § = f1;/0 and © = po; + pr; and
Y1yi

F(y; 0, 0,1,6) = v Bernoulli(y; o) + (1 —v) [ f(zw)dz,
0

where Bernoulli(y; o) is the cdf of a Bernoulli with parameter ¢ and f(z; o) is the density
of the beta, simplex and BR distributions for the models ZOAB/ZOAS/ZOABR SPAM,
respectively. Then, we have that Silva et al. (2020), G; ~ U(0,0(1 — 9)] if y; = 0,
G, ~U(l—0p,1]if y; =1 and G; = F(Y;; 0, @,ﬂ,gg) if y; € (0,1). The authors mention
that since the response variable is no longer continuous, it is necessary simulate several sets
of values for r;. That is, the quantile residuals will vary from one realization to another, for
a given result from a model fitted to a given data set. Thus, in practice, it is important to
simulate four sets of values for the quantile residuals and any pattern that is not consistent

across these sets is then ignored, see Dunn and Smyth (1996) for more details.

Provided that the model is well fitted to the data and that the estimators are
consistent, the residuals converge to standard normal distribution. Then, plots of the
residuals against the index and/or the fitted values as well as quantile-quantile plot using

the theoretical N(0,1) quantiles are useful for checking the behavior of the residuals.

3.11.1 Local Influence

Again, we follow the work of Silva et al. (2020). Thus, for the ZOAB-SPAM
and ZOAS-SPAM, even though the developments (see Cook (1986)) are the same for the
parameters related to both discrete and continuous parts Cook (1986), they are made
separated from each other. For the discrete part of the ZOABR-SPAM, the method is
that used for the two other models. However, for the continuous part, we considered the
approach proposed by Zhu and Lee (2001) since the estimation process were done by using

the EM algorithm, separated from the discrete part.

3.11.1.1 Local influence for discrete part for all models

The likelihood displacement for discrete part of the models is defined by

LD(w) = 2[l1(¥) — l1(Yy)] > 0 can be used to asses the influence of perturbations on
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MPLE estimates 19, where 9, is the MPLE estimates of 9 for a perturbed model, whose
perturbed penalized log-likelihood function is denoted by [;(8|w), and w = (wy, ..., wy)"
is an n-dimensional vector of perturbations restricted to some open subset 2 € R". For

comparison, it is assumed that exists wy € €2, a vector of no perturbation, such that
L1 (Fwo) = 1(¥)

We have that l,,,,, denotes the corresponding eigenvector of the highest eigen-
value of the matrix Z = AT[—Uge(G)]_lA, where —Uge(e) is the observed Fisher
information matrix, Ug %(0) is defined in Equation (3.19) and

B 0?1 (9|w)
A= 090w T

ﬂ:ﬁ,w:wo

As discussed in Section 2.11.4, the index plot of |l.x| can reveal observations
with high influence in the neighborhood of the likelihood displacement, LD(wg). Those
observations may be responsible for substantial changes in the estimates of parameters,

under little perturbations in the model and in the data.

Case-weight perturbation

Let w = (wy,...,ws)" be a perturbed vector. In this case, perturbed log-

likelihood function related only with discrete part is given by
l1(19|w) = Zwilz’(]?oupu);
i=1
with 0 < w; < 1,7 =1,...,n. Hence, considering wy = (1,..., 1), the elements of the

penalized perturbation matrix are expressed as

0?11 (9|w) T

g o) — Fdiag{z*(1, — y) — po},
e N iag{z" (1, —y) — Po}
9?11 (9|w) -

ga\lviw) — M diag{z"y — b

oTow’ |,_5 w=wp g{z"y ~ pi,

where 1,, is a n-vector of 1’s.

3.11.1.2 Local influence for continuous part

For the ZOAB-SPAM and ZOAS-SPAM we have that LD(w) = 2[la,(¢, A) —
lop(Puws A)] > 0 can be used to asses the influence of perturbations on MPLE estimates ¢,
where ¢, is the MPLE estimates of ¢ for a perturbed model. The perturbed penalized
log-likelihood function is denoted by lo, (¢, A|lw) and w = (wy, . ..,w,)" is an n-dimensional

vector of perturbations restricted to some open subset 2 € R".

For the ZOABR-SPAM we used the complete log-likelihood for parameter

estimation. Then, we can use lgp(go, w|y.) as the complete log-likelihood of the perturbed
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model as well as the Q-displacement function defined by QD(w) = 2[Q(@|p) — Q(Pw|P)]-

Then, the influence of perturbations on MPLE estimates ¢, where ¢, is the maximum of
Q(p, wlp) = E[l5,(ply, $)], can be properly assessed.

The 1,,,, denotes the corresponding eigenvector of the highest eigenvalue of
Z matrix, which is defined as Z = AT[—UZ?O(O)]_IA, where —Ugg(e) is the observed
Fisher information matrix, and Upg %(0) is defined in the Equation (3.24) for ZOAB-SPAM,
n (3.26) for ZOAS-SPAM and in (3.22) for ZOABR-SPAM and for curvature based on
LD(yp) and for the one based on QD(¢p), the A, are respectively define as:

AR _ 0Q(ple)
A it A= T

Pp=pw=wo p=p,w=wo

As discussed in Section 2.11.4, the index plot of |l,,.«| can reveal those observa-
tions with greater influence in the neighborhood of the likelihood displacement, LD(wy),
or the Q-displacement, QD(wy). Those observations may be responsible for substantial
changes in the estimates of parameters under little perturbations in the model and in the
data.

Case-Weight perturbation

Let w = (wy,... ,wn)T be a perturbation Vector In this case, the perturbed

penalized log-likelihood is given by [,,(8, A|w) = 1(8|w) Z ] Ady;, where (0, Alw) =

> wil;(0), and 0 < w; < 1. Hence, considering wy = (1,...,1)", the elements of A, for

=1
both the ZOAS-SPAM and ZOAB-SPAM, are given by

921,(8, N|w) _ )
o =X Tidi ¥
OBOW’ g g s hiasts)
9L,(0, Alw) o A
_— = B, Tidi * =1,...,k
3’7]8wT 9:é7w:w0 j 1 la‘g{f }7 J ) s vy
921,(0, Alw) .
A e mi = FE 'T)diag{a
ORIDT |y g pdiag{aj,

where a, T, T, and f* are defined in Equation (3.14) for the ZOAB-SPAM and in
Equation (3.15) for the ZOAS-SPAM.

For the ZOABR-SPAM, the perturbed Q-function is given by Q(0,w|8) =
ZwiQi(0|é), where 0 < w; < 1 and wy = (1,...,1)". Hence, the elements of the
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perturbation matrix are expressed as

92Q(0,w|0) e R
_— =X Tidi *
aIBawT 0=0,w=wo ' lag{f }7
0*Q(8,w|9) T ey
_— = B, T\di * =1,...,k
8'7]-8wT . i +1 lag{f }7 J ) s IV
9*Q(8,w|6) T
— 7 = F ' T)di D
ORIWDT  |yg pdiag{p},
dadw™ | _, . Y

where T', p and f* are defined in Equation (3.16). Furthermore, d** = (1,, — 2*)d", where
d” is defined in Equation (2.32).

3.12 Computational tools

All methods proposed in this work were implemented in the R program (R
Core Team, 2020). The parameter estimation for the ZOAB-SPAM and ZOAS-SPAM were
implemented within the R package gamlss (Stasinopoulos et al., 2007). The framework of
the gamlss accommodates the developed methodology for either models and estimation

process of them for these two models.

For the ZOABR-SPAM, the maximization process for continuous part was done
using the function optim of the software R, which uses the L-BFGS-B (Byrd et al., 1995)
algorithm, for the maximization of Q(8/8"™) and the function nlminb (Gay, 1990) that

uses, which they call as optimization using PORT routines.

3.13 Simulation Studies

In this section, the results of four simulation studies are presented. Section
3.13.1 is related to the analysis of parameter recovery. In Section 3.13.2, we perform
a link misspecification study. In Section 3.13.3, we evaluate the response distribution
misspecification. Finally, in Section 3.13.4 is presented a study related to the performance
of the proposed quantile residuals and the local influence measures. The results for
the first study are presented in Appendix, whereas the others are available at https:
//github.com/aureaflg/Simulations-study.git, where we made reproducible codes

that also show plot and tables of interest.

3.13.1 Study 1: Parameter recovery

Here we considered several relevant scenarios defined by the combination of the

levels of some factors of interest. The factors (with the respective levels within parenthesis)


https://github.com/aureaflg/Simulations-study.git
https://github.com/aureaflg/Simulations-study.git
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are sample size (n) (50, 100, 500), regression model (ZOAB, ZOAS, ZOABR), link function
(probit, logit, cauchit, cloglog, loglog) and modeled parameters (mean and dispersion).
For each scenario, R = 300 replicates of Monte Carlo were generated. Each scenario are
described in Table 7.

Table 7 — Scenarios of simulation study 1

Regression model Link functi
(modelling mean and dispersion) n 1 HUnetions
50
ZOAB (i, ¢4, poi, Pri) 100
500
50
ZOAS(11, i Pois P1i) 100
500 | cloglog and loglog.
50
ZOABR(pi, ¢i, poi, P1i» @) 100
500

probit, logit, cauchit,

Furthermore, the considered linear predictors and link functions for related
scenarios presented in Table 7, are given by log(po;/(1 — po;i — p1i)) = po+ p1F, log(pri/(1—
Poi —P1i)) = To+ 11 M;, g(p;) = p1Xi + cos(Z;), log(¢;) = ko + k1 E; for i = 1,... n, where
X, % uniform(0, 1), E; ud uniform(0, 1) and Z; ud uniform(0, 37), F; ud uniform(0, 1),

A uniform(0, 1) and ¢(.) is either the probit, logit, cauchit, cloglog.

The actual parameter values considered are: loglog link (8; = —1, kg = 1,
k1 =2, a=0.7 pp =1 = —18and p; = 1, = 1.5) and other links (5, = —1, Ky = 2,
k= —3,a =07 p=1 = —18and py = 1, = 1.5). This change to the loglog link
function is justified by the fact that, depending on the parameters chosen, generating from
the models using this link function can generate values very close to one or zero, which
could compromise the fit of the models to the simulated data even for the BR-SPAM

model.

For all models, when n = 50, 40 knots were used and the smoothing parameter
was fixed at A = 10, whereas, when n = 100 or n = 500, 50 knots were used and the
smoothing parameter was fixed at A = 50. These values lead to a smooth fitted curve for

non-parametric component.

The related results are presented in Appendix B.1: from Figures 49 to 53 for
the ZOAB-SPAM, from Figures 54 to 58 for the ZOAS-SPAM, and, from Figures 59 to 63
for the ZOABR-~-SPAM.

In a general way, for the three models, all the parameters were properly recovered
and as the sample size increases, the estimates become more accurate. The estimated

curves are for all sample size representing the behavior of the curves, in general well. For
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n = 100 and n = 500 the non-parametric curves are more accurately estimated, i.e, there

is less variability around the real curve than for n = 50.

3.13.2 Study 2: Link function misspecification

In this section, we considered only the scenarios varying the regression models
(ZOAB, ZOAS, ZOABR) and the link functions (probit, logit, cauchit, cloglog,loglog).
We set the sample size in 500, modeling the mean and the dispersion. We generate only
one replica from each model, setting a distribution and a link function for it, and fit the
simulated data using a model with the same distribution but varying the link function,
using all the different ones from the one used to generate the simulated data. In Table 8

we present the 60 scenarios of interest.

Table 8 — Scenarios of simulation study 2

Distribution that will generate Actual link function Link function considered in
and fit the simulated data fitted model
ZOAB(1i, ¢i, Pois P1i)s logit probit, cauchit, cloglog and loglog
probit logit, cauchit, cloglog and loglog
ZOAS(pi, éi, poi; P1i) cauchit logit, probit, cloglog and loglog
or ZOABR(1;, ¢4, Dois P1is @) cloglog logit, probit, cauchit and loglog
loglog logit, probit, cloglog and cauchit

The considered linear predictors and link functions for related scenarios, are

given by log(poi/(1—poi—p1i)) = pot+p1ls, 10g(p1i/(1—pgi—Pu)) = TO"‘TlMi,“g(,Ui) = 1 X+
cos(Z;), log(¢;) = ko+ k1 E; fori =1,... n, where X “d uniform(0, 1), E; d uniform(0, 1)

and Z; “C uniform(0, 37), F; “ uniform(0,1), M; “ uniform(0,1) and g(.) is either the
probit, logit, cauchit, cloglog.

The actual parameter values considered loglog link were 5y = 1, kg = 1, k1 = 2,
a=0.7, pp =1 =—18and p; = 7y = 1.5, whereas for the other cases were 5, = —1,
ko =2,k = —3,a=0.7,pg =1 =—18and p; = 7 = 1.5. We considered both the

comparison of the observed and predicted values as well as the parameter recovery.

The ZOAB-SPAM and ZOABR-SPAM presented bad recovery of real mean
when the actual link function was symmetric and the model that fitted the simulated data
was using loglog and cloglog as link function, (both are asymmetric link) and the same
behaviour were seen for the recovery of regression parameters related with mean. While,
for parameters related with dispersion/precision, they were all well estimated, except in
the case that the generating model was using loglog as link function because only model
using loglog fitted well the parameters. For the ZOAS-SPAM, the results for the mean
were better than ZOAB-SPAM and ZOABR-SPAM, because for all link function that
generating and fitting, it was properly recovered. Furthermore, for ZOAS-SPAM, the
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parameter related with mean and for parameters related with dispersion/precision, they

were all well estimated.

3.13.3 Study 3: Response distribution misspecification

In this section we vary only the response distribution. We set the sample size
in 100 and link function as the logit one. We model only the mean and considered only
one (R = 1) replica. We simulate from a model setting a the response distribution and,
then, fit using all the others different distribution from the one which simulated the data.

In Table 9 we present the 6 scenarios of interest.

Table 9 — Scenarios of simulation study 3

A(Efluil %‘(’Sel Fitted model
ZOAB(115, ¢, poi, P1i) ZZQ?A%SR
ZOAS(pi, &, poi, P1i) ZZ()OAABBR

ZOABR(pi, ¢, poi, P1is @) égﬁg

Furthermore, the related linear predictors and link functions to scenarios
presented in Table 9 are given by log(po;/(1 — poi — p1i)) = po + p1F3, log(pi/(1 — poi —
p1i)) = 70 + M, g(p;) = 1 Xs + cos(Z;) for i = 1,...,n, where X; Y uniform(0, 1),
E; ¢ uniform(0,1) and Z; < uniform(0,37), F;, % uniform(0,1), M; “ uniform(0, 1),
besides that, for all scenarios, g(.) is logit. The actual values considered for the parameters

were 01 = —1, ¢ =20, a = 0.1, pg =179 = —1.8 and p; = 7, = 1.5.

The parameters, in a general way, were well recovered for all models, except
the non-parametric curve when the true underlying model and the fitted model do not
match. Note that for this study the value of parameter o of ZOABR was considering very
small to the generating data could be adjust for the others models, because when the «
increasing, the adjust of others models become poor and for ZOAS, it is impossible the
adjust in same cases. In summary, is that when data presents values too close to the limits
of the interval (0, 1), the ZOABR-SPAM is the best model, in contrast to when the data

is distributed further away from the limits, the models present a similar behaviour.

3.13.4 Study 4: Performance of residuals tools and local influence

It was generated two data sets, one from the ZOAS-SPAM and another from
the ZOAB-SPAM, considering the cauchit link and a sample size of 100. Then, we fit all

other distributions, with the same link. The purpose is to evaluate if the residuals plots
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properly indicate whether the model is well fit to the data. It was considered only one
replica for this study (R=1).

In the local influence analysis for the continuous part, under the case-weight
scheme, only one observation was “contaminated” from each one of the simulated data
set. These were generated from the ZOAS/ZOAB/ZOABR SPAM and fitting using the
respective actual model. Under the same scheme, another perturbation was added to
evaluate the developed measure, it was selected an observation from a covariate of the
parametric part of the linear predictor related with the mean, and was added to it 4 times

of the standard deviation of this covariate.

Furthermore, in the local influence analysis for the discrete part, an obser-
vation selected from a covariate related with the probability of occurrence of zero was

“contaminated” by adding 20 times of the standard deviation of this covariate.

The related models of the scenarios concerning the model fit assessment
tools, have this following structure Y; ZOAB (s, ¢i, poiy p1i), or ZOAS(pi, di, Dois D1i)s
log(poi/(1=poi—p1i)) = po+p1fi, log(pri/ (1 —poi —p1i)) = To+71my, g(ps) = Brvi+cos(zi),
log(¢;) = ko + Kie;, for i = 1,...,n, where X ud uniform(0, 1), E w uniform(2, 3) and
A uniform(0, 37), F g uniform(0, 1), M ud uniform(0, 1), g(.) is cauchit. The actual
values considered for the parameters were $; = —2 kg = —1 and kK1 =2, pp = 79 = —1.8

and p; =1 = 1.5.

The related models of the scenarios concerns the local influence analysis,

is given by Y; (S ZOAB(,U/Z‘;¢iap0i7p1i)7ZOAS(,uia¢iap0iap1i) or ZOAB(Mm@wPomPu&O;
log(poi/ (1 — poi — p1i)) = po + pifis log(pri/(1 — poi — p1i)) = 10 + Timy, g(pi) = Brxi +

cos(z;), log(¢;) = ko + Kie;, for i = 1,...,n. For continuous part, it was considered
X; % uniform(0,1), E; < uniform(2,3) and Z; % uniform(0,3x), F; < uniform(0, 1),
M; % uniform(0, 1), ¢(.) is cauchit and the real values of parameters as f; = —2 kg = 1
and k1 = —6, pp = 19 = —1.8 and p; = 7 = 1.5. And, for the discrete part, the

changes were to consider X; # uniform(0, 1), F; # uniform(2, 3) and Z; “ uniform(0, 37),
F, % uniform(0, 1), M; “C uniform(0,0.1), g(.) is cauchit and to define the real values for

the parameters as §; = —2 kg = 1 and k; = —6, pg = —1.8, p1 = 1.5, 7 = =3 and 7, = 1.

The residual plots behave as expected when the actual and fitted models match.
In these cases the randomized quantile residuals are well within the confidence bands,
randomly distributed with no systematic behavior. A similar pattern is observed in the
respective index plot. When the models do not match we can observe some residuals out
of confidence bands (QQ plots) as well a systematic behavior. Therefore, we have evidence

the developed tools are useful for goodness of model fit assessment

For the influence analysis, in case-weight perturbation for both continuous

and discrete parts, the three contaminated observations where flagged through the 1,
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measure. Therefore, we have indications that the influence analysis tools are useful for

such purpose.

3.14 Real data analysis

The data set here analyzed is part of a psychometric study of risk perception
developed in Carlstrom et al. (2000), where the participants completed two forms of a
simplified CER (Conjoint Expected Risk) questionnaire: an objective part and a subjective
part. Each part described 16 health and 6 financial activities. The objective questionnaire
contained hypothetical values for the five risk model variables for each 22 activities. The
participants were instructed to suppose that the values were true and to provide a risk

judgment for each of the activities based on these values.

For the subjective questionnaire the participants were instructed to provide
their own subjective estimates of the model variables in addition to an overall judgment
of risk for each activity. All participants also answered to a worldview questionnaire.
The participants were recruited between 1997-1998 from five sources: UCLA psychology
undergraduate classes, campus and community organizations, community and college

newspaper advertisements, a paid consultant, and posted flyers.

We selected the subjective part, where each subject was asked to provide a
number in the [0,100] interval, such that the higher the value, the higher the perceived risk.
Hence, the response is the perceived risk (Risk) of the 588 subjects related to a screening
for genes that may predispose subjects to heart diseases (which is one of the 22 activities
of the questionnaire) transformed to the interval [0,1]. Furthermore, as the covariates we
consider: the gender (Gender), ethnic background (Ethnic), age (Age) and the worldview
obtained from a related questionnaire (Wvcat). The levels of each factor are presented
in Table 10. This data set was previously analyzed by Silva et al. (2020) who considered
a Zero-and-One Augmented Beta Rectangular Regression Model with only parametric

predictors.

Table 10 — Factor levels

Variables Levels
Ethnic Caucasian (1); African-American (2)
Mexican-American (3); Taiwanese-American (4)
unclassifiable (0); individualist (1)
Wrvecat

hierarchicalist (2); egalitarian (3)
Gender female (0); male (1)
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Figure 17 — Explanatory analysis plots of risk perception data set.

The Figure 17 shows explonatory analysis plots of the data set for the continuous
part, i.e. 0 < Risk < 1, except the first plot, which presents the histogram of the Risk
(Figure 17a). We can see that the Risk distribution seems to change over the levels of
Ethnic and Wcat, whereas only the median seems to be different between the levels of
Gender. That is, both Ethnic and Wcat may be affecting the location and variability of
the response, whereas Gender seems to be related only to the Risk mean. Finally, we can
see a nonlinear relation between Risk and Age, where a smooth function could be suitable

for modeling that.
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Figure 18 — Boxplots for Age by Risk=0 and Risk=1.

Table 11 — Number of discrete observa-

tions by the levels of Ethnic Table 12 — Number of discrete observa-
variable tions by the levels of Gender
variable
Risk
Ethnic | 0 1 Total Risk
1 17 1 18 Gender | 0 1 Total
2 28 15 43 0 46 15 61
3 18 5 23 1 40 6 46
4 23 0 23 Total | 86 21 107
Total | 86 21 107

Table 13 — Number of observation by the levels of Wvcat variable

Risk
Wveat | 0 1 Total
0 65 16 81
1 4 2 6
2 9 2 11
3 8 1 9
Total | 86 21 107

Considering, now the plot of the Figure 18 and the Tables 11, 12 and 13 related
with the discrete part, i.e. Risk = 0 and Risk = 1, it is possible to notice that the covariate
Wrvcat is the one that seems to be the most influential for the response. Figure 18 related
to Age, presents different median and dispersion for Risk=0 and Risk=1, while for the
Risk equals to zero it is seen a positive skewness, for equals 1 it is seen a negative skewness,

which may indicates that this variable may influence the outcome.

Initially, we fitted three models, that is, the ZOAB-SPAM, ZOAS-SPAM and
ZOABR-SPAM with the following regression structures. For simplicity, we decided not to
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consider the possible interactions between the variables.

ind

Yije ~ ZOAB(pitjk, Pitjk, Poitjk: Piitjk)
or ZOABR(ftitjk, Pitjk» Poitjks Pritjk, )
or ZOAS(Miljka Cbiljk)p()iljka puz]‘k),

g1 (pae) = Bo + (B1)i + (B2); + (Bs)r + ha(z:),

92(Puje) = Ko + (K1) + (K2); + (K3)k + Kazi,
log(poir/ (1 — poitjk — Prigk)) = po + (p1)i + (p2); + (p3)k + pazi
log(pratje/ (1 — poijk — Praje)) = To + (71)i + (72); + (73)k + Tz,

where, i = 1,...,588, 1 = 1,2,3,4, 7 = 0,1,2,3, k = 0,1, (81)1 = (B2)0 = (B3)0 = 0,
(k1)1 = (K2)o = (k3)o = 0, (p1)1 = (p2)o = (p3)o = 0, (1)1 = (72)0 = (73)0 = 0. Also, (51),
(K1), (p1) and (71) are related with Ethnic; (52), (k2), (p2) and (72) are related with Wvcat;
(Bs), (k3), (p3) and (73) are related with Gender. Finally, x4, p4 and 74 are associated with

the variable z standardize Age.

Also, hi(.) is the unknown function that will be approximated by P-splines
with cubic B-splines and quadratic differences with 50 knots for all models. The link
function g;(.) will vary in cauchit, logit, probit, cloglog and loglog, and the link g5(.) was
chosen the logarithm function for the ZOAB-SPAM and the ZOABR-SPAM, while for the
ZOAS-SPAM, the chosen function was the square root. The difference for the link go(.)

among the models is justifying by the improvement of the fit for each model.

Therefore, we fitted all models with all possible link function for the mean and,
then, only the covariates statistically significant at the level of 5% were kept in the model.
Also, the equivalent levels of the categorical covariates were combined. The reduced models
for each distribution are presented below. Each link function present the same significance

for the covariates, then the reduced model is the same for each one of them.

ZOAB-SPAM:

Yu ™ ZOAB (pit, dit, pois p1i)s
91(pi) = ha(z),
92(it) = Ko + (K1 )i,
log(poi/ (1 — poi — p1i)) = po + pazi
) =

log(pu/(l — Poi — pu) To + TaZs,

where [ = 1,2,3,4, (k1)1 = (k1)3 = (k1)2 = 0.
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ZOAS-SPAM:

Yy ® ZOAS (s, b1, Pois Pui)s
91(patj) = Bo + (Bi)i + (B2); + ha(zi),
g2(0;) = Ko + Kaz;,
log(poi/ (1 — poi — p1i)) = po + pazi
)

)
log(p1i/(1 — poi — p1i)) = 7o + Tuzi,

where [ = 17 273747 j = 07 17 27 37 (ﬁl)l = (51)3 = 07 (ﬁ2)0 = (52)2 = (ﬁ2)3 = 0.
ZOABR-SPAM:

Ya "™ ZOABR (1, $u1, pois pri» ),
g1(par) = Bo + (Bu)i + ha(z),
92(da) = ko + (K1), (3.33)
log(poi/ (1 — poi — p1i)
log(p1i/ (1 — poi — pui)
)

where [ =1,2,3,4, ($1)1 = (B1)s = (£1)a =0, (k1)1 = (k1)3 = 0.

Given the reduced models presented, now, we choose the link function of the
models. The information criteria (IC), see Table 14, indicate, for ZOABR-SPAM, in general,
the loglog link is the best one. For the ZOAB-SPAM, that the cauchit link was the indicate
and for the ZOAS-SPAM, except for AIC and AICC, indicate the logit as the best link.
Then, the final three models are ZOABR-SPAM using loglog, ZOAS-SPAM using logit

and ZOAB-SPAM using cauchit as link function for mean. Therefore we compared the

)
) = po + paz;
)

= To + TaZ,

three respective models, using the model fit assessment tools.

The QQ plots with envelope for the quantile residuals related to the three
models indicate that both ZOAS-SPAM an ZOABR-SPAM did not fit well to the data.
Also, seen the all the IC measures, regardless of the link function indicate the ZOABR-
SPAM. Hence, the ZOABR-SPAM was the model chosen to continue with the analysis,
because seems the one more appropriate for this the data set. Then, we continue with
the analysis of the reduced model Equation (3.33) using ¢1(.) as loglog, to verify the fit
quality.

Table 15 shows the estimates of parameters, the associated standard error (SE)
and the associated confidence interval (IC) with a confidence of 95%. Figure 20 shows
non-parametric curve. The effective degrees of freedom were 4.39 the estimated A using
GCV was 15263. From Figure 21, it is possible to see that the residuals are well within
the the confidence bands of the QQ plot. The other residuals plots show no tendency as

well the normality seems to be reasonable according to the histogram.
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Figure 19 — Quantile-quantile plot with 95% envelopes for all models.
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Figure 20 — Estimated curves for ZOABR-SPAM.
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Table 14 — Information Criteria for the three models.

Models Link function AIC AICC | SABIC | HQIC BIC
cauchit 284.96 285.62 | 261.92 | 307.62 | 343.11
logit 269.84 270.47 | 247.40 | 291.90 | 326.47
ZOABR-SPAM probit 274.81 275.52 | 250.97 | 298.27 | 335.00
cloglog 287.47 288.17 | 263.72 | 310.82 | 347.39
loglog 269.20 269.97 | 244.24 | 293.73 | 332.16
cauchit 507.42 | 507.61 | 515.84 | 519.36 | 538.08
logit 507.42 507.61 | 515.84 | 519.37 | 538.08
ZOAB-SPAM probit 507.44 507.63 | 515.87 | 519.40 | 538.15
cloglog 507.42 507.62 | 515.85 | 519.37 | 538.10
loglog 507.44 507.64 | 515.88 | 519.41 | 538.15
cauchit 607.29 607.86 | 622.09 | 628.28 | 661.17
logit 606.07 | 606.64 | 620.84 | 627.03 | 659.87
ZOAS-SPAM probit 606.49 607.12 | 622.06 | 628.57 | 663.16
cloglog 607.25 607.84 | 622.30 | 628.60 | 662.05
loglog 605.39 | 606.02 | 621.01 | 627.55 662.26

Table 15 — Inferential results for the ZOABR-SPAM.

Parameters | Estimate SE  p-value [Cos%
0 175 0.12 <0.0001 [-1.98:-1.51]
Jo 0.32 0.11  0.0021 [0.12;0.53]
To -3.30 0.25 <0.0001 [-3.79;-2.80]
T4 0.60 0.17  0.0003 [0.28;0.93]
5o -0.15 0.09 0.12308  [-0.33;0.04]
(B1)2 034 012 0.0040  [0.11;0.57]
Ko 1.65 0.20 <0.0001  [1.26;2.04]
(K1)a 0.76  0.26 0.0032 [-1.28:-0.26]
(K1)a 042 019 0.0254 [-0.78:-0.05]
a 040  0.33 - [-0.24:1.05]

From Figure 22 (left plot), which presents the local influence analysis for the

discrete part, we see no flagged observations. On the other hand, from Figure 22 (right

plot), concerning the local influence analysis of the continuous part, under the case-weight

perturbation scheme, the observation #32 was flagged.
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Figure 22 — Index plot of 1,,,,, under case-weight perturbation for discrete part (left plot)
and for continuous part (right plot) for ZOABR-SPAM.

After removing such observation, the significance of the parameters did not

change, neither the Cook’s distance, neither the generalized leverage. Also, the behavior

of the residuals remained the same.

In conclusion, once that the exclusion of the flagged observation did not lead to

significant changes on the inference, no further changes are necessary. From the final model

it possible to notice that the age of participant has a positive influence on the discrete values
of the Risk (Risk=0 and Risk=1). The Ethnic in the categories African-American and
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Taiwanese-American is a significant covariate attributed to the heterogeneous dispersion.
From the fitted non-parametric curve, the Age variable presented a decreasing in risk for

the younger ages and, then, an increasing in risk perception from older ages.

In the analysis of this data made made by Silva et al. (2020), only parametric
components were included, and the BR distribution was considered. Their final model did
not include the covariate Age. Then, comparing with our approach, our gain is include a
component non-parametric in the linear predictor, which implies in more flexibility for
our approach. At our work, we could include the age in the fit of the mean, and made a
properly fit, given the non-linear behaviour of this covariate. The age after the analysis

indicates contributing significantly to the model.
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4 Semi-parametric additive models for depen-
dent and limited data

In many fields of knowledge is usual to observe several measurements in the same
experimental units, along different (so-called) evaluation conditions. These kind of data is
named repeated measurement data and, when these measurements can not be mutually
randomized along the evaluation conditions (as time) they are called longitudinal data.

Due to this structure is expected to observe within-correlation dependence (correlation).

It is well know that to ignore such structure can lead to the misleading inference
see, for example, Diggle et al. (2002). One of the most important ways to model this kind
of data is the so-called Generalized Estimating Equations (GEE). This approach is based
on the Estimating Equations (EE) (Godambe, 1991). The EE are function of the sample
and the parameters of interest. Within the (G)EE framework conditions are seeking to
guarantee that the estimators have good properties. Based on that, Liang and Zeger (1986)
proposed GEE for mean estimation in models where the response belongs to Exponential

Linear Family.

In this Chapter we developed a GEE approach as an extension of the Semi-
parametric Additive Models for correlated bounded data, considering the beta, the simplex
and the beta rectangular. Then, we will build a suitable framework that considers both
the bounded nature of the response variable and the within-subject dependence. The
proposal models will be the Semi-parametric Additive Beta (Beta-SPAM-GEE), the Semi-
parametric Additive Simplex (Simplex-SPAM-GEE), and the Semi-parametric Additive
BR (BR-SPAM-GEE) models via GEE.

4.1 Estimating functions

In this subsection, it will be reviewed some definitions and quantities related

with GEE methodology required for the next sections.

The quantity 1) is defined as an estimation function of the random variable Y
and the parameters of interest @ if, for each 8 € ©, ¥(0;Y) = (Y1, ...,1,) " is a random
variable, where ©® C R? is the parameter space. Only regular cases will be considered,
which means that © has a finite dimension p and the true parameter 6 is an inner point

of ©.

Assuming a random sample of n independent random vectors Y; = (Y, ..., Yiti)T,

1 =1,...,n and each of them is related to an estimation function 1p;, then a sample estimat-
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ing function W(0) is given by ¥(0) = ¥(Y;0) = > 1,(Y;;0), where Y = (Y;',....Y,")".
i=1
Besides that, only focusing on the estimation functions whose roots are estimators of the

parameters of interest, i.e., ¥(Y; é) =0.

Let Y71, ..., Y, be a random samples with E(Y;) = 1;(0), p; doubly differentiable
with relation to @ and Var(Y;) = ¢, then

= O0pi(0)

¥(Y;0)= 20

Y — 1i(6)] = 0 (4.1)

i=1
is denoting by estimating equation.

Furthermore, if Eg[¥(0)] = 0, V6 € O, the function V() is an unbiased. Thus,
if all estimating functions %; are unbiased, then ¥ (@) will also unbiased. Moreover, let
W (0) be an unbiased estimating function, then, the related variability and sensibility

matrices (both p X p), are given, respectively, by:

V(0) = Eo[T(0)TT(0)] and S(0) =Ey [agT‘I’@] (4.2)

On the other hand, the Godambe Information Matrix of @ associated to a
regular estimating function ¥ is given by J(8) = ST (8)V~1(0)S(6). The Godambe
information matrix plays a similar role to the Fisher information matrix, i.e., the former
is related to the information about the variability of the estimators. It can be noticed
that if S(0) = —V(0), then the Godambe Information Matrix coincides with the Fisher

Information Matrix.

Let Q;(@), i = 1,...,n be non stochastic matrices and u; = u;(y;; @) be a zero
mean vector mutually independents, an estimating function class is said to be additive or
linear if (Crowder, 1987):

l(u) = {\Iln ER: W) = ZQz Yui (ys; )} ) (4.3)

A regular estimating function (see Artes (2005) for more details) is said to be
optimal if its roots have minimal asymptotic variance. The optimal element within the

class of linear estimating functions according to Crowder (1987), is given by:

ZQ Jui(yi; 9), (4.4)

ou;
007

where Q7 (0) = IE( ) Cov(u;)" and

Cov(u;) = diag{Var(u;)"/*} R" (u;)diag{ Var(u;)'/*}, (4.5)

being R’(u;) the actual correlation matrix of u;, for i =1,... n.
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It is important to notice that this previous definition also is applied to the
estimating function optimality. The following theorems establish conditions that guarantee

the asymptotic normality of the estimators obtained from the regular estimating functions.

According to Jorgensen and Labouriau (1995), let ¥ : Q x © — R? be a regular
estimating function and {f,},>1 a sequence of estimators satisfying ¥(y;0) = 0, and
suppose that 360 € © : 4, 0, where 0, is asymptotically Normal, then \/ﬁ(é —0) LN
N(0,J7(8)), where

J(6) = lim ~{ST(0)V"(6)5(0)),

n—oo n,

which replaces the asymptotic Godambe information matrix. Here the symbol 'Dor stands

for the convergence in distribution (related to Py) and "Eﬂ', the convergence in probability.

Under certain conditions (see Sen and Singer (1994) for more details), it possible
to show that 6, = 6 and /n(6 — 8) 2 N(0, J71(0)). A proof for this theorem can be
seen in Jogrgensen and Labouriau (1995), for example. It is important to cite that these
conditions are generalizations of the Frechet-Cramer-Rao regularity conditions Sen et al.
(2010).

In practice, the actual correlation matrix R is unknown. Liang and Zeger
(1986) proposed to use a so-called working correlation matrix R;(§), which depends on
&. Thus, as said previously, the following models will be developed based on this last
approach. Next sections will discuss more about the GEE and their extensions for the

purpose of this work.

4.2 Models

Let Y = (Y;',...,Y,)", with ¥; = (Ya,...,Yi)", @ = 1,...,n be the

response vector for all subjects in all time that they were collected, and considering
the marginal distribution of Y}, as Yy, ~ beta(p, @), simplex (i, ¢it) or BR (i, di, @)
fort =1,...,n;, i =1,...,n. The Semi-parametric Additive Model via GEE (SPAM-
GEE) for any of these three distributions, Beta-SPAM-GEE, Simplex-SPAM-GEE and
BR-SPAM-GEE, have the following systematic component:

m=aq(p =Xp +j§hj(zj)7 (4.6)

M2 = g2(P) = EK

where n** = ann is the sample size, p = (p{,..., )", with p; = (i, . .. s Mhiny
=1
¢ = (¢d],....,0))", with ¢; = (gbil,...,gbm;)T, g1(.) and g¢o(.) are strictly monotone

and twice differentiable link functions, such that, g; : (0,1) — R and ¢» : R™ — R,
m = (g1<l'l'1)—r7 cee 7gl<l'l’n)T)T7 N = (92(¢1>T7 o 792<¢n)T>T7 IB = (517 cee 76p)T € RP

)T

)
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and kK = (ky,.. .,/<g5)T € R® are, respectively, a p-vector and a s-vector of unknown
parameters, X = (X, ,...,X,))", with X; = (x;1, ... ,a:mz)T and E=(E/,...,E])T,
with E; = (e, ... ,em;)T are design matrices of dimension, respectively, n** x p and
n™ x s, in which &; = (21, ... ,a:itp)T and e; = (eg1,...,eys) fort=1,...,nf and i =
1,....,n, z; = (lej, . ,zgj)T,j =1,...,k, where z;; = (2i15,.. ., zinz;) 15 a specification
vector associated with non-parametric components and hq, ..., h; are an unknown smooth
functions.

The h;(z;) can be rewritten as discussed before in the Section 1.2.1 as

a;

hi(z5) = > mibii(25), (4.7)

=1

with «y;; being the coefficients to be estimated, b;;’s being [-th cubic B-spline and g¢; is the
number of cubic B-splines both related to the j-th P-spline at the vector z;, j =1,...,k
and [ = 1,...,q;. As cubic B-splines are being adopted here, b;; = B; 4, with d; = 4 as
defined in Section 1.2.1, k; = d; + ¢; is the number of knots. It is possible to rewrite

Equation (4.6) for the i-th observation, i = 1,...,n, as follows
i = g1(1s) = X, B+ b+ + bjwe,

where b;; = (b1;(2ij), - - ,bqjj(zij))T and v; = (1, - ,yjqj)T, for j =1,...,k. Return to

matrix form of 7;, the predictors of the model can be rewritten as

k
m=g(p)=XB+> B, m=g(¢)=Ek, (4.8)
j=1
where B; is a matrix of dimension n** x ¢; composed by b;;(z;;),fori =1,...,n,j=1,... k

and [ =1,...,¢q;.

4.3 Penalized GEE

Based on the proposal of Liang and Zeger (1986) described in Section 4.1, it will
be developed two distinct GEE for the mean and dispersion/precision parameters as made
by X.-K. Song et al. (2004) and Freitas et al. (2021), generating the (models): Simplex-
SPAM-GEE, Beta-SPAM-GEE and BR-SPAM-GEE. Indeed, given v = (8,4, ,...,7 )"
and K, let us consider the vectors di = (u; ,q; )", w; = wi(y;, v, k) = (w1, . .. ,um:)T and
qi = qi(yi, v, k) = (¢;1, - - . ,qin;)T ,i=1,...,n, where u; and q; are the zero mean vectors
defined in Equation (4.3), related to u; and ¢, respectively. They arel also mutually

independent, satisfying the properties of regular estimating functions (Crowder, 1987).

A common choice for u; is the score function, which will be done for the
Simplex-SPAM-GEE. However, for the Beta-SPAM-GEE and BR-SPAM-GEE we adopt

u; = y; — ;. This choice implies a better interpretability for the correlation matrix of wu,;,
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since it becomes the correlation of Y. Also, as we will show in the next sections, it implies
in the insensitivity property (Jorgensen and Knudsen, 2004), which allows the updating
the GEE of the mean and dispersion/precision parameters, in the estimation algorithm,

separately.

4.3.1 Components for Beta-SPAM-GEE

Assuming that the marginal distributions follow the beta distribution, the

log-likelihood of @ = (B",~,,...,7, ,k")", is given by:

z”: <10g —log(I'(pigps)) — log(L'([1 — ] i) + (i — 1] log(ys)

=1

+ ([1 — pilpi — 1) log[1 — yi]>,

where, p; = g7 (nw), M = x, B+ Z b”'yj, @i = g5 (1) and 1y; = €] k. Also, we have
7j=1
that g; corresponds to the score function. Hence, u; and g; are given by,

u; = Y; — K,

(4.9)
qi = pi(y; — p;) +log(1 —yi) — V((1 — pi)pi) + V(h),

where p* = (1171, 15ne) s 1 = Upidie) — O = pie)due)s ¥* = (Y- yie) ' and
vl = loglyu/(1=yy)], fori=1,...,nand t = 1,...,n;, ¥(.) denotes the digamma function,
that is, ¥(z) = dlogI'(2)/0z, for z > 0. It can be noticed that E(u;) = 0 and, since g; is
the score function related to ¢;, E(git) = 0 < E(log(1 — yi)) = V(1 — i) i) + V(ar)-
Thus, the use of u; and g; generate an optimal class of estimating functions and they
present zero mean, are mutually independent and satisfying the properties of regular
estimating functions, see (Crowder, 1987). For the i-th subject, some quantities, which

will be used in the next sections are defined below,

ou; \ Ou; O
Ty - - (*) (az e )
1% 7 7
@qz ’ aqz 6¢z
T . = — —= e
= (an;> <a¢z o) = GO
ou; \ Ou; Op;
T =~ (an> (a@ m)
{04\ Og; O\ _
T12z - _E (anﬂ> <a”2 anh - GlzDza

and ¥, = Cov(u;) = A3/2R(£)A§/2, where A; = diag{aii, ..., @i}, @i = Var(Yy) =
it (1—=pir)]/ (1+@ir), G1i = diag{(Opir /Omian), - - -, (aﬂin;‘/anlinf)h G2 = diag{(9¢i1/On2in),
s (0¢ins [Onin2 )}, Ci = diag{cit, ..., Cinx }, it = =W (i) V' (parie)+(1— i) 9 ((1—
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pi)Pie), Di = diag{di, . .. 7dm;}> and dir = Gir iV (pie i) — (1 — pae) W' (1 — prae) i )],
t=1,...,n; and i = 1,...,n. Furthermore, R(E)(n;m;) is symmetric matrix satisfying
the conditions for a working correlation matrix (Liang and Zeger, 1986), which depends

on a correlation parameter vector &€ that is the same for all subjects.

4.3.2 Components for Simplex-SPAM-GEE

For the model based (marginal distributions) on the simplex distribution, the
log-likelihood of @ = (B7,~,,...,~v.,k")", is defined as:

n

16) - z(-i (log(2rd) + 31ogyi(1 — 3]} —

=1

1
2¢id(yi;ui)>,

k
where, d(y; i) is defined in Equation (1.7), p; = g7 (nu), nu = =, B+ Zbgfyj, ¢ =
=1

[ 1(7722-) and my; = eiTl-c. We have that u; and q; will be defined also as the score function.

They are given by,

1, N T
where
) o 0d(yi, i) 2(yi — ) 1
d (yz’ Isz) — 8”!1 — MZ(l — Mz) d(yza /J'z> + IJIZ2(1 _ “2)2 )

t=1,...,n; and i = 1,...,n. It can be noticed that E(u;) = 0 < E(d (yi, pir)) = 0 and
E(git) = 0 < E(d(yit, ptit)) = ¢i. Thus, the vectors u; and q; generate an optimal class
of functions and they are vector with zero mean, mutually independent and satisfying
the properties of regular estimating functions (Crowder, 1987). For the i-th subject, some

quantities, which will be used in the next sections, are defined below

T T
Ty = -E (8’”> =-E (8’” 6“") = GuA;

ony; Opi Om;
dq; ' dq; 0¢; !
Ty = -E =-K = G0,
? (6‘772-) <a¢i Ona; GuC
Ou; ' 0q; '
T5, = —-E (an;) =Ty = —E (8?712) =0,

and ¥; = Cov(u;) = A§/2R(§)A§/Q, where A; = diag{a;1, ..., ain:}, ax = b5 [(30i)/
(at(1 = pae)) + 1/ (i (1 = pae)®)], G = diag{(Ipin /Omar), - - -, (Optinz /Ominz )}, Gai =
diag{(0¢i1/ Onair); - - - (OPins [ONains) }, Ci = diag{cit, . . ., Cinr }, Cij = (202) ' t=1,...,n;
and i = 1,...,n. Furthermore, R(&) is a (n; x n!) symmetric matrix satisfying the con-
ditions for a working correlation matrix (Liang and Zeger, 1986), which depends on a

correlation parameter vector & that is the same for all subjects.
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4.3.3 Components for BR-SPAM-GEE

Assuming marginal BR distribution, the log-likelihood of 8 = (BT, ’le e ,'y,;r ,

k', )T, is given by:

where g; =1 — \/1 — dap;(1 — p;), by (y; ., .) is the beta density defined in Equation (1.1),
pi— 5+ %\/1 —dap(1— py)

\/1 —dopi(1 — py)
and 1y = €] k.

51':

k
s i =gy (), i = 2/ B+ ZbiTj’Yjv bi = g5 (1m21)
j=1

Here, the log-likelihood is not easily tractable, since the necessary derivatives
are not easy to obtain, see Section 2.2.1. Thus, instead of obtain u; and g; from the score
function, we will consider the proposal of X.-K. Song et al. (2004). They constructed the zero
mean vector for the estimating equation of the dispersion component of their distribution,
based on a quantity whose expectation was a function of the dispersion parameter. Since
we consider the precision parameter of the BR distribution, a useful approach is to consider
g = (i1, Ginr), where gy = (Y — par)® — Var(Yy), E[(Yie — par)®] = Var(Yy), and
Var(Y;:) = g(¢i) is defined in Equation (1.4), r ¢t = 1,...,n}. Therefore, we have not only
easier calculations, but also good properties of the related estimators. Hence, u; and g;

are given by
Ui = Y; — M,

4.12
Qi:(yi_ﬂi)Q_{ ( )

0:(1—9;)
1+ ¢;
i=1,...,n. It can be noticed that E(u;) = 0 and E(g;) = 0. Thus, the vectors u; and

q; generate an optimal class of functions and they are vector with zero mean, mutually

€;

(1= el — 1+ 9]+ Sy (0 - 320 .

independent and satisfying the properties of regular estimating functions (Crowder, 1987).

For the i-th subject, some quantities, which will be used in the next sections, are defined

below
ou; T ou; Op; T
T, = —-E = -E
dq; ' 0q; 0¢; !
T, = —E =-F = ;
21 (an;> <8¢7, 87727, G2Z017
(9’U,Z' T auz a¢z '
T, = —FE = -FE
2 (0772) (0@ 0nzz> ’
T T
Ty = —E ( 04; ) = —-E <8qi 3Hi> =G, D;,



Chapter 4. SPAM for dependent data 107

where Ez = COV(’U,Z‘) = AJ/ZR(E)AZI/Z, Az = diag{aﬂ, e ,am:},

3;(1—9;)
1+ ¢;

G = diag{(Opir/Onir), - - (8Mm /3771an )} Gai = diag{(9¢i /On2ir), - - -, (0¢m; /37721‘11;)},
C; = diag{ci, ... cinr }, iy = [(0a(1 = 01)) /(1 + ¢0)*|(ear — 1), D; = diag{diy, ..., din: },

N O L VR R D,
dir = (1 — 20;) (1 + du)(1 — )2 + [ 0+ on)
L 2= 35“1 <2a(1 - 2;%))

6 1—51‘,5

(1—g&)[1l —e(l+¢y)]+ (4 3e;),

Qi =

12

( 2— oy + 25zt(1 + szt))

t =1,...,n7 and ¢ = 1,...,n. Furthermore, R(§) is a (n; X n]) symmetric matrix
satisfying the conditions for a working correlation matrix (Liang and Zeger, 1986), which
depends on a correlation parameter vector £ that is the same for all subjects. Finally,
also following X.-K. Song et al. (2004) we adopt Y; = Cov(q;) = J; = diag{ji1, - - -, jin* },
where ji; = Var|[(Yiy — pit)?], t = 1,...,nf and i = 1,...,n. For ease, the Var[(Yy — pi)?],

in the estimation process, will be obtained numerically.

4.3.4 Penalized GEE approach

As discussed in Section 2.2 and following Manghi et al. (2019), it is necessary
adding a penalization in the GEE related with the non-parametric components. A penalty
function based on differences between adjacent B-splines, as defined in Section 1.2.2, will
be used here. Thus, considering the components related to each distribution as defined in
the previous sections, the generalized estimating equations for v = (,BT, 'le e ,V,I)T and

K, respectively are given by:

n AN\ T
\Illp . A Z -k (g:_f_) COV(ui)il’U/i — A= B;‘TTME;luz — A
=1 (4.13)

||
M:

N
-E ( . ) Cov(q))'qi = E/ Ty X 'q;,

ok’

=1

where B = (X, Byj, ..., Bi), A = (0,, Myl AY L )\k'y,;rAd) 0(px1) is a vector of zeros
and XA = (Ay,...,\,)" is the vector of smooth parameters and \; > 0, Vj,j = 1,...,k,

= diag{T11,- .- ,Tlin;f}, T,, = diag{Ty,... ,Tgin:}, 3 = diag{>;, ..., Zm;} and
Y; = diag{Ts, ..., Tin:}.

We can use a working correlation matrix instead of X; = Cov(g;). However
this would lead to a large amount of parameters to be estimated. Then, following Freitas
et al. (2021) and X.-K. Song et al. (2004), we assume, for the Simplex-SPAM-GEE and
Beta-SPAM-GEE that Y; = C; and for BR-SPAM-GEE, Y; = J,. As cited by Freitas
et al. (2021), by assuming this (YT; = C; or J;), even though we no longer have optimal
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linear estimation functions, we reduce the number of assumptions to make about the
dependency structure of the data. We further assume that Cov(u;, g;) = 0, which leads to
a small number of parameters to be estimated, for more details see Prentice and Zhao
(1991). Then, the penalized GEE for v and k are given by ¥y,(2,A) = 0 and ¥y(k) = 0,

where © and & denotes the respective estimates.

For the next sections, unless for parameter estimation developments, it will be
useful to rewrite the GEE’s as ¥* (v, k) = (¥1,(v, )", ¥y(k)")T, that is

U (v, k) = Q' WT'd" — Ay, (4.14)

where A = (0, MyT AL ey AL 0 )T, 0(¢x1) vector of zeros, d; = (u),q/ )", W=

T.P 'T,
Q; — B 0 T — T Tha p— ¥ 0
z o E ) Ty T ) oY)

4.4 Parameter estimation

Before presenting the estimation process, it will be demonstrated that the
GEE’s for v and k can be updated separately for all models by using the insensitivity
property (Jorgensen and Knudsen, 2004). As defined in a generic way in Equation (4.2),

the sensibility matrix can be write as
S S
S.(6) = 11 D12 ,
So1 Sa

0 0
‘Illp( )]7 522 =K [MWQ(H)], 512 =K [M\PQ(KJ)} and 521 =

0

where S§;; = E la =

E l aaT\Illp( )] For all models, the quantity Ss; is zero, as demonstrated below.
o For Beta-SPAM-GEE and BR-SPAM-GEE:
0 0 .
Su B |50, 0] ~ B | ;2 (B T8 - )| 0

because none of this components is function of ¢ and as consequence of k, thus the

derivative is zero;

o For Simplex-SPAM-GEE:

0
OrT

0

S21: [ 2¢

Uy, (v )1 =E [aTE;TziTil ( d’(yz,uz)ﬂ

0
=E | —E/TyY; Ly i i) | = 0;
[a 2 2¢2 (y ) b )1 )
when the expectation function is applied, all the matrix become zero because
E(d'(yi, 1)) = 0.
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Thus, the sensibility matrix can be rewritten for all models as

S,(0) = ( 50” 22 ) : (4.15)

and according with Jgrgensen and Knudsen (2004), this configuration of the sensibility
matrix implies in the insensitivity property, which allows us to separate v and k onto two
equations to be updated in each step of estimation algorithm, following Bonat et al. (2018)
proposal. The other entries of this matrix are defined as S;; = —B*TThE 1ThB* A*,
where A* = blockdiag(0,,, )\1A1, ce )\kAz) and 0,, is a p x p matrix of zeros. Also,
Syy = —E Ty, X7 'Ty,E; and Syy = —E; Ty, X T15;X;, for Beta-SPAM-GEE and BR-
SPAM-GEE and S5 = 0 for Simplex-SPAM-GEE.

Now, developing the estimation algorithm by applying a combination of Gauss-
Seidel method for vector v and reweighed least squares for k, the (u + 1)-th step of the
iterative process for obtaining the maximum penalized likelihood estimates of 3, 1, ..., Y%

and k by fixing A\, may be expressed as

-1 n
/B(U+1 (Z XTWl'Lu)Xl> |:Z XZTWI(zU) (zlz Z ](u+1 )] 3

i=1 i=1

D (Z WL Bl-j) [ZB wi ( W x,804Y = 3 By %“*”)],
=1

J*#3

k(D) (ZE W2:”E> [Z E/ W ] ,
=1 =1

for j=1,....,kand v = 0,1,2,..., where B, 'Ay;o) and £ are the initial estimates,

Z1i =M+ Tfil’ufz', Zoi = Mo + T{fqi, Wi = le‘zi_lle‘ and Wy, = T2iTZ'_1T2i-

For the model BR-SPAM-GEE, there is one extra parameter to be estimated,
which is «. Thus, only for this model one more parameter will be updating in each
iteration. The estimation process of it will be made through maximum likelihood, using
an optimization algorithm. The one chosen for maximization process was the optim of the
software R using the method L-BFGS-B (Byrd et al., 1995). The updating, in the step
(u+ 1) will happen using the current estimates of the other parameters, replacing them in
the log-likelihood function, (), defined in Equation (4.11). The optimization happens
and the new estimate for « is used to updating the other parameters. It will occurs until

the converge is reached.

4.5 Correlation parameters estimation

The results shown here are based on Liang and Zeger (1986). First, considering
that Cov(w;) can be v/n-consistently estimated by Y u;u; /n (Liang and Zeger, 1986).
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Unstructured

In this case, we have n*(n* — 1)/2, where n* = max{n;} ,, parameters to be
estimated. Let & be the (¢,¢') element of R(€), for ¢ # ¢, which may be estimated by

n
Zi:l Uit Ugyr

2 2
\/Z?:l Wit \/2?21 L%

o =

Exchangeable

Here the diagonal elements of R(£) are 1 and the others are ¢, i.e., it is assumed
that the correlation between any two observations of the same individual is always the

same. Thus, £ can be estimated by

n 2
Zi:1 nr(nr—1) Zt>t/ Uit Uit
n 1 n; 2 ’
i=1 n? Dot Ui

£ =

First-order autoregressive (AR-1)

In this case, the diagonal elements of R(&) are 1 and for the ¢-th line and ¢'-th
column are & =1 for ¢ # t', that is, we admit that the correlation between two instants of
time decays exponentially according to the distance of the observations. In this case, £

can be estimated by

n ni—1
Dt UatUi(pg1)

‘- .
n*fl 2 n’.* 2
\/ D1 Dot Ui Doig Dopto Uy

4.6 Effective degrees of freedom

Following Manghi et al. (2019), the effective degrees of freedom will be derived
considering the solution for the linear predictor, only related with v, because it contains the
non-parametric component. Hence, the solution for the linear predictor at the convergence
of the iterative process, namely #;; = B0 = H(X)2y;, where H(A\) = B (B*'W;B* +

A)_leT‘//V\M may be interpreted as a projection matrix or smoother, for 2 =1,...,n.

Therefore, based on Green and Silverman (1993), the effective degrees of
freedom can be defined as df (A) = trace{ H(X)}. Notice that df(\;) corresponds to the
sum of the principal diagonal elements of the matrix (B*"Wy;,B* 4+ A)~'B*TW; B* from
(p + 1)-th position to the (p + s1)-th position, and so on for df()\;), for j =1,... k.

4.7 Estimation of smoother parameters

Also, following Manghi et al. (2019), for the selection parameter they suggest

to consider the generalized cross-validation method (Craven and Wahba, 1978; Wood,
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2017), which consists in selecting the A, such that

~ KIRRYD Sy TR
A = argmin, GCV(A) = argmin, izt Ui 2 e ;
[1 — n*~ltrace{ H(A)}]?

n
where n** = "n.
i=1

4.8 Model selection criteria

Among others, we can cite the following information criteria for correlated data
models and some extensions: AIC(A) = —2Q(0) + 2(df (A) + s*), BIC(A) = —2Q(0) +
log(n**)(df (A) + s*), HQIC = —21,(8,\) + 2[s* + df (A)]log(log(n)), AICc = AIC +
2k (k™ +1))/(n — k™ — 1), SABIC = —21,(0, X) + [s* + df ()] log((n + 2)/24) GAIC =
—20,(0, \) + k*[s* + df (A)], where k* = 1,...,log(n), k** = [s* + df (\)], where s* = ¢+ 1
if the model is BR-SPAM-GEE and s* = ¢ if the model is Beta-SPAM-GEE or Simplex-
SPAM-GEE, and ()(.,.) denotes the respective quasi-likelihood function.

4.9 Obtaining standard errors

To obtain the covariance matrix, Cov(8), and standard errors, SE(8), consid-
ering the sandwich covariance estimator Jof é, which can be consistently estimated
(Liang and Zeger, 1986) by:

n -1 /n n -1
jl—(Z&(é)) (ZQIEH@J;‘TB@}QZ) (zsz-(é)) S @)
=1 =1 =1

where S;(80) is defined in Equation (4.15). Another option, following Manghi et al. (2017)
proposal, is to obtain the so-called naive standard errors using the covariance matrix J*!,

given by
1

(2 &-(é))l (Satrta) (Ss0)

Thereby, Cov(8) is equal to J~ or J*~! and SE(8), to J~/2 or J* /2.

4.10 Hypothesis testing

To test the significance of linear statistical hypothesis Cs = d, where rank(C') =
[,1>porl>gq,it can be used the Wald-type statistic (see Hardin (2005), for example),
that is,

&w = (CS—d) (CV.CT) H(CS —d),

where under Hy, &w n_%)O x? and, furthermore, ¢ can be either B, k, V, is the matrix of

variance-covariance regards to ¢ extract from Cov(8).
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4.11 Model fit diagnostic tools

As said in the Sections 2.11 and 3.11, performing diagnostics analysis are
important in order to check the goodness-of-fit of the estimated model and to evaluate the
model assumptions. Thereby, it will be introduced for the SPAM-GEE models graphical
tools for detecting departures from the postulated model, influential observations and

local influential analysis.

4.11.1 Residual analysis

Some proposals of residuals could be using in this cases to analysis to goodness
of the fit, as for example, the the ordinary residuals based on the proposal of Venezuela
(2008), and later modified by Freitas et al. (2021) to deal with a full parametric model,
in which the mean and dispersion/precision parameter had linear predictors related with
each of them. For the graphical analysis of this residuals, QQ plot with envelope can be
done by building appropriate a simulated normal plot, via gaussian copulas to simulate
the random variables. However, it could entail a computational cost depending on the size

of the sample under study.

To circumvent this disadvantage, another option of residuals is the quantile,
used by us in the models for independent data. We use in the same development presented

in Section 2.11.2, which is, for the i-th subject in the ¢-th repeated measure, the quantile
residuals are defined as r;, = ®(F(Y;]0)).

Some tests were conducted for us to evaluate if this proposal could be used
in the case of correlated data. Then, 100 replicas were generated from models and we
analyzed the mean, variance, kurtosis and skewness for the 100 residuals sample. In average
the quantile residuals presented a mean and a variance close to 0 and 1, respectively,
and kurtosis equals to 2.9 and a skeness close to 0. Furthermore, from the histogram of
each samples, the normality supposition seems to be reasonable for these residuals, thus
pointwise envelopes could be constructed based on the standard normal distribution, as

made in the independent models.

Also, for the proposal residuals, usual plots as the index plot of residuals can

be done to evaluate goodness of the fit.

4.11.2 Local Influence

As made in the previous Sections 2.11.4 and 3.11.1, it will be developed
local influence tools for our approach via GEE. Cadigan and Farrell (2002) proposed
the generalized the local influence instead of likelihood displacement, which is given by

A

FD(w) = 2[F(0) — F(B,,)], where F is a fit function, assumed doubly differentiable for
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6, whose estimate @ is the solution of (OF(0)/6) = 0. The aim is to study the local
behaviour of FD(w) for any value of w in a neighborhood of wy, which represented the
null perturbation vector, such that F(8) = F(8,,) = FD(wy) = 0. Venezuela et al.
(2011) proposed under the Cadigan and Farrell (2002) methodology, replace the likelihood
equations by the estimating equations and find the eigenvector l,,,, corresponding to the
largest eigenvalue of the matrix

Be = -AS(0)'A|

0=0,w=0’

where A = (0W,(0|w) /0w, 0¥,(0|w)/0w )" and S(8) is the sensibility matrix. If the
interest is in a local influence relative to a partition of @ = (8, ,0,)7, for example 8, the
Linaz corresponding to the largest eigenvalue of the matrix —A(S™1(0) — S(0).")A can

be used as a measure for this purpose, where

0 0 ov,(0)
S(0), ( 0 S, ) ,  where Sy 967

As Freitas et al. (2021) said, this concept is important when we want to build measures of
local influence for v and k individually. Three perturbation schemes will be developed here
for the models: case-weight perturbation, response perturbation and working correlation

matrix perturbation.

Case-weight perturbation

T

Let w = (w/,...,w, )", where w; = (wﬂmwm*)T, t=1,...,n, be a perturbed
k2

vector. The GEE’s under this perturbation scheme are given by
U (v, klw) = Q"WT 'diag{w}d* — A,.

The non perturbation vector, wy, assumes wy = 1,4 =1,...,n, t = 1,...,n;. For this

scheme, the matrix B is given by

diag{d*}T"'W'Q(Q'WQ)'Q"WT 'diag{d*}

Bzé,w:wo'
Response perturbation

Consider the additive perturbation scheme in y;; given by vy.i: = yir +ws, where
non perturbation vector assumes w;; = 0, i.e., wy = 0. Analyzing the the concatenation of
GEE’s defined in Equation (4.14), the only quantity that depends on y is the d*. Therefore,
considering d;, the vector d* perturbed in the response variable. The perturbed estimating

equation is given by:

U (v, klw) = Q"WT 'diag{w}d’ — A,
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where d, = (dﬂ, .. ,d:,DT, d;;. = (diis - -

A is given by Q"WT B, where B = 0d;" /0w = diag{0d,,1,/0w11, . .. , Oy | O }-

The matrix §G under response perturbation is given by

Ldi )", i =1,...,n. In this case, the matrix

S *
(/J’L’I’Li

BT—leQ(QTWQ)-lQTWT-lBj

0=0,0=0"
For the Beta-SPAM-GEE, we have that
auwit _ 1’
8%-,5
&Jm't 1 1 ] 1
= Mgt + - )
Owiy Yo w1 =y — wie 1 — i — wir

for the BR-SPAM-GEE,

auwit -1 GQwit

=2 it T Mat)s
Ry ) Ry (yt M t)
and for the Simplex-SPAM-GEE,
OUyyit _ 1 lS(ywit — pit)? _ (Yewir — pit)* (1 — 204t 1
Owiy ¢it:u?t(1 - Mit)3 ywit(l - ywz't) yz)it<1 - ywit)2 ’

aQwit l 1 + 1 ] 1
= [ - )
Vit Twie 1 — Y — wie I — vy —wi

therefore B = (Ju,, /0w, 0q,/0w) " .

Working correlation matrix perturbation

*

Let R(&) be a working correlation matrix characterized by a <n2i>—vector

-
&= <§12, o€ (n)> . As each unit has its own working correlation matrix, a possible
2

perturbation scheme in the correlation vector £ can be given by (Venezuela et al., 2011),

3 ,where i =1,...,n, j <land j,l =1,...,n;. For this perturbation scheme,
Wi(jt)

w = ((,dl(12), Wz —1)n)s - - Wi(12) - - - ,wn((n;,l)n;))T is a perturbation vector and wy

EuiGl) =

is a vector with ones. The perturbation estimating equation is given by:

U, (B,w)=X"T1S'u—A.

Then, each column of matrix A can be expressed by:

o3t

T u,
Iw )

0¥y,(v,w)

= XTTl
v
Ow(y)
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where the derivative of X' with respect to w(ijl) is given by 0%, /0w = (8Ew1/8w1T, ce

8Ewn/8w;>. The i-th diagonal block of ¥, is ¥,; = \/Var(u;)R(&,:)\/ Var(u;), with

Eui = (5@(12), o ,gm((n;_l)n;)) and 7 =1,...,n. We also have that:

% = Var(ui)w\/ma

Auwijuy Awijiy

where OR(&,,;) /0wy is a (n; x n;) symmetric matrix with null diagonal and jl and I;

elements are equal to —§;;, with7=1,...,nand j,{ =1,...,n;.

4.12 Simulation Studies

In this section, the results of four simulation studies. Section 4.12.1 is related to
the analysis of parameter recovery. In Section 4.12.2, we. In Section 4.12.3 is present a link
function misspecification study. The results for the first study is in Appendix, whereas the
other studies will be available at https://github.com/aureaflg/Simulations-study.
git, where we made reproducible codes for one can view the graphs and tables. The
correlated data has been generate for each scenario is using t-copulas based on Student-t

distribution considering a degree of freedom equal to 3.

4.12.1 Study 1: Parameters recovery

Here we considered some scenarios of interest defined by the combination of the
levels of some factors of interest. The factors (with the respective levels within parenthesis)
are number of subjects and their repetition number (10 subjects and 5 times, 10 subjects
and 10 times, 50 subjects and 10 times) which implies in a sample (n) (50,100,500),
regression model (Beta, Simplex, BR), link function (probit, logit, cauchit, cloglog, loglog),
modeled parameters (mean and dispersion) and considering the correlation matrix as
exchangeable. For each scenario, R = 100 replicates of Monte Carlo were generated. Each

scenario are described below.

Furthermore, the considered linear predictors and link functions for related
scenarios presented in Table 16, are given by g() = B1Xu+cos(Zy), log(di) = Ko+ K1 Ei,
fort =1,...,n7 i = 1,...,n™, where X w uniform(0,1), E; “ uniform(0, 1) and
Zit b uniform(0, 37), Fj b uniform(0, 1), My b uniform(0, 1), is either the probit, logit,
cauchit, cloglog. The actual parameter values considered loglog link were 51 = 1, kg = 1,
k1 =2, a=0.7 po=1=—-18 and p; = 7 = 1.5, whereas for the other link were:
B1=—1, k=2, Kk = -3, a=0.7, pyo =17 = —18 and p; = 7, = 1.5. This change to
the loglog link function is justified by the fact that, depending on the parameters chosen,

generating from the models using this link function can generate values very close to one


https://github.com/aureaflg/Simulations-study.git
https://github.com/aureaflg/Simulations-study.git
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Table 16 — Scenarios of simulation study 1

Regression model Link functi
(modelling mean and dispersion) " HHic HICHons
50
betabeta(g;t, ¢it) 100 | probit, logit, cauchit, cloglog and loglog.
500
50
simplex(pit, Git) 100 | probit, logit, cauchit, cloglog and loglog.
500
50
BR(pit, ¢ir, @) 100 | probit, logit, cauchit, cloglog and loglog.
500

or zero, which could compromise the fit of the models to the simulated data even for the
BR-SPAM-GEE model.

For all models, when n = 50, 40 knots were used and the smoothing parameter
was fixed at A = 500, whereas, when n = 100 or n = 500, 50 knots were used and the
smoothing parameter was fixed at A = 500. These values lead to a smooth fitted curve for
non-parametric component. As the correlation matrix considered was the exchangeable,

the only correlation parameter ¢ was fixed as 0.8.

The related results are presented in Appendix B.3, where Figures 64 to 68
are related to Beta-SPAM-GEE, Figures 69 to 73 are related to Simplex-SPAM, and,
Figures 74 to 78 concern to BR-SPAM.

In a general way, for all models the regression parameters were properly
recovered, as the sample size increases, the estimates become more accurate. The estimated
curves are for all sample sizes representing the behavior of the actual curve, in general
well. Specifically for the BR-SPAM-GEE the parameter o under probit the recovery was
not good enough. In these cases, the sample size increases as well as the bias of estimates
under probit and under logit, the estimates are better for sample size 50 than sample
size 100. Furthermore, for all models the correlation parameter £ was under estimated. A
possible reason for this is happening is that the copulas used to generate a dependency
structure, which is an approximation of the true correlation matrix, can generate bias in

the adjustment.

4.12.2 Study 2: Correlation matrix misspecification

In this section we considered only the scenarios varying the correlation matrix
(exchangeable, AR-1,unstructured), the regression models (Beta,Simplex,BR) and the
parameter related with correlation £ (0.8,0.3). For generating model, we setting the sample
size in 100 (10 subjects and 10 repeated measure), choose the link function as cloglog with

R=1 replica, we setting the exchangeable as the structure of correlation matrix and one
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value for £ (0.8 and 0.3) and then we fit the simulated data using the others correlation
structures. The same model defined in study 1 (see Section 4.12.1) were considered here,

except by the parameter &, which is either 0.8 and 0.3 and ¢ (.) is setting is cloglog.

Although the estimates were, in general, properly recovered under the three
correlation structure, it was possible to notice that fitted parameters with BR-SAM-GEE
under the AR-1 structure were closer to the actual value of parameters. In other cases,
the AR-1 and unstructured had the same or slightly worse performance of exchangeable.

It can be concluded that the recovery is reasonable even under misspecification.

4.12.3 Study 3: Link function misspecification

Only the scenarios varying the regression models (beta, simplex, BR) and the
link functions (probit, logit, cauchit, cloglog,loglog) are considered. We set the sample size
in 500 (50 subjects and 10 repeated measure), modeling the mean and the dispersion. We
generate only one replica from each model, setting a distribution and a link function for it,
and fit the simulated data using a model with the same distribution but varying the link
function, using all the different ones from the one used to generate the simulated data. In

Table 17 we present the 60 scenarios of interest.

Table 17 — Scenarios of simulation study 2

Distribution that will generate Actual link function Link function considered in
and fit the simulated data fitted model
beta(gi, dir), logit probit, cauchit, cloglog and loglog
. probit logit, cauchit, cloglog and loglog
simplex(ptie, Gir) cauchit logit, probit, cloglog and loglog
or BR(it, pit, @) cloglog logit, probit, cauchit and loglog
loglog logit, probit, cloglog and cauchit

The considered linear predictors and link functions for related scenarios pre-
sented in Table 17, are given by g(uy) = f1Xa + cos(Zy), log(ou) = ko + k1Ey,

fori = 1,...,n, t = 1,...,n;, where X id uniform(0,1), Ej £ uniform(0, 1) and

Lt i uniform(0, 37), is either the probit, logit, cauchit, cloglog. The actual parameter

values considered loglog link were 51 =1, kg =1, k1 =2, a = 0.7, pp = 70 = —1.8 and
p1 = 1 = 1.5, whereas for the other cases were 1 = —1, kg = 2, kK1 = =3, a = 0.7,
po = 7o = —1.8 and p; = 7 = 1.5. This change for actual values of parameters under

loglog link is justified for the same reason discussed in Section 4.12.1. We considered both
the comparison of the observed and predicted values as well as the parameter recovery.

The correlation structure used were exchangeable, with £ = 0.8.

The Beta-SPAM-GEE and Simplex-SPAM-GEE presented better recovery of
real mean when the link function that generating was symmetric and the link of fitted

model was also symmetric. In general the parameters, in these cases, were properly
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recovered, even when the fitting model do not match with the one the fitted model. For the
BR-SPAM-GEE; in general, the well-recovery depends on if the generating and fitting link

function are both symmetric, when one of them are not, the parameter is bad recovery.

4.13 Real data analysis

The data set that will be analyzed in this section is related to an ophthalmology
study on the use of intraocular gas in retinal repair surgeries Meyers et al. (1992). The
response is the percent of gas left in the eye recorded as proportion (a percent), the
covariates are the Gas level concentration with levels equal to (-1, 0 and 1), corresponding
to the concentration levels 15%, 20% and 25%, respectively and the Time (days) after
the gas injection. This data was previously analyzed by Song and Tan (2000) and X.-
K. Song et al. (2004) considering the Simplex regression model under constant and varying
dispersion, respectively. Their models suggest the use of the logarithm of time and the

squared logarithm of time terms.

The number of subjects was 31, and they were collected in different amounts of
time. The subject 31, were the only one collected 15 times, the others were collected at most
11 times, because it is an unbalanced study. Then, to be possible estimate the correlation,
the last four observations of this subject were removed from fitting. Furthermore, Figure
23c indicates a non-linear relation between Gas concentration and Logarithm of time. Also,
Figure 23b indicates that the response variability may be related Gas levels covariate as

well. Figure 23f indicates that the correlation structure decay over lags.

Under our approach, the model Simplex-SPAM-GEE did not converge using all
available link functions and correlation matrix. One reason could be the vector scores (u;
and ¢;) chosen here, which were different from those chosen by X.-K. Song et al. (2004).
Another difference from their approach is a generalized estimating equation defined by
them to estimate the correlations parameters. Their approach available in the R package,
simplexreg, only works for just one combination of link function and correlation matrix,
also using exactly the same set of covariates, which may indicate a high sensitivity of

models based on Simplex for some cases.

Therefore, for the fit under our approach will considered only Beta-SPAM-GEE
and BR-SPAM-GEE using the combination of the link function for the mean and the
dispersion parameter and the correlation matrix that made the models converged, which are
presented in Table 18. For choose the correlation matrix, the decay saw in the explanatory
analysis indicates the AR-1 as the best choice, but we decided also compare with the

Exchangeable structure.
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Figure 23 — Explanatory analysis plots of risk perception data set.
Table 18 — Structure for each model.
Models Link function for p | Link function for ¢ Correlation matrix
cloglog, cauchit, sart
Beta-SPAM-GEE probit,logit 4 Exchangeable and AR-1
loglog log
loglog, logl
BR-SPAM-GEE L0808, “0BT08; sqrt Exchangeable and AR-1
cauchit,probit,logit
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Initially, we fitted a general model for all combination in the Table 18:

Yiu ~ beta(piu, i) or BR(wi, dint, @),
g1 (pier) = Bo + (Bu)i + ha(25;) + ha(2),
92(Gin) = ko + (k1)1 + ka(2), i=1,...,31, t=1,...,n,

where, [ = —1,0,1, and (f1)-1 = (k1)-1 = 0. The parameters (3;) and (x;) are related
with Gas levels and k9 are associated with the variable z*, which is the logarithm of Time.
Also, 2™ is the Squared logarithm of time. Here the logarithm and the squared logarithm
function is being used following the proposal of Song and Tan (2000) and X.-K. Song et al.
(2004).

And then, for each model, we try some set of covariates for the fit. However,
the addition of some covariates made the estimation process does not converge. Therefore,
we considered only the covariates significant to 5% level and which that made possible the
estimation process convergence. Therefore, for Beta-SPAM-GEE, the final model was (for

all link functions for the mean and the dispersion parameter the selected covariates were

the same):
Yin ~ beta(pitl, ¢itl>7
91(pie) = Bo + ha(z]), (4.17)
92(Pi) = Ko+ (K1), i=1,...,31, t=1,...,n,
l=-1,0,1, and (k1)_1 = 0. Then, the covariate Gas levels remains in ¢ predictor in the

levels 20% and 25% concentration (levels 0 and 1) and other (level -1).

And, for BR-SPAM-GEE, the final model was (for all link functions for the

mean and the dispersion parameter the selected covariates were the same):

}/titl ~ BR(/Litlagbitha)v
g1 (i) = Bo + ha(2),
g2<¢itl> :504_(51)17 1= 17'--7317 = 15"'777')!(

()

l=-1,0,1, and (k1)1 = (k1)o = 0. The covariate Gas levels remains in ¢ predictor only

in the levels 25% concentration (level=1).

Then, based on the information criteria (IC), we chosen the final model, which
is the one selected as the best model among those that were proposed in this work for
this data. All IC, except SABIC, see Tables 20, indicate, the Exchangeable as the best
correlation structure for this data and the Beta-SPAM-GEE under logit (mean) and
sqrt (dispersion) link functions as the better choice. Therefore, the final model is the
one presented in Equation 4.17 where g;(.) is logit, ga(.) is the sqrt and the correlation

structure is Exchangeable.
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Now, we will check the goodness of fit of the selected model at the global and
local analysis. Figure 24b shows the fitted curve for non-parametric part and Figure 24a,
the adjusted mean for model Beta-SPAM-GEE. The effective degrees of freedom were 4.20
using 10 knots and a smooth parameter A = 10, which was chosen by minimizing the AIC.
Some adjustment results can be seen in Figure 25. All the residuals are well within the
the confidence bands of the QQ plot (Figure 25a), even though there is some no random
pattern. The other residuals plots show no tendency (Figure 25b) as well the normality

seems to be reasonable according to the histogram (Figure 25d).

Table 19 — Inferential results for the Beta-SPAM-GEE.

Parameters Estimate SE  p-value [Cy59
Bo 0.67 0.31  0.0294 [0.07;1.28]
Ko 1.69 0.15 <0.0001 [ 1.40;1.97]
(K1)o -3.26 0.16 <0.0001 [-3.58;-2.95]
(K1)1 -3.66 0.19 <0.0001 [-4.03;-3.29]
Correlation 0.60 i i i
parameter &
1.00: ' L LR P
< .
o ] B o075
(8]
% ) § 0.50-
% ol 8oz
e
-3 0.00: . .
0 i 2 3 4
0 1 2 3 4 Logarithm of time

Logarithm of time )
(b) Observed and predicted response mean

(a) Estimated non-parametric curve. as a function of Logarithm of time.

Figure 24 — Estimated curves for Beta-SPAM-GEE.

Moreover, Figure 26 presents the the local influence analysis under case-weight
perturbation related to g and ¢ (Figures 26a and 26b, respectively), response perturbation
scheme related to p and ¢ (Figures 26c¢ and 26d, respectively) and the correlation

perturbation scheme (Figure 26e).

From Figure 26, we see that the observations (with the respective scheme
and parameter) #72,#73,#82,#83 (Case-weight for p),#144 (Case-weight for ¢), #149
(Response for p) and #144 (Response for ¢) were flagged, whereas for the for correlation

perturbation scheme no observations were flagged.

After removing each flagged observation one at a time, the significance of the

parameters are not modified. Also, the behavior of the residuals and QQ plot remained



Chapter 4. SPAM for dependent data 122

o
‘-P 4
=
% 2l 3 2 .
L | B EEE e S EEEEEEEERERE
© -g oo ° L4 * o
0 2 d . PRI :
%] . L
2 5 Q . Y ° o
E X 0 AT, Y . '.“"‘ Soof
- 2 R
o 21 c * Lo o
% g i “w_ .
S o
&,
N 5 q 5 5 .
Theoretical Quantiles o 50 100 150
. . . Index
(a) Quantile-quantile plot with 99% en-
velopes. (b) Index plot of quantile residuals.
© 0.4+
@ 2r----Temeeeee- Ot EEEEEEEEEEERL T
3 N
— . %0 i
é ., ' . . s.. : 30.3
0 . R TR
o Sl Goo
= T ©
c { 31
< w' o,
o J i ettt ettt . 0.1
(@4
" . . . 0.0, == . : :
025 050 0.75 -4 2 0 2
Fitted Values Quantile Residuals
(c) Fitted values versus quantile residuals. (d) Histogram of quantile residuals.

Figure 25 — Results of fitted Beta-SPAM-GEE.

the same. When #72,#73,#82,#83 were removed, some new observations were flagged
in the local influence analysis under the case-weight perturbation, which may indicate
that these observations could be covering up the behaviour of these others. In conclusion,
once that the exclusion of the flagged observations did not lead to significant changes on
the overall model fit, no further changes are necessary. From the final model, it possible
to notice that, Gas levels variable is significant factor attributed to the heterogeneous
dispersion. Also, the estimated non-parametric curve indicates that the Gas concentration

slowly until the logarithm of the time 2, and, after this point, its decay rate increases.
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5 Semi-parametric additive models for depen-

dent and limited augmented data

In this Chapter we present extensions of the models developed in Chapter 4,
allowing the response belongs to the [0,1] interval (as well as the respective particular
cases). The regression structures and probability distributions are those presented before.
Therefore, the model class developed in the previous Chapter is a particular case of this
developed in this Chapter. The proposal models will be the Semi-parametric Additive
ZOAB (ZOAB-SPAM-GEE), the Semi-parametric Additive ZOAS (ZOAS-SPAM-GEE),
and the Semi-parametric Additive ZOABR (ZOABR-SPAM-GEE) models via GEE.

5.1 Models

Let Y = (Y,',....,Y,)|, with ¥; = (Ya,...,Yi:) ', i = 1,...,n be the re-
sponse vector, and considering the marginal distribution of Yj; as Y;; ~ ZOAB(uit, dit, Poit,

prit)s ZOAS(it, it poit, prit) ot ZOABR(pit, dit, Poit, prie, @) , fort =1, .nf, i =1,... n.
the Semi-parametric Additive Model via GEE (SPAM-GEE) for any of the three dis-
tributions, ZOAB-SPAM-GEE, ZOAS-SPAM-GEE and ZOABR-SPAM-GEE, have the

following systematic component:

k
m=g(p)=XB+> hi(z),
=

M2 = 92(¢) = EK,
(€0, €1) = H(po,p1) = (ho(po, P1), h1(po, P1))

where n** = " n} is the sample size, p; = E(Y;|Y; € (0,1)), po; = P(Y; = 0), pi; = P(Y; =
i=1

1) and 1 — py; — pi; = P(Y; € (0,1)). The functions ny; = X,' B, n2s = E'k, Coi = F,' p,
¢ii = M, T are linear predictors, 8 = (B1,...,53,) € R, & = (ki,..., k) € R
p=(p1,...,ps)" €ER® and 7 = (1,...,7,)" € R** are vectors of unknown parameters.

Also, X =(X{,.... X)), X; = (wa,..., @), E=(E],... . E))", E; =
(eilw--aeinf)—er: (F1T7"'7F7;|—)Ta E = (fila"')finz‘)—ra M = (Ml—ra"'vMJ)Tv Ml:

(my, . .. ,mm;«)T, are design matrices of dimension, respectively, n** x p, n** x s, n** x s
and n™* X s1, in which x; = (-Titla e 7xitp)T7 €, = (eitla e 7€its)T, fi= (fitb ) fitso)T7
m; = (Mi1,...,Mys,) , fort = 1,....nf and i = 1,...,n, zj = (zfj,...,zL)T,j =
L....k, zij = (2, 2inrj) 18 & specification vector associated with non-parametric

components and hq, ..., h; are an unknown smooth functions.
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In addition, g = (s, py) s g = (pirs- o pting) "5 @ = (D1, ),
bi = (Gir, - Ginz) " Po = (Po1, - Do) > Poi = (Doit, -+, Poinz) T, P1 = (P11, P1,) |
pii = (P11, - - -, plmj)T, 91(.) and go(.) are strictly monotonic and twice differentiable link
functions, such that, g; : (0,1) — R and go : R" — R, while H is admitted being a
bijective transformation of the set C = {(po;, p1s) : 0 < poi < 1,0 < p1; < 1 — po;} to R?,

twice differentiable. As discussed in Section 3.1, it can define H as,
Poi P1i
H 'i? 7 - h 7:7 7 7h i? 7 - h T 7h P Y
(Poi, P1i) = (ho(Poi, P1i), hr1 (Pois P1i)) < (1_p0i_p1i> (1_p0i_pli>>
and following Ospina (2008), the h chosen was the logarithm function, it results that

Do D1

m = exp(Coi), m = exp(¢1i),
and,
etoi el
P e v P Tt (5.2
1 —poi — pu = L

1 + eSoi + i’

The h;(z;) can be rewritten as discussed before in the Section 1.2.1 as

a5

hj(z;) = ;%jb,j(zj), (5.3)

with 7;; being the coefficients to be estimated, b;;’s being I-th cubic B-spline that compounds
the j-th P-spline at the vector z;, j =1,...,kand l =1,...,¢;. As cubic B-splines are
being adopted here, b;; = B; 4, with d; = 4 as defined in Section 1.2.1, ¢; is the number
of cubic B-splines that compounds the j-th P-spline, k; = d; + ¢; is the number of knots.

Thus, it is possible to rewrite Equation (4.6) as follow for the i-th observation, i =1,...,n
i = g1(ps) = X B+bivi + -+ by,

where by = (bi;(2i), - .., bg;(2i5)) " and v; = (Yj1,- .-, Vjq;) » for j =1,..., k. Return to

matrix form of 7, this predictor of the model can be rewritten as

k
m=g1(p) = XB+ ZBj'Yj7 (5.4)
j=1
where B; is a matrix of dimension n** x ¢; composed by b;;(z;;), fori =1,....,n,j=1,...,k

and [ =1,...,¢q;.

5.2 Penalized GEE

Based on the proposal of Liang and Zeger (1986), described in Section 4.1,
it will be developed four distinct GEE’s for the mean dispersion/precision, probability
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of occurrence of zero and one parameters, based on Section 4.3, for ZOAS-SPAM-GEE,
ZOAB-SPAM-GEE and ZOABR-SPAM-GEE.

To construct the GEE’s, given v = (8,7 ,...,% ), k, e = (p',7")", lets
consider the vectors df = (u,,q;', cos,cri)’, wi = wi(ys, v, k) = (Ui, ... ,umz)T, qi =
qz’(’yz’,'/,"i) = (%1, e 7CIm;*)T y Coi = COz'(yz‘,P, T) = (C(m, e ,Comj)T, Ci; = Clz‘(yi,P,T) =
(crins - - - ,clmr)T, t=1,...,n, where u;, q;, cop; and ¢y; are the zero mean vectors as defined

in Equation (4.3) related to the g, @i, poi and p1y, respectively, mutually independent

and satisfying the properties of regular estimating functions (Crowder, 1987).

The choices for u;, q;, co; and ¢y; for all models will be made as the same way
of Section 4.3. The choices will be made to bring advantages in the algorithm, as the
the insensitivity property (Jorgensen and Knudsen, 2004), which allows a way of update
the GEE’s for mean and dispersion/precision parameters, in the estimation algorithm,

separately.

Let us to define a quantity important for next subsections. Given that the
distributions considering here, ZOAB, ZOAS and ZOABR, are a mixing of two other
distributions (beta/simplex/beta rectangular with a Bernoulli), it is useful to define for

each Yj;, the variable Z as

e {O, if y; €(0,1) (55)
1, if y; €{0,1}

It implies that when Z = 0, Y; follows the beta(gu, i) /simplex (g, ¢it) /BR (it dir, )

distributions, while, when Z7 = 1, Y; follows the Bernoulli(p) distribution, where o =

prit/ (Poit + p1it). It is also known that the probability of Z =1, P(Y; =0or Y; =1) =

P(ZF = 1) is equal to py; + p1i, and, as consequence P(ZF = 0) = 1 — pg; — p1;. Thus,

Z} ~ Bernoulli(py; + p1;). Therefore, more details of the components that will compound

the GEE’s for each model, are described in the next subsections.

5.2.1 Components for ZOAB-SPAM-GEE

For the model based on the ZOAB distribution, the log-likelihood function
0 =B, ..,v.&".p", 7", considering ¢ = (BT, v/,..., v, k") and 9 =
(p", 717, is defined as 1(0) = [, () + I5(p), where,

51(19) = i Z:[(l - yz) log(pol-) + Yi 10%(1311')] + (1 — Z:) log(1 — po; — pu)a

la(p) = i(l — 2 {log(T'(¢4)) —1og(T'(pi¢s)) — log(T'([1 — pi]i))

+ [pagp = log(ys) + ([L = palgs — 1) log[1 — wil };
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M—%(mﬂnu—fﬂ+2}5m¢FW?WMJMIQ%JmmﬂmAﬁmdmme
7j=1
Equation (5.2).

For this model, the quantity gq;, co; and ¢y; will be defined as the score functions.

Hence, u;, q;, co; and cy; are given by,

w; = (1= 2)(yi — pi),

qi = (1 —2])(pi(y; — p) +log(1 —y;) — V(1 — pi)pi) + ¥(ey)),

(5.6)
Co; = Zf(l - yi) — Poi;,
Ci; = Z:yz‘ — D1
where p* = (133, 7M;<n;‘)—r7 iy = V(padi) — V[(1 — pi)@url, ¥* = (Vi1 - - ayfn;)T and

n!, with ¥(.) denoting digamma

Y 79

v = loglyi/(1 —yy)], fori=1,...,nand t = 1,...
function, which is, ¥(z) = dlogI'(z)/0z, for z > 0. It can be noticed that E(u;;) = 0 and, as
q;, ¢;1 and ¢;; are the score functions related to ¢;, po; and py;, respectively, which implies to
E(gi) = 0 & E(log(1 — yi)) = W((1 — i) @ie) + U(@ir), E(crir) = 0 & E(25,(1 — yir)) = poir
and E(co;) = 0 < E(2},yi) = p1it, respectively. Thus, the vectors w;, g;, ¢1; and ey
generate an optimal class of functions and they are vector with zero mean, mutually
independent and satisfying the properties of regular estimating functions (Crowder, 1987).

For the i-th subject, some quantities, which will be used in the next sections, are defined

below
n--2(5) =2 (Ggn) e
T”“E< n> E@Zﬁaﬁi) = GuC
5 (5) < (i) -0
= -5(h) -3 (h i) -G
no--n(ge) <2 2’23:)
n-s(i) —=(Ga) -e
ne--2(3) -2 (o) - =(5) --=(Gman) -o

where, 3; = Cov(u;) =

APR(EA)?, A, = diag{as, ..
(a,uzn /anlzn )} GQZ - dlag{(a¢zl/8n211)

pie)]/ (1 + ¢ir), Gri = diag{(Optir /Omar), - -

(a(/ﬁm;/amm;)}, C; = diag{cu, ...,
Di = diag{dil, ..

,Uz't)Q\If/((l - Mit)¢it))a

Cm;“} Cit = (

d’m } dzt -

y Qin } Ay = Va?"(Yz‘t) =

( (szt) + :uzt

(Mit¢z’t>

(e (1 —

( —

(1 - it)(bit[lu’itqj (paedir) — (1 —
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i V' (1= pir))], G = diag{gsi, - - - a93m;}, 93it = Poit(1 —poir), Gai = diag{gua, - - - >g4mj}>
9ait = prie(1 — prr), Gsi = diag{gsi1, -, Gsinz }» Gsit = —Ppoitbrie, t = 1,...,n; and i =
1,...,n. Also, R(§) is a (n] X n}) symmetric matrix satisfying the conditions for a working
correlation matrix (Liang and Zeger, 1986), which depends on a correlation parameter

vector & that is the same for all subjects.

5.2.2 Components for ZOAS-SPAM-GEE

For the model based on the ZOAS distribution, the log-likelihood function
for @ = (BT, v ,....v,k",p ., 7")", considering ¢ = (B7,v/,..., v/ .k")" and ¥ =
(p", 717", is defined as 1(0) = [,(9) + Iz(p), where,

n

11(19) = ZZ@*[(l - Z/z) 10g<p0i) + Yi log(pli)] + (1 - Zf) 10%(1 — Poi — pu)>

) = 3501 = )] 5 ou(2n0) + 3loglu(1 — ]} - -l

k
where, d(y; p) is defined Equation (1.7), p; = g7 ' (1), ms = @] B+ bv;. di = g5 (02:)

Jj=1
and my; = e?n.

For this model, u;, g;, co; and ¢y; will be defined as the score functions. They

are given by,

u; = —(1— z;‘)2;d/(yz‘,lti), g = (1— z;k)Q; l;d(ymui) - 11 ,

coi =2 (1 —vy;) —poi, ¢ =2y — Pu,

(5.7)

where
Od(y:, p;) 2(y; — i) [ 1
d/y'hl-‘l’i - ’ = - dyul-‘l’z + 5
( ) Op; pi(l — ;) ( ) pi(1— i)
t=1,...,nfandi=1,...,n.

It can be noticed that E(uy) = 0 < E(d' (yi, ti)) = 0 and E(¢y) = 0 &
E(d(yit, prie)) = bie, which is guaranteed since this quantities are the score functions. Thus,
the vectors u; and g; generate an optimal class of functions and they are vector with zero
mean, mutually independent and satisfying the properties of regular estimating functions

(Crowder, 1987). For the i-th subject, some quantities, which will be used in the next
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sections, are defined below

n-s() e (Gin) ~cua
r- g ()~ (J20%) —c.c,
=& () == -(5%) o
n-2(33) - = () -
nooa(5) --=(5) -e
ru--2(3g) s () - a(l) -s(lem) .
and 3, = Cov(u;) = A]°R(€§)A;”*, where A; = diag{a, ..., am: }, with
@ = (1= )fbl [uitﬁtm T : W] |

C; = diag{ci1, . . ., Cin: }, where ¢;; = (1 — Z;t)zlﬁt’ Gy = diag{(9pi /Omi), - -, (Oftinz/
37711'71;)}, Gy = diag{(a¢i1/3772¢1), cey (&bm; /377221'11;)}, G = diag{g?)ih e ,ggmg}, g3it =
poit(1 = poit), Gai = diag{gai1, - - -, Gainr }, Gair = Prae(1 — prat), Gsi = diag{gsi1, - -, gsin* },
gsit = —Poiprit, t=1,...,nfandi=1,....n,t=1,...,n; and i =1,...,n. Also, R()
is a (n; X n) symmetric matrix satisfying the conditions for a working correlation matrix
(Liang and Zeger, 1986), which depends on a correlation parameter vector € that is the

same for all subjects.

5.2.3 Components for ZOABR-SPAM-GEE

For the model based on the ZOABR distribution, the log-likelihood function
for & = (8", ,...,v .,k ,a,p',7")7, considering ¢ = (8",v/,...,7 ,&",a)" and
9= (p",7")7, is defined as 1(0) = I;(9) + l2(p), where,

I
M=

[ (9) 2 [(1 — ys) log(poi) + yilog(pui)] + (1 — 27) log(1 — poi — pui), (5.8)

1

~.
Il

I
.M:

@
Il
—

lr() (1= z) loglei + (1 — €:)by; (yi; 6, P )], (5.9)

with g; = 1 — \/1 —dap;(1 — w@;), by(y;.,.) is the beta density defined in Equation
1,1
wi— 5+ 3¢ —4dap (1 — @) _ k
(11)a 62 - 2 2\/ ’ Wherea Hi = g1 l(nli)a i = w;rlg + Zb;;7]7
\/1 —dopi(1 — py) j=1

bi = g5 (M) and My = €] K.
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For this model, the log-likelihood related with the continuous part is not easily
tractable to obtain certain quantities derived from it as commented in the Section 2.2.1.
Thus, the vectors u; and g; will not be defined based on quantities as score functions, for
example. An alternative, in this case, can be the proposal of X.-K. Song et al. (2004),
who constructed the zero mean vector for the estimating equation of the dispersion
component of their distribution, based on a quantity whose expectation was a function
of the dispersion parameter. In our case, we are working with the precision parameter
of the beta rectangular distribution, thus a useful option is to define q; = (gi1; - - - , @in?),
with g = (yir — pir)® — Var(Yy), where E[(Yi — pir)?] = Var(Yy), and Var(Yj,), defined
in Equation (1.4), is a function of ¢, for t = 1,...,n;. This proposal vector will make
calculations easier and still having good properties. For the ¢y; and ¢y;, it will be remained
the use of score functions, since the log-likelihood related with discrete part is tractable.

Hence, u; and q; for ZOABR-SPAM-GEE are defined below

w; = (1= 27)(yi — i),
g =(1-27) [(yz — )’ — {m(l —e)[l —ei(1+ )]+ 12(4 361)}], (5.10)
Co; = Zf(l —Yi) — Poi» Cli = Z;Yi — P,

i=1,...,n. It can be noticed that E(u;) = 0 and E(g;) = 0. Thus, the vectors u; and
q; generate an optimal class of functions and they are vector with zero mean, mutually
independent and satisfying the properties of regular estimating functions (Crowder, 1987).

For the i-th subject, some quantities, which will be used in the next sections, are defined

below
- () -5 (5]
TQZ-:—E( nm) E@Zﬁ%) = GG,
T“"“E<n;) E@Zﬁiﬁ) >
T”’:‘E< nE) E(SZSZ) wDr
n-e(5g) - (ma) -o
- (Ger) -2 (5ir) e
no=-5(53) == (Geie) = =) = (mo) o
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and ¥, = Cov(u;) = Ai/QR(S)A-l/Q, where A; = diag{ai1, ..., @i},

)

1+ ¢ (I—e)[l—e(l+¢)]+ 12(4 35)}

ay = (1 — z;t){

Gli = dlag{(ﬁuzl/anm), ce (8,um: /6771”1:)}, Cz = diag{cﬂ, Ce ,Cin;ﬁ},
dir(1 — dit)
(14 @)
Go: = diag{(06u1 /O, - -, (00in: [Ompin: )}, Dy = ding{dis, .. ., din: }, where

B . (1 —a)[l —eu(l+ i) 9it(1 — 03)
dy = (1— Zit){(l — 204) (1 + du)(1 — )2 + 0+ oa)

I 2 — 35“ 206(1 — 2/.1/“5)
6 1-— Eit ’

G = diag{gai1, - - -, g3in }» 93t = Poit(1 — poit), Gai = diag{gair, - - -, Gainz }» Gair = prae(1 —
piit), Gsi = diag{95i17-‘-195inf}7 gsit = —PoitPut, t = 1,...,n; and i = 1,...,n. Also,
R(&) is a (n] x n}) symmetric matrix satisfying the conditions for a working correlation

¢y = (1= 2) = ——5 (e = 1),

(=2 — ¢ir + 2e(1 + Pir))

matrix (Liang and Zeger, 1986), which depends on a correlation parameter vector & that
is the same for all subjects. A last necessary quantity is the X'; = Cov(qg;). Also, following
X.-K. Song et al. (2004) who suggest adopting Cov(g;) as the J; = diag{ji, -, jin* },
with ji = Var[(Yy; — pi)?], t =1,...,nf and i = 1,..., n. For ease, this quantity, in the

estimation process, will be obtained numerically.

5.2.4 Penalized GEE for all models

As discussed in Section 4.3.4, a penalty function based on differences will be
added on GEE related with the non-parametric components as defined in the Section
1.2.2. Moreover, Kong et al. (2015) discussed that an approach using only one GEE
to estimating the parameters related with the discrete and continuous part may not
be identifiable because those parts are typically confounded (e.g., share information).

Hence, they recommended to estimate the parameters related with those parts in separate

*

equations by introducing the variables Z}, (i = 1,...,n;t = 1,...,n}), which indicates

whether the random variable Yj; is from a Bernoulli distribution or beta/simplex/BR
distribution.

Thus, considering the components related to each distribution, the generalized

estimating equations for repeated measures for v = (8",v,,...,% ), k,o=(p",7")",
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respectively, are given by:

.
Uy, (v, ) = Z -E (g:}) Cov(u;)) ' Z**u; — A = BT\, X' Z"u; — A

)

n Oq; T
\IIQ(K'/) = Z —E ( g > COV(qZ‘)_IZ**qZ‘ = EZTT%T»_IZ**(]Z‘,

. _F Jcy; ! _E dcy; !
o B op’ op’
3(0')—2 ey, T dey; T COV(Ci)Ci
=1 i _ i
2(5) = (5)

-1
ETTSi ETTSM COV<COi) COV(COi7C1i>
C;
i=1 MiTT34i MZ‘TTM‘ COV(COi7cli) COV(CU)

=Y QT ® 'c;=> QW3 T ¢
' i=1

i=1
where ¢; = (cg;,¢1;), Bf = (X3, Byj, ..., Bir), A = (0,, My, A, vl ADT with 0,
being a p x 1 vector of zeros and A = (Aq,..., A;) being the vector of smooth parameters
and \; > 0, Vj,j = 1,... .k, Ty = diag{Tia, ..., Tvn:}, Tos = diag{Ton, ..., Toin*},
3 = diag{¥, ..., Em;‘} and Y; = diag{ Y, ..., Tm;«}. Also, Ty; = diag{T5;, . .. ,Tg,m;«},
T = diag{Thir, - - -, Tain* }, Tsai = diag{T3ai1, - - -, Tain* },
Q2 = ( B0 ) . Wa =TrATY, T = ( EiTgi ETTT% )
0 M, M; Ty M; Ty
& — ( Cov(epi)  Cov(eg;, c1q) )

Cov(eg, c1;)  Cov(ey)
In addition, Z7* = diag{(1 — z}),..., (1 — 2j,-)}, which is present in the GEE’s related to
the parameters of continuous part to indicates what observations come from beta/simplex
or BR distributions. On the other hand, the vectors ¢y, and ¢y;, contains a component Z,

which indicates observation that are from discrete part.

The matrix Y; = Cov(q;), Cov(cy;) and Cov(ey;), can be replace by a work
correlation matrices but, it would imply a high amount of disturbance parameters to be
estimated. In the sense, it will be assume, as made by Freitas et al. (2021) and X.-K. Song
et al. (2004), that for ZOAS-SPAM-GEE and ZOAB-SPAM-GEE that Y; = C; and for
ZOABR-SPAM-GEE, Y; = J,. Also, that Cov(u;, q;) = Cov(cg;, ¢1;) = 0 (Prentice and
Zhao, 1991). As Freitas et al. (2021) cited, by assuming this, we move away from an
optimal linear estimation function but reduce the amount of assumptions to be made
about the dependence structure of the data. Then, the penalized GEE for v, k, p and T
are given by W1,(,A) = 0, ¥y(k) = 0 and ¥3(6) = 0, where U, kK and & denotes the

respective estimates.

For next sections, except for the parameter estimation, it is useful defined
the GEE’s concatenated, i.e. U*(v, k) = (U1, (r,A\)", Wy(k)", ¥3(a)") ", which can be
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rewritten as,
(v, k) =Y QWT, 'd — As, (5.11)
i=1
where A = (0, Ay, A, ..., \ev) A, 0,,04,46,) 7, 0, being a g x 1 vector of zeros, Oqy s,
being a (so + s1) x 1 vector of zeros, df = (u;,q,,¢/)", W = T,P'Z*T;, Z** =
blockdiag{Z:*, Z:*, I}, I, being a (so + s1) X (so + $1) identity matrix,

.B:< 0 0 Ti; T O Ez 0 0
Q= 0 E, O y Ti=| Toyy They 0 |, Pi= 0O Y, O
0 0 Q. o o0 T 0 0 &

5.3 Parameter estimation

Before presenting the estimation process, it will be demonstrated that the
GEE’s for v, k and o can be updated separately for all models by using the insensitivity
property (Jorgensen and Knudsen, 2004). As defined in a generic way in Equation (4.2),

the sensibility matrix can be write as

Sll Sl2 Sl3
Sz(e) = S21 522 523 )
531 S32 533
0 0 0
where Sll = E 07\1’11)(1/) s 522 =E WWQ(H) s 512 = E aljiT‘IIQ(K/) s 521 =
0 0 0 0
E a?\]:llp(l/) s 533 =E ao_i_r\:[lg(a) N 531 =FE &J’iTlI’lp(V) s 532 =E W‘Il2(&) s
0 0
Slg =E [aﬂrmg(U)] and 523 =E [Mmg(ﬂ)]

For prove the insensitivity, it is enough to show that the quantities S5, S31
and Sso are zero. For Si3 and Sy3 it a natural imply given that the discrete part and
continuous part are estimate without have component in common. The demonstration for

S51 can be seen in Section 4.4. Thus, the sensibility matrix can be rewritten for all models

as
S Sz Sis
S;(0) = 0 S»n S |, (5.12)
0 0 Ss

and according with Jgrgensen and Knudsen (2004), this configuration of the sensibility
matrix implies in the insensitivity property, which allows us to separate v, K, o onto two
equations to be updated in each step of estimation algorithm, following Bonat et al. (2018)
proposal. The other entries of this matrix are defined as S1; = —B; TTM-Z;k 3 1T11-B;k — A7,
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with A* = (0,, MAS, ... ) MAD T, Soo = —E/ T0, Z* Y ' Ty, E; and S1o = —E] Ty, Z7* Y
T, X;, for ZOAB-SPAM-GEE and ZOABR-SPAM-GEE and S;» = 0 for ZOAS-SPAM-
GEE. AlSO, Slg = 523 =0 and 533 = —Q;’l—;*q);l’l—;*ng

Now, developing the estimation algorithm by applying a combination of Gauss-
Seidel method for the vector v and reweighed least squares for, k and o, the (u + 1)-th
step of the iterative process for obtaining the maximum penalized likelihood estimates of

B, Y1, ---,%, k and o by fixing A, may be expressed as

u+

M:

1 n
o) [ s )]

7j=1

s
I
-

u+1)

M:

-1
B, W#’Bm) [Z B wy” (zﬁ-‘) - X800 - 3 Bz‘j*’)’](-ffH))] ,
= 7

s
Il
-

M3

-1
E] ) lz EJ Wiz ] :

1

u+
3
u+

M:

"=
1 (
—1
D ( QW' sz> [Z Q;:Wéz”zé?)]

=1

=1

for j=1,...,kand v = 0,1,2,..., where B(O), ,%(o) and £ are the initial estimates,
z1; = Mt Ty i, 20 = Dot Ty, ' qi,y 230 = G+T, ' ei, & = (Cois Cui), W = T Z S ' T,
Wy = T5,Z* X ' Ty; and Wy, = T;®; ' T

For the model ZOABR-SPAM-GEE;, there is one extra parameter to be esti-
mated, which is a. Thus, only for this model one more parameter will be updating in each
iteration. The estimation process of it will be made through maximum likelihood, using
an optimization algorithm. The one chosen for maximization process was the optim of the
software R using the method L-BFGS-B (Byrd et al., 1995). The updating, in the step
(u+ 1) will happen using the current estimates of the other parameters, replacing them in
the log-likelihood function, [(@), defined in Equation (5.8). The optimization happens and
the new estimate for « is used to updating the other parameters. It will occurs until the

converge is reached.

The parameters related to the correlation matrix are estimated as described
in Section 4.5 depend on the dependence structure assumed (AR-1,Exchangeable and

Unstructured).

5.4 Effective degrees of freedom

Following Manghi et al. (2019), the effective degrees of freedom will be derived
considering the solution for the linear predictor, only related with v, because it contains the

non-parametric component. Hence, the solution for the linear predictor at the convergence
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of the iterative process, namely #y; = B0 = H(X)Zy;, where H(A) = B (B*'W;B* +

A)_leT‘//V\M may be interpreted as a projection matrix or smoother, for 2 =1,...,n.

Therefore, based on Green and Silverman (1993), the effective degrees of
freedom can be defined as df (A) = trace{ H(X)}. Notice that df(\;) corresponds to the
sum of the principal diagonal elements of the matrix (B*'WyB* 4+ A)~'B*"W}; B* from
(p + 1)-th position to the (p + s1)-th position, and so on for df()\;), for j =1,... k.

5.5 Estimation of smoother parameters

Also, following Manghi et al. (2019), for the selection parameter they suggest
to consider the generalized cross-validation method (Craven and Wahba, 1978; Wood,
2017), which consists in selecting the A, such that

~ n ol 3,
A = argmin, GCV(A) = argmin, izt Uy 2 e ,
[1 — n~1trace{ H(\)}]?

n
where n** = "n.
=1

5.6 Obtaining standard errors

A A~

To obtain the covariance matrix, Cov(@), and standard errors, SE(0), consid-
ering the sandwich covariance estimator J~! of 6, which can be consistently estimated
(Liang and Zeger, 1986) by:

n -1 n n -1
it-(Ls0) (LemErad Pite)(Ls@) o 6
i=1 i=1 i=1
where S;(0) is defined in Equation (5.12). Another option, following Manghi et al. (2017)
proposal, is to obtain the so-called naive standard errors using the covariance matrix J* !,

given by

n

= (3 si<é>)_l (Sezrze) (s si<é>)_1.

i=1

A

Thereby, Cov() is equal to J ' or J*~* and SE(), to J /2 or J* /2. Then, Cov(8) = J
and SE(Q) = J~1/2,
5.7 Hypothesis testing

To test the significance of linear statistical hypothesis Cs = d, where rank(C') =
[,1>porl>gq,it can be used the Wald-type statistic (see Hardin (2005), for example),
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that is,
fw = (CS—d)" (CV.CT) T (CS —d),

where under &y, % X7 and, furthermore, ¢ can be either 8, k, V. is the matrix of
n o

variance-covariance regards to ¢ extract from Cov(6).

5.8 Model fit diagnostic tools

As said in the Sections 2.11 and 3.11, performing diagnostics analysis are
important in order to check the goodness-of-fit of the estimated model and to evaluate
the model assumptions. Thereby, it will be introduced for the augmented SPAM-GEE,
graphical tools for detecting departures from the postulated model, influential observations

and local influential analysis.

5.8.1 Residual analysis

A option of residual, used in the models for augmented independent data, is
based on Silva et al. (2020) proposal, the randomized quantile residuals. Then, the residuals
are defined as r;, = ®(G;),i = 1,...,n, where ®(.) denotes the cumulative distribution
function of a standard Normal distribution, G; is a uniform random variable on the
interval (a;, b;], with a; = }}Tr;} F(y;0, @,ﬂ,gg), b; = F(y;; 0,0, [, ngS), where ¢ = py;/0 and
0 = Poi + Pui-

Some tests were conducted for us to evaluate if this proposal could be used
in the case of correlated data. Then, 100 replicas were generated from models and we
analyzed the mean, variance, kurtosis and skewness for the 100 residuals sample. In average
the quantile residuals presented a mean and a variance close to 0 and 1, respectively,
and kurtosis equals to 3 and a skeness close to 0. Furthermore, from the histogram of
each samples, the normality supposition seems to be reasonable for these residuals, thus
pointwise envelopes could be constructed based on the standard normal distribution, as

made in the independent models.

5.8.2 Local Influence

As made in the previous Section 4.11.2 it will be developed local influence
tools for our approach via GEE based on the Cadigan and Farrell (2002) proposal, which
is assesses the possible influential observations using the generalized the local influence
instead of likelihood displacement, which is given by FD(w) = 2[F(0) — F(8,,)], where F
is a fit function, assumed doubly differentiable for @, whose estimate 0 is the solution of

(0F(0)/0) = 0. Venezuela et al. (2011) proposed under the Cadigan and Farrell (2002)



Chapter 5. SPAM for dependent and augmented data 138

methodology, replace the likelihood equations by the estimating equations, to study the
local behaviour of FD(w) for any value of w in a neighborhood of wy, which represented
the null perturbation vector, and find the eigenvector l,,,, corresponding to the largest
eigenvalue of the matrix

Bg = -AS(0)'A|

0=0,w=0’

where A = (0W,(0|w)/0w ", 0¥,(8|w) /0w’ )" and S(O) is the sensibility matrix. If the
interest is in a local influence relative to a partition of @ = (8, ,6, )", for example 6y, the
Limae corresponding to the largest eigenvalue of the matrix —A(S~(8) — S(0),; ')A can

be used as a measure for this purpose, where

[0 0 0
S(O)C = ( 0 522 ) s where SQQ = W

This concept is important, because here it will be built measures of local influence for v k

and o individually.

Two perturbation schemes will be developed for the models: case-weight per-
turbation and working correlation matrix perturbation.
Case-weight perturbation

Let w= (w,,...,w,)", where w; = (Wit w, ), i=1,...,n, be a perturbed

n in’
4

vector. The GEE’s under this perturbation scheme are given by
U (v, k|w) = QTWT diag{w}d* — A,.

The non perturbation vector, wy, assumes wy = 1,4 =1,...,n, t = 1,...,n;. For this

scheme, the matrix B is given by

diag{d }T"'W'Q(Q"WQ)'Q"WT 'diag{d*}

G:é,w:wo )

Working correlation matrix perturbation

*

n:
Let R(&) be a working correlation matrix characterized by a <5>—vector

-

& = (flz, NS (n)> . As each unit has its own working correlation matrix, a possible
2

perturbation scheme in the correlation vector & can be given by (Venezuela et al., 2011),

&
Wi(j1)
w = (w1(12), ces W ((mp=Dnt)s -5 Wn(12)5 - - - Whe((nE—1)nk)

Swi(il) = ,wherei=1,...,n,j <land j,l =1,...,n!. For this perturbation scheme,

)T is a perturbation vector and wy

is a vector with ones. The perturbation estimating equation is given by:

U, (B,w)=X"T'S'u — A,
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Then, each column of matrix A can be expressed by:

X!
2
Iy

0¥,,(v,w)

=X'T
v
Oy

u,

where the derivative of X' with respect to w(TjJ) is given by 0%, /0w’ = (82@/8&);, e

OX o/ 0w, ) The i-th diagonal block of ¥, is 3,; = \/Var(u;)R(&.:)\/ Var(u;), with

Eui = (fm(m), o ,fwi((nf,l)n;«)) and ¢ =1,...,n. We also have that:

OVsi _ Noar(ay) O T i) Var(u).

wi(j1) Qwi(jiy

where OR(&,,;) /0wy is a (n; x n;) symmetric matrix with null diagonal and jl and /;

elements are equal to —§;;, with7=1,...,nand j,{ =1,...,n;.

5.9 Simulation Studies

In this section, the results of four simulation studies. Section 5.9.1 is related
to the analysis of parameter recovery. In Section 5.9.2, we perform a correlation matrix
misspecification study. In Section 5.9.3 is present a link function misspecification study.
The results for the first study is in Appendix, whereas the other studies will be available at
https://github.com/aureaflg/Simulations-study.git, where we made reproducible

codes for one can view the graphs and tables.

Some observations about the estimation process for the next subsection are
necessary to be done. First, the way that data has been generate for each scenario is using
t-copulas based on Student-t distribution considering a degree of freedom equal to 3. This
generator process only approximates the correlation structure, therefore it is possible to
obtain bias estimates for parameters related to the correlation matrix. Also, the way that
the data is being generated considers a correlation between all subjects, hence the response
vector whether it comes from (0,1) interval or comes from {0, 1}, will have a dependence
structure. However, our proposal considering only a correlation matrix for data coming
from the (0, 1) interval. Then, to estimate the correlation parameters using simulated data,
we considered the vector u} = (1 — z) 'u, for estimator presented in the Section 4.5,
which means, to estimate the correlation parameters using all the observations regardless

of where it was generated.

Furthermore, for the ZOABR-SPAM-GEE, the estimation of parameter «
presented some problems, then we put a restriction in the interval were the estimates could
be obtained based on the initial values ag. The interval where it could be estimate was
setting as [max(ay — 0.3,0.01); maz(ag + 0.3,0.99)]. The value 0.3 was chosen arbitrarily

and tests was done so that the algorithm could run.


https://github.com/aureaflg/Simulations-study.git
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5.9.1 Study 1: Parameters recovery

Here we considered some scenarios of interest defined by the combination of the
levels of some factors of interest. The factors (with the respective levels within parenthesis)
are number of subjects and their repetition number (10 subjects and 5 times, 10 subjects
and 10 times, 50 subjects and 10 times) which implies in a sample (n) (50,100,500),
regression model (ZOAB, ZOAS, ZOABR), link function (probit, logit, cauchit, cloglog,
loglog), modeled parameters (mean and dispersion) and considering the correlation matrix
as exchangeable. For each scenario, R = 100 replicates of Monte Carlo were generated.

Each scenario are described below.

Table 21 — Scenarios of simulation study 1

Regression model Link functions
(modelling mean and dispersion) " 1 HICHOnS
50
ZOAB (i, it Doit, P1it) 100 | probit, logit, cauchit, cloglog and loglog.
500
50
ZOAS(ptit, Gits Poits P1it) 100 | probit, logit, cauchit, cloglog and loglog.
500
50
ZOABR(pit, Gits Poits Prits ) 100 | probit, logit, cauchit, cloglog and loglog.
500

Furthermore, the considered models for related scenarios presented, are given

by log(poit/ (1 — poit — P1it)) = po + p1Fi, 1og(prie/ (1 — poit — p1ir)) = To + 11 Mit, g(pir) =
01Xt + cos(Zy), log(pi) = ko + k1 Ey, fori=1,...,n,t=1,...,n7 i=1,...,n", where

X uniform(0, 1), Ey o uniform(0, 1), Fj w uniform(0, 1), M; 5 uniform(0, 1) and
Zy uniform(0, 37), g(.) is either the probit, logit, cauchit, cloglog.

The actual parameter values considered loglog link were 5, =1, kg = 1, k1 = 2,
a=0.7 po=1=—18and p; = 11 = 1.5, whereas for the other link were: §; = —1,
ko =2,k = —3,a=0.7, pg =19 = —1.8 and p; = 7y = 1.5. This change to the loglog link
function is justified by the fact that, depending on the parameters chosen, generating from
the models using this link function can generate values very close to one or zero, which
could compromise the fit of the models to the simulated data even for the BR-SPAM-GEE

model.

For all models, when n = 50, 40 knots were used and the smoothing parameter
was fixed at A = 500, whereas, when n = 100 or n = 500, 50 knots were used and the
smoothing parameter was fixed at A\ = 500. These values lead to a smooth fitted curve for
non-parametric component. As the correlation matrix considered was the exchangeable,

the only correlation parameter £ was fixed as 0.8.

The related results are presented in Appendix B.3, where Figures 79 to 83
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are related to ZOAB-SPAM-GEE, Figures 84 to 88 are related to ZOAS-SPAM, and,
Figures 89 to 93 concern to ZOABR-SPAM.

In a general way, for all models the regression parameters were properly
recovered, as the sample size increases, the estimates become more accurate. The estimated
curves are for sample size n = 50 representing the behavior of the curves, in general well,
but it presents great variability, in contrast to n = 100 and n = 500 where there is less
variability around the real curve. Specifically for the ZOABR-SPAM-GEE the parameter
a under all link functions the recovery was not good enough, the estimates were biased.
Furthermore, for all models the correlation parameter ¢ was under estimated and for
ZOAS-SPAM-GEE present the most biased recovery. A possible reason, as said before, for
this is happening is that the copulas used generate a dependency structure that are an

approximation of the true correlation matrix, which can generate bias in the adjustment.

5.9.2 Study 2: Correlation matrix misspecification

In this section we considered only the scenarios varying the correlation matrix
(exchangeable,AR-1,unstructured), the regression models (ZOAB,ZOAS,ZOABR) and the
parameter related with correlation £ (0.8,0.3). We setting the sample size in 100 and chose
the link function as cloglog with R=1 replica. The same model defined in were considered,

except by the parameter &, which is either 0.8 and 0.3.

Although the estimates were, in general, properly recovered under the three
correlation structure, it was possible to notice slightly differences among fitted parameters,
and in some cases AR-1 fitted better then the model under exchangeable. The unstructured
had the same or slightly worse performance of exchangeable. It can be concluded that the

recovery is reasonable even under misspecification.

5.9.3 Study 3: Link function misspecification

In this section, we considered only the scenarios varying the regression models
(ZOAB, ZOAS, ZOABR) and the link functions (probit, logit, cauchit, cloglog,loglog). We
set the sample size in 500 (50 subjects and 10 repeated measure), modeling the mean and
the dispersion. We generate only one replica from each model, setting a distribution and a
link function for it, and fit the simulated data using a model with the same distribution
but varying the link function, using all the different ones from the one used to generate

the simulated data. In Table 22 we present the 60 scenarios of interest.

The considered linear predictors and the link functions for related scenarios
presented, are given by log(poit/(1 — poit — prit)) = po + p1Fi, 1og(prie/ (1 — poi — prit)) =
70 + TlMita Q(Hzt) = BlXit + COS(Zit)ﬂ 1Og(¢lt) = ko + lilEih for ¢ = ]-7 <o N, = 17 s an;jk7

where X, i uniform(0, 1), E; “d uniform(0, 1), Z; ud uniform(0, 37), Fj; i uniform(0, 1)
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Table 22 — Scenarios of simulation study 2

Distribution that will generate Link function considered in

Actual link function

and fit the simulated data fitted model
ZOAB (it bit, Poit, P1it) logit probit, cauchit, cloglog and loglog
o probit logit, cauchit, cloglog and loglog
ZOAS (par; Gits Poits Pri) cauchit logit, probit, cloglog and loglog
or ZOABR(1it, Git, Doit, Prits @) cloglog logit, probit, cauchit and loglog
loglog logit, probit, cloglog and cauchit

and My, “¢ uniform(0, 1), g(.) is either the probit, logit, cauchit, cloglog.

The actual parameter values considered loglog link were 8y = 1, kg = 1, k1 = 2,
a=0.7,pp =1 =—18and p; = 7 = 1.5, whereas for the other cases were 5, = —1,
ko =2,k = —3,a=0.7, pp = 19 = —1.8 and p; = 7y = 1.5. This change for actual values
of parameters under loglog link is justified for the same reason discussed in Section 5.9.1.
We considered both the comparison of the observed and predicted values as well as the

parameter recovery. The correlation structure used were exchangeable, with £ = 0.8.

The all models presented bad recovery of real mean when the link function that
generating was symmetric and the adjuster model used loglog and cloglog as link function,
(both are asymmetric link). The recovery of regression parameters related to the mean

and to the dispersion/precision, they were all well estimated, if there is a bias, it is small.

5.10 Real data analysis

The data used to illustrate the augmented and correlated models is the same
used for Chapter 3 (Section 3.14), a psychometric study of risk perception obtained by
Carlstrom et al. (2000). As described there, we will use to analysis only the risk perception,

which comes from the subjective questionnaire.

In this section, we selected 3 of 22 activities, which results in a total of 588
subjects and each of them are evaluated in different frequencies generating repeated
measurements, which will generated a large sample size. Then, to circumvent this problem,
we selected a random sample of 200 subjects out of a total 588, which gave us a sample
size (subjects x their repetitions) of 577. As it is an unbalanced study, i.e., the number of
repeated measure, says n;,¢ = 1,...,200, for each subject may be different. The n; for

this data only assumes 1, 2 or 3.

The risk perception of each subject is defined in the interval [0,100], such that
the higher the value, the higher the risk. Hence, the response will be the risk perception
(Risk) about the 3 risk related with health (tested for gene that predisposes to breast
cancer, (HRT), tested for gene that predisposes to heart disease, (BRCA), ride bicycle one

mile each day in an urban area, (BIKE)) transformed to the interval [0,1]. Furthermore,
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as the covariates we consider: the gender (Gender), ethnic background (Ethnic), age (Age)
and the worldview obtained from a related questionnaire (Wvcat). The levels of each factor

is presented in Table 23.

Table 23 — Levels of factors

Variables Levels
Ethui Caucasian (1); African-American (2)
¢ | Mexican-American (3); Taiwanese-American (4)
unclassifiable (0); individualist (1)
Wveat hierarchicalist (2); egalitarian (3)
Gender female (0); male (1)

Figure 27 indicates that the covariates Wvcat and Ethnic could influence the
responses variability, whereas Gender does not seem to influence variability. Also, this
Figure shows the frequency plot of Risk and plots related with covariate Age, which will
be treated by the non-parametric term. Considering, now Figure 18 and the Tables 24, 25
and 26 related with the discrete part, i.e. Risk = 0 and Risk = 1, it is possible to note that
the levels of variable Wvcat is the one that seems more different for Risk = 0, which may
indicate that this variable is more significant for the response, whereas for Risk = 1 the
covariates do not seem different within the categories. Figure 28 related to Age, presents
different median and dispersion for Risk=0 and Risk=1, while for the Risk equals to zero it
is seen a positive skewness, for equals 1 it is seen a negative skewness, which may indicates

that this variable may influence the response.

The choice of link function and the correlation structure, was made by compari-
son of diagnostic tools proposed. The better choices were: for the three models the logit for
mean and the sqrt for dispersion/precision, also the exchangeable seems to be reasonable
given that it is a multivariate study and the responses are not directly related. The initial
model fitted for ZOAB-SPAM-GEE, ZOAS-SPAM-GEE and ZOABR-SPAM-GEE was

defined including all covariates in all linear predictors, both in the discrete part and in the

Table 24 — Number of observation by the
levels of Ethnic variable Table 25 — Number of observation by the
levels of Gender variable

Risk
Ethnic| 0 1 Total Risk
1 12 0 12 Gender | 0 1 Total
2 25 9 34 0 30 7 37
3 8 4 12 1 36 6 42
4 21 0 21 Total | 66 13 79
Total | 66 13 79
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Figure 27 — Explanatory analysis plots of risk perception data set.
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Table 26 — Number of observation by the levels of Wvcat variable

Risk
Wvecat | 0 1 Total
0 51 10 61
1 3 2 5
2 6 0 6
3 6 1 7
Total | 66 13 79

80-

60+

Age

40-

20- ,

Risk

Figure 28 — Boxplots for Age by Risk=0 and Risk=1.

continuous part, as shown below:

Y;Ltljk ~ ZOAB(Nitljk; ¢z‘tljk, pOitljk>p1itljk)
or ZOABR(titijn, Pittjk, Poitijr Pritijis )
or ZOAS(titijk, Dittjks Poitijhs Plitljk)

g1(paje) = Bo + (B1)i + (B2); + (Bs)k + ha(zit),
G2(bi) = ko + (k1)1 + (K2); + (K3)k + Kazit,
log(poijr/ (1 — poijr — Prajr)) = po + (p1)i + (p2); + (p3)k + pazit
log(praji/ (1 — poijk — Prie)) = To + (7)1 + (72); + (73)k + Tazit,
where, i =1,...,577, t=1,...,n5, 1 =1,2,3,4,j =0,1,2,3, k = 0,1, (B1)1 = (B2)0 =

(B3)o =0, (k1)1 = (K2)o = (K3)o = 0, (p1)1 = (p2)o = (p3)o = 0, (11)1 = (72)0 = (73)0 = 0.
The parameters (1), (k1), (p1) and (1) are related with Ethnic. The parameters (/33),
(K2), (p2) and (72) are related with Wvcat. The (f3), (k3), (p3) and (73) are related with
Gender. At last, the parameters k4, py and 74 are associated with the variable z Age
standard.

After we fitted the models, it was selected only the covariates that were under

a significance level of 10% for each model and excluded all non significant covariates,
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combining the equivalent levels within each significant covariate (according to the non-
significance of the respective parameters). The selected variables for each model are

presented below. The first model proposed is for ZOAB-SPAM-GEE:

Yiu ~ ZOAB (i1, ditt, Poitj, P1),
g1 (pier) = Bo + (B)i + ha(zir),
92(Pitj) = ko + (Fa)i + (K2);,
log(poitj /(1 = poit; — P1)) = po + (p2); + pazit,
where | = 1,2,3,4, 7 =0,1,2,3, (p2)o = (p2)1 = (p2)2 = 0 and (f1)1 = 0 and (k1)1 =
(K2)o = (K2)2 = 0.
The second model proposed is for ZOAS-SPAM-GEE:

Yiije ~ ZOAS(titijk, Pitjk, Poit, P1),
91 (pijr) = Bo + (Bu)i + (B2); + (B3)k + ha(2it),
92(Pitjr) = Ko + (K2); + (K3)r + Kazi,
log(poit/(1 — poit — p1)) = po + pazi

where [ = 1, 2,3,4, ] = O, 1, 2, 3, (61)1 = (ﬂg)o = (Bg)o =0 and (lig)o = (Kg)o =0.
At last, the third proposed model is for ZOABR-SPAM-GEE as follows:

Yiar ~ ZOABR(pint, it Poit, P1, @),
g1 (pia) = Bo + (Bi)i + ha(zit),
92(Pinr) = ko + (K3)k;
log(poit /(1 — poir — P1)) = po + pazit

where [ =1,2,3,4, k=1,2, (81)1 = (k3)1 = 0.

The QQ plot with envelope for the quantile residuals related to the three
models, indicates a not good model fit (see Figure 29), for ZOAS-SPAM-GEE neither
for ZOABR-SPAM-GEE. The best fit was the ZOAB-SPAM-GEE, hence was the model
chosen to do the fit, because seems the one more appropriate for this the data set. Figure
30 shows the fitted curve for non-parametric part. The effective degrees of freedom were
4.2198 for ZOAB-SPAM-GEE, using 50 knots and for a smooth parameter A = 500, which
was chosen by minimizing the AIC. From Figure 31, it is possible to see that the residuals
are well within the the confidence bands of the QQ plot, even though there is some no
random pattern. The other residuals plots show no tendency as well the normality seems
to be reasonable according to the histogram. And from Figure 32, we can see the QQ plot
for each repeated risk (HRT,BRCA and BIKE).

Furthermore, Figure 33 presents the the local influence analysis under case-

weight perturbation related to u, ¢ and py (Figures 33a, 33b and 33c, respectively) and
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Table 27 — Inferential results for the ZOABR-SPAM-GEE.

Parameters | Estimate SE  p-value 1Cy59
Do 196 0.14 <0.0001 [-2.24:-1.69]
(p2)3 0.79 045 0.0838  [-1.68;0.10]
P4 0.30 0.12  0.0097  [0.07;0.53]
P1 0.022 0.28 - [-0.53;0.57]
Bo -1.07 0.13 <0.0001 [-1.33;-0.81]
(B1)2 0.44 0.24 0.0691  [-0.03;0.92]
(B1)3 0.41 0.20  0.0401 [0.02;0.81]
(B1)4 0.45 0.19 0.0208  [0.07;0.82]
Ko 2.18 0.12 <0.0001 [ 1.95;2.41]
(K1)2 -0.38 0.15 0.0118 [-0.67;-0.08]
(K1)3 -0.28 0.15 0.0601  [-0.57;0.01]
(K1)4 -0.26 0.13  0.0472 [ -0.52;0]
(K2)1 -0.45 0.17  0.0083  [-0.79;-0.12]
(K2)3 -0.30 0.15  0.0537 [-0.60;0]
Correlation 0.39 i i i
parameter &
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Figure 30 — Estimated curve for ZOAB-SPAM-GEE versus standardized Age.
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the correlation perturbation scheme (Figure 33d). From these Figures, we see that the
observations (with the respective scheme and parameter) #100 (Case-weight for p),#351
(Case-weight for ¢), were and flagged, whereas for the plot related to py correlation

perturbation scheme no observations were flagged.
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Figure 33 — Index plot of 1,4, under perturbation schemes for ZOAB-SPAM-GEE.
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After removing each flagged observation one at a time, the significance of the
parameters are not modified. Also, the behavior of the residuals and QQ plot remained
the same. In conclusion, once that the exclusion of the flagged observations did not lead
to significant changes on the overall model fit, no further changes are necessary. From the
final model, it possible to notice that the Ethinic and the Wvcat are significant covariates
attributed to the heterogeneous dispersion. Also, the covariates Age and Wvcat influence
significantly in the probability of zero occurrence. From the estimated non-parametric

curve, it is possible to see a decay in the Risk as the Age decreasing.
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6 Conclusion

In this dissertation we developed Semi-parametric Regression Models for limited
(augmented) data ((0,1) and [0,1]) with independent or correlated response variables. We
rely on the classical beta and simplex distributions, and on the beta rectangular distribution
that is characterized as more robust by having heavier tails than the first two. We developed
estimation methods under the frequentist approach, for independent data using the
maximum penalized log-likelihood, and for correlated data using Generalized Estimation
Equations. We propose, for data lies on (0,1), modeling the mean and dispersion/precision
using semi-parametric linear predictors, and for data in [0,1], we additionally proposed to

model the probabilities of 0 or 1.

To validate the assumptions of the regression model proposed we develop tools
for global and local influence diagnostic analysis. We propose quantile residuals. We present
information criteria based on likelihood (for independent data) and quasi-likelihood (for
correlated data). Generalized leverage and Cook distance measures were obtained. In
addition, local influence perturbation schemes were developed for the cases: case-weight
perturbation, continuous covariate perturbation, response variable perturbation, and

working correlation matrix perturbation (for GEE).

We conducted simulation studies to evaluate parameter recovery, residual
analysis, and misspecification of the distribution and link functions. We fit the models

proposed here to real data sets, showing the advantages of using them.

6.1 Future works

As a focus for future work we suggest the following research topics:

1. Propose the use of these models with parametric link functions such as Aranda-Ordaz

and Skew-normal, for example.

2. Propose more robust models than those presented, for example, regression models

for the median based on the Kumaraswamy distribution.

3. Propose the methodology used here under the Bayesian approach.
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APPENDIX A - Results development for
SPAM

This appendix will presents the demonstration of results defined in Section 1.2,

such as penalized score function and penalized Fisher information.

A.1 Results related to Beta-SPAM

A.1.1 Penalized score function for Beta-SPAM

This section will presents the demonstration of results defined in Sections 2.3
and 2.4 for Beta-SPAM, such as penalized score function and penalized Fisher information.
As seen in Section 2.2, the penalized log-likelihood function for Semi-parametric Additive

Beta Regression Model is given by
k
1(O,X) Z ?j 'yj,

and replacing [(0) by its expression, the result is given by

n

1(0,\) = Z{log(F(@-)) —log(T'(pii)) — log(L([1 — p]@i)) + [ — 1] log(y:)

i=1

+ ([1 = pi]¢ps — 1) log[1 — yz]} > ?'VJ-TA?%-,

with g = g1 (i), mi = & B+ Z b, ¢ = g3 (n2:) and 1y = €] k.
7j=1

The penalized score function for @ = (87,~,,...,v,,&")" is given by Ug(@) =

(Uf(G)T, UI;“(O)T, c UI;”“(O)T, U;(G)T)T. Initially, the penalized score function for B
will be calculated, Uﬂ (0),

. 8[ " (0, X) O 877111

U’ (0) =

p( )= Z l O Om; OB
-1
991 (ﬂz’)) z;

iasz [ ( ) 001 = o) — )| (25

o [ 991(pi) - .
z a//% z°
The above result can be write in matrix form, and this is given by,

O, (6, X)
B
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For the parameter v;, j =1,...,k, the penalized score function is,

Ui (9)

p

Olp(0, A) - [8lp(0a A) Opi 37711']
T o~ — NAAs
0; zz::l Op;  Om; 0v; 3

= i(ﬁi [log (1 %y) — W(pigi) + W ((1 - Ni)¢i)] (agall(fz))_ bij — \iAj;

& O (11:)\
. s 1 (pi
=> iy — i) ( o ) bij — AjA ;.

i=1
In matrix form, we have the below result,

oL,(6,\)

= ¢B/ T\ f* — \;Av;.
v, ¢B; T\ f 3G

Uy () =

p

And, at last, for parameter k, its penalized score function is given by

ke - 8lp(0, )\) - n 8lp(9,)\) 8@ 67721
Up (0) N oK N Z [ 6¢z 877% oKk

i=1

= i{uz(yf — ;) +log(1 — y;)

- ;[lu - ol + 91| (ag;;‘f”)_l

In matrix form,

o1,(6, \)

K

U (9) = = E'Tha.

A.1.2 Penalized Fisher's Information Matrix for Beta-SPAM

In this section will be presented the calculations to obtain the second derivative
of 1,(8, X) with respect to 6 and the penalized Fisher’s information matrix for Beta-SPAM,
both as defined in the Section 2.4.

The second derivative of [,(@, X) with respect to 6 is defined as

- 0?1,(0,\)
66 _ P\™>
U,"(0) = 00007
which is equivalent to
UPe) UFe) .. Ue) Ue)
) Uglﬂ(e) urme) ... urm(e) urte)
U;’”(e)_ : : . : : )
Up%ﬂ(ﬂ) urme) ... Ur(0) U;’k”(e)

Use) Ure) ... Um™0) U™ 0)
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and the penalized Fisher’s information matrix was defined as

82lp(9,)\)]

60 |
K (9>_E[ 90067

in which
KPP0) KI'(0) ... KJ(6) KP5(6)
K'?(0) KI(6) ... KI'"(0) KJ'"(6)

K(0) K(6) ... K (0) K)"(6)
K@) K(e) ... Kv(0) Ki¢(0)

Initially, the penalized Fisher’s information matrix Kfﬂ () will be calculated,

given that,

opopT
The second derivative of [,(6,A) with respect to the 8 is obtained as shown below,

*1,(6, ) _z”: ) (az,,(&x) am> Opi Omi
opoBT = O Opi O ) O 0BT

n 2 2. .
Z (8 L,(0,X) Oy O, (0, N) O*u; ) O zix]
— op? Oy Opi  OpiOny; ) O

_ Z ¢z{¢l "(widi) + ' (1 — pi)gs)]

* % g1 (14) 991 (p:) ! 91 (1) - T
= - Z szzil’@T )
i=1
which can be rewrite in matrix form as

U’P0)=-X"QX.

Kfﬁ(e)—E[ Ly (6, )].

Uﬂﬂ(g) -

p

Now, to obtain penalized Fisher’s information, we have that, since,

, . 1,(6, A . s

B [076)] =0 B0 =i = B | X0 —5 7 - ) =0
where y; and p; are defined in Section 2.3.1, thus,

821,(0, A 21,0, M)\ [ O \”
KBP(@)=F |- =P 27/ E ¢ )
P10) =5 |- T | - 3 (FHEN) (D) o

—2
391(%)) zmT

_ Z G (pschi) + W' (1 — p3) ;)] ( E g

i=1



APPENDIX A. Results development for SPAM 164

In matrix form, the penalized Fisher’s information is rewrite as

K?0)=X"WX.

Second, the penalized Fisher’s information matrix K77 (8) will be calculated.

As in above development, it is known that

21,(0, A

K;mj(g) =R [_W] ,

8’7]'8%'
so the second derivative of [,(8, A) with respect to «; is developed below,
0%1,(6, ) B Z":i <8lp(0,)\) am) Op; Oy
9’73‘8’)/; i—1 O O Oy ) Oy ’YjT

U 2(0,X) O OL,(0,N) O*wi \ Owi,
bib. — \:A;
Z( 8:uz o * Ops  OpiOn; ) O KA ’

i — Ay

U»(9) =

= =3 o o) + W~ )] - o - )

9291 (1) \ (991 (u)\ "\ (g (i)
X<0M Opi Opti bisbi; = XA,

= _qu (%] z] AjAJ?

which can be rewrite in matrix form as

As comment before, since,

[,(0,\)
O

thereby, it is possible to obtain the penalized Fisher’s information as follows,

. 021 (0)\] ( 0A)> (aﬂ->2
K@) =FE |- 2222 E “) bib + NA
D ( ) [ 8’7]8’7] Z 8:“1 (97711 J =g 7]

E[Ugf(e)}:o;»E(y:)_ :E[ 1_1@@;_@):0,

0g(u)\ "
=YW ) + (- o] (PE0) b,

=Y wibib; + NjA;.
=1

In the matrix form, the penalized Fisher’s information can be rewrite as
K77 (0) = B] WB; + A\jA,;.

And, at last, the penalized Fisher’s information matrix for k£ will be calculated, being

known that

KK . aZZP(O’A)
K; <">—E[‘W -
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Therefore, the second derivative of 1,,(6, A) with respect to ¢ is shown below,

%1, ( i 0l,(0, ) 0¢; \ 0¢; 87721'6
0&81@T {00 Opi O ) Omgy KT

¢ (82lp(07)‘) a(bz _l_alp(07>‘) 82¢1 ) a¢i6'€—r
i—1 op; O Opi  0piOna; | O

S Z[ (patpi) i + (1= i) i) (1 — ps)® — U'(5)

) () e

n

T
= — Z sieiei s
i=1

which can be rewrite in matrix form as

U~ (9) =

TRK T
{/**(0) = —E" SE.

Thus, the penalized Fisher’s information matrix is given by

T LON] & (PLO.N) (0s) -

=3 (Wl + V(= o)1 - - Vo] (20 el

n

T

= Zpieiei )
i=1

and, rewriting in matrix form, the result is,

K =E'PE.

For cross second derivative with respect to the 8 and K, the penalized Fisher’s

information is given by,

0?1,(0,\)
Bk — . pP\™>
i -5 [ ZHON]
The second derivative of [,(8,X) with respect to the 8 and k is give by
M _ zn: 812(97,\) Oy O 8772@'1_'
EM%MT N i— 8,1%8@ 87]1@ 67’]% oxT !
UG IDN - 0o
:Z p( ) )a,uz ¢ mieT
i=1 OpiOp; Oy Ong;

—_ Z{@ (i)t — W' (1 — ) i) (1 — )] — (97 — 1)}

X(@m(m)) <392(¢i)>_1w.eT
Op; 0¢; o

n
* T
= - Z q; Li€; .
=1

U7 (6) =
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The last result can be rewrite in matrix form as
“TBK _ T *
Up (0)=—-X Q'E.

Since E(y/) = pf, it implies that,

Bk — _ 2P\ p A
K,"(9) _E[ 0BOKT ] B ZE( 0BOkK T ) (67711') (87722-) e

=1

=— En:l —{ iV (i) pes — V' (1 — i) i) (1 — pi)] }

3;1(/%) 0g(o)\ T+
X( Opus ) ( 0p; ) Tici

In matrix notation, penalized Fisher’s information matrix is rewrite as

K T *
K’ (0)=X"W"E.

Furthermore, for cross derivative with respect to the v; and &, the penalized

Fisher’s information is obtained as shown below

0?1,(0,\)

Kic@)=F |- P2 7"/
7O [ 97,0k

The second derivative of [,(6, X) with respect to the «; and k is given by

OL,(0,0) = O2(0,N) Oy Dy O
Vik — P\ 4 ) 7 ip
U3 O) = opomT 2 06, e O O
B i O12(0,X) Ay Dy
i=1 Opi0¢; Oy O

= SO b — V(1m0 (1 ]~ o~ )

00w\ " (00a(6\ ",
X( Opi > < ofon ) bije:

n
. * T
== qbye,
=1

T
bijei

which can be rewrite in matrix form as

U)*(0) = —B/QE.
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Since E(y) = p}, it implies at

, 0?1,(6, X - %1,(0,\) o, 0,
K'Y]K = E S A S s - - ij ©i
g (6 l vj0kT 1 Z ( 3’733"5T ) (aﬁu Ongi bije:

= — Z {oi[ V¥ "(i i) ((1 — pi)oi) (1 — )]}

991(1)\ "~ (0g2(0:)\
8 < Ot ) < O > bije;

n

_ * T
= w; bijel- .
1

1=

In matrix notation, penalized Fisher’s information matrix is rewrite as

K _ T *
K}"*(9) = B/ W*E.

T

For cross derivative with respect to the «; and «;, the penalized Fisher’s

information is obtained as shown below
oy 9%1,(0, \
K;J’YJ (0) —F [_ p( >T)] )
0v;0v;

The second derivative of [,(8, X) with respect to the =; and 'y;- is given by

) 0?1, ( 0 [01,(0,\) 8u-> O Ony;
U'YJ'YJ 0 — ( p\Y) i 7 Zbl"
v (0) = 8%8% ; loJI% i Omi) Omi vy
" (0%1,(0,) O OL,(0,X) i \ Opi,
aﬂi O O OpiOmi ) O,

i=1

= 3o ) + W01 = )00)] + 5 - )

" 8291 (1) \ (Dg1 () \ " g1 (i) \ b BT
o Opi Opi Rl
= Z Qsz]bz—;’y
=1

which, in matrix form is,

U,V (0) = —-B/QBy

As comment before, since E(y) = pf, it implies that,

- 21,(6 21,0, A)\ [ O \”
KmﬁezEk-l”] E( )( “) byb,,
o= |- =2 (T ) () vt

-3 o) + w0 - o) (250 o

O
:Zm%@
=1
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In the matrix form, the penalized Fisher’s information matrix is rewrite as

K, (0) = B/ WB;.

And, at last, for cross derivative with respect to the 8 and «;, the penalized

Fisher’s information is obtained as shown below

| 0%1,(6, \)
B; — __ P
KPV(G)_ET[ 28T ]

The second derivative of lp(H, )\) with respect to the 8 and «; is given by,
3,33’)’] - 8#1 Opi  Omi) O ’)’jT

L @Zl ) aﬂz 8lp(0, A) 82/11‘ > 8u, T
+ ib;;
Z: ( 8,uz O Op;  OpiOn; a7712'33 J

Uf’ﬁ (0) —

7

- _ Z @{@ "(ii) + 9 (1 — i) s)]

% o (0791 (i) 20 - 991 (1) - 3T
+ (Y — ;) ( o2 o, “ou x;b;;
= - Z:l i b;;)

which can be rewrite in matrix form as,

Ui () = -X"QB,.
Since E(y) = pf, thus,
| 821,,(8, 21,8, A)\ [ O \*
B _ aT
K0 - ZON] g (PHON) ()
g1 ()
=—Z AL AT +w<<1—ui>¢i>]< 91“”) b))

O

In the matrix form, the penalized Fisher’s information matrix is

K (0) = X"WB,.

A.2 Results related to Simplex-SPAM

A.2.1 Penalized score function for Simplex-SPAM

This section will presents the demonstration of results defined in Sections 2.3 and

2.4 for Simplex-SPAM, such as penalized score function and penalized Fisher information.
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As seen in Section 2.2, the penalized log-likelihood function for Semi-parametric Additive

Simplex Regression Model is given by
Y ~T A4
0.3 =105 YT,

and replacing /(@) by its expression, the result is given by

n

10.3) = S5 Qoe(zm6) + 31oel(1 ~ )}

i=1

(y — ,ul)Q } Z 'YTAd'Yga

205yi (1 — yi) 1 (1 — ps) j=1

with p; = g7 (1), i =z, B+ Z b, s Oi = 5 (12;) and 1 = €] K.

The penalized score function for @ = (87,~, ,...,v,, k")’ is given by Up‘g(O) =
. . y . T
(Uf(O)T, U;’l(e)T, e UI:”“(O)T, U;(O)T> . Initially, penalized score function for 8 will
be calculated, Uf(@),

. 8[ n 81 0 )\ (9/QLz o
B
Uy (0) = Z[ o O aﬂ]

=1

_ zn: i { (yi — ) [ (yi — pi)* N 1 1 } (391(1%))_1 -
=00 L — ) (1 —wa)pd(1— ) pd (1 — pi)? Opi '
=~ 1 391(%’))_1
= —U\Yi — M L.
; of ( i) ( Opi
(A1)
The above result can be write in matrix form, and this is given by,
U’e)=X"T.f
For the parameter v;, 7 =1,...,k, the penalized score function is given by
. Ol ( " [ 0L,(0,X) Opi O
Ulio — NA A
P (6) = 6")/] ;::1 [ Opi Oy 0; 1
:Zn:{ (yi — pa) [ (i — i) + 1 ]} (391(/%))_119”
=0 Ll = o) (= ya)pf (1= pa)®  pd (1 — pa)? O Y
Ay, =N 1 Og1 ()~ A
— Ny = Z*Uz( Yi — Ii) o, bi; — AjA;.

In matrix form, we have the below result,

UY(0) =B/ Tif* — \jAjy;.
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And, at last, for parameter k, the penalized score function is given by

ke o alp(e,)\) o n 8lp(0,)\) agbz 87’/2Z
Uy (0) = ok 2 [ 0¢;  Ony OK

=1
[_1 n (yi — pa)? ] (392(¢i)>_16.
20 2¢%yi(1 — yi)pi (1 — pi)? ooy '

M- 11-

@
Il
-

a;The;,

which can be rewrite in matrix form as

U%(0) = E'Tha.

A.2.2 Penalized Fisher's Information Matrix for Simplex-SPAM

In this section will be presented the calculations to obtain the second derivative
of 1,(6,X) with respect to 8 and the penalized Fisher’s information matrix for Simplex-

SPAM, both as defined in Section 2.4.

The second derivative of [,(8, X) with respect to 6 is defined as

) 021,(0,X)
00 _ P\™>
U0 = 56067 -
which is equivalent to
U0) UO) ... UPHO) U
Urte) Upn(e) ... UP6) Ure(o)
106 . ) . ) _
U (6) = : : 5 : : :
U:p%ﬁ(ﬂ) U:;/kw(g) U:;rmk(g) U}?’“”(G)
Ut U e) ... UO6) U™ 0)
and the penalized Fisher’s information matrix was defined as
021,(0, )
00 )
K;’(6) =E [_a%m]
in which
KP0) K£(0) ... KJ*(6) KP&(6)
K'?0) K" (0) ... K" (6) K)'*(8)
00 . . : . .
K" (0) = : : . : :
K(0) K(6) ... K} (0) K" (6)
K:P(6) K(e) ... K(0) Ki¢(0)

Initially, it will be defined some quantities that will be useful to the demon-
strations. Let d(y; ) be defined as

(y — p)?
y(1 = y)p2(L = p)*’ (82)

dy; p) =
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and

odly;p) o

where u; is defined in Equation 2.12, this relation is obtained from result presented in

Equation A.1, because

Il,(0,A) _ 10d(y; )

on > on = u(y — ). (A.3)

Now, some properties will be shown, for more details and proofs, see Song and
Tan (2000).

Proposition 1. Let y ~ Simplex™(u, ¢). Then,

(1) Eld(y; p)] = ¢;
(2) El(y — p)*u] = —2¢;
(3) El(y — p)d(y; p)] = 0;

Pd(y; )] 3¢ 1
(4 E [ o2 ] =7 [u(l —) =y

Besides that, another result that is consequence of item (3) in Proposition 1

and will useful is

El(y — p)u] = 0. (A.4)

Proof: based on the relation shown in Equation A.3 and given that u is defined as

1 1
RTE [d(y’u) T =)

and considering E(y) = p, it follows that

01,(6, )
E [au

_ CElly—wd(y; )] | Ely—p)
] =By =l == P =

The penalized Fisher’s information matrix Kfﬁ () will be calculated. It known
that
9?1,(6, )
KPP o) =R |- 227
20—k |-
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The second derivative of [,(6,A) with respect to the 8 is obtained as shown below,

- PLO,N) I O [01,(0,X\) Ou; \ Ous Oy
BB _ 2\ p\Y, i i i
U0 = gopT EQaui( O Omg) Oni 0FT "

_ Z ( (0,X) O OL,(0,N) 9w, ) O
op? Oy Op;  OpiOm; ) Om
20y — pa)ui | 3(1—2p) (1 — 2p)d(ys; pi)
== 7 Wi+ (Y — + +
Z { W~ )[ pi(L = ps) pi (1 — pi)?* 1 (1 — ps)?

i (%3)(252) () e

n

-

= - Z ¢GxT;x; .
i=1

In matrix form, it can be rewrite as

U’f0)=-X"QX.

*d iy i
Thus, using the results given by Proposition 1, and given that M =

ou?
20y — pa)u; | 3(1 —2p, 1 — 2p;)d(y; pu . : : .

(yi—15) [ (i = i) 4( a )4 ( 5 )y 2” )1 , the penalized Fisher’s information

pa(l —pa) (1= i) i (1 = pua)

matrix is obtained as shown below

0°1,(0, \) 9>\)><8m>2 =
El oBoBT ] ZlE< opif o) T

7

e )

lmuzp»+ugyﬁm]wwi

meZwT.

K(6)

|
1910 11

s
Il
—

In matrix form, it can be rewrite as

K’0)=X"WX.

Now, the penalized Fisher’s information matrix K77 () will be calculated.

As in above development, it is known that

sy~ [ 203

v;0v;
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thereby, the second derivative of ,,(8, X) with respect to -, is developed below,

. PlL(0,A) & a(mwxmu>@@m

UYivi(@) = 22277 p\Y, i i Zbl_)\A

P (6) 8’)’3‘8’)’]‘T ; O Op; O ) Oy ,.),jT J 34V
J0.0) O OO N) P\ i, L+

B bib — \iA

Z ( aluz 87712 Gul a:ulanlz 07717, 1) Y5 YRR

oy [P e 30— 2) (1 = 2p)d(yi; )
B ; { o Ml)[ pi(1 — ,Ui) - M?(l - Mz’)4 * sz(l - ,Ui)2
oty — ) (P20 (2800) T (00D Ty,

- T
= _Zquszg )\JA]
=1
In matrix form, it be shown that

U)"(0) = =B/ QB; — \jA;.

*d iy i
Thus, using the results given by Proposition 1, and given that M =

ou?
20y — pa)ui | 31 —2p5) (1 — 2p3)d(yis pas)

i
pal =) (U= )t (1= )’
matrix is obtained as shown below

_ 021,(0, \) (0.0 [ O .
YivYi — e A N
K7 (6) E[ 87ﬁ77] §jE< oy ><6mi bijbl; + \A;

e (RO

L bi;b). + \A,
[NZ(l i) Nz(l_/v%)] 7 Y

3 1
l ¢ + J%@+MM

1 , the penalized Fisher’s information

I

I
Mﬁ

=1

-
Il

(1 — pi) N?(l — [4;)

M: HM:

.
Il
—

wib;;b,: + \jA,.

]y
The penalized Fisher’s information matrix in matrix form is given by
K7 (0) = B; W B,.

And, at last, the penalized Fisher’s information matrix for parameter x will be

calculated, being known that

KK _ azlp(O’A)
K; <9>—E[‘W -
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Therefore, the second derivative of 1,,(8, A) with respect to & is shown below,

SE . 62lp(0,A) . n 8 8[,,(0,)\) 8¢Z anSl 8772Z
Up (6)= OkORT ; 09, 0p;  Onai ) Ony KT i
82l (0, ) 0¢; 0, \) 0%¢; 0o,
_ Z( X) 06 O(0.0) 0% ) b 1
0¢; Oy 0p; 00y 87721

=—Z[ 207 %d(yi;ui)+ai<ag§;?i)> <82§¢>(;i)>1

i=1

(992(91)1-)) T - T
X ee, = — Si€;€e; .
(5 =

In matrix form, it can rewrite as

U™(6)=—-E'SE'.

Thus, using the results given by Proposition 1, the penalized Fisher’s informa-

tion matrix is given by

iy | PLON] & (PLO.N (00
K} (0)—]E[—W] ——;E< 05 )(3772) e;e,
_ .\ g 9o,
- 2 l 557 T greldli b ](8%

(2

n 8(z)2 n
St (o) el -2

which can be rewrite in matrix form as

9¢i T
6182 9
( 67721 )

KK T
K'*(9) = E' PE.

For cross second derivative with respect to the 8 and &, the penalized Fisher’s
information is given by,
0?1,(0,\)
KP5(0)=E |- 22|
v (0) l 0BOKT

The second derivative of [,(6, X) with respect to the 8 and k is give by

(92lp(0,)\ i 652 0 A) Opi 0o, 37721’3j
IBoKT OpiO; Ony; Ong; OKT "
n O12(0,\ - -
_ Z P( ) ) aﬂz P, wie;r
i=1 Opi0g; Oy On;

=[] (%) (52 e
B (50) () e

Uy~(0) =
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In matrix form, the quantity can be rewrite as
“rB _ T =
Uy#0)=-X QE.

Thus, using the results given by Equation A.4, the penalized Fisher’s information

matrix is shown below,

01,(8, (60, ) O 0¢;
BE(Q) — i ASa A4 el
K,"(0) _El 0BOKT ] ZE( IBOKRT ) (87711‘) (87721‘) “e

= Zn: ;E[Ui(yi — )] (aui ) (8@- ) ze] =0

i=1 37712' 87721'

For cross second derivative with respect to the ; and &, the penalized Fisher’s
information is given by,
. 0?1,(0,\)
KY%(0) = E _Z P\ 7
»"(0) [ 07,0k T
The second derivative of [,(@, X) with respect to the «; and & is give by
Ph0.2) _ 5~ (0, \) dpi Dg; i,
8'yj(9nT - i—1 O 0p; Omr; Ong; OKT Y
_ 3 250 o 00,
= OwiOd; Oy Oy

=1

= a5 (200) e
:_Z (895 > (692 d)l) el
i

Rewrite in matrix form, we obtain that

U7i(0) =

p

.
bije;

. e
U7%(0) = —B] Q"E.

Thus, using the results given by Equation A.4, the penalized Fisher’s information

matrix is shown below,

| 9210, \) " (R0, (O ([ 06
Yik — _ AT P\ v ¢ ol
K"0) E[ Ory0T ] §E< oot ) \ome ) \ams ) P

i ;2 — )] <3ui ) <a¢i ) bwez 0

i O

The penalized Fisher’s information matrix K, " (@) will be calculated. As in

above development, it is known that

K;’j’Yj’<0) —F l_ 62lp(97 A)] )

0,0V}
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The second derivative of [,(6, X) with respect to «; and -, is developed below,

U"Y]'YJ (0> _ b

a’)’ja’)’jT i—1 O Opi Oy ) O ’Yij
p(0,X) Oy OL,(0,N) Oy O
Z( D OO0 D) Oy
Gul 87711 8/% aﬂzanlz 87711

20y — pa)us | 31 —2pu) (1 — 2p;)d(wis ;)

=—D T W+ (Y — + +
; { (8 = ) [ il — ) (1 — p) 17 (1 — )2
0%g1 (1) \ (091 ()\ "\ (O (ps)\

i=1

ij

And in matrix form, we have that

U,V (6) = —B/QB;.

*d iy i
Thus, using the results given by Proposition 1, and given that M =

ou?
20y — pa)ui | 31 —2p5) (1 — 2p3)d(yis pas)

i
=) (U= )t (1= p)?
matrix is obtained as shown below

Vi%; _ 2 T
K 0) - e |-G - S (PG )(8% b}

1 , the penalized Fisher’s information

g yz,uz 9g1 (i) T
-5 e o (T ) () e
&1 ¢ 1 391%))_2 T
_gcb [ (=) = ) 1 ( O by
Zi bwszJ

The penalized Fisher’s information matrix in matrix form is given by
K,V (6) = B/ WB;.

The penalized Fisher’s information matrix Kf"j (0) will be calculated. As in

above development, it is known that

KPP (9) —F [_ 82lp(0> A)]

BT oy}
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The second derivative of [,(6, A) with respect to 8 and ~; is developed below,

vaj(g)zw_ ~ 9 (%(9)\) (M-) Ops O

858’)’; B ; O Opi Oy ) O ’YjT
" p(0,X) Oy OL,(0,N) D*wi '\ O,
:Z< o2 0 O D) D i
=1 Nz i 2% ;015 M1
=1 20y — pa)ui | 31 —2pu) (1 —2p3)d(wis ;)
= - Ui + (Yi — Hi
2 { (=) [ pi(l—p) g (1 — i) pi (1 — pi)?

s (25) (352) )

Rewrite in matrix form, we obtain that

U’i(0) = -X"QB,

*d iy i
Thus, using the results given by Proposition 1, and given that M =

ou?
20y — pa)u; | 3(1 —2p, 1 — 2p;)d(y; pu . : : .

(yi—15) [ (i = i) 4( a )4 ( 5 )y 2” )1 , the penalized Fisher’s information

pa(l —pa) (1= i) i (1 = pua)

matrix is obtained as shown below

Kg’h‘(g) =F [_a;lfg(;j\] ZE ( »(0, )\)> (aﬂi >2wib;;

op o
v 1 0 d(yi; 1) 991 () -~ T
N ; i {E(“Z) +E ( o2 ou ) TP
= Z wzmlb:j

The penalized Fisher’s information matrix in matrix form is given by

K?(6) = X "WB;.

A.3 Results related to BR-SPAM

A.3.1 Penalized gradient vector for BR-SPAM

This section will presents the demonstration of results defined in Sections 2.3
and 2.4 for BR-SPAM, such as penalized gradient. As seen in Section 2.3.3, for Semi-

parametric Additive Beta Rectangular Regression Model, we will based the calculus on
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the quantity Q(0|0™)), which is given by

n

Q(616"™) = E[i5(8]y, 6 Z ™ loge; + (1 — ™) log(1 — &)

+(1— )[log( (¢3)) — log(I'(0:¢:)) — log(T'((1 — ;) ¢s))
+ (0ihs — 1) logy; + (1= 6:)di — 1) log(1 — ;)] — v A,

where ?; is defined in Equation 2.10, u; = gy (1), N = ; B + Z bU'yJ, = g5 (),

pi— i+ 11— 404uz(1 i)
\/1 — dayi(1 — p1s)
The penalized gradient vector for 8 = (8",~/,...,v.,k",a)" is given by
Ul(6) = (U6)" .U 6),....Ux6) ", Us®), U;(@))T. Initially, penalized gradient
vector for B will be calculated, Uﬁ (9),

. 0|0 m) " l@@ 0|0 m)) O Ony; ]
Uﬁ 0) — ( 7 )
) = ; Opi Om; 0B

e o

i = €] K, 61'21—\/1—40%(1—%) and 0; =

1—¢;

P =80 0) 2 - ) (891(’“’))1 -

O

with 0] = U(6;¢;) — V[(1 — 6;)di], yi = logly;/(1 — y;)], for i = 1,...,n. The above result

can be write in matrix form, and this is given by,

For the parameter v;, 7 = 1,...,k, the penalized gradient vector is given by
- 9]0 " 49|l9(m Oul (97711
U)(0) = — A~
0

i{m f:j“” L.; - Eiiiﬂ |
ujé)3@3—5ﬁ}<a%2m>lm

—1
Zf<@l)> bij — AN,

O

+(1—0)(1 —«)

In matrix form, we have the below result,

0Q(6]6™)

UYi(0) = 5y
J
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For the parameter k, the penalized gradient vector is given by

(0|9 < 8@ 9|9 ) dp; Onp;
Z [ olon Onai 8&]

Uz (0) = >

n

(1= 2:){0i(y; — 07) + log(1 — ;)

i - 8o + w00} (2220) e,

i=1

~.

which in matrix form, can be rewrite as

Ur(0) = E'Ta.

At last, for the parameter «, the penalized gradient vector is given by

2Q(6]6¢™

n2”’ ) 10 (1= 0i) P (= ) (L= 2p5) |
B Eal e R e =

=1

=Y _d; =trace(D).
i=1

A.3.2 Penalized Hessian matrix for BR-SPAM

In this section will be presented the calculations to obtain the second derivative
of Q(0|0™)) with respect to @ defined in Section 2.4 for BR-SPAM.

The second derivative of Q(0|60™) with respect to 6 is defined as

. 520(616™
U, (0) = géa|m :
which is equivalent to
Usbe) Ufre) ... US(6) UG6)
Uyte) uyre) ... Uy Ure(o)
U (0) = : : . : :

U»ee) urr(e) ... Uy U(8)
Usbe) Ume) ... U™0) U™ 0)

The second derivative of Q(0|0™)) with respect to the B8 is obtained as shown



APPENDIX A. Results development for SPAM 180

below,

) 2*Q(010™)) I 0 [0Q(6]0) O \ Ops O
88 _oYWYv) 3 7 i
U,"(9) 0BOBT ; O O Ny ) On; 0BT i
—Z( QOI0™) O 0Q(010™) 0%y > Oy
N Ou? 87717, O OOy ) O

| B

7

(
—(1—a)¢; ,  6ap(l—2u), , (991 ()
X [ )6 w; + (1—¢) (y; —9; )] - fi ( O )

(1—¢
% g1 () o91(n)\ "+
. ( oz Opu; T
=> rxzz,
=1

In matrix form, it can be rewrite as

) .
U’ 6)=X"RX.

The second derivative of Q(8]0™)) with respect to 7; is developed below,

S 82Q(0|0( n9 a@(gw(m)) O \ Apus O

" :— E: by — \A;

U) (0) 6’)’3‘3’)’]- = Ou; O O | O ,ij J 34\
S~ (FQUBI6™) O 0Q(OIO™) Ppi | Opiy e

- bi:b.. — \A;

i=1 ( 8#’12 87711 + 8;1, 8#]1(‘97]12 a,’,’h i i ik}

& [402(1 = 2p)? o (1—1) 0, (1—1;)
‘ZH 0o H‘ezﬂl—ei)?]*la‘a—s»]

X |— 14_Oégi) + 4a(§1_—€i2)/;i) ] +(1—a)(1—0)

1—a)g? ,  6agi(l—2u), , (P91 ()
Wwi +ﬁ(yi _51’)] — fi ( i )

g1 (1) 991 (y1:) T
X( op >}< Ops ) by~ Ak

(2

=2 by b — AjA;.
In matrix form, it be shown that
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Therefore, the second derivative of Q(0|0™) with respect to & is shown below,

2Q(00") _$- 0 <0Q(9|9""’) 00r) 0.0,

A=t gy Onai) Oy KT

<82Q(9|9<m>) Ob; N 9Q (00 9% ) 99 , 1
o¢; Ona; olon 09iOng; ) Onai o

[—u (1= 8)PW (1 = 8)6) + 8 (660) — V(6

" (%) - (Wﬁ;») ] ) (@;((ﬁ))‘g ce!

U™ (0) =

- 1

In matrix form, it can rewrite as

“TKK T
U~ (0) = E" SE.

The second derivative of Q(0|0™) with respect to o is shown below,
9*Q(6]0™) _ Z": Apf (1 — )] | o (1—) I R )
da? = (1—¢)

5 (=)
« [4/3(1—#)2] (-4 [@u?(l — p)*(1 — zﬂi)]

g (1-eg)?

Uy(0) =

(1—¢)3 ' (1—¢)p
[P 2 = o) | =3

In matrix form, it can rewrite as

U;O‘(e) = trace(J).

The second derivative of Q(9|é(m)) with respect to the 8 and k is give by
82Q(9‘é(m)) B n a2Q<9|é(m)> O Op; an%w'
OBORT = Owi0p; Oy Ong OKT

n_ 92 g(m) : .
_ 3 PQUI0™) O 061 s
i=1 Oui0p;  Ong Ona;
(1-0a)

=3 0 { Sk - w1 - 8900 + - )

A1 ()\ " (Dg2(0)\ "+
X( 8%%‘ ) < a¢i ) Ti€s

n
_ E : * T
1=1

In matrix form, the quantity can be rewrite as

U (6) =

“rBK T p*
U’(0)=-X"R'E.
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The second derivative of Q(0|é(m)) with respect to the «; and k is give by

. 2 9(m) n_ 92 A (m) . . .

e — QO™ _ -~ QUOI8™) o 95, Oy
;0K = Owi0d; O O Ok

_ & 9*Q(016™) D O

_z‘:1 Opi0¢;  On; 0N

— -3 a0 { FE S - v - o) + 6 - 01

A1 (1) \ " (9ga(0)\ ', 4
<(%522) (%52) e

n
_ xp o T
=1

T
bijei

In matrix form, the quantity can be rewrite as

& jK — T *
U*(9) = —B] R'E.

The second derivative of [,(8, A) with respect to «; and -, is developed below,

ij

- 0*Q(010") I\ 9 (9Q(6]6"™) du; \ dpi Iy
U’YJ"/J 0) = _ v 7 7 zb
» " (0) 3’7j8’Yij ;am Opti Omi | O ’YjT/

2 ) (m) . A (m) 2. .
:Z<a Q(016") o 9Q(016™) %y, )aulbib;

op; O O OpiOnri | Oy
_;H (1—e:)? e (1—g) i e (1—2)

7

4o 402 (1 — 2u1;)? )
[_ 1—¢g) i (1—g)? 14_(1_0‘)(1—%)

(
—(1—a)p? , 6ad;(1—2u), , . W\ -1
: [ (1—¢)" vt (1—¢) i =0 )] i ( O )

9%g1(1s) A1 () \

And in matrix form, we have that

U,V (6) = B/ RB;.
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The second derivative of Q(O!é(m)) with respect to 8 and «; is developed below,

o FLON) 3 0 (001016 o\ o ons
B = l Z 1

_y- (2 |0m>am+a@<9|é<m>> i\ O
8p? O i Op;Onyi | O

&[40 = 2m)?] [ b (- ) b (1—1)
B2l = e =)

[_ do 4@2“‘2‘“)2]“1_@)(1_@')

1—¢) (1—¢)3 '

—(I—a)¢? , 6adi(l—2u), . . A Og1 ()
Xl (1—c,)0 w; + (1—z) (yi_éi)l—i_fi ( e )

5291(Hz') Og1 (i) - T
(TR () =

n
T

1

T

ﬂ,

Rewrite in matrix form, we obtain that

Ui (0) = X" RB;.

The second derivative of Q(G\é(m)) with respect to the 8 and « is give by

{5(0) = aé)ﬁé)a _ Z":{ [40%'( — i) (1 — 252‘)] l_@z‘ (=) ]

1
i=1 (1—e)? g (1—e)?
" [z - 8:”;1 {2<1 ~ 241) [)(11@) = 20?1‘(_1;)5)”

i m{ [(1 ol bt Q”i)w:] - )

{—¢ [((1 1@)4) 16(1 —(104)_/12(36— Mz’)] } }} (3981fjjl)> ! 2.
_ zn: 8! 9g1 (i) -

*Q(616™)

X

Ok

In matrix form, the quantity can be rewrite as

Ul (0) = X 'Tys".
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The second derivative of Q(0|é(m)) with respect to the «; and « is give by

2Q(010) Z{ l4am(1 — ) (1 — 2@)] [_v (- 1

UYi*(0) = T oyoa & (1—¢,) 2 (1-«)
0 (1 — 1) 1 2001 (1 — ps)
*le" —»J{Z“‘QM)Ll—a>+ )

NI s

g1 ( m)) lb“
g+

n
= s*
-3 (M0
In matrix form, the quantity can be rewrite as

U)*(0) = B/ T;s".

The second derivative of Q(88™) with respect to the & and « is give by

kel 2Q(616™) & Ao (1 — ) (1 —20;) o (1—1)
U 0) = —5roa _Z[ (1—e;)? ] [_53_ (1—51-)2]
o (1-1) 1 20005 (1 — p1:)
+i@—u-aﬂ{““ﬂmﬂu-@»+ G—aﬁl}

[l )

n ~1
_\ (39(;;?51')) ..

in matrix form,

Ur*(0) = E'Tyc".

A.4  Results related to discrete part of Zero-and/or-One Augmented

Models

A.4.1 Penalized score function for Zero-and/or-One Augmented for discrete

part of the Models
As all models share the same structure for discrete part, all development of

calculations that involves these components, will be found in this and next section. Thus
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given that is possible split the likelihood for @, that is the vector containing all model
parameters, into two parts, one that is related with the parameter vector 9 = (p',7")",
which regards the discrete components and the other that is related with ¢, which regards
the continuous components, it will be discussed here only about the subvector 1. In general,
the penalized likehood is defined as

k .
10.3) = h(9) + Lblp) — > P Al

where, in particular,

n

L(¥) = Zli(Pompu)

=1

with

li(poi, p1i) = 27 [(1 — yi) log(poi) + yilog(pri)] + (1 — 27") log(1 — poi — p1i),

with po; and py; defined, for example, in the Equation (3.2), because all models are using

the same definition for this parameters.

Given that equations system ((p;, C1;) = (ho(poi, p1i), P1(Poi, p1:)) defines a
bijective transformation, it is possible solve in a unique way the equations (y; = ho(po:, p1i)
and (1; = ho(poi, p1;) in terms of py; and py;. Denoting this inverse transformation as
poi = hg(Coiy C1i), Pri = hi(Cos, C1s), thus, it is possible to define

Opo; _ 8%((01’, Cli)

ICoi 9o ’

Opoi . ahS(CowCu)

OCui B i ’

Op1i - oh; (Cos, C1i)

ICoi B 9o ’

Op1i o Oh1(Coi» C1i)

OCui B i '

Particularly,
eSoi
poi = ho(Cois Cri) = m»

eS1i

P1i = hT(COi, Ch’)
-
1+ eSoi + elui”

- 1 4 eSoi 4 i’
1 —poi —pui =
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Thus,

8]707, CO’L 1 + GCh _ 1
6501 1 + eCoi 4 eCri 1 + eCoi 4 eC1i o pOi( - pOi)?

apﬂz _ 6<O’L eclz B
i 14 el e 1+ eoi 4 eCi | —PoiP1is

opi esoi S B
OCoi B 1+ eSoi + el 1+ eboi 4+ eCii | PoiP1i,

apl’b B 6411 1 + egOz B 1
0C1; 1+ eloi 4 e 1 4 eCoi 4 eC1i | pli( - p1i>~

Thereby, based on the (1), the penalized score function for 9 = (p',7")" is given by
70 : T T\ T : -
U;(0)=(USO) ,U;(0) ), where UP(0) is defined as

Uﬂ(g) — M — i [8li(p0i,p1i) Ipoi o ali(?on]?u) Op1i 3(01']

P op i=1 Opoi 9Co; Op Op1i 0Coi Op
Z":K (I—y)  (—-2) >8p0ifl+ (nyz' (=2 )51911];]
1 Poi L —poi —p1i) Coi ' D1 1 —poi —p1i) Coi Nk
and replacing Po and il by the quantities defined in the Equation (A.5) and making

0i 0i
some algebrics manipulations, it is possible to reduce the result to:

n

Upp(G) = Z[Z;k(l - yz pO’L 7 Zdlz.fzv

i=1

which in matrix form, can be rewrite as

U;(G) = Fle,
and UpT (0) is defined as
al ) - al 79 za 'La i I3 za 18 %
UT(O) 1 P Z[ (Poi> P1s) Opoi i n Oli(poi; p1i) Op1 C1]
i=1 Ipoi (i OT Op1i 0C; Ot
" *(1-— 1—2zF ; “Ui 1—2zF ;
Z y2> ( Zz) apO’L m; + Zi Yi . ( Z%) 8]911 m;|,
i=1 Poi 1 —poi —p1i) Cui D1 L —poi —p1i) Cui
and replacing 2901 and af“ by the quantities defined in the Equation (A.5) and making
1i 1i

some algebrics manipulations, it is possible to reduce the result to:

U;—(e) = Z[’Z:yz plz 7 Z dgl’l’)’lz7

i=1

which in matrix form, can be rewrite as

U (0) =M d,.
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A.4.2 Penalized Fisher's Information Matrix for Zero-and/or-One Augmented
for discrete part of the Models

As the previously section, this one will also to approach about the discrete part
of all models in the Section 3. Here, it will be presented the development to obtain second
derivative of [,(8, X) with respect to 1 and the Penalized Fisher’s Information Matrix for

discrete part of Zero-and/or-One Augmented models.

First, defining some important quantities that will be needed later, as

i (poi, p1:) _ _Zf(l — ¥i) _ (1—2)
opg; Poi (1 = poi — p1i)?
0*li(poi; P1i) Y (=2 (A.6)
opt; Pii (1 = poi — pui)? '
L (poi, pri) _ (1—27)
OpoiOpri B (1 —poi — pli)Q‘

And, under appropriate regularity conditions given in Lehmann and Casella (2002), it is

( pprlz )
8p0z
pprlz
=0
( aplz )

E
E ( alz pprlz

given that

1 1
- AT
ok ) poi (1= poi —pui) (A7)
l’L 19 1 1 1
E 8 Po p1i) - -

82911 P1i (1 — Poi — pu)
E (_ alz(pﬂz’p1z>> _ 1
OpoiOp1i (1 — poi — p1s)

The second derivative of [,(0,X) with respect to 9 = (p',7')", which is a

subvector of # related only to discrete part, is defined as

D,(0,\) 01, ()
99097 09997

U’ (9) =

which is equivalent to

Uﬁﬁ(a):(?ﬁp@ ‘..fé"(”))
' Urr(o) U;T(e) )

p
and the penalized Fisher’s information matrix was defined as

071,(6, \) 01,(9)
s _ _ P\ — _
Ky (0)_E[ 0900 T ] E[ 99097 |’
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in which

It is known that the penalized Fisher’s information matrix K/”(8),

K" (0)=E [— 6251(‘9)]

opop’

thus, the second derivative of [1(1¥) with respect to p is developed, using results of the
Equations (A.5) and (A.6), below
3251(19) o Zn:{ (32li(p0i,pu) Opoi 4 32l¢(p0z‘,p1z‘) 3p1i> Ipoi 0o £
ap%)i ICoi OpoiOpri 0o ) 0Coi Op T
Oli(pos, p1s) 9*poi ICo; £+ Ali(poi, p1i) Opoi 5’2(01'
Opo; 84& op’ ' Opo; 0Co; OpOpT
i (aQZi(pOiapli) Op1i a2li(p0iap1i) apm) Op1i 0o £
8]7%1' ICo; OpoiOpri 0o ) 0Coi OpT
Oli(pos, p1s) 9%py; ICo; Ili(poi, p1i) Opi aQCm' }
Opu anz apr Op; 0Co; OpOpT

:—me — poi) fif; _—Zd
i=1

bee(6) =

P ( ) apap'r—i:1

In matrix form,
U (0) = —F'D;F.
As the the quantity szp (0) do not depend on any random variable, the K?#(0) is defined
as
K’"(0) = F' D{F.
Now,the second derivative of [;(1}) with respect to 7 is developed, using results
of the Equations (A.5) and (A.6), below
9’11 () . {(3211 (poi, P1i) Opoi X 0°li(poi, p1:) apu) Ipoi OCui

rrT 0) = _
Up ©) oror’ ; 8pgi /GY Opoidpi  OC1i) OC,; OTT
ol; (pOiapli) 82p0i 3C1i m. ol; (poupli) 3p0i 82{11‘
Opo; 35121‘ ort Opo; 0Cy; OToT T
<325i (poupu) apli azli(pOiapli) apm) 8p1z‘ aClz‘
+ 3 + +m;
3p1i 5C1i OpoiOpa; 3C1z‘ aCu or
alz‘(poupu) 82p1i OCM _— 812‘(]901'72911') apli 32C1i
8]?11‘ 6(’121 aTT (9]711‘ 8(’11 87’87’7

= _Zplz 1 _plz mm; = _demz

=1
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In matrix form,
U™ (6) = —-M"D;M.

As the the quantity UPT 7(0) do not depend on any random variable, the K7 (8) is defined

as

K7(6) = M'"D;M.

The cross derivative of [;(1) with respect to p and 7 is presented, also using
results of the Equations (A.5) and (A.6), below below

. 8251(’19) B zn: 5211'(190@'71?1@') Opoi | Ol (poi> p1i) Op1i '\ Opoi OCu;
= = + m;
opoT’ im1 opg; 0C; OpoiOpri  0Cii ) 0Co; OTT

ali(poupu) 821)01‘ (9C1i fi+ alz‘(pompu) (921?11' 3C1¢
Opoi 0¢1,0C0i orT Op1; 0C0i0C1; or’
4 (32lz‘(l?0i7p1i) 3p1i i @2%(]701'7]711') 3]?02‘) apu 3C1z‘ m.
ap%i aCu OpoiOp1i 3(11' 3C0i orT

n n
==Y —popumum, ==Y _d5fim; .
=1 i=1

Us(6)

p

fi

In matrix form,
U (0) =-F ' D;M.

As the the quantity U}f 7(6) do not depend on any random variable, the K/7(6) is defined

as

K’"(6) = F'D5M.

A.5 Effective degrees of freedom for BR-SPAM and ZOABR-SPAM

The expression for the effective degrees of freedom is based on the estimated
linear predictor (see Hastie and Tibshirani (1990) and Green and Silverman (1993)), then it
is necessary an analytical form for this quantity. Given that, for the parameter estimation
of the BR-SPAM (Chapter 2) and the continuous part of ZOABR-SPAM (Chapter 3),
we used the L-BFGS-B algorithm, which has only numerical results for the estimated
predictors. Then, we can approximate the linear predictor(s) of interest by using the
Newton-Raphson algorithm at the convergence step. That is, once we obtain the estimates
through the L-BFGS-B algorithm, we replaced the estimates on the expression of the
linear predictor given by the Newton-Raphson algorithm, which is defined below

k
h=XpB+> By =H(\)zZ",

J=1
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where A= (Ar,..., AT, 2 = N*€ — (R)'Tuf*, HA) = N* [N*TRN* — A(\)]
NTR N¢=[X,By,....BJ§, &= (B, 7)), v=(,...,%)" Also, R = R for
the BR-SPAM and R = R! for the ZOABR-SPAM. Then, based on that the effective

degrees of freedom for ~;,j = 1,..., k, following Eilers and Marx (1996), are obtained as
the trace of H ().
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APPENDIX B - Simulation results

B.1 Simulation results of Chapter 2: Study 1

._14

}f‘%*‘*‘ E R
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L] L] T T 1 T T T T T
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Estimated curves
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¥
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Figure 34 — The first plots are the estimates of parameters (i, ko and x; for the Beta-
SPAM with logit as link function for mean by the sample size. The plots of
the last line are the estimated curves (grey lines) and real curve (black line)
for the same model versus the covariate Z varying the sample size (n).
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Figure 35 — The first plots are the estimates of parameters f1, ko and x; for the Beta-
SPAM with probit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 36 — The first plots are the estimates of parameters 31, ko and k; for the Beta-
SPAM with cauchit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 37 — The first plots are the estimates of parameters (31, kg and k1 for the Beta-
SPAM with cloglog as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 38 — The first plots are the estimates of parameters 31, ko and k; for the Beta-
SPAM with loglog as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 39 — The first plots are the estimates of parameters (1, kg and x; for the Simplex-
SPAM with logit as link function by the sample size. The plots of the last line
are the estimated curves (grey lines) and real curve (black line) for the same
model versus the covariate Z varying the sample size (n).
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Figure 40 — The first plots are the estimates of parameters (1, kg and x; for the Simplex-
SPAM with probit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the

same model versus the covariate Z varying the sample size (n).
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Figure 41 — The first plots are the estimates of parameters (1, kg and x; for the Simplex-
SPAM with cauchit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 44 — The first plots are the estimates of parameters f3;, kg, k1 and « for the BR-

SPAM with logit as link function by the sample size. The plots of the last line
are the estimated curves (grey lines) and real curve (black line) for the same
model versus the covariate Z varying the sample size (n).
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Figure 45 — The first plots are the estimates of parameters [3;, kg, k1 and « for the BR-

SPAM with probit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 46 — The first plots are the estimates of parameters f31, kg, k1 and « for the BR-
SPAM with cauchit as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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Figure 47 — The first plots are the estimates of parameters [3;, kg, k1 and « for the BR-
SPAM with cloglog as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).



APPENDIX B. Simulation results

04-- ¢
50 100 500
Sample size

2=, ) '
0.0 25 50 75

Z (n=50)

Estimated curves

Estimated curves

15 §
10 ] .
Ll
N
- +—l—-
-5+ 1 v v
50 100 500
Sample size
2-
|-
{1~\/\
|_
00 25 50 75

Z (n=100)

Estimated curves

204
101 _L
” {}-? _—
-10- .
|

2013 ' :
50 100 500
Sample size
1.54
1.0~
0.5-
0.0-
0.5-
-1.04

00 25 50 75

Z (n=500)

198
1.00+=
075 %.%.—.
<7 .50+
0.254 s

000-_ 0 8 ,
50100 500

Sample size

Figure 48 — The first plots are the estimates of parameters f31, kg, k1 and « for the BR-
SPAM with loglog as link function by the sample size. The plots of the last
line are the estimated curves (grey lines) and real curve (black line) for the
same model versus the covariate Z varying the sample size (n).
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are the estimates of parameters 31, kg, K1, po, p1, 7o and 7 for
ZOAB-SPAM with logit as link function for mean by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 50 — The first plots are the estimates of parameters (1, ko, k1, po, p1, To and 7 for
ZOAB-SPAM with probit as link function by the sample size. The plots of
the last line are the estimated curves (grey lines) and real curve (black line)
for the same model versus the covariate Z varying the sample size (n).
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Figure 53 — The first plots are the estimates of parameters (1, kg, k1, po, p1, To and 7y for
ZOAB-SPAM with loglog as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).
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Figure 54 — The first plots are the estimates of parameters 3, ko and ky 1, Ko, K1, Po, P1,
7o and 7; for ZOAS-SPAM with logit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 55 — The first plots are the estimates of parameters (31, kg and k1 (1, Ko, K1, Po, P1,
To and 7; for ZOAS-SPAM with probit as link function by the sample size.
The plots of the last line are the estimated curves (grey lines) and real curve
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Figure 56 — The first plots are the estimates of parameters 31, kg and k1 B4, Ko, K1, Po, P1,
7o and 7y for ZOAS-SPAM with cauchit as link function by the sample size.
The plots of the last line are the estimated curves (grey lines) and real curve
(black line) for the same model versus the covariate Z varying the sample size
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Figure 57 — The first plots are the estimates of parameters 31, kg and k1 (1, Ko, K1, Po, P1,
7o and 7; for ZOAS-SPAM with cloglog as link function by the sample size.
The plots of the last line are the estimated curves (grey lines) and real curve
(black line) for the same model versus the covariate Z varying the sample size
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Figure 58 — The first plots are the estimates of parameters (31, kg and k1 (1, Ko, K1, Po, P1,
7o and 7 for ZOAS-SPAM with loglog as link function by the sample size.
The plots of the last line are the estimated curves (grey lines) and real curve
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Figure 59 — The first plots are the estimates of parameters (1, kg, K1, To, 71,00, p1 and «
for ZOABR-~-SPAM with logit as link function by the sample size. The plots of
the last line are the estimated curves (grey lines) and real curve (black line)
for the same model versus the covariate Z varying the sample size (n).
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of the last line are the estimated curves (grey lines) and real curve (black line)
for the same model versus the covariate Z varying the sample size (n).
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Figure 62 — The first plots are the estimates of parameters 1, ko, K1, To, 71,00, p1 and «
for ZOABR-SPAM with cloglog as link function by the sample size. The plots
of the last line are the estimated curves (grey lines) and real curve (black line)
for the same model versus the covariate Z varying the sample size (n).
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Figure 63 — The first plots are the estimates of parameters (1, kg, K1, To, 71,00, p1 and «
for ZOABR-SPAM with loglog as link function by the sample size. The plots
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Figure 68 — The first plots are the estimates of parameters [, kg, k1 and £ for Beta-
SPAM-GEE with loglog as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).
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Figure 70 — The first plots are the estimates of parameters (1, kg, k1 and & for Simplex-
SPAM-GEE with probit as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).
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Figure 73 — The first plots are the estimates of parameters i, ko, k1 and & for Simplex-
SPAM-GEE with loglog as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).

0.5+ ; ) . 04
0.0- 15+ T 0.8
— 0.5 0+ ] — -10- %
<ex U2 <z IF ' <A 66

1.0 # 51 ; ! ! 20+ @
_I-ﬁd {}- T T 1 T , {}_I-- .

50 100500 50 100 500 50 100500 50 100500
Sample size Sample size Sample size Sample size

MV W

g
{}-{H}- T T T = L) T ] L] F)'I T
50 100500 0.0 255075 0.02.550 00255 {}

Sample size Z (n=50) Z (n=100) y4 (n—S{}U)

1.00-

0.75- -
<Z 0.50+

0.254
[ ]

Estimated curves
I

H 1‘

Lh

=~

h

Estimated curves

Estimated curves

Figure 74 — The first plots are the estimates of parameters [31, kg, k1, a and £ for BR-
SPAM-GEE with logit as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).
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Figure 75 — The first plots are the estimates of parameters (i, kg, k1, @ and & for BR-
SPAM-GEE with probit as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
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Figure 76 — The first plots are the estimates of parameters [31, kg, k1, a and & for BR-
SPAM-GEE with cauchit as link function by the sample size. The plots of the
last line are the estimated curves (grey lines) and real curve (black line) for
the same model versus the covariate Z varying the sample size (n).
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Figure 77 — The first plots are the estimates of parameters (i, kg, k1, @ and & for BR-
SPAM-GEE with cloglog as link function by the sample size. The plots of the
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Figure 78 — The first plots are the estimates of parameters [31, kg, k1, a and & for BR-
SPAM-GEE with loglog as link function by the sample size. The plots of the
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The plots of the last line are the estimated curves (grey lines) and real curve
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Figure 80 — The first plots are the estimates of parameters i, ko, K1, po, P1, To, 71 and &

for ZOAB-SPAM-GEE with probit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 81 — The first plots are the estimates of parameters i, ko, K1, po, P1, To, 71 and &
for ZOAB-SPAM-GEE with cauchit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 82 — The first plots are the estimates of parameters i, ko, K1, po, p1, To, 71 and &
for ZOAB-SPAM-GEE with cloglog as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 83 — The first plots are the estimates of parameters i, ko, K1, po, P1, To, 71 and &
for ZOAB-SPAM-GEE with loglog as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 84 — The first plots are the estimates of parameters (i, kg, K1, po, p1, To, 71 and
¢ for ZOAS-SPAM-GEE with logit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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Figure 85 — The first plots are the estimates of parameters i, ko, K1, po, P1, To, 71 and &
for ZOAS-SPAM-GEE with probit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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for ZOAS-SPAM-GEE with cauchit as link function by the sample size. The
plots of the last line are the estimated curves (grey lines) and real curve (black
line) for the same model versus the covariate Z varying the sample size (n).
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line) for the same model versus the covariate Z varying the sample size (n).
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Figure 88 — The first plots are the estimates of parameters i, ko, K1, po, P1, To, 71 and &
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plots of the last line are the estimated curves (grey lines) and real curve (black
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