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Abstract Space deformation has been proposed to model space-time varying
observation processes with non-stationary spatial covariance structure under the
hypothesis of temporal stationarity. In real applications, however, the temporal sta-
tionarity assumption is inappropriate and unrealistic. In this work we propose a spatial-
temporal model whose temporal trend is modeled through state space models and a
spatially varying anisotropy is modeled through spatial deformation, under the Bayes-
ian approach. A distinctive feature of our approach is the consideration of model
uncertainty in an unified framework. Our model has a clear advantage over the ones
proposed so far in the literature when the main objective of the study is to perform spa-
tial interpolation for fixed points in time. Approximations of the posterior distributions
of the model parameters are obtained via Markov chain Monte Carlo methods. This
allows for prediction of the process values in space and time as well as handling of
missing values. Two applications are presented: the first one to model concentrations
of sulfur dioxide in the eastern United States and the second one to model monthly
minimum temperatures in the State of Rio de Janeiro.
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1 Introduction

In geostatistics, the simplest models are the ones built under the assumption of sta-
tionarity and isotropy of the spatial covariance matrix. These assumptions, how-
ever, are not always realistic. When environmental processes are under study,
for example, the observations are usually affected by specific landscape and
topographic characteristics of the region of interest. In fact, in the analysis of
most spatial-temporal processes there is little reason to expect spatial covari-
ance structures to be stationary over the spatial scales of interest (Sampson et
al. 2001; Sampson and Guttorp 1992). Relaxing these assumptions, Sampson
and Guttorp (1992) proposed a nonparametric approach to global estimation of
the spatial covariance structure of a spatial-temporal process Y (s;,t) observed
at a set of n locations in space {si,...,s,} € § and T points in time ¢t =
1,..., T. In their model, they assume temporal stationarity, such that the obser-
vations can be thought of as repeated measurements of a random variable Y at
the fixed set of locations {si,...,s,}. To deal with non-stationarity and anisot-
ropy in space, they work with a process of spatial deformation. The idea is
to map the geographic coordinates from the original space, G-space, into a
new latent space called D-space, where the hypotheses of isotropy and stationa-
rity hold. To obtain the location of sampled monitoring stations in D-space,
they made use of multidimensional scaling. After the locations are obtained in
D-space, Sampson and Guttorp (1992) apply thin-plate splines for interpolation
purposes.

One disadvantage of the model proposed by Sampson and Guttorp (1992) is that
it does not take into account the uncertainty associated with the estimation of the
spatial deformation. This problem was handled by Damian et al. (2001) and Schmidt
and O’Hagan (2003), who independently proposed Bayesian versions of the model
proposed by Sampson and Guttorp (1992), taking that uncertainty into consideration.
The main difference between the approaches of Damian et al. (2001) and Schmidt and
O’Hagan (2003) is in the specification of the prior distribution of the spatial defor-
mation. Damian et al. (2001) proposed the use of a prior suggested by Mardia et al.
(1991), which is based on the bending energy of the spline, being a natural prior for
thin-plate spline mapping. Schmidt and O’Hagan (2003), on the other hand, proposed
a Gaussian process as a prior for the function which maps the locations into the latent
D-space.

All the methodologies presented so far assume temporal stationarity of the spa-
tial-temporal process. This assumption can be appropriate for suitably short points in
time. In practice this is not feasible and stationarity is typically achieved for resid-
uals obtained after removing temporal trends for each monitoring station. One such
approach that allows the incorporation of a temporal trend in the model was proposed
by Bruno et al. (2008), extending the spatio-temporal model proposed by Bruno and
Cocchi (2004) to incorporate anisotropy via the spatial deformation of Sampson and
Guttorp (1992). They assume that the observation made at location s; € S, and time
t, denoted by Y (s;, 1), is defined by

Y(si,t) = pu(si, t) +0:(s:) Z(si, t) +5(si, 1),
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where w(s;,t) is the spatio-temporal mean trend, Z(s;,t) denotes a zero mean
smoothed Gaussian spatiotemporal underlying process and & (s;, ) is a Gaussian noise
process which represents measurement errors. o;(s;) is an extra variance component
incorporated to handle possible features of seasonal variability, and it represents the
part of the non-stationary temporal variability that, when removed, leaves separable
space and time correlation components. The main disadvantage of this approach is the
way the parameters are estimated, which consists of separate steps for preprocessing
the original data. Firstly, o;(s;) is estimated using a Box—Jenkins time series analysis
(Box and Jenkins 1976). The estimated values are used to standardize the data and
classical separable space-time correlation models are applied. After that, an analysis
of spatial non-stationarity is performed under the Damian et al. (2001) approach for
estimating heterogeneous spatial covariance.

In this work we propose a spatial-temporal model with a non-stationary spatial
covariance structure, which, as in Bruno et al. (2008), allows for the incorporation of
a temporal trend. However, this paper proposes a fully Bayesian approach for infer-
ence, with simultaneous estimation of all model components in a single step. We pro-
pose a model whose temporal trend is modeled through the state space models (West
and Harrison 1997) and corrects anisotropy via the spatial deformation (Sampson
and Guttorp 1992) under the Bayesian approach proposed by Schmidt and O’Hagan
(2003). In both applications that will be presented later in this paper, the temporal trend
include seasonal terms. Our model has a clear advantage over the ones proposed so far
in the literature when the main objective of the study is to perform spatial interpolation
for fixed points in time, as it has all the benefits shared by the models estimated under a
fully Bayesian approach, like Damian et al. (2001) and Schmidt and O’Hagan (2003),
but without the need of estimating the temporal trend independently from the spatial
structure.

This paper is organized as follows: in Sect. 2 we introduce the proposed model; in
Sect. 3 aspects of inference are presented with the specification of the prior, likelihood
and posterior distributions as well as the predictive function used to perform interpola-
tion in space; in Sect. 4 simulation studies are presented and illustrate the advantages
of our approach; in Sect. 5 two applications with real data-sets are presented: one to
concentrations of sulfur dioxide in the eastern United States and the other to minimum
temperatures in the State of Rio de Janeiro. Finally, Sect. 6 presents the concluding
remarks.

2 Model definition

Suppose that observations are made at n monitoring stations in a certain geographic
region of interest G, G C M2, over T distinct points in time. Define s; = (x;1, xi2)’ as
the geographic coordinates corresponding to the ith monitoring station,i =1, ..., n,
and denote by Y (s;, t) the observed value in time ¢ at the geographic location s;. We
propose a space-time process for the observations Y, = (Y (s1,1), ..., Y(s,, 1)), t =
1, ..., T, specified by the sum of a mean process u; and a zero mean Gaussian noise
process €,. The mean process i, is specified as a state space model (West and Harrison
1997, chapter 4). It is written as a linear combination of explanatory variables, as in
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a linear regression model, but the regression coefficients are allowed to vary in time.
This model is composed of three parts: an observation equation, a structural equation
and a system equation, which are given below:

Observation equation: Y, = u, + €, (D
Structural equation: u, = F,f,, 2)

System equation: B, = G/B,_| +@;, @ ~ Np(0,, ¥), 3)

fort = 1,...,T. Np(pu, X) denotes the p-variate normal distribution with mean
vector . and variance-covariance matrix X, F; is an n X p matrix of covariates,
B, = (Bor, - .., Bp—1)1) is the vector of regression coefficients, G, is a known p x p

evolution matrix, 0, denotes a vector of zeros of size p and W is the covariance matrix
of w;.

The above formulation includes much more than allowing for time-varying regres-
sion coefficients. It includes many components usually encountered in standard time
series analysis such as time trends, seasonality and cycles and includes ARMA model
specifications. The reader is referred to Harvey (1989) and West and Harrison (1997)
for details.

The model is completed with the specification of a multivariate normal prior dis-
tribution for B and an Inverted Wishart prior distribution for the covariance matrix
W, denoted by

ﬂo ~ Np(m()’ CO)’ (4)
W~ W, (o), )

where S is the mean and n is the degrees of freedom of the Inverted Wishart prior.

A spatial structure is incorporated in the model via the noise process €, =
(e(s1,1),...,€(sy, 1)), through the specification of a spatially structured vari-
ance-covariance matrix. Assume that the covariance between elements €(s;, ) and
€(sj,1),8; #5;,8;,5; € G, donot depend on the time ¢, and @, and ¢, are indepen-
dent, for all . We define the covariance function for €; by

Cov(e(si, 1), (s, 1)) = Jvivjpp(| d(si) —d(sj) ), (6)

where v; is the variance of €(s;, t), which is assumed constant for every period of
time t, fori = 1,...,n; pp is a valid isotropic correlation function, which depends
on parameter b.

The function d(-) maps the original geographic coordinates in G-space to coordi-
nates in the new latent space D.

Note that to model observations under the hypothesis of isotropy, the function d(-)
must be specified as the identity function. In this work we do not assume isotropy and
apply the space deformation idea of Sampson and Guttorp with a Gaussian Process
prior distribution for d(-), as proposed by Schmidt and O’Hagan (2003):

d(-) ~ GP(g(-), a3, pg), (7)
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where

e g(-) is the prior mean function, which can take any form that reflects the prior
beliefs about the mapping from spaces G to D. Note that this is a function of
the spatial coordinates of the locations in space G. In this paper we assume that
g(x) = x, which is a reasonable assumption when there are no prior beliefs about
how D should differ from G.

° 0'3 is a matrix of variances which, for G € M2, have dimension 2 x 2. Here we
define 031 as the diagonal matrix 05 = diag(ajn, 0522), as suggested by Schmidt
and O’Hagan (2003) to avoid unidentifiability of the model. Larger elements of
03 allow greater distortions from G to D space.

® g is any valid correlation function which measures the prior correlation between
locations in D-space, and ¢ is a known set of parameter, such that

Cor(d(s:), d(s ) = [p"’(' s A

1, ifi=j.
In particular, let d° =(d,,...,d,), whered; = d(s;), be the 2 x n matrix of the
coordinates of the gauged locations in D-space; define g = (g(s1), ..., g(sn)); and

let Rg be the n x n matrix of correlations such that Rg[i, Jj1 = Cor(d(s;),d(s;)).
Then the prior for d G is a Matrix Normal distribution with mean g, row covariance
matrix 0’5 and column covariance matrix Rg, denoted by:

d% ~ Noxn (g, 02, RS). ®)

It is also important to notice that the function d(-) is unidentifiable, as all the trans-
formations of the coordinates in D-space which keep the same distances between loca-
tions are observationally equivalent. Besides that, any transformation that multiplies
all distances in D-space by a constant is equivalent. To guarantee the identifiability
of function d(-) we fix the location of two sites in D-space. This restriction plays
the role of an anchor, guaranteeing that d(-) will not rotate or translate. In applica-
tions, it is recommended to set that the two known locations in D-space equal their
corresponding geographic locations in G-space.

3 Inference

3.1 Prior distributions

Under the Bayesian point of view, the model specified in the previous section must be
completed with the prior specification of the parameters v = (vy, ..., v,) and b (in7)
and aé (in 9). Here we consider the same prior distributions proposed by Schmidt and

O’Hagan (2003) for the parameters v and 05, and the one proposed by Schmidt and
Gelfand (2003) for the parameter b. These priors distributions are given as follows:
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e Assuming that v = (vy,..., v,) are exchangeable, an Inverted Gamma prior
distribution for v;, i = 1, ..., n, is specified as:

vi | 7%, f ~IG(f, T2 (f — 2)),

where f is the number of degrees of freedom, considered known, and 72 is the
mean of the distribution, which has a non-informative prior distribution given by:
m(t?) o (7)) 7!

e We assume that the elements of the main diagonal of af, are independent with an
Inverted Gamma prior distribution for each element, given by

o, ~1G(;, i), fori=1,2.

e The prior distribution for b depends on the choice of correlation function for the
observational error structure. When b is a scalar representing the range, as in
the exponential correlation function pp(x) = exp{—bx}, an informative Gamma
distribution

b~ G n. m),

where b* = —210g(0.05)/ max(| s; — s |) was specified.

That specification assumes that a priori the correlation of observations in two remote
locations in the region of study is close to 0.

Note that the prior distributions for the parameters 8 = (8., ..., B7)’,d° and ¥
were previously specified in (4), (5), (6) and (7). The prior distribution for the set of
all of the unknown parameters of the model 8 = {8, d G, v, b, 12, 05, W}, under the
hypothesis of independence between them, is given by

T n
m(0) = |1‘[n(ﬂ, | Bi-1 \I')] T(Bo)m (¥)7(d®) |]‘[n(vi | rz)] 7 () (b)m ().

t=1 i=1

)
3.2 Posterior distribution
Suppose that observations y, from the model in (1)—(3) were made fortr =1, ..., T.
Define a matrix of observations y as y = (yy, ..., y7)’. The likelihood function of 6
given y is
T 1 T
LO|y) x| |77 expy—3 D 3 —FiB)E (v, - Fiﬂ,)] . (10)
=1
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The combination of the likelihood function in (10) with the prior distribution for 6,
given in (9), gives via Bayes theorem the posterior distribution of

T

70| y) o< LB | y) {Hn(ﬂt | Bt \I')} 7 (Bo)m ()7 (d)
t=1

X {Hn(vi | 1:2)] n(@H) (b (o). (11)

i=1

The posterior distribution in (11) does not have a closed form and we use MCMC
methods to obtain approximations for this distribution. The algorithm used to obtain
samples from the posterior distribution in (11) is a hybrid algorithm, with the use
of Gibbs sampling for the parameters whose full conditional density is known, and
Metropolis-Hastings (Metropolis et al. 1953; Hastings 1970) steps to sample from the
other parameters. The computational aspects of this work can be found in details in
Castro (2010). More details about MCMC methods can be seen in Gamerman and
Lopes (2006) and Robert and Casella (2004).

3.3 Interpolation

One of the main interests in geostatistics is to perform interpolation, which means to
obtain predictions of the process under study for non monitored (or ungauged) loca-
tions in space. In the proposed model, to interpolate the response variable Y, for a
fixed period of time ¢, one must first interpolate the deformations of the geographic
locations of interest. In this section we show how to add additional steps in the MCMC
algorithm to interpolate the deformations and then interpolate Y.

e Interpolation of the deformations of the geographic locations

Let s¢ = (s1,...,s,) be the matrix of coordinates of the gauged geographic
locations and sV = (Sn+1s - - - » Sn+m) be amatrix of coordinates of m ungauged
geographic locations. d® = (d, ..., d,), as previously specified, is the matrix of
coordinates of the gauged locations in D-space. Define dvc = dns1s - dugm)
as the matrix of coordinates of the ungauged locations in D-space, and d =
(dG, dUG). Denote by UG = (Vnt1, - -+ » Ungm) the vector of variances in the
process at ungauged locations. Noting that d follows a Gaussian process as speci-
fied in (7), we have that the prior distribution for d is a Matrix Normal distribution
analogous to (8):

46 dUS) | R, o2 ¢ vey 2 (RS R} 12
, | d» 0y ’\"N(2><(n+m)) s,8 y O 4 RZ RUG s ( )
d

where Rg is the matrix of correlations between the gauged locations; R[L;G is
the matrix of correlations between the ungauged locations; R} is the matrix of

G *
correlations between gauged and ungauged locations; and R; = (II;% Ig%) .
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That way, using properties of the Multivariate Normal distribution we have that,
vec(d”9) | d%, Ry, 05 ~ Nan(A, B), (13)

where A = vec(sU0) + (I @ R%(RS) ) (vec(d®) — vec(s®)), B = 03 ®

I, — R;(Rg)_lR:‘l/), vec(X) denotes the vectorization form of the matrix X
and I, denotes the identity matrix of order .

Samples of the posterior distribution of dV and vUC can be easily obtained
by adding steps in the MCMC algorithm. For the kth iteration of the algorithm,
given the sampled values for 6, say 8, the parameters vY¢® and dV® are
sampled from

v 180 ~ 1G(* P (f -2), ), (14)
forj=n+1,...,n+mand
vec(@V9®y) 90 ~ N, (AR, B, (15)

where A = vec(sUC) + (I, ® R5(RG) ™) (vecd®®) — vec(s®)) and B =
—1 7
;P @, — RYRS) ™ RY).

e Interpolation of Y

Denote by YtUc = (Y(S@ut1), D)5 -+ o Y(S(utm), 1)) the vector of response vari-
ablesintime ¢, = 1, ..., T, for the ungauged geographic locations, and Y f =
Yy, YtUG) the vector of response variable at gauged and ungauged locations for
a fixed period of time 7. Defining 04 = @, UG, dUG) we have that

Yt |0A ~N F;ﬂl X E*
YZUG F;UGﬂz A zUG ’

where F/, is the dynamic regression matrix for the gauged locations, F ;UG is the
dynamic regression matrix for the ungauged locations, X is the covariance matrix
for the gauged locations, £ Y is the covariance matrix for the ungauged locations
and X* is the covariance matrix between gauged and ungauged locations. Using
basic properties of the Multivariate Normal distribution, we have that:

YUC 104y, ~ N(F VOB, + 2% (®) 'y, - F,8,).2V¢ =¥ (3)7'2").

The density of the predictive distribution of Yf/G given the observations y is given
by
70L% 19 = [ 26015 00m 6 | pde (16)
0A
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Note that the integral in (16) is not analytically tractable. We use Monte Carlo
methods to obtain an approximation of (16) as follows:

(e y) = /n(y,UG |y, 0w (8% | y)aet,

oA

_ / 23U | y,, 00700, dV5 | 0)m (8 | y)do?,

K
1 UG Ak
N D 10 ),
k=1

where 84 is sampled from its prior distribution (@4 | y) in the following way:
firstly, #® is sampled from 7 (@ | y), then vV S® and dY¢® are sampled from
a@UER que® 190y fork =1,..., K.

4 Simulation studies

In this section we investigate properties of the proposed methodology through the use
of an artificial data-set simulated over n = 15 locations in space and T = 100 points
in time. The data was simulated from a dynamic model which takes into account a
seasonal effect and the effect of an artificial O—1 covariate x, fixed in time. The model
is given as follows:

Y, =F;ﬂ,+€,, € ~ N,y (0,,X),
ﬂ[ - Gtﬂ[—l +(l)t, wr ™~ N[?(O[?a ‘I’)7

where, B, = (B, Br1, B2, B3) . F; = (1,,x,1,,0,),x = (010,117), G, =

I, 0, _ cos(m)/25 sin(w)/25 Y

(02 G ,Gr = sin(r)/25 cos(r)/25 , W = diag(0.01,0.02,0.06, 0.06)
and By = (0.01,3,5,1). The 15 locations d;’s were simulated from (8) with a
Gaussian correlation function pg with parameter ¢ = 3.28 (¢ = —21og(0.05)/

.....

function with b = 6 was assumed for the observation errors.

4.1 Sensitivity study for prior specifications

In this section a sensitivity analysis of the model was performed to assess the impact
of different prior specifications for the parameters b and 05. Three different prior
distributions for b and for 03“ ,1 = 1, 2 were considered. For the parameter », Gamma
prior distributions were specified with the same mean (equal to the true value), and
different variances, aiming to compare different degrees of information in the prior
distribution. The three specifications are given below:
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bl. b~ G(52x6,52),
b2. b~ G(10 x 6, 10),
b3. b~G(x6,1).

For the parameters 03”, i = 1, 2, three Inverted Gamma prior specifications were
made:

sgl. o7, ~1G(66.7x10,10), i=1,2,
sg2.  og ~1G(66.7x0.0241,0.02), i=1,2,
sg3. o ~1G(0.01,0.01), i=12.

In the first two specifications for ai,i, i = 1, 2, the mean is equal to the true variance
(approximately equal to 0.015) with different degrees of precision (the prior variances
are, respectively 3.39 x 107 and 0.00067). The third specification is a reasonably vague
prior distribution (Berger et al. 2001; Gelman 2006). That way, we considered nine dif-
ferent models obtained by the combination of the three prior specifications suggested
for the parameter b and the three prior specifications suggested for the parameter 05.

Figure 1 shows the comparison between the different prior specifications for the
parameters b and o2 41 =1,2.The different amount of information provided by each
specification is clear from the figure, with the first specification in both cases, being
highly informative, the third being vaguely informative, and the second, in between.
A graphical representation of the posterior distribution for » and 03”, i =1, 2, under
each one of the nine combinations of prior distribution, can be seen, respectively in
Figs. 2 and 3. It can be seen that the posterior densities for 03” and b are rather insen-
sitive to changes in the prior specification. The only exception is when using the more
informative prior specification for 03“, which does affect the form of the posterior
distribution of this parameter.

Figure 4 compares the true deformation and the estimated deformation (posterior
mean) under all the combinations of prior distributions for the parameters Uj” and b.
It can be seen that the estimated deformation remains almost the same regardless of
the choice of priors, showing that the estimation of the deformation is not sensitive to
the changes in the priors for 03“ and b.

o 2
- w
(=]
S g
(=)
3 81
a |. 5 a - S
S T T T T ° T T T T
2 4 6 8 10 0.00 001 0.02 003 0.04
Fig. 1 Prior distributions for the parameter b (on the left hand side) and the parameters adz__ ,i=1,2(on
123

the right hand side)

@ Springer



Environ Ecol Stat (2013) 20:191-214 201

0

1
) T |

600

40
T B B B B |

0 40 6 80
|
30

200

T T T T T T
0.010 0012 0.014 0016 0.018 0.020

0.00 0.01 0.02 0.03 0.04
sg1, b1 sg3, b1
4 o
p=1 .
2
N = -
s
f -
u s
=
g 4
a <
= = — —— == T T T T
0010 0012 0014 0016 0.018 0.020 0.00 0.01 0.02 0.03 0.04
sg1, b2 sg3, b2

40 600
T I B |

200

T T T T T T T T T T T
0.010 0.012 0.014 0016 0.018 0.020 0.00 0.01 0.02 0.03 0.04

sg1, b3 sg2, b3

Fig. 2 Posterior distribution (solid line) and prior distribution (dashed line) for the parameter crj“ under

all the combinations of prior distributions for 0511 (varying by column) and b (varying by row)
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Fig. 3 Posterior distribution (solid line) and prior distribution (dashed line) for the parameter b under all
the combinations of prior distributions for 03” (varying by column) and b (varying by row)

We use the D1 C statistics (Spiegelhalter et al. 2002) to compare the nine fitted mod-
els. The DIC is a Bayesian version of the AIC (Akaike Information Criterion), and
like other widely used model comparison methods (such as A7 C and BI C—Bayesian
Information Criterion), the DIC can be thought of a goodness of fit measurement
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oz 04 06 o8 10 0z 04 o6 o8 10 g2 04 o6 08 10

b3, sg1 b3, sg2 b3, 293

Fig. 4 True deformation (solid line) and estimated deformation (dashed line) under all the combinations
of prior distributions for (75“ (varying by column) and b (varying by row)

Table 1 DIC statistics for

models with different prior sl sg2 sg3
specifications for the parameters bl 542.55 544.41 545.64
band o2 ’ ' '
d b2 543.92 547.60 545.76
b3 545.04 546.23 547.11

which is penalized by the effective number of parameters in the model. Models with
smaller DIC should be preferred. Table 1 presents the DIC statistics for the fit-
ted models. The gain obtained by using more informative priors for the parameters
2 P . . . . .
01 = 1,2 and b is small. Even when using vaguely informative priors the model
can estimate the true values of these parameters well, as seen by Figs. 2 and 3. There-
fore, the main conclusion taken from this sensitivity study is that when the true spatial
deformation is smooth, the posterior distribution of @ is similar when using vague and

informative priors for Udzﬁ ,i1 =1, 2, and b centered around their true value.

4.2 Study of the uncertainty of the spatial deformation

The inference procedure performed for the spatial deformation is based on the poster-
ior distribution of @, which does not have a closed form. In this section, we propose
an approximate credibility region for d; based on asymptotic theory (Gamerman and
Migon 1999; Casella and Berger 2001), and we perform a study about the uncertainty
of the estimation of this deformation for the simulated data-set.

The proposed approximation uses the fact that [d; | y] is approximately distributed
as N(tii, J_l(tii)), for large T where
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- O’ (6 | y)
-1
di)y=————.
J~ i) 2d,d]
That way, the 100(1 — o)% asymptotic credibility region C C %? is such that
Pl@; —dpi~'dndi —dyeclz1-a a7)

It is quite complicated to obtain an analytical expression for j,- or J _l(tii). Fortu-
nately, these quantities can be well approximated by

K K
51 ) A fy L @D _ Faegd _ Gy
di~Ej§d,- . and J (d")wﬁ;(d" —dn@;” —dyy,

where d l(] ) are posterior samples from d; obtained via MCMC.

Figure 5 shows the estimated 95 % credibility regions for each d;,i = 1, ..., 15,
with T = 100 and T = 500. It can be seen that the credibility regions are larger when
working with 7 = 100, showing that when we increase the sample size the precision
in the estimation of the parameters improves.

4.3 Comparison against existing models

In this section we aim to compare, through simulation, the performance of our model
(call it model A) against other models proposed in the literature, when the observed
process presents anisotropy. The first comparison is made with a simplified version of
the proposed model, considering the same dynamic structure but assuming the defor-
mation d(-) to be fixed as the identity (call it model B). Model B would be appropriate

o _ gk

Fig. 5 Approximate 95 % credibility region for the parameters d;,i = 1, ..., 15. The posterior mean of
the parametersd;,i = 1, ..., 15, represented by the symbol A, was estimated witha 7 = 100; b T = 500.
The symbol o represents the original geographic coordinates
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to model isotropic processes, and it is interesting to compare how it performs against
the proposed model under anisotropy.

We work with the same simulated data-set used in the previous exercises but also use
other simulations, varying the number of observations in time (7 = 100 or 7" = 500)
and space (n = 15 or n = 30). Table 2 shows the DI C statistics obtained under each
simulated data-set under models A and B. The comparison shows a clear advantage
of model A, as expected, specially when using n = 30. This result shows that with the
increase of information in space, and consequently the better estimation of the spatial
deformation under model A, the advantage of using a model which takes anisotropy
into account, when the observed process is actually anisotropic, increases.

The second comparison is made between the proposed model A and the model
proposed by Schmidt and O’Hagan (2003). As Schmidt and O’Hagan’s model assume
independent observation in time, for a fair comparison the model was applied to the
residuals of a dynamic model with the same temporal structure as model A, but with
no spatial structure at all. We named it model C.

Both methodologies take anisotropy into account. Figure 6 compares the true and
estimated deformation surfaces under models A and C, and visually the estimated sur-
face under Model A appears to be closer to the true deformation surface. To confirm
this result, we compare the two models through the smaller Riemann distance (Kendall

Table 2 Comparison of Models

A and B, through the DIC Model A Model B
g e mlaed
specifications for n and T n=15 542.55 590.32
n =30 110.31 228.33
T =500
n=15 2,832.48 3,021.33
n =30 618.72 1,218.72

0.2

[ 04 06 [iF] 10 [ o4 06 08 10

Fig. 6 True deformation (solid line) and estimated deformation (dashed line) under Models C (a) and A
(b)
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Table 3 Comparison of the

L . Model A Model C
estimation of the spatial
deformation through Models A _
. : T =100
and C using the Riemann
distance n=15 0.1148 0.1300
n =30 0.0725 0.1321
T =500
n=15 0.1112 0.1484
n =30 0.0744 0.0911

1984) between the true spatial deformation and the ones estimated by each one of the
two models. Table 3 shows the Riemann distance calculated under each simulated
data-set and model, and it shows an advantage of model A, which leads to smaller
distances under all scenarios. This result indicates that our model (model A) would
have provided better interpolation in space than the model proposed by Schmidt and
O’Hagan (2003) (model C) under the simulated examples presented here. It is impor-
tant to notice, however, as already mentioned before, that the main advantage of the
model proposed by us when compared to the model proposed by Schmidt and O’Hagan
(2003) is methodological, as here we jointly estimate the mean of the process and the
spatial covariance structure.

5 Applications
5.1 Concentrations of sulfur dioxide in the eastern United States

In this section the proposed model is applied to concentration levels of sulfur dioxide
(SO,) measured in the eastern United States. The region of study comprises the states
of Indiana, Ohio, Tennessee, Kentucky, North Carolina, Virginia, West Virginia, Penn-
sylvania, Maryland, New Jersey and New York. Levels of SO, (in pg/m?) are weekly
measured at 23 monitoring stations (see Fig. 9a), from the year 2000 to 2003, for a
total of 7 = 208 observations per monitoring station. To validate the performance of
the proposed model, the model was fit to n = 22 monitoring stations (sy, ..., $22),
and predictions were made for station s23 over time, and compared to the observed
values. The data-set was made available by the Clean Air Status and Trends Network
(CASTNet), which belongs to the Environmental Protection Agency (EPA) United
States, through the URL http://www.epa.gov/castnet/.

In this example we propose a model for the logarithm of the concentrations of SO,
using as explanatory variables latitude (LAT), longitude (LONG), and a seasonal fac-
tor with a period of 52 weeks, corresponding to one year. The proposed model allows
the regression coefficients to change smoothly over time, so that the effects of latitude
and longitude are not forced to be fixed. This model is given by

Y, = F;ﬂl + €, €,~ Ny(0,, X),
B:=GB_| +@r, @ ~ Np(op’ ),
ﬁO ~ Np(op, SIP),

—1
W~ W' (0.011 ),
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where t = 1, ..., 208, F; = (1,, LONG, LAT, 1,,,0,) is a matrix of dimension
n x p, where 1, denotes a vector of 1’s of size n, 8, = (Bo. ..., Bs); and LONG
and LAT are the vectors of latitude and longitude corresponding to the » monitoring
locations. G; = ( I3 02’2) , Gy = ( cos 26 sin 2 ) , and 0y ; denotes a k x p
03 G2 —sin 26 cos 26 ’
matrix of 0’s. The last two columns of F are required for the representation of the
time-varying seasonal component 3 ;.
Here, the elements of the matrix ¥ are defined by

Cov(e(s;, 1), e(sj,1) = Jvivjop(| d(s;) —d(s;) |),
d() ~ PG(g(-), 03, py),

where g is the identity function and py is a Gaussian correlation function, with ¢ =
4.39 (¢p = —210g(0.05)/ max; j=1,..22( s; — 8 |)2). The model is completed with
the specification of the prior distributions for the parameters v, 72, band szﬁ i=1,2.

We specified vaguely informative priors for the parameters v, T2 and informative priors
for b andajﬁ, i=1,2.

The prior distribution for b was chosen to be of the form G (nb*, n), where b* =
—210g(0.05)/ max; j—1,...22(] s; — s |), giving a prior expectation of b* = 6. ) was
chosen to be equal to 52 such that the prior variance is 2nb* /> = 0.12.

Two distinct Inverted Gamma prior distributions were proposed, for comparison,
to the parameters ai_ . 1 = 1,2. The hyperparameters of the prior distributions were
chosen according to the scale used to measure distances between locations. In this
example, the scale of measurement is kilometer per 1,000 (km/1,000), so that 0.001
is equivalent to 1km. In the first prior specification for the parameters 0'5” = 0522,
the mean was set to be equal to 0.001, with square root equal to 0.032. This means
that a priori the original location can move in either direction between 0 km and
3 x 0.032 x 1000 = 96 km, with 0.997 probability. The second prior specification for
ad ,i = 1,2, was chosen to be less informative, with the prior mean being equal to

0.01. The two specifications are presented below:
1. 03” ~ IG(1000 x 100, 100),i = 1, 2,
2. 05”- ~ 1G(100 x 0.01 +1,0.01),i =1, 2.

Figure 7 shows that the posterior distribution of b is not affected by changing the
prior specification of ad ,i = 1,2. The posterior distribution of ad ,i =1,2, how-
ever, changes 51gn1flcantly when changing its prior, as can be seen in Fig. 8. The
posterior distribution for ad ,i = 1,2, is similar to its prior distribution when the
first prior specification is used. This effect is not observed when the second prior
specification is used.

Figure 9 shows the monitoring stations in the eastern United States, with latitude and
longitude converted to UTM and divided by 1,000. It also shows the estimated poster-
ior mean of d and the mapping of a regular grid of 121 points in the geographic region
of study (G-space) to D-space under the first prior specifications for 05”, i=1,2.
The MCMC chains do not seem to achieve convergence when the second prior speci-
fication is used, emphasizing the need for informative distributions for the parameters
b and ajﬁ ,i = 1,2, when it is required to account for anisotropy.
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Fig. 7 Posterior distribution (solid line) and prior distribution (dashed line) for the parameters b, using
the prior distributions b ~ G(6 x 52,52), 05__ ~ IG(1000 x 100, 100),i = 1,2 (left hand side) and
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Fig. 8 Posterior distribution (solid line) and prior distribution (dashed line) for the parameter 05” using

the prior distribution b ~ G (6 x 52, 52), and the prior distribution adzm ~ 1G(1000 x 100, 100),i = 1,2
123

(left hand side); 03__ ~ I1G(100 x 0.01 4+ 1,0.01) (right hand side)
(1)
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Fig. 9 a Monitoring stations in eastern United States; b estimated spatial deformation under b ~ G
(6 x 52,52), 05__ ~ I1G(1000 x 100, 100),i = 1,2
i

We proceed with the analysis of the fitted model using the first prior specification
for the parameters 03 ,i = 1, 2. This application clearly shows how geographic char-
acteristics of the region of study can influence the correlation structure of the spatial
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process. Figure 9 shows the spatial deformation obtained in this application. An inter-
esting characteristic of the obtained deformation is that it approximates monitoring
stations which are located in the Appalachian mountains, producing the visual effect
of a shrinkage in the middle of the map, in a diagonal direction.

Table 4 presents the estimated posterior mean and 95 % credibility intervals for
the parameters odzll ad22 b, t2, and the elements of the main diagonal of matrix W,
denoted by W;;,i = 1,...,5. Flgure 10 illustrates the 95 % credibility intervals and
the estimated mean of the variances v;, i = 1, ..., 22, showing higher variability in
the monitoring stations 9 and 22.

Figure 11 presents the estimated mean and 95 % credibility intervals for the dynamic
regression coefficients. It can be seen that the coefficients of the intercept and of the
seasonal component vary significantly over time, justifying the use of the dynamic
specification for these components.

Figure 12 presents the observed time series for some monitoring stations, with their
estimated values and credibility intervals. It can be seen that the fitted model leads to
good predictions in general.

Table 4 Posterior mean and credibility intervals of the parameters 03__ i=1,2,b, r2, and the elements
11
of the main diagonal of matrix ¥

Parameter Posterior mean 2.5% 97.5%
031 . 0.00101 0.00090 0.00101
0522 0.00100 0.00099 0.00101
b 6.11 5.61 6.64

2 0.20 0.24 0.28
Y1 0.0153 0.0092 0.0239
Yoo 0.0011 0.0005 0.0023
W33 0.0017 0.0005 0.0039
Wyy 0.000463 0.000054 0.001386
Wss 0.000205 0.000045 0.000663
N _
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Fig. 10 Estimated mean and 95 % credibility intervals for the variances v;,i =1, ...,22
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Fig. 12 True values (in bold), estimated mean (solid line) and 95 % credibility intervals (dashed line) of
the response variable log(SO;) for the monitoring stations in locations s7, §3, §5, §14, 18 and 19

Figure 13 shows the observed time series at station s»3, which was not used to fit
the model, and the estimated values and credibility intervals obtained for that station.
The figure shows a good fit of the model to the observed data, which indicates that the
proposed model is able to produce good predictions for ungauged locations.

5.2 Minimum temperature in the State of Rio de Janeiro

In this example we worked with the minimum monthly temperature (measured in
Celsius degrees) observed at n = 15 monitoring stations in locations {s1, ..., §15} in
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Fig. 13 True values (in bold), estimated mean (solid line) and 95 % credibility intervals (dashed line) of
the response variable log(SO;) for the monitoring station s73, which was not used to fit the model
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Fig. 14 a Monitoring Stations of temperature in the State of Rio de Janeiro, b estimated spatial deformation
in the geographic region of study (G-space) to D-space

the State of Rio de Janeiro (see Fig. 14). This data-set was made available by Instituto
Nacional de Meteorologia (INMET) and the observations correspond to n time series
observed between January 1961 and December 2000.

Latitude (X 1), longitude (X;) and altitude (X3) of the monitoring stations were
used as explanatory variables. Also, a exploratory analysis showed that the size of the
early seasonal cycle varies with the altitude. Taking that into account, the monitoring
stations were divided into five groups. Variables §;,i = 1, ..., 15, indicating to each
group each station belongs, were created as below

(1000000000), ifxz e (0, 100],
0010000000), ifxs e (100,350],
85 =10000100000), ifxsy e (350,450,
0000001000), ifxy e (450, 650],
0000000010), ifxy > 650,
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where § = (81, ...,815), and xp; = (Xk1, ..., Xk.15), k = 1,2, 3, are vectors corre-
sponding to the latitude, longitude and altitude at the monitoring stations.

The proposed model is specified as in (1)—(7). The mean of the process was modeled
assuming a second order dynamic linear structure, which is a structure that incorporates
an extra time-varying parameter representing a growth in the level of the series. We
define F; = (115,015, x1, x2, x3, 8), and the coefficients associated to F, are allowed
to vary in time, so that the effects of the covariates may change over time. This evo-

G 023 022 11
lution is defined through G; = | 03x2 I3 0342 , with G| = (0 1) and
010x2 010x3 15 ® G2
G, — ( cos %ﬂ sin%
—sin & cos ¢

The model is completed with the specification of prior distributions for the param-
eters v and b. The use of non informative priors for the parameters 03“, i=1,21led
again to convergence problems in the MCMC chains. A number of informative prior
specifications were tested to correct the anisotropy in the model. The prior distribution
for the parameter 03”, i = 1,2, was chosen to be a G (220 x 1000, 1000) based on
these preliminary trials.

Figure 14 shows the State of Rio de Janeiro with monitoring stations in the original
geographic space and also the estimated spatial deformation. The spatial deformation
shows a compression in the mountain region. Figure 15 shows the estimated mean
and the 95 % credibility intervals of 8;,i =1, ..., 5, showing a significant variation
of most regression coefficients in time, and justifying the use of dynamic models.
Figure 16 shows the estimated mean and the 95 % credibility intervals of the variances
vi,i =1,...,22,and it shows that the monitoring station at location s4 shows greater
variability than all the others.

6 Final remarks

In this paper we proposed a model for nonstationary space time observations, which
models the mean of the process based on the approach of State Space models (West
and Harrison 1997) and corrects anisotropy through spatial deformation (Sampson and
Guttorp 1992) under the Bayesian point of view (Schmidt and O’Hagan 2003). In this
model all of the parameters, including the parameters of the mean, are estimated via the
Bayes paradigm. This new approach allows, in a simple way, to model the anisotropic
covariance structure, perform predictions of the process for non-monitored locations
and treat missing observations. It also shows an advantage over other existing models
in the literature, specially on the grounds of interpolation performance, as exemplified
through simulation studies.

One disadvantage of the proposed approach is that when a strong spatial deforma-
tion is needed to correct the anisotropy, informative priors must be specified for the
parameters o 7 4> 1 =1, 2. Gelman (2006) recommends using prior distributions in the
semi-Cauchy famlly when the scale parameter o presents values close to zero, instead
of using the noninformative priors G(g, ¢) with ¢ — 0, as the estimation of the
parameters of interest can be sensitive to the choice of ¢. Future work could include a
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Fig. 16 Estimated mean and 95 % credibility intervals of the variances v;,i =1, ..

sensibility study of the proposed model, using prior specifications in the semi-Cauchy

in cases when strong deformations are needed to correct the anisotropy.
Gamerman et al. (2007) suggest that the spatial-temporal covariance structure could
be affected by space and time. They also suggest that a natural candidate to introduce
this dependence is given by dynamic Gaussian processes. Another future work is to

family,

propose a spatial-temporal approach for nonstationary Gaussian processes, where the

mean of the process is modeled via dynamic models (West and Harrison 1997) and the
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spatial covariance structure via a dynamic generalization of the spatial deformation.
Partial results of this new methodology can be seen in Castro (2010).

Acknowledgments The authors thank the referees and Editor for many useful comments. This paper
is based on parts of the PhD project of the first author under the supervision of the second author. The
second author has benefitted from research grants awarded by CNPq and FAPERJ, and the third author has
benefited from research grants awarded by CNPq.

References

Berger JO, Oliveira V, Sanso B (2001) Objective Bayesian analysis of spatially correlated data. J] Am Stat
Assoc 96:1361-1374

Box GEP, Jenkins GM (1976) Time series analysis forecasting and control. Holden-Day, San Francisco

Bruno F, Cocchi D (2004) Non-separability in spatiotemporal covariance models arisen by non stationarity
in time. In: Atti della XLII Riunione Scientifica SIS, CLEUP, pp. 157-160

Bruno F, Guttorp P, Sampson PD, Cocchi D (2008) A simple non-separable, non-stationary spatiotemporal
model for ozone. Environ Ecol Stat 16:515-529

Casella G, Berger RL (2001) Statistical inference, 2nd edn. Duxbury Press, Belmont, CA

Castro F (2010) Dynamic models for spatial deformations (in Portuguese). Unpublished PhD Thesis,
Instituto de Matematica, DME-UFRJ, Rio de Janeiro

Damian D, Sampson PD, Guttorp P (2001) Bayesian estimation of semi-parametric non-stationary spatial
covariance structures. Environmetrics 12:161-178

Gamerman D, Lopes HF (2006) Markov Chain Monte Carlo—stochastic simulation for Bayesian inference,
2nd edn. Chapman & Hall/CRC, London

Gamerman D, Migon HS (1999) Statistical inference: an integrated approach. Arnold, London

Gamerman D, Salazar E, Reis EA (2007) Dynamic Gaussian process priors, with applications to the analysis
of space-time data (with discussion). In: Bernardo JM, Bayarri MJ, Berger JO, Dawid AP, Hecker-
man D, Smith AFM, West M (eds) (Org) Bayesian statistics, vol 8. Oxford Univeristy Press, Oxford,
pp 149-174

Gelman A (2006) Prior distributions for variance parameters in hierarchical models. Bayesian Anal 1:
515-533

Harvey AC (1989) Forecasting, structural time series models and the Kalman filter. Cambridge University
Press, Cambridge

Hastings W (1970) Monte Carlo sampling methods using Markov Chains and their applications. Biometrika
57:97-109

Kendall DG (1984) Shape manifolds, Procrustean metrics and complex projective spaces. Bull Lond Math
Soc 16:81-121

Mardia KV, Kent JT, Walder AN (1991) Statistical shape models in image analysis. In: Proceedings of
the 12th symposium on the interface between computing science and statistics. Interface Foundation,
Fairfax Station, pp 449-446

Metropolis N, Rosenbluth A, Rosenbluth M, Teller A, Teller E (1953) Equation of state calculations by fast
computing machine. J] Chem Phys 21:1087-1091

Robert CR, Casella G (2004) Monte Carlo statistical methods. Springer, New York

Sampson PD, Guttorp P (1992) Nonparametric estimation of nonstationary spatial covariance structure.
J Am Stat Assoc 87:108-119

Sampson PD, Damian D, Guttorp P (2001) Advances in modeling and inference for environmental pro-
cesses with nonstationary spatial covariance. In: Monestiez P, Allard D, Froidevaux R (eds) GeoENV
2000: geostatistics for environmental applications. Kluwer, Dordrecht pp 17-32

Schmidt AM, Gelfand A (2003) A Bayesian coregionalization model for multivariate pollutant data.
J Geophys Res 108(D24). http://www.agu.org/pubs/crossref/2003/2002JD002905.shtml

Schmidt AM, O’Hagan A (2003) Bayesian inference for nonstationary spatial covariance structure via
spatial deformations. J R Stat Soc Ser B 65:743-758

Spiegelhalter D, Best N, Carlin B, Linde A (2002) Bayesian measures of model complexity and fit.
J R Stat Soc Ser B 64:583-639

West M, Harrison J (1997) Bayesian forecasting and dynamic models. 2. Springer, New York

@ Springer


http://www.agu.org/pubs/crossref/2003/2002JD002905.shtml

214 Environ Ecol Stat (2013) 20:191-214

Author Biographies

Fidel Ernesto Castro Morales First degree in Industrial Engineering from Universidad Nacional de Colom-
bia-Sede Medellin (UNAL) in 2003, M.Sc. in Statistics from UNAL in 2004 and Ph.D. in Statistics from
UFRJ in 2010. Associate Professor of Statistics at UFRN since 2010. Current research interests include
space-time models, spatial statistics, dynamic models and Bayesian inference.

Dani Gamerman First degree in Mechanical Engineering from the Military Engineering Institute in 1980.
M.Sc. in Statistics from IMPA in 1983. Ph.D. in Statistics from University of Warwick in 1987. Professor
of Statistics at UFRJ since 1996. Supervises M. Sc. and Ph.D. students. Invited lecturer at various scientific
meetings in Brazil and abroad. Visiting lecturer of a few Universities in Brazil and abroad and colaborador
honorifico of Universidade Rey Juan Carlos in Madrid. Author of the books Monte Carlo Markov Chain:
Stochastic Simulation for Bayesian Inference, published by Chapman and Hall in 1997 (1st edition) and
2006 (2nd edition, with Hedibert F. Lopes) and Statistical Inference: an Integrated Approach (with Helio
S. Migon), published by Arnold in 1999. Papers published in many statistical journals, including Journal of
the Royal Statistical Society, Series B and Biometrika. Current research interests include dynamic models,
item response theory, spatial statistics, survival analysis, stochastic simulation, econometrics and Bayesian
inference.

Marina Silva Paez First degree in Statistics from Universidade Federal do Rio de Janeiro (UFRJ) in 1998,
M.Sc. in Statistics from UFRJ in 2000 and Ph.D. in Statistics from UFRJ in 2004. Was a research student
at Lancaster University from September 2003 to August 2004. Associate Professor of Statistics at UFRJ
since 2005. Supervises M.Sc. and Ph.D. students. Have published papers in statistical journals, including
Environmetrics and Environmental and Ecological Statistics, mainly on the subject of space-time Bayesian
models. Invited speaker at many scientific meeting in Brazil. Current research interests include space-time
models, spatial statistics, dynamic models, item response theory, and Bayesian inference.

@ Springer



	State space models with spatial deformation
	Abstract
	1 Introduction
	2 Model definition
	3 Inference
	3.1 Prior distributions
	3.2 Posterior distribution
	3.3 Interpolation

	4 Simulation studies
	4.1 Sensitivity study for prior specifications
	4.2 Study of the uncertainty of the spatial deformation
	4.3 Comparison against existing models

	5 Applications
	5.1 Concentrations of sulfur dioxide in the eastern United States
	5.2 Minimum temperature in the State of Rio de Janeiro

	6 Final remarks
	Acknowledgments
	References


