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Abstract

Prediction of out-of-sample values is a problem of interest in any regression model. In the
context of penalized smooth mixed model regression Carballo et al. (2017) have proposed
a general framework for prediction in additive models without interaction terms. The aim
of this paper is to extend this work, based on the methodology proposed in Currie et al.
(2004), to models that include interaction terms, i.e. prediction is needed in multidimen-
sional setting.

Our approach fits the data and predicts the new observations simultaneously and uses con-
straints to ensure a coherent fit or to impose further restrictions on the predictions. We
also develop this methodology for the so called smooth-ANOVA models which allow us to
include interaction terms that can be decomposed as a sum of several smooth functions.
To illustrate the methodology two real data sets are used, one to predict log mortality
rates in the Spanish population and another to predict aboveground biomass in Populus
trees as a smooth function of height and diameter. We examine the performance of the
interaction models in comparison to the Smooth-ANOVA models (both models with and
without the restriction the fit has to be maintained) through a simulation study.

Keywords: Prediction, Penalized regression, P-splines, Mixed models

1 Introduction

P-splines with B-splines bases have become popular in applications and in theoretical
work. More than twenty years ago that Eilers & Marx (1996) proposed the P-splines
methodology and its use has become very popular. The methodology has not been used
only to fit data but also to obtain out-of-sample predicted values. Currie et al. (2004)
showed how the method of P-splines can be extended to the smoothing and forecasting of
two-dimensional mortality tables. Etxeberria et al. (2015) and Ugarte et al. (2012) have
also used the P-spline forecasting methodology, they use a three-dimensional space-time
P-spline model to forecast mortality cancer risks in future years.

However, prediction with P-splines is still an open area of research. One of the main
interests of this paper is to delve into the study of the method proposed in Currie et al.
(2004) to give relations between the coefficients that determine the fit and the coefficients
that determine the forecast, and to extend the methodology to the mixed models frame-
work. For the one dimensional case, this study has been done in Carballo et al. (2017).

Studying the properties of the method proposed by Currie et al. (2004) we will see that
the fit changes when the fit obtained when using the “in sample data” is different from
when fitting and predicting simultaneously. The differences between the fits can sometimes



be small but as we also see in the examples, the effect on the prediction can be relevant.
We will show that for the particular case in which just one of the two covariates is extended
the fit can be maintained by modifying the extended penalty matrix. However, when the
two covariates are extended the penalty matrix cannot be modified, since the matrices
involved in obtaining the estimated parameters are singular. As a general solution to keep
the fit we propose to impose restrictions on the coefficients. We achieve this by using
the standard Lagrangian formulation of the least squares minimization problem following
Greene & Seaks (1991). In this paper, we mostly use restrictions to impose that the fit has
to be maintained, but our proposal could be useful for other purposes. For instance, to
incorporate known information about the value of the shape of prediction out-of-sample
values.

In context such as spatial or spatio-temporal modelling we can be interested in pre-
diction at new locations, this would involve out-of-sample prediction for two covariates
(latitude and longitude), and so we extend the proposal of Currie et al. (2004) to pre-
dict when the two covariates are extended and to predict with Smooth-ANOVA models.
These models have been formulated as mixed models by Lee (2010) and Lee & Durban
(2011) and allow us to decompose multidimensional smooth functions as additive terms
and interactions.

We organize the remaining of the paper as follows. In Section 2 we give a general ap-
proach to out-of-sample prediction in penalized splines additive models with interactions.
First we extend Currie et al. (2004) to the case in which prediction out-of-sample is needed
in both covariates of the interaction. Then, we show the properties satisfied, under certain
conditions, by the coefficients that determine the prediction. Furthermore, we propose an
easy method, based on Lagrange multipliers, to obtain constrained predictions. Section 3
shows how out-of-sample predictions can be carried out in the context of multidimensional
smooth mixed models, we propose different reparametrizations to predict new values and
also show how to impose constraints in this context. Our proposal to predict new values
in a more flexible context is shown in Section 4, where we give results on out-of-sample
prediction for the Smooth-ANOVA model of Lee & Durban (2011). In Section 5 we carried
out an extensive simulation study to compare interaction and S-ANOVA models as well
as their restricted versions. Finally we give some conclusions in Section 6.

2 Prediction in additive models based on multidimensional penalized
splines

Additive models are a class of non-parametric regression methods which have been
found widespread applications in practice. One of the main assumptions of additive models
is that the effect of covariates on the dependent variable follows and additive form,

y = fi(x1) + fo(x2) + fa3(x3) +... +€, e~N(0O,R),

with R = 021, i.e., € are independent and identically distributed errors with variance o2,

and f; smooth functions. If there is no interaction between the terms, everything related to
prediction under the Gaussian framework has been done in Carballo et al. (2017). There-
fore, here we focus on the case of interactions, i.e., in additive models that include terms
of the form f(x1,x2).

In order to study the prediction approach given in Currie et al. (2004), we briefly
review the P-splines methodology in the two-dimensional case. We consider a general



non-parametric two-dimensional regression model:
y:f(Z,CL')—I-E, GMN(O,R), (1)

where z,  are the regressors, R = ¢2I, and f(-) is a 2—multidimensional smooth function
that depends on the 2 explanatory variables z = (z1,...,2,,)" and @ = (21, ...,2,,)’, and
each of them have lengths n, and ng, respectively. Although we are assuming i.i.d. errors
for simplicity the results can be easily extended to the case of a general variance-covariance
matrix R. Suppose now that we are interested in fitting model (1), and assume that the
function f(z,x) can be represented in terms of basis functions:

f(z,xz) = B0, (2)

with B a B-spline regression basis, and 6 the vector of coefficients. If we consider array
data, the smooth multidimensional surface is constructed from the Kronecker product of
the marginal B-spline basis for each covariate, the basis for the model (2) is

B:B$®Bz7 (3)

where ® is the Kronecker product of two matrices, and B, = B(x) and B, = B(z), of
dimensions ng X ¢ and n, X ¢, are the marginal B-spline basis for « and z, respectively.
Then, the dimension of (3) is ngny X czcy. On the other hand, if we consider scattered
data, the basis is constructed from the Tensor product of marginal B-spline basis defined
in Currie et al. (2006) as the Box-Product, denoted by symbol O:

B =B;0B; = (B ® 1/cz) © (1/cz ® Bz),

where the operator ® is the element-wise matrix product and 1., and 1., are column
vectors of ones of lengths ¢, and c,.

In both cases, the vector of coefficients 8 can be arranged into a c, X ¢, matrix O,
that is

011 612 - Oy,
021 O - Oy,
aczl 06z2 e OCsz
then, the two-dimensional P-spline model can be written as
f(z,z) = (Bz ® B,) 0 = vec(B,OB,), (5)

where vec(-) denotes the vectorization operator.

In the two dimensional case, the penalty on the coefficients vector @ penalizes the
difference between adjacent coefficients of rows and columns of the matrix @ (4). The
penalty on rows of O is:

> 6,D.D.6; = 'L, ® D.D.)e, (6)
j=1
and, similarly, on the columns:

Y 6/D.,D.0; = 0'(D, D, ® I..)0, (7)

i=1



where D, and D, are the difference matrices acting on the rows and columns of O,
respectively. Therefore, the penalty matrix P in two dimensions is:

P=)\I.,®D.D,+)\D.D,®1I._, (8)
~—_——— —_—
Pz P*

where A, and Az are the smoothing parameters for each dimension of the model. Since
Az and )\ are not necessary equal, the penalty (8) allows for anisotropic smoothing. To
estimate the coefficients, Eilers & Marx (1996) minimize the penalized sum of squares:

S(0) = (y — BO)'(y — BO) + 6'P6. 9)

Therefore, for given values of A\, and A, the solution of the penalized sum of squares (9),
is:
6= (B'B+P)"'By. (10)

The smoothing parameter of each dimension can be estimated using a information criteria
(such as Akaike or Bayesian criteria) or a cross-validation criteria method.

Once we have presented a brief introduction of the multidimensional P-splines, in the
next section, we detail the prediction methodology. Although we will use B-spline basis
and penalties based on differences, the methodology proposed here can be extended to any
basis and quadratic penalty.

2.1 Out-of-sample prediction

In this section, we extend the approach given in Currie et al. (2004) to obtain the
forecast when not only one of the two independent variables but the two extend. In the
framework of model (1), given a vector of nyng observations y of the response variable,
suppose that we want to predict n, = nzng, + nz,Ne + nz,ng, new values at (z,xp),
(zp, ) and (zp, Tp), i.e., if we arrange the observations vector into a matrix Y of dimension
Ny X Mg, the observed and predicted values can be arranged into a matrix of dimension
Nz X Mgy Nz, =Nz + Ny, Np, = Ng + Na,), as:

Y Y
Y, = [Y Yzmp] . (11)
zZp ZpTp

Notice that the dimensions of Y .z, Y2,z and Y, g, are ny Xng,, nz, Xng and nz, X ng,,
respectively.

We propose to fit and forecast the model simultaneously considering the following
extended model:

Yy, =B.0.+e;, e ~N(O Ry (12)

where y, = vec(Y y), with Y as in (11), where Y are the observed values and Y .,
Y.,z and Y ., arearbitrary values, and Ry = Uz.~R+ with R+ = Rm N ®Rz +», Where Rw N
and Rz . are diagonal matrices of dimensions ng, X ng, (Ng, = ng+ nmp) and ny, Xng,
(nz, = nz+ny,), respectively, with infinity entries if the data is missing and 1 if the data
is observed. The quantity infinity expresses that we do not have any information about
the data y,. The extended basis is the Kronecker product of the two extended marginal



B-spline basis, By, = B(x4) and B, = B(z), of dimensions ng, x ¢z, and n,, Xc,_,
respectively:

(13)

B o B o
B+:Bm+®Bz+:|: r :|®[ B :|7

B B B B

(1) T(2) 21 Z(2)

where the extended bases B, and B, are built from a new set of knots that consists of
the original knots and extended to cover the full range of x and z,, respectively.

To estimate the extended coefficients, we minimize the following function of 6. :
= 1
S6+)=(yy —B10.)R, (y, — B.6,)+ 6, P,0,, (14)
with extended penalty matrix
P, =\P7 + 2P, (15)

where A, and A\, and P7" and P%' are the smoothing parameters and the extended
penalty matrices for each dimension of the model, respectively. For the particular case of
penalties based on differences, we consider:

I 0 I. @D, D (0
Z4 _ / _ Ce / — Cx Z4 Z+
P+ Icw+ ®DZ+DZ+ [O Iczp] ®D2+Dz+ [ (0] Icmp ®D/Z+DZ+:|
PO ]
— +11 (16)
z )
I: o P+;2
and
PP = DDy, o1, = | PePr tPaPa) @ Lo Doy Do) & L
Pt pUt ]
— +11 112 (17)
€T €T ]
I:P+;1 P+;2
where Dg, and D, are the difference matrices acting on the columns and rows of the

matrix formed by the extended vector of coefficients 6. Notice that D,  and D, are
direct extensions of D, and D, but Pi+ and Pi* are not direct extensions of P* and P”".
Moreover, if 6 is given in (25) and we are extending the two covariates, 8, = vec(®,),
with @ :

011 012 - 011 01, 01 cpt1 01 cpt2

021 O - 02,1 02, 02 c,t1 05 ¢p12

®+ == eczl 9022 e ch ce—1 aczcw ecz ce+1 ecz Cet+2
Oc,v11 Ocov12 - Ocaq1 o1 Ocit1 cp | Ocatt cot1 Ocot1 cot
Oc,i21 Ocq22 - O q2 1 Ocii2cy | Ocut2 cot1 Ocit2 cpt2

The solution of the extended penalized least squares problem (14) is:

~ 1 _ = —1
6,=(B,R, BL+P,) 'B R y..



As mentioned earlier, a information criteria or a cross-validation criteria method might
be suitable to choose the optimal values. In practice, following Camarda (2012), the
smoothing parameters in (20) are chosen to be the optimal smoothing parameters for the
fit.

Notice that as in the case of the fit, the extension to predict new values depends on
the structure of the data. If we consider scattered data, we set m, out-of-sample points
(24, x4,) at which we want to predict new y,,, values for i = 1,...,n, and R, is a diagonal
matrix with the first n values equal to 1 and the last n, values equal to infinity. Everything
else is independent of the data structure.

In the next section, we focus on predictions when just one covariate is extended since
in this particular case it is possible to obtain expressions that link the coefficients used in
the fit with the ones used in the prediction. This is not possible when we extend the two
covariates because of the structure introduced by the Kronecker products.

2.1.1 Prediction of a single covariate

As it is shown in Carballo et al. (2017), in one dimension the predicted values depend
critically on the order of the penalty, since it determines the shape of the prediction func-
tion. However, once the observed values were fitted, the number of knots, the degree of
the P-spline and the smoothing parameter don’t have a huge influence on the predicted
values. In this section, we see that this is not the case when we work in two dimensions.

In the framework of model (1), given a vector of n, X ng observations y of the response
variable, suppose that we want to predict n, = n, x Ng, NEW values Y, at z and x,, i.e. we
extend just one of the two covariables. Following Currie et al. (2004), we fit and predict
the model simultaneously, i.e., we consider the following extended model:

Yy, =B0;+e., e ~N(0O,Ry) (18)

where y, = (y',y,)’, with y the observed values and y,, arbitrary values, and R, = olR,

with R+ = Rm +® Rz, with Rw . and Rz diagonal matrices of dimensions ng, X ng, and
Ny X Ny, respectively, with infinity entries if the data is to be predicted and 1 if the data is
observed, notice that since we are not extending the variable z, R, is an identity matrix.
In this case, the extended basis is:

B+:B$+®Bz:[3w o} Bz:[B$®Bz 0]

B, B B, ®B. B, ®B.|’ (19)

T(1) Z(2) (1) T(2)

where B, = B(xy) and B, = B(z) are the regression bases with  and z the two
regressors. The new extended B-spline basis, By, is built from a new set of knots that
consists of the original knots covering x;, i = 1, ..., ng, and extended to the range of the
ng, values of zp., j =1,...,ng,. Le., By, is a direct extension of By.

Considering the previous extended model we minimize the function of 6 given in (14)
with B4 defined in (19) and extended penalty matrix:

P =)\,P% + )\, P, (20)



where, since only the covariate x is extended, P% and P"f are:

1., O I,®D,D 0
z / _ |tea / = | ¢ zTE
Py = I, ®D,D,= [O ICEJ ® D, D, = [ o) I, @ DD,
) o
— +11
o el) -

and P%" as in (17), where D, and D, are the difference matrices acting on the columns
and rows of the matrix formed by the extended vector of coefficients @ :

011 012 -+ O1c1 O, | 011 01t

01 O -+ 03,1 O, | O2cpr1 0242
O, = ; . . . : i

eczl 00z2 et acz cx—1 Oczcm Ocz co+1 Ocz Cax+2

As we have said in the previous section, the methodology depends on the structure
of the data. If we consider scattered data and extend just the covariate x, both bases
have to be extended since they have to have the same number of rows, B, is extended
by rows to construct B;r (built from the same knots that B,) and By . is extended by
columns and rows to cover the range of x. Therefore, B} and B, have size ny X ¢, and
n4 X ¢z, . The superscript (+) of BY indicates that the basis is extended but the predic-
tion is not outside the range of the observed values of the covariable z. In this case R, is
a diagonal matrix with the first n values equal to 1 and the last ng, values equal to infinity.

Since we extend just one of the two covariates and penalties are based on differences
between adjacent coefficients, the method satisfies certain important properties. These
properties are an immediate consequence of the following theorems.

Theorem 1. The coefficients obtained from minimization of (14) with extended basis
(19), extended error covariance matriz (18) and extended penalty matriz (20) where P%
and Pﬁ* are (21) and (17), respectively, satisfy the following properties:

1. The first ¢, ¢ = ¢y X cg, coefficients of é+, are:
_ ~1
(BB APTL PR, - P 0uPYL AP P B,
(22)
1(0he)7’e Pyt PY P and P defined in (17) and P3| and P%,, defined in
21).

II. The coefficients for the n, = ny X ng, predicted values are

A Az > e - T+ g
0p=— <)\$P+22 + P+;2> P+;19+1 ,,,,, e (23)

where PY! . PT defined in (17) and P%,, defined in (21).

Proof. Differenciating (14) with respect to 64 leads to
08

~ 1 . x
00, - _2B/+R+ (Y4 — B4+04) +2(A\:PL + A\ P7) =0



i.e., the penalized least squares solution is given by:

0. =(B,R.'By + \.P% + \,P"")'B R, y.. (24)
Cll Cl2
CQI 022
notation and since R;l = R;i ® R;l = blockdiag(I, O), with I an identity matrix of

dimension ngn, X ngn, and O a null matrix of dimension ng,n. X Ng,nz, equation (24)
can be rewritten as

Let us define C = (BQFR:BJr + A2 P% 4+ Ay PiT) and C71 = [ } , with this

B 1 , = 1 B CllBly
6, =C 'B.R, y+—[021B,y : (25)
B CH Clg . . . .
IfC = , by Theorem 8.5.11 given in Harville (2000) we have that:
Ca Ca
c-! = K! —K_ICHCE;
—C3 CnK™' C3 +C3CnK 'C12Cyy |’
with K = C1; — C12C5; Ca1. Therefore:
CH = K_l = (B,B + )‘wPfh + )‘zPin - )‘CQCP?CFJ{Q ()\mPi; + )‘ZP-zl—m)_lPﬁ;)_l

and

C*' = -Cy,CuK™'
= _()\ijcr; +)‘ZP-Z%22)_1)‘QP1;1011

and by equation (25) the coefficients for the fit and for the prediction are given by equations
(22) and (23), respectively, as we wanted to show.
O

Hence, by the previous theorem, when we predict in two dimensions extending one
covariate, the predicted values y,,, obtained by using the new coefficients, 6,; depend on
the ratio i‘—:, unless Ay = A, obviously. Therefore, while in one dimension we have that,
once the data are fitted, the smoothing parameter does not play any role in the prediction,
we have found that in two dimensions the smoothing parameters in both directions, Ay
and A, determine the prediction.

Notice that we have proved that the coefficients that give the fit when the fit and the
prediction are obtained simultaneously (22) are not the same as the solution we obtain
only fitting the data (10), property that is verified when we predict in one dimension
(Carballo et al. (2017)). Although, in the one dimensional case, the extended penalty
is not a direct extension of the penalty used to fit the data, the blocks of the extended
penalty are simplified and the fit is maintained. This does not occur in the case of two
dimensions, unless the block P%,, in (21) is equal to zero, as we will see in the following
corollary.

Corollary 2 (Theorem 1). If P35 = O in (21), the solution from the minimizing (14)
verifies:

1. The fit remains invariant when out-of-sample prediction is carried out.



2. Considering the matriz of coefficients that give the fit, ©, and the matriz of coeffi-
cients that give the prediction, (':)p, each row j = 1,..., ¢y, of the additional matriz of
coefficients is a linear combination of the last q, old coefficients of that row (qy is
the order of the penalty acting on rows and c, the number of rows of B).

In particular, P39, = O if I, = O.

For the particular case of penalty orders two and three, i.e. ¢, = ¢, = 2 and
Gz = Gz = 3, the proof is given in Appendix .1.

As we have proved in the previous corollary, setting I Cap equal to zero we preserve the
fit and everything is analogous to the one dimensional case. In the literature, there are
some works in which I, is considered equal to zero, e.g. Ugarte et al. (2012). However,
in practice, we do not set I cap 35 A null matrix since we are not imposing the penalty
correctly. Furthermore, we could not extend it to the case in which we want out-of-sample
prediction in both dimensions. We can not set I, and I, equal to zero in (16) and

(17), since the matrix B’JFRJ_FIBJr + P, would be singular.

In the next section, we propose the use of constraints to maintain the fit when the fit
and the prediction are obtained simultaneously, the restrictions can be used when out-of-
sample prediction is carried out only in one dimension or in more dimensions.

2.2 Constrained out-of-sample prediction

As we have shown in the previous section, natural extensions of penalty matrices
provides changes in the fit. To overcome this problem, and as a possible way to incor-
porate known information about the prediction we propose to use constrained P-splines.
In this section we introduce a methodology that allow us to impose constant and fixed
restrictions and to impose restrictions that depend on the observed data.

Our proposal to impose constraints in the prediction is to obtain the solution of the
extended models (18) and (12) subject to a set of [ linear constraints given by the equation

CO+ =T,

where C' is a constraint matrix of dimension [ X ¢4 acting on all coefficients, and r is
the restrictions vector of dimension [ x 1. IL.e., we have the following restricted extended
regression model:

y, =B.0" +e,, er ~N(O,Ry)

subject to C@%. = r. Depending on whether we are predicting out-of-sample in one or two
dimensions we extend y,, B, and R, defined as in model (18) or as in model (12). As
a clarification on the notation used throughout this document, notice that the superscript
(*) refers to the use of constraints.

Following Greene & Seaks (1991), the Lagrangian formulation of the penalized least
squares minimization problem is:

* N * * * *
L0, w)=(yy —B+0)R, (y, — B.0})+ 0. P.0, +2u(CO, — 1), (26)

where R;l is defined as in model (18) or as in model (12) depending on if we extend one
or two covariates, and P is the extended penalty matrix ((20) or (15)), 87 denotes the



restricted least squares (RLS) estimator and w is a [ x 1 vector of Lagrange multipliers.
Differentiating (26) we find

oL _
e = —2B' R, (y, — B,/6")+ 2P 6" +2Cw, (27)
+
gﬁ = CO" —r. (28)

Writing the system as a partitioned matrix the equation yields

- - -~
B\R, B+ Py Cl] [9+] — [B;RJF y+] .

C (0] w r

Ak

0, and w can be obtained by solving the previous system or, alternative, by following
the steps below.

Setting (27) to 0, —B;R;ler + BZFRJ_FlBJFBi + P,0% + C'w = 0, therefore:
9. = (B\R,'B.+P.) '(B\R,y, —Cuw)
= 6, - (B/JFRJ_FIBJr +Py)Ce, (29)

P ~ 1 =1 . .
where 0, = (B’+R . By + P+)_1B'+R . Y, is the unrestricted penalized least squares
estimator.

Since C@? = r, multiplying equation (29) by C', we have that C8, — C(B’+I:L_F1BJr +
P lCw=r,ie.

&=[C(B,R,'B, +P.)"'C'|"}(CO, — ). (30)

Therefore, the coefficients subject to the restriction, éi, are obtained by computing the
vector of Lagrange multipliers (30) and substituting in (29), i.e. éi is the unconstrained
solution, @, plus a multiple of the discrepancy vector.

The constrained fitted and predicted values are

defining the matrices A = (B/_irRI_lBJr + P+)_1C/[C(B/+R_T_IB+ + P )~'C’7! and
A = (B’_FRJ_FIBJr + P,)"'B’, §% can be written as:

ok -1 -1
Yy = B+(A1R+ Y, — A20A1R+ Yy, + Az’r).
The variance of y* depends on the following set of restrictions:

a) If the restrictions are constant and fixed, i.e. r is constant and does not depend on
the data, the variance is:

Varly’] = 02B, AsR, As'B/,,

with A3 == A1 - A2CA]_.

10



b) If the restrictions depend on the data, we have to take into account the variability
of r. For instance, if the restriction is the fit has to be maintained, r = 8 =
(B'B + P)~!'B'y, therefore the variance is:

Varli}] = 02B, A4R, A4 B/,

(BBB+ P)~!

with A4 = A1 — AxC A1+ Ao , with O a null matrix of dimen-

(0
sion ¢ X Ny, €p = C2Cq,, + Cz,Ca + Cz,Cq, the number of new coefficients, and n,;, the
number of new observations.

Let us explain how the restriction on the fit can be imposed in practice. Suppose
that we just carry out out-of-sample prediction in one of the two covariates, that the
coefficients matrix from the fit has dimension 4 x 3, and that the coefficients matrix
that gives the fit and the forecast has dimension 4 x 5 i.e.,

01 05 b9 th 05 0Oy 613 017
O - 0y Os 1o o — bo O 0o 61a 013

05 O0; 61|’ + 03 07 011 015 O19|’

0, 0Os 019 0y O 012 b1 B2

where in @ the coefficients that determine the fit are in red and the coefficients
that determine the forecast in blue. If we impose the restriction the fit has to be
maintained, we define the restriction equation

co =r,

where 8% = Vec(®% ), C = [I12x12 | O12x8] (I12x12 an identity matrix of dimension

12 and O1axs a zero matrix of dimension 12 x 8) and r = 6 = vec(©).

On the other hand, if we extend the two covariates and the coefficients matrices for
the fit and for the fit and the prediction are, respectively:

th 07 013 b9 05
01 05 0o o Og 014 0O Oog
6 O b 010 o — O3 09 015 021 0Oor
03 07 01|’ + 0y O O 0O 02|’
0y O 019 05 011 017 0Oa3 o
[0 012 O1g 04 O30

i.e., c; =4, c;, =2, cg = 3 and ¢z, = 2. To impose the restriction the fit has to be
maintained, we define the restriction equation

co =r,

where 6% = Vec(®7), C = blockdiag(I4x4, [O2x2 | Taxal,[O2x2 | Taxa]) (I4x4 is
an icientity matrix of dimension 4 and Oazx9 is a zero matrix of dimension 2) and

~

r =0 =vec(0).

In general, regardless of the number of variables that we extend whenever cg, > c»,,
if the restriction is the fit has to be maintained, C is a block diagonal matrix with

11



the first block an identity matrix of dimension c, X c; and cg, blocks equal to
[Ocszczp | Teoxe.]s ie.

_Icz XCz
[Oczp XCzp ’ ICzXCz]
C = [OCZP XCzP | ICz Xcz]

[Oczp XCzp ’ ICzXCz]

and 7 = vec(©).

2.3 Example 1: Prediction of mortality data

Although mortality data are often analyzed through a Poisson distribution, for the
simple purpose of illustrating the proposed methodology we use a data set on the log
mortality rates of US male population considering the log mortality rates as normal data.
We use data from the Human Mortality Database (2018), from ages 0 to 1104 over the
period 1960-2014, forecasting up to 2050, i.e., we carry out out-of-sample prediction in one
of the two covariates, the years.

The Lee Carter method (Lee & Carter (1992)) is one of the most common methods
used for estimating and forecasting mortality data, however it has been observed crossover
(higher mortality rates for younger ages than for older ages), to avoid this problem Del-
warde et al. (2007) made a major improvement. In order to compare our method with the
solution given by Delwarde et al. (2007) we have obtained the fit and the forecast through
four different models:

a) Model 1, unrestricted model:
Yy, = f(age,year,) + e, € ~N(0O,R;)
where y, is the log mortality rate and R, is defined as in (18).
b) Model 2: The model defined in a) subject to the restriction the fit is maintained.
¢) Model 3: The model defined in a) subject to two restrictions:

— The fit is maintained.

— The structure across ages is preserved. We impose this restriction avoid cros-
sover for ages, i.e. to avoid higher mortality rates for younger ages than for
older ages. To do this, we take the coefficients pattern at the last years and
we project it. In order to do that we impose that the difference between the
coefficients of every two consecutive projections has to be constant and equal
to the difference between the corresponding last coefficients from the fit.

Let us explain with an example how this two restrictions can be imposed at
the same time, suppose that the coefficients matrix from the fit has dimension
4 x 3, and that the coefficients matrix that gives the fit and the forecast has
dimension 4 x 5 i.e.,

01 05 b9 th 05 0Oy 0613 017
O — 02 06 010 o — Oy O tho 014 O1g

03 07 011’ t |03 07 01 015 Oigl’

é4 ég é12 64 08 012 016 920

12



in @i the coefficients that determine the fit are in red and the coeflicients that
determine the forecast in blue. The restriction equation is

coy =,

1 -1 0 0
where 8% = Vec(©?), C = blockdiag(I12x12,U,U) withU = [0 1 -1 0
0 O 1 -1

~

0
0y = 1o
010 — 011 ) R
and 7 = |01; — 015 | with 8 = Vec(©),
-
010 — 011
(011 — 012

i.e., we are imposing that the coefficients that determine the fit have to be the
ones we obtain when only fitting the data, and that the difference between the
coefficients that determine the forecast of two consecutive rows has to be equal
to the difference between the last coefficients from the fit of those rows.

d) Model 4, is the one given in Delwarde et al. (2007), where the model proposed in
Lee & Carter (1992) is modified to get regular projected life tables.
The original Lee & Carter (1992) model is:

log(mx,y) =o0g + Bxky + €y

where my , is the central rate of morality at age x in year y and «,, 3, and k, are
parameters to be estimated, and ¢, is the error term with mean zero and variance
o2. This model is fitted to historical data and the resulting estimated k;’s are
then modeled and projected as a stochastic time series using standard Box-Jenkins
methods. Delwarde et al. (2007) have improved the Lee-Carter model smoothing

through penalized splines the estimated [, ’s.

Figure 1 shows the fit and the forecast obtained with model 1 (left panel above), model
2 (right panel above), model 3 (left panel below) and model 4 (right panel below).
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Figure 1: Fit and forecast of a data set on the log mortality rates of US males aged 0-110+ over the period
1960-2014, through model 1 (red line), model 2 (green line), model 3 (blue line) and model 4 (orange line).
The vertical line indicates the year from which we predict.

In order to illustrate the differences between the fits, we have selected five ages: 20,

40, 60, 80 and 100, in Figure 2 we show the fit and the forecast for those ages obtained
through model 1 (red line), model 2 (green line), model 3 (blue line) and model 4 (orange
line). The fit provided by the first three models (models 1, 2 and 3) is almost the same
and better than the fit provided by model 4. However, the fit given by model 4 is quite
different and worse than the others for ages 40 and 100.
The predictions with model 1 and 2 are almost identical (in Figure 2 we can hardly
appreciate the green line because it is below the green line). Despite giving very similar
results in the fit, model 3 provides quite different results in the forecast, for age 60 model
1 and model 2 provide an increase in the log mortality rate for the period 2020 — 2050
since they are forecasting the incrementing trend in mortality between 2010 — 2016, while
the most realistic results are given by models 3 and 4, in which the mortality decreases.
The predictions given by model 4 are coherent and similar to those of model 3 for ages 20,
40 and 80. However, model 4 provides an increase in the log mortality rate for age 100,
what seems to be inconsistent with the observed log mortality ratio.
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Figure 2: Fit and forecast of selected ages: 20, 40, 60, 80 and 100 obtained through model 1 (red line),
model 2 (green line), model 3 (blue line) and model 4 (orange line). The vertical line indicates the year
from which we predict (2014).

As we have seen, the most realistic results are provided when we impose two restric-
tions: the fit is maintained and the structure across ages is preserved, i.e. for model 3. If
we do not maintain the coefficients pattern, crossover for ages can happen. We illustrate
this fact in Figure 3, where we plot the obtained projections with model 2 (green line)
and model 3 (blue line) for ages 46 and 47. We can see that the fit is quite similar for the
three models, the log mortality rates for age 46 are lower than for age 47 in the range of
known data. However, in the forecast, for model 2 crossover for ages 46 and 47 occurs and
in 2050 the log mortality rate is larger for age 46 than for age 47. This does not occur for
model 3, in which case the imposed restriction preserves the structure across ages. The
crossover problem has been also solved in Delwarde et al. (2007) and in Currie (2013),
they do not impose restrictions to prevent the crossover but smoothing the 3,’s and the
Bz’s and ay’s of the Lee-Carter model, respectively, they avoid the problem.
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Figure 3: Fit and forecast for ages 66 and 67 obtained through model 2 (green line) and model 3 (blue
line). Model 3 prevent crossover for ages. The vertical line indicates the year from which we predict (2014).

3 Out-of-sample prediction in multidimensional smooth mixed models

The connection between penalized smoothing and mixed models was established thirty
years ago in Green (1987) (see also Currie & Durbéan (2002) and Wand (2003)). The key
point of this equivalence is the fact that the smoothing parameter becomes a ratio of vari-
ances and variance components can be estimated through restricted maximum likelihood
procedure (REML) (see Patterson & Thompson (1971)). The interest on this representa-
tion is due to the possibility of including smoothing in a large class of models and the use
of the methodology and software already developed for mixed models for estimation and
inference. We here exploit the link to mixed models to extend the results of the previous
section.

In order to reparameterize a penalized smooth model as a mixed model it is necessary to
find a new basis that allows the representation of model (1) as a mixed model. We replace
the smooth function by a basis representation which is now written as y = X3+ Za + ¢
where coefficients « are penalized to achieve smoothness. This leads to a mixed model of
the form

y=XB+Za+e with a~N(0,G) and e~N(0,02R), (31)

where R = I, i.e. the errors are independent and identically distributed with variance
0%, and X and Z are the model matrices and 3 and « are the fixed and random effects
coefficients respectively. The random effects have the covariance matrix G, which depends
on the variances of the random effects.

There are different alternatives for the reparameterization of the original smooth model
as a mixed model in (31). The idea is to find a transformation €2 such that:

BQ=[X|Z] and Q0= [2] to have B8 = X3+ Za.
For that, we follow Lee (2010) and consider the SVD of the marginal difference matrices
D/.D, and D/, D,:
D/D; = U; XU,
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where ¥; is a diagonal matrix that contains the eigenvalues of the SVD of D;D; and U; is
the corresponding matrix of eigenvectors, for ¢ = z, 2. The matrix U; can be split to have
U, = [U; ¥ | Ujr|, where U; ¢ and Uj,. are matrices containing the eigenvectors associated
to the null and non-null parts, respectively, and 3; has (¢; — q;) positive eigenvalues, for
1 = z,x. We consider the transformation matrix €2 as:

Q= [Umf ®sz ’ U:I:T’ ®Uzr | Umf ®Uzr ’ Umr ®Uzr}7 (32)

Q; Q,

which is obtained by reordering the block matrices of the matrix [Ugs | Ugyr]®[U,y | Usyl.
Then, given the transformation matrix in (32), the mixed model matrices are:

X = Bﬂf = (Bw &® Bz)(Uwf (%9 sz) = BwUmf &® Bzsz,
and
Z = BQT = [BmUwr X Bzsz | BmUa:f X BzUzr ’ BmUmr ® BzUzr] .

Denoting the matrices X; = B;U;s and Z; = B; Uy, (i = z,x), the previous mixed model
matrices can be expressed as:

X =X;®X,,

(33)
Z=[Z7Z,2X,|Xe®Z, |Zp®ZS].

Moreover, given the transformation matrix €2 in (32) and the two-dimensional penalty
matrix defined in (8), the mixed model penalty matrix is:

Ay, @32, , (34)

o Aoa @ I,
Q’PQ:|: a F],withF:
ACEEZ ® Icz—qz + )‘chw—Qw ® EZ

where ¢ = q,q, and the matrices 3, (1 = z,x) diagonal matrices containing the positive
eigenvalues of D D;. Then, the covariance matrix G associated to the random effects can
be written as:

G =o’F . (35)

The estimation of model in (31) is done using the mixed model equations of Henderson
(1975), the solution is:

B = (X'V X)XV 'y,

& = GZ'V '(y-Xp),
where V' = ZGZ' + 621, the estimation of the covariance parameters can be carried
out by the Restricted Maximum Likelihood (REML) approach proposed by Patterson &
Thompson (1971).

Once we have set the general framework, we extend the results presented in Section
2.1 to the multidimensional mixed model framework. To reformulate the extended model
(12) as a mixed model we need to extend the mixed model components to consider the
following extended mixed model:

Yy, =XiBr+Ziar +er, e ~N(O,Ry), ap ~N(0,Gy), (36)
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The subscript of 37 is (+) and is not (+) to indicate that the fixed effects in the extended
model (36) are not the same as the fixed effects in the original model (31), however both

fixed effects have the same dimension. The variance matrix of the error, R, is defined as
in (12).

Once we have the extended model matrices, X and Z4 and the extended covari-
ance matrix G4, the fit and the forecast are obtained solving the extended mixed model
equations of Henderson (1975):

2

L [X\ R
| o ] v (37)
oy

-1
Z' R}
where y, = (y',y,)" is defined as in (18) and matrix L equals

—1 —1
I [X}R+1X+ ,X’j1R+ zZ, 1] |
Z'.R.'X, Z'R;'Z,+G;

Since ¢, = [ X4 | Z4] [Z;], its variance is:
+

. o [ X!
Varlg ] = (X | ZJ5 | . (39)
+
The variance components can be estimated by maximizing the extended residual max-
imum log-likelihood (REML):

1 1 _ 1 _
= SloglViy| = Jlog X, VEIX | = S(yy = X1 B81)'Vil(yr — X1B7),  (39)
Where V+ = R+ + Z+G+Z/+

To obtain the extended mixed model components we need to define an extended trans-
formation matrix. The natural extension of the transformation matrix (32) is to consider
the SVD decompositions of the extended difference matrices, i.e. of D’z+Dz . and of
D, D, , but we have to take into account that the extended transformation built from
these singular value decompositions does not provide direct extensions of the mixed model
matrices from the fit, X and Z. This is not a problem, unless we want to impose the
restriction that the fit has to be maintained. In this case the fixed effects estimated from
the extended model have to be the same as the fixed effects that determine the fit, i.e.
B = ,[:}, and the random effects estimated in the extended model have to be a direct
extension of the random effects that determine de fit, i.e. &y has to contain the values
of &, and besides that B 7 and a4 have to multiplied by model matrices that are direct
extensions of the model matrices that determine the fit, X and Z.

The natural extended transformation matrix, 2., will not yield the matrices mentioned
above, it will return the extended fixed and random effects matrices, X and Z,, that
are not a direct extension of the model matrices used to obtain the fit, X and Z. There
are two options that allow us to solve this problem:

e Define the constraint matrix C' in the P-spline model framework and reparameterize
it to obtain the restrictions matrix for the extended mixed model, C'y\. L.e., define
C and compute Cyy = CQ4.
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e Due to identifiability problems the previous proposal can not be used always, as we
will see in Section 4. Therefore, we define an extended transformation matrix €%
that allow us to obtain extended fixed and random effects matrices that are a direct
extension of the mixed model matrices used to obtain the fit.

The first option is straightforward and can be carried out by using any extended trans-
formation matrix €2;. However, to implement the second option we define an extended
transformation matrix €% that allow us to preserve the model matrices.

We now give the expressions of the extended mixed model components depending on
the extended transformation matrix that we use:

e The natural extended transformation €2 based on the SVD of the extended differ-
ence matrices.

e An extended transformation matrix Q% that preserves the model matrices.

3.0.1 Natural reparameterization of P-splines as mixed models for out-of-
sample prediction

The natural extension of the transformation matrix (32) is to consider the SVD de-
compositions of the extended difference matrices, i.e. D., +Dm y = Uz, 3 U i . and
D, D., =U. 3. U, , where the matrices U, for i = 2,2, can be splitted in two
parts, U; = [U;f | Uj;], where U,y contains the null part (of dimension ¢; x ¢;) and Uy,
contains the span or the non-null part of the decomposition (of dimension ¢; X (¢; — g;)),
then the extended transformation matrix is:

Q= [Uw+f ® sz | Um+r ® Uz+r | Ua:+f X Uz+r ‘ Um+r ® Uz+r]7 (40)
Qtf Qyr

Then, given the extended transformation matrix in (40), the mixed model matrices for the
two-dimensional case are obtained as:

Xy =B Q=B U, ;@B Uy, (41)
and

Z+ = BQ+T = [B£E+U$+T & Bz+Uz+f | Ba:+Um+f & BZ+UZ+7‘ ’ B:I:+U:1:+’r‘ & BZ+UZ+7"] .
(42)

Moreover, given the transformation matrix €4 in (40) and the two-dimensional penalty
matrix defined in (15), the mixed model penalty matrix is obtained as:

AeZa, ®1g,
O .
ﬂl_~_P+ﬂ+ = |: q F+:| , with F = )\qum ® Zz+ ~ ~ s
NeZay, @1y qr + Aaleq, gn @ s,
(43)
where ¢ = ¢»qr and the matrices ¥; contains the positive eigenvalues of the SVD of
D.D;, for i = z,,x . Then,
_ 21
G, =0 F . (44)

As a particular case, suppose that we extend just one independent covariable, in this
case the natural extension of the trasformation matrix (32) is

QJr = [Um+f b2 sz | U.’E+r ® sz ‘ Ua:+f b2y Uzr ’ U:c+r & Uzr]a (45)
Q,, Q.
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which is based on the SVD decompositions D/, Dz, = Uz, By LU . and D.D, =
U.X.U’,. Given the extended transformation matrix in (45), the mixed model matrices
are:

X =B Q =B, ®B;)(Ug, y®U;f) =Bz, U, @B, Uy, (46)

and
Z, =BQy, = By, Us,, ®B, U, | B, Uy, y ®B. U, | By, Usp,, @B, U, | . (47)

For the transformation matrix Q4 in (45) and the penalty matrix defined in (20), the
mixed model penalty matrix is:

AeZe, ®1g,
O ~
Q/_'_P+Q+ = [ 4 F+] 5 With F+ = )‘ZIQm ® Ez B B s
Am2z+ ® Icz—qz + )\mlcw+ —qx R,
(48)
where ¢ = ¢»q, and the matrices 3; (i = z,x,) were defined above. And,
Gy =0F". (49)

Ugarte et al. (2012) also carry out multidimensional out-of-sample prediction when
only one covariate is extended, in this work the authors set I., equal to zero in (20)
and propose to use an extended transformation matrix that preserves the transformation
used to obtain the fit. They consider the extended transformation matrix €4 defined

Q O

as 1 , the problem is that with the previous extended transformation
o Dm+ @) ® I,

matrix we would not differentiate between fixed and random effects, the fixed part would
also be penalized since the first ¢ (¢ = ¢z¢>) rows and columns of Q, P, are not zero.

3.0.2 Reparameterization of P-splines as mixed models for coherent predic-
tion
To preserve the model matrices used to obtain the fit, our proposal is to define the
following extended transformation matrix:

Qj’ = [U;)‘+f ® U:+f ’ U;_A,_T' ® Uz+_f ‘ U;+f ® U;_A,_T | U;_A,_T' ® Ui_;,_r]? (50)
Qif Qj—r

which is obtained by reordering the block matrices of the matrix [Uy,, [ U J®[U7, ;| UZ ],
where

v lul=| U 0"
. * = 1 —1 )
+f + _Dz(Q)Dz(l)sz 0 Dz(Q)
U:cf U:I:r O
Uiy 1 Usl=| “p oo |

where Uy, Uz, Ugy and Ug, are defined as in (32), D) D,y are blocks of the
extended difference matrix D, (see (21)) and Do) Dgy(1y are blocks of the extended
difference matrix Dy, (see (17)). Notice that this definition of U}y for i = x4, 2, verifies
D;Uj; = O, i.e., the fixed part is not penalized.

Then, given the transformation matrix in (50) and denoting the matrices X3 =
B., U , Zi, =B, Ui, X =B, U, ;and Z;, = By, U, the mixed model
matrices for the two dimensional case are obtained as:

* * *
Xt = X5, ©X5,, -
7 =2y, ©X;, | X,, ®Z;, |2, ®Z,].
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Notice that X;‘+ and Z;:, for ¢ = z, x, are direct extensions of X; and Z;, i.e., they have
the following form:

X; Z; o
X! = 1, ZI = ! ] . 52
“ [Xz‘p] ” [Zz‘(l) Zi2) 52
Therefore, X7, and Z”, are also direct extensions of X and Z, respectively, they are:
X X
X* — T ® z :| ,
* |:me:| |:sz
Z (0 Z o
zZ, = * ® [ o ] :
o [Zmu) Zm@J Z:) Z2)

The following theorem gives the covariance matrix of the random effects for the trans-
formation matrix given in (50) and the extended penalty matrix given in (15). aaa

Theorem 3. Given the extended transformation Q7 in two dimensions defined in (50)
and the extended penalty matriz in (15). The mized model block-diagonal precision matriz
F? is

. Fj—ll ? F-:Hs
F+ - ? F*-i-zz F;i-23 (53)
F+31 F+32 F+33

with

F*+11 - AwU;+7“D;+Dw+ U;+r ® U:-+fU:+ra

Fil3 - )\ZU;M"D;%— D, U?m—r ® U:+fUZ+rv

F*+22 = )\ZU;:+fU:*c+f ® U2+TD/z+DZ+U;+r7

F*+23 = )‘zU:u.fU::y‘ ® U2+7"D,z+Dz+ U;Hw

F*+31 = F*+137

Fi, = Fi,,

F133 — )\zU:II:+TUZ+T' ® U/z+rD;+DZ+ Uz+r + )\EU:B+TD£1:+D1E+ U:B+T‘ ® U,,Z+TUZ+7‘;

and the covariance matriz of the random effects is G*. = O‘EF*_I.
The proof of the previous Theorem is shown in Appendix .2.

If we extend just one of the two covariates, to preserve the model matrices we define
the following extended transformation matrix €27 :

QL =[U; ;90U | U,,0U,, |Us ;0U,, | UL, @ Uyl (54)

4T

Q% O

which is obtained by reordering the block matrices of the matrix Uy, [ Uz, |®[Uzf | Uz,

T
where [Uzy | Uz,] is defined as in (32) and [Ug, ;| Uz, ] defined as in (50).
In this case, the model components are:

e Extended mixed model matrices:
Xj— = Bm+U;+f @B Uy,
and

Z'. =B, = |B,,U,,, ®B.U,f | B,,Us ;©B,U,, | B, U

T4T

@B.U,| .

*
T
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e Extended random effects covariance matrix G = o2 F*~!, with

*/ *
AU Dy Do Ug  ®Ig,
* ’ ~ ’ ~

Fy = A2UL UL © s A2UL UL, © 3

AU U;+f ® =, )\zU'erT

s
@ T

by r Dl y
) (55)
where 3., of dimensions (¢; — qz) X (cz — qz) is the diagonal matrix of positive
eigenvalues of D, D,.

3.1 Constrained smooth mixed models for coherent out-of-sample pre-
diction
As in the case of 2D P-spline models, constraints need to be imposed in order to
ensure coherent fit and prediction. In this section we explain how predictions (subject to
the restriction that the fit is kept) are carried out in the context of mixed models. Suppose
that we consider the following restricted extended mixed model:

y+:X+,@’:~L+Z+ai+e+, €+NN(07R+)7 aiNN(OaGJr)v

*

subject to C'npum [ i’] = MM, where Cypy is a constraint matrix of dimension [ x ¢4 acting
o

+
on all coefficients and built analogously to how C' is built in Section 2.2, and rymv = [2 }
is the restrictions vector of dimension [ x 1. Notice that we use the superscript (%) to
indicate that we are imposing restrictions.

To estimate the restricted parameters we minimize the following constrained penalized
likelihood:

L(B%, o, w) = (y,—X4B; —Z+a})RI'(y, — X187 — Zial) +aiGilal

3 —1"MM> (56)

+2w’ (CM]\/[ {Bf
g

Since we have to take derivatives with respect to [33 and with respect to o , we divide
the matrix of constraints into two parts, one associated with the fixed effects and the
other one associated with the random effects, Carar = [Carng, | Casg, |- Formula (56) is
rewritten as:

LB, o, w) = (y,— X105 - Zio)R (yy — X185 — Z1a}) + a1 Gl
—i-QwI(C'J\JMfBiEF + Cyrv, @ — ).
The first order conditions yield
oL

+
8£ / —1 * * —1 /
S = 27 RNy, — X.B% — Z a) +2G oy +2C)w (58)
oc c e .
0 = CmmBr At Cumal — Ty (59)
Therefore, we have the system:
X' R'X X' R'Z, Chun,| [B% X’+Rjrlly N
Z\R{'X, Z'R['Z.+G}' Cjy,| |of|=|Z Ry,
Crm, Crm, O w MM
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We can also compute the fixed and random effects and the Lagrangean multipliers
following the next steps. By (57) and (58) we know that

[A:r] = [@*}—LJC’MMﬁ), (60)
o

/ —1 y* / -1 2.

where L = [§/+11§+1§+ 7z §f112+ f—bl] and [g ﬂ are the unrestricted penalized
+ A4ty A+ + ity L4 + +

least squares estimators, and

w= [CMML-T}C/MM]_l [CMM [gﬂ - TMM:| (61)

~ sk
Bz
Ak

Therefore, the coefficients subject to the restriction, [
+

] , are obtained by computing the

vector of Lagrange multipliers (61) and substituting in (60), i.e. [{3 ¥
oy
Bz

solution, [d ] , plus a multiple of the discrepancy vector.
+

] is the unconstrained

The restricted fitted and predicted values are

" b
v =124 |5,
X'\ R'X X'R'Z, 1
A =L
Z/+RJ_FIX+ ZQ_RJ_FIZ_F + GII ) 1MM + Z+
Az = L Oy [Crne LT Chyag) ™Y, 94 can be written as:

defining the matrices L4 = [

Uy = [X4 | Z (AR 'y, — Aoy Cum Ay Ry + Ay i)

, 8] _,[X'R? : _[X'R'X XR'Z
Since Ty = [d =1L 21| Y with L = ZR'X ZR'Z+G
into account the variability of r,ss the variance is:

] , taking

N _ X'
Vi) = X | 2l Aa R Ay | 3]
X/
with A4MM = AlMM_AZMMCMMAlMM+A2MM |:Z/:| 5 with O a null

o
matrix of dimension ¢, x n,, ¢, the number of new coefficients and n, the number of new
values we predict.

4 Component-wise prediction with P-spline Smooth-ANOVA models

Sometimes, model (1) will not be flexible enough and it might force unnecessary com-
plexity (i.e. use too many degrees of freedom to fit the data). In order to add more
flexibility and drop unnecessary terms if they are not relevant, Lee & Durban (2011) pro-
pose the use of P-spline smooth-ANOVA models. This approach decomposes the sum
of smooth functions similarly as on analysis of variance decomposition. In this section,
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we show how out-of-sample prediction can be carried out in this context. First of all we
briefly review how we can fit a smooth function as a decomposition of smooth functions
and bases which are identifiable. Suppose we have a data vector y of length n x 1, where
n = nyng, and the regressors z = (21, 22, ...25, ) and © = (x1, 22, ...Tn,)". Let us consider
the following Smooth-ANOVA model:

y=7+ fi(2) + fa(x) + fi2(z,z) + e =BO +¢€, €~N(0,R) (62)

where R = 021, i.e. the errors are independent and identically distributed and the B-spline
basis B is defined as:

B=[1,|1,, ®B; | By ®1,, | By ® B,], (63)

of dimension n x (1 + ¢z + ¢z + cz¢z), and where 1, and 1, are column vectors of
ones of length n, and ng respectively, and the vector of regression coefficients is 8 =
(7,0.,,0.,,0%), where 0, and 6, are the vectors of coefficients for the main effects, of
dimension ¢, x 1 and c, X 1, respectively, and 60, is the vector of coefficients for the
interaction, of dimension c¢,c, x 1. Therefore, model (62) is written as:

y=71,+(1,,®B,;)0,+ (Bz®1,,)0, + (Bz ® B)0, (64)
with penalty the following block-diagonal matrix:

0

\.D.D,

pP= (65)

AeD, Dy, ’
72.Ie, DD, + 7DDy ® I,

of dimension (1 4 ¢y + ¢z + czcz) X (1 4+ ¢z + ¢x + €z¢s), Where each block corresponds
to the penalty over each of the coefficients of the model. Lee (2010) pointed out that the
model (64) and the penalty (65) should be modified in order to preserve identifiability,
their proposal is to construct identifiability model bases and penalties reparameterizing the
model as a mixed model instead of imposing numerical constraints as other authors have
proposed (Wood (2006)). They define the following transformation matrix € = [Q2f | ©,]
with dimension (1 + ¢, + ¢ + cz¢z), Where:

Q =
! uf} ®1

2) g 0,
Uy @ Uy

QT’ - Ua:'r‘ ® 1 Y (67)
ug} @ U 2 ’ Umr®u22} | Ugr @U

and uff) and u:(f} are the second columns of U, and Uy,, respectively, and U,y and

U, are the eigenvectors corresponding to the positive values of the SVD of D, D, and
D!, D, respectively.
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Given the previous transformation matrix, Lee (2010) show that the fixed and random
effects matrices X and Z are:

Z = 1,1, 0Z, | Z®@1,, | TRZ, | Z2RZ | Zx R Z,] (69)
where z = Bzu(jjz, T = Bmuf;, Z, =B,U, and Z;, = B,U,,. Moreover, the mixed
model penalty is:

F = blockdiag(F(l), F(Q), F(LQ)), (70)
where for a second order penalty, it has size (czcp —4) X (czce — 4), and with:
Fy = A3,
Fio = Xo3a,
F9) = blockdiag(m.Xs, 7a3e, Tolcp—2 @ Xz + 7230 @ Ir, o)

where 3, and 3, are the nonzero eigenvalues of the SVD of D', D, and D', D, respect-
ively. With the previous representation of model (62), Lee (2010) avoid the identifiability
problem removing the column vector of 1’s in the random effects matrix (69). For more
details, see Lee (2010). Then we will detail our proposal to obtain predictions with S-
ANOVA models.

Although the out-of-sample prediction will be carried out in the context of mixed
models, we present the approach in the original P-splines formulation, since the repara-
meterization needed for the out-of-sample prediction will be based on this formulation. In
particular, we need to know what the extended penalty matrix is in order to calculate the
precision matrix of the random effects.

In the framework of model (62), given a vector of nyng observations y of the response
variable, suppose that we want to predict n, = nyng, + nz,ng + Nz, Ny, new values at
(z,2p), (2p,x) and (zp,xp). lLe., the matrix Y} of observed and predicted values can
be arrenged as in (11). For this case we consider the following extended Smooth-ANOVA
model:

Y. =7+ fi(z4) + foley) + fro(zy,21) + ey, € ~N(0,07Ry) (71)
where R, is defined as in (12) and we assume:
Yy, =Bi0, e ~N(OR,)
where the extended B-spline basis B is defined as:

B, = [1n+ | lnm+ ® BZ+ ‘ B$+ ®1 | Bw+ ®BZ+]7 (72)

nz+

of dimension n X (1 + ¢z, + ¢z, +cz Cz ), and where L., and 1,,, are column vectors
of ones of length n., and ng, respectively. Therefore, model (71) is written as:

Yy = 71”+ + (1”w+ ® Bz+)0z+ + (Ber ®1 )0m+ + (B$+ ® BZ+)93+7 (73)

nZJr
with extended penalty the following block-diagonal matrix:

0

\.D, D
P, = S e 74
+ )\wD/m+Da:+ a( )

I ®D;+DZ+ JFTC,JDQMD;L.+ QI

C;z;+ CZ+
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of dimension (1+c,, + ¢z, + 2 Cp,) X (1 + ¢z, + Cp, + 2. Cz, ), Where each block cor-
responds to the penalty over each of the coefficients of the model.

To reformulate the extended P-spline S-ANOVA model (71) as a mixed model we need
to define an extended transformation matrix. As in Section 77, we can use the natural
extended transformation matrix based on the SVD of the extended difference matrices,
Q, or an extended transformation matrix, 27, that allow us to obtain extended mixed
model matrices that are direct extensions of the model matrices that give the fit.

S-ANOVA model given in 62 is not identifiable but its mixed model representation
allow ut to impose easily the necessary constraints. To obtain predictions with S-SANOVA
models subject to the constraint that the fit is maintained we have to use the extended
transformation matrix €% . In the following two Sections we define the transformation
matrices 1 and €27, and the model components associated to each case.

4.1 Natural reparametization of the S-ANOVA model into a mixed model
for prediction

To reparameterize (71) as a mixed model the natural extended transformation matrix
is 2 = [Qf | Q4] with dimension (1 +c,, + ¢z, + ¢z gz, ), Where:

1
Q 1® ug ¥
+f = (2) )
AR
Uy, f ® Uars
1
1 ® UZ+7"
Q= Ug,r ®1 , (75)
u:(lizf ® UZ+T | U:I:+T ® ui?f | Ua;+7» ® UZ+T
where u(i) f and ug 5 are the second columns of U, y and Uy, ¢, respectively, and Uy

and U, are the eigenvectors corresponding to the zero values and positive values of the
SVD of D) D;, respectively, for i = z4,@.

We obtain the fixed effects matrix as:

X, =B Qp=[1n |1n, @24 [ 24 QL. |24 ®2Z4], (76)

nZ+

(2)

zyf

2)

where z and , are B, u wi f

is obtained is:

and By u respectively. The random effects matrix

Z: =By, =1, [ 1y, @22, [ Zo, @1y, | 24022, [ 20, @24 | Zu, @ Z2,],(77)

where Z,, and Z,, are B, U, , and By Uy, respectively.

Z4 T4

For the extended transformation matrix given in (75) and extended penalty given in
(74) the mixed model precision matrix of the random effects is given by the following
theorem.
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Theorem 4. The extended precision matrix of random effects for S-ANOVA model in
(71) with extended transformation matriz given in (75) and extended penalty given in (74)
1s the block-diagonal defined by:

F, = blockdiag(FSrl)7 Ff), FSFLQ)), (78)

where for a second order penalty, it has size (cz, co, —4) X (Cz, Cx, —4), and where:

FS}) - )\ziz.»,.?
FEE) == )\wngrv
F(+1,2) — blOdeiag(Tz22+aTm2m+7TZICz+_2 X 2z+ + TmSer & Icz+—2).

where E~1Z+ and 2m+ z, and D;+Dm+;

respectively. The random effects covariance matriz is therefore G4 = JEFII.

are the nonzero eigenvalues of the SVD of D;+D

The proof of the previous Theorem is given in Appendix .3.

Once the model components are defined, the fit and the prediction are obtained sim-
ultaneously, the estimation of the fixed and random effects and the variance components
would also be carried out by solving the extended Henderson system of equations (37) and
maximizing the extended REML (39).

In the case in which just one covariate is extended, the models components are:

e Extended mixed model matrices:

X,.=BiQ =y, |1n, @22, @1, |24 ® 3], (79)

where z and ., are B zu(jf) and By, ug £ respectively. And

Z+ - Z+ - B+Q+7« == [1n+ | 1nm+ ®ZZ | Zw+U:l:+T | Zw+ ®Zz], (80)

where Z, and Z,, are B,U., and B, Uy, respectively.

T4

e Extended random effects covariance matrix G4 = azFf, with:

F, = blockdiag(F(, FP, F(?), (81)
where for a second order penalty, ¢z = ¢. = 2, it has size (czcp, —4) X (czCp, —4),
and where:
F(l) - )\zim
FEE) = )\miera
FS»LZ) = blOdeiag(7-2227 Tw2$+ ; TZICz*fIz ® iz + 7'3;2:(;+ ® ICE-O- 7qm)’

with f]z and f]w+ the nonzero eigenvalues of the SVD of D’ZDZ and D;+Dm+,
respectively.

However, the method presented above does not ensure the invariance of the fit, i.e., if
out-of-sample prediction is performed.
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4.2 Coherent prediction with S-SANOVA model

To predict with S-FANOVA models subject to the constraint that the fit has to be
maintained an extended transformation matrix that preserves the model matrices has to
be used. For the case in which the two covariates are extended, we define the following
extended transformation matrix Q7 = [ ;| ©%,] with dimension (1+cz, +¢z, +cz, Ca),
and:

*(2)
_ 1® Uarf
+f u;(f} ®1 ’
*(2) *(2)

Ug O Uz

1eU?

_ Z4T

Qir - U:*m_r ®1 ) (82)

uauf z4f T z4r

where u:(f} and u;(f} are the second columns of U7, ; and U, ;, respectively, U7, ; =

-1
—D 0 P=)Uzy

SVD of D,D and D (z) and D ;) blocks of and (16) U7, ; are the eigenvectors corres-

U
ponding to the positive values of the SVD of D/z+DZ+ and U;+f = [—D‘l Dmiu)Ua:f] ,
X

, with U .y the eigenvectors corresponding to the positive values of the

2)
with Uy the eigenvectors corresponding to the positive values of the SVD of D}, D, and
Dw(2) and Dw(l) blocks of (17)

The fixed effects matrix is:
X1 =B ;=[1n, |1, @24 |24 @1, |24 ®Z4], (83)

where z and z are B, u:(fz) and By +u;(+2}, respectively, and the random effects matrix
is:

Zi :B+Q*+7‘ = [17’l+ ’ 1nzz:+ ®ZZ+ ’ Z.’.*B+ ®1nz+ ‘ CE+®ZZ+ ’ Z:;i+ ®2+ ’ Z;:+ ®Zz+]’(84>

where Z7and Z; are B, U’ , and By U, ., respectively. The covariance matrix of

random effects is G7, = U?Fi_l, with F7 given by the following Theorem.

Theorem 5. The extended precision matrix of random effects for S-ANOVA model in
(71) with extended transformation matriz given in (82) and extended penalty given in (7/)
1s the block-diagonal defined by:

F* = blockdiag(F, FP (), (85)
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where for a second order penalty, it has size (czcp, —4) X (czcx,. —4), and where:

rFY = )\UY D, D. U;

Z4T zZ4r)
F? = \UY D, D, U,
1,2 1,2
(1.2 F 2 F%llg’;
BT 0 T Tl
I’ / ’ / k)
F+13 F+23 F+33
with
1,2 *(2)7 2
Fgrll) = Tzum&}u;i} ® Uz/.;.rD/z.,_ Dz+Ui+r
1,2 *(2) g 7% * %
FSrlS) = Tzuw(Jr}Uerr®Uz/+rD/z+DZ+Uz+ra
FS}QQQ) = T"BU;},+’I’D2,1:+ Dil?+ U;:+T ® uz(fg'/uz(f’l)‘y
1,2 * *(2)/
FEi—Q?») = Twa/+rD/z+D$+U;+r ® uz(Jr} UZ-&-T'
2
F$é3) = TZU;’+TU;+T ® UZ/+TD;+DZ+UZ+T + T$U;/+TD;+D$+ U:*c-s-r ® UZ’+TU§+r'

The proof is given in Appendix .4.

If just one covariate is extended the extended mixed model components are:
e Extended mixed model matrices:
X7 =1, | 1nm+®2|53+®1nz | ¢4 ® z], (86)

(2) *(2)

where z and . are Bzuzf and B,V.Jruauf7

is 2, = B, ., ie.

respectively. The random effects matrix

Z:‘ = [1?’L+ ‘ 1nz+ ® Zz | Z;}+ ® 1nz | Z:;:+ ® Zz]7 (87)
where Z, and Z,, are B,U., and B, U;”, respectively.

e Extended random effects covariance matrix G*, = afF’fl with

F* = blockdiag(FM, F® | F(-?), (88)
where for a second order penalty, ¢z = g. = 2, it has size (czcp, —4) X (c2Cz, —4),
and where:
FU = A3,
FY = \UZ,D, D, U,
Fi) o Pl
F' = 1 o Fl2 o |.
FiY o Fl
with
FIY = nu Pl o3,
P2 - s o,
Fly) = Uy, D, D, U, , oI,
FU) = UL UL, 08 + 70Uy, Dl Do Uy, @ L. y..

where 3, is the nonzero eigenvalues of the SVD of D, D,.
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4.3 Example 2: Prediction of aboveground biomass

In this section, we apply the proposed 2D interaction P-spline and S-ANOVA models
to a real data set. The data came from three trials carried out in Spain (Rivas-Martinez
et al. (2002)), where nine clones belonging to the European Catalog of Basic Materials for
the Populus genes were included. The data set was also used in Sanchez-Gonzalez et al.
(2016). They point out that aboveground biomass estimation in short-rotation forestry
plantations is essential to determine the economic viability of the crop prior to harvesting.
Hence, it is important to obtain accurate predictions using only a minimum set of easily
obtainable information i.e., height and diameter (denoted by z and ). We propose to
predict out-of-sample aboveground biomass as a smooth function of height and diameter
using the following two models:

e 2D interaction P-spline model:
yp = f(z+,24) + €1, € ~N(O,Ry)
e Smooth-ANOVA model:
vy = flz4) + flz4) + f(z4,24) + €4, e ~N(O,Ry)
From the original data we have selected the clone verde and predicted the weight for
diameter and height out-of-sample values. The observed data consists of 315 observations,

for diameter values measured at 1.30 m breast height within the interval [0.2,7.3] and
height values measured within the interval [1.35,9.32].
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Figure 4: Plot of weight versus height (left panel) and plot of total weight versus diameter (right panel).

We have predicted weight for 10 new out-of-sample values for diameter and height.
In Figure 5 we plot the smooth trend for height (left panel) and for diameter (right
panel) obtained after fitting and predicting with the SSJANOVA model imposing that the
fit is maintained. As it shown, the effect of diameter is stronger than height, but both
smooth terms are significantly different from zero. Figure 6 shows the fitted and predicted
interaction function (f(z4,x4)) for the restricted SSANOVA model.
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Figure 5: Fitted and predicted smooth curves for height (left panel) and for diameter (right panel) using
the restricted S-ANOVA model. The vertical line indicates the height and diameter values from which we
predict (9.32 and 7.3).
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Figure 6: Fitted and predicted interaction funection for the the restricted S-ANOVA model. The vertical
line indicates the height value from which we predict (9.32) and the horizontal line indicates the diameter
value from which we predict (7.3).

Figure 7 illustrates the solution when the fit and the forecast are obtained with the
S-ANOVA model (top left panel), with the SSANOVA model imposing that the fit is
maintained (top right panel), with the 2D interaction P-spline model (bottom left panel)
and with the 2D interaction P-spline models imposing that the fit is maintained (bottom
right panel). As the figure shows, the results obtained from the SSANOVA model and from
the restricted S-ANOVA model are almost equal. However, the solutions obtained from
the 2D interaction P-spline models are different depending on if the restriction the fit is
maintained is imposed or not. As we can appreciate, the fit changes significantly if the
restriction is not imposed. In the prediction, the most significant difference is that the 2D
interaction P-spline model gives lower weight values for the largest diameter and height
values than the 2D interaction P-spline model.
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Figure 7: Fit and prediction with the S-FANOVA model (top left panel), with the S-ANOVA model imposing
that the fit is maintained (top right panel), with the 2D interaction P-spline model (bottom left panel)
and with the 2D interaction P-spline models imposing that the fit is maintained (bottom right panel) at
out-of-sample values of diameter ([7.3,10]) and height ([9.32, 15]).

Comparing the S-JANOVA models and the 2D interaction P-spline models, we conclude
that the most coherent solution is given by the SSANOVA models, since it gives the largest
weight values for the highest values of height and diameter.

5 Simulation study

In previous sections, we have shown how to predict with interaction models (from
P-spline and mixed models points of view) and with Smooth-ANOVA models, and how
to impose restrictions. In this Section, we examine the performance of the interaction
and Smooth-ANOVA models in comparison to interaction and Smooth-ANOVA models
in which we impose the constraint that the fit has to be the same as the fit we obtain
when only fitting the data. For this propose we have simulated the data in two different
scenarios:

a) Scenario 1. From an interaction model:
St = fi12(z,x).
b) Scenario 2. From a two main effects with interaction model:
8% = fi(z) + fo(2) + fr2(z, @).

In both cases fi(z) = sin(27z), fa(x) = cos(3rx) and f2(z,x) = 3 sin(27z)(2z — 1). To
simulate the data we have generated a grid of 4900 values. Both covariates, z and x, take
70 equidistant values in the interval [0, 1], and the errors are independent and identically
distributed, with mean 0 and variance o2 = 0.25. Figure 8 shows fi(z), fo(z) and the
surfaces proposed in scenarios 1 and 2.
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(¢) f1,2(z,x) (d) f1(2) + fa(x) + f1,2(2, %)

Figure 8: Functions (a) and (b) are the nonlinear main effects of z and @, (c) is the interaction surface
and (d) is the sum of the main effects and the interaction surfaces

For each scenario, we fit and predict with four models, the models and their components
are listed below:

e 2D interaction P-spline model, i.e.

Yy, = flzq o) ter
= X+ﬁ_;_—|—Z+a+—}-e+, €4 NN(O,R+), a+NN(0,G+),

where the model components depend on how many covariates are extended:

— Extending one covariate, the model components are X ; and Z defined in (46)
and (47), Ry defined in (18) and G4 defined in (49).

— Extending two covariates, the model components are X and Z, defined in
(41) and (42), R, defined in (12) and G4 defined in (44).

In both cases, after defining the model components, to estimate the model we maxim-
ize the extended REML (39) and solve the extended mixed model system of equations
of Henderson (37) to estimate the model parameters.

e 2D interaction P-spline model with restriction, i.e.

Yy = flzqoq) ter
= X4B7+Zia) +ey, € ~N(O,Ry), o ~N(0,Gy),

subject to the fit has to be maintained, restriction imposed through a equation
*

Cum [ai] = 7y, Where the model components depend on how many covariates
Jr
are extended:

33



— Extending one covariate, the model components are X ; and Z defined in (46)
and (47), Ry defined in (18) and G defined in (49).

— Extending two covariates, the model components are X and Z, defined in
(41) and (42), Ry defined in (12) and G4 defined in (44).

In both cases, we define the constraints matrix Cys5s and the constraints vector r ;s
in the P-splines context and use the extended transformations (4 given in (45) if we
extend one covariate and € given in (40) if we extend the two covariates). To obtain
the constraints matrix in the context of mixed models, Cyspy = CQ24. Since we are
imposing the restriction that the fit has to be maintained, the covariance parameters
used to obtain the fit and the forecast simultaneously are the ones estimated to
compute the fit. Once the model components are defined the fixed and random
effects are computed solving the system (60).

Smooth-ANOVA model, i.e.

Y. = filz4) + foleq) + fro(ze, @y) + €4
= X4Bi+tZioq +ey, € ~N(O,Ry), ap ~N(0,Gy),

where the model components are defined depending on how many covariates we
extend.

— Extending one covariate, the components are X and Z, defined in (79) and
(80), R4 defined in (18) and G4 defined through the equation of F'y in (81).

— Extending two covariates, the components are X and Z defined in (76) and
(77), R4 defined in (12) and G4 defined through the equation of F'y in (78).

In both cases, after defining the model components, to estimate the model we maxim-
ize the extended REML (39) and solve the extended mixed model system of equations
of Henderson (37).

Smooth-ANOVA model with restriction, i.e.

yy = filze) + folzy) + fielze, oy) +€p
= X+ﬁ3+z+ai+e+v 6+NN(O7R+)7 aj—NN(OvG-‘r)’

subject to the fit has to be maintained, restriction imposed through a equation
*

Cum [ai] = ry 0, Wwhere the model components depend on how many covariates

_l’_
are extended:

— Extending one covariate, the components are X ; and Z defined in (86) and
(87), R4 defined in (18) and G4 defined through F'y in (88).

— Extending two covariates, the components are X ; and Z defined in (83) and
(84), R, defined in (12) and G defined through F'y in (85).

Again the variance parameters are the ones estimated to compute the fit. Once the
model components are defined the fixed and random effects are computed solving
the system (60).

For each scenario and each model, we have repeated the following 100 times:
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e Start with a data set of observations arranged into a matrix Y of dimension n,, x
Ng.,
Y"r‘ = |: Y Yza:p:| ’
szw szwp

where Y, Y .o, Y. & and Y, o, have dimension n, X ng, ny X ng,, nz, X ng and
Nz, X Ng,, respectively.

e Split our data into two groups: the training data Y and the test data Y.z, Y o
and szmp.

e Use the training data to predict 4900 — n new observations (n = ny X ng).
e Check the accuracy of each model.

The marginal B-spline bases B, and B, are constructed with 15 knots and cubic
splines and then extended to cover the whole range of z, and x4, the penalty orders are
two.

As it is known, a model which fits the data well does not necessarily forecast well,
therefore we have compared the fit performance, the forecast performance and the overall
performance of the methods. To check the accuracy of the methods we follow Hyndman
(2006) and take the errors as the difference between the function values from which we
simulate the data and the fit and forecast produced using only the data in the training
set:

E,.=S"-Y_ k=12

E  E.,
Ezpw Ezpwp
the errors in the fit, in the forecast and in the overall performance:

i.e, we have the errors matrix £ = [ } , and therefore the vectors containing

e Vector with the fit errors: elf) = vec(E)
e Vector with the prediction errors: e?) = (vec(Ezg,), vec(Ez z), vec(Ez 2, ))
e Vector with the total errors: e®) = vec(E.)

The errors measure that we use is the mean absolute error because as it is said in
Hyndman (2006) it is less sensitive to outliers than the root mean square error:

N (0
Mean absolute error: MAE = %, N = length(e®)

for I = f,p,t, i.e. for the errors in the fit, in the forecast or in total.

We have divided the results of the simulation study in two Sections, one to show the
obtained results in Scenario 1 and other to show the obtained results in Scenario 2.

5.1 Simulations results for Scenario 1

Below we show the obtained results for Scenario 1. We have made boxplots for the
MAE values in the fit, in the forecast and in the overall performance. For different values
of ny, and ng,, we fit and predict with the four smooth mixed models: interaction, inter-
action with restriction, SFANOVA and S-ANOVA with restriction.
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The x-axis labels of the boxpots refer to the models: unrestricted (2D interaction
P-spline model), restricted (2D interaction P-spline model with restriction), ANOVA (S-
ANOVA model) and restricted ANOVA (S-ANOVA model with restriction).

Notice that for the different values of n,, and ng, we consider as the training data
an observations matrix of dimension (70 — n,) x (70 — ng,) and we predict (70 — nz,) x
Ng, + Nz, X (70 — nmp) + nz, X ng, new values. The results are listed in Appendix .5 for
the different values of n., and n,,, to illustrate them below we show the figure for the
particular case of n,, =0 and n;, = 5:
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Figure 9: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 1 and n., = 0 and ne, = 5.

The fit remains relatively invariant in the case of the 2D P-spline models, with and
without restriction, and in the restricted S-ANOVA model. While the unrestricted S-
ANOVA model is modified in most scenarios.

In the prediction, the best performance is also made by the 2D interaction models (re-
stricted and unrestricted) and by the restricted S-ANOVA model, except for the particular
case in which we predict in one of the two covariates. In Figures .12 and .13 we can see
that for the particular values of (n.,,n.,), (0,15) and (0,20), the most accurate model
(lower MAE values) in the prediction is the unrestricted interaction model followed by the
S-ANOVA model and by the restricted interaction model, respectively.

We conclude that simultaneous fit and prediction with S-ANOVA models produces
significant changes in the fit and that in the overall performance (including fit and predic-
tion), the 2D P-spline models (with and without restriction) and the restricted SSANOVA
models are the most accurate.

5.2 Simulations results for Scenario 2

In Appendix .5 we show the results obtained for Scenario 2, i.e., for the case in which
the true surface is constructed from a model with two main effects and with an interaction.
Below you can see the boxplot for the particular case of n,, = 0 and ng, = 5:
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Figure 10: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 0 and ne, = 5.

As a summary we can conclude that there is a significant difference between the res-
ults obtained with the interaction models and with the S-JANOVA models: 2D interaction
P-splines models (restricted and unrestricted) are always less accurate than S-ANOVA
models. This fact is due to interaction models are constraint to fit the true model without
taking into account the main effects.

In the fit, the performances of the 2D P-spline interaction models, with and without
restrictions, are quite similar. However in the prediction, the restricted interaction model
is better than the unrestricted interaction model, the major difference between the two
models can be seen for most scenarios.

In the case of the S-SANOVA models, the restricted model is always better than the
unrestricted one, in the fit, in the prediction and therefore in the overall performance.
Although, in the particular case in which we only predict in one dimension, the prediction
errors for both models are almost equal (see Figures .22, .23 and .24).

The conclusion for this scenario is that the restricted S-ANOVA model is clearly the
most accurate. Therefore, our suggestion in models with interaction is to use the restricted

S-ANOVA model always.

6 Conclusions

In this paper we have presented a general framework for out-of-sample prediction in
smooth additive models with interaction terms. We build our proposal from the method
proposed in Currie et al. (2004), we have extended their approach to the case in which
out-of-sample prediction is necessary in both directions of the interaction terms.

The method proposed in Currie et al. (2004) deal with out-of-sample predictions as
missing values with 0 weights and carry out fit and prediction simultaneously. We have
shown that this approach yields different fitted values depending on whether only fitting
or fitting and prediction is carried out.

To solve this incoherence we propose to maximize the penalized likelihood subject to linear
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constraints which ensure that the coefficients obtained in the fit of the data remain the
same when fit and out-of-sample prediction is carried out simultaneously. To do so we
use Lagrange multipliers. This general approach can be used to impose other relevant
constraints such as the case of mortality forecasting when structure across ages needs to
be preserved.

The methodology proposed is extended to the case of smooth mixed models since it
will allow us to predict out-of-sample in a wide class of models. We have shown that atten-
tion needs to be imposed since the matrices of fixed and random effects for out-of-sample
prediction need to be direct extensions of the matrices used in the fit.

We have developed a method for out-of-sample prediction for the Smooth ANOVA
model proposed in Lee & Durbdn (2011). A simulation study has been carried out to
compare constrained and unconstrained out-of-sample prediction when using 2D interac-
tion models and S-ANOVA models. From the results of the simulation study, we have
concluded that in most situations the constrained S-ANOVA model behaves better in the
fit and out-of-sample predictions when the prediction is carried out in both dimensions of
the interaction term, if prediction is needed in only one of the covariates results depend
on the simulated scenario, although in most cases the SSJANOVA model outperformed the
full interaction (restricted or not) model.

The constrained prediction method proposed has also been used in two real data ex-
amples, one in which mortality rates are forecasted over the years and the importance of
imposing constraints on the coefficients to ensure coherent forecast is shown. The other
example predicts tree biomass as a function of the tree height and diameter.

Currently we are working on out-of-sample prediction in the context of generalized
additive and mixed models.
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Appendix

Appendix .1 Proof of Corollary 2
Proof. Notice that if P%_ = O, by (22), the coefficients that give the fit are:

84....= (B'B+\(DpDy ® I.,) + \s(I, © D,D;)) "' By,
i.e., the same as the coefficients we obtain only fitting the data without a prediction, (10).

Let us see which are the coefficients that determine the forecast when the penalty orders
are two or three.
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e Differences of order 2.

Suppose a difference matrix with second order penalty D, of dimensions (cz, —
2) X Cg,:

o o
[
|
[N}
I
V)
= O
o O
[en N en)

D o ]

Dy, =
+ [Dmu) Dy (2)

where D o):

1 0 0 0 0 0
-2 1 0 0 0 0
1 2 1 0 0 0
0 1 -2 1 0 0

Day=1|g o 1 -2 1 ol’

0 0 0 0 1 2o
of dimension ¢z, X cg,, where cz, is the number of columns of B (2). Therefore,
(Dg2) @ I,)~" has the form

. -

1

2 1
2 1

3 2 1
3 2 1

4 3 2 1
4 3 2 1

of dimension (cg, - ¢z) X (¢, - ¢z), each block has dimension c, X c,. Moreover,

F 0 0 1 —2 .
0 0 1 —2
0 0 0 1
Do) @ e, = 0 0 0 1|
0 0 0 0
0 0 0 0

i.e., is a matrix of dimension (cg, - cz) X (cz - ¢z) With just three blocks of dimension

40



c, X ¢, that are not blocks of zeros. Therefore,

0 0 1 —2
0 0 1 —2
0 0 2 -3
0 0 2 -3
(Dy2y @ Ie,) H(Dgy ® Ie,) = 0 0 3 - ,
0 0 3 —4
0 0 4 -5
0 0 4 -5

with dimension (cgz, - cz) X (cg - cz). Hence, considering the matrix of coefficients
that give the fit, ©, and the matrix of coefficients that give the forecast, @p, each

row j = 1,..., ¢y, of the additional matrix of coefficients is a linear combination of
two old coefficients of that row:

1 1
R R 1 R . 2
@j .= ej ce |1 + (9] o — Qj cmfl) 3

e Differences of order 3.
Suppose a difference matrix with third order penalty, D of dimensions (cz, —3) %

1 3 -3 1 0 0 -~ 0 0 0 0
0 -1 3 =3 1 0 -- 0 0 0 0
D=0 0 -1 3 =31 -~ 00 0 0
(0 0 0 0 0 0 -1 3 -3 1

In this case, Dy (9) is:

10 00 0 0 0 0]

-3 1 00 -- 0 0 0 O
Do) = 3 =310 -~ 0 0 0 O

0 0 00 -1 3 -3 1

(Dw(Q) ® Icz)il and D:c(l) ® ICz are:
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M1
1
3 1
3 1
(Dppyy ®Ic,) ' = | © 3 !
6 3
10 6 3
10 6
ro -1
0 —1
0 0
Da:(l) ®Ic, = 0 0
0 0
0 0
Then,
[0 —1
0
0 -3
0
_ 0 —6
(Dg(2)®Ic,) ' (Dg1)®Ie,) =
0
0 —10
0

—10

-3 1
3 -3
3
-1 3
-1
0 -1
3 -3
3
8 —6
8
15 -10
15
24 —15
24

—10

—15

Therefore, each row, j = 1, ..., ¢, of the additional matrix of coefficients is a linear

combination of three old coefficients of that row:

A~

39] Cx 4é] Ce—1 + é] Caz—2

* 2

>

>
e e
S U W N~
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Appendix .2 Proof of Theorem 3

Proof. Given the extended transformation €7 in two dimensions defined in (50) and the
extended penalty matrix in (15) the extended mixed model penalty is:
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Therefore, ® = blockdiag(Ogy,q,,F7 ), with F? given in (53). Then, the extended
covariance matrix of the random effects is G, = azFi_l. O]

Appendix .3 Proof of Theorem 4

Proof. Given the extended transformation matrix for the random part €4, and the ex-
tended penalty matrix P, defined in (75) and (74), respectively, F'y is:
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zZ4, x4, we obtain the extended mixed model penalty F in (78). O

Appendix .4 Proof of Theorem 5

Proof. Given the extended transformation matrix for the random part €, and the ex-
tended penalty matrix P defined in (82) and (74), respectively, F7 is:
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Dj = O for i = z,x, we obtain the extended mixed model penalty F* in
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Appendix .5 Simulation study results

Simulations results for Scenario 1:
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Figure .11: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 1 and n., = 0 and n., = 10.
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Figure .12: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 1 and n., = 0 and n., = 15.

e ny, =0, ng, =20
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Figure .13: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 1 and n., = 0 and n., = 20.
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Figure .14: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and nz, = 10, ne, = 5.
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Figure .15: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10, ns, = 10.
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Figure .16: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10, ns, = 15.
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Figure .17: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10, ns, = 30.
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Figure .18: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and nz, = 20, ne, = 5.
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Figure .19: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20, ns, = 10.
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Figure .20: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20, ns, = 15.
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Figure .21: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20, n., = 20.

Simulations results for Scenario 2:

e ny, =0, ng, =10

. —_ b .
B =7 _
. - ;
. g
81 -
1 . _ |
J— = —
w | i H
o hd : '
g ! .
a ; T .
H H = | '
H : T a H i J—
H : - : H : 1
! ! 3 ! ! : :
z ] i —_ e 2 |
= H H o | = H
: H a H
o : EE
2 : s :
=] 1
: a1 : : i L :
T T T T T T T T T T T T
Urreatricisd. Feaced ANOVE Foteatr it ANCVE, U il chad. Fogetriched HNOVA Foeatrl chad ANCNVE, Urres il chad. Fostrictad HNONE Foms il chad ANCVA,

Figure .22: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 0 and n., = 10.
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Figure .23: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 0 and n., = 15.
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Figure .24: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 0 and n., = 20.

e ny, =10, ngy, =5
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Figure .25: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10 and ne, = 5.
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Figure .26: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth

models in scenario 2 and n., = n., = 10.
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Figure .27: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10 and ns, = 15.
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Figure .28: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 10 and n., = 20.
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Figure .29: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20 and ne, = 5.
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Figure .30: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20 and n., = 10.
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Figure .31: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = 20 and n., = 15.
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Figure .32: MAE in the fit (left panel), in the forecast (middle panel) and in total (right panel) of smooth
models in scenario 2 and n., = n., = 20.
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