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Abstract

Marginal maximum likelihood estimation is commonly used to estimate logistic-normal models. In this approach, the contribution
of random effects to the likelihood is represented as an intractable integral over their distribution. Thus, numerical methods such as
Gauss—Hermite quadrature (GH) are needed. However, as the dimensionality increases, the number of quadrature points becomes
rapidly too high. A possible solution can be found among the Quasi-Monte Carlo (QMC) methods, because these techniques yield
quite good approximations for high-dimensional integrals with a much lower number of points, chosen for their optimal location.
A comparison between three integration methods for logistic-normal models: GH, QMC, and full Monte Carlo integration (MC) is
presented. It turns out that, under certain conditions, the QMC and MC method perform better than the GH in terms of accuracy and
computing time.
© 2006 Elsevier B.V. All rights reserved.
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1. Introduction

In many different fields such as physics (e.g., Morokoff and Caflisch, 1995), geostatistics (e.g., Jank, 2005), psy-
chometrics (e.g., Fischer and Molenaar, 1995; De Boeck and Wilson, 2004), biostatistics (e.g., Lesaffre and Spiessens,
2001), and finance (e.g., Paskov, 1995) among others, the estimation process of the parameters of a model involves
the calculation of an integral. In general, random parameters are included in a model to account for heterogeneity and
related dependence between outcome variables. Although in principle these random parameters can follow any prob-
ability distribution, the normal and multivariate normal distribution are typically assumed depending of whether one
or more random effects are included in the model. Unfortunately, the contribution of random effects to the likelihood
is represented as an integral over their distribution, and therefore it is necessary to use numerical methods to approxi-
mate it. Well-known numerical methods are Gauss-Hermite quadrature (GH) and Monte Carlo (MC) integration. Both
methods utilize the same kind of cubature formula in which the integral is approximated by a weighted sum of the
integrand evaluated in a set of points. The GH method makes use of a set of fixed (known) points and weights (available
from standard tables; Abramowitz and Stegun, 1972, p. 924). On the contrary, MC is based on a uniformly random
distributed set of points (see e.g., Robert and Casella, 2004, p. 83).
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A major disadvantage of the GH method is that the number of quadrature points increases as an exponential function
of the number of dimensions, so that the method rapidly becomes unfeasible. As an alternative, the MC method may be
considered more suited for problems with high dimensionality. However, locating points at random does not guarantee
an optimal distribution of the points (i.e., because of the sampling error, the points may not be distributed exactly
uniformly).

An alternative to both the GH and MC methods is the so-called Quasi-Monte Carlo (QMC) method (e.g., Niederreiter,
1992; Judd, 1998; Caflisch, 1998). QMC works like the regular MC but instead of using an uniformly and randomly
distributed set of points, ‘uniformly distributed’ deterministic sequences, called low discrepancy sequences (LDS)
(Niederreiter, 1992), are utilized. The strength of the QMC method is that the distribution of points is optimal indeed,
following some criterion to be explained. For a recent survey of QMC aimed at a statistical readership, see Hickernell
et al. (2005).

Applications of QMC in finance (Lemieux and L’Ecuyer, 2001) have shown that the method works remarkably well
in problems with integrals of very high dimensionality (see e.g., Paskov, 1995 where a 360-dimensional integral is
evaluated). Jank (2005) implemented the MC EM algorithm based on QMC and applied it to a geostatistical problem
in which an integral of dimensionality 16 had to be solved because the outcome covaries with 16 distinct geographical
location variables.

The main aim of this paper is to compare the performance of three numerical integration methods: GH, MC and QMC,
for the integrals appearing in the estimation process of logistic-normal models. Because QMC has been successfully
used in other fields, mainly in finance, we investigate its use for mixed logistic regression models because of its
promising performance for high-dimensional integration.

In this text, we will neither explain GH and related cubature (i.e. multivariate quadrature) methods, nor MC methods
in detail, as there are many good references (e.g., Stroud, 1971; Davis and Rabinowitz, 1984; Cools, 1997, 2002; Robert
and Casella, 2004; Caflisch, 1998).

The paper is organized as follows. Section 2 explains how QMC methods work and briefly introduces two LDS,
the Halton and Sobol” sequences. Section 3 presents the logistic-normal model and motivates the problem of multi-
dimensional integrals. In Section 4 we compare the three methods of integration: GH, QMC and MC for the simple
case of one integral over a logistic function, and next we report on a small case study with an integral over a product
of logistic functions. Section 5 shows an application to a real data set about verbal aggression (De Boeck and Wilson,
2004), comparing the three methods of integration in the complete optimization of the likelihood function. Finally, we
discuss the results and we draw some conclusions.

2. Quasi-Monte Carlo integration

Both MC and QMC methods approximate the integral of interest by means of an average in the following way:

1Q) & . :
fgf(xl,...,xd) dxl,...,dxdmvol\(] )Zf(x’l,...,x;,). (1

i=1

In the regular MC method the vector x' = (xi sy xcll) follows a uniform distribution in €. Note that when the region
of integration is the unit hypercube, Q = (0, l)d, then vol(€2) = 1 in (1). If an integration region not contained in the
unit hypercube is considered, a suitable transformation of variables has to be applied. By the law of large numbers (see
e.g., Shao, 2003) the average (1/N )ZlN: Wf (xi) converges almost surely to the expected value E(f (x)), which is in
this case the integral we are interested in.

Instead of using randomly distributed points, QMC uses deterministic points. So, in (1) the vector x = (xi, R xé)
is not a random sample but a set of points deterministically chosen. These points are commonly known as LDS because
they are a better approximation of uniformity (discrepancy is a measure of deviation from uniformity, for details see
Niederreiter, 1992). LDS provide better coverage of the unit hypercube than random points, because each new point is
chosen in such a way that it is located in an area not covered by previous points.

Although other LDS exist, in this paper we will use the Halton and Sobol’ sequences (e.g., Kocis and Whiten, 1997),
because they are the most frequently used. Fig. 1 shows the improved uniformity, of Sobol’ and Halton points in
comparison with random points, for the case of two dimensions and 1000 points.
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Fig. 1. Two low discrepancy sequences and random points.

Table 1
First five Halton points using the primes p =2, 3

p:2 p:3

r Y oaip! r r Y oaip! Vr

1 1x294+0x2! 0.500 1 1 x3° 0.333
2 0x29+1x2! 0.250 2 2 x 30 0.667
3 1x2041x2! 0.750 3 0x3%+1x3! 0.111
4 0x294+0x2'+1x22 0.125 4 1 x3%4+1 x 3! 0.444
5 1x204+0x2" +1x22 0.625 5 2x304+1x3! 0.778

In the next two subsections, the generation of the Halton and Sobol’ sequences is briefly explained. Both se-
quences belong to the family of p-adic expansion of integers (see later). In the case of Halton sequences, prime
numbers and some mathematical definitions are used to create sequences of high uniformity, whereas in generating
Sobol’ sequences, the coefficients of primitive polynomials are used with a recursive formula in order to generate the
points.

2.1. Halton sequences

Let p be a fixed prime number. Then any positive integer r can be uniquely written as its p-adic expansion in the
form

m
r:Zaipi, ai€f{0,....,p—1}, i=0,...,m. 2)
i=0

The rth number of the one-dimensional Halton sequence is defined by

m

a;
r= Z Pt )

i=0

The d-dimensional Halton sequence is generated taking d different prime numbers (usually the first d) and putting
together the resulting d one-dimensional sequences. Table 1 shows how to obtain the first five points using the values
p =2, 3. Note that by construction, all the resulting Halton points y, lie in the interval (0, 1). More details can be found
in Halton (1960).
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Table 2
Generation of the m; values for Sobol’ sequences (the first three values are given)

i m; m; =4m;_r,P8m; _3Pm;_3 Binary sum Decimal representation
1 1

2 3

3 7

4 5 12p8@1 1100100060001 = 0101 5

5 7 28@24@3 11100@ 110006900011 = 00111 7

Table 3
Generation of the v; values for Sobol’ sequences

i mi Binary representation v;
1 1 1 0.1
2 3 11 0.11
3 7 111 0.111
4 5 101 0.0101
5 7 111 0.00111
2.2. Sobol’ sequences
Letvi=m;27%, i=1,2, ..., wherem; are odd positive integers chosen using the recursionm; =2bm; _; @®2%2bymi_ 2@ - -

according to a primitive polynomial P(z)=z” +b1z"~ ' +- - -+b p—12+1,and @ is the addition using binary arithmetic.
The rth number of the one-dimensional Sobol’ sequence is defined by

yr=avi®@avy +---, 4)

where ap, as, . .. is the binary representation of r (see Eq. (2)).
Antonov and Saleev (1979) improved Sobol’s original algorithm and proposed to use the following scheme:

yr=81010H1d -, (5
where . .. g3g2g1 is the Gray code representation of r defined by
G(r)=r®lr/2], (6)

|x] being the largest integer smaller than or equal to x. Combining (5) and (6), the rth term of the Sobol’ sequence can
be obtained as

Yr = Yr—1@vc, @)

where v, is the v; number associated with the rightmost zero in the binary representation of » — 1. If no zeroes appear,
a leading zero must be added.

As an example consider the primitive polynomial P(z) = z> + z + 1 and initial values m| = 1, mp =3, and m3 =7.
The corresponding recurrence is m; = 4m;_o @®8m;_3@m;_3. Table 2 shows how to obtain the values m4 and ms. To
obtain the v;, the m; must first be written in binary form and then the position of the fractional point shifted i positions
to the left. Table 3 shows how to do this.

The first five Sobol’ points are obtained as follows:

Let yo = O (initial value), using (7) we have

yi = yo®v; =0.000.1=0.1=1 x 271 =0.500,
2 =y1@v2 =0.100.11=0.01 =0 x 27" + 1 x 272 = 0.250,
y3=y2@®v; =0.0100.10=0.11=1x 27" + 1 x 272 =0.750,

@2/
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y4=y3@v3=0.1100.111=0.001 =0 x 27 + 0 x 272 + 1 x 273 =0.125,
V5 = y4@vr =0.001D0.11 =0.111=1x2""+1x 272+ 1 x27° =0.875.

In the first line we added v; because the binary representation of » — 1 = 0 is 0, and the rightmost O is in the first
position. In the second, we added v, because 1 is 1 in binary representation, so we have to add a leading 0 which is in
the second position. In the third we added v because 2 in binary is 10 and then the rightmost O is in the first position,
and so on.

The d-dimensional Sobol’ sequence is obtained considering d primitive polynomials and putting together the corre-
sponding one-dimensional sequences generated with polynomial P;,i =1, ..., d. Note that like in the Halton sequence,
all the values y, lie in the unit interval. More details and an implementation of a Sobol’ sequence can be found in Bratley
and Fox (1988).

Codes for both the Sobol’ and Halton sequences have been implemented in some high-level software programs like
the library fOptions (Wuertz, 2005) of R (R Development Core Team, 2005), which was used in this paper.

3. The logistic-normal model

Often the integrand of interest appearing in the likelihood function to be maximized, is the product of a function f (¢)
times the normal distribution. This kind of integral has been studied before for instance by Crouch and Spiegelman
(1990) who compare their proposed method with GH. In this section, we discuss more in detail the logistic-normal
model as it is common in biostatistics and psychometrics.

Let Y;; be the binary outcome variable for observationj (j =1, ..., k;) inclusteri (i=1, ..., ¢), Bis a p-dimensional
vector of fixed effects with associated k; x p design matrix X;, and 0; is a d-dimensional vector of random effects for
cluster i with associated k; x d design matrix Z; (see Rijmen et al., 2003). The use of f(¢)={1+exp(—¢)}~" is common
in this framework. The assumption that 6; follows a multivariate normal distribution with 0 mean and covariance matrix

2
99, 9616, " 06104
2
_ 00,0, Oy, 90,0,
O'()d()l e DRI O'@d

leads to a logistic-normal model (Agresti, 2002, p. 496; Hosmer and Lemeshow, 2000, p. 310) of the form

exp (z; 0; +x; ﬁ)

1 +exp (ziEOi + xl.Tjﬂ>

Pr (Yij =1|Z:, Xi, B 01-) =f (z;]—-ﬂi —i—x;;ﬁ) = ®)

This models the probability of observation j in cluster i having a certain characteristic (Y,- = 1), with z,.TI. and xl.TI. the jth
rows of the matrices Z; and X;, respectively. Assuming that the observations regarding the same cluster are conditionally

independent given 0;, the binary random variable Y;; follows a Bernoulli distribution with parameter f <z3 0; + xiE ﬁ),
and the contribution of cluster i to the likelihood function is

ki exp[yij (ziTjH,-—i—xiTjﬁ)]
Pr(v =y, 18.3)= | A
R 5 1+exp[zij0i+xijﬂ}

g(0;50, ) do;, 9

where g (0;; 0, X) means that the vector 6; follows a multivariate normal distribution with mean 0 and covariance
matrix X. Assuming independence between clusters, the full log-likelihood function is

ki exp {)’ij (Z,-TJ»B,- +x;ﬁ)}

1B, 2>=Zlog/d I1
i=1

R j=1 1 +6Xp {Z;O, —i—xl—';ﬁ}

g(0;;0,2) do,. (10)
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In Eq. (9), the function f(¢) is a product of logistic functions, because of the repeated nature of the observations
(j=1,...,k;) incluster i. In order to estimate # and X, the full log-likelihood must be maximized. An approximation
of the integral in (10) is then necessary in each step of the maximization algorithm.

In the following we will first concentrate on f(f) with a single logistic function. Then, f(#) with a product
of logistic functions will be investigated. Finally, we will fit a particular case of a logistic-normal model
appearing in psychometrics using GH, MC, and QMC to approximate the integrals in the log-likelihood
function.

4. Evaluation of the methods

Three methods of integration will be compared: GH, MC, and QMC using Sobol” and Halton sequences, for a general
type of logistic-normal integral appearing in the log-likelihood function for which a very close approximate value can
be derived. The comparison focuses on the number of points used to evaluate (9) for different values of d, p and X,
and the precision obtained. In this way, it can be evaluated whether for higher dimensionality the QMC method can
do better with the same number of points, or equally well with less points than GH and MC, the two more commonly
used methods. As our interest in this section is in the integration process, rather than the optimization, we will do the
calculations just for one cluster, hence ¢ = 1. Therefore, we will not calculate the product or sum of c¢ integrals, but
only the integral over a product or sum of k terms for k = 1 in Section 4.1, and for k£ = 3 in Section 4.2. In the next
section we will compare the methods in a real data set application with 316 clusters (¢ = 316) and 24 observations
(k =24).

A common problem of all three methods (GH, MC, and QMC), is that the standard sets of points need to be
transformed before one can use them to approximate an arbitrary integral like in Eq. (9). For the GH method, the
transformation amounts to re-centering and re-scaling the points such that they reflect the mean vector and covariance
matrix of the normal distribution. This transformation is standard and has been discussed, for example, by Fahrmeir
and Tutz (2001, pp. 447—449).

For MC and QMC, the situation is different but straightforward as well. LDS are defined in the unit hypercube, and
in order to evaluate (9) using QMC and MC, we first need to transform the integration domain (0, D4 into R?. We
chose the inverse normal transformation and obtained the points used to evaluate the integrals and the corresponding
approximations in the following way:

(i) Change of integration region: Draw a matrix Py 4 of N d-dimensional LDS or MC points and create a matrix
Uy xq with elements u;; = ¢! (p,- j), where p;; € (0, 1) are the elements of the matrix P, <P_1(-) is the inverse
cumulative normal distribution function, and N is the total number of points to be used in the approximation of
the integral.

(ii) Adding correlation structure: Put R = LT U, where L is the Cholesky decomposition of the covariance matrix,
Y=L'L.

(iii) Obtaining the approximation: From Eq. (9)

N ki

1 1

Pr(Y,:y,- |ﬁ72)%ﬁ E f(z,-;r(”)—i-x?j )
n=I1 j=1

where r® is the nth row of the matrix R.

To compare how well the methods perform, we use as a dependent variable the relative error (RE),

) (11)

where 7 is the approximated value of integral using one of the three methods to be compared and T is its real value.
The RE is a measure of how many digits of accuracy one has.
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Table 4
Values to form the X matrices used in Study 1
2 2
d TR Ty
3 (2.0, 1.5, 1.0)
5 (2.0,1.5,1.0,0.5,0.3)
7 (2.0,1.5,1.0,0.5,0.3,0.6,0.7)
9 (2.0,1.5,1.0,0.5,0.3,0.6,0.7, 0.1, 0.25)

P 0.0,0.3,0.5,0.7, 0.9

4.1. Study 1: an integral with a single logistic function

We will consider first the simplest case with one observation per cluster, k = 1. Suppose that y = 1, so that z " is a

vector of d ones denoted by 17, and x = —1, then (9) reduces to
00 00 O +... 40, —
T:/ f xXplOit--+0a=F o0 5d0,.....d0,. (12)
o S TFop O+ 0a— )

As mentioned before, T denotes the true but unknown value of the integral we are interested in, for a particular
combination of d, ff and X. To evaluate our approaches, we need to know the exact value of the integral 7. This value
can be approximated very accurately by using the fact that the sum of random variables with a normal distribution is
normally distributed as well. Indeed, note that if § ~ N;4(0, X) then

d
W:ZQq—ﬁ~N —p,1721]. (13)
g=1 a2

So, T can be reduced to

< exp(w) . p 2
/_oo 1+ expw)® (w, b Gw) dw. (14)

Although there exists no analytical solution for this one-dimensional integral, standard routines (e.g., Piessens et al.,
1983) that yield highly accurate results are available.

4.1.1. Design of the study

We evaluated the cases d =3, 5,7, 9, and =0, 1, 2. The different X matrices were chosen using the values shown in
Table 4 for each dimension, respectively. The value p refers to correlations implied in X, to be crossed with the values
of 0(3 ford =3,5,7, and 9. Then, for instance, if d = 3, five X matrices are formed, all of them with diagonal entries
2.0, 1q.5 , and 1.0, but with different correlations.

The total number of points used to evaluate (12) in each problem with dimension d was N = 54 As mentioned
before, the number of quadrature points for the GH method increases exponentially with the number of dimensions,
so we chose this number of points to make the calculations feasible, mainly for the GH method. Thus, for instance in
dimension 7, 57 = 78 125 points were used to evaluate the integral, and 59=1953125ind = 9.

4.1.2. Results of Study 1

Fig. 2 shows plots of the RE in log,, scale for each value of d, p, and, f3, and, for each method. From Fig. 2 it can
be seen that QMC was better than GH in all the cells in which the following conditions are fulfilled: p>0.3, and f>1,
except in the cells withd =3, p=0.3, f=2and p=0.5, f =1, and d =5, p = 0.3. On the other hand, MC was better
than GH in all the above-mentioned cells except in the cells withd =5, p=0.5, f=1,2;and withd =7, p=0.3, f=1.
Note that the Sobol’ results were often better than the Halton results, and that in general QMC was better than MC.

From these results it is clear that there is room for improvement on GH for higher dimensionality, high correlations
and on the condition that the distributions are shifted (> 1). In general, the RE for GH increases with the correlation
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Fig. 2. Results of Study 1.

(p) and with f, and the effect of the latter is very large. Given these results, there is some room left for both the MC
and QMC methods to outperform the GH method, especially when the latter is not centered on the distribution.

Study 1 is limited in several ways. First of all, note that the comparisons are based on fixed numbers of points
corresponding to the values of 5¢, whereas in fact for the MC and QMC methods, any number of points less than or
equal to 5¢ can be used. In the next study, we will investigate the LDS integral approximation for all points in between.
Second, we did not consider the case of repeated observations. Therefore, a larger value of k will be chosen in the next
study.

4.2. Study 2: an integral with a product of logistic functions

The more general case for the kind of logistic model we are interested in is one with k£ > 1, meaning that repeated
observations are made for the clusters. We will consider here a case with k = 3, but again only one cluster i will be
considered.
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Fig. 3. Relative error versus number of points used to evaluate the test integral in Study 2, d = 3.
Suppose that z]T is a d-dimensional vector of ones and that for each of the three observations (k = 3), x j=—1,
j =1,2,3. Assume that the observations y = (1, 1, 0), are made, then (9) reduces to the following integral:
¢_0 4_.0
/ eXp Zq:l q ﬁl eXp Zq:] q ﬁz
B d d
R 1+6XP{Zq:19q—ﬁl} 1+3XP{Zq:19q—ﬁ2}
1
X 2(6;0,2)de. (15)

1 +exp{2§=10q —ﬂ3]

This integral can accurately be approximated using (13) and (14).

4.2.1. Design of the study

We evaluated (15) for f=(0, 1, 2) and for the same values of d and X utilized in Study 1, see Table 4. In addition, we
varied the number of points used to evaluate (15) and computed the RE (11). The number of points will not be limited
to powers of quadrature points used per dimension. For the Sobol’ method all the numbers in between will be used

as well.

4.2.2. Results of Study 2
Fig. 3 shows the RE versus the number of points used to evaluate (15) in the case d = 3. Both axes in the figure are in

log scale. Note that the symbols o, [, *, ¢ in the plot refer to the abscissa values 2d , 34 e, o indicating that 2 to
£ quadrature points were used per dimension. For example, the eighth symbol refers to 93 = 729 points (9 quadrature
points per dimension) in total. From the figure several conclusions may be drawn. First, the GH method was always
better than the other methods, except for p = 0.7 where using 3 and 5 quadrature points per dimension, the Sobol’
method was better, and, more often, for p = 0.9, Sobol’ was better. Generally, the QMC method seems to be better
than the regular MC and Sobol’ better than Halton. Second, an increasing number of points utilized to evaluate the
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Fig. 4. Relative error versus number of points used to evaluate the test integral in Study 2, d = 5. The Sobol’ results are shown for 25-10° points.

integrand, does not necessarily yield a more accurate result. For example, for p = 0 using 12 GH points per dimension
yields a better result than using 13, 14, and 15 points. This situation is observed for the case of other p values as well.
For the MC and QMC the behavior of the curve is very irregular and not monotonic at all. For example, when p = 0,
using 11° = 1331 Sobol’ points seems better than using 203 = 8000 Sobol” points. However, as mentioned earlier, also
the GH curve is somewhat irregular and non-monotonic.

To investigate the irregularities more in detail, we computed the approximation with 23 up to 103 Sobol’ points for
d=5,and 2" up to 57, and 2° up to 5%, for d = 7 and d = 9, respectively. Sobol’ points were chosen because they gave
better results than the Halton points. Fig. 4 shows the case d = 5. From the figure one can see that the result is highly
variable depending on the number of points. For the same number of points the Sobol’ method is sometimes better
than GH method. In the case p = 0.5, Fig. 4 shows that using 2638 or even less Sobol’ points, one can obtain a result
as accurate as using 9 GH quadrature points per dimension (i.e. 9° = 59 049 points). From these results, one cannot
derive a general rule or not even a hint for when the Sobol’ points do better. Note that when considering correlated
dimensions, GH loses accuracy which is reflected in the fact that the GH curve decreases more slowly. For example,
in Fig. 4 for p = 0, with 10 quadrature points per dimension we obtain approximately eight digits of precision, which
is clearly more than in the case p = 0.9. Again QMC is better than MC but it is not clear whether Sobol’ is better than
Halton. Note that for d =5, Sobol’ can be much better than GH and for a much smaller number of points. From p=0.7
on, Sobol’ is always better than GH. For an even higher dimensionality, d > 7, and for p > 0.5, the Sobol’ results are
always better than any of the GH results (not shown in a figure due to space restrictions).

It may be concluded that, sometimes, the QMC method can do better than the GH, for the same number of points or
with less points. For higher dimensions and highly correlated dimensions, the QMC method seems to perform better
than the GH method. The fact of having a gold standard (i.e., the real value of the integral, or a very good approximation
of it) to compare the methods was an advantage that in a real data application one does not have. In the next section, we
will incorporate the three numerical integration methods into the complete optimization routine to obtain the parameter
estimates of a two-dimensional model. The number of points will be varied as it appears that with less points, one can
sometimes obtain satisfactory results.
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Fig. 5. Comparison of the parameter estimates obtained: GH-based versus QMC-based and MC-based for 200 points in total.

5. Application: a between-item multidimensional Rasch model

Rijmen and Briggs (2004) considered a multidimensional extension of the Rasch model (e.g., Rasch, 1960) by
relaxing the assumption of just one underlying one-dimensional latent variable 6, extending it to a d-dimensional
vector 0; of latent variables.

We will consider here a two-dimensional Rasch model, applied to a data set consisting of k = 24 responses (obser-
vations) of ¢ = 316 persons (clusters) to questions about verbal aggression. Respondents were presented a frustrating
situation and asked whether they would want to react in a verbally aggressive manner (want-items), or whether they
actually would react in a verbally aggressive manner (do-items) (see more details in De Boeck and Wilson, 2004). As
an application of a multidimensional model, the verbal aggression data are analyzed with a two-dimensional model
assuming that want-items and do-items represent two separate dimensions.

Let Y;; be the binary random variable denoting the answer to item j of individual i, taking the values 1 and O for a
yes and no answer, respectively. Then, the model reads as

exp (2] 0 — ;)

1 +exp (z}'()i _ ﬁj>. (16)

Pr(Yj=1]6i8;)=

It is clear that this model is a particular case of the more general model in (8) with X; a p x p diagonal matrix with —1
as diagonal elements. Note that the index i vanishes for Z and X because these matrices are equal for all the clusters
i=1,...,c. Each element of z]T contains only one non-zero element, equal to 1, indicating the dimension the item is
measuring.

The purpose of the application is to see whether with a smaller number of points in comparison with the GH method,
one can obtain reasonable good estimates. Note, however, that we do not have a gold standard as in studies 1 and 2 to
compare the results with.

For the estimation of the parameters (8, X), we use all three methods (GH, MC, and QMC) to approximate the
integral appearing in the full log-likelihood function (10) to be maximized. A quasi-Newton algorithm (e.g., Kelley,
1999) is used for the maximization.

For the GH method, 20 quadrature points per dimension were used, so 20> = 400 points in total to evaluate the
integrals. For QMC and also for MC we consider 25, 50, 100, 200, 300 and 400 points in total. As an example, Fig. 5
shows the plot of the parameter estimates, (ﬁ, f), obtained with the GH-quasi-Newton (GH-QN) based optimization,
versus the parameter estimates obtained with the QMC-quasi-Newton (QMC-QN) and MC-quasi-Newton (MC-QN)
based optimization, respectively, for the case of 200 points.
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Fig. 7. Comparison of the elements of the covariance matrix estimates obtained: GH-based versus QMC and MC-based.

Figs. 6 and 7 show the absolute difference between the ﬁ parameter estimates, and the elements of the covariance
matrix X estimates, respectively, using the three methods in the integration part. Note that the differences in the second
half of the plots in Fig. 6 are sometimes bigger than in the first half. This is due to the fact that the second half of
the estimates correspond to the do items, which were more extreme than the want items, and therefore they are more
difficult to estimate. Something similar was found in the earlier studies, where for shifted distributions there were
different results for GH and the other methods.

The estimation using 25, 50, 100, 200, 300 and 400 QMC points in total was 88.6%, 79.7%, 68.3%, 51.3%, 32.3%,
and 7.0% faster, respectively, than GH using 400 points in total. It may be concluded from these results that using a
QMC-QN-based estimation, one can obtain similar results to those obtained with a GH-QN-based method, or better
when considering less points.

6. Discussion and conclusion

A comparison between three numerical procedures (GH, MC and QMC integration) to approximate integrals has
been presented. LDS and its use in QMC were discussed for the evaluation of logistic-normal integrals.

We have found that in most of the examples shown, the Halton and Sobol’ methods can sometimes do better than the
GH method for the same number points or with less points. Unfortunately, when using the QMC method, there is no
rule for selecting an appropriate number of points to evaluate the integrals. In this context, constructing an automated
algorithm to cleverly select the number of points for a given problem is a challenge. One possibility is to consider
some variant of the QMC method, called Randomized QMC, which can be used to obtain an approximation of stan-
dard errors for the QMC. Then, an automated algorithm like the one explained in Booth and Hobert (1999) could be
developed.
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Because of the non-monotonic relation between number of points and accuracy, it follows that a larger number of
quadrature points to approximate the integral, does not necessarily give more accurate results for the Sobol’ and Halton
sequences. Moreover and perhaps surprisingly, the same phenomenon also applies to the GH method when used for
evaluating logistic-normal integrals.

An advantage of QMC or MC compared to GH in higher dimensions is that one can use any numbers of points while
the GH method is restricted to the use of ¢4 ¢ =1,2,3,...)number of points. For instance using GH in dimension 5
with 3 quadrature points per dimension (3° =243 points in total) one cannot use 242, 241, 240, etc. points. For GH,
there is no way of reducing the number of points by units.

Apart from this a priori advantage, it appears that the QMC and MC beat the GH method in higher dimensions when
the distributions are shifted, and when also the dimensions are correlated. Not only do they have more precision, but
the same precision as that of the GH can be reached with less (and often much less) quadrature points. These results
seem independent of the non-monotonic relation between number of points and accuracy.

For the optimization task, the QMC method seems to be a promising method to approximate the integral, in the
process of maximizing the likelihood. Although without a gold standard to compare results, Section 5 showed that,
one can obtain similar results as obtained with the GH method, and with less points. In this way the computational
effort and time needed for the calculations can be reduced considerably. For practical purposes, a mixed method, GH
combined with QMC, may be useful, switching from GH to QMC, for the kind of problems where GH seems less
accurate or needs too many points.
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