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Abstract— While variational Bayesian (VB) inference is typ-
ically done with the so called VB EM algorithm, there are
models where it cannot be applied because either the E-step or
the M-step cannot be solved analytically. In 2007, Honkela et
al. introduced a recipe for a gradient-based algorithm for VB
inference that does not have such a restriction. In this paper,
we derive the algorithm in the case of the mixture of Gaussians
model. For the first time, the algorithm is experimentally
compared to VB EM and its variant with both artificial and
real data. We conclude that the algorithms are approximately
as fast depending on the problem.

I. INTRODUCTION

Variational Bayesian (VB) inference (see e.g. [3]) is a
tool for machine learning of probabilistic models that is
more accurate than traditional point estimates (least squares,
maximum likelihood, maximum a posteriori) but still very
fast compared to sampling (MCMC) methods. VB is espe-
cially useful with latent variable models where the number of
unknown variables is often very large which makes point esti-
mates overfit on one hand, and sampling methods very slow
on the other. VB takes into account the uncertainty of the
unknown variables by estimating a probability distribution ¢
for them. In this paper, we use a parameterized distribution
q.

The standard way to do VB inference is the VB
expectation-maximization (EM) algorithm. While the VB
EM algorithm provides a straightforward way of learning
models in the conjugate-exponential family, there are more
complicated models for which the VB EM algorithm is not
available such as the nonlinear state-space model (NSSM) of
[14]. In such cases, it is still possible to compute (or at least
approximate) the VB cost as a function of the variational
parameters £ and minimize using a suitable optimization
method. Recently in [6], such a method was tailored for VB,
but it has not been compared to the VB EM algorithm. This
paper does the comparison using the mixture of Gaussians
(MoG) problem which is known to be well-fitted for the VB
EM algorithm.

We show in this paper that a gradient-based algorithm can
be made competitive with the VB EM algorithm in compu-
tation time. Each update is more costly, but the number of
required iterations before convergence is lower. Having more
than one algorithm for the same problem can be useful in
many ways. Different algorithms end up in different locally
optimal solutions. Some algorithms are easier to parallelize
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and become more efficient with massively parallel hardware.
Also, some algorithms are easier to be implemented locally,
that is, they could be implemented as neural systems. Also,
gradient-based algorithms can trivially be used for online
learning.

The rest of the paper is as follows. Section II gives
an introduction to VB and the VB EM algorithm. Section
IIT describes gradient-based algorithms for VB. Section IV
describes the variational mixture of Gaussians model and
how the different algorithms are implemented for it. Section
V gives experimental results with both artificial data and
natural images, after which we conclude.

II. VARIATIONAL BAYESIAN INFERENCE

Many machine learning problems can be seen as inferring
the parameters 0 and the latent variables Z of some model
given the observed data X, where the latent variables are
quantities related to each data sample that cannot be observed
directly. Thus, the number of latent variables is proportional
to the number of observations, while the parameters 6 are
shared between all data samples. The Bayes’ rule can be used
for this inference task in the form

p(X|0, Z)p(O’ Z)
p(X)

which gives us the posterior probability distribution of un-
knowns @ and Z.

The prior p(@,Z) in Equation (1) can be interpreted as
our knowledge of the model parameters before the data
X is observed while the posterior p(6,Z|X) gives us the
parameter distribution affer the data is observed. Thus, the
observation of the data can be seen as changing our prior
beliefs about the parameters.

The evidence p(X) in (1) can be evaluated to be

p(0,Z[X) = M

p(X) = / p(X,0,Z)d0dZ. @)
0.2

The central issue in Bayesian inference is that, apart from the
simplest models, this integral is intractable. Also, for exam-
ple the evaluation of the predictive distribution p(y|X), that
is the distribution of a new observation y given the observed
data X, becomes intractable as it requires integration over
the posterior distribution.

Variational methods attempt to overcome intractable in-
tegrals such as (2) by approximating the true posterior
distribution p(@,Z|X) by another distribution ¢(0,Z). We
use the Kullback-Leibler divergence to measure the misfit
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where E, {-} denotes the expectation over distribution g.
As the true posterior p(0, Z|X) in (3) is unknown, we will

subtract the log-evidence, which is a constant, from this to

obtain the true cost function C used in the learning process:

C = Dkr(qllp) —Inp(X) = Ey {1“ ;m} - @

Because the Kullback—Leibler divergence is non-negative, the
negative cost function —C is a lower bound on the log model
evidence In p(X).

To make the integral in (4) tractable one has to somehow
restrict the form of the distribution ¢(8,Z). One way to
accomplish this is to select the functional form of the
distribution ¢(6,Z) governed by some parameters £ which
we will denote by ¢(0,Z|€). A popular choice for this fixed
form solution is a factorized Gaussian distribution.

VB learning has recently become popular in inference
tasks due to its capability to automatically select the com-
plexity of the model and mostly avoid overfitting the data
while still being computationally efficient enough to be able
to solve real world problems.

A. The VB EM Algorithm

Let us assume that the approximate posterior ¢(6,Z) will
factorize between the parameters € and the latent variables
Z, that is

q(6,2Z) = q(0)q(Z). (5)

The VB EM algorithm alternates between two update steps,
the E-step finds the optimal ¢(Z) assuming that ¢(0) is fixed,
and the M-step finds the optimal ¢(6) assuming that ¢(Z) is
fixed. It is shown for example in [3] that the solutions are

Q(Z) X eXp(Eq(B) {lnp(o, Z7 X)}) (6)
q(0) oc exp(Eqz) {Inp(8,Z,X)}). @)

These steps are repeated until convergence is achieved, which
is determined by evaluating the cost function (4) on each
iteration.

It was proposed in [7] that cyclic parameter update algo-
rithms such as VB EM could be accelerated using a technique
called pattern searches. The idea is that after every few cyclic
updates, a line search is performed in the direction defined
by the difference of the current estimate of the unknowns
and the old estimate one update cycle before that.

III. GRADIENT-BASED LEARNING ALGORITHMS

The VB cost function C = C(&) in (4) is a function
of the variational parameters & that define the distribution
q once the functional form of ¢ is fixed. As a results,
VB inference can also be done using standard nonlinear
optimization techniques to find the minimum of C.

p
gradient
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Fig. 1. Gradient and conjugate gradient updates are applied to finding the
maximum of the posterior p(z,y) o exp[—9(zxy—1)2 —x2 —y2]. The step
sizes that maximize p are used. Note that the first steps are the same, but
the following gradient updates are orthogonal whereas conjugate gradient
finds a much better direction.

A. Gradient Descent

The simplest nonlinear optimization technique is the gra-
dient descent. In that method, one first evaluates the negative
gradient of the cost function p;, = —VC(&;,), then performs
a line search in the direction of p, to obtain a step size
A and finally updates the parameters using this step size
&1y1 = &+ Ap;,.. Instead of line search, the step size A can
also be set to some sufficiently small constant or adjusted
adaptively.

B. Conjugate Gradient Descent

There are many speed-ups to the basic gradient descent al-
gorithm one of which is the conjugate gradient (CG) method.
Figure 1 shows a comparison of gradient and conjugate
gradient updates in a simple problem.

In the CG method, the search direction is set to the
negative of the gradient on the first iteration just like in
gradient descent but on subsequent iterations, the search
direction is

Py = —8 + BrPr_1 (8)

where g;, = VC(&,,), pi_; is the previous search direction
and [ can be calculated using the Polak-Ribiére formula
[10]

((8r — 8k—1),8k) _ (81 — 8e—1)" 8%
lgr—1l? gh 18k_1

The convergence of the algorithm can only be guaranteed

if By is restricted to be non-negative [13]. In practice, we

reset the search direction p, to the negative gradient each
time the Polak-Ribiére formula returns a negative [j.

B =

C))

C. Natural Gradient Descent

Natural gradient descent [2] is based on differential geom-
etry where the geometry of the parameter space is not Eu-
clidean. Changing the parameters by a certain amount might
have a relatively small or large effect on the distribution
that the parameters define, and the natural gradient can take
this difference into account. Figure 2 shows a comparison of
gradient and natural gradient directions in a simple problem.
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Fig. 2. Gradient and natural gradient directions are shown for the mean
of distribution ¢q. VB learning with a diagonal covariance is applied to the
posterior p(z,y) o exp[—9(zy — 1)2 — 22 — y?]. The natural gradient
strengthens the updates in the directions where the uncertainty is large.

In a Riemannian manifold S, the inner product is given
by

(v,u), = v'Gu (10)

where G = (g;;) is called the Riemannian metric tensor of
the manifold S at point p [9]. As a consequence of (10), the
squared norm of vector v in a Riemannian manifold is

IVI[? = (v, v)p = v Gv

Y
which is analogous with the squared norm in Euclidean space
V[ = (v, v) =vTv. (12)

Using information geometry, the parameter space & of prob-
ability distributions ¢(0, Z|&) can be regarded as a Rieman-
nian manifold whose Riemannian metric tensor G is given
by the Fisher information matrix [1], [9]

0 0|¢) 0 0
1) - 2, { P00 Il0) |

If the geometry of the parameter space of C(&) is con-
sidered Riemannian, the direction of the steepest ascent is
given, instead of the gradient, by the natural gradient [2]

VC(€) = GTHEVC(E). (14)
Thus, the gradient descent method of section III-A becomes

Eepr =& — AVC(E).

This is called the natural gradient descent algorithm.
Original applications [2] of the natural gradient were based
on the geometry of p(X|@) to update the point estimates of
the model parameters 6. For applications to learning MLP
networks, it was proposed [5] that the dependencies between
weights in different layers would be ignored, making the
approximate matrix G block diagonal and hence easier to
invert, since only the separate blocks need to be inverted.
Our approach, proposed in [6], is that natural gradient
could be applied to update both the model parameters and

13)

5)

the latent variables by using the geometry of the variational
Bayesian approximation ¢(60,Z|€). The matrix inversion
required for the evaluation of the natural gradient in (14)
would be prohibitively expensive if the full matrix had
to be inverted. Luckily, because of the typical factorizing
approximation of ¢, the matrix G is block diagonal [6]
without further approximations.

D. Natural Conjugate Gradient Descent

The natural and conjugate gradient methods can be com-
bined by using conjugate directions as described in Section
III-B by replacing the gradient in (8) with the natural gradient

g, — 8. = VC(§).

It was shown to lead to faster convergence and better minima
than the standard CG descent in MLP training [4], and to
significantly improve the performance in learning a nonlinear
state-space model [6].

Note that the vector operations in (9) are performed in the
Riemannian sense, using Equations (10) and (11). The costly
vector-matrix multiplications can be avoided by noting that

(16)

|4 ]* = &% Gi&), = 8/ G+G g, =8fg,,  (U7)
resulting in
B = (& — 8k-1) 8k) _ (8 — gk—l)Tgk. (18)
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We call this combination the natural conjugate gradient
(NCG) descent.
IV. VARIATIONAL MIXTURE OF GAUSSIANS

The mixture of Gaussians is a probability distribution
which is a linear combination of K Gaussian distributions

(3]

K
p(X|7T, M, 2) = Z ﬂ-kN(x“J‘k7 Ek)
k=1

19)

where x is a D-dimensional random variable and @ =
[71---7mk]T are called the mixing coefficients while g,
and X; are the mean and the covariance matrix of the kth
Gaussian component. The inverse of the covariance matrix
A = 2;1 is called the precision matrix.

In the case of the MoG model, the latent variables Z
discussed in Section II-A are the information on which one
of the K Gaussian components has generated a particular
observation x,,. This information will be represented with
a K-dimensional binary vector z, whose elements z,; are
either 0 or 1 where 1 denotes the component responsible for
generating the observed data point x,, in question. It should
be noted that only one component can be responsible for
generating a single observation and thus the elements of the
vector z, sum to unity. Let N denote the total number of
observed data points. Now, all the N latent variables of the
model can be regarded as forming a latent variable matrix
Z = (zpy) of the order N x K.



Given the mixing coefficients 7, the probability distribu-
tion over the latent variables is given by

111+

n=1 k=1

p(Z|m) = (20)
As we want to use conjugate priors in our treatment, we next
introduce a Dirichlet prior for the mixing coefficients

p(m) = Dir(m|ayg)

where ag = [ - - - )T is a K-dimensional hyperparameter
vector whose elements are all given by o due to symmetry.

Similarly, the distribution over the data X given the latent
variables Z, the means p and the precision matrices A can
be written as

21

p(X|Z, pu, A

H HN Xn“‘l‘ka

n=1 k=1

)an

(22)

Note that we are assuming here that the data vectors x,
are independent and identically distributed. In this case, the
conjugate prior for the component parameters g and A is
given by the Gaussian-Wishart distribution

p(p, A) = p(p|A)p(A)

K
= HN(NHmO, (BoAx) ™ )W(AL|Wo, 10).
k=1

(23)

The joint distribution over all the random variables of the
model is then given by

p(X, Z,m, p, A) = p(X|Z, K, A)p(Z|7’l’)p(7r)p(/1,|A)p(A)

(24)
A. VB EM for the Mixture of Gaussians Model

The VB EM treatment of the mixture of Gaussians model
described here is completely based on [3]. Because of this,
some details of the derivation will be omitted here and we
will concentrate only on the most important results.

We now make the factorizing approximation described by
Equation (5)

Q(Zv ™ K, A) = Q(Z)Q(ﬂ-v H, A)

and use Equations (6) and (7) along with Equation (24)
to first update ¢(Z) (E-step) and subsequently update
q(m,pu, A) (M-step). The resulting approximate posterior
distributions are

(25)

N K
— Znk
=TI

(26)
n=1k=1
and
K
g(m, 1, A) = q(m)q(p, m) [ aler Ax)  @7)
=1
where
q(m) = Dir(m|ev) (28)
q(pg, Ar) = N (g my, (BeAr) IOW(AL| Wy, vk). (29)

In expressing the update rules for the distribution param-
eters in Equations (26), (28) and (29), we will find the
following definitions useful:

N
Ne= rnk (30)
n=1
X —izr x 31
k — Nk nka&n
Sk = n —x)7" 32
k Nk;r k Xi)(Xn — Xk) (32)

A, = Zw (””21_2) +DIn2+In|[Wy| (33)

— (> aw)

k=1

In 7, = (ax) (34)
where D is the dimensionality of the data and v (-) is the
digamma function which is defined as the derivative of the
log of the gamma function.

Using these definitions, the parameters r,j of the approx-
imate posterior over latent variables ¢(Z) which are updated
in the E-step are given by

Pnk

——L (35)
2121 Pnl
where
= AL/ D v T
Pk = TNy “exp | —o- — (%, —my)" Wi(x, —my) ).
20y 2
(36)

The parameters 7,5 are called responsibilities because they
represent the responsibility the kth component takes in
explaining the nth observation. The responsibilities are non-
negative and their sum over k is one. They can be arranged
into a matrix R = (7).

The parameter update equations for the M-step are then
given by

ap = ag + Ng 37
Br = Bo + Nk (38)
Vv = Vg + Nk (39)
1 _
my = m(ﬁomo + NiXy) (40)
_ _ Ny _
W, T W, Ly NeSk + %(xk —my) (X — mO)T.

41)
B. The Cost Function

We can use Equation (4) along with Equations (20)-(29)
to evaluate the cost function for the learning process

Y/ TN
c= Z/// (Z,m, p, A)In (?(i Z ﬂ_”u’j)x)d dpdA
=E¢{Ing(Z) — Inp(Z|m)} + E4 {Ing(mw) — Inp(m)}

+ Eq {ln Q(IJ‘v A) - lnp(lu’v A)} - Eq {hlp(X|Z, M, A)}
(42)



These expectations can be evaluated to give [3]

Ey{Ing(Z) — np(Z|m)} = rpIn 2 (43)
n=1 k=1 Tk
- ()
Eq {lnq(ﬂ-) - hlp(ﬂ')} = ;(ak - aO) In7, +1In m
(44)

Eq{lng(p, A) —Inp(p,A)} =

1 Bo B
2;{1)(@—1“115 )—Hq{Ak}

0
— Bovk(my, — mg) "W, (my, — myp) + v, TT(Wolwk)}

vo—D —1 K ~
— KIn B(Wy, ) — Of > Ay (45)
k=1

Eq{Inp(X|Z, p, A)} =

1 & . D
21;]\[]6{111[\]C — @ —ukTr(Ska)

- I/k(ik — mk)TWk(ik - mk) —Dln 2’/T} 46)

where Tr(A) denotes the trace of matrix A and H {A} is
the entropy of the distribution g(Ag).

The cost function C given by Equation (42) can be used to
determine when the VB EM algorithm has converged. The
cost function will decrease during each iteration and when
the difference between the previous cost function value Cy_1
and the current value C;, becomes sufficiently small we can
assume that the learning process has converged.

C. Natural Conjugate Gradient for Mixture of Gaussians

To be able to compare the VB EM and NCG algo-
rithms, we assume that the approximate posterior distribution
q(Z,m, p, A) takes the same functional form as in the case
of the VB EM algorithm. Thus, the fixed form posterior
distributions are given by Equations (26), (28) and (29) and
the cost function which is to be minimized by the NCG algo-
rithm is given Equation (42). In this work, we optimize only
the responsibilities r,; and the means my using gradient-
based methods. All the other model parameters, namely the
parameters «, of the Dirichlet distribution, the parameters [
controlling the covariance of the component means as well
as the parameters W, and vy, of the Wishart distribution, are
updated using the VB EM update Equations (37), (38), (39)
and (41).

There are a few things that have to be taken into account
when deriving gradient-based algorithms for the mixture of
Gaussians model. Firstly, using the softmax parametrization

eTnk

S 47
Zlil e’Ynl ’ ( )

Tnk =

it can be easﬂ% seen that the responsibilities are always
positive and ) |, ; 7, = 1. Secondly, if we set the responsi-
bilities 7, n =1...N,k=1... K —1 to some values, the
values of rp,n=1...N must be r,x =1 — Z,If:_ll Trk-
As aresult, the number of degrees of freedom in the responsi-
bilities of the model is not the number of responsibilities N K
but instead N (K —1). When we are using the parametrization
(47), this means that we can regard the parameters 7,k as
constants and only optimize the cost function with respect
to parameters v,x,m = 1...N,k = 1...K — 1. This is
especially important when using the natural gradient.

The gradient of the cost function (42) with respect to my
is given by

mG C= uka(Nk(mk—ik)—i-ﬁo(mk—mo)), k=1... K
(48)
and the derivative with respect to ~,; is given by

ac

=EBpp —rapFan=1...Nk=1...K —1 (49)

8'7nk
where
. 1 ~
Epg =Tk ( Inrypy, —Inayg, — 3 ( In Ay,
D
—— — DIn271 — vp(x, — mk)TWk(xn — mk))) (50)
Bk
and

K
Fo=> En. (51)
k=1

We can update the responsibilities 7, without having to
evaluate and store the parameters ~,; by noting that

, e’Ynk' +AYnk
T = —
TS vt A

K
Ynl Ynk
_16€ e
Zlfl eA’Ynk CnrnkeA’Ynk

K A K
Zl:l 6771,l+ Tnl Zl:l enl

(52)

where 1/, is the new responsibility, A~, is the change in
parameter <, determined by line search in the direction
of the negative gradient and ¢, is a normalizing constant
which makes sure that Zszl r’ . = 1. Thus ¢, can also be
expressed in the form ¢, = (3_;_; 7nxe®7*)~! and we can
update the responsibilities using the formula
AYnk
M= ke (53)
D1y TR
In order to use the natural gradient, we need to know the
Riemannian metric tensor G of the parameter space (m,~y).
The matrix G is given by Equation (13). The resulting matrix
is a block diagonal matrix with blocks Ay = Brvi Wy, for
each cluster and blocks B,, = —rlr, + diag(r,) for each
sample, where r,, is the nth row of the responsibility matrix
R except for element 7k, that is v, = [rp1 - Tnr—1]-
diag(a) is used here to denote a square matrix which has
the elements of vector a on its diagonal.



The inverse of matrix G required for the evaluation of
the natural gradient is easily calculated by inverting the
individual blocks A, k = 1...K and B,,, n = 1...N.
We can now also motivate our earlier discussion about the
number of degrees of freedom in responsibilities. Had we
considered the number of degrees of freedom to be NK,
the row vector r,, would have consisted of the whole nth
row of matrix R. This would have made the matrices B,,
singular and we would not have been able to evaluate the
natural gradient.

It was shown in [12] that the M-step of the VB EM
algorithm can be regarded as natural gradient descent. Conse-
quently, it is straightforward to show that the natural gradient
update of the mean my, equals the VB EM update equation
(40) when a constant step size of A = 1 is used. The main
difference of the NCG and VB EM algorithms for learning
the mixture of Gaussians is therefore the different way of
updating the responsibilities complemented by the use of
conjugate directions and line search in NCG.

V. EXPERIMENTS

The priors are set to the following values for all the
experiments that follow: ag = 1, By =1, vy = D, Wy = $1
and mg = 0. These priors can be interpreted to describe
our prior beliefs of the model when we anticipate having
Gaussian components near the origin but are fairly uncertain
about the number components.

The initial number of components is set to K = 8§
unless otherwise mentioned with each component having a
randomly generated initial mean my drawn from a Gaussian
distribution with mean m = 0 and covariance ¥ = (.161.
Other distribution parameters are initially set to the following
values: ap, = 1, B, = 10, v, = D and Wy, = %I for all k.

All the experiments are repeated 30 times with different
initial means because the performance of the algorithms
can be greatly affected by the choice of initial values. The
algorithms were considered to have converged when Cy_1 —
C, < e for two consecutive iterations where ¢ = 1078 N
unless otherwise mentioned.

A. Artificial Data

The artificial datasets used to compare the different al-
gorithms are shown in Figure 3. The cluster data shown
in Figure 3(a) is drawn from a mixture of 5 Gaussians.
All the components are spherical and the center points of
the components are (0,0) and (+R,£R) where R can be
changed. The data shown in Figure 3(a) has R = 0.3.
All the components have mixing coefficient 7, = 0.2 and
the number of data points is N = 1000 unless otherwise
mentioned. The spiral data shown in Figure 3(b) is a three
dimensional helix which is not drawn from a mixture of
Gaussians. This dataset also has N = 1000 data points.

1) Cluster Data: When different gradient-based algo-
rithms are compared using cluster data with R = 0.3, the
results shown in Figure 4(a) are obtained. It can be seen
that the standard gradient and CG algorithms have problems
locating even a decent optimum. Using the natural gradient,

0.5

(a) Cluster data

(b) Spiral data

Fig. 3. Cluster data shown in Figure (a) consists of data drawn from a
mixture of Gaussians with five identical components whose distance from
each other can be changed. Spiral data shown in Figure (b) forms a three
dimensional helix.

the quality of the optimum can be improved while NCG
further improves the performance. It should be emphasized
that the time scale of Figure 4(a) is logarithmic. Standard
gradient is thus over 100 times slower than NCG. In contrast
to other experiments discussed here, this experiment was
conducted using the values N = 500, ¢ = 10~ N and the
initial number of components K = 5 in order to make the
standard gradient converge in a reasonable time. Out of these
algorithms, only NCG is used in further experiments.

When the performance of NCG, VB EM and VB EM
which is accelerated using pattern searches is compared
using cluster data with R = 0.3, all the algorithms find
the same solution. The computational performance of NCG
and VB EM with pattern searches is quite similar while
the performance of VB EM is slightly inferior to these two
algorithms.

The same algorithms can also be compared with different
values of R. Figure 4(d) shows the CPU time required for
convergence of VB EM, VB EM with pattern search and
NCG. For each value of R, the experiment is repeated 30
times with different initializations. The CPU time shown is
the median of these experiments. It can be seen that with
small values of R NCG outperforms VB EM while with
large values of R VB EM performs better. Curiously, VB
EM with pattern search seems to achieve good results with
all values of R. All algorithms achieved approximately the
same cost function values in this experiment. Thus, the CPU
times shown can be compared directly.

2) Spiral Data: Using the spiral data, it can be seen both
by looking at the learning curves of Figure 4(b) and the
convergence results of Figure 4(e) that NCG is able to find
much better optima than the other algorithms. It should be
especially noted that none of the VB EM runs are able to
locate the best optima found by NCG.

The results of this experiment are however greatly affected
by the location and scaling of the dataset. If the helix is
moved to the upper half space, the performance of NCG
is further improved while scaling of the z-coordinate to the
interval [—1, 1] makes the algorithms mostly converge to the
same optima.
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Fig. 4. Left: Cluster data. Figure (a) shows a comparison of gradient-based algorithms using cluster data with R = 0.3. Note that the time scale is

logarithmic. Figure (d) shows the median total CPU time required for convergence as a function of R in cluster data. Middle: Spiral data. Figure (b)
shows the median cost of 30 runs as a function of CPU time during learning. Figure (e) shows the final cost when the algorithms have converged and the
corresponding CPU time for all the 30 initializations. Right: Image data. Figure (c) shows the median cost of 30 runs as a function of CPU time during

learning of the image data. Figure (f) shows the final cost when the algorithms have converged and the corresponding CPU time for all the 30 initializations.

B. Image Data

In order to be able to compare the different algorithms
using real world data, the algorithms were applied to the
task of image segmentation. The goal is to divide a digital
image into meaningful regions so that some characteristic
of the image significantly changes on the boundary of two
regions. This can be achieved for example by fitting a MoG
to the image data which is interpreted so that each pixel
of the image is a five dimensional data point with three
color coordinates and two spatial coordinates. Segmented
regions of the image can then be constructed using the
responsibilities as measure of which region each pixel should
be part of. It should be noted that in the variational approach
the number of regions does not have to be determined before-
hand but is instead selected automatically during learning.
It should also be emphasized that there exists many other
algorithms more suitable for image segmentation than the
ones used here. Image segmentation is used here simply in
order to easily obtain real world data where the results of
the experiments are easily visualized. Figure 5(a) shows a
100 x 66 pixel image of a swan where the desired outcome
of the segmentation is clearly the separation of the swan and
the background. The image data is scaled so that it is within
the five dimensional hypercube which has its center point in
the origin of the space and a side length of 2.

Comparison of VB EM, VB EM with pattern search and
NCG using the image data produces results shown on Figures
4(c) and 4(f). From the median learning curves of Figure
4(c), it can be seen that the initial convergence of NCG is
faster than with the other algorithms but nevertheless no big
differences in the convergence speed to the final optimum
are noted. Examination of Figure 4(f) however reveals an
interesting phenomenon. The best optimum is reached with
16 NCG runs out of a total of 30 while both in the case
of VB EM and pattern search only 3 runs reached the best
optimum. Although the difference in the cost function value
of these optima is small, there is a big difference in the
outcome of the segmentation task. This can be seen by
plotting the responsibilities of each component in the final
solution. This is done in Figure 5 where white represents
responsibility 1 and black responsibility 0. It can be seen
that the best optimum corresponds to the desired solution of
segmentation into two regions while the second best optimum
corresponds to a situation where the image is segmented into
three regions. However, with some other images (not reported
here), NCG found worse local minima than VB EM.

VI. DISCUSSION

By looking at the experimental results of Section V, it
can be said that NCG clearly outperforms other gradient-
based algorithms. This is in line with previous results using



(a) Image data

(b) Best, region 1 (c) Best, region 2

(d) 2nd best, region 1 (e) 2nd best, region 2 (f) 2nd best, region 3

Fig. 5.  Visual comparison of the best and the second best optimum
found from the image data. It can be seen that the second best optimum
corresponds to a situation where the image is divided into three regions
instead of the desired two regions.

NCG [6]. It can also be said that NCG is highly competitive
against algorithms based on VB EM. While in many cases the
median performance of NCG is almost equal to algorithms
based on VB EM, it seems to generally find the best optimum
more often than the other algorithms. With the current
implementation, it depends on the data which algorithm
performs the best.

It might be possible to further improve the performance
of NCG. The CPU time required by the algorithm is mainly
spent on two things: on the evaluation of the gradient and on
performing the line search. Therefore it would be worthwhile
to study how various other line search methods compare
against the quadratic polynomial interpolation based line
search used here. It might also be possible to completely
eliminate the need for a line search by using a scaled
conjugate gradient algorithm [8] with natural gradient.

Further research is also required on determining exactly
what kind of data is most suitable for the NCG algorithm. It
is known that EM-like algorithms are prone to slow conver-
gence in situations where the inference of latent variables is
difficult, such as in the case of the cluster data with small
values of R [11]. Based on the results shown in Figure 4(d),
it can be said that NCG seems to be superior to VB EM in
such cases. Interestingly, the pattern search method seems to
also remarkably improve the performance of VB EM with
such data.

VII. CONCLUSIONS

The aim of this work was to gain knowledge on the
performance of the natural conjugate gradient algorithm on

learning models in the conjugate-exponential family. When
compared to the standard algorithm for performing varia-
tional inference in this family of models, the variational
Bayesian expectation-maximization algorithm, we acquired
experimental data which suggests that the NCG algorithm
is highly competitive with VB EM when used to learn the
mixture of Gaussians model. Especially the quality of the
optima found using NCG seems to outperform VB EM in
some cases. It should also be emphasized that while being
a fairly complex algorithm to derive and implement, NCG
generalizes to a broader family of models than VB EM.

On the question of which one of the compared algorithms
is the best choice for learning the mixture of Gaussians
model, it is fairly easy to conclude that given its simplicity
and good performance across a wide range of data sets VB
EM accelerated with pattern searches is the best choice.
However, with certain types of data NCG might help finding
a better local optimum.
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