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Abstract

Data-driven approaches have been profoundly studied and successfully applied for process
industries, such as in the development of inferential sensors. Among a variety of modelling
techniques, the latent variable modelling approaches are widely preferred, which can learn
informative features from massive industrial data. In order to make latent variable models
more practical for process data analytics, the temporal correlations should be considered
in feature extraction. Following the probabilistic modelling procedure, dynamic models are
developed in this thesis to describe the latent feature. Besides several probability models,
novel inferencing algorithms are elaborated for different application scenarios.

In most chemical processes, features with large inertia and small varying velocity are
believed to be more informative. By imposing this modelling preferences as prior distribu-
tions of model parameters, the first contribution of this thesis builds the dynamic latent
features under a fully Bayesian framework. The preference for large inertia is implemented
through a constraint and a prior distribution for the dynamic model of latent features,
namely the transition function. The consideration of regularization is implemented through
the generative model of raw process data, namely the observation function. Based on the
variational Bayesian inference, a novel learning method is developed to extract the slowly
varying features and learn model parameters.

The second contribution of this thesis forms a transition function for the constrained
latent features. As a hierarchical extension of the hidden Markov model, it describes a
dynamic model for the probabilities of discrete variables. By using the Beta distribution
to replace the Gaussian distribution, the novel transition function retained similar dynamic
characteristics in the constrained domain. The preferred region of transition parameters
can be determined for Bayesian inference. In this feature extraction model, a non-linear ob-
servation function is used to learn the constrained feature from unconstrained observations,
where novel smoothing and marginalizing algorithms are created.

In the third contribution of this thesis, a more practical observation function is proposed

to extract dynamic features from multiple operating regions and outlier contaminated data.
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Specifically, multiple linear models are utilized to accommodate switching operation regions,
and a heavy-tailed noise distribution is used to improve robustness. In order to integrate
multiple observation models into the unified dynamic latent feature, a novel Bayesian state
estimation algorithm is developed. In its online application, the proposed method is also
extended to general multiple model state estimation.

In the fourth contribution of this thesis, another observation function is proposed, which
generalizes the ARMAX identification problem under the probabilistic framework. In this
work, the dynamic latent feature is used to represent the random (time-variant) time delay,
and the proposed Bayesian algorithm can solve the problem of parameter estimation and
time delay estimation jointly. In particular, the random time delay is studied for three
scenarios, where a static model, a hierarchical model, and a Markov model are developed.
With the consideration of temporal correlations, the Markov model provides better per-
formance for system identification. Besides, the hierarchical model also demonstrates its
effectiveness of modelling sequentially independent time delay.

The practicality of these proposed feature extraction models and inferencing algorithms
are verified using numerical examples, benchmark simulations, and case studies on indus-
trial data. Specifically, the application includes modelling the emulsion quality from the
subsurface recovery process, modelling the steam quality from the steam generation process,

and a target tracking problem with multiple models.
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Chapter 1

Introduction

In this chapter, the motivations of this thesis are introduced at first. Literature related to
process data analytics is reviewed for latent variable modelling and probabilistic modelling.

After that, the outline and the contributions of this thesis are provided.

1.1 Motivation

In the process industry, abundant sensors and transmitters are installed for control and
monitoring applications. In the corresponding Process History Database, both steady and
dynamic behaviours can be recorded for the target process. In recent years, with the de-
velopment of data analytics technologies, historical data becomes more valuable for process
control and optimization. For example, in the robust optimization problem, historical data
can be used to learn statistical moments and confidence regions to describe the uncertain
constraints [1]; in the root cause analysis problem, historical data can be used to extract log-
ical connections between process variables [2]. Besides its use in preliminary data analysis,
availability of historical data makes the data-driven approaches viable for model develop-
ment. For example, in the statistical process monitoring approaches, the model can be built
by using the data from normal operating regions and then be used to detect and diagnose
conditions that are deviated from the normal operations [3]. The essence of historical data
can be learned as a model, upon which the real-time decision can be made once new data
samples have arrived.

In this thesis, the objective of analyzing process data is to build a model for the on-
line estimation of key process variables. Monitoring of key process variables, typically
the quality variables in chemical processes, is important for process operations. Real-time
availability of these variables is crucial for control and optimization. However, hardware

instruments do not always work satisfactorily. Advanced analyzers, such as those based



on nuclear technologies, may be useful in pilot projects. However, they usually suffer from
reliability issues and have a high maintenance cost in practical applications. For example,
in a bitumen recovery process of the oil-sand industry, maintaining multiphase flow meters
for produced emulsions can be prohibitively expensive. As a conventional solution, sparse
accurate measurements can be obtained from the sampled product. Usually, these results
can be used for certain regulatory and performance reports. However, because of the slow-
rate and time-consuming analyzing procedure, they are not sufficient for Advanced Process
Control. As an alternative solution, estimating key process variables with inferential sensors
has become a more favourable solution for the on-line measurement of key process variables
[4, 5, 6].

There are several noticeable features and advantages of inferential sensors in comparison

with traditional instrumentation.

e Performance satisfaction. The sampling rate of input variables is normally fast, which
makes the outputs of the inferential sensor granular enough for the online application.
More importantly, the customized regression model can be established and optimized

for certain real-time application scenarios.

e Insight of processes. Since the regression model of an inferential sensor is built from
historical data of the designated unit, the parameters can reveal the connection be-
tween regularly measured process variables and the quality variables. Besides, the
prediction performance of soft sensors will also be improved by taking both process

knowledge and data analytics into consideration.

e Robustness. The inferential sensors are more than a regression model. As an in-
tegrated algorithm package, the inferential sensor protects the model by using data
preprocessing and filtering techniques, which can improve the robustness in the pres-

ence of abnormal situations.

e Adaptation. The inferential sensors are often implemented with an adaptation mech-
anism, which conducts the on-line updating by using the latest reference samples.
With the inherited parameter learning methods, further improvement of inferential

sensors can be realized automatically with the addition of new process data.

It can be observed that the essential part of an inferential sensor is the predictive model,
which predicts the quality variables from the related and reliable process measurements. In

ideal cases, this model can be determined based on physical understandings and conservation



laws, such as establishing the mass balance and the energy balance equations. However,
similar to the hardware instruments, the knowledge-based models can frequently fail due
to unattainable physical assumptions, biased process measurements, and harsh operating
conditions. On the other hand, with the increasing size of process data and the well-
developed data analytics algorithms, data-driven models are proved to be useful in those
situations [7, 8, 9]. The main advantage of data-driven methods is their flexibility for various
applications. Typically, for the chemical processes with a variety of operating conditions,
the historical data becomes more important in dealing with the modelling challenges. In
what follows, two industrial processes will be briefed to introduce the primary interest of

this thesis.

Producer |~ Injector |r—
. Well (7 Well |7
Analyzer L
Pump R ¢
_ 1 Stearm” Bstumeq
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\ Down-Hole Part |
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Figure 1.1: Sketch of SAGD Subsurface Recovery Process

The first process is about the subsurface portion of the Steam Assisted Gravity Drainage
(SAGD) process. In this subsurface recovery process, two horizontal wells are drilled into
underground bitumen reservoir, where the high-pressure steam is injected through the top
injector well to heat the heavy crude oil, and a mixture of oil and water (emulsion) is
pumped out through the bottom producer well. The injected steam is used to form a steam
chamber in the bitumen reservoir. The heated bitumen can flow down along the edges
of this steam chamber. In order to maximize water usage and monitor the production
efficiency, the composition of produced emulsion should be measured. Specifically, an on-
line estimation of the total flow rate of water and oil (myater + Moi) and an associated
composition ratio (—Twater » 100%) are desired for subsequent control applications.

Muwater TMojl

Based on the physical understanding, the production of oil (m,;) is known to be highly



dependent on the chamber’s condition, such as the chamber temperature, the chamber
pressure, and the porosities of bitumen reservoir. Unfortunately, such properties are difficult
to measure or only sampled sparsely in reality. On the other hand, many other process
measurements can be used to infer those hard-to-measure ones. For example, Figure 1.1
illustrates a typical topology for one well-pair. Available input variables are shown with
green boxes, and the most prominent features are contained within the blue box. In some
pilot project, the advanced analyzers, as denoted in the red box, may be available to provide
the reference outputs in real-time. In more general cases, only a limited number of certain
references can be obtained from a downstream test separator. To build a “predictive” model
from available input variables to the quality variable, the latent features in the blue section

will play an important role.
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Figure 1.2: Sketch of Once Through Steam Generator Process

The second process is about generating the high-pressure steam for the injector well.
The most widely used methodology is based on Once-Through Steam Generators (OTSGs).
In this process, the fuel gas is burned with air flow to boil the feed water into the high-
pressure wet steam. Since the produced fluid is a mixture of steam and water, the steam
portion needs to be further separated before being used in the subsurface recovery process.
The efficiency of this steam generation process is closely related to the composition of wet
steam, for which a steam quality measure (;—stcam—— % 100%) is used as an indicator.
If this steam quality can be accurately measured in real-time, its operational variations can
be reduced, and the efficiency of water usage can be improved. In Figure 1.2, a brief flow
diagram summarises the process and available measurements of a typical OTSG. In this

process, the inlet flow of boiler feed water is divided into several individual passes in order

to improve heat transfer. As a common practice, fuel gas flow-rate, feed water flow-rate,



feed water temperature and pressure, and steam temperature and pressure are available.
Based on process knowledge, the crucial part of heat transfer occurs in the radiation section,
which affects the steam quality dominantly. Unfortunately, in most application cases, no
reliable sensors can be implemented there. Thus, to build an interpretable model from the
input variables (green) to the quality variable (red), it is necessary to extract the latent
variations/features in the blue section.

It can be observed that in both of these two industrial processes, the quality variables
of interest are not directly related to the available process measurements. In Figure 1.1,
the water content depends on the underlying condition of bitumen reservoir and the steam
chamber, while this condition can be indirectly determined by the injected steam and be
reflected by the “down-hole” and producer measurements. In Figure 1.2, the steam quality
depends on the operation condition of the radiation section, but available measurements of
input variables do not directly reveal this condition. To correctly model the quality variable
in such scenarios, latent variable models are usually favoured comparing to other data-driven
models. Besides, the probabilistic approaches are demonstrated to be effective in dealing
with real-world process data. In the following section, related studies and algorithms will

be reviewed for latent variable modelling and probabilistic approaches.

1.2 Literature Review

1.2.1 Latent Variable Modelling for Process Data

The historical data of most processes is rich, but it usually suffers from information re-
dundancy [8]. For example, concurrent variations from numerous process variables can be
originated from the same source, such as the correlated pressure and temperature shown
in Figure 1.2. Without an effective dimension reduction method, the regression model will
be affected by the co-linearity of process variables, which results in an inaccurate and mis-
leading estimation of model parameters. On the other hand, within a specified operating
range, most process variables can be determined by a small set of manipulated variables.
For the example shown in Figure 1.1, the pump frequency affects both “down-hole” pres-
sure and temperature. Usually, the significant variations can be captured by the pump
speed. However, for specific prediction objectives, the residual variation or the insignificant
trends could be more informative for predicting the output. For example, in one application
case, the steam quality is found to be highly correlated with the residual variation after

correlating the steam temperature and the steam pressure. Based on the above examples



and modelling challenges, the latent variable modelling techniques, or representation learn-
ing methods [10], are widely applied in learning the shared causes. Instead of building an
input-output model directly, this approach formulates a latent space to represent useful
information in the input variables.

Formulating the latent variables is a step to extract informative features from raw data,
which is critical for multivariate data analysis [10, 11]. It is expected that latent features can
provide higher effectiveness and more robustness than the raw input data itself. Originally,
feature extraction is used in image processing [12, 13] to identify specific objects. For
example, in geographical image processing, analyzers are designed to detect linear objects
such as roads and airport runways, or non-linear objects such as rivers and trails. While
applied for general latent variable models, the scope of feature extraction has been extended,
and the features are not necessarily related to the real objects. In the most important
latent variable modelling approach, principal component analysis (PCA) [14], the features
(or the latent scores) are extracted to represent the variability of multivariate observations.
In the regression-oriented latent variable models such as partial least squares (PLS) [15],
the features are extracted to capture common variations between inputs and outputs. In
these methods, specified preferences are used to formulate the latent features, for example,
emphasizing the large variance in PCA and emphasizing the large mutual correlation in

PLS.
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Figure 1.3: Validating Latent Variable Models with Regression Tasks in TEP

As a demonstration for latent variable modelling, an initial numerical experiment is
performed to test the prediction performance on the Tennessee Eastman simulation [2]. The
result is presented in Figure 1.3, where several popular regression methods are compared.
Root mean square error (RMSE) is evaluated by varying the sampling interval of the training
output samples. In practice, these large sampling intervals correspond to the slow sampling

rate of accurate output measurements. As shown in Figure 1.1 and Figure 1.2, the accurate



measurements of water content come from a shared test separator [16], and the accurate
measurements of steam quality are obtained from manual sampling and laboratory analysis.
Thus, a slower sampling rate is commonly encountered in the measurements of quality
variables. In this simulation, the ordinary least squares (OLS) method has shown degraded
performance for large output sampling intervals, but the other latent variable models provide
more consistent performance when the sampling interval increases. The best performance
in this simulation is achieved by the slow feature based regression model (SFR), which has
a more favourable modelling preference in process data analysis.

As the basis for this best regression model shown in Figure 1.3, slow feature analysis
(SFA) is an unsupervised learning approach for extracting dynamic latent features [17].
Comparing to PCA, the learning objective of SFA focuses on the slowness of latent features
rather than the magnitude of variations. To describe the slowness, an averaged varying

velocity [17] for the stochastic sequence si.7 = {s1, s2, ..., s7} can be defined as

T-1
v(s) = [H5t+1 - St” Z St41 — St , (1.1)

where E[-] stands for the average over whole sequence of features. In SFA, the latent
feature with the smallest varying velocity is favoured. Based on the above definition, an

optimization problem can be formulated to extract the slowest latent feature:

min  v(s),
g
st. st =9(Xy), Vte{l,2,..,T},
Els:] =0, (1.2)

E[s7] =1, (1.3)

where g is the encoding function, which maps each observed data sample X; to each latent
state s;. Combined with the constraints of zero-mean (1.2) and unit-variance (1.3), an
optimal solution can be attained deterministically. In this optimization procedure, these
two constraints prevent the trivial solution of a straight line. When applied to extract

multiple latent features, another constraint on mutual independence is enforced as
s 150 vi#j (1.4)

Based on the above three constraints, a complete slow feature extraction is amenable.
Specially, by using a linear encoding function g(j)(Xt) = p; - X¢, the projection can be
formulated similar to the PCA modelling, resulting in a matrix of projection coefficients

P = [p17p2a apm]



The effectiveness of SFA comes from its preference for slowness. Typically, in a chemical
process, slower variation is usually believed to be more informative than the fast variation
because of the comparatively large inertia of chemical processes. Therefore, the consider-
ation of temporal correlation between consecutive latent samples can improve modelling
performance. Based on this consideration, several variants and applications have been de-
veloped [18, 19].

In addition to the extraction methods mentioned above, latent features can also be for-
mulated according to other modelling preferences, such as through the canonical correlation
analysis [20] and the co-integration analysis [21]. Enrichment of modelling preferences and
more detailed description of latent space will improve the efficiency of feature extraction
procedure, as well as extend the application scope. Motivated by the improved result from
the consideration of temporal correlation, this thesis considers building the dynamic model
to describe latent features, which can be presented in an auto-regressive form: s; = f(s¢-1).
Consequently, the observed data is expressed as the output of a decoding function, for ex-
ample X; = g(s¢—1). In what follows, this decoding format of feature extraction and related

probabilistic modelling approaches will be introduced.

1.2.2 Probabilistic Modelling for Process Data

Generally, a feature extraction model can be formulated with two complementary formats:
one models the latent feature as a function of observations, and the other treats the observed
data as a projection from latent features. A comparison is presented in Figure 1.4. With
a set of invertible functions, these two formats are convertible. As an example, for linear
PCA, after having the encoding matrix P learned from the eigenvectors of Zthl X X}, the
corresponding decoding matrix can be modelled as P’ (the transpose of P). However, in
more general cases, these two formats have significant differences. In the encoding formu-
lation, the learning objective is usually formulated as a deterministic function of the latent
features, such as the averaged varying velocity in slow feature analysis. On the opposite,
the decoding format is commonly formulated as a maximum likelihood estimation prob-
lem, which uses a conditional distribution to describe the observed data. Based on the
specified probabilistic formation, the features and parameters with the best performance in
explaining the observed data will be the optimal solution.

For example, as the decoding counterpart of the linear PCA, probabilistic principal
component analysis [22] has been widely acknowledged. In this model, the formulation of

Xi = [h1, ..y hin]’ - St + €4 is considered, where the latent states are denoted with a vector
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Figure 1.4: Feature Extraction with Encoding and Decoding Format

S;. Based on the assumed observation noise e;, the conditional distribution of observed
data can be written as p(X | H). The modelling objective thus becomes maximizing this
likelihood function p(X | H) in terms of the parameter matrix H = [hy, ..., hy]. Unlike
the deterministic optimization techniques from the encoding formulation, the probabilistic
inference approaches can be introduced for the decoding formulation, where a variety of
probability distributions are available to reinforce the learning procedure.

As the mainstay of engineering and computer science, the probability theory is viewed
as a preferred tool in formulating models and learning parameters from data [23]. In proba-
bilistic approaches, the model can be built under an explicit prior preference, the structure
can be selected based on certain Bayesian evaluation indices, and the model predictions can
be assigned with specific beliefs for on-line usage [8]. In addition to the aforementioned
probabilistic PCA, most deterministic data analysis approaches have their probabilistic
extensions as well [24, 25]. In the following discussion, it will be illustrated that the de-
coding format and the associated probabilistic algorithms are capable of providing a better
interpretation for the latent features, and improving the learning efficiency.

First, better modelling performance is achieved by adopting a better and more robust
description of observation noises. In engineering problems, particularly for industrial process
data, the raw inputs are often contaminated by different types of noises, including outliers.
Usually, data pre-processing methods, such as wavelet analysis, can be applied individually
for a filtering purpose. However, the resultant signals could be distorted inevitably, and a
strong filter may mask informative variations of the raw data. By using the decoding format
and the probabilistic framework, the measurement uncertainties will be modelled together
with the latent features. In particular, an explicit noise term e; is used to describe the

disturbances, and the remaining part (the informative/relevant variations) can be reflected



in the latent space. By assigning an appropriate probabilistic description to e;, such as
requirements on statistical moments or certain forms of probability distributions, the noise
of observations can be well described by e;, and thus be screened out of the latent space.
For example, the robustness against outliers and sparse measurements can be improved by
using appropriate probability distributions for observed data [24, 26].

Second, the better interpretation of latent features comes from the explicit model for
latent feature si1.p. In the probabilistic PCA case, each latent state s; is assumed to be
drawn from the standard Normal/Gaussian distribution N(0,1). This description of latent
feature materializes the normalization requirements of original PCA. In the mixture mod-
els, the discrete latent states are usually formulated with a hierarchical model, where the
parsimony principle can be materialized [27]. In the emerging deep learning approach [28],
the distribution of latent state can be described by a multi-layer neural network. In the
above decoding formats, the specification of latent features is summarised by a probability
distribution of p(si.7). In this thesis, by considering a dynamic model for the latent fea-
tures, the formulation of p(s1.7) will be realized for the sequentially dependent latent states,
namely s;_1 f s;. Comparing to those dynamic statistics of s1.7 enlisted in the encoding
format, such as the velocity form in (1.1), establishing an explicit dynamic model for si.p
can provide more information and obtain more detailed descriptions for the latent feature.

With broad modelling scope comes a large solution space. Regarding the decoding
format, the maximum likelihood estimation could yield multiple solutions and might be
stuck in local optima. For example, the probabilistic PCA needs a well-established initial
point, which is usually obtained by applying the original PCA method first [22]. In order to
avoid the difficulties in parameter estimation, some assumptions about available data can
be considered in the theoretical derivation, which helps to achieve a consistent parameter
estimation [22, 25]. As for the applications on industrial data, practical challenges, such
as the time-varying parameters and the lack of distributional normality [16], can introduce
more difficulties to parameter estimation. To overcome these difficulties, from a probabilistic
modelling framework, the Bayesian inference approach [8, 26] is used throughout this thesis.

When the Bayes rule is applied to estimate model parameter, the available process
knowledge and modelling preferences can be implemented through the prior distribution of
model parameters. During the inference procedure, instead of point estimation, model pa-
rameters can be learned along with their probability distributions. Regarding the objective
of feature extraction, the Bayesian framework can also provide an explicit indicator for the

training performance [29], leading to an automatic selection of the optimal model structure.
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In this thesis, several Bayesian models and their inferencing algorithms are developed for

various modelling problems in process data analytics.

1.3 Thesis Outline

Having introduced the background of latent variable models and probabilistic approaches,
the following chapters of this thesis are organized as follows.

In Chapter 2, a review of related models and inference algorithms is provided as the
mathematical background. It focuses on two main aspects, dynamic linear models and the
variational Bayesian inference. The dynamic linear model, describing the temporal connec-
tion of latent states, is used as a basis of the decoding format for extracting dynamic latent
feature. Depending on different supporting domains, the dynamic models can be distin-
guished between the state space model and the hidden Markov model. In the first section
of Chapter 2, these two fundamental structures are reviewed under the context of feature
extraction. For each structure, a sample method is introduced for parameter estimation.
In the second section of Chapter 2, the variational Bayesian inference is introduced as an
advanced probabilistic learning approach. Its concept and usage are presented using the
general structure for dynamic feature extraction. Under this Bayesian framework, model
parameters and latent features can have flexible representations. Notably, the particle-
based representation is introduced as a preferred option. In the last section of Chapter 2,
the related particle-based algorithms are reviewed.

The novel contribution of this thesis is organized into four chapters, from Chapter 3
to Chapter 6. The first two chapters focus on designing the novel transition function
for underlying dynamics, and the latter two chapters present more practical observation
functions for the application of dynamic latent features. Figure 1.5 shows their relation in
the dynamic feature extraction process.

In Chapter 3, the aforementioned slow feature analysis model is interpreted under a
Bayesian framework. Based on a state space formulation of the probabilistic slow feature
analysis, prior distributions are developed for the transition parameters and the observation
parameters. In the inference process for those constrained parameters, a novel algorithm is
designed by integrating the importance sampling into the variational inference framework.
Based on the validation results on simulated datasets, the established Bayesian model shows
its strength for feature extraction, and the learning results are robust to randomized ini-
tial guesses. Therefore, the problem of inconsistent parameter estimation is prevented by

developing the fully Bayesian framework and using the variational inference algorithm for
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this decoding format. Based on the validation with industrial datasets, the proposed model
is demonstrated to have advantages over other similar feature extraction models. For this
inferential sensing application, the extracted dynamic features provided more accurate and
more robust predictions.

In Chapter 4, the transition function of hidden Markov model is generalized for con-
strained continuous variables. Rather than modelling the transition between discrete states,
this chapter considers the transition between their parameters. As the probabilities for the
original discrete states, they have a constrained supporting domain. In the two-dimensional
case, this latent state describes a possibility in (0,1). For such constrained states, a tran-
sition function is developed by generalizing the hidden Markov model with the Beta dis-
tribution for the two-dimensional case and generalizing with the Dirichlet distribution for
the multi-dimensional case. In this study, it is found that the transition function with Beta
distribution yields more consistent learning results for the feature extraction. The proper-
ties of associated transition parameters are shown to be comparable with the general state
space formation in Chapter 2. The connection between the transition parameters and the
averaged characteristics of latent features is studied through numerical simulations, where
the preferred regions of model parameters are provided. Thus, a guideline for selecting the
prior distribution is available for probabilistic inference. In order to project constrained
dynamic latent features onto the general and unconstrained observations, a non-linear ob-
servation function is used, which is similar to the reversed sigmoid function. In order to

learn these constrained dynamic latent features, the inference algorithm is developed under
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the variational Bayesian framework, and a particle-based representation is adopted following
the Beta distribution. As a result, the constrained and non-linear state estimation prob-
lem is solved with higher efficiency. Besides, a novel marginalization method is proposed
for estimating the transition parameters, which provides more informative estimates from
their joint distribution. Based on numerical simulations, this marginalization algorithm has
significantly improved the estimation of variance parameters. The overall performance of
the proposed model is tested with the case study on a SAGD subsurface recovery process,
where the underground variables have a constrained operating range.

In Chapter 5, the observation function is considered to have multiple linear models. In
order to model a time-varying process where the quality variable is controlled under several
operating conditions, a combinatorial feature extraction model is developed. By assuming
consistent dynamics for the quality variable under different operating conditions, the tran-
sition function is kept the same as that in Chapter 3. However, the observation function
is extended to have multiple linear models for different operating conditions. In order to
avoid false modelling caused by outliers, the observation noise is described by a heavy-tailed
distribution. In off-line learning, the number of emission models tends to be smaller when
adopting the student-t distribution. Similarly, in the online application, the switching ac-
tions become less sensitive to abnormal samples or outliers. For the inferencing algorithm,
a novel Bayesian method is developed to estimate the latent states by merging multiple
models. To determine the model structures, the variational lower bound is evaluated as a
performance index for selecting the dimension of latent space, as well as for selecting the
number of emission models. Unlike the conventional cross-validation approach, this index
has incorporated the parsimony principle through the prior distributions. Its effectiveness
is demonstrated through simulated datasets. Furthermore, a case study on steam quality
inferential sensors is used to demonstrate the strength of extracted dynamic latent features.

A study of variational Bayesian methods for multiple model state estimation problem
is also included in Chapter 5. For the general multiple model problem, both the observa-
tion function and the transition function are formulated with multiple linear models. By
solving this state estimation problem under the variational Bayesian framework, the origi-
nal estimation objective becomes a minimization problem of a Kullback-Leibler divergence.
Under this framework, the distribution of the state variable and the distribution of the
model identity variable can be optimized simultaneously. Based on an integration-based
approximation strategy, the resultant algorithm improves the estimation accuracy, as well

as reduces the computational load when comparing to other state-of-art algorithms.
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In Chapter 6, the observation function is developed to represent a likelihood function
of the autoregressive-moving-average model with exogenous inputs (ARMAX) system. In
this case, the latent feature itself represents a time-variant time delay variable. Based on
the transition function of the hidden Markov model, which is introduced in Chapter 2, the
time delay variable can be considered to possess first-order Markov properties. Usually, the
prediction error method in system identification optimizes the parameters with a determin-
istic optimization algorithm. Through the proposed probabilistic interpretation, a novel
representation of the coloured noise is used to formulate ARMAX identification as a max-
imum likelihood problem. After the corresponding validations, this maximum likelihood
formulation is extended to integrate the probability models of time delay. In this work,
the variational inference method is developed to determine the random time delay along
with identifying the parameters for the ARMAX model. The challenge in learning this
dynamic feature, namely time-variant time delay, is that the “observations” are correlated
because of the coloured noise in the ARMAX model. In other words, one instant of time
delay can affect multiple observation data samples. In order to solve this problem under the
variational Bayesian framework, an augmentation of the original hidden states is proposed,
and a novel state estimation algorithm is developed. Through numerical simulations and
industrial case studies, the proposed probability model of time delay is validated and proved
to have advantages in system identification.

In Chapter 7, concluding remarks are presented, and the possible future work and further

improvements are discussed.
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1.5 Main Contributions
The main contributions of this thesis can be summarized as follows.

1. Development of four probabilistic feature extraction models to extract dynamic latent

features based on historical process data and modelling preferences.

2. Development of an integration procedure between the variational Bayesian inference

and the particle-based algorithms to deal with constraints and non-conjugate prior.

3. Development of constrained continuous latent states with a transition function to

investigate the dynamic property of probability vectors.

4. Development of Bayesian inference for ARMAX model identification to include more

flexible and more detailed modelling structures.

5. Formulating process knowledge as the specific prior distributions of latent feature and
parameters towards better modelling performance for quality variables in process in-
dustries, particularly with application to the steam generation process and the SAGD

subsurface recovery process.
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Chapter 2

Mathematical Fundamentals

In this chapter, a review is provided for the mathematical models and the inference algo-
rithms that have been adopted in this thesis. As aforementioned, the transition behaviour of
latent features can be described explicitly through dynamic models. Here, two fundamental
structures are introduced, namely the state space model and the hidden Markov model.
As a selected inferencing framework, the variational Bayesian approach is introduced as
well, which supports the algorithms that will be developed in the later chapters. Besides,
particle-based inferencing methods are also introduced as a preliminary for dealing with

practical challenges.

2.1 Dynamic Linear Models

Dynamic linear models are capable of describing a general class of time series models. By
formulating a transition function for the consecutive states, the conditional distribution of
state s; can be modelled as a function of the preceding state s;_1. Thus, the entire state
sequence can be described by a unique probability distribution p(si.p). Usually, it only
uses a first-order transition function, and if necessary, the order can be increased by using
a multi-dimensional latent space. For the application on industrial datasets, this first-order
transition function also avoids additional inferencing and maintenance difficulties.

In this thesis, a general form of the first-order transition model is studied in the form of
st~ f(s; si-1,01), (2.1)

where 0y, represents the transition parameters. The function f(-) is modelled as a proba-
bility distribution for the state s;, where s;_1 and 6, are regarded as the associated param-
eters. Unlike the deterministic transition functions, such as the Long Short-Term Memory

in recurrent neural networks, the transition function (2.1) defines the stochastic behaviour
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of si.7. Although the consecutive state s; still depends on s;_1, it has a certain level of
variability through the transition function (2.1), which is used as a conditional distribution.
This consideration of stochastic behaviour is based on the inevitable uncertainties of the as-
sumed transition function (2.1). When adopted for process data analysis, this consideration
matches the common understanding about the stochastic behaviour of physical systems. As
a result, the possibilities of inaccurate transition parameters and low-quality observations
can be accommodated in modelling.

In the observation function, the observation sample x; is connected with the latent state

s¢ through a general form of
zy ~ (w35 8t,60p)- (2.2)

Similarly, the observation function g(-) is used to describe a probability distribution of z,
where the latent state s; and the observation parameter 6., are regarded as the parameters.
By assuming that all the dynamic behaviour has been included in the function (2.1), this
observation function is usually used as a static portion of the model, only describing the
static connections. Although other forms of non-linear functions can be utilized [30], this
basic one is preferred in many practical applications. It has the demonstrated modelling
advantage [31], as well as the associated practical attractiveness for on-line implementation
[32]. By doing so, the variation of x1.p can be split into the variation with temporal
connections and the variation without temporal connections. Usually, the first portion that
is captured by the dynamic latent features will be treated as the informative trends of
process data.

Unlike the system identification problem, there is no “input” signal in the transition
function (2.1). Based on the objective of feature extraction, it is considered unnecessary
to have the “input” signal in the dynamic model of latent features. The main reason is
that there may not exist an explicit input in the historical process data, especially for the
process with multiple control loops and a complex operational mechanism. Alternatively
speaking, the available measurements may not necessarily be the “system input” to affect
the transition of latent states. Thus, for the objective of feature extraction, available process
measurements can either be treated as the observation z; in (2.2), or become the regressors

for the quality variable y;:

Yt ~ g(Y; Tt, St, Oob)- (2.3)

In the first case of (2.2), the quality variable y; will be treated as another projection

from the latent feature. Theoretically, this strategy can also integrate ¥; into the observation
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function (2.2). However, in reality, there could be differences between x; and y;, such as
their sampling intervals. In the second case of (2.3), the latent feature is built to assist the
regression analysis between the input z1.7 and the output y1.7. As the example in Chapter
6, the latent feature is used as time-variant parameters, and the corresponding dynamic
model is learned for the possible switching behaviour.

In the remaining part of this section, two typical structures of (2.1) and (2.2) for feature
extraction are introduced. Along with them, the Expectation-Maximization algorithm will

be reviewed as a basic solution.

2.1.1 State Space Model

For latent states with the continuous supporting domain, s; € (—00,+00), the state space

model can be used by adopting a linear transition function:
st =a-si_14+w, wi~N(0,0?), (2.4)

where the additive noise w; is assumed to follow a Normal/Gaussian distribution “N” with

2

the zero-mean and the variance o2. The transition parameter is formed as ;. = {a, 0%},

and the probabilistic formation becomes
sp~ f(s; si-1,01) =N(s; a-si_1,0°). (2.5)

The coefficient parameter “a” determines the strength of this auto-correlation. For a sys-
tem with inertia, this coefficient “a” is believed to be positive, which can propagate the
similarities from s;—; to s;. For a stable system, this coefficient “a” is constrained inside
the unit circle. The variance parameter o2 (also the precision parameter p = o~2) is always
positive, reflecting the accuracy of this connection. If the mapping linearity between s;_1
and s; is not so assured or the parameter “a” is inaccurate, a larger variance (or a smaller
precision) can be used to reflect a higher uncertainty level.

By extending this transition model to the multivariate case, a basic dynamic feature

extraction model can be formulated for continuous variables:

Sp=A-S 1 +w, w~N(0,Q), (2.6)
Xy =H - St + v, vy~ N(0, R). (2.7)

As an extension of the coefficient parameter “a”, the coefficient matrix A is usually formed
as a diagonal matrix. The observation function is built on another linear mapping function

with the projection matrix H and the noise term vg. The extended noise terms wy and v, are
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modelled by the multivariate Normal distribution, which are determined by the covariance
matrices Q and R, respectively.

Comparing to the SFA method mentioned above, rather than using the whole observa-
tion sample X;, this decoding format allows X; to have a certain “useless” part vi. After
describing vi with a zero-mean distribution, it makes the latent sample Sy concentrate more
on the remaining “useful” part. More importantly, the dynamic linear model can describe
the latent feature more explicitly. In the deterministic SFA method, only required statistics
are calculated to describe the latent feature, such as through the equations of (1.1), (1.2),
and (1.3). In comparison, the explicit dynamic model (2.6) allows more detailed descrip-
tions of the latent feature. For example, if the student-t distribution is selected to describe
wg, excess kurtosis can also be considered in the learning procedure. As another special
advantage in Bayesian inference, this decoding format can implement the prior knowledge
about the latent feature onto the transition parameter. In other words, by manipulating A
and @, a preferred set of Si.7 can be defined before using the observation data.

Comparing to the probabilistic PCA model [22], rather than describing the latent feature
as a collection of independent random variables, the above dynamic linear model uses A and
@ to describe itself as an auto-correlated stochastic process. For the application of process
data analysis, where the meaningful driving forces are often believed to have the temporal
correlation, this description can provide more physical significance. From the statistical
perspective, the independence assumption in probabilistic PCA restricts the distribution of
latent feature s1.7 to have the mutual independence:

T

p(sir; 05) = [ p(se). (2.8)

t=1
Meanwhile, a transition function of latent states can relax this restriction. In the case of

first order Markov model (2.6), the distribution of s1.7 becomes

=

T
p(sur; 0s) = p(s1) - | | p(se | s1:4-1) D[ pCst | se1)
t=2

-+
[|
N

p(Su St—l) _ Ht:2 p(st, Stfl)
p(si-1) Hz:; p(st)

which actually covers the case of (2.8) as one specific realization.

=p(s1) - ; (2.9)

=

t

[l
N

After increasing the modelling scope, the parameter estimation problem has naturally
become more challenging than those for static modelling. That is, the parameters in (2.6)

and (2.7) should be determined through their interaction with the estimation of Sy.p.
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At this point, one possible approach for the maximum likelihood estimation, namely the
Expectation-Maximization (EM) algorithm, can be adopted [33]. A brief review of the EM
algorithm is presented here. In the following derivation, all the parameters in (2.6) and
(2.7) are denoted with © = {0,600 }.

First, the objective function of EM algorithm, £{q(S1.7),©}, can be formulated as a

function of parameter © and a distribution of latent feature ¢(Sy.7):

L{q(S1.7),0} =Eq(s,..) M p( X117, S1.7 | ©) + H{q(S1.7)}
:/Q(SlzT)lnp(Xl:Tasl:T \ 9)d51:T—/(J(S1:T)1nq(51:T)d51:T

Z/q(SlzT) lnp(Xl;T | @)dSLT — /Q(SI:T) ln p(
=Inp(X1.7 | ©) = Drr{q(Si.r) || p(S1:r | X1:7,©)}, (2.10)

where E,(.) stands for the probability expectation with respect to distribution q(+), and

H{q(-)} stands for the entropy of distribution ¢(-). The Kullback-Leibler (K-L) divergence

Drr{q|lp} is used as a similarity measure between probability distributions. It has been

proven that if p(S1.r | X1.7,0) varies continuously with ©, this constructed objective

function shares the same maxima ©* as the marginalized likelihood function [34]:

argmaxp(Xi.7 | ©) € ar max  L{q(S1.7),0}. 2.11

gmaxp(Xvr | ©) g o max {a(S11), 0} (2.11)

The EM algorithm, as a realization of coordinate ascent strategy for the objective func-
tion £{q(S1.7),©}, consists of iterative updating steps for © and ¢(Si.7) respectively:

(E — step) q(S17)® = arg max  L{q(S1.7), 0%} = p(S1.1r | X1.7, 0P)), (2.12)

q(SI:T)

(M —step) O = argmax L{g(S17)"*, 0}

= arg m@aux EQ(SLT)(Z) lnP(X1:T7 Sl:T ’ @)7 (213)

where the superscript (z) stands for the index of each updating step. It should be noted that
the E-step is based on the fact that H{q(S1.7)} is irrelevant to parameter ©, and the M-step
is based on the fact that the minimum of Dg{q||p} is only achieved when ¢(-) = p(:). In
this sense, the latent feature will be learned jointly with the model parameters.

In the updating step (2.12) for the latent feature, given the observation X, and pa-
rameter ), it yields the optimal solution for the posterior distribution of latent features.
Based on its formulation in (2.9), this estimation can be simplified as estimating each joint
distribution for consecutive latent states p(s¢, si—1 | Xi.7, @(z)). For this state estimation

problem, the algorithms for fixed interval smoother are applicable. Specifically, for the
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model shown in (2.6) and (2.7), the Rauch-Tung-Striebel (RTS) smoother can be applied.
As a quick review, a nominal solution for p(s;, si—1 | X1.7,©) is provided here through the

sequential forward-backward algorithm.

e Forward path, starting with p(sg | ©):
p(st | £14-1,0) = /P(Stw?tl | 21:4-1,0) dsi—1

- / p(st | 50-1.0) plsion | 114-1,0) sy, (214)
p(sta Tt ‘ T1:t—1, 6)
p(zt | £1:4-1,0)
_ P(xt ! St, @) p(st ’ T1:4—1, @)
fp(fEt | 5¢,0) p(st | £1:4-1,0) dsi

e Backward path, starting with p(sp | 1.7, ©) from the final step of forward path:

p(St \ l‘lzt,@)) =

(2.15)

p(stastfl | T1.T, @) - p(St ’ ﬂjl;T,@) p(stfl ‘ Stvxl:Tag)

=p(st | z1.7,0) p(si-1 | 8¢, 71:4-1,0)
p(st; 8i-1 | ©1:4-1, O)
p(s¢ | 21:4-1,0)
p(s¢ | 5¢-1,0) p(st—1 | T1:4-1,0)
p(s¢ | £1:4-1,0)

p(st—1 | z1.7,0) = /p(st,st—1 | 1.7, ©) dsy. (2.17)

= p(st ‘ T1.T, 6)

= p(s¢ | 211, ©) , (2.16)

On the basis of above derivations, the E-step algorithm can be formulated not only for the
latent feature in (2.6) and (2.7), but also for other dynamic features with more sophisticated
realizations of (2.1) and (2.2).

In the updating step (2.13) of model parameters, namely the M-step, detailed methods
should be subjective to the problem at hand. For example, based on the formulation of
(2.6) and (2.7), the transition matrix A, the emission matrix H, and the covariance matrices

@ and R can all be optimized based on the quadratic function In p(Xy.7, S1.7 | ©):

max Eq(sy.0) np(X1.1, S1.7 | ©)

T
S B Egsin{—(T=1) - |Q =Y [S;—A- 8] Q' [Si— A S;1]
A =2
T
~T-Wn|R =) [X,—H-S) R [X,— H-5]}. (2.18)
t=2

In this formulation, the expectation Eyg, ) can be achieved from (2.17) and (2.16). It
should be noted that given ¢(S1.7), the optimization step of each model parameter is inde-

pendent from each other.
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2.1.2 Hidden Markov Model

For latent states with a finite set of possible values, s; € {1, ..., k}, the hidden Markov model

is usually applied via a transition model:
Pr(s; =i|si—1=7)=aij, Vi,je{l, ... k} (2.19)

Different from the probability density function p(-), here Pr(-) is used for the probability
mass function. By enumerating every combination of two consecutive states, the transition
parameter 6 = Apxip = [aijlij=1.. 4, can provide a comprehensive description for the
dynamic behaviour of s1.p, such as calculating its stationary distribution p(ss) and return
time [35]. In the corresponding probabilistic formation, the categorical distribution “Cat”

can be used [23]:

k
St ~ f(S; Stflaet” = Cat(s; A::St—l) = Hai,st—l[szﬂa (2'20)
=1

where [-] is the Iverson bracket. Given s;_1, a column vector of the transition matrix,

A

osi_1 = |@isy_1li=1, k, can be selected as the k-dimensional parameter vector for this
categorical distribution. Based on its definition in (2.19), each column of this transition
parameter Ay must regulate its elements to have the unit-sum. Comparing to the state
space model that has 6, = {4, Q}, this transition function only uses 6, = Agx) to deter-
mine p(sy.7).

In the observation function, each possible value of s; should be assigned with an obser-
vation probability, which is based on its interaction with the observation sample z;. If x;

also has a finite set of possible values x; € {1, ..., p}, the observation function can be formed

as
Pr(zy =i|sg=7)=hij, Vie{l,..,p}, je{l,... k}. (2.21)

Similar to matrix Agxy, the observation matrix 0o, = Hpxr = [hijli=1, p;j=1,-- k has the
constraint of unit-sum for each column vector. However, process observations are normally
continuous-valued. In this case, s; can be used as a mode identity variable to determine
the distribution of observed samples. Generally, two kinds of observation functions can be
proposed to relate between the discrete data and the continuous data. In the first case, the
observation sample X; is assumed to have a Normal distribution, where the mean and the

variance are determined according to s;:
Xy ~ N(X; mU), RO, if st = 7. (2.22)
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In the other case, the connection between the observation sample X; and the quality variable

y; can be determined by the latent state s;:
ye ~N(y; HY - Xy, RY), if st =J. (2.23)

In these realizations, the observation function parameters usually contain k parallel sets,
such as k vectors of [m()] j=1,-- & to describe the possible mean vector and & matrices of
[RW)] j=1,. .k to describe the possible covariance matrix. Based on the selecting criterion s; =
7, the probability connection between the continuous X; and the discrete s; is built on these
parallel sets of parameters. To proceed with the probabilistic inference, a unified description
of the observation function is provided here as a summary of the above discussion:

k

p(Xe | se) = [[p(Xe | s = )=, (2.24)
j=1

where the Iverson bracket [] is used.

The parameter estimation for s;.7 with discrete value is similar to that for the continuous
case. According to the EM algorithm, the objective function can be transformed from (2.10),
which converts Eq.y, H{q(:)}, and Dkr{q||p} to the objective function for the discrete
variable. For example, the K-L divergence Dg1{q||p} is converted to

k

Dir{a(se) || p(s)} =D a(se = i)In a5 = 1) (2.25)

i=1

Thus, the iterative updating steps can be generalized from (2.12) and (2.13):

(E — step)  q(s1.r)™ = p(sir | X1.0,00), (2.26)
(M — step)  ©FFD — arg max By 1x,.0.00)) Inp(X1.1, S1.7 | ©), (2.27)

where the superscript (z) stands for the index of each learning step. Similarly, the E-step
(2.26) estimates the posterior distribution for the sequenced latent variables, and the M-step
(2.27) optimizes the model parameters based on a given distribution of latent variables.

In the E-step, the algorithm (2.14) — (2.16) is still applicable when learning q(sy.7)®).
Besides this sequential algorithm, a parallel forward-backward algorithm is reviewed here,
which is more efficient in learning the discrete state s;. To estimate the posterior p(si.7 |
X1.7,03)) with the form of (2.9), each elementary distribution can be factorized as
s ,0) =

p(Xt:T78t78t—1 | Xl:t—la @)
Sty St—1 | X1.7,0) =
Plse, st-1 | X1.x, ©) p(Xer | Xi4-1,0)

& p(Xig1:7 | 5t,0) pse | X1:4,0), (2.28)
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o p( X1 | 86,0) p(Xe | 5¢,0) p(st | 86-1,0) p(si—1 | X1:4-1,0), (2.29)

where the Markov property and the chain rule are used. On the basis of above factorization,

the parallel forward-backward algorithm is presented as follows.

e Forward path, starting from p(sg | ©) = 1:

(st | X14,0) o< p(ye | 51,0) Y p(se | 51-1,0) plsi-1 | X121, 0). (2.30)
St

e Backward path, starting from p(Xpy1.7 | s7,0) = 1:

p(Xip1r | 56,0) = Y p(Xrsor | s141,0) p(Xega | s141,0) plsenr | 5,0).  (2.31)
St41
Here, the summation ) s, enumerates all possible values of s;. Because of its finite sup-
porting domain, the discrete s; here has a simplified normalization procedure in comparison
with the continuous case. As a consequence, the backward path becomes independent of
the forward path. In practice, this property also facilitates a parallel estimation algorithm
for latent features, which increases the computational efficiency.

In the optimization step for ©*+1) namely the M-step, detailed algorithms depend
on specified models [36]. Typically, for the observation function parameters, the learning
algorithm is determined by the selected observation function, such as that introduced in
(2.21) — (2.23). As for the transition function parameters 6y = [a; ;i j=1... k, because of
their independence from 6, in the M-step, it is usually optimized individually. For example,

an optimization can be performed as

T . .
(e+1) _ 2= Pr(se =1, 511 =)
Sy Pr(si—1 = j)

where the numerators come from (2.29) and the denominators come from (2.28).

, (2.32)

2.1.3 Practical Deficiency

Two structures of dynamic linear models and their inference algorithms have been intro-
duced so far. However, from both modelling and inference perspective, the above solutions
are not yet sufficient for complete process data analysis.

From the modelling point of view, these structures are too general to be useful for
extracting representative latent features. In Chapter 1, it has been discussed that the
latent features should be formulated to represent certain process variations. For example,

Figure 1.3 shows that the “meaningful” variations should have large inertia for certain
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applications. Besides this slowness preference, the informative features may also contain
either stationary or non-stationary behaviours. In the structures mentioned above, however,
the latent features are built for almost all types of variations. In order to learn certain
variations with these general structures, a large number of observations, with repeated
dynamic behaviours, are required for parameter estimation. Unfortunately, in practice, not
all dynamic behaviour is repeated frequently. Thus, the model structure should be more
specific for specific trends or modelling objectives, where some constraints and preferences
are desired.

From the inference point of view, the parameter may not be optimally identifiable from
the likelihood function directly. To have the shared optimal point with the maximized like-
lihood function p(Xi.7 | ©), the EM algorithm requires a condition [34]: p(Si.7 | X1.7,9)
must vary continuously with ©. In the structures mentioned above, this condition may not
be satisfied. An intuitive example can be found in the case of multiple realizations of a state
space model [37]. Through the similarity transformation, multiple sets of model parameters
can yield the same marginalized likelihood: p(Xi.7 | @(1)) = p(X17 | @(2)). Thus, a struc-
tural regulation is essential for the uniqueness of the estimation. As a well-known example
of the structural regulation, the probabilistic PCA [22] forces the covariance matrix R in
(2.7) to be a diagonal matrix, as well as the latent features are restricted to be mutually
independent. In the following chapters, several structural constraints will be illustrated
based on specific application scenarios. Besides that, a Bayesian inference framework is
introduced in the remainder of this chapter, which improves the uniqueness property of

parameter estimation through the prior distribution p(©).

2.2 Variational Bayesian Inference

After introducing model structures for dynamic feature extraction, a general probability

formulation can be written through the following conditional distributions:

p(S1r | 0) and  p(Xiq | Sir,Oob)- (2.33)

It should be noted that the case with output variable related observation function is also

included, since

p(yir | X1, 511, 000) = p((y1:r | X17) | S17,00b) = D( X1 | S1:75 Oob)-

Thus, either the observation Xi.7 or the observation pairs XLT = y1.r | X117 can be
determined according to the latent feature Sy.p. In this section, the model (2.33) is used as

an introduction to the variational Bayesian inference.
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As a Bayesian approach, it first assigns the model parameters © = {6y, 0,,} with a prior

distribution:

p(© | n) = pOu | mr) - P(Oob | Nob)- (2.34)

Here, n = {n,mop} is the set of hyper-parameters, representing the prior belief about the
transition function and the observation function. According to this prior distribution and

the marginalized likelihood:

p(X17|©) = /p(XI:T | S1.7,000) - p(S1.7 | 04r) dS1.7, (2.35)
the posterior distribution of model parameters can be formulated through
p(X17 [ ©) -p(© | n) p(X1r | ©)-p(© | n)
0| Xi.r,n) = = . 2.36
POIXr ) ="t TaX @) p@ e F

With an explicit expression of this distribution, the optimal estimate of the parameters, as
well as the estimate of uncertainties can be obtained. Unfortunately, the derivation for this
exact posterior is usually computationally prohibited. Especially for the case with latent
feature Si.7, the calculation of likelihood term in (2.35) and the denominator in (2.36) will
contain the inseparable integration between Si.p and ©. Without further simplification,
such as letting R — 0 in model (2.7) [25], calculating this integration is generally an NP-
hard problem [23]. Furthermore, if the prior distribution (2.34) is not a conjugate prior to
the likelihood (2.35), the exact posterior distribution may not belong to a known distribution
family. As a conventional solution, the maximum-a-posterior (MAP) method can provide
the point-estimation for ©. However, on the other hand, it fails to evaluate the estimation
uncertainties and cannot use them in the inference procedure. In this thesis, the variational
Bayesian inference is introduced as a more advanced learning strategy.

According to the definition of “variational”, this method optimizes a proposal distribu-

tion of unknown (to-be-estimated) variables to approximate the true posterior distribution:
q(St.1, ©) = p(S11, © | X, ). (2.37)

The proposal distribution is usually selected to have an explicit form, which makes it easier
to estimate this proposal distribution than to calculate the integrations. Thus, the infer-
encing objective can be transformed to the minimization of the distance between the two
distributions in (2.37). From the probability point of view, several divergence functions
are available to describe this distance. Here, the K-L divergence D1 {q||p} is used for the

variational Bayesian inference:
Dkr{q(S11,0) || p(S1.7,0 | X1.7,m)}
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q(Sl:T7 6)
(S1r,© | Xi1,m)

As an asymmetric function, Dgr{q||p} is selected instead of Dgr{p||q} because of the

:/Q(SI:T79) lnp dSi.r de. (2.38)

advantages from using the explicit properties of ¢(Si.7,©). In most of other divergence
functions, including Dxr{p||q}, there are additional challenges owing to the integration
operation of (2.38).

According to the chain rule, the marginal distribution of observed data p(Xi.7 | n) only
depends on the selected model structure and the hyper-parameter 7, which are irrelevant to
the proposal distribution ¢(S7.7,©®). The variational Bayesian inference uses this concept

to convert the minimization problem of (2.38) into a maximization problem:

Inp(X1 | ) = / 4(S10,©) np(Xyr | n) dSvr dO

p(X1.7,S1.7,0 | 1)
— [ ¢(Sir,0) 1
/Q( u1;©) HP(SLT,@\XLT,??)
(

p(X1.7,S1.7,0 | 1)

dSi.r d©

= /q(Sl;T,@) In dSl;T d®

Q<SlzT79>
Q(SLT,@)
+ [ ¢(S1.r,©) In dSy.r dO
/Q( ur:©) p(Si.1,0© | X1.1,m) B
= Lys1.0,0) T Drr{q(S1.1,0) || p(S1.1, © | X1.7,m)}- (2.39)

Because of the constant value taken by Inp(Xj.7 | ), minimizing the K-L divergence in
(2.38) is equivalent to maximizing Lyg,.,,0). Since the K-L divergence is always non-
negative, L,(g,.,,0) becomes a lower bound measure for In p(X1.7 | 7). It is usually called

the variational lower bound, which is a function of the proposal distribution:

(X1:T7 S12T7 ) | 77)
q(S1.1,0)

:/Q(SLT;@) Inp(X1.7, S1.7,© | ) dS1.7 d© + H{q(S1.7,0)}. (2.40)

dSi.7 dO©

p
EQ(SLT,Q) :/Q(SLT,@) In

In this expression, H{q(-)} is used in the same way as that in (2.10), and the joint likelihood
of observations, latent features, and model parameters can be established according to model

(2.33):
p( X171, S1.7,0 | n) = p( X117 | S1rsO0b) - D(S17 | O) - D(Oob | Mob) - POty | ). (2.41)

To maximize the variational lower bound L (g, ;. @), multiple optimization methods can
be adopted from the variational calculus. In order to obtain an efficient solution, mean
field assumption [38] is generally applied to reduce the computational load in the varia-

tional Bayesian inference process. This assumption decomposes the proposal distribution
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to a product of independent proposal distributions. Usually, this factorization procedure
is determined by the probabilistic dependencies in the likelihood function. Based on the

likelihood in (2.41), the mean field assumption gives
Q(51:T7 @) = CI(SI:T) : q<90b) : Q(Ht'r)- (242)

On the basis of this introduced probabilistic independence, the coordinate ascent strat-
egy can be applied to update the individual proposal distributions. For example, by keeping
q(0op) and q(6,) unchanged, the variational lower bound L, . ) can be simplified as an-

other K-L divergence, which only has one unknown part ¢(S1.7):

‘Cq(Sl:T) = [’q(SLT,G)) ‘ Q(Gob)7 Q(Gtr)
:/Q(SI:T) q(Oob) q(0ir) np(Xi.1, S1.7,© | ) dS1.r dOop dOy + H{q(S1.7)} + const.

- / a(Str) [ / 0(000) In p(X 1z | St o) A0+ / 4(0) Inp(Syr | Our) sy | dSir
+ H{q(S1.1)} + const.

_ DKL{Q(SLT) || c- e]Eqwob) lnp(XlzT|51:T790b)+Eq(9tT) lnp(Sle\Qtr)} + const.. (2'43)

In this derivation, const. stands for the constant value, and the normalizing factor c is used
to transfer the exponential term to a probability density function. As a result, the optimal

q(S1.7) can be derived given q(0,) and q(64):
In q*(SLT) = El](gob) lnp(XlzT ’ SiT, 901)) + Eq(gtr) hlp(Sl;T ‘ Htr) + const.. (2.44)
Similarly, the updating equation for ¢(6;.) and ¢(6,,) can be derived as

Ing*(01) = Egsy.) mp(Str | O4r) + Inp(Or | 1) + const., (2.45)
Inq*(0op) = Eg(s,.,) mp(X1.7 | S1:7, 00b) + I p(Oop | Nob) + const.. (2.46)

2.2.1 Comparison with Expectation-Maximization Algorithm

Based on the equations (2.44) — (2.46), an iterative algorithm, namely variational Bayesian
Expectation-Maximization (VBEM) algorithm, can be developed. It can be observed that
this algorithm has a similar structure as that of the EM algorithm. For the dynamic feature
extraction problem, a comparison between these two iterative algorithms is presented in this
section.

First, the objective functions of EM algorithm (2.10) and VBEM algorithm (2.40) can
be compared through

£§ﬁ5{\3),® = Eq(s5,.0) mp(X1:1, Str | ©) + H{q(S1.1)},
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LT = By(s, .0 mp(Xir, Sir, © | 0) + H{g(Srr, ©)}

= Ey(s,.0,0) mp(X11, S1r | ©) + H{q(S1:1)} — Drriq(©) || p(© | 1)}

(VBEM)
q(Sl:T7®)

assumption in (2.42). There are two differences that can be observed: (1) both ¢(Si.7) and

It should be noted that £ has been further simplified based on the independence
q(©) are used in the VBEM algorithm to calculate the expectation of joint log-likelihood
term Inp(Xy.p, S1.r | ©), instead of only using ¢(S1.7) as in the EM algorithm; (2) the
VBEM algorithm adds an additional K-L divergence between ¢(©) and its prior distribution
p(© | n). In the following discussion, the advantages of VBEM are illustrated based on these

two differences.

0.5
0 [
0.4
A+
0.3
S =
ol 7]
0.2 27 l
—True's'
0.1 * True 'h' —+—'s' from True 'h'
Estimated 'h' -3 \/ 's' from Estimated 'h'
0 —— Estimated p(h) ‘ ¥ ‘ ——'s' from Estimated p(h)
1 2 3 4 0 10 20 30 40 50
h t

Figure 2.1: Advantage of Using Parameter Distributions

The first extension of VBEM can improve the learning performance of ¢(Si.7) in the
iterative steps. In the VBEM method, the model parameter © is described by a probability
distribution, which contains much more information than a single point estimation. By using
this distributional description of ©, the E-step can be generally improved. As an example,
Figure 2.1 compares the updated ¢(S1.7) between EM and VBEM. In this example, one-
dimensional latent feature and one-dimensional observation are generated from (2.6) and
(2.7) accordingly. Specifically, the coefficient parameter in the observation function is set as
h = 2, where “h” is used for one-dimensional H. As an intermediate result in the iterative
algorithm, the estimated “h” can be assumed to have a distance from the true “h”. Here
in the left plot of Figure 2.1, the intermediate result of EM algorithm (2.13) is assumed
to be “h” = 3, and the intermediate result of VBEM algorithm (2.46) is assumed to be
q(h) = N'(h;3,1). In the right plot of Figure 2.1, the estimation results from the following E-
step are compared, where the mean values of ¢(S1.7) are plotted. It can be observed that the

estimate from VBEM (the blue curve with crosses) is closer to the optimal estimation (the
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red curve with dots) than the estimate from EM (the green curve with circles). Intuitively,
it is because that the distribution ¢(h) has included the true “h” with a certain possibility,
which can contribute to learning the correct si.p. Technically speaking, the variance in
q(h) has enlarged the uncertainty of the observation function so that the state estimation
algorithm has less confidence in the observation samples. Therefore, ¢(s1.7) becomes more

robust to the inaccurate observation parameter.

0.4

Figure 2.2: Kullback-Leibler Divergences between Normal Distributions

The second extension of VBEM is an implementation of the Bayes rule, which uses
p(© | n) to regulate the learning of ©. It is materialised through the subtracted K-L
divergence Dgr{q(®©) || p(© | n)}. Conceptually, the proposal distribution that is far
from the prior distribution will be penalized more in Eé‘(/s?if\é)). As a visualization, some
estimated Normal distributions are plotted in Figure 2.2. The distance between these
dashed proposal distributions and a prior distribution p(¢) = N(6;0,1) is shown in the
legends. Other than introducing this quantitative measure about dissimilarity, this K-L
divergence Dir.{q(0O) || p(© | n)} is also useful when implementing the constraint on model
parameters. For example, if some parameters are defined as positive values only, the prior
distribution will have p(# < 0) = 0. According to the definition of K-L divergence in (2.25),
any proposal distribution with non-zero probability for § < 0 will make Dg1.{q(0) || p(0)}
towards the positive infinity:

0 o0
Diesa(®) 190} = [ a0 a0+ [ a0)n W0
q(9)

+oo
~ oot /0 (o) n 5 d6. (2.47)
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From the optimization point of view, this constraint of model parameters has been in-
tegrated into the objective function, and has been transferred to the updated proposal

distribution ¢(0).
2.2.2 Limitations of Variational Bayesian Inference

In the above introduction of variational Bayesian inference, the mean field assumption in
(2.42) is necessary for tractability of the inference procedure. Without this assumption,
the iterative updating is not amenable. However, this assumption also introduces a gap
between the optimal proposal distribution and the exact posterior distribution. According
to the Bayes rule, even if 6; and 65 are independent in their prior distribution, the posteriors
p(61 | X) and p(62 | X) are mutually dependent given the likelihood p(X | 01, 62). Thus, the
divergence in (2.38) can never become zero after introducing the independence assumption.
As an intuitive example, if the exact posterior is a multivariate Normal distribution with
a non-zero covariance term, Cov(f1,62) # 0, the two independent distributions ¢(6;) and
q(62) can never converge to this posterior.

Without the mean field assumption (2.42), the proposal distribution ¢(S1.7,©) has the
ability to reach the exact posterior distribution. However, from practical consideration, this
assumption (or approximation) is necessary. First, the resultant model is usually expected
to be used for the prediction of future data. In particular, the model parameters © =
{04,000} will be used to extract features from future observations. However, ¢(Si.7) is
learned only for the past (training) samples. The proposed feature extraction method
should use © independently from ¢(S1.7). Comparing to separating © from ¢(S1.7, ©) after
the optimization procedure, directly optimizing the independent distributions will be more
efficient for model interpretation. Also, from the computational point of view, without
the independence assumption for ¢(S1.7) and ¢(©), the complexity of updating ¢(©) will
also increase with the number of training samples. Thus, the independence assumption is

necessary for the variational Bayesian inference in order to yield an implementable result.

2.3 Particle Based Algorithms

One important advantage of variational Bayesian inference is the flexibility of selecting
proposal distributions. To achieve the approximation (2.37), any type of probability distri-
butions may be used as the proposal distribution in (2.42). In conventional applications,
the proposal distributions are usually selected for computational convenience. For example,

when the conjugate prior is selected, the proposal distribution will be in the same distri-
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bution family [39]. However, as discussed in Chapter 1, the prior distribution in this thesis
will not necessarily be limited by the conjugate prior. There are two main reasons: (1)
the likelihood formulation of a specified feature extraction model may not always have a
conjugate prior, (2) the prior distribution will be determined by certain constraints and
preferences for the specific problem.

To have more flexibility for modelling process data, the particle-based representation is

introduced for the proposal distribution:

N

ax(0) = - 260 = 09), (2.43)

where N is the number of particles, and §(-) is the Dirac delta function. In this section,

three particle-based inference approaches are reviewed.

2.3.1 Sampling Algorithms

Based on the representation in (2.48), most applications of a probability distribution can
be realized through the sampled particles. Specifically, if a sufficient number of particles
6(1+-N) have been sampled from ¢(6), any ¢(6) related integration can be approximated by
the particle representation gy (6):

¥ o109 = [ 16) a(0) do. (2.49)

j=1
For example, in the variational updating step (2.44), the expectation E(6) and E(0-6') can
be approximated by using gy (#). According to the central limit theorem, the approximation
error of (2.49) will follow a converged distribution:
o2
[Eor (0 (6) = By f(0)] ~ N (0, 3), (2.50)

as long as the variance of f(#) is not diverged with respect to ¢(6):
UJQc = Eq(g)fQ(e) — [Eq(g)f(H)F < +00. (2.51)

To achieve this convenience of approximating gy (), it is important to ensure that a suffi-
cient number of particles are generated exactly from ¢(0).

It is known that given the cumulative distribution function F'(6) of a probability distri-
bution, sampling from this distribution can be easily achieved. In this approach, the inverse
function F~! is used to yield the target samples by manipulating samples of the uniform

distribution “U” [23]:

6 =F"tu)~ dF(6), if tu~ U(0,1).
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However, for our inference tasks, the target distribution cannot be known by its cumu-
lative distribution function. For example, the normalizing constants in (2.45) and (2.46)
are generally unavailable. To solve this problem, the importance sampling technique is
introduced.

In the importance sampling algorithm, the particle based distribution gn(#) is extended

to include a weight for each particle:
N . A .
an(0) = w56 =09)). (2.52)
j=1

To be consistent with (2.48), these weights are constrained to have Z 1 w') = 1. By using
these additional parameters, it is not required that the particles are generated from ¢(6).
For instant, a distribution py(6) can be used if eligible samples 6(1N) can be drawn from
it. Then, the difference between po(#) and ¢(#) will be accounted by the weights w M),
as long as ¢(#) can be evaluated at any specified point of #. Specifically, these weights will
be calculated from

N

Zw(j) =1, Vj: w ocq@P) / po(dW). (2.53)
j=1

With these weighted particles, the integration procedure becomes

Zwﬁfé' ) e /f ) po(6 de_/f (2.54)

It can be observed that a weighting function is defined in the importance sampling:
w(f) = 1?0(—(%)). While applied in variational Bayesian inference, for example to estimate

q(0yr), this weighting function can be separated from the variational updating step (2.45):

Inq(6s) = Inw(0) + Inpo(0)
= Eys,.0) np(St.1 | O1r) + p(O4r | mer) + const.,
= Inw = Eqg(sy.0) mp(Str | 0;];)) + const.
Hg) ~ po(0ir) = p(Or | Ner).- (2.55)

Thus, the importance sampling technique becomes a suitable solution for the variational up-
dating step. In the next chapter, more specific discussion will be provided for incorporating

the importance sampling into the variational Bayesian inference.
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2.3.2 Particle Filter and Smoother

After the importance sampling is introduced for updating model parameters, another particle-
based algorithm can be adopted for estimating ¢(S1.7). According to (2.44), this updating
procedure is amount to deriving a state estimation algorithm with the additional consider-

ation of parameter distributions:

In q*(Sl;T) = Eq(g) lnp(XlzT, Si.r ’ 9) -+ const.
= IEq(@) lnp(XlzTa SI:T ’ 9) - IEq(@) lnp(XlzT | 9) + const.,

= ¢*(S.p)=c- ¢Eq(o) mp(S1:7|X1.7,0) (2.56)

Since Eqg) Inp(X1.7 | 0) is independent of Sy.7, it is omitted in the following derivation of
learning ¢(S1.7). One can also treat this case as replacing ¢(6) with the Dirac delta function
[23]. Also, the one-dimensional latent feature s1.7 is considered in the following illustration.

Similar to the aforementioned sequential forward-backward algorithm, the particle-based
state estimation consists of two sequential paths: particle filtering (forward) and particle
smoothing (backward). There exist several variants of the filtering path, as well as of the
smoothing path [40]. Here, a sample algorithm is included to illustrate its applicability in
extracting the dynamic latent feature. First, the particle representation of each latent state

can be illustrated with a set of particle-weight pairs:

N
o (s0) =@ 8(s¢ —s) = plse | X1,
j=1

N
g (s6) = S w” 8(s¢ — s) = pse | Xir). (2.57)
j=1

In the filtering path, both particles and their weights will be determined, but in the smooth-
ing path, only the weights will be recalculated. Here, a common assumption has been added
that the transition function should be available for sampling the particles, which has actually
been indicated by the form in (2.1).

Similar to the Kalman filtering algorithm, the filtering path updates gy (s; | X1.¢) recur-

sively. First, the predicted distribution is obtained based on sampling procedure:
s ~p(se |89, 0,), Yi=1,..,N, (2.58)

where the initial particles can be generated from p(s; | 6;-). Then, these particles are

weighted by the observation function for the filtered distribution:
b o p(X; | s9,0,4), ¥V j=1,..N. (2.59)
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The efficiency of this filtering algorithm is usually determined by the distribution of zbgl""’N)

[40], such as through an effective number: 1/ Z;V: 1(ﬁ)§j ))2. If the sampled particles have
diverged too much, this indicator will become small, and the re-sampling algorithm should
be applied to update the particles.

After the particles are generated for the entire sequence and the filtered distributions
are ready, a recursive reweighing function can be applied for obtaining the smoothed distri-
bution. According to the general backward path in (2.16) and (2.17), this smoothing path

can be derived as

S S s | Xq.
p(st | Xl:T) = /p(3t+1 |X1:T) p( e | t) p( L | l.t) d8t+1

p(si+1 | X1:t)
P(St41 | 5t) p(Se1 | Xvor)
fp(3t+1 | s¢) p(se | Xixt)
(k

o §(s; S(j))/ p(see1 | 56) Sny wgi)l 6(St41 — 5t+)1)

I (s | s0) SN, @ 8(s — s")ds,
N (k)

(j)) Z Wi p(5t+1 | st)

/\

p(se | Xit)

dsty1

2
Mz

dsii1

.
Il
—

[
&
™~

St =S¢ k U I
= i Sl siﬁl [50) Sy iy 6(si— i) dsy
S ~(7) - t—lT—)l p(3t+1 | St ) ()
= E w, g 3(st —s77). (2.60)

NO)
211 Y St+1‘st)

<.
Il
-

In the third row above, the approximation is made by using q(f ) and q](\?) in (2.57). Com-
paring the final result to the representation in (2.57), the adjusted weight for smoothing

path can be obtained as

(J)

p<s§i?1 | s@)
Z t+1 (2.61)
k= Zz 1w (3t+1 ’ 3 )

With the above estimation procedure for obtaining particles and their weights, a particle-

based representation ¢(Si.7) can be updated in the variational Bayesian inference. In the
forth chapter of this thesis, the above inferencing approach will be modified to extract the

constrained dynamic latent feature.

2.3.3 Stochastic Variational Inference

Other than being used to represent ¢(©) and ¢(S1.7), the particle-based algorithms can also
be applied to optimize the parameters in the proposal distributions. For example, if the
proposal distribution can be parametrised by the variational parameter 7), optimizing this

proposal distribution ¢(© | 7) will be equivalent to optimizing the variational parameter 7.
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Based on the objective function defined in (2.40), the optimal proposal distribution will be
obtained at the maxima point of #*.
If the corresponding gradient V;Lys, . @) can be calculated with respect to 7, the

following stochastic optimization approach can be applied:

ﬁ(z+1)

= ﬁ(Z) + pZ : vﬁﬁq(SIT7®)
ﬁ(z) + ps - [vﬁEq(Sl:T:@) hlp(Xl;T7 Sl:T | @)

= VaDrr{q(© | 1) [ p(© | n)}], (2.62)

where p, is a step-size variable for the updating step z. For the second part in this gradient
term, the K-L divergence V;Dgr{q(© | ) || p(© | n)} is usually an analytical function
of 7. For the first gradient part, the following particle-based algorithm can be used to

approximate this gradient calculation:

vTAI Eq(ShT,@) lnp(Xl:T7 St ‘ @)
=93 [ Eyisu mp(Xrir 5171 ©) 4(© | )0

= [ By (s, Sir 1 0) 93000 | )t

:/Eq(SLT) lnp(Xl:Ta Sl:T | @) Q(@ | ﬁ) v’f] lnq(@ ‘ ﬁ)d@

N
1 ; oA
~r 2 Byt np(X1r, Sur | ©9) 7, Ing(01) | ), (2.63)
j=1

where the particle ©U) is independently sampled from q(© | 1). Therefore, given 7?, a

sufficient number of parameter particles O, N)

can be generated for this approximation.

In practice, after ¢(© | 77) being parametrised within the exponential distribution family,
Vilng(®U) | /) can also be calculated analytically for each # = #(*) [41]. Thus, the
stochastic optimization approach in (2.62) can be realized. By adopting this particle-based
inferencing approach, the variational Bayesian inference has become more attractive in

dealing with large data sets [41] and has been widely used for improving the deep neural

networks [28].
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Chapter 3

Bayesian Learning for Slow Feature
Analysis *

In this chapter, based on the probabilistic formulation of slow feature analysis, a novel
learning framework is proposed to extract dynamic latent features. Under this full Bayesian
framework, the prior knowledge of process dynamics is materialized as a Beta distribution
for the transition parameters. Unlike the conventional method dealing with a static model,
in this study, a latent dynamic model is learned by considering the nominal velocities of the
latent features. By applying the variational Bayesian inference, the estimation uncertainties
can be accounted for by using a probabilistic description for model parameters. By using a
variational lower bound as the evaluation indicator for this learning process, the number of
latent features can be determined automatically. Through the modelling tasks on simulated
datasets and an industrial application case, the effectiveness and practicability of this feature

extraction method have been demonstrated.

3.1 Introduction

In the process industry, the on-line measurement of quality variables constitutes an indis-
pensable part of process control and optimization. Due to the unsatisfactory performance
of real-time hardware instruments, inferential sensing technologies, which make predictions
with commonly available process data, became favourable alternative solutions. Because of
unattainable assumptions and simplifications in first-principles formulations, they usually
cannot be effectively applied to prediction tasks. Meanwhile, the increasing number of in-

strumented sensors and a large number of historical records make the process data analytic

*A version of this chapter has been published in Ma, Yanjun, and Biao Huang. “Bayesian learning for
dynamic feature extraction with application in soft sensing.” IEEE Transactions on Industrial Electronics
64, no. 9 (2017): 7171-7180.
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a strong modelling alternative to build inferential sensors [7]. As a data-driven project,
the most challenging task is to develop a model for accurate real-time measurement for the
quality variables.

In order to build predictive models, the properties of historical data are worth delib-
erately exploring, such as discussed in Chapter 1. Specifically, an effective dimensionality
reduction method and appropriate feature selection criteria are required to avoid misleading
regression coefficients and avoid losing informative features for quality prediction. Based
on the above considerations, the modelling approach with the dynamic latent feature, as
discussed in Section 2.1, is considered in this chapter. From the modelling point of view,
these applications formulate a latent space to filter data and propagate information from
the input space to the output space, instead of directly building an input-output model,
and expect to achieve more effectiveness and robustness of the predictions through building
relation on this latent layer.

Since the inferential sensing usually serves as the supplement for a control improvement
project, where the output of inferential sensor could be used as the input for a feedback
controller, the original target system is often operated by less satisfactorily designed con-
trollers. Along with the inevitable fluctuations and the inertia of processes, process data
contains dynamic properties encapsulated as temporal correlations among process variables.
Ignoring process dynamics will inevitably limit the ability to discover the statistical map-
ping, and lose important information conveyed from stochastic data sequences. Most of
the current considerations of process dynamics focus on the temporal correlation in the
observed sequences directly, such as including lagged data samples for a dynamic augmen-
tation [42, 43]. However, as the representation of observed process data, the extracted latent
features can also contain and in fact better represent dynamic properties, which makes them
more suitable to capture the hidden driving causes of process variations. Unfortunately, for
general process data analytic with the assumption of the steady state, inadequate efforts
have been made towards revealing data dynamics other than the statistical analysis of pro-
cess data. One of the approaches considering the dynamic connection in latent space is the
subspace identification [44, 45], in which the definition of states is inherited from system
identification, influenced by inputs and revealed by outputs.

On the other hand, the process variables in inferential sensing applications may not
be the inputs of a physical system. Instead, they are usually measured outputs of other
variables. The features that are mathematically projected from these measurements will be a

better choice to effectively and efficiently capture process trends, sharing the similarity with
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feature extraction in pattern recognition. Another approach, named as slow feature analysis
(SFA) [17], constructs the latent space by minimizing the averaged difference in the sequence
of latent features, formulated as a variant of independent component analysis (ICA). This
approach combines the noise removal advantage of ICA and the slowness preference in
process modelling, based on which the performance of quality variable prediction and process
monitoring can be improved through modelling and monitoring in the latent space [46].
As the mainstay of engineering and computer science, the probability theory is viewed
as the best tool to formulate models and estimate parameters from data [23]. As pre-
sented with the probabilistic in Section 2.2, the model can be learned with an explicit prior
preference, the structure can be selected according to specific evaluating indices, and the
predictions can be assigned with specific beliefs in application [8]. With a quadratic objec-
tive function and relatively clean data sets, the deterministic methods, such as eigenvalue
based approaches can solve the modelling problem. However, as a deterministic solution,
the objective is dictatorial and difficult to evaluate in the whole context of feature extrac-
tion. Moreover, the projection matrix is likely to down-weigh more noisy measurements
of the inputs. In order to provide better insights into feature extraction, the knowledge-
based modelling preference should be mathematically merged into the model evaluation,
where a probabilistic framework is naturally adopted. Most of deterministic data analy-
sis approaches also have their probabilistic extensions [22, 24] to be robust to abnormal
sampled data and allow more extensions from the original version. In the dynamic latent
variable extraction of this chapter, the probabilistic approach and the Bayesian framework
can provide compact interpretation for dynamics in the latent space, and related inference

algorithms can merge the prior preference with the model of observations.

3.2 Problem Statement

In this chapter, a novel Bayesian dynamic feature extraction method is proposed to discover
latent features along with auto-regressive properties, sufficiently capture process fluctua-
tions, and predict quality variables from latent features. The feature extraction established
in the Bayesian framework is capable of bringing two significant advantages: the integration
of process knowledge and historical data, and the completeness of simultaneous parameter
and states estimation. The first one is to be achieved by using a random variable to describe
the varying velocity of each latent feature and formulating its probabilistic dependency. The
second one is to be obtained through a compact Bayesian approximation algorithm, which

not only approximates the posterior of model parameters but also evaluates the model
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structures with an explicit index.

This chapter proceeds as follows. In the next section, the feature extraction is formulated
with a probabilistic framework, and detailed explanations are provided. In the third section,
the parameter estimation and the model learning technologies are introduced, along with
the proposed modifications and extensions. The fourth section demonstrates the strength of
our modelling algorithm in a simulated data, a benchmark simulation and a real application

in industry. Finally, concluding remarks and future perspectives are presented.

3.3 Probabilistic Formulation

In this section, a probabilistic framework is formulated to connect data and the latent space,
as well as a layer of prior distributions for parameter estimation. Based on the modelling
objective, the feature extraction is designed to represent the process dynamics by sequences
of autocorrelated latent variables. With the probabilistic interpretation of SFA [25], further
characteristics of the latent features and the Bayesian framework are discussed with the

following state space formulation:

St :A'St_l + wy, Wt NN(O,Q), (31)
Xt =H- St + V¢, Vg N(O, R), (32)

where A is a d-by-d matrix to model the auto-correlation, H is a m-by-d matrix describing
the projection from latent space to observations. Both the transition noise and the observa-
tion noise are assumed to have the multivariate Normal distribution A/, with the covariance
matrices (Q and R respectively.

For the aforementioned model, imposing the independence condition forces the transition
matrix and the covariance matrix in (3.1) to be diagonal: A = diag{ai,...,aq} and Q =
diag{ pg_l), o p((i_l)}. In addition to de-correlating input space, the model with independent
latent features allows the process dynamics to be represented among different frequency

bands, without interfering each other [47].

3.3.1 Statistical Dependency

In order to incorporate the modelling preference and describe dynamic properties explicitly,
some characteristics of the latent features need to be investigated. For the proposed feature
extraction model, the preference of different velocities can be used as a guide. To exploit
the varying velocity, or the “slowness”, explicitly, the stationary constraint is considered for

the latent feature S in (3.1).
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The stationary constraint forces the latent variable sample S; to have an invariant
mean and an invariant variance for prior, which states that given a set of parameters,
p(St) = p(S¢—1) for any time ¢t. As inherited from conventional constrained in slow feature
analysis, the zero-mean in (1.2) and the uni-variance in (1.3) are adopted. This constraint
is not only inherited from traditional latent variable models but also based on physical
understandings about target processes. In most of the inferential sensing projects, quality
variables are operated in a continuous manner, requiring the extracted features to capture
the continued variations.

To impose these constraints in the state space form, an additional equation for transition
parameters are introduced. Since the latent features are considered as independent, this
constraint is also discussed for one-dimensional case. For the i-th feature s, the stationary

constraint is implemented as (3.3) and (3.4):

SzEZ) = ay S§?1 + 'wgl)v wwgl) ~ N(Ovpz_l)7 (33)
where :  a?+p;t =1, p;>0. (3.4)

By imposing (3.4), if ng'_)l follows the standard Normal distribution A/(0, 1), it can be verified
that sgi) will then follow the same standard Normal distribution according to the first order
Markovian property. Thus, the original constraints in SFA, (1.2) and (1.3), are satisfied
now with probabilistic interpretation [47]. Other than constraint (3.4), to better represent

the concept of “slow” feature, the support domain of the transition coefficient is limited as
a; € (0,1), Vie{l,..,d}. (3.5)

Since p; stays positive, |a;| must be smaller that 1. The negative part is eliminated in this
study to avoid the extreme noisy variations.

Intuitively, this constraint states that to maintain a constant variation level, the feature
with weaker auto-regressive strength will be affected more by the noise. As one can see
from (3.4) that a smaller a; corresponds to a larger variance of noise p; !, Based on this,
each pair of diagonal terms in A and @ shrinks to one free random variable (p; = ﬁ),
and the averaged varying velocity in (1.1) can be represented by and controlled through tlhe

auto-regressive parameter a;:
o(s) = E [Is” = s, 12| =2 (1 - a0). (3.6)

For a visual illustration, two independent features under invariant distribution assumption
are shown in Figure 3.1. The one with larger value of a; demonstrates an obviously slower

trend comparing to the other.
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Figure 3.1: Latent Features with Different Varying Velocities

This random variable based representation of varying velocity allows the modelling strat-
egy to optimize each a; within a probabilistic framework for all observed data, rather than
only maximizing it without considering other performances, such as SFA does [17]. In the
proposed Bayesian framework, by assigning a prior distribution to each coefficient param-
eter a;, the prior knowledge of auto-regressive dynamics can be integrated mathematically.
For example, while there exist a prior guess for the time constant of informative trends, it

can be converted as a prior distribution for this parameter:

S(s) K
Gp pr— p—
U(s) T7s+1
Ts Ts
= sg=¢€ 7 1+ k(l—e 7 ) ug
Ts
= a=€ T, (37)

where Gy, is a transfer function between U and S in the frequency domain and Ty is the
system sampling interval for its discrete counterpart. It can be observed that for this first
order system, its time constant is related to the transition coefficient of auto-regression
function (3.3).

As discussed in Chapter 2, the joint distribution of observations X.7 and hidden features

S1.7 represented by (3.1) and (3.2) plays a central role in statistical inference, which is
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expressed as following conditional distribution given a set of parameters {A, H, R}:
P(XI:T, SI:T ‘ A, H, R) = p(XlzT | Sl:Ta Ha R) : p(SlzT | A)
T T
= [Ip(X: | S, H,R) - [[1np(S: | Si-1,A) - p(Sh). (3.8)
t=1 =2
Based on joint likelihood in (3.8), the Maximum-Likelihood is amenable [47]. However, in
order to fully utilize the integrity of probabilistic framework and incorporate the parsimony

principle, the proposed feature extraction strategy is formulated in a Bayesian framework

with the prior distributions for parameters.

3.3.2 Prior Distributions

One major innovation of this chapter is introducing a prior distribution for the constrained

transition parameter A. Based on that, the modelling preference of varying velocity of

latent feature S can be implemented through the connection in (3.6). For each element a;,

Beta distribution is chosen as the prior distribution to govern the continuous value of a; in

the range of (0,1):

(ai)® (1 —a;)% !
B{aa, Ba}

The parameters of Beta distribution, a, and 3,, as the hyper-parameters for entire Bayesian

Beta(ai | aayﬁa) =

(3.9)

model can determine the preferred varying velocity. In Figure 3.2, the left plot shows the
cases that larger a; possesses larger prior probability, representing a preference of slower
features; the right one shows the other way around with a specified varying velocity (E [a;] =

0.3).
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Figure 3.2: Different Choices of Hyper-Parameters in the Beta Distribution

Another important component is the parsimony principle in formulating multiple latent

features. In most tasks of modelling [48] and identification [49], since the divergence caused
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by over-fitting is not desired, the model with less complexity or a lower order is preferred.
In the proposed structure of observation function (3.2), this preference is translated to using
zero as an expectation for the prior mean of emission matrix H. For one row vector h; in

H, the prior distribution can be selected as the Normal distribution:

—

hi ~ N(0,Ayh), (3.10)

where Ag is a d-by-d precision matrix for the strength of prior information. With such
prior distributions, the posterior estimation of H tends to be zero while the likelihood from
observation, p(Xy.7 | S1.7, H, R), is not significant for non-zero H. This mechanism allows
the Automatic Relevance Determination [50], which can reduce the weight of irrelevant
latent features during the inference procedure. Besides, particular prior distributions, such

as the exponential distribution, can be chosen for stronger dimensionality shrinkage [51].

N4
7N Ve _\\\ 77N
mo,Po — > Sk ,H\ Sk /' CH — A
/ . P N > /’

Xx <— R b ay By

Figure 3.3: Proposed Bayesian design for slow feature extraction

At this point, the hierarchical probabilistic graphical model corresponding to model
(3.1)-(3.2) can be summarized in Figure 3.3. The probability expression of its directed

connections are summarized as
p(Si | Si—1, A) =N(Sp; A-Sp_1,Iq— A%, Vi=2,..T, (3.11)
p(Xy | St, H,R) = N(Xy; H- Sy, R), vt=1,..,T, (3.12)
where I is the d-dimensional identity matrix and the covariance of transition noise @ is
replaced with I; — A? for simplicity. These two likelihood terms are detailed probabilistic

connections for latent features and observations in (3.8). The prior distribution or the

hierarchical modelling is expressed as

d
p(A | O‘awBa) = p(diag{ah ...,ad} ‘ Oéa’ﬁa) = HBeta(ai§ aaaﬁa)a (313)
=1
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m

p(H | Ao) = p([ha, ... hun] | Ao) = [N (hi; 0, A1), (3.14)
=1

p(R | ay, By) = p(’Yil T | ey, By) = G(vs ay, By), (3.15)

p(S1 | mo, Po) = N'(S1; 0,1a). (3.16)

As illustrated before, distribution in (3.13) provides the prior distribution for varying veloci-
ties, and the prior of row vectors of emission matrix H is expressed in (3.14). The covariance
of emission noise R is set as the scaled identity matrix, where I,,, is the m-dimensional iden-
tity matrix. This prior distribution is adopted from the probabilistic mapping strategy [22]
to model each observation dimension with an equal weight; the usage of Gamma distribution
G(-) as conjugate prior in (3.15) facilitates the parameter estimation procedure. Regard-
ing the prior distribution for initial state in (3.16), the standard Normal distributions are
assigned for each dimension, mg = 0, Py = I, which is accordance with the original slow

feature analysis.

3.4 Variational Inference Methods

Regarding the parameter inference work, Bayesian learning methods gain their popularity
because of the explicit synthesis of data and modelling preference. Based on a set of given
probability dependencies, specific estimation algorithms can be formulated to incorporate
different uncertainties. As the feature extraction model has been formulated as the di-
rected probability graphical model shown in Figure 3.3, which is an extended model from
Dynamic Bayesian Network [36], the posterior distribution of parameters {A, H, R} and
latent features Si.7 can be determined simultaneously. Because of the high dimension of
parameters, the analytical derivation of posterior distribution is prohibitively expensive.
As illustrated in Chapter 2, the approximate Bayesian inference is applied to obtain the
applicable posterior distributions.

The joint log-likelihood of observations Xi.7, latent features Sy.7, and model parameters

{A, H, R} is presented as
lnp(XlzTaslzTaAv HvR | aavﬁaaAOaa’yaﬁ’Y)

T T
= Inp(Sy [ mo, Po) + > Inp(S; | Se-1,4)+ > Inp(X; | Sy, H,R)
t=2 t=1

d m
+ Y Inp(a; | aa, Ba) + > Inp(hi | 0, Ag) +Inp(y | ay, By)- (3.17)

i=1 =1
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Based on introduction of variational algorithms in Section 2.2, proposal distribution of the

latent features and model parameters can be used to approximate their true posterior:
q(S1r, A, H, R) = q(S1.r) 9(A) ¢(H) ¢(R). (3.18)

The updating for all components will be derived from above joint likelihood, such as for the

proposal distribution of latent features ¢*(S1.7):

In q*(Sl:T) - ]Eq(A)q(H)q(R) [IHP(XI:T7 Sl:T7 Au H7 R | Qg 6(17 A07 Qy, /8’)/)] + COnSt., (319)

where the q(A)q(H)q(R) is obtained from the previous updating step.

In the linear case, most of distribution updating steps can be facilitated by assigning
the prior as conjugate of the likelihood [52]. For example, we choose the prior of elements
in R to be inverse Gamma distribution. According to the Bayes rule, these prior distribu-
tions will uniquely yield posterior distributions with the same form as their corresponding
priori, leaving only their parameters to be updated. Typically in this chapter, the updating

equations for H and R are obtained as

¢ (H) = [ a (i) = TN (hi; i, A7), (3.20)
=1 =1
7"(R) = q"(7) = G(v; &y, B,). (3.21)

The stepwise optimal hyper-parameters are derived as

T
Ai = Ao+ (7) D (SeSh), (3.22)
t=1
T
e =AY () Y (S - X1, (3.23)
t=1
T.
Gy = 0y + va (3.24)
m T T T
By =By + SIS XOXD =23 XDy (i) + (> (S8 (ha! 3.25
TPy Ty kMt ¢ \Pt) r 1S¢) (hihi) } - (3.25)
i=1 Lt=1 t=1 t=1

In these equations, (-) is the shorthand for statistical expectation of a random variable
under its own distribution.

While the conjugate exponential family significantly reduces the load of calculation,
solutions to updating equations for ¢*(S1.7) and ¢*(A) are not straightforward: the first
one requires the uncertainty compensation in the sequenced data, and the difficulty for the
second one is from handling non-conjugate prior (Beta distribution). In what follows, the

detailed development for these two updating steps will be illustrated.
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3.4.1 Estimation of Dynamic Latent Features

In order to obtain the updating equation for latent features Si.7, the following transforma-

tion is made according to the Bayes rule:

In¢* (S1.7) < Bg(ayq(r)qry I p(X1.1, S1:7, A, Hy R | ta, By Moy iy, By)]
- E lnp(Xl:T7S1:T7A7H7R ‘ Oéa,ﬁa,A(),O(,y,ﬁ,y)
a(Aa(H)e(R) p(Xl:TyAaHaR | aaa/BayAOaa'yyﬁ'y)

+ lnp(XlzTa Aa H7 R | Qgq, Bav A07 Qry,y /8’7)]
= ]Eq(A)q(H)q(R) [lnp(SlzT | XI:T7 A, H, R)] . (326)

While given a set of distributions of parameters, the expectation of In p(X1.7, A, H, R | ...) is
independent from the distribution of latent features. The final term of this transformation
p(S1.r | X117, A, H, R) brings out a state estimation problem based on the model in (3.1)
and (3.2). In the case with deterministic value of model parameters, the optimal solution
can be obtained through Kalman smoothing algorithm [53]. However, under this Bayesian
framework, the parameters are given as the probability distributions instead of the point

estimations, where the uncertainty of parameters implies following inequality:

IEq(A)q(H)q(R) [lnp(SI:T | XI:N7 A7 H7 R)]
# Wnp(Sir | Xir, (A), (H), (R)). (3.27)

In the linear case with Gaussian distributed latent states, the difference between two
sides of inequality (3.27) can be determined through the fluctuation terms [54]:
(A (I — A%~ (({Ia — A" - 4)

((Iq — A%)~1) ’
Fo=(H"-R™"-H)~ (H')(R™")(H), (3.29)

Fr=(A - (I;— AL A) - (3.28)

where F; stands for fluctuation from the transition function, and F, describes fluctuation
in the observation function. Because of the non-zero property of these fluctuation terms,
using the right side of (3.27) directly from the Kalman smoothing algorithm will introduce
error to the latent feature. In the study of [54], factorized components of these fluctuation
terms are applied to compensate this differences, making the original Kalman smoothing
algorithm feasible for the left side of (3.27).

With the fluctuation terms identified, it can be factorized as U4 and Up through the

Cholesky decomposition:
UA . U1,4 — Ft,
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Ug-Up =F,.

The inequality can thus be compensated by augmenting each observed data vector X;, the

emission matrix H, and the covariance matrix R with these components:

5 [<H>a Ua, UB], Vt:].,...,Tf]_,
m‘{um,@ Usl, if i t="T, (3.31)
R = diag{(R), 14, 14} (3.32)

Regarding the transition parameters, the adjustments are performed as

(A (I — A2
A= 55

Q=((lq— A% H™" (3.34)

It should be noted this transformation is a little bit twisted comparing to the direct transfor-
mation, such as (A) or (I;— A%). However, these replacements are based on the expectation
terms on the logarithm expansion for the state likelihood in (3.11). Based on above re-
placements, a time-varying state space model with augmented observations and augmented

model parameters can be derived as the following model:

St NN(;{ St—17©)7
X, ~ N(H; - S, R), (3.35)

where these parameters are all deterministic values. Based on this augmented model, a

solution equivalent to (3.26) is given below:

]Eq(A)q(H)q(R) [lnp(Xl:T7 SI:T7 A7 H,R | Uq, ﬁcw A07 ) B'Y)}
= hlp (SI:T | XLT, Av, @, f‘jl;T, é) + const.. (3.36)

Thus, solving the posterior on the right side of (3.36) will provide updated distributions for
latent features Sq1.p in VB framework, where the optimal solution for this posterior in the
model of (3.35) is the Kalman filtering and smoothing algorithm [33].

The updated distribution of ¢*(S1.7) will then be used to calculated the expectation of
latent states. In the learning framework of this chapter, the required statistics include (S;),
(S¢S]), and (S;_15}). Based on the illustration in Section 2.1, the posterior distribution
of latent states can be obtained in the form of p(S; | X1, g, QV,ITILT, é) and p(Si—1, S |
X 1.7, ﬁ, @, H 1.7, ﬁ) As in the linear model with Normal distributions, these statistics are

available from result multivariate Normal distributions.
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3.4.2 Estimation of Transition Parameters

The last set of parameters to be estimated is diagonal elements in the transition matrix A.
The prior distribution in (3.13) is determined by considering both the support domain in
(3.5) and the modelling preference on dynamic properties. However, the selection of Beta
distribution makes it a non-conjugate prior for the likelihood in (3.11). Consequently, the
posterior distribution does not belong to any known analytical distributions. In Section
2.3, particle-based algorithms have been reviewed for such challenges. In this chapter, the
importance sampling methods are adopted for the transition parameters.

Since each latent dimension is assumed as independent from each other, it will be up-
dated individually then. The updating equation for the i-th term can be detailed with an

explicit form:

i)

Ing(a;) = 111p(<81 ) | ai) +1Inpla; | aq, fa) + const., (3.37)
T
i T7—-1 1 1 i) G 1
where : lnp((sg ) ai) = 5 In = -3 t§2<3§ )Sg )>1 —
ZT LN 00y
+ 2 (s,” 1st af b t:1<st S >1 —Za?' (3.38)

The elemental statistics <8§?18§i)> and <5£le§i)> are obtained as the diagonal terms of whole
statistic of (SyS]) and (S;—15]). It is true that the rest off-diagonal terms are ignored in
learning the transition coefficients, which becomes an inevitable assumption in this proposed
learning structure.

As a sampling technique, importance sampling uses samples to stochastically approx-
imate the exact posterior distribution. In its procedure, a support distribution (po(z)),

which has a wider non-zero domain than the target distribution (¢(x)), is proposed to gen-

erate Monte Carlo samples. When the importance vector of the target distribution over the

q(z)
po(z)

value of the target distribution can be asymptotically obtained with these independently

support distribution (w(z) = ) is achievable for each sample point, any expectation

drawn samples:

if@(j)) ) N%O/f ) po ( dm—/f (3.39)
=1

where N denotes the total number of samples. Regarding the updating step for ¢(a;),
the support distribution is chosen as the prior distribution py = p(a; | @g,Ba), and the
importance weight can be evaluated from the likelihood term p((sglzf) | a;) in (3.38). The
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required statistics should also be estimated from the sample based distribution g(a;). Here,

three required statistics are derived below to utilize the ¢(a;) in VB formulation:

((Ia — A) ™) = diag{(p1), .., (pa)}, {pi)

I
=
—
ST~
>
[
g
/N
Q
S~
.
=
——
—
w
i
()
N—

<.
Il
—
—
|
S

(A(lg — A*)7Y) = diag{{p1 a1), ., (pa aa)},  (pi ai)

<
Il
—_
—_
S
&L~
()
—

I
.MZ
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()

where a;”’ is the j-th sample drawn from Beta distribution for a;, and N the total number

of samples.

3.4.3 Variational Lower Bound

The learning objective of variational Bayesian learning algorithm is the variational lower
bound of evidence probability, for which the general formulation has been given in Section

2.2. Here the specified formulation for the proposed feature extraction model is detailed as

Lo(s1:1)q(A)q(H)e(R) = Eq(s1:1)q(A)q(H)q(r) M P(X1:1, S1:7, A, H, R | ta, By Mo, iy By)
+H{q(S1:T)} + H{q(A)} + H{a(H)} + H{a(R)}. (3.43)

The first term is about the expected complete likelihood. Based on the formation in (3.17),
it is achievable with the aforementioned proposal distributions. For entropy of distribution
q(S1.7), a representation of chained Normal distributions are utilized as

(S1,52) q(S2,53) -+ q(Sr-1,57)
q(S2)---q(Sr-1) '

With above factorization, the entropy H{q(S1:7T)} can be obtained as a summation of

a(Sir) = 1 (3.44)

individual entropies. For the parameters with conjugate prior (H and R), the required mo-
ments can be obtained directly from estimated probability density function. For transition
parameter a;, the entropy is approximated through a histogram based estimation [55].
Typically, in our feature extraction model, the dimension of latent space d is selected
according to the corresponding lower bound value. Although with different values of d, the
lower bound is maximized with different realizations of hyper-parameters, its maximized
value still represents the best data explanation we could obtain given d [29]. In the next
section, this dimension determination is examined on a constructed data set, and further

utilized in a regression task.
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3.5 Simulations

In this section, properties of the dynamic latent feature extraction model and its appli-
cation in prediction, namely the Bayesian dynamic feature regression (BDFR), are in-
vestigated. The principal component analysis with its regression application (PCR) and
slow feature analysis with its regression application (SFR) are also performed as compet-
ing algorithms. First, three feature extraction methods are compared in constructed data
for dimensionality reduction. After that, the predictive abilities are tested on the simu-
lated Tennessee Eastman Process (TEP) and a real inferential sensor modelling problem

in the oil sands industry. Throughout this section, the hyper-parameters are chosen as

{aa, Ba, Mo, oy, oy} = {5, 1, diag{1, ...,d},1,1}.
3.5.1 Numerical Examples

In the constructed data, five sequences of the latent feature S* are generated with different
varying velocities: A* = diag{0.99,0.90,0.50,0.43,0.24}, and a randomly generated emis-
sion matrix H{,,5 projects S* to the 10-dimensional observation data X*, along with a
certain degree of emission noise: X; = H{y,5 - S} + v;. Besides that, a regression vector
T«5 = [0.4,3,0.2,1,6] provides a sequence of quality variable y* from the latent features:
yr = biys - S; + t;. This contrived data is constructed from the linear dynamic model in
(3.1) and (3.2), where a good result of BDFR will prove that the Bayesian dynamic fea-
ture extraction is able to effectively model this generated data. Besides this verification
for Bayesian estimation, further discussions on the applicability of the proposed model in
Figure 3.3 will be performed later on.

As the fundamental property of feature extraction methods, the evaluation of each
latent sequence helps to determine the optimal dimension of the latent space. In Principal
Component Analysis, the explained variance of each feature (¢2) forms an importance index.
In Slow Feature Analysis, the latent features are formulated according to the velocity (A),
which is the importance index in measuring the slowness. In our method, values of lower
bound for each latent dimension d are calculated for the dimension reduction. Figure 3.4
compares these three indices that determine the latent dimension in different methods.

The significant difference between these three indices is that the first two generated by
PCA and SFA are monotonously increasing or decreasing, while the third one has a maximal
point. The latent dimension of PCA and SFA cannot be determined by their extreme points

from this unsupervised procedure. However, as explained in the probabilistic framework, the
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Figure 3.4: Unsupervised indices to determine the latent dimension

maximal point in our evaluating index indicates an optimal value of the latent dimension.
In the third plot of Figure 3.4, the dimension of 5 (or 6) is more suitable since a relatively
high value of lower bound is reached, which matches better to the theoretical value.
Latent dimension can also be determined by their predictive abilities. With different
latent dimensions, the prediction result is evaluated through the Pearson correlation co-
efficient on a validation data set. The performance is shown in Figure 3.5, where BDFR
can give the highest correlation coefficient for the same dimension selected according to
Figure 3.4. While the other two methods require cross-validation, the Bayesian dynamic
feature extraction is capable of utilizing the probabilistic lower bound to determine the

optimal latent dimension, and its optimality is reflected by prediction performance.

3.5.2 Process Data Examples

In this section, the proposed Bayesian modelling strategy is tested on benchmark data,
which is from a simulation of the Tennessee Eastman Process [56]. This process is about a
plant of synthesis reactions, and the simulated data contains process variables from sensors,
controllers and analyzers as described in [2]. In this case study, the objective is to build

a predictive model from 33 commonly measured process variables to predict three quality
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Figure 3.5: Supervised indices to determine the latent dimension

variables in the normal operating region. To have a fair competition, the inputs and outputs
for both three competitors are normalized with the same mean vector and the same variance
matrix.

To build a latent variable model, the dimension of the latent space (#LV's) is selected
by 5-fold cross-validation for PCR and SFR and by the lower bound value for BDFR respec-
tively. The model is trained on 500 input-output samples and tested on 960 data samples.
The model prediction is evaluated by the correlation coefficient (r-value), as listed in Table

3.1.

Table 3.1: Comparison in the Tennessee Eastman Process
Corr-Coef PCR SFR BDFR
#LVs | r-value | #LVs | r-value | #LVs | r-value
Product A 24 0.6319 8 0.6354 23 0.6336
Product B 22 0.2389 9 0.2823 23 0.2389
Product C 2 0.6493 6 0.6705 23 0.6757

From this table, all three methods show similar predictive abilities for product A, while
SFR is better for product B, and SFR and BDFR are better for the product C. Based on the
comparison result of benchmark data, it is verified that this Bayesian modelling approach
can extract meaningful features in this benchmark process simulation.

However, in the general comparison between deterministic modelling algorithm (PCA

and SFA) and probabilistic approach, while the probabilistic approach always brings the
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ability to handle abnormal data [22], the estimated parameters from iterative optimization
may be more sensitive to initial points. Therefore, the Monte Carlo experiments with
different initial points are usually conducted to reduce this sensitivity for the probabilistic
approach, but it still suffers from the inefficiency caused by the high dimensional parameters.
In our proposed modelling approach, the complete Bayesian framework can reduce this
uncertainty by assigning a layer of prior distributions. In order to investigate the stability
of parameter estimation, the value of lower bound in each optimization iteration is selected
as an indicating index for the training procedure. Three runs from different initial points

are performed and plotted in Figure 3.6.
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Figure 3.6: Consistency of the proposed variation methods

Along with the randomized initial point, the estimation results from PCA and SFA are
also selected as the two other initial points for comparison. In Figure 3.6, three paths from
different initial points reach a similar level of the final value, representing similar optimized
results. As a consequence, given the prior distributions of parameters in Figure 3.3, the

predicting result is robust to the changes in the initial point.

3.5.3 Industrial Case Study

The strength of the Bayesian dynamic feature extraction method is further tested on an
industrial modelling problem. The process to be studied is the Steam Assisted Gravity
Drainage (SAGD) in the oil sands industry. Two horizontal wells are drilled into under-

ground bitumen reservoir, where the steam is injected through the top injector well to heat
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the heavy crude oil and a mixture of oil, water and gas is pumped out through wellbores on
the bottom producer well. Figure 1.1 shows a typical topology for one well-pair. T'wo on-line
measurements of the produced emulsion (water and oil), emulsion flow rate (EF) and the
proportion of water, water content (WC), are required for subsequent control application.
There are 18 process variables available for predicting the two quality variables, consisting
of pump frequency, sampled underground pressure and emulsion temperatures. For off-line
validation, the reference is provided by a limited number of analyzers with nuclear detection
technology, and the data is averaged within an acceptable time range to reduce the delay

effects.

Table 3.2: Comparison in the SAGD Data 1
PCR SFR BDFR
#LVs | r-value | MAE | #LVs | r-value | MAE | #LVs | r-value | MAE
WC 4 0.61 0.70 10 0.87 0.36 9 0.85 0.31
EF 6 0.91 0.51 13 0.95 0.32 9 0.98 0.30

Table 3.3: Comparison in the SAGD Data 2
PCR SFR BDFR
#LVs | r-value | MAE | #LVs | r-value | MAE | #LVs | r-value | MAE
WC 3 0.76 0.50 4 0.78 0.55 10 0.82 0.50
EF 14 0.91 0.25 11 0.93 0.26 10 0.97 0.20

Following the same approach as in the previous example, #LV's is selected by 5-fold
cross-validation as well as the value of lower bound for different competing algorithms
respectively. In addition to the correlation coefficient, the mean absolute error (MAE)
forms as another evaluating index, which is usually required by practitioners. In this study,
two sets of SAGD data are selected from two well-pairs in the same operation site to test
the prediction performance. The comparison results are illustrated in the following tables.

From these two tables, considering both correlation coefficient and mean absolute error,
the BDFR gives better performance, indicating the Bayesian dynamic features extraction
can generate more informative features from data. Also, BDFR provides similar numbers
of latent features in different data sets, which is promising to develop a general model
structure for different well-pairs rather than determining the structure for each well-pair.
Besides the quantified evaluation, the visual examination is a meaningful way to validate
the performance. In Figure 3.7 and Figure 3.8, the predicting results are compared with the
reference on the testing data sets, where BDFR can track the trend of the reference better

than other competing algorithms. Especially for the part of first 300 samples in Figure 3.7
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Figure 3.7: Validation Results for Modelling SAGD Data 1

and the part around 350 samples in Figure 3.8, both flow rate and water content can be

captured by BDFR model, while significant deviations are observed in PCR and SFR.

3.6 Conclusion

In this chapter, a new data-driven modelling approach for dynamic feature extraction is
developed. The observed process variables are assumed as a projection from the dynamic
latent features. Constraints and prior distributions of model parameters are implemented
to formulate a Bayesian probabilistic graphical model for feature extraction. Then the
estimation algorithm for the proposed graphical model is elaborated from the variational
Bayesian inference and importance sampling, which has utilized both historical data and
prior modelling preferences. One of the advantages in the Bayesian extraction framework
is to determine the dimension of latent space automatically. In this study, approximate
Bayesian inference provided a lower bound value for the marginal likelihood of observa-
tions, which is validated to be useful in model selection. Later, the prediction strength
of the extracted latent features is demonstrated with the simulated data, the benchmark
simulation, and two cases of industrial data.

These verification results state that, by formulating informative latent features, the pro-

posed Bayesian dynamic feature extraction and related estimation algorithm are applicable
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Figure 3.8: Validation Results for Modelling SAGD Data 1

for prediction applications such as inferential sensing in a SAGD related process. In the fu-
ture, the proposed Bayesian dynamic feature extraction can be extended with a supervised
learning strategy, which could extract features with specified dynamic properties. Besides,
the estimated feature velocities can be incorporated in the online prediction, which could

make the model more robust to the abnormal observations.
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Chapter 4

Bayesian Generalization of Markov
Transition Model *

When the dynamic latent feature is modelled with discrete variables, the transition function
is commonly formulated as the hidden Markov model (HMM). As a structural extension,
a dynamic model for the parameters of original discrete states, which represent the prob-
ability of discrete events, is considered this chapter. In order to formulate the transition
function for this constrained dynamic latent features, a new probabilistic model is devel-
oped by using either the Dirichlet distribution or the Beta distribution for the transition
noise. Properties of this new transition model have been discussed and compared with the
conventional state transition function. By incorporating a non-linear observation function,
a feature extraction model is proposed for extracting constrained dynamic features from
unconstrained observations. For the detailed inference procedure, two novel learning al-
gorithms are developed. To demonstrate the effectiveness of proposed algorithms and the
applicability of the proposed model, the validation part of this chapter has used numerical

examples, a benchmark simulation, and industrial data sets.

4.1 Introduction

Extracting informative features is a critical step in data analysis [10, 11]. Originally, feature
extraction mainly serves for image processing [13] to find specific objects. For example, in
geographical image processing, analyzers are designed to detect linear objects such as roads
and airport runways, or non-linear objects such as rivers and trails. While applied for general
latent variable models, its scope has been extended, and features are not necessarily related

to real objects. In the most celebrated latent variable extraction, principal component

*A version of this chapter has been accepted as Ma, Yanjun, Shunyi Zhao, and Biao Huang. “Feature
Extraction of Constrained Dynamic Latent Variables.” by IEEE Transactions on Industrial Informatics
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analysis (PCA) [14], the features (or latent scores) are extracted to represent the variability
of multivariate observations. In the regression-oriented latent variable models such as partial
least squares (PLS) [15], the features are extracted to capture common variations in both
inputs and outputs. These methods formulate the latent features with specified preferences,
for example, pursuing larger variance in PCA and larger mutual correlation in PLS. Thus,
enrichment of modelling preferences and detailed descriptions of latent space will extend
application scope and amplify efficiency of the feature extraction model.

Feature extraction techniques have been widely used for modelling key quality variables
in process industries. Since accurate measurements of quality variables are usually obtained
in a time-consuming and slow-rate sampling manner, an on-line estimation solution is de-
sirable. It has the regression model to use related and reliable process variables for quality
variable estimation in real-time. As illustrated in Chapter 1, the emphasis on temporal cor-
relation between consecutive latent samples does contribute to process data analytics. On
the other hand, constraints commonly exist in practice [57, 58]. One motivation comes from
the commonly used position limits in industry, such as the saturation constraint in control
valves and boundaries for pressures in oil extractions well [16]. Given this, a forward step is
to investigate the case such that the latent features not only contain temporal correlation
but also are constrained within certain boundaries.

When formulating the constrained latent features, there are two approaches. One is
modelling with an encoding format s = g(x; ), which projects unconstrained observation x
to the constrained latent feature s, where 6 denotes parameters. The other is modelling with
a decoding format x = f(s;0), where the latent features are generated within constraints.

In this study, the latter is selected based on the following considerations.

e Parameters of the encoding format are usually learned as deterministic values [59, 60]
and through extra trim algorithms [61]. To obtain consistent and robust results, the

number of training samples should be sufficient for asymptotic convergence.

e The decoding format allows the probabilistic and Bayesian interpretation for parame-
ter estimation [23]. More importantly, only desirable features are generated to improve

learning efficiency.

Following the decoding format, a new description of the constrained dynamic latent fea-
ture is proposed in this work, which is combined with a non-linear observation function for
latent variable modelling. A distinct characteristic of the proposed framework is that un-

certainties of features and parameters are considered jointly, where appropriate probability
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distributions can be used to increase robustness.

A good example of constrained latent features with the decoding format can be found at
the probabilistic PCA model [22], where each latent feature is restricted to be independent,
and the observation noises of each dimension are constrained to be independent. By incor-
porating these regulations, the latent features become capable of decorrelating multivariate
observations. For the dynamic model, besides, constraints have been imposed to form the
probabilistic slow feature model [47]. Specifically, the transition coefficient a and variance

o2 in (2.4) are restricted to the following constraints:
ac(0,1), a?+02=1. (4.1)

With constraint (4.1), the standard Normal distribution N (0,1) will be a solution for the
stationary distribution of the transition model (2.4). Thus, the zero-mean and unit-variance
regulation in slow feature analysis [17] has been realized. More importantly, the constrained
parameter “a” ensures positive temporal correlation and illustrates the “slowness” math-
ematically, which has been elaborated in Chapter 3. Thus, the aforementioned feature
selection criterion, namely preference for smaller first order difference, can be materialized
through a prior distribution of “a” in the previous chapter.

Because of the low quality and auto-correlated behaviours of raw process data, con-
structing a latent dynamic model has become a favourable option for extracting informative
latent features. Other than the state space formulation in Chapter 3, the Markovian model
[35] has also been widely applied for the transition function of latent features. This model
describes the dynamic characteristics of discrete variables. However, the finite number of
possible values limits its general modelling strength. For example, each possible value of
the latent state s; can only represent one possible transit mode. It reveals a switching
behaviour, where different modes cannot happen at the same time. However, there are
other cases where multiple models could contribute at the same time. In such cases, the
latent state should no longer represent an index for the possible model but represent a set
of probabilities for all possible models. It is another more important motivation for this
study, where the latent feature of the conventional hidden Markov model is generalized to

their possibilities.

4.2 Problem Statement

Instead of imposing a constraint on transition parameters, a constraint on the dynamic

features sy is considered. By considering a constraint on the /1 norm for the positive latent
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states, the conventional hidden Markov model is extended hierarchically. By considering
boundaries for multiple latent features, robustness against significant deviations in raw ob-
servations can be achieved through the formulated constrained features. Consequently, in
this chapter, a new transition model is proposed to describe the constrained dynamic fea-
tures in a probabilistic way. Furthermore, we incorporate the proposed transition model into
a feature extraction model and learn the corresponding parameters through the variational
Bayesian inference.

The remainder of this paper is organized as follows. In the next section, a mathematical
formulation for the constrained dynamic features is described through the comparison with
its unconstrained counterpart, and the proposed model for feature extraction is also intro-
duced. Following that, a probabilistic inference method is elaborated for the model fitting
task, where particle methods are integrated within the variational Bayesian inference [39]
to realize the dynamic features in the constrained domain. In the simulation and validation
section, the proposed learning algorithm and the feature extraction model are validated

through numerical examples, benchmark simulations, and an industrial case study.

4.3 Probabilistic Formulation

In this section, the probabilistic framework of the proposed feature extraction model for
dynamic latent features will be provided. First, two approaches to consider the constrained
dynamic latent feature are discussed along with constructing their transition functions.
Following that, one possible observation function is presented with a non-linear form. The

feature extraction model is then finalized.

4.3.1 Apply Dirichlet Distribution for Hierarchical Hidden Markov Model

In hidden Markov model, a transition matrix is usually used to model the transition be-
haviour, such as reviewed in Chapter 2. For example, if we redefine the discrete latent state

as q, it transition behaviour is modelled with:
Pr(qt =3 ‘ qi—1 :j) = Qjj, A4 i, ] € {1, ...,d}, (4.2)

where Pr stands for a probability, and the transition matrix Agxq = [a;jlij = 1, ...,d is the
transition parameters. While parametrising the latent state ¢; by its probabilities on each

possible value, a continuous and constrained latent state s; can be formed as

Pr(g =i|s) =s", Vie{l,..d}, (4.3)
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where : sgi) >0, Vied{l,..d}, (4.4)

d d
Iselli = 1si1 = 3" s? = 1. (4.5)
=1 =1

Regarding such continuous latent variable as a column random vector, the transition func-

tion in (4.2) is translated as

d d
ng) = ZPT(% =i|q-1=7)Pr(gg—1=J|s5-1)= Zai,j ng_)l = A;: - st-1,
j=1 j=1
= St = A- St—1- (46)

In above transition function (4.6), the A is the only transition parameter. Comparing to the
transition function for general continuous states, such as in (2.6), it lacks a parameter for
the uncertainty, such as the covariance parameter (). While the latent state s;, instead of ¢;,
is directly involved in the observation function, the above transition function (4.6) limited
the modelling strength by not considering the stochastic property of the latent features.
Therefore, a novel transition function is developed for the latent state sy, which representing
the probability vector for the latent state in the conventional hidden Markov model. An
illustration of such extending proposal is shown in Figure 4.1, where the connection of blue

dots arrow will be presented.

Proposed:

LI " 1

SR R I Y I Y

< <« <

Observation: Xt-1 Xt Xts1

Figure 4.1: Extending Hidden Markov Model with Constrained Dynamic Latent Feature

From (2.4), we can state either that the transition noise is sampled from a zero-mean

distribution or that s; is distributed around the expected location a - s;_1. To ensure that
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Sy satisfies the constraints in (4.4) and (4.5) at any given time ¢, Dirichlet distribution is
introduced to replace the Normal distribution. The d dimensional Dirichlet distribution is

defined as

Dir(z; «) F{Zaz} H F{az} (4.7)

where I'{-} is the Gamma function. This distribution makes the mean of each dimension
distributed around E[z()] = /3" ;. Dirichlet distribution is utilized because it has the
same support as the proposed states in (4.4) and (4.5). Following the conventional design
of HMM, the transition equation (4.6) is used to model the expected position E[S;]. In
addition, a precision variable p is introduced to make a stochastic transition function. The

proposed process then has the transition probability as
p(Sy | Si—1) = Dir(Se; p- A-si-1). (4.8)

The precision parameter p is a positive value determining how s; distributes around the
centre of A - s;_1. Comparing to the transition model designed in the previous Chapter 3,
the transition matrix A can also be limited with one degree of freedom, such as

Am‘ = a, a < (0, 1), Viel.d,

l1—a

Aij=g—7 ViFJ (4.9)

Thus, the inertia represented by this stochastic process can be uniquely determined by the
coefficient a. Besides that, the learning procedure for a single scaler a requires much less
excitation than inferencing a complete transition matrix A.

This transition function has generalized the hidden Markov transition model by intro-
ducing the stochastic uncertainty for the probability vector of each mode. However, on
the other hand, it also contains the dependency in the latent space. It means each latent
dimension is not independent of each other: SPT ya S%j%, which could result with difficult in
modelling the observations. Also, when it comes to high latent dimension cases, the effect of
constraints becomes trivial for the feature dynamics. Thus, in the following content, above
constrains (4.4) and (4.5) are applied to d = 2 case. Actually, for this case, the degree of
freedom is one: 5,5(2) =1- St(l), and the latent feature can be treated as in the single latent

dimension.

4.3.2 Transition Model Design with Beta distribution

In this part, the single dimensional dynamic feature s;.p with constraint s; € (0,1), 1 < ¢ <

T, is formulated from the probabilistic perspective. As can be seen, the primary constraint
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is selected as
st € (0,1). (4.10)

Other specified ranges can be regarded as linear projections from this primary range of
(0,1). To this end, the Beta distribution [62] is used to model the transition probability
p(st|si—1), and two transition parameters, coefficient a and precision p, are used to govern
the dynamic behaviours.
To ensure that s; satisfies the constraint (4.10) at any given time ¢, Beta distribution is
introduced to model the transition probability:
(s)™ (1 —s)?"
B{a, Bt} ’

where a; > 0, f; > 0, and B{-} is the Beta function [62]. By interpreting a; and §; with

SEC) and p, we can rewrite (4.11) as

p(st | st-1) = Beta(sy; o, Bt) = (4.11)

p(st | s-1) = Beta(se | p 517, p (1— 51)) (4.12)
—— T
it +

where sl(tc) = a7

as the precision of (4.11). Using the property of Beta distribution, the variance of (4.12) is

denotes the expected location of (4.11), and p = ay + B; is considered

computed:

57 (1= 5”)

4.13
P (4.13)

Var [s¢ | si—1] =

By adopting (4.9), the function for sgc) can be formulated as

[1 iﬁ‘;)tc)] = [(1ia) (1;(1)} L itstl_l] ; (4.14)

where a € (0,1). The expected position SEC) can thus preserve the same constraint, i.e.,

sgc) € (0,1). Similar to the conventional models, in the proposed transition model, the
expected location is positively correlated with s;_1, and the variance is negatively correlated
with p.

With the transition equation (4.12), the feature will arrive at a stationary state has
given sufficient time, and information of the initial sy will gradually vanish because of the
stabilizing coefficient a. After the arrival at the stationary state, statistical measures can
be determined uniquely by a and p. In order to demonstrate these, several simulations are

conducted with different parameters. Intuitively, the coefficient a determines the memory
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strength of a dynamic feature. In Figure 4.2, the estimated time to the stationary stage
is plotted for different a, where the precision p is neglected because of no contribution of
it on average. As expected, the memory strength (the amount of time to forget sg) is
proportional to coefficient a: the larger the parameter a, the stronger the memory is. Also,
individual runs from three specific a’s are plotted in sub-figures, where the mean trends of
them are in black. With this figure, a range of the underlying a can be selected based on

the preferred transition behaviour.
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Figure 4.2: Transition Properties of Constrained Dynamic Features

At the stationary stage, the standard deviation (STD) \/m and the expected
velocity (mean squared first order difference) E|s; — s;_1]|?> are studied to represent the
variance level and the inertia level accordingly. Similar as in the aforementioned simulations,
the averaged statistics are plotted in Figure 4.3. With the increase of precision p, both STD
and velocity show a decreasing trend. This point can be interpreted by the fact that a less
noisy transition model (4.12) gives smaller stationary variance and larger inertia. With the
increase of coefficient a, on the other hand, STD shows an increasing trend, indicating that
a stronger memory can distribute si.7 in a wider range. Because a larger a introduces larger
inertia, a decreasing trend can be observed in the velocity curve. To visualize these statistics
more clearly, two nominal features (one is from the uniform distribution on [0.25,0.75], and
the other is the sinusoidal signal) are also plotted in Figure 4.3. As can be seen, a range of
the underlying parameters can be selected roughly in advance, by comparing an observed

feature with stationary behaviours shown in the sub-figures of Figure 4.3.
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Figure 4.3: Stationary Properties of Constrained Dynamic Features
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4.3.3 Emission Model Design

Based on the proposed transition model (4.12) and (4.14), the stochastic feature retains the
ability to cover the constrained domain (0,1). While applied in latent variable modelling,
this constrained domain shall be projected to the general unconstrained observation space

(—00,+00). The emission function considered in this paper is formulated as
Xt:b—i—H-lnSt—i—vt, (415)

where the latent feature is introduced as multiple constrained dynamic features S; =

1 d
DRl

, and the observed data sample X; has dimension m. The logarithm operator
is applied on each element to project (0,1) to (—o0,0). Together with matrix H and bias
b, the latent space is connected with the unconstrained observation space. Corresponding
uncertainty is introduced by the noise term v, ~ N (0, R).

Comparing (4.15) with the encoding feature learning cell with logistic function [11, 59]:

ert

1+ et

S = xt:]nst—ln(l—st),

a difference is that In(1 — s;) is neglected. In latent variable models, since the dimension of
latent features, d, is determined from data, both s; and (1 —s;) can be potentially extracted
by the learning procedure. Besides that, the element H;; of emission matrix determines the
direction from latent dimension j to observation dimension i. By extracting multiple latent
features and learning the latent dimension d from data, our proposed emission model (4.15)

shares the similar modelling scope as this widely applied encoding function.

4.3.4 Prior Distributions

Now, the feature extraction model considered in this paper has been formulated as fol-
lowing: Equation (4.12) gives the linear but non-Gaussian transition model, and Equation
(4.15) denotes the non-linear emission model. To perform parameter estimation and feature
learning, the Bayesian inference approach is adopted. To this end, prior distributions of the

parameters in (4.15) are assigned for automatic relevance determination [36]:

p(H | Z3) = p([h1, ] | Th) = [[ N (B3 0,%0), (4.17)
j=1
p(R | aT’aﬁT’) = p(dz’ag{rl_l, ...,T;,Ll} ’ 047"757‘ H 7’], a?”uBT (418)
7j=1
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Here, similar to the probabilistic PCA [22], the noise in each observation dimension is
assumed to be independent, making the covariance R a diagonal matrix specified in (4.18)
with Gamma distribution G(-). The hyper-parameters, matrices ¥ and Xy, as well as a,

and (, are given as the prior information.

4
\_ AN
v
——> S(t)\'——F
N
o )
X(t) < «\\ b, H, R /
t=1.T

Figure 4.4: Proposed Bayesian design for constrained dynamic feature extraction

Since the multiple latent features are expected to be independent of each other, the
parameters of transition model (4.12) and (4.14) can be presented as diagonal matrices
A = diag{a,...,aq} and A = diag{pi,...,pa}. To cover all the corresponding support
domain, the Beta distribution and the Gamma distribution are selected as the prior of the
transition coefficients and precision parameters, respectively; as for the initial latent state,

the uniform distribution U (0, 1) is used to cover its support domain (0, 1):

d
p(A ’ aa?ﬂa) = HBeta(ai; aavﬂa)7 (419)
Z;l
p(A . By) = [16(pis By, (4.20)
i=1
d
p(s1) = ust; 0,1). (4.21)
=1

According to Figure 4.2 and Figure 4.3, the hyper-parameters, og, B84, @), and §,, can
be selected to represent preferred ranges of a and p. With these prior distributions, a
probabilistic graphical model of the problem considered is shown in Figure 4.4, from which

the complete joint probability distribution between observations and all random variables,
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P = p(X1.1,S1.7, A, A, b, H, R), can be written as

T
P =]1p(X: | Si,b, H,R) - p(b) - p(H) - p(R)
t=1
T
I p(Se 1 Sie1, A, A) - p(Sh) - p(A) - p(A). (4.22)
t=2

4.4 Variational Inference Methods

In this section, we adopt the variational Bayesian inference (VB) approach [39] to approx-
imate the posterior distribution of the parameters and dynamic latent features. A general
introduction of this approach can be found in Chapter 2. In Figure 4.4, these variables have
been grouped into three sets based on their probabilistic dependencies, thus the proposal

distribution is factorized as

Q(SI:T) : Q(Aa A) ' Q(Hv b7 R)
%p(SI:TaAvAvlL H7R | Xl:T)a (423)

where latent features Si.7 form their own group, A and A form a second group, and the
emission parameters form the last one. This “mean field” approximation implements the
independence among groups to facilitate the learning procedure [39]. In addition, this fac-
torization for dynamic latent features can make ¢(A,A) a compact result to make pre-
dictions on new data. Mathematically, the approximation (4.23) is usually evaluated
by the Kullback-Leibler divergence Dgp[q||p] for tractability. The variational Bayesian
Expectation-Maximization strategy [39] is then applied to update ¢(Si.7), ¢(A4,A), and
q(H,b, R) by minimizing this divergence. For example, the updating equation for ¢(H,b, R)

is presented as

min DKL[ (H b R) (A A) (SI:T) ” p(Sl;T,A,A, H, b,R | .1‘1;T)]

q(H bR
o max / / / p(X1.1, S1.1, A, A b, H) R)
HbR dH,b,R Y 9AA V45, HbR) (A,A) (SI:T)
& E InP—Ing(H,b,R
B /q HbR[ a(ANq(s1.r) 10 P — Ing( )]
< min Dgp, [q(H, b,R) | c- eEq(AvA)‘I(Sl:T>1nP] . (4.24)
q(H,b,

The first equivalence in above derivations uses the Bayes’ rule as well as the fact that the
evidence probability p(Xi.7) is irrelevant with these proposal distributions [23]. The second
equivalence is based on the fact that ¢(S1.7) and ¢(A, A) stay constant in this step. With
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re-organization of the third equivalence, the optimal solution can be obtained by minimizing

this step-wise Dg1[g||p] in the last row:
Ing*(H,b, R) = Eq(s,.1)q(a,0) InP + const.. (4.25)

Other updating equations will be formulated similarly, and an overall diagram for the
proposed learning algorithm is summarized in Figure 4.5. For the initialization procedure,
three components are realized sequentially to start the iterative updating. It will ensure that
only desirable latent features will be utilized; also, with such initialized emission parameters,
the following estimation for latent features will not result with most near-boundary samples.
Since the transition parameters and emission parameters are not dependent on each other,
the corresponding updating can be performed in parallel. With the proposed constrained
features, technical challenges appear when formulating ¢*(s1.7) and ¢*(A, A), which will be

illustrated in details.

Initialization

Transition Latent Emission
—>> —>
Parameters Features Parameters
>

VBEM Iterations

\ 4

Estimate the distribution of latent features

Update the distribution Update the distribution
of emission parameters of transition parameters

7

P=

Parameters convergence

Figure 4.5: Learning Algorithm for the Proposed Feature Extraction Model
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4.4.1 Estimate Latent Features with Revised Particle Smoother

Estimating the proposal distribution for a hidden Markovian sequence ¢(s1.7) usually shares
the same objective as the smoothing task for p(s1.7 | 1.7). However, in the VB framework,

this estimation interacts with the other proposal distributions:

Ing*(S1.1) = Eq(a,p,R)q(4,0) In P + const.

= Eympr)qa,n) np(Str | Xi7, A, A H b, R) + const’.
T

> Eyan np(Si | Si-1,A,A) + Inp(Sy)
t=2
T
+ ) Eyapr) Inp(Xe | Si, H,b, R) + const’.. (4.26)
t=1

In unconstrained case, the linear transition model (2.5) propagates the Normal distribu-
tion from S;_1 to S, and the linear emission function retains the Normal distribution for
the posterior p(S; | Xi.7). Therefore, ¢(S1.7) can be parametrised with their mean and
covariance, which will be updated explicitly through forward and backward algorithms. In
this study, however, the proposed transition model (4.12) does not preserve above features
because of the non-conjugate connections. To solve this problem, particle based approaches
are adopted.

Generally, the particle state estimation consists of two basic mechanisms, sampling and
weighing [40]. To simplify the statistical expectation in terms of q(H,b, R), a nominal X,
is introduced to replace a part of (4.26):

111])()215 ‘ St) == Eq(H,b,R) lIlp(Xt | St, H, b, R) (427)

By using X, to represent the sufficient information of q(H,b, R) (without any approxima-
tion), the weighing procedure of generated particles can be realized in the conventional
way.

The emission function contributes to the updating of ¢(Sj.r) through the following

function:

1
E Inp(X¢ | S, H,b, R) = — 5tr{<H/R*1H) In S; In S;}

4(H,b,R)
1

+ {(zt —bYR'H)In S; — (X — bR™Y(X; — b)), (4.28)

where involved statistics, (H'R™'H), (t/ R7'H), (R7'H), (/. R71b), (¥ R7!), and (R71)

can be obtained from above derivations.
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As for the other part of (4.26), the expected diagonal elements of A and A are used to

approximate the expectation in terms of g(A, A):

I p(S; | Se—1) = 2L, mp(S | 52}, (i), (pi))
~ Byan) Inp(Si | Si1, 4, A). (4.29)

Thus, (a;) and (p;) can be used as deterministic values to generate and propagate particles.
We will illustrate these two statistics within the updating procedure of ¢(A, A) shortly.
Besides (4.27) and (4.29), a new strategy is proposed for state representation. Instead of
completely relying on particles and their weights to describe latent states[40], intermediate
state distributions are fitted to represent the particles. Specifically, after assigning weights
at each time instant, the traditional re-sampling procedure is replaced by a procedure of
fitting an intermediate distribution. By doing this, extreme particle weights can be avoided,
and more importantly, the backward propagation can be simplified considerably.
Accordingly, the following intermediate distributions are proposed: the (one-step) pre-
dicted distribution ¢(S¢|X1.4—1) and the filtered distribution ¢(S;|X;.) are approximated
with Beta distribution in forward path; as well as ¢(S¢|X;.7) in backward path, accord-

ingly:

d
q(St | X1:4-1) = HBeta (St(l) | [agp)](z)’ {Bt(z))](z)) ’
q(St | X1.4) ~ HBeta ( alf )](i)’ [gt(f)](i)> :

q(St | X1.1) = HBeta (S( S)](i)a [@(S)](i)) .

The above usage of the Beta distribution is motivated from its support domain [0, 1] as well
as its ability to capture the uni-mode distribution. Based on the transition model (4.12),
for each single dimensional feature sq.7, if ¢(s;—1) can be formed as a uni-mode distribution,

q(s¢) will preserve this mode due to transition behaviour:

ngode) | St—1 = arg max/ p(5t|3t71)p(5t71)
St—1
= (2a-1) s +1 - (4.30)

Assuming the predicted distribution p(s; | X1.4—1) as a uni-mode distribution and has
been approximated by Beta(s; | agp ), ng )). The observation function is simplified from

(4.28) to the one dimension case. The filtered distribution is then presented as
Inp(se [ z1:¢) = Inp(sy | X14-1) + Inp(Xy | s1)
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k
~ —?l(ln s +kolns, + (0l — 1)Ins; + (B —1)(1—Insy),  (4.31)

where ki (> 0) and k2 are generalized from (4.28). As long as ,Bt(p ) > 1, the first order
derivative of (4.31) will be monotonously decreasing and will have only one feasible root,
which leads p(s; | X1.t) to be the uni-mode distribution. Thus, with parameters o and
fitted accurately, for example by the algorithm from [62], Beta distribution can represent
those weighted particles within (0, 1) reasonably well.

Based on above modifications for adopting particle state estimation under the VB frame-
work, the learning procedure for ¢(Si.r) can now be formulated as a standard forward-
backward algorithm. In the following, i-th latent dimension is denoted with superscript
“(4)”, and k-th individual particle is denoted by “[k]”. The prediction step consists of sam-

pling particles for S;_1, propagating them to S, and estimating intermediate parameters:

S k] ~ Beta([o\D1®,[3P)@), vk=1,..,N,

STk ~ Bt | 71 (k)), VE=1.N,
P)@ ) 310 Fi sy N, Vi=1,...d. (4.32)

Note that p is introduced in (4.29), where (a;) and (p;) are involved. In the correction step,
weights are provided to these samples by considering all d dimensions, and individual Beta

distributions are then estimated for each latent dimension:

wy[k] oc p(Xy | Si[k]), Vk=1,.,N,
(D)@ 8O EL (O N, wl, .., N]}, Vi=1,...d. (4.33)

One typical advantage of introducing these intermediate Beta distributions is to simplify
the backward propagation (or smoothing) step. In the conventional particle smoothers, the
updating equation for p(S; | X1.7) is computational intense, where two sampling steps are
required [40]. In the proposed method, the smoothing step becomes more explicit with the
imposed Beta distribution:
p(St+1 | St) p(Se41 | Xur)

p(St41 | X1t)

P(Se+1 | St) ]
q(St+1 | ag-)lwﬁt(f-)l) ‘

p(St | X1.1) = p(St | Xl:t)/ dSi1

~p(Sy| Xi4) E

(4.34)

a(Se1lal}y.BE0)

At each time step, since {a,gi)l, Bgi)l} and {agr)l, ,Bt(ﬁ)l} are available, only one sampling and

one weighing are required to compute (4.34) with particles, which is specified by
SOk] ~ Beta(jolD1®, [80)@), Vk=1,.,N, Vi=1,...d (4.35)
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wi[k] x E p(Se+1 | Se[k]) 1N (436
T Rl [g(Sii | a2, ) SRR
@@ (80 EL O[N], L, e N Vi=1,...d (4.37)

Since this sampling and weighing only depend on the adjacent feature states, its computa-
tional efficiency can be further improved by parallel computing among latent dimensions. A

flow diagram shown in Figure 4.6 summarizes the proposed algorithm for feature estimation.

Estimate the distribution of latent sequences

Forward Backward
‘ ‘ Generate initial samples from S(t-1) | X(1:t-1) ‘ ‘ ‘ ‘ Generate samples from S(t) | X(1:t) ‘ ‘
Generate samples from S(t)|S(t-1) Calculate distribution S(t+1)|S(t)
Based on q(A,Q) Based on each sample and g(A,Q)
‘ ‘ Estimate distribution of S(t) | X(1:t-1) ‘ ‘ Assign weights based on the integration of
S(t+1)]S(t), S(t+1)|X(1:T), and S(t+1)|X(1:t)
Assign weights based on X(t)|S(t) *
Based on q(H,b,R) ‘ ‘ Estimate distribution of S(t) | X(1:T) ‘ ‘

‘ ‘ Estimate distribution of S(t) | X(1:t) ‘ ‘

Figure 4.6: Updating Latent Feature with Particle Based State Estimation

4.4.2 Estimate Transition Parameters with Revised Importance Sam-
pling

Since each latent feature SY)T is modelled as independent random variables, the correspond-

ing updating procedure of transition parameter a9 and p(® can be derived individually.

Based on the probability dependency in Figure 4.4, the updating equation is simplified to

Ing* (a(i), p(i)) = Eq(1,b,R)q(S1.7) M P + const.

(2

= Eqs1.7) lnp(SEZ%W \ a(i), p(i)) + lnp(a(i), p(i)) + const’., (4.38)

where const. and const’. are normalizing constants. In the following, the superscript related
to the latent dimension is omitted, and the single dimensional feature si.7 is investigated
for simplicity. Since the updated ¢*(a, p) will only be utilized for calculating (a) and (p) as
in the previous discussions, this section will focus on deriving the representative estimates

for these two statistics.
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First, the log-likelihood of s1.7 in (4.38) can be factorized as

T

I p(sir | a,p) =Inp(s1) + > Inp(s; | st-1,a,p).
=2

To investigate the likelihood on transition parameters, the logarithm of conditional proba-

bility distribution between consecutive states is expended as

Inp(st | si—1,a,p) = —InT{p(2a — 1)s;—1 + p(1 —a)}
St

—InT{pa — p(2a — 1)s;—1} + p(2a — 1) s4—1 In 1
s

+[p—pa—1]lns;+ [pa — 1] In(1 —s¢) +InT{p}. (4.39)

With the objective function defined as Q(a, p), the gradients of a and p are derived as

follows for Maximum a Posterior estimation:

T
% =p -3 (2(si-1) — 1) [In(se) — ¥{p(es)}]
t=2

(1 =2(si-1)) (1 = (s1)) — P{p(1 = (c:))}]
(ag—1)/a—(Ba—1)/(1—a), (4.40)

+ o+

09 _ S () s + (1 — {e)) - In(1 — (s1))

— (et} - Y{plet)} — (1 = {er)) - b{p(1 — (cr)) }
1—a,)/p+By/p% (4.41)

~+

g|
Il
1IN

_|_

—~

where (¢;) = (2a — 1)(s;—1) + 1 — a and ¥{-} is the Di-gamma function.

The expansion of Inp(s; | si—1,a, p) is provided in Equation (4.39). In the VB frame-
work, joint terms about two consecutive latent states, s; and s;_1, should be evaluated from
q(s1.7). In the linear and unconstrained case, the joint distribution q(s¢, s;+1) can be derived
for corresponding statistical expectations. As for the constrained case, the expectation of

above log-likelihood is approximated as

Eq(sp.py Inp(si7 | a,p) = Inp((s1.7) | a,p) = Q(a, p), (4.42)

where (-) stands for expected value from ¢(s1.7 | agf)T, 5%5%) The main rationale for this
approximation consists of two aspects. First, since the intermediate distributions have
been developed for ¢(si.7), the joint distribution g(s,s¢+1) should also be used. How-
ever, as being presented by (4.39), complicated consecutive terms, such as s;—1Ins; and

InT [p(2a — 1)s;—1 + p(1 — a)], prevent an explicit integration. Second, the theoretically
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compact method, sampling whole sequences from ¢(sy.7), is inefficient for the long and
multivariate sequence, where the sampled sequences can be easily distorted. Instead, with
correct parameters for intermediate state distribution, the expected sequence (s1.7) would
be representative. Thus, above approximation is considered as an effective and efficient way

to represent the latent sequence for updating the transition parameters.

Ny
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&‘\\\\‘\\\

20

15

a= 10

Figure 4.7: Log-Likelihood Function for a and p

To estimate (a) and (p) from (4.42), a preliminary solution can be provided through
Maximum-a-Posterior estimation. With the detailed equation for In p(si.r|a, p), it can be
easily proved to be a differentiable and concave function, which is illustrated in Figure 4.7
as an example. The objective function, as a combination of Q(a,p) and the logarithm of
prior distributions (4.19) and (4.20), is still a differentiable and concave function. There-
fore, a global optimum can be obtained through gradient-based optimization methods. The
required derivatives are provided in (4.40) and (4.41). As for the proposed variational infer-
ence approach, we use a modified importance sampling method to estimate the distribution
4(a) and q(p).

Basic importance sampling method [63] can be applied to generate samples from the
prior distribution and assign weights according to likelihood. However, for the two dimen-

sional weighing function shaped as in Figure 4.7, it is not efficient to calculate the weight
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for each pl¥) through the conventional marginalization method:
w/()a) — Z Q(a?, p)), (4.43)
i=1

where N, is the total number of particles associated with each p¥). The main reason is that
weighing function In p((si.7)|a, p) can vary in a very large range for a given p. See the case
with pl@) = 15 in Figure 4.7. The result from (4.43) will be almost completely determined
by the area with lower (log-)likelihood. Thus, the high likelihood area, the yellow part in
Figure 4.7, will be less represented. To develop a more meaningful estimate of (p), the
maximization operation is utilized as another marginalising method, resulting in

wf) = max Q). (4.44)

Graphically, the highest ridge of each direction in Figure 4.7 is selected as the marginal-
ized distribution. Thus, the “meaningful” (with higher weight) area will no longer be
concealed by the “meaningless” area and will receive more attention after marginalization.

Based on the marginalized weights, a Gamma distribution is fitted to summarize N, number

of particles p(1:*Ne) and their weights w,()LNp ), and a Beta distribution is obtained from a(1:Ne)
and w ). Corresponding (a) and (p) can then be determined as expectation values from

the fitted distributions.

4.5 Simulations

This section provides validation of the proposed designs from three aspects. First, a sim-
ulated example is designed to validate the proposed estimation algorithm, illustrating the
learning ability for latent feature and model parameters. Then, a practical feature extrac-
tion procedure is established and applied to a benchmark dataset for regression task on time
series data. At last, an application to industrial data is performed to validate the usefulness

of the proposed feature extraction model.

4.5.1 Numerical Examples

To validate proposed estimation algorithms, constrained latent features and observations

are simulated with given transition model (4.12) and emission model (4.15). For instant,

3-dimension latent features with 5-dimension observations are generated for 100 samples.
To test the core part of the proposed learning algorithm as shown in Figure 4.5, the

estimate of latent feature ¢(s1.7) is compared first with actual model parameters. One
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Figure 4.8: Estimation of Constrained Dynamic Latent Features with Model

example of the estimated results is presented in Figure 4.8, where the three features possess
distinct transition parameters: [a; = 0.99,p; = 300], [aa = 0.95,p2 = 100], and [a3 =
0.9, p3 = 20]. It can be observed that for these different latent dynamics, all the estimated
features (blue curves) are able to capture the corresponding real value (red curves). Also the
estimated bounds (based on the standard deviation of fitted Beta distribution) can cover
most of values.

Next, the proposed updating procedure for transition parameters ¢(a, p) is verified. In
particular, the proposed modification on importance sampling (4.44) is compared with basic
importance sampling, where the target feature si.7 is generated with the real transition
parameters. In Figure 4.9, the two updated distributions for a and p are plotted along with
their real values and the utilized prior distributions. The numbers in legend boxes represent
the corresponding estimates of (a) and (p). It can be observed that the maximization based
marginalization (pos-max) can capture the real parameter value from the relatively trivial
prior for both the coefficient a¢ and the precision p. In the top plot for the probability
density function p(a), the result of the conventional marginalizing method (pos-sum) is
roughly distributed around the real value (the red dot). Although its statistic (a) captured
the real value accurately, it can be seen that the shape of the marginalized distribution is

skewed. As for the result from “pos-max”, the shape of the density function is well balanced,
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Figure 4.9: Estimation of Transition Parameters for Constrained Dynamic Feature

and a more narrow bell-shape is given to bring the maximum point closer to the real value.
In the bottom plot for the probability density function p(p), it is clear that “pos-sum” is
failed in estimating the precision parameter p. Whereas, “pos-max” has demonstrated its
strength. Furthermore, the Monte Carlo tests (20 runs for each) are performed for multiple
p’s and the fixed a = 0.995. Table 4.1 compares the mean and standard deviation from
these two marginalization methods. Based on these, the effectiveness of proposed method

(4.44) has been validated.

Table 4.1: Validation Results of Estimating Precision Parameter

o* 100 300 500 700 900
(P)sum | 18£7.9 | 59422 | 95.7438 | 13449 | 176+77
(PVmax | 101£3.9 | 30220 | 511424 | 702+32 | 904+41

Based on above verifications, the complete learning algorithm in Figure 4.5 can now be
performed to extract the latent features and learn the parameters simultaneously. Other
than aforementioned three sets of transition parameters, the observation noise is simulated
with R = diag{10, 10, 50,50,400}. As for the proposed VB inference algorithm, the hyper-
parameters are selected as {ag = 9,0, = 1,p = 1,8, = 10733, =1078, %, = 1074, o, =

0.1,8, = 0.1} for a non-informative prior, and the initial values are randomized as in
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Figure 4.5. Because of the inherit stochastic properties, the results of individual simulations
could be different.

In Figure 4.10, the extracted dynamic latent features from three sampled individual
runs are plotted. In this figure, the real features are simulated by the proposed transition
model (4.12). “run-17, “run-2”, and “run-3” are converged learning results with the afore-
mentioned hyper-parameter set. It can be observed that the differences among individual
realizations are not significant, indicating a numerically consistent learning procedure from
fully random initial values. Specifically, the second latent feature, which possesses signifi-
cant variations and has a certain level process inertia, has been well captured. Other than
Figure 4.10, one additional visualization of extracted dynamic latent feature is shown in
Figure 4.11. In this figure, the state estimation result, with the actual model parameter
f* in simulating, is also plotted. These state estimation results have close accordance with
real features. Similarly, the significant variations of “State-2” are captured with more ac-
curacy. However, the third feature, which has the smallest auto-correlation coefficient as
and the smallest precision ps, cannot be captured accurately for the given hyper-parameter
set, especially for the part around ¢ = 160. The main reason for this deviation is that the
estimated as is not as small as the given one, where the fast fluctuations are not distin-

guished from observation noise. Another particular deviation is at the part around ¢ = 280
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Figure 4.11: Estimation of Emission Matrix for Constrained Dynamic Feature
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in the top plot. Roughly speaking, this peak shares similar shape as the concurrent part
in “State-3”. It reveals the lacking of mutual independence in the latent space. In the

following application section, this shortness will be overcome by iterative feature extraction

procedure.
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Figure 4.12: Example-1 Estimation of Emission Matrix for Constrained Dynamic Feature

In addition to the learned features, the estimated emission matrix is also compared with
the real emission matrix H. For a better illustration, two examples are considered. The
first one contains only positive entries, which has been plotted in Figure 4.12. In this plot,
two axes denote the position in matrix H, and the vertical axis shows the value of this
element. It can be observed that the bars with same colour share a similar shape. In other
words, the relative sizes of elements in each column H. ; in H have been captured correctly.
On the other hand, for different latent dimension, the strength of emission magnitude is
not learned well. That is, while the yellow bar is lower than the green bar for the real case,
the estimated yellow bar is higher than the green one.

The second one contains both positive coefficients and negative coefficients and has
been plotted in Figure 4.13. We can observe that for the first two slowest features, the
significant emission weights, such as Hs 1, Hy 1, and Hy 2, are identified correctly. Based
on this, the proposed algorithm has shown abilities to extract constrained latent features
and learn correct parameters for the features with significant inertia. However, due to the
insufficient excitation of short observation sequences, some estimated parameters, typically
for the features with small inertia, have distance from corresponding real ones. Besides, the
estimated features still have certain correlations. In order to overcome such drawbacks, the

proposed approach will be applied to extract the latent features iteratively.
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Figure 4.13: Example-2 Estimation of Emission Matrix for Constrained Dynamic Feature

4.5.2 Process Data Examples

In this section, the proposed feature extraction model is applied to process data. Since
there are no real reference features to compare with (as in most practical cases), the ap-
plicability of the proposed feature extraction model will be verified through the regression
tasks. As stated in the introduction section, the latent features are extracted for inferential
sensor modelling and used as regressors to predict the quality variable. In this application,
the constrained dynamic latent features are extracted iteratively to avoid possible mutual
correlation. More specifically, one single dimensional feature will be extracted at one time;
after convergence, the extracted component (H. ;) - 1n<s§J)T> will be removed, leaving the
'residual’ for the next feature extraction. Following the general feature extraction proce-
dure, this iterative learning can be stopped according to either unsupervised criteria such as
the level of estimation noise [23] or supervised criteria such as the correlation with training
outputs [47]. To extract the latent features on testing data with the estimated model, the
revised particle filter based on (4.32) and (4.33) is utilized.

The first validation is on the benchmark simulation of the Tennessee Eastman Process.
In this problem, 33 variables are used as inputs to predict the concentration of chemical
components [2]. Similar to the description in the introduction section, the training outputs
are down-sampled by ten sampling units to mimic real inferential sensing application, where
the outputs are typically sampled much more slowly than the inputs. Widely applied fea-
ture extraction based regression models, including principal components based regression
(PCR), slow features based regression (SFR), and partial least squares (PLS), are used for

comparison, while the multivariate linear regression (MLR) is selected as a baseline. The

prediction performance on the testing data is evaluated by two statistics: (Pearson) Corre-
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Figure 4.14: Prediction Performance on Tennessee Eastman Process Simulations

lation Coefficient for trend capture and the Mean Absolute Error for a robust measure of
accuracy. The performance on Component-A is presented in Figure 4.14. The performance
of the proposed method (CDFR) is comparable with the best one (SFR) of the consid-
ered references in both statistics. Based on this benchmark, applicabilities of the proposed
feature extraction have been validated. To further demonstrate its advantages, another
data set from a real-world process is used, where latent features have constrained variation

ranges.

4.5.3 Industrial Case Study

This practical application is on Steam Assisted Gravity Drainage process, an enhanced oil
recovery approach. The heated steam is injected into the underground reservoir to form a
steam chamber, where the heavy oil/bitumen can be extracted with Electric Submersible
Pumps. To configure a better control strategy, the quality of produced emulsion, such as
the water content, needs a granular on-line estimation. Current measurements are obtained
from a test separator, which is available to measure the water content every second week.
Due to the complex and uncertain mechanism of the underground heating and drainage,
the data-driven model is used, where primarily measured process variables, such as the flow
rate, temperature, and pressure measurements are used as inputs to the data-driven model.
Based on first-principles knowledge, 14 related variables are utilized as inputs. Based on

process knowledge, the water content is affected by several underground variables, such as
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bitumen viscosity and “down-hole” pressures. Because their values are not the same for
an extended heat chamber (around 1 kilometre), it was physically challenging to estimate
them in a distributed manner. However, it is known that their variations must be contained
in an operation range. In this application, the proposed constrained latent features are
expected to reveal the variations of these unmeasurable variables within certain ranges.
In order to illustrate the advantage/usage of the proposed model, an industrial case with
potential constrained variations is selected as a regression exercise. The process is called
Steam Assisted Gravity Drainage (SAGD) process, where the hot steam is injected to
underground bitumen reservoir, and a mixture of oil and water (emulsion) is lifted through
Electric Submersible Pumps. Real-time estimation of the emulsion water content is expected

for process optimization, for which the current measurement is from an off-line separator.

Table 4.2: Validation Results of Estimating SAGD Water Content

d Correlation Coefficient (Mean Absolute Error Improvement %)
PCA SFA PLS sLDS CDLF

2 1 0.19(9.4) | 0.25(8.0) | -0.18(2.7) | 0.11(7.2) |  0.06(7.7)

3] 0.30(9.9) | 0.24(7.4) | -0.28(1.4) | 0.14(7.4) | _ 0.10(8.7)

4 | 0.09(85) | 0.20(6.4) | -0.33(-3.7) | 0.03(6.3) | _ 0.26(9.8)

5 | 0.01(7.9) | 0.11(2.7) | -0.25(-1.6) | 0.13(2.2) | 0.32(11.8)

6 | -0.14(5.6) | -0.02(4.5) | -0.21(-4.0) | 0.28(1.8) | _ 0.30(3.0)

In Table 4.2, the Correlation Coefficient and the relative improvement of Mean Abso-
lute Error (based on OLS) are compared over the retained latent dimension d (no further
improvement). In Fig. 4.15, a trend visualization is plotted to compare the proposed model
with the best competitor in Table 4.2. Besides the methods mentioned above, an additional
competitor (sLDS) is realized, which also extracts dynamic latent features with a proba-
bilistic model. It can be observed that the proposed method provides the highest correlation
and the most significant improvement with five latent features. The widely applied PCA
and SFA yield large deviations on testing data, which are exampled as peaks of the blue
dash in Fig. 4.15. Although SFA produces a better correlation with small latent dimen-
sions, its best performance is not competitive because of its only preference on “slowness”.
As a supervised method, the less satisfactory performance of PLS is due to the sparsity
and randomness of training outputs. As one of its probabilistic extensions, sSLDS improves
the performance in this application case, but it is still not as good as other unsupervised

ones. Instead, CDLF has considered both probabilistic dynamic modelling and potential
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Figure 4.15: Estimation of Water Content in SAGD Process

4.6 Conclusions

In this chapter, a learning framework for extracting constrained dynamic features has been
developed, where a novel latent transition function is designed. Based on typical character-
istics of process data, the latent features are modelled to have the constrained range and the
dynamic behaviour. By replacing the Normal distribution with the Beta distribution in the
state transition model, the latent states are limited within (0,1). Through the comparison
with the conventional unconstrained features, both stationary and transition properties of
the proposed dynamic feature have been shown to be comparative to the unconstrained
features.

To apply this constrained dynamic feature to latent variable modelling, an emission
model is added, and the associated learning algorithm is developed through the variational
Bayesian inference, where novel solutions are provided for the non-conjugate challenges.
By testing it on numerical examples, the proposed combination of the variational Bayesian
inference and particle state estimation methods is shown to be useful for parameter esti-
mation. By testing it on benchmark examples and industrial data, the practical advantage
of the proposed feature extraction approach has been demonstrated through the predictive

modelling tasks.
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Chapter 5

Dynamic Latent Feature for
Multiple Model Problems *

In this chapter, the dynamic feature extraction is considered in the context of multi-mode
observations. To address switching behaviours in industrial processes, multiple emission
models are used to formulate the observation function. To address the temporal correlation
from continuously operating processes, the transition function for continuous variables is
implemented to describe the dynamic latent feature. Based on the variational Bayesian
framework, a novel learning algorithm is developed to estimate the latent feature along with
the multiple sets of emission parameters, where the estimation uncertainties are considered
in variational updating steps. The effectiveness and practicability of the proposed model
are illustrated through benchmark simulations and an industrial case study. In addition
to the off-line modelling, the Bayesian state estimation algorithm is also extended to the
online filtering application, where multiple models are considered in both transition function
and observation function. Through the application of tracking problems, the proposed

variational Bayesian filter has demonstrated its advantages.

5.1 Introduction

Sensors and transmitters are abundantly installed for process control and monitoring. With
the development of data analysis technologies, historical data records become more valuable
for monitoring and optimization. Typically, on-line estimation of quality variables can be

improved by modelling process data and developing inferential sensors [4, 5, 6]. Similar

*A version of this chapter has been published in Ma, Yanjun, and Biao Huang. “Extracting dynamic
features with switching models for process data analytics and application in soft sensing.” AIChE Journal
64, no. 6 (2018): 2037-2051.

Section 5.6 of this chapter has been published in Ma, Yanjun, Shunyi Zhao, and Biao Huang. “Multiple-
Model State Estimation Based on Variational Bayesian Inference.” IEEE Transactions on Automatic Control
(2018)
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to the hardware instruments. However, knowledge-based soft sensors can frequently fail
due to harsh operating conditions and unattainable assumptions. Data-driven approaches
have proven to be a good alternative for inferential sensor development [7, 8, 9]. The main
advantage of data-driven methods is their flexibility for various applications. Especially in
the chemical process, with a variety of operating conditions, the same process can exhibit
quite different behaviours. Rather than establishing first-principles-based models for various
conditions, modelling with specific process data can learn the multiple operating conditions
automatically and then provides more accuracy.

As a valuable package for industrial applications, inferential sensing requires the studies
from both practical and theoretical point of view. The accuracy of its predictive model (es-
timating quality variables with regularly measured process variables) is essential. Although
there exist plenty of modelling approaches for this regression task, many of them are facing
challenges in dealing with process data. First, the excitation of model inputs, which are typ-
ically measured in a routine operating process, is usually insufficient and there is a common
occurrence of co-linearity [64, 65]. Second, the reference outputs of inferential sensors are
usually sparse and contain time-domain uncertainty. For an output as a quality variable,
its reference value is often obtained from infrequent laboratory analysis, which has large
sampling intervals and usually is lagged from the actual sample time. Such difficulties can
make classical regression methods less practical. To overcome aforementioned challenges,
latent variable models were proposed and have become popular in process data analytics
[66, 67, 68]. In these approaches, the raw measurements are projected to construct informa-
tive latent features with linearly or non-linearly functions. The prediction is then performed
with these features. Appropriate latent feature can improve the modelling effectiveness and
robustness through a variety of methods [69, 70]. In particular, some improvements are
achieved by considering the ubiquitous system inertia in chemical processes [71]. For ex-
ample, the Markovian model can be added to capture temporal data correlations in the
latent space [72, 73]. In Chapter 2, the general formulation of dynamic feature extraction
has been presented.

In addition to the challenges above, various operating modes are often observed in
historical data. In chemical engineering, operating modes usually vary with the changes
in feed or product quality. From the modelling point of view, a single model is usually
insufficient for multiple modes, and divide-and-conquer strategies are expected to make
improvements. Under some scenarios, scheduling variable(s) can be selected to identify

the switching behaviours [74, 75]. However, in many other cases, the identification of
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operating mode requires additional analysis. As for modelling an input-output system, the
model identity of each data point is usually determined together with parameter estimation
[76, 77, 78]. As for the latent feature extraction, several structures have also been proposed
from different assumptions. If switching behaviours are assumed to follow a Markovian
transition, Hidden Markov Models [79, 80] and other extended hierarchical structures [81,
82] can be used to estimate the model identity sequence. If observations were assumed as
representation of specific latent variables, switching states space models [83, 84, 85] can be
constructed. In this study of feature extraction for multi-mode process data, we proposed
to use switched emission models and unique feature variables to capture switching and
dynamic behaviour of the processes.

Other than from the modelling perspective, the multiple model scenario has also been
widely studied in the state estimation perspective. During the last three decades, state es-
timation from various types of noisy measurements has drawn considerable attention. The
most well-known method is inarguably the Kalman filter (KF) [86], which provides the opti-
mal Bayesian estimates for the linear state-space model with white Gaussian noises. For the
state estimation of multiple-model systems, it has been proved that the optimal Bayesian
estimation is computationally intractable due to the exponentially increasing number of
possible hypotheses (trajectories). Therefore, some suboptimal approaches have been de-
veloped [87, 88, 89], and the critical point is to limit the number of underlying hypotheses
with an approximation of the respective probability density functions (PDFs).

For example, randomly selecting a predetermined number of hypotheses and discard-
ing the remaining ones was proposed in [90], and a selection of the most likely hypothesis
was developed in [91, 92]. Later, the generalized pseudo-Bayesian (GPB) algorithm that
approximates the posterior Gaussian mixture distribution by a single Normal distribution
after filtering was proposed in [83, 93]. Different from the GPB method, the interacting
multiple model (IMM) [94] algorithm conducts Normal distribution approximation before
filtering, which results in a good trade-off between accuracy and robustness. This method
has been used in many practical applications including moving target tracking, fault de-
tection, signal processing, etc., and one can also find various extensions and modifications
[95, 96]. To name a few, the IMM strategy has been extended to the non-linear state-space
model in [97] using the particle approximation, and the exponential cost function is mini-
mized for multiple-model state-space models to get the risk-sensitive IMM filter, which is
further extended to the non-linear case in [98]. The multiple-model estimation with variable

structure is developed in [99] to deal with uncertain model parameters.
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Moreover, an improvement of the IMM method using the expectation-maximization
(EM) approach is developed in [100], with the aim of finding more accurate mode weights.
A deterministic algorithm, as well as a stochastic algorithm, is given in [101] to obtain the
marginal maximum of a sequential posterior state estimate of jump Markov linear systems.
On-line Bayesian estimation of model transition probabilities is proposed and realized in
the framework of multiple-model estimation, and the corresponding maximum likelihood
modifications are further proposed in [102]. For more details, one can refer to [103] and
references therein.

Probabilistic learning methods have been considered effective to accommodate various
structures and improve performance in comparison with deterministic approaches [23]. For
mixture models, clustering with probabilities allows obtaining the labels and model pa-
rameters more efficiently [104]. For latent variable models, properly assigned probability
distributions help in dealing with noisy observations [22] and infrequent measurements [105],
and increase the robustness against outliers [24]. The probabilistic inference and associated
Bayesian framework are also preferred in dealing with many challenges in process data an-
alytics [8, 26]. In these approaches, the background knowledge or process understanding
can be implemented mathematically based on Bayes rule, and model parameters can be
estimated with probability distributions rather than point estimations. As for modelling
with latent features, Bayesian inference methods not only improve efficiency by considering
parameters uncertainties but can also provide an explicit indicator of modelling performance
[29], leading to an automatic selection of proper model structures.

Since the continuous latent feature utilized in this chapter is modelled similarly as
in the general state space model, the proposed variational learning algorithm become a
suitable candidate to solve the state estimation problem. It has revealed in the iterative
updating procedure in Section 2.2. In order to compute the overall state estimates and error
covariances in multiple-model estimation, a strategy that extracts the exact posterior PDF
from all the possible trajectories is necessary. By analyzing methods mentioned above, it
can be observed that approximating the posterior PDF (Gaussian mixture distribution in
linear Gaussian systems) by a single Gaussian distribution with the mean and variances
calculated through weighted summation is a common practice. Therefore, the proposed
variational learning step for latent feature S1.7 can be applied as a better method to obtain
the overall estimates of the state and error covariance from a Gaussian mixture distribution,

which motives this work.
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5.2 Problem Statement

In this study, the feature extraction method is considered to have multiple emission models
and autoregressive latent features. While those emission models describe the switching
properties, a unique set of latent features is modelled to capture the continuous process
dynamics. To learn this structure from process data, a Bayesian inference algorithm is
developed to increase the robustness for parameter estimation. With the proposed learning
framework, the structural parameters, such as the number of switched models and the
dimension of latent space, can also be automatically determined in unsupervised learning.

Considering the switching scenarios, the variational learning method for dynamic latent
features is novel. This variational Bayesian (VB) inference is used to approximate the joint
PDF of the state and the model identity variable. Based on this strategy, the approximation
accuracy in the tracking problem is expected to be improved.

The remainder of this chapter proceeds as follows. In the next section, the problem
formulation and detailed explanations are given for the proposed structure of feature ex-
traction. In Section 5.4, the specific learning method is developed for the (off-line) feature
extraction model, where the state estimation is performed as a smoothing problem. Two
numerical simulations are used here to validate the off-line feature extraction model. In
Section 5.5, the corresponding on-line estimation algorithm is developed. The subsequent
application demonstrates the proposed modelling approach through an industrial case study.
Besides, the state estimation step is applied as a filtering algorithm in Section 5.6, which is
then demonstrated through tracking problems. Finally, concluding remarks are presented

in Section 5.7.

5.3 Probabilistic Formulation

In this section, multiple emission models are introduced to describe the changing operation

regions, and the probability graphical model is proposed for our feature extraction task.

5.3.1 Multiple Emission Models

Switching of operating mode is commonly seen in process industries. Usually in the context
of inferential sensing, these changing modes are results of unknown and random events,
such as the changing of product price or the composition of feed materials. In this study,
the proposed feature extraction model generalizes the emission function (2.7) with multiple

emission models. While k-th model M*) = {u(k), H (k),’u.(k)} is selected, the observation is
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described with

X = u(k) + H(k) - S+ Ut(k), ’Lf cry =k, (51)

where 1% is the mean of observations, H®) is the projection matrix, and vt(k) is observation

noise. The model identity variable r, € {1,..., K} assigns one emission model to each
observation.
As for the transition function, the model and the constrained described in Chapter 3 is

retained.
St=A-51+w, wp~ N(d Q), (5.2)
where : A = diag{ai, ...,ay} Q = diag{l —a?,...,1 — a?2}. (5.3)

The transition matrix A and the noise covariance @) for dynamic latent features are fixed
as diagonal and constrained @) in (5.3). It assures that the prior distribution of each di-
mension of latent features is mutual independent, and the standard Normal distribution is
its stationary distribution. It should be noted that the constraint (5.3) is implemented for
the continuous or relatively steady process, providing the benefit as a regulator. While it
is necessary to assume significant transition, such as batch process, this constraint could
be removed, and the switching structure is not limited to (5.3). Thus, an illustration of
this extraction model can be presented in Figure 5.1: (1) Sy.p is connected with the transi-
tion model to capture common driving forces among different modes; (2) multiple emission

models M 1) map the latent feature to observations Xi.7 and reflect the mode changes.
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Figure 5.1: Multiple Emission Model for Dynamic Latent Feature

The feature extraction objective of this chapter is thus formed as that based on a
sequence of observations X1.r, identify the multiple emission models M%) and the tran-
sition matrix A. The latent feature Si.7 in this model is independent of the model identity

sequence r1.7, and follows a single transition matrix.
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This structure is different from the common assumption of switching state space model
or switched dynamical systems, which usually contains multiple state transition models and
multiple emission models. Although the conventional switching structure is more general
in representation, it could be difficult in inferential sensing practice. On the one hand,
the historical records from an operating plant, especially for continuous operations, often
contain insufficient excitations to learn over multiple model parameters. On the other hand,
since both H®*) and the dimension of latent space are determined from data, the switched
dynamics could also be captured by different latent sequences and presented through H®).
Thus, an appropriate model that is desired in practical applications should have a simpler
structure and less number of parameters. In the following development, we will adopt a
robust noise model to reduce the sensitivity to outliers, and use a Bayesian learning method
to allow temporal correlations in the posterior distribution of the model identity sequence

r.T-
5.3.2 Robust Realization of Noise Model

While establishing a probabilistic model, the distribution of noise should be carefully se-
lected [23]. As for feature extraction, the multi-dimensional observations are to be de-
correlated by emission models, leaving the residual noises to follow independent Normal
distributions such as the case in the probabilistic principal component analysis (PPCA)
[22]. Depending on different applications, the magnitude of the variance of each output can
be either the same or different [106]. In this study, v®) is modelled with a diagonal and
isotropic covariance matrix (7(*))~1 .1 for each emission model.

Noise modelling should also be robust, especially for industrial process data. Here the
robustness refers to less sensitive to the outlier and abnormal observations [107]. Student-t
distribution has been considered as a proper probabilistic description of data with outliers
[108, 109]. Figure 5.2 shows an illustrative example of the advantage of using Student-
t distribution. In its top plot, one example of raw process measurement is shown, where
several peaks can be observed. In the bottom plot, the two fitted distributions are compared,
and one can see Student-t distribution can accommodate the outliers better than the Normal
distribution.

One mathematical explanation of this robustness is based on the Normal-Gamma fac-

torization for the distribution of vt(k):

| too L1
o) ~ 80, =L v) = NG,

- du, 5.4
~(F) 0 u (k) ) (5-4)
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where v is the degree of freedom and G stands for Gamma distribution. The intermediate
variable u can be introduced to scale the variance of Normal distribution, and the Student-t
distribution becomes an infinite summation of scaled Normal distributions. Hierarchically,
u should distribute according to a Gamma distribution with parameter v. In application, a
certain value of u can be assigned for each data sample. Thus, the integration is simplified
according to an application of the Mean Value Theorem [110]. It should be noted that even
for multivariate Student-t distribution, this decomposition is always performed with one-
dimensional u. This means that v controls an isotropic fading rate of probability density,
and the covariance matrix in the Normal distribution determines the direction. Similar as
in Chapter 3, the covariance matrix is set as identity matrix I, which makes the dimension
reduction feasible.

As the result, one additional latent variable, defined as Ut(k) for each emission model

M®) s introduced to the proposed model:

1
p(Xe | n®, H®, 5,70, UMy = N (3 5+ HP 5, oM L
t

p(UF vy =gw®; 2,7, (5.6)

vy
272
The effect of Ut(k) is to calibrate the likelihood of X; for the k-th model, and the actual
value of it will be learned from both data and the prior in (5.6). When a small value of
Ut(k) is determined, the observation will be considered as an outlier, and its likelihood will
be down-weighed. Since there are multiple emission models, different calibration levels will
be associated with different M%), Based on this calibrated likelihood (5.5), the number
of false switching actions (caused by outliers) will be generally reduced, and the estimation

of model parameters, such as u(k) and H®*) | can be improved.

5.3.3 Use Identity Vector for Switching Mechanism

As is common in the statistical learning and probabilistic inference, the log-likelihood plays
a crucial role in the derivation. To avoid inconvenience of deriving a logarithm before a
summation operator, the discrete scalar r; in (5.1) is re-defined by a vector variable I;

specified as

I, = [It“),ft(?),...,ft ] (5.7)
where : It(k) € {0,1}, Vk=1,.. K,

K
S =1
k=1
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The activation of the ™ model is now translated as It(k) = 1. With r, governed by the

categorical distribution, I; can be described with the Multinomial distribution (Mul):

K
(k)
Mul (I | mi) = [ el (5.8)
k=1
where the parameter 7.5 is a sum-one vector with all elements being positive. Each 7y

)

stands for the statistical expectation of It(k , which also represents the responsible weight

of the k™ model. Thus, it has the following properties:

Pr(r =k) = EMUZ(ItVFLK)[It(k)} = Pr (It(k) = 1) =m 20, (5.9)

K K
Y me=> Pr(rn=Fk=1 (5.10)
k=1 k=1

This vectorial representation of the model identity can provide a compact probability
description of {S;, I;} in the log-likelihood formulation, which facilitates the approxima-
tion of posterior considerably. For example, the conditional probability of the observation

function becomes

(k)
t

K
p(Xt ’ St7It7M) = H |:p(Xt ‘ StvltvM(k)):| (511)
k=1

With the product operator, I; serves as the exponential terms for S;. Considering that I;
described by equation (5.8) belongs to a conjugate prior distribution of the likelihood, the
posterior of I; will have a closed form and can be derived conveniently [111]. Besides, by
using its statistical expectation, I; will be free from discrete values in the inference proce-
dure. Thus, a more granular interaction between the model identity and S; is introduced
by this vectorial representation I;, which merges multiple models without waiting until the

final calculation step.

5.3.4 Prior Distributions

To complete this feature extraction in probabilistic approaches and formulate it under the
Bayesian framework, other probability dependencies and modelling preferences should also
be clarified. The first one is about reducing the risk of over-fitting from the increasing
number of sub-models. To avoid generating unnecessary sub-models, the following prior

distributions are assigned to parameters p®), H®*) and v*) as regulators:

p(u® | Ay) = N(u®; 0,A1), (5.12)
p(H® | Ay) = p([n, . n0] a5 = [TV 0,45, (5.13)
j=1
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P(’Y(k) ‘ a%ﬂv) = g(’Y(k)Q vy, By), (5.14)

where m is the dimension of X, and hgk) is the transpose of the i-th row in H*). Hyper-
parameters A,, Ay, a,and 3, are used to represent a non-informative prior distribution,
which are only preventing the weird values. With these regulatory prior distributions,
the parameters of an insignificant emission model will become trivial, such as discussed in

Chapter 3.

1000 Samples from Dirichlet Distribution Visualization of Probability Density Function

Figure 5.3: Selecting model identity from Dirichlet distribution

To set the preference for a smaller number of sub-models, 7.5 is described by a prior

of Dirichlet distribution Dir to allow Automatic Relevance Determination (ARD):
p(mik | a1.x) = Dir(mi.x;00:x), Yek=1,..,K, ap <l1. (5.15)

With the fixed K and o < 1, the sample with It(k) near either zero or one will receive high
value from this probability distribution. As a three-dimensional (K = 3) example, Figure 5.3
shows the samples and a collapsed density function of the case with «ai.3 = [0.4,0.4,0.4].
Thus, the number of “useful”, assigned with a significant value for the weight, models is
preferred to be smaller, which means ARD can be performed through Bayesian inference
with this prior distribution.

To summarize all the probabilistic dependencies, a probability graphical model is drawn
in Figure 5.4. The probabilistic description for the dynamic latent feature Sy (S; € R%)
and the transition matrix A (= diag{a;.q44}) is adopted as in Chapter 3:

T
p(Sir | A) = P(So) - [T P(Si | Si-1, A)
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Figure 5.4: Proposed Bayesian design for Multi-Model Dynamic Feature

T
SO, 0 ]Id HN Sta A St 1)Q)7 (516)
t=1
d d
p(A | ag, Ba) = H HB ta(a;; ag,Ba), (5.17)

where @ is defined in (5.3). The robust noise modelling (presented in earlier section) with

multi-model results in the relation between Ut(l:K) and It(l:K) as
(LK) | K v v i
(U |, H g™ 20" (5.18)

which is detailed in [75]. Then, the likelihood of (finite length) observations conditioned on
S1.7 and MK g given by

) U(l K) M(l K)

I

p( X117 | Sir, fT )
p(X1ar | S, IO, USE) () H 4O

fift e

t=1k
Finally, the objective of feature extraction is transformed as to inference the following

1 "
L)

Uy ®)

(

+H® .5, (5.19)

posterior:

LK)
LT

(1:K)

’ U1;T H(LK) H(I:K)

p(9 | XI:T7 ) (Sl Tv ) 7’7(1:K)>A3W1:K ’ Xl:TaT])' (520)

)
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where 6 is a short notation for the whole parameter set. It should be noted that, usually
the outlier in process measurements are not believed to be sufficient enough to learn the
degree of freedom in the Student-t distribution. Thus, in this study, the parameter v will

not be learned from data; instead, it will be included into the set of hyper-parameters:

n= {AuaAH7a’yaB~/aaaw8aaa1:K}- (5.21)
5.4 Off-line Variational Inference Methods

In the learning procedure, the proposal distribution can be updated through coordinate
ascent strategies or sampling methods [112]. For our proposed model, the coordinate ascent
approach, as introduced in Chapter 2, is chosen to avoid unnecessary computational load

and retain a meaningful interpretation, where ¢(#) is defined with assumption:
K K . . .
a(0) = q(Sur) - a5 UE) - q(u0, B9 408 () - g(mn). (5:22)

Following the general derivation in Section 2.2, the objective of variation learning algorithm

can be formulated as

L(q(0)) = p(X1.v | n) — Drr{q(9) || p(0 | X1.7,m)}
= Eqop(X1.1,0 | 1) + H{q(0)}. (5.23)

Then the coordinate ascent algorithm will maximize variational lower bound £(g(6)) based

on the following three equations:

Ing*(A) = Eys,.) Inp(X11,0 | )] + ca, (5.24)
g (S1r) = By o350, 0050 a0 000 oory InPXn O )] £ es, (5.25)
In g*(p), FAE) 1K)y = Eq(SlzT)q(I{}%K),UI(}%K)) Inp(Xi.7,0 | n)] + cum, (5.26)
" (IO, UE) = By, 10050 10059 4050 gm oy IPX0, 0 | )] + cro (5.27)
Ing*(mux) = E . jou0 oo, [Inp(Xir, 0 | n)] + e, (5.28)

where c4, cg, ciu, ¢y, ¢ are normalization constants. By iteratively applying these updat-
ing equations, the variational Lower Bound will increase monotonically. It can be observed
that the dynamics of latent feature Si.7 is modelled similar as in Chapter 3, the updating
procedure of (5.24) can be solved similarly. With the usage of importance sampling, the
required statistics in this chapter become available from equations in (3.40), (3.41), and

(3.42). As for the updating step (5.45), it depends on the most of proposal distributions,
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also its result will be used for nearly every other updating steps. In later this section,
the innovative steps will be detailed for it. With aforementioned probability dependen-
cies, the updating equations from (5.26) to (5.28) can be derived based on conjugate prior

distributions.

5.4.1 Learning Multiple Robust Emission Models

In this part, the updating equation for the parameters in the multiple emission models
will be detailed. Following the detailed equations for (5.26), the updating procedure of
(5.27) and (5.28) will be provided. Since the feature extraction model is developed in an
off-line manner, and the model identity variables are assumed as temporal independent, the

(I (1: K), Ul(lTK)) and the proposal distribution of the latent features

proposal distribution ¢
q(S1.7) can be learned individually.

Here, an iterative updating procedure for multiple emission models is presented.

1. For ,u(k), the updated proposal distribution is still a Normal distribution q(,u(k)) =
N (B mil, PP):

T

mi) = S0P Iy (X~ HD)(S,), (5.29)
t=1

-1

T
PR =10 3010 T+ A (5.30)
t=1

2. For H®) _ the transpose of i-th row hl(k) is updated with a Normal distribution q(hgk)) =
(k). (k) p(k)y,
N(h"™; my,.” s Py ):

7

T
k k k) +(k
mgi) — pé_) . <7(k)>Z<Ut( 7Ry [Xt — <u(’“)>} o (Sy), (5.31)
t=1
T -1
PO = | () ST WP I (Sus) + A | (5.32)

t=1

where [~](i) denotes the i*® elements of the inside vector. Thus, the expectation statis-

tics for the overall emission matrix are formed as

k k7]’
(HW) = [mgg, mgrg} , (5.33)
(k) (k)
(H Z m; By, (5.34)
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3. The proposal distribution for 4*) is updated as a Gamma distribution with two

parameters g(v*)) = G(y#); Oég ), § ))'

T
k) _ m (k)
ot = a, vt DAL (5.35)
t=1
T (k) 7(k)
B = +Z<U 'L > . (5.36)
t=1

The residual term (0?) is an expected observation noise, which has the form as

(02) =X, X¢ + tr{(u® (uP))} + tr{ (S SPH((HP)Y H®))}
—2X{(HW)(S;) — 2X](u®) + 2(u®Y(HPY(S),  (5.37)

where ¢r{-} stands for the matrix trace operator.

Regarding the model identity variable I1.pr and the intermediate variable Uj.p, their

(1. (L K), Ul(:lfK)) will not be further factorized. It is based the original

proposal distribution ¢
Student-t distribution of each mission noise, which requires the dependency between these
two sets of random variables[109]. For the conditional uncertainty U, (k) ] It(lzK), the posterior

1:K)

is developed with a Gamma distribution based on given It(
k LK (k) | 7(1:K)
o [ 1) = @ | 1 ag) g,
For It(k), it follows a Multinomial distribution:

(1)) = Mul(1"; o F1),

The corresponding likelihood term has marginalized the intermediate variable U, EE) gt
to making the actual Student-t distribution for observation noise:
k) vV, m
aUt - 5 + 57 (538)
(k)
k v
By =5 + <72 Lo, (5.39)
F( u+m) . < (k:)> vt
(k) (In7g) 2 (k)2 Y 2\1—
o e — 2 -1+ o 2, 5.40
; T O E i T el (5.40)

where (0?) is the expected residual that defined in (5.37). As for this joint proposal dis-
tribution, the required statistics from other variational updating steps can be determined

as

(k
Oélt)

oKk W)’
S alf
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Wi 1) = =5 - ("), (542

B
U™ 1) = [efa)t - m{s{}] - (7). (5.43)

(1:K)

In order to update the distribution for 7.x, aforementioned parameters of « I.p can be
treated as samples from ¢(m.x). Based on the statistical conjugacy, a Dirichlet distribution

(1:K

is selected: q(m1.x) = Dir(m1.x; ax )), and the parameters are updated as
ol =+ 3, vEke{l,.. K} (5.44)

Other than the introduced statistics for upcoming variation learning step, other con-
ventional self-expected statistics, such as the first order or second order moments, can be

easily found with the estimated variable posteriors.

5.4.2 Smoothing States with Multiple Emission Models

The updating equation for ¢*(S1.7) is considered as

Ing*(Sir) = Eq(A)q(IflTKlU“ K ) (LK) K (1K) Inp(Xy1.7,0 | n)] + cs, (5.45)
which requires a study about the probability distribution over a sequenced latent variables
S1.7. Typically, calculating the sufficient statistics and entropy for this latent sequence is
solved by filtering and smoothing [40]. By considering the distribution of model parame-
ters, updating ¢(S1.7) has been developed for a single emission model in Chapter 3. By
considering multiple models with deterministic parameters, the problem can be solved by
interacting multiple model methods [103]. However, with multiple emission models along
with their uncertainties (described with probability distributions), this estimation problem
becomes more challenging. In this study, a novel algorithm is developed to merge different
models based on the distribution of model parameters q(u(LK), H(IIK),fy(l:K)), as well as

the uncertainty of model identity sequence ¢ UL

For a better illustration, (5.45) needs to be explicitly expanded as

Ing*(Sir) =E g(I 55 U R (W) (1K) (1K) [Inp(X17 | St 0)]

1T
+ Eqa) [In P(S1.1 | A)] + const.,

T
(In P(X; | S;, 155) gt (1K) (i) (LK) Z<ln P(S; | Si_1, A)) + const.

Il
M=

i
I

L)W (X = )

Mx

K
SO (B (EPY HP) S, 4 8
k=1 k:l

Il
MH
tO\h

“
Il
—
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A2

m%s’tfl + COTlSt., (546)

T

33l s+ Stal )~ 58t
where (-) is the expectation operator. The covariance of transition noise @ is replaced with
I — A2, where the square operator is applied to each element of A. Based on this quadratic
function of each individual latent sample S; and adjacent latent samples (S;—1,St), it can
be concluded that their posteriors have Normal distributions. For deriving the Normal
distribution over the latent variable sequence, the original Kalman filter and smoother have
proven to be optimal. To benefit from its optimality, a parameter calibration procedure is

developed to factorize (5.46) into traditional posterior formula of Sy.7 [40].

The parameters for transition function (5.2) are calibrated similar as in (3.33) and (3.34):

A== ()™ = dingl (2 () T2 (=) (BT
~_ 1 . 1 1
Q" = ) = dingl (=) () (5.48)

Different from the Chapter 3, the observations and the emission parameters are not aug-
mented directly because of the multiple model cases. On the hand, since the latent features
are modelled with a single set of S1.7, and it has posterior distribution as sequenced Nor-
mal distributions, there always exist two coefficients to summarize the observation function:
one for first order moment, and another for the second moment. In this study, for the first

summation in (5.46), these two coefficients are calibrated as

K

3 42 o

Ft(P) Z<U(k) (k)><’y(k)(H(k))/H(k)> + <1 = A2> . A/Q_IA, Vit < T, (5‘49)
k=1

~(P K k) +(k

F} ) _ Z<U( ) 1( )><7( ) (H®)Y g k)Y, (5.50)
k=1

~ K

F =S HOY 0P 1) (B (X = D)), Vi=1.T. (5.51)
k=1

With these intermediate parameters, (5.45) can be rewritten as

T
lnq SIT Z P) St+S’ N(m)
t=1
T
+Z L [ —A-S_ 1} Q! [St—fl-Sk,l + const.. (5.52)
t=1 2

This formulation has factorized adjacent samples, allowing recursive filtering and smoothing

steps to obtain the posterior of Si.r. Before introducing the updating steps, the definition
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of forward and backward paths is given as

P(S | A,Q, FD | FI ) = N(Si; mP), PP, (5.53)
P(S, | A,Q, FD FIYy = N(Si; miP), Py, (5.54)
P(S; | A,Q, Fiy), F{i)) = N(S;; m{”, PY). (5.55)

The proposed estimation procedure is then presented with the following three steps.

1. Prediction step (inherited from Kalman filter):

2. Update step (revised updating step):

m(f) _ Pt(p) , {Ft(m) G- Ft(m)} + L - mgp)7

P(f) L P( )

C, = pt(P)‘ [(Pt(p))—l +Ft(P)}_ :

Li=Ty- PP [P - ¢ B,

where I; is the identity matrix in d-dimensional space.

3. Smoothing step (inherited from Kalman smoother):

mf = m® + Gox [l —mif] (5.62)

P — PO 1 G+ [P - P v G, (5.63)
- —1

Go= P A [P (5.64)

This proposed estimation procedure maintains the optimality of Kalman filter and smoother
within this variational updating step. The proof can be verified by integrating Normal
distributions (5.53)-(5.55) and applying the Woodbury matrix identity [113]. In fact, this
updating procedure handled the uncertainty in the transition model (5.2) with calibrated
parameters A and Q, and simultaneously considered the probability of different emission
models with expectation terms Ft(P) and Ft(m). As a result, the switching uncertainty is
addressed within the standard forward-backward algorithm. To describe ¢*(S1.7) in other

variational updating steps, the following sufficient statistics are prepared as
(Si) = mi”, (5.65)

104



(St~ Sy =P + () - (S, (5.66)
(Sey1 - Sf) = PEY - Gy + (Siga) - (S0 (5.67)

5.4.3 Selecting Model Structures with Variational Lower Bound

In this probability model, hyper-parameters in (5.12)-(5.14) and (5.15)-(5.18) are fixed as
constant to represent the modelling preference. As discussed before, by assigning zero-
mean prior for ) and H® only “necessary” latent feature dimensions remain active in
the resulting posteriors. By assigning a specific Dirichlet distribution to 71.x, the number of
“active” emission models tends to be smaller. Therefore, process knowledge has been math-
ematically integrated, but the iterative optimization algorithm may still stop at different
local maxima and result in several possible solutions. However, according to (5.23), solution
with the highest £(q(0)) is said to have achieved the best approximation of p(6 | X1.7,7)
[39]. Thus, the optimized value of £(g(6)) will be used for model selection.

The detailed expression is of the variational lower bound is repeated as

£(q(6)) = / 2(0) - np(Xp.1.6 | m) - df — / 4(6) - nq(6) - db.

The first term can be calculated from the probability dependencies in Figure 5.4 and ex-

plicit forms in (5.12)-(5.19); the second term is determined individually by each proposal

distribution. Here, a detailed presentation of these two statistics is listed for a reference
The first term is explicitly presented as in the following equation, where (-) is the

expectation based on ¢(f):

[ 4® p(x12.0] ) - a0
T K

= 33 [wnp(Xe | 86U 10, (B + op@® 10, 0)) + (i | 7o)

~+
—_

T
+ Y (0(St | Si—1, 4)) + (Ip(mix | 1)) + (Inp(A | aq, Ba))

K
m - 1n 27 m 1
> [—<I§’“>> + (i) o 1) - 2<U§’”I§’“>><a?>]

2
t=1 k=1
L& k v 14 14 14 k k v k k k
+ >3 [ G s - )]+ (G - DU I - ZOP 1) + (1) )|
t=1 k=1

T d ) a2
Y [;on )~ 5SS ) S ) - ;<st_1s;_1>j<u>]

l—aj



1n27r—|—2[—ln27r+ In |A,, |—7tr{< F) (N A }]
k=1

+

110109

[ medy on ‘%X In|Ag|— %tr{((H(k))’H(k)> : AH}]

+3 [y In(8,) — InT(as) + (o — 1)Iny®) — 8, (4]

+ 37 [ 10 B0, 6a) + (@ — 1){Inaz) — (Ba — 1)(In(1 - a)]
7=1
K K
FinT(Y o) + 3 l(ak — 1)Inmg) — InT(ay)], (5.68)
k=1 k=1
where | - | stands for the determinant of a matrix. and InT'(+) is the Log-Gamma function.

The residual term (0?) is defined in (5.37).
The second term in the variational lower bound (5.23) is presented as the summation of
individual entropies:

d

K
H{g®)} = (aj)ent + (U | Dent + Tent + Sent + Y [ug’;; + HE) 4 . (5.69)
j=1 k=1

The entropy (a;j)ent of sample-based posteriors is calculated by distributing samples into
Npin, bins, aggregating the weights f,,(a;) for the n-th bin, and calculating entropy with the

width wid,, of n-th bin as
szn

a] ent & Z Jn( a] M, (5.70)

widy,

The entropy for the conditional random variable U | I is obtained from the estimated
Gamma distributions:

T K
(U Dent = DD 4P [aff) = (B3} + mT (@) + (1 = afywlaf}] . 6.71)

t=1 k=1

Regarding identity variables, the entropy calculation is simply enumerating the possibilities
of discrete events:

Tons = Z Z (1. (5.72)

t=1 k=1

Similar as in Chapter 3, the entropy of latent feature Si.7 is based on a representation of
sequenced Normal distributions. Here, the detailed equation is listed, where the results

from aforementioned smoothing step are utilized:

(T—2)-d 1 s
Sent = [T~d— —a In(27e) *Zln‘Pt( )\
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LIy B t(i)l() 5 t(j)l(')Gg ‘ (5.73)
2 t=1 Gy Pt+1 B

The entropies from multiple emission models are mutual independent, for each model M *)

the entropy consists of following terms:

1
i = 5 (14 In(2m)) + 5 n [P (5.74)
#) _ X~ [ds 1w
HY = Z} [2(1 + In(27)) + 5 n|P, |, (5.75)
7 = a® {1} + mT (@) + (1 - aP)p{a®)]. (5.76)

As for the overall weight of model identities, the entropy is calculated from the Dirichlet

distribution:
K K K K
Tent = —InT(Y " aP) — (K =" al) - > o} +3 ()
k=1 k=1 k=1 k=1
— (@ — D)yp{al}). (5.77)

In addition to the selection among multiple results, two structural parameters d (the
dimension of latent space) and K (the number of emission models) can also be optimized by
the converged £(q(6)). Usually, d and K are initialized with large values for a comprehensive
description of data. Then, benefiting from ARD, the learning procedure can be accelerated
with the preliminary results from Variational Inference. While different heuristic strategies
can be adopted to search d and K [39], the principle is always to maximize L£(q(6)). A

practical realization will be discussed in the following application section.

5.4.4 Numerical Simulations

In this section, the learning strength of the proposed algorithm is demonstrated with two
simulation examples. The first simulation will illustrate the abilities of the proposed model
in fitting non-linear data. The second simulation shows that our algorithm can determine
the number of modes and the dimension of latent space simultaneously.

In the first example, a set of non-linear data is generated to illustrate the procedure
of fitting local linear models. By this simulation, practical steps for applying this learning
algorithm are discussed. The data, consisting of 600 samples from a noisy shrinking spiral,

is produced as [39]

X, = [(13 — 05751) cos t;, —(13 - 05t2) sin t;, ti] + w;,
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4
t = % i, T =600, w;~ N(0,diag[0.5,0.5,0.5]), (5.78)

where the parameter t; is the temporal position along the spiral. Visualization from two

angles is presented in Figure 5.5.

an elevated view a top-down view

10 -15

Figure 5.5: The Spiral Data in 3-Dimension Space with a 1-Dimension Non-Linearly Em-
bedded

As the dimension of observations m is 3, the modelling procedure starts with two-
dimensional latent space (d = 2), similar to the application of PPCA [22]. The initial
number of emission models is set to seven (K = 7) for a sufficient description of the data.
Figure 5.6 shows five individual evolutions of parameter learning, where the x-axis is the
updating iterations and the y-axis is £(g(6)). Although all these £(g(é))s correctly (mono-
tonically) increase, the converged values are different, representing several local minima.
The optimal model will be selected according to these converged values of variational Lower
Bound, such as selecting the third iteration in this example.

In order to explore further structural settings, the model with smaller latent dimension
and less number of models could also be tried. As one advantage of ARD, the number
of active models can be determined from the posterior of m1.x. If the k-th cluster is not
responsible for any observation, the estimated (mg) will be smaller than %, indicating a
possible removal of this cluster. For example, with four modes being useful in the first trial,
following tests for K shall start from four. Several values of £(q(f)) are listed in Table 5.1
for additional structure sets, and typical differences are visualized in Figure 5.7. In addition,
it can be observed that the converged £(¢(#)) is neither dependent on initial £(g(€)) nor

the optimizing speed, which is from the inherit complexity of this feature extraction model.
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Figure 5.6: Evolutions of the variational Lower Bound with Randomized Initializations

By comparing different latent dimensions, it is found that both one-dimensional and two-
dimensional features can represent the driving force well. Particularly, the two-dimensional
features have a good approximation of sinusoidal signals. When the latent dimension is
reduced to one, distortion in Si.7 is observed, which is also reflected by a less optimal
value in Table 5.1. For the comparison of different K, labelling results are visualized in
the bottom plots of Figure 5.7, where different models are well clustered along the spiral.
As indicated by L(q(#)), either K = 3 or K = 2 can be considered appropriate for the
proposed model. Conventional Bayesian mixture of factor analysers yields 14 clusters [39].
To summarize, when the non-linearity of process data is from the variations along time, the
estimated dynamic latent features can capture it through temporal relations and reduce the

number of emission models (or analyzers) significantly.

model [dS:2, K:7] [d5:1, K:7] [dSZQ, K:4] [dsZQ, K:3] [dsZQ, K:2]
L -3512 -4677 -3494 -3469 -3622

Table 5.1: Comparison of the Variational Lower Bounds

In the second example, a synthetic data set was generated to show the strength of iden-
tifying true model identities by the proposed method. Here, the data is projected from 3
sequences of latent features through 3 emission models, generating 5-dimensional observa-
tions. The latent features are generated with a transition matrix A = diag{0.97,0.9,0.85},

and emission models are given as

D =110,8,20,-10,0],  p® =T10,8,10,0,6], 1 =16,8,2,6,6],
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Figure 5.7: Comparisons of Features and Clusters for Different Identified Models
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Figure 5.8: Selecting the Number of Latent Dimension and the Number of Emission Models

Similar to the previous example, the inference procedure starts from K = 6 and gradu-
ally attempts latent dimensions from d = 1 until d = 6. The simulation results are presented
in Figure 5.8, where the variational Lower Bound £(¢g(¢)) and the number of “active” mod-
els (K*) are plotted against the dimension of latent space (d). Based on these two trends,
the latent dimension can be selected at the peak of £L(¢(6)) (d = 3), and the corresponding
K* is 3. From this demonstration, it is shown that the proposed learning algorithm can
identify the number of emission models and the dimension of latent space correctly.

To validate the result of learning the model identity sequence, the proposed method is
compared with three popular methods for modelling mixtures. The first one is the “K-
means” method, which fits a given number of Gaussian mixtures in input space. The
second is the mixture of probabilistic principal component analysis (MPPCA) [114], which
can learn both latent features and the number of models. The last one is the robust mixture
of probabilistic principal component analysis (RMPPCA) [109], which enhances MPPCA
by implementing noise modelling with Student-t distributions. The dimension of latent
space for MPPCA and RMPPCA is set to the real value of three, and multiple trials are

conducted to ensure that only their optima are compared with the proposed method for
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Figure 5.9: Comparison of Estimated Model Identities

fairness. The estimated result of model identities is plotted in Figure 5.9. It can be observed
that the proposed feature extraction method can provide the best identification result for

model identities, which has only two misclassified samples.

5.5 On-line Application with Variational Inference Results

Based on the above two simulations, the proposed method is validated in the off-line learning
procedure. In order to apply this off-line estimated model, an online feature extraction
procedure is expected. In this section, the result from the aforementioned Bayesian learning
is used to learn the latent feature for new measurement samples. In the industrial application
of a steam generation process, the corresponding latent features are shown to be informative

in estimating the steam quality.
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5.5.1 Filtering States with Results of Variational Inference

To apply the result from Bayesian extraction of dynamic latent features, the distribution
of the time-invariant parameters will no longer be updated. In this study, the converged
proposal distribution q(A), ¢(m1.x), and ¢(uF) HOE) (1K) will be utilized.

While applying mixture models with static latent features, such as in MPPCA, the
estimation of current model identity I; only depends on the current observation X; (or
some predefined prior belief in Bayesian modelling). As an enhancement, model identities
will be determined from both observations and dynamic latent features in our proposed
method. As a part of the off-line learning procedure, the online feature extraction strategy

can be derived as follows.

e Step-1, estimate the predicted distribution for latent state .S;, which is Normal distri-
bution N (mgp ), Pt(p )). For the initial case, set mgp ) = 0 and Pl(p ) = I; For the case
with ¢t > 1, calculate mgp),Pt(p) based on (5.56) and (5.57).

e Step-2, estimate the identity variable I; and associated Uy | I;:

(1™

Mx

(1P o (S(Xe | ) + HE) - 5P, (4®)71,,,0)),
k=1
v+m

(0 1) = <It(k)>'u+<'y(k>><a?>’

where (0?) can be obtained from (5.37).
e Step-3, calculate F}P),F}m) based on (5.50), (5.51), and <Ut(k) It(k)).
. - _ o
e Step-4, estimate S; = S, based on (5.60) and (5.59).

In this online learning strategy, the forward path (5.54) is performed with updating
equation for I; and U;, where the distribution of parameters and dynamic properties of Sy.1
can be fully utilized. By implementing this on-line algorithm, I; and the current latent
feature S; will be estimated jointly. It should be noted that since future information cannot
be used to smooth current I; in the online application, the expectation terms such as F. }P)
and F} m) are only calculated with the ¢ = T case. Also, the overall weight of 7.k is not
applicable to tune the identity variable, such as in the updating equation (5.40). Thus,
slight differences may exist between off-line and online results. Figure 5.10 shows model

identities from these two learning procedures. In this figure, the green line shows the result

of the off-line training algorithm in the previous section; the blue dot line shows a repeat
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Figure 5.10: Comparison between Off-line and On-line Model Identity Estimations

application with the online learning algorithm. It can be observed that most variations
in the model identity sequence can be captured with the above on-line algorithm, and the

off-line training method indeed prevented some unnecessary peaks.

5.5.2 Process Description of Steam Quality Inferential Sensor

Equipped with on-line feature extraction, the proposed method can be tested with industrial
applications. In this case study, an inferential sensing project in steam generation processes
is introduced to test our algorithm. Figure 5.11 and Table 5.2 illustrate a simplified diagram
and sensor network for the steam generation plant, called Once-Through Steam Generator
(OTSG). In this process, boiler feed water (BFW) and fuel gas (FG) are sent to the heat
exchanger (including both convection section and radiation section) to produce wet steam
(combination of steam and water). The water fluid is split into several passes within the
heat exchanger and recombined at the outlet end for the further separation. In order to
reduce unnecessary fuel consumption, the steam quality (mass fraction of steam) needs to
be monitored.

The current solution relies on the slow-rate manual sampling, shown as the yellow circle
in Figure 5.11. On the other hand, there are fast-sampled process variables related to steam
quality: BFW-T, BFW-P, and In-F measure temperature, pressure and flow rate for the
inlet fluid; Skin-T, WS-P, and DP measure temperature, pressure and differential pressure

for the outlet fluid; FG-F shows the flow rate of energy flow. Above measurements have
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Variable Description Unit | Sampling interval
BFW-T Temperature of boiler feed water °C 1 minute
BFW-P Pressure of boiler feed water kPa 1 minute
In-F Inlet flowrate of individual passes t/hr 1 minute
Skin-T | Outlet temperature of individual passes °C 1 minute
DP Differential pressure of individual passes | kPa 1 minute
WS-P Pressure of recombined wet steam kPa 1 minute
FG-F Flowrate of input fuel gas kg/hr 1 minute
SQ Reference output of steam quality % ~ 6 hours

Table 5.2: List of available process variables

included all the direct measurements for the individual passes and were suggested as the
influential variables by engineers and also by our previous studies [115]. The objective is to
provide a reliable on-line estimation for individual pass SQ by using these fast-rate process
measurements. From the background information, the switched behaviour is mainly due
to the multiple operation regions and the composition of energy flow. Because of the fixed
equipment size and a relatively steady set-point (SP), the latent features can be assumed

to follow a unique dynamic model.

Once Through Steam Generator
¢
—————— Fuel Gas
Stack Gas D ¢ I FG
F
N Pass-1 Pass-1 \| Pass-1
4 in p \Askiny g CX) DP
\/\’BFWT N Pass—2 Pass—2 R CX) Pass—2 WS Pl
BFW 4 in p \Asking DP 4
P : ) : . Wet Steam
T R Pass-M Pass—M \ Pass-M
. 4 in p ’I \“Askiny (X) DP
Boiler Feed |
Water Convection  Radiation

Figure 5.11: Flow Diagram of Once Through Steam Generator

5.5.3 Apply the Bayesian Feature Extractions

From the data visualization in Figure 5.12, there are three significant challenges in this

project: (1) unknown disturbances, the composition of fuel gas is not measured and will
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result in different regions for FG-F; (2) frequent occurrence of outliers (also shown in Fig-
ure 5.2), since the DP measurements are unreliable and possess relatively large noise; (3) the
random sampling of reference outputs, since although the 7 inputs are regularly measured
at 1-min interval, the reference output is manually measured at roughly 6-hour interval.
Considering the significant difference in sampling intervals between the model inputs and

output, unsupervised learning for feature extraction is preferred.

el
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Figure 5.12: Typical Measurements from an Operating Steam Generator

As discussed in previous sections, the robust emission models and the probabilistic learn-
ing algorithm are designed to overcome the challenge from these noisy measurements and
outliers. To address the unknown disturbances, the switched emission models are learned
along with dynamic latent features in the proposed method. Due to the limited computing
power in the industrial DCS system, complete online learning strategies are deemed not
suitable. In this study, three developed and widely applied algorithms: principal compo-
nents regression (PCR), partial least squares (PLS), and slow feature regression (SFR)[46]
are compared with our proposed algorithm. As a natural enhancement, lagged inputs are
incorporated to extend the above methods to their dynamic versions.

In this validation, 2-month data from 2 OTSGs are available; the first quarter of data
is used for training and the rest for verification. In the off-line learning procedure, the
proposed method identified the latent feature as in four-dimensional space (dg = 4) for
both 2 OTSGs, representing the number of hidden correlations. It also identified three
switched models (K = 3) for OTSG-1 and two switched models (K = 2) for OTSG-2,

relaxing the traditional modelling assumption of linear and unchanged correlations among
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Figure 5.13: Comparison of Prediction from Different Latent Features

process variables. As the switching behaviours have been addressed in this feature extraction
procedure, the regression model can then be established between the extracted features and

the reference output.

OTSG-1 OTSG-2
CC | MAE | RMSE | CC | MAE | RMSE
DPCR | 0.23 | 1.14 1.28 0.1 | 0.93 0.95
DPLS 0.23 | 1.22 1.28 0.1 | 1.04 1.03
DSFA 0.39 | 1.03 1.30 | 0.30 | 0.64 0.94
Proposed | 0.52 | 1.10 1.24 10.32| 0.69 0.86

Table 5.3: Validation Results of Steam Quality Inferential Sensing

As for the aforementioned MPPCA and RMPPCA, reference data points have to be
distributed to different clusters. With a limited number of reference output samples, this
will severely harm the regression results (in fact even worse than DPCR). In the on-line
validation, each predicted SQ is evaluated with the Pearson correlation coefficient(CC),
mean absolute error (MAE), and root mean square error (RMSE) respectively. Table 5.3
summarizes the optimal performance of each method, where CC is used to determine the
optimal latent dimension for each algorithm. It can be observed that our proposed method
can provide the highest correlation and the lowest RMSE for both OTSGs. Figure 5.13
shows the time trend of each prediction against the reference (DPCR is omitted for clarity),
where the y-axis is the steam quality value. Although the reference itself is relatively steady

but noisy, the proposed method still captured the overall trend of steam quality. The testing
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results on these two sets of industrial data indicate that the features extracted from our

prosed method can predict steam quality better than other competing algorithms.

5.6 Extending On-line Feature Learning Algorithm States to
General Multiple Models

In this part, we convert the above on-line learning algorithm to a new approach to state
estimation of multiple state-space models. Unlike the traditional methods (including the
interacting multiple model (IMM) algorithm) that approximate a Gaussian mixture dis-
tribution with a single Normal distribution, the proposed method approximates the joint
probability density functions (PDFs) of state and model identity through Bayesian infer-
ence. It is shown that the proposed method reduces the approximation error considerably,
and improves estimation accuracy without increasing computational cost. Analysis of its
specific features as well as a potential extension is also presented. Numerical examples with
a practical-oriented simulation are employed to illustrate the effectiveness of our proposed

method.

5.6.1 General Linear Multiple State-Space Models

By assuming that the switching actions are independent of state propagation and denoting
the model identity as r, € {1,..., K}, the linear multiple-model state-space system under

consideration is specified by

T = F(Tt) cTi_1 + T(Tt) - Vg, (579)

y = H"™ .z 4wy, (5.80)

where k is the time instant, z; denotes the state, y; is the observation, and v; ~ N(0, Q("))
and w; ~ N(0, RU)) denote the process and measurements noise with Gaussian distribu-
tions, respectively. In this paper, it is assumed that all the parameters involving F("t) T()
H) QU and R are available once the model identity r; is determined. Here, r; can

be described with the Markovian dynamics:
Pr(Tt =7 | Ti—1 =1,Tt—2, ) = Pr(rt =7 \ Tt—1 = Z) = Pij, (5-81)

where i, =1,2,..., K.
Following a general definition, the objective of a state estimator is to estimate the state

variable x; given the observations Y14 = {y1,¥2, ..., %:}. In other words, the state estimator
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shall provide the posterior distribution p(z; | Y7.;) under the probabilistic framework. A pre-
defined cost function is then employed for the point estimate. For the models considered,
if the model identity r; is known, the conventional KF can provide the optimal estimates
conveniently. Otherwise, estimation algorithms should consider the uncertainty of r, during
filtering.

The problem considered in this paper is formulated as follows. Given the system model
(5.79) and (5.80), derive an estimator by calculating the posterior distribution p (z; | Y1.t)
using the VBI approach. The main purpose is to reduce the approximation error introduced

in the IMM method without increasing computational load.

5.6.2 State Estimation with Variational Methods

This vectorial representation of the model identity, in Section 5.3, is able to provide a
compact probability description of {x, I;} in the log-likelihood formulation, which facilitates
the approximation of posterior considerably. Using I; in (5.7), the probabilistic description

for the transition and emission function will be

e
p(ze | Tp—1,1t) = H [ (253 FP 2y, QW )] ; (5.82)
K I(k)
plur @ 1) = [T [N By RO)| (5.83)
k=1
where Q ) & k) Q) (T(k))’. With the product operator, I; serves as the exponential terms

for x;.
Since we are interested in the posterior PDF p (x| Y1.+) and p (Iy | Y1), two proposal

distributions ¢(1;) and ¢(x;) are used to approximate the joint posterior distribution as
q(ﬂ?t) . Q(It) — P ((L‘t,It ’ Yl:t) . (584)
The quality of this approximation is evaluated by the Kullback-Leibler (K-L) divergence as

Dicu{alls) a(en) | pan e | Yio)} = [ a(1) afor) 1nm I, (5.85)

Note that this divergence can be minimized to zero if both sides of (5.84) are exactly
same; otherwise, it remains positive. To avoid calculating with the unknown distribution

p (¢, It | Y1), VB uses the following equality to increase explicitness:

Inp (ye | Yiu—1) = Drr{a(ly) (@) || p(@e, I | Y1)} + Lor)ge) e | Yiema],  (5.86)
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where L (7,)4(x,) ['] is defined as the variational Lower Bound (LB):

(yt, e, It | Yig—1)
q(I) q(xt)

Combining (5.85) and (5.87), equation (5.86) can be verified through the Bayes’ rule. Since

Lor)q(ze) e | Yia—1] = /Q(It) q(xt) - n? ~dxy - dly. (5.87)

the recurrent likelihood p (y; | Yi4—1) is independent from states, it can be treated as a
constant. Under this framework, the proposal distributions ¢(I;) and g(x;) that provide the
highest value of Ly(1,)¢(z,) [Ut | Y1:t—1] Will be treated as the best approximation.

5.6.3 Approximate the Filter with Proposal Distributions

The realization of above approximation consists of two steps: deriving the posterior distri-
bution p (I; | Y1.+) and estimating the proposal distribution ¢(x;). Before describing these
estimation equations, it would be helpful to clarify all the available information in the joint
distribution p (y¢, ¢, It | Yi4—1). The superscripts ®) and ® will be used to denote the pre-
dicted (given Y7.;—1) and filtered (given Yj.) results, respectively. First, the model identity

can be separated out through

p(Ye, e, I | Yi—1) = p(ye, e | Yi—1,Le) - p(Ly | Yie—1),

where p(I; | Y1.4—1) = Mul(Iy; Wipll) can be obtained from the transition function for model

identity in (5.81). Then, p (yi, ¢ | Y1.4—1, ;) can be written as
/ pye | e, It) - p(ae | wp—1, It) - p(@i—1 | Yiie—1).
Ti—1

Since we focus on the mean and variance of the estimated state, p (z;—1 | Y14—1) is denoted
as N (mif_)l, Pt(£)1)- With the likelihood terms introduced in equations (5.82) and (5.83), the
joint distribution can be expanded as

K o
pyex, I | Yieer) = [ [ [WJ(P) N (y; HY '$t,R(k))} t
k=1
o ] ® p)
X/ H [N(l't; F(k) ‘wt—va(k))] 'N(xt—l; mt_th_l)
Tt—1 =1
K It(k)
=TI =7 N HO -2 RO N i, R

)

The second equality is because of the binary property of It(k , allowing the exchange of

integration and product operator. Thus, the predicted parameters can be derived as
mP k] = F® . m{, (5.88)
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A~

Pt(p) [k] = Jallom Pt(f)l . (F(k))’ + Q(k), (5.89)

Based on this joint distribution, the posterior probability of I; is obtained by applying

Bayes’ rule and integrating z;, which is given by

P,y | Y1) /
PV b | ie) AR
p(yt‘}/]_;t) Itp(yt t t| 1:t 1)

where p(y; | Y1.¢) is the normalizing constant. This integration is straightforward within

p(l | Y1) =

conjugate distributions. First, the support of identity vector in allows a move-in of predict

distribution of Xj:

p(Yt,Xt,It | Yi4— 1)
(k)

I
_H[ (Vs u® + H® . x, RE)) . 2P A (X, m§P),Pt(p))}t . (5.90)

Then, switching the integration and summation will provided the result as

K 700

/ pye, e, Iy | Yig—1) = H [W;E;p) : Ak(yt)] L

k=1

where Ag(y:) 2 N(y; | H(k)mgp) k], R® + H(k)Pt(p) [k](H®))"). After normalization, the
posterior (or filtered) distribution is formed as p (I} | Y1.t) = Mul(1y; wgf}(), where

T X T kYt .
o Aw(we). (5.91)

As can be seen, for the model identity, this derivation shares the same formulation as the
counterpart in the IMM algorithm. Since there is no further approximation conducted, we
will use (5.91) in the derivation of approximate p (z; | Y1.;).

Instead of updating and merging mixtures of Gaussian distribution, the proposed esti-
mator formulates ¢(z;) as a single Gaussian distribution and directly estimates it. Following
the updating equation , this proposal distribution can be calculated with the parameter from

(5.91), which is

Inq(wy) = Epr, vy (e, 2, I | Yi-1)] + e

Taking the logarithm of p (y, ¢, Iy | Y1.4—1) results in a quadratic function of x;. After cal-
(f)

culating the expectation, i.e., replacing I; with T the 2-nd order and 1-st order moments

of z; can be derived explicitly. At this point, g(z;) is updated as N (xy; mgf), Pt(f)) with

—1 -1
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K
—1 _ —1
PO =3 [<H““>>’R<k> H® L PP (5.92)
k=1
To conduct a sufficient optimization for both ¢(I;) and g(x;), normally adequate updat-

ing steps should be performed iteratively, until “£” converges. In this study, however, the
optimal posterior p(I; | Y1.1) can be obtained analytically as (5.91). Based on this result,
the optimization for g(x;) can then be achieved in one single step. In other words, as long
as the optimal estimate for model identity I; is kept, the above approximation ¢(z;) will be

the optimal solution with respect to the K-L divergence to achieve

q(xe) - p (Lt | Y1) = p (@6, It | Yiue) - (5.93)

The core algorithm for our proposed identity expectation estimator (IEE) can now be

summarized as follows:

1. Predict: Get distributions of (5.88) and (5.89);
2. Identify: Derive the posterior p (I; | Y1.t) with (5.91);

3. Approximate: Use (5.92) to estimate p (x¢ | Y7.¢).

A recurrent filtering algorithm can always be written as a function of the prediction
term and the correction term. To have a clear picture, the same state transition parameters
are assumed for all models, making xgp) as the unique solution in the prediction step. Its
updating step with multiple emission models is then formulated as

K
f f
a:g ) — :ng) + Zw,(c) -Gy - [yt —H®. xip)], (5.94)
k=1
()

where 7, 7 is the posterior weight for different emission models, which shares the same results

between IMM and IEE. The differences exist in the associated filter gains G, compared as

G](JMM) _ Pt(p) . (H(k))/[H(k)Pt(p)(H(k))/ + R(k)]—1’
GUEE) — | Pt(p)fl " f: Mgp( HE)Y RO ™ W1 g0y gk~
k=1

It can be noted that, for different models, IMM has a factor of [H(k)PIE,p) (H®Y +R®)]=1 and
IEE has (H®))/[R(*)]~1. Recalling the result of model identity in (5.91), the variance factor
[H(k)Pt(p)(H(k))’ + R™)] has been engaged in the Gaussian likelihood Ag(y;). Therefore,
IMM amplifies this variance factor again in each filter gain G, causing a sensitive estimate
of ng); whereas the result of IEE avoids this problem and leads to a smoother state estimate.

Another advantage is the reduction in computational load. Within the formulation (5.94),

matrix inverse operator is performed K times in IMM filter, whereas only twice in IEE.
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5.6.4 Extension for Other Latent Variables

This framework of utilizing the mathematical expectation can be easily extended to a
broader application scope. As is often the case, additionally hidden states or more compli-
cated models could be necessary for some specific requirements. By adopting a derivation
similar to that in the previous section, the approximate state estimation can be conducted
as long as the probabilistic description is available. As an example, the extension to robust
filtering is illustrated below.

In order to be more robust to the observation outliers, the Student’s t-distribution has
been widely used for modelling the noise [116]. In this extension, the measurements noise

wy is assumed to be independently and identically distributed as
wy ~ S(0,R® v), if v =k, (5.95)

where v is the degree of freedom (DoF) for Student’s t-distribution (S). Rather than in-
vestigating this DoF further, this extension focuses on the procedure for a robust filtering.
When applied to data analysis, the Student’s t-distribution is usually split into an integra-
tion of Gaussian distribution and Gamma distribution (G) [117]. In the realization, if the
additional hidden variable U; is introduced at each sample point to represent the sampled
scaling of variance, such as described in Section 5.3, the noise wy in the j-th model can be
described as

th/OOON(o,}ik)) 6 (u ’;,’;)du:N(O,R(k)). (5.96)

o

While formulating with VBI, Ut(k) is estimated with the prior of Gamma distribution and
the corresponding likelihood. As discussed in previous sections, the posteriori expectation

can be derived with the time-variant assumption for Uy:

(k) v+m
v ) 5.97
o v+ (g — HE 2Py RO Ty — HB) . 2 P) (5.97)

where m is the dimension of ;. Then, the posterior of model identity vector I; will be able

to incorporate Ut(k) as

E

M)~ o n® Ny HO -2, o HO PP (E®Y). (5.98)

p(It(k) |Y1:k)

Since ugk) has been introduced, the posterior of the identity vector is also an approximation

from 77,(:). With above two expectations, the implicit integration of Gaussian and Student’s
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t-distribution can be avoided. The estimation of z; is then turned out as

1
mgf) _ Rt(f) tp) + Z k) H(k)) RO~ yt] :
1 K -
Pt(f) _ Pt(p) + Zﬂl(cf) <u§k)>(H(’“))’R(’“)1H(’“)] )
k=1

5.6.5 Application Examples of Filtering Algorithm

In the first set of simulations, the proposed algorithm is tested through a set of scalar jump
Markov linear systems (JMLS). Then, a manoeuvring target tracking example is used for
validation in the multi-dimensional case. After that, the strength for a robust estimation

will be discussed for the cases with outliers.
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Figure 5.14: Root Mean Squared Error for 19 Examples

In this simulation, examples in [94] are adopted to compare the proposed IEE with IMM
as well as a re-weighed IMM algorithm (RIMM) [100]. The switched model identities are
generated with transition function according to (5.81), where the transition probabilities

are represented as

piu=1-1/11, pr=1/1, pr=1-1/mn, pn=1/n. (5.99)

The states and observations are generated with equation (5.79) and (5.80), where the pa-
rameters are assigned as same as in [94] for 19 individual cases. For each case, 100 Monte
Carlo tests were performed with randomized initial points generated from N(0,1). The

root mean square errors (RMSE) are compared in Figure 5.14, where the Opt represents
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the estimate with known model identities. The typical improved performance against IMM

and RIMM can be observed for case 3, 4, and 13. These three cases either have a large

observation noise or possess an infrequent jump behaviour, indicating that our proposed al-

gorithm has a stronger ability to eliminate observation noises for systems with large inertia

(large 71.2). The step-wise root mean squared errors (RMSE) are compared in Figure 5.15

for this case.

RMSE
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Figure 5.15: Root Mean Squared Error for Example-4

To test the proposed algorithm in multi-dimensional cases, a target tracking problem

is adopted from [118]. The target is moving in 2D space, and the positions and velocities

forms 4D states, where the positions are measured with noise. Three transition models are

used to describe the straight, left-turn, and right-turn moves:

10 sin(w) cos(w)—1 1
w w 2
0 1 cos(w)—1 sin(w) 0 %
F(w) = 0 0 Qcoo;(w) _93‘%)n(w) ’ T = 1 0 3
952%10(0\)) 90051(2)) 0 1
00 10

10
FO = Fw—0), FY=Fuw), FO®=F-w);

In this simulation, a nominal setting of {w = 0.01;0, = 0.5;0, = 5} was utilized, and the

transition of model identities in (5.81) is described by matrices tr; and tre for two types of
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dynamics:

0.99 0.05 0.05 0.8 0.1 0.1
try =1 0.05 0.99 0.05 | ,tro=| 0.8 0.1 0.1
0.05 0.05 0.99 0.8 0.1 0.1
IMM RIMM IEE
Case

EP | EV | EP | EV | EP | EV
tri,w,oq, 0 5.49 | 2.38 | 4.17 | 1.51 | 3.53 | 1.06
tro,w, 04,0y 5.45 | 2.36 | 3.52 | 1.06 | 3.52 | 1.06

tr1,10w, 04,0, | 549 | 2.39 | 4.12 | 1.48 | 3.56 | 1.08
tri,w,20q,0, | 549 | 2.70 | 4.48 | 2.21 | 4.12 | 1.85

tr,w,0q4,0.60, | 3.32 | 1.57 | 2.66 | 1.21 | 2.38 | 0.97

Table 5.4: Error from Monte Carlo Tests for the Tracking Problem

Each estimation algorithm was tested 100 times in several different cases around the
nominal setting, and the MAE was calculated for the Euclidean distance of position (EP)
and velocity (EV) from their true values respectively. The detailed settings and related
performance are presented in Table 5.4. It shows that IEE outperformed IMM in all these
five cases, and also performs better than RIMM in cases with ¢r; as the transition matrix.
Two samples of the tracking results are shown in Figure 5.16 and Figure 5.17. IEE ap-
proach provided the closest tracking to the real one, and it was also the smoothest tracking
comparing to IMM and RIMM. It can be said that when the target moves with resistance
and turns with a certain level of consistency, IEE is expected to estimate more precisely
and be less affected by noise and misclassification.

In the last application example, the proposed estimator (IEE) and its extension to
Student’s t-distribution (IEE-t) are tested for a 2D state estimation. To focus on the extra
latent variable in (5.97), the system is built with identical transition models and distinct

emission models:

0.95 2 10 10 0.3
F[ 0 0.84}’T[0 1}’Q[0.3 0.5]’

H(l):[(l) 8},1{(2):[; 8], RV = R® — 150 I,

The outliers are generated from a contaminated Gaussian distribution: (1 —€)-N (0, R) +
e-N(0,k - R), where € controls the proportion of outliers and k determines the magnitude
of outliers. The DoF of t-distribution could be determined from these parameters, but in
this study, small values of € and a fixed value of v (= 10) are used for a basic verification

of IEE-t.
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Figure 5.16: Example-1 of Tracking Results
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Figure 5.17: Example-2 of Tracking Results

c=005k=9 | e=01k=9 | e=01,k=16

Methods State 1 | State 2 | State 1 | State 2 | State 1 | State 2

IMM 8.44 1.39 9.62 1.47 11.75 1.68

IEE 7.22 1.15 7.93 1.16 9.08 1.21

IEE-t 7.12 1.14 7.69 1.15 8.31 1.18

ID-KF 6.37 1.13 6.96 1.13 8.09 1.18

Table 5.5: Error from Monte Carlo Tests for Different Outliers
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With 200 times of Monte Carlo test, the errors of each state are presented in Table
5.5 for three different outlier settings, where ID-KF is the estimation assuming known true
model identities but still unaware of noise contamination. Compared to the regular IEE,
introducing t-distribution has improved the performance and becomes more favourable when
more severe outliers present. The step-wise RMSE for the third outlier setting is shown in
Figure 5.18. It can be observed that ID-KF is not always optimal because of the existence

of outliers, and the IEE-t can even provide better performance.

.............
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Figure 5.18: Step-wise RMSE of Estimation with Outliers

5.7 Conclusions

In this chapter, a feature extraction method with multiple emission models is developed for
inferential sensor modelling. Based on the objective of solving the switching problem in pro-
cess data analytics, the proposed approach introduced multiple robust models to analyze
observations in different operation regions and formulated the latent features with tem-
poral correlation. By implementing a probabilistic formulation, an approximate Bayesian
inference algorithm is developed. In particular, a novel variational method is proposed for
state updating with multiple emission models along with their uncertainties. Through two
simulation examples, the proposed learning methods are shown to have the advantage of
automatic structure selection: the latent dimension and the number of active models can
be determined according to the variational lower bound. Through the industrial example,
an online feature extraction procedure is developed, and the extracted features are demon-
strated to be informative for the inferential sensing task. These simulation and industrial

application results conclude that our proposed feature extraction has advantages in both
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learning model identities and predicting the output.

In the extension part of this chapter, the on-line state estimation algorithm is developed
for the multiple model state estimation. Based on the objective of minimizing the statis-
tical distance from the exact but implicit posterior distribution, a novel state estimator is
designed from a vectorial representation of model identities and the variational learning
strategy. The strength of our proposed estimator is verified through benchmark studies for
the scalar JMLS and a problem of manoeuvring target tracking. Additionally, the usage of
the expected term for intermediate variables, like model identity, is proved to be useful for
more complicated models in state estimation. Most significant advantages are found for the

system with large inertia and considerable measurement noise.
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Chapter 6

Dynamic Latent Feature for Time
Delay Problems *

The uncertain time delay is a challenging problem in system identification. Accurate esti-
mates of input-output delay can bring significant improvement for system parameter estima-
tion. In this paper, a probabilistic identification framework is developed with consideration
of both time-invariant and time-variant time delays. Especially, the autoregressive moving
average model with exogenous inputs (ARMAX) is selected as the model structure, and its
estimation is conducted under the Bayesian inference framework. Within this framework,
a static model, a Markov model, and a hierarchical model are proposed to describe ran-
dom time delays under different application scenarios. For each scenario, the corresponding
learning algorithm is developed based on the variational Bayesian inference, which estimates
time delay and model parameters simultaneously. The proposed identification algorithms

are validated with numerical simulations along with an industrial application example.

6.1 Introduction

Identification performance of a data-driven model critically depends on how to model the
error (the noise). In a static input-output model y = f(z) + e, noise e denotes a distance
between model output f(z) and actual output y, and samples of e are usually assumed to
be independent and identically distributed. With this formulation of the probability distri-
bution, the optimal estimate of f(-) can be obtained by maximizing the likelihood function.
Generally, the modelling performance can be improved by a more accurate description of
the noise distributions. For example, high-order moments of the noise can be considered

when dealing with outliers [119, 120]. When it comes to time series analysis, coloured noise

*A version of this chapter will be submitted for a journal publication
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€ is considered as a more appropriate description for error/disturbance [49], which describes
the temporal dependency as the auto-correlation: ¢ [/ ;1. As a typical example [121],

the autoregressive moving average model with exogenous inputs (ARMAX) is given as

Yyrt+ar - Yy—1+ ...+ an,  Yt—n,
=by U+ o+ by Uyt 1

+corertcere—1+ o+ cn, €ong, (6.1)

where the coloured noise is described through a weighted moving average of white noise e.
In this dynamic model, an input-output time delay k is also considered which is typically
assumed to be a constant. To take the randomness of time delay k into consideration, a

probabilistic framework for ARMAX identification should be developed.

6.1.1 Random Time Delays

In model (6.1), k is used to align unsynchronized input-output pairs. Usually, it is con-
sidered as a deterministic parameter, where either experimental approaches or data-driven
approaches can be used to infer it [122, 123]. In the data-driven approaches, both the
prediction error methods [122] and the impulse response methods [124] are used. To ac-
commodate non-linear systems, a sliding mode method has also been developed to identify
time delay within certain boundaries [125]. In the on-line identification case, a modified
least squares method can be used [126]. As for the state-space formulation, identifiability
of the delay parameter has also been investigated [127].

In a more challenging case, unknown time delay may show randomness at different time
instants [128, 129]. For example, in some cases where output data are collected from dif-
ferent locations, the time delay is determined by the transportation time of materials [130].
Figure 6.1 illustrates such random time delay, where two different bars represent a time-
variant time delay. In other cases where the output variables are measured in an off-line
manner, the input-output time delay can be affected by the time spent in laboratory anal-
ysis. In these scenarios, to facilitate parameter estimation, time delay should be identified
as a sequence of unknown parameters [131, 132].

When being treated as deterministic values, this time delay sequence may be determined
by dynamic time warping algorithms [133] in off-line estimation, or a recursive filter [134]
in on-line estimation. However, the aforementioned causes of time delay, either due to the
uncertain material transportation or due to uncertain off-line analysis delay, suggest it is

more appropriate interpreting time delay k as sequenced random variables. Comparing to
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Figure 6.1: Random Time Delays

the previous interpretation as an unknown constant parameter, this treatment does not
demand a different set of model parameters for different time delays. More importantly,
probability models [23] can be developed to incorporate modelling assumptions to describe
the random time delay. For example, the hidden Markov model can be used to describe a

dynamically varying time delay [135, 136].
6.1.2 Probabilistic Identification

In terms of the system identification objective, conventional algorithms usually search for
the optimal point for each parameter, such as the prediction error methods [122] and the
covariance analysis based methods [137]. In other modelling problems, such as regression
analysis, probabilistic learning approaches have been widely utilized in the recent decades
[38, 28]. Among these approaches, the Bayesian methods extend the point-estimation by in-
troducing the probability distribution for model parameters [23]. Through this probabilistic
description, modelling preferences and constraints can be integrated mathematically [38].
For example, the Laplace distribution can be used to describe a sparse parameter set [51],
and the Beta distribution can be used to describe constrained parameters [138]. To improve
the learning efficiency of Bayesian methods, the variational Bayesian inference [39] has been
commonly used. As an emerging learning method [28], it uses an explicit proposal distri-
bution ¢(-) to approximate the implicit posterior [39], which makes full use of estimation
uncertainty in the learning procedure.

For the discrete time delay variables considered in this paper, a vector representation of
time delay along with its corresponding probability distribution can be utilized [82, 139].
In this representation, a random vector I; is used to represent time delay at time ¢: I; =
[It(o),lt(l), e It(K)]’ , where each element determines a possible realization of time delay k.
While the formal definition will be presented in the next section, we use Figure 6.2 to

illustrate this formulation conceptually. Here, It(k) determines whether the output sample
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Figure 6.2: Modelling Time Delay with Latent Variable

y¢ should be aligned with the prediction ¢;_. In the Bayesian approach, the prior p(l;) can
be updated according to the likelihood of each alignment, and the resultant posterior of I}
can be used to assist identification algorithms [140, 141]. Unlike building multiple models
corresponding to different time delays, only one set of model parameters is identified owing

to the use of I [135, 136].

6.2 Problem Statement

In this study, system identification of the ARMAX model is developed with variational
Bayesian inference, where the proposal distribution ¢(-) will be utilized to approximate
exact posterior distributions. Within this framework, three modelling assumptions about
those delay variables will be realized, and advanced identification algorithms [141, 140] can
be integrated. In this chapter, the proposed time delay formulation and learning algorithms
are illustrated for the single-input-single-output ARMAX model in (6.1). It should be noted
that there is no significant barrier preventing the extension to non-linear or multivariate
processes.

The remainder of this chapter is organized as follows: Section 6.3 describes the proposed
probabilistic identification framework for ARMAX modelling. Section 6.4 discusses three
modelling assumptions for uncertain time delays and formulates a model for each assump-
tion. Section 6.5 and Section 6.6 illustrates novel learning algorithms for the time-invariant

time delay the time-variant time delays, respectively. Besides proper validations for each
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algorithm, the overall performance is presented with a simulated example and a practical

case study in Section 6.8. Concluding remarks are then presented in Section 6.9.

6.3 Bayesian Interpretation of ARMAX Identification

As introduced above, the ARMAX model is a representative example in the system identifi-
cation algorithms [121]. To investigate random time delay from the perspective of a dynamic
latent feature, the likelihood function of the ARMAX model should be first reflected as the
corresponding observation function of time delay. Also, in this section, its estimation proce-
dure is formed within the variational Bayesian inference. The proposed structure provides
a flexible probabilistic framework for the specific design for time delay modelling, and the
proposed inference methods have superior performance to the conventional gradient-based
optimization methods in system identification. Its usefulness is demonstrated by comparison
with the identification algorithm in MATLAB system identification toolbox.

To have a compact representation for the data samples and the model parameters in

(6.1), the following notations are introduced:

t(k) = [yta sy Yt—ngs —Ut—ks o5 _Ut—k—nb—i-l]/y (62)
eabE [1,61,1,...,ana,bl,...,bnb]/, (63)
€ =co-e+cC1-€e—1+ ... +Cp,, (6.4)

where @Z)gk) is an “ng + np + 1”7 dimensional column vector stacking all related inputs and
outputs, and 0, is the associated parameter vector. In this section, the models of time delays
will not be discussed for the time being and the superscript (k) is temporarily neglected.
Thus, the model is now abbreviated as 0/, * 1); = €. The likelihood of training samples

(u1.7, y1.7) can be formulated through the probability distribution of noise terms e;.7:

plerr | Oc) = p(yrr | urr, Oap, 0c), (6.5)

where 0. = [cg, ..., ¢p.]'. In the above probability distribution expression for €, the likelihood
function for the ARMAX identification has been converted to considering a distribution of

coloured noises €7.7.

6.3.1 Probability Density of Coloured Noise

Based on the definition in (6.4) and the assumption that e;—, .. are independently and

identically distributed, ¢; is auto-correlated but only correlated with n.’s preceding instants.
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If e; is assumed to have a standard Gaussian distribution, namely e; ~ N (0, 1), the following
statistics can be used for a sufficient description of €;:
Sestes - ey Vie{0,..,n.}
r; = Eler €44 = j=0 " T v el 6.6
’ lev €r-] { 0, otherwise. (6:6)
According to the Gaussian distribution and the linear transformation in (6.4), these 274
order moments are sufficient to represent the original noise model parameter 6. [122].
Based on this finite length of auto-correlation, a proposition is presented here to describe

the probability density function of coloured noise.

Proposition 1 For n. order colour noise defined in (6.4), the temporal dependence can be

modelled as an n. + 1 order Markov sequence:

Pler | €11, mr€1) = DL€t | €11, s €1m,). (6.7)
Furthermore, by defining adjacent noise samples with Yy = [e, €41, ., €4—n,] and Ty =
[€t—1, vy €4—n,]" the probability density function of sequenced noises ey.7 is formulated as

T T
pler) =[] ot / ] »(To). (6.8)

t=nc+1 t=nc+2

Proof. It can be verified through the Bayes’ rule that

p(EI:T)

T
Hp(et | €t—1, -0y 61)
t=2

T
= I plecler,oern) plens, . €1).
t=n.+1

Thus, the distribution of Y; and the distribution of Y; can be used to describe the
coloured noise. In this study, these stacked noises follow the multivariate Gaussian distri-
bution: Y; ~ A(0, R) and YT; ~ N'(0, R). The covariance matrix R, as well as its principal
sub-matrix R, is a semi-positive definite symmetric Toeplitz matrix, comprising of n.+1 (or

n.) distinct parameters shown in (6.6):

R = Toeplitz(ro,r1, ..., Tn,), (6.9)
R = Toeplitz(ro, 1, ..y Tno—1)- (6.10)

By replacing the original noise parameter 6. with these covariance matrices, the probability

distribution of €. can be formulated through the covariance matrix R. Comparing to
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using the covariance of the whole sequence, such as Q = cov(Y'|0)/A? in Complement C7.7
of [122], the usage of R has eliminated those unnecessary zero elements, and only leaves
a minimum number of matrix elements in identification algorithms. In addition, it also
allows use of other probability distributions to describe Y;. In more general cases, where
noises are correlated in a non-linear way or distributed with non-Gaussian distribution, the
probability distribution for Y; is not necessarily multivariate Gaussian distribution. For
example, multivariate student-t distributions could be used to help increasing robustness.
In this study, we will use this probabilistic description to formulate a likelihood function

for the ARMAX model.

6.3.2 Log-Likelihood and Bayesian formulation of ARMAX Model

Similar to the coloured noise, the input-output pairs are also stacked for this likelihood

formation:

Uy = [y ey Yin, ] (6.11)
U = [ty Ytn,]- (6.12)

According to 1 in (6.2), eligible samples of ¥, are drawn from
Ts = ne + max{ng, npy+k—1} + 1. (6.13)

Based on Proposition 1, the log-likelihood function of ARMAX model (6.1), with a given
time delay k and e; ~ N(0,1), can be formed as

L Ehlp(yl:T | UL:T5 ALy o5 Ang s blv ey bnbv €o, "'7C’nc)

T T
:ZIHP(THR)— Z lﬂp(Tt‘R)
t=Ts t=Ts+1
T T
= Y N (¥ 0o O,R)— > InN (%05 0,R). (6.14)
t=Ts t=Ts+1

In terms of the model parameters 6, this log-likelihood is a quadratic function. Thus, con-
ventional challenges from the non-linearity is converted to the challenges in the estimation
of covariance matrix R. It can be seen that R is part of R.

In Figure 6.3, one example of L is plotted as a function of two-dimensional R from the
definition (6.9). Based on this formulation of log-likelihood, the covariance parameters, for

example {rg, 71}, can be optimized by using partial derivatives:

_, OR
tr{R~1. 2=
T{ 67“7;

oL T-T,+1
aT‘i_ 2

T—1T;
2

OR
tr{R™1. %} +
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T T _
1 -1 4 OR, 1 = -~ =1 OR
St T Rt 4 SR AR .
AT LN R (- 3 TR Eh. (619

where tr{-} is the trace operator for a matrix. T; and T; are defined in Theorem 1. The
matrices OR/Or; and OR/0r; contain binary elements of {0, 1}, indicating the position of
r; in corresponding matrix. For example, dR/Orq is the n.-dimensional identity matrix.
Thus, the derivative based algorithm can be realized for searching the optimal point of
[r0, 71, ...;Tn.]. An feasible initial point can be selected as the identity matrix as the rule-of-
thumb, representing the prior assumption about white noise. From the optimized covariance
parameters, the original model parameters can be recovered uniquely according to the n.+1
equations from (6.6). Thus, a deterministic optimization becomes a feasible solution to the

maximum likelihood estimation of the ARMAX model.
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Figure 6.3: Log-Likelihood Function of ARMAX Covariance Parameters

However, for our probabilistic modelling within the Bayesian framework, the prior dis-
tributions are needed. As for the prior of 6., to deal with this quadratic log-likelihood
function, the Gaussian distribution can be used as a conjugate prior in the variational

Bayesian inference:

p(eab) = p(al) vy Qg s b17 sy bnb) = N(07 Pab)' (616)
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In this distribution, P, as an n, + np dimensional covariance matrix can be assigned with
large magnitude to represent a non-informative prior.

On the other hand, selecting a distribution for the covariance matrix R is not straightfor-
ward. The specific properties about R — symmetric, semi-positive definite, Toeplitz — make
the common matrix distributions unsuitable. For example, Inverse-Wishart distribution
violates the definition of a Toeplitz matrix. Also, other matrix decomposition techniques
will introduce more additional independent parameters, which reduces learning efficiency.
In this study, within the variational Bayesian inference, a particle-based representation of

p(R) is proposed as

p(R) = p(ro - Ro) = p(ro) - P(Ro)
=G (ro; oy, Bro) - Un,(Ro; —1,1). (6.17)

The first element (the scale variable) r is described with Inverse-Gamma distribution G,
and the normalized correlation matrix Ry = R/r¢ is described through a particle generating
procedure U,,,, where the Uniform distribution #/(—1, 1) is used. Here, the specific sampling

algorithm [142] of Ry ~ U, (—1,1) serves as a prior for the following Bayesian inference.

Algorithm 1 Sample (n.+1)-dim Correlation Matrix
1: for i =1 to n. do
pii = a; ~U(-1,1);
for j=1toi—1do
Pij = Pi—1,j — Q4 * Pi—14i—j;
Pi =351 Pig " Pimji  Po=1;
6: return Ry < Toeplitz(1,p1, ..., pn.);

6.3.3 Identification with Variational Bayesian Inference

To conduct approximate inference, the parametrization of proposal distributions should be
clarified. Based on the probabilistic conjugacy [38], the proposal distribution of 6,5 can be

chosen as

N

Q(Qab) = N(Gab; Map, Pab)a (6'18)

where M, and Pab are hyper-parameters in this proposal distribution. With particles of
Ry being generated from U, (Rp), the log-likelihood (6.14) can provide the correspond-

ing weights for these particles. Thus, based on the concept of importance sampling, the
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approximated posterior is represented by N pairs of sample R(()i) and weight @(®):

N
4(R) ~ G (ro; Gug, Bry) > 0 D8(Ro — R{). (6.19)
=1

With sufficient number of particles, g(R) can be well represented by the particles [142].
where rq still follows the Inverse-Gamma distribution because of conjugacy, and 4(-) stands
for the Dirac delta function.

The learning objective is then formulated through an approximation of posterior:

q(gab) : Q(R) — p(@ab, R | uy.T, yl:T)‘ (620)

Instead of searching the posterior directly, the proposal distributions, specifically their
hyper-parameters, can be manipulated to minimize the statistical difference between the
two sides of (6.20). According to the variational Bayesian inference, the best estimation
can be obtained when the Kullback-Leibler (K-L) divergence is minimized:
q(egl)igl(R) Drr{q(0ab) q(R) || p(Oap, R | ur:r, y1:7) }- (6.21)
With the use of factorized and parametrised proposal distribution in (6.20), the inference
problem becomes tractable.
Based on the multivariate Normal distribution adopted in the objective L, two key
intermediate statistics are crucial for solving this learning problem. The first one is the

trace function for evaluating covariance parameters:

T
fir(Ro | 4(0ap)) = tr{Ry" >~ e(bap - ) W1}

t=Ts
T
—tr{Ry" D Uilfap - 0) T} (6.22)
t=Ts+1

It depends on the proposal distribution q(,5) in (6.18), where (0, - ¢/,) is achieved as the
second moment from this Normal distribution. The second one is about an expectation

matrix for updating model parameters:

(o) (me)] _ r
m — 1/ p—1 o = = 1\ =
{<me> <A9>}_t2q’t<R - 3 WET (6.23)

It depends on the proposal distribution ¢(R) in (6.19). where (R™!) and (R~!) are obtained

from this particle based distribution.
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Thus, the detailed variational updating steps for the proposed objective (6.21) can be

realized. Based on the step-wise KL divergence, the optimal ¢*(6,;) is obtained as

Ing*(04p) = (Inp(y1.1, 0ap, R | ur.1)) + const.
= (L) + Inp(fup) + const.
= iy, = =Py - (me); Phy= (P + (Ae)) 7, (6.24)

where £ is obtained from (6.14). Based on the quadratic form of £ and Gaussian distri-
butions for both prior and proposal distribution, the variational parameters can then be

determined uniquely. The necessary statistics are obtained as

1 A/
(Oabbap) = | . Mab | (6.25)

Map mab mab + Pab

Similarly, the updating equation for g(R) is obtained as

Ing*(R) = (L) + Inp(ry) + Inp(Ry) + const.

N @m:aroju(TfT +ne+1)/2, (6.26)
= Bro + Zw ). (RD), (6.27)

T— TS 1 s (2 T g
ma® = _% IR N 5 In |R{| — 20‘ > fu(RY)). (6.28)

ro
Essentially, 7 and Ry are assumed to be independent in the proposal distribution, which
makes it possible to update them separately. The necessary statistics for other variational

updating steps can be obtained as follows:

N
(B =a/8- 300 (R (6.29)

Especially, in terms of the particle-based representation of the covariance parameter R,
one empirical re-sampling algorithm is also proposed to increase the efficiency of importance
sampling. It has been illustrated in Algorithm 2. In practice, it can concentrate particles

around the interested area, and thus forms a better sample distribution.
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Figure 6.4: Estimating Covariance Parameters through Re-Sampling Methods

Algorithm 2 Re-Sampling Correlation Matrices

1: data particles pU*N) and weights wV);

2: require «, for wy, : Zfil L(w® < wy,) = ap - N;
3: fori=1to N do

4 if w) < wy, then

5: Pgood rand{p(j) cwl) > wep b

6 PY < ap - pl + (1 = ) - Pgood;

7 else

8 p(i) — p(i);

A validation example is shown in Figure 6.4 for two-dimensional Ry = Toeplitz(po, p1)-
The initial particles (blue circles) are distributed sparsely according to U, , but the re-
sampled ones are gradually concentrated on the high probability area. Typically, as shown
in the sub-figure, particles from the 6" re-sampling step (black crosses) have distributed
around the “useful” area, and present a granular shape for ¢(R).

In order to recover the original “C-polynomial” parameters in (6.4), the mean estimate
from these particles: (R), is used to solve equations in (6.6). Numerical simulations have

been conducted to validate this procedure with both methods (M) including the partial
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Table 6.1: Estimate C Parameters with Different Orders

ny | M Ne = 2 ne =3

1 Opt | 2.97,—-1.91,0.01 | 2.99,—1.87,0.01,0.06
Sam | 2.98,—1.87,0.02 | 3.00,—1.85,0.01,0.06

, | Opt | 298, ~1.92,0.92 | 2.96,-1.92,0.99,0.08
Sam | 2.99,-1.86,0.89 | 2.97,—1.87,0.96,0.09

3 Opt | 5.74,—4.29,5.74 | 2.98,—-1.90,0.97, —0.41
Sam | 2.92,—1.85,1.21 | 2.98,—1.89,0.97, —0.44

derivative based optimization (Opt) and the proposed sampling algorithm (Sam). Table
6.1 shows a comparison result for the second order case and the third order case. The
true noise is generated for n} € {1,2,3} cases by using the true parameters ¢* = [3, —2],
¢ =[3,-2,1], and ¢* = [3,—2,1,—0.5], respectively. In the inference procedure, the noise
polynomial order is assumed to be n. = 2 or n, = 3. From the result in Table 6.1, it can
be observed that both methods can provide accurate results when the assumed noise order
is equal to or higher than the true order. However, as for the case when the assumed order
is lower than the true one, the sampling based method shows more robustness.

In addition to validating the identification algorithm for “C-polynomial” parameters,
the advantage of proposed probabilistic identification of the ARMAX model is compared
with the identification toolbox in MATLAB. A benchmark Stirred Tank Heater simulation
is used to generate data, using a Random Binary Signal at the steam valve as the input
and collecting temperature data as the output. With a given set-point of water level, 1000
samples are collected as the training data and 500 samples as the validation data. For a
fair comparison, our proposed algorithm (VI-ID) is compared with the MATLAB built-
in function for the ARMAX model (denoted as MATLAB) for a given time delay value
(k*=3). The performance is evaluated for several possible combinations of {ng,np,n.}.
The “goodness-of-fit” is calculated by using the normalized root mean square error between
the actual output y and the oo-step prediction y:

Hy—@Hz _
|y — mean(y)||2

Fith =1 —

The result is shown in Figure 6.5, where the sufficiency of our proposed identification
algorithm is validated. Comparing to the existing method, VI-ID also has a wider range of
good performance, which indicates that by applying the proposed probabilistic algorithm,

identification results show less sensitive to variations in structural parameters n, and .
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Figure 6.5: Validating Identification Performance of Bayesian ARMAX
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6.4 Probabilistic Formulation of Time-Invariant Time Delays

The proposed probabilistic framework has provided a solid identification performance, mak-
ing itself a good foundation for the probabilistic modelling of ARMAX with random time
delay k. Besides the previous introductory description about the lag variable I;, here we

present a formal definition for time delay variables and their functionality.

Definition 2 For the bounded integer time delay parameter, k € {0, ..., K}, in the discrete-
time ARMAX model (6.1), a lag vector Iy with K+1 binary elements:
=191V, 157, vi. 1¥e{o1}, (6.30)
can be defined with a constraint that ||I|lo = 1. By using I to replace k in (6.2):
Y=o & 1Y =1, (6.31)

the dependency between the noise €; and this lag vector I; is then formulated as

. ONKE
plec | 1) = [T [p0h-vi™)] " - (6.32)
k=0
In this definition, ||-||o stands for [y norm, indicating the number of non-zero elements. It

can be verified that I; is only defined at K41 possible values, which is consistent with
the original time delay k. By using this lag vector, the time delay is introduced with the
probability dependency, as shown in (6.32), which facilitates the probabilistic identification
of the ARMAX model.

The motivation of this lag vector representation is from the study on multi-modes ob-
servations, which has been presented in Chapter 5. Instead of being used as weighting
coefficients for all possible cases, this vectorial realization of time delay allows more effec-
tive development of probabilistic algorithms. Technically, the location of the exponential
term of original probability can simplify the derivation, which becomes the summation of
coefficients in the log-likelihood term.

Based on its discrete support domain, the Multinomial distribution Mul is usually used

to describe I;:

K
(k)
p(ly | ) = Mul(L; @) = [[ =], (6.33
k=0
where the parameter m = [77(0),71'(1), ...,W(K)]’ is a sum-one vector with non-negative ele-

ments:
H?ZO[W(M] = 17 VEke {0, ,K} : 7T(k) > 0.
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This parameter actually represents the occurrence possibility of each delay value:
Pr[I®) = 1] = =¥

Based on this parametrization, the prior knowledge of I; can be imposed through a param-
eter vector my, and its updated posterior can be described by a specified parameter vector
7, such as those visualized by the blue bars in Figure 6.2.

However, for the sequenced input-output pairs, the proposal distribution should be

defined on the sequenced I7.7:

q(Li.r) = p(Lvr | Y17, wiT)-

The formation for ¢(I1.7) as well as for p(I1.7) depends on the modelling assumptions
and application scenarios. In this study, three probability models are used to describe
the behaviour of time delays in distinct conditions. As for this section, the probability
distribution for a time-invariant time delay is illustrated, and one example application of
this case is provided to illustrate probabilistic ARMAX modelling with time-invariant time

delay.

6.4.1 Modelling Assumption

This basic case deals with the static time delay, by assuming that all lag variables share
the same value. Under the proposed probabilistic framework, this condition is presented by
a single delay vector I,,,. Consequently, the parametrization of prior distribution p(I;.7)

becomes

11212:“’:IT:Ink
= p(lir) = p(In,) = Mul(I,,; m). (6.34)

With the use of the elementary likelihood defined in Definition 2, the variational updating
procedure will result in a conjugate posterior, for which the proposal distribution ¢(Iy.7) is

formed as
q(Li.1) = q(In,) = Mul(Iy,; 7). (6.35)

Based on such parametrization, each pairing possibility introduced in Figure 6.2 can now be
summarized by the vector 7. The probability graphical model of this assumption is shown
in Figure 6.6, where green circles denote random variables and blue diamonds are their
parameters to be estimated. After a joint learning procedure for both model parameters

and the lag variables, the most likely time delay value can be taken from the converged 7.
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Time-Invariant

Figure 6.6: Modelling Assumptions for Time-Invariant Time Delays

6.4.2 Variational Inference

Before the discussion about identification procedure for time-variant cases, the time-delay
model in Figure 6.6 should be connected with probabilistic ARMAX model. Since all the
lag vectors share a same value, both data vector ¢, and stacked data matrix ¥; have K41

different time delay realizations:
k k k k
U, =0 = P e ) e 1) =1,

where the superscript (k) denotes delay unit. From Theorem 2, the conditional probability

for the noise vectors becomes

K IT(LIZ)
p(Ce| Ly B) = T (N0 - 6 0.B)| ™ (6.36)
k=0
B B K . (IZ)
p (Yo | I, ) = TT [N 005 0. R)] ™. (6.37)

B
Il

0
Thus, the original log-likelihood in (6.14) can be extended with the condition on I, , and

the log-likelihood with time-invariant time delay becomes

Lrr =Inp(yi.r | Ing, w1:7, Gap, R)

T T
= Inp(T| L, R)— > Inp(Ty I, R)
t=Ts t=Ts+1
K T
=SB Ym0 0, R) - Z N (B - 0a; 0,R) | (638)
k=0 t=T; t=Ts+1

It can be observed that the elements of lag vector I,,, appear as the summation coefficients

before In NV terms, which facilitates the learning procedure of I, :
Ing*(In,) = (Lr1)(06,,,R) + 0 P(Ly,) + const.
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T
= 3 ERTNEP) 040, (639)

where (-) denotes the expectation operator with respect to g(64,) and ¢(R).
As presented in the previous section, learning 6,, and R only depends on two key
intermediate statistics in (6.23) and (6.22). With an unknown but time-invariant time

delay, these two statistics shall be revised by considering a dependency on ¢(Ip, ):

K T
£ (Ro) = tr{ RG-S (I ST Wi(048,) W)
k=0 t=Ts
K T
—tr{Ry S (I ST Wi(Babl) T},
k=0 t=Ts+1
o) (me)]"D & ) i
[<m6> <A9>} ZI {E\I/t t Z \I’t<R >\Ilt}7
k=0 t=Ts t=Ts+1

where (IT(L];)> is calculated from the Multinomial parametrization in (6.33). Actually, above
two equations have revealed the essential advantage of introducing a probability modelling
for time delay: learning model parameters with a consideration about the time delay un-
certainty. In each updating step, <I,(IIZ)> is obtained from the latest estimation of time delay.
With these additional weighting factors, use of the mode and uncertainty of time delay can
make improvements for optimization effectiveness [39].

For validation, this inference algorithm is tested by the aforementioned Stirred Tank
Heater simulation example. As indicated by Figure 6.5, a set of structural parameters
[ng, np, ne| is selected as [3,1,1]. In Figure 6.7, the learning procedure for the case K =9
has been shown with the first three evolutions of 7 and ¢(b1). It can be observed that
the mode of 7 has quickly converged to the optimal time delay k = 3, and the proposal
distribution of b; has evolved correspondingly.

In addition to the use of the non-informative initial guess, a wrong initial guess (k = 8)
is used deliberately for a robustness test. Similar plots are shown in Figure 6.8, where ¢(b;)
was deviated initially but was gradually corrected along with the convergence of 7. Thus,
it has been validated that by considering the randomness of time-invariant time delay, the

proposed algorithm can simultaneously learn the parameters and unknown time delay k.
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6.5 Probabilistic Formulation of Independent Time-Variant
Time Delays

Similar as in the previous discussion for the time delay inference, the connection between
time delay models and probabilistic ARMAX model should be elaborated. As for the
ARMAX modelling with time-variant time delays, the stacked data matrix will be associated

with several time delays, making the indexing as
Koyoikng) _ 1 (K k1) (kng)
\I/)EO ):[w 0)7wt( 117' th ]

Therefore, the noise vectors T; and Y; also depend on several lag vectors. The log-likelihood

of ARMAX model with time-variant time delays is thus formulated as

Lrv =lnp(yrr | i, vy, Oap, R)

T T
= Inp(Te|Lutn, R)— > Inp(Te|Ltin,.,R), (6.40)
t=Ts t=Ts+1

where the calculation of each conditional distribution of noise vectors requires an enumer-

ation of all possible delays:

K K [0 plkne)
p(Ti | Tetones B) = T] -+ T (Ve gp 0, (6.41)
lio=0 knC:O
k1) pkne)
p(Tt ‘ It—l:t—n 7 H H [ \Ilﬁkljm,knC) 'eab; 6; R)] e . (642)
1=0  kn=0

Based on this log—likelihood the remaining learning procedure, specifically the calculation
of those key statistics ftr ( Ro), (me)™V) and (Ag)"V), requires the joint estimation of
<It(k°), o It(ﬁ’;fc)> and <It(ﬁll), o It(ﬁ?fc)) It can be observed that a large number of enumera-

tions are involved in the parameter estimation with time-variant time delay. In the later part

of this section, a practical constraint will be proposed to prune unnecessary calculations.

6.5.1 Modelling Assumption

When time delays are time-varying but sequentially independent, there is no need to model
their dynamics, for example, when the actual delay comes from the human error or the
inconsistent sampling procedure. In this case, the prior distribution p(I;.7) and the proposal

distribution ¢(I1.7) are parametrised as independent individual distributions:
T T
p(lir) = Hp(ft) = H Mul(1y; ), (6.43)
t=1 t=1
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T

T
q(Ii.r) = HQ(It) = H Mul(Iy; 7). (6.44)

t=1 t=1
Different from the proposal distribution (6.35) in time-invariant case, here the proposal
distribution (6.44) is parametrised with multiple parameters 7y;—;,... 7. Each of these pa-
rameters determines a posterior of time delay at one time instant. By investigating the
probability distribution of these posterior realizations, a general behaviour of time delays
can be summarized.

To realize such hierarchical modelling, the parameter 7 in (6.43) is first modelled as a
random vector, as denoted with the green circle in Figure 6.9. Based on its definition as the
sum-one vector with all positive elements, the prior distribution 7 is selected as a Dirichlet
distribution for the probabilistic conjugacy:

) 15 B 1at) 1
p( | &) = Dir(m; a):mﬂw e =1 (6.45)

where B(-) is the multivariate Beta function. Similarly, the proposal distribution for 7 is

formulated as
q(m) = Dir(m; &). (6.46)

During the variational Bayesian inference, this hyper-parameter & will be updated with the

estimated 74, resulting the collection of primary modelling results.

Time-Variant with Hierarchical Model

Figure 6.9: Modelling Assumptions for Independent Time-Variant Time Delays

6.5.2 Variational Inference

In this part, the estimation of ¢([;.7) is obtained based on L7y in (6.40) and the proposed

hierarchical model. Since the prior distributions of I;.p and 7 have been defined in (6.43)
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and (6.45) respectively, the updating procedure of ¢(I;.7) becomes
In q*(IlzT> = <£TV>(9ab7R) + (lnp(IlzT ‘ 7T)>(ﬂ.) + const..

Based on the independence assumption in (6.44), the detailed updating equation for each

individual ¢(I;) can be formulated based on the knowledge of all the other lag vectors

Q(I{lzT}\t):

Inq*(I;) :<ETV>(0ab7R7[{1:T}\t) + (Inp(Ly | 7)) r + const.

T  Kne
1 Kok Ko,eoskme ) o
- - 9 Z Z <V;f( ’ )>Q(I{1:T}\t) ’ tr{ﬂlf‘ ’ )R 1(\II§ )),><0ab9:zb>}
t=Ts ko,....kn,

+ Z It(k) - (In 7rt(k)> + const.

Mx
(’3\
K‘

(In7®)Y] + const., (6.47)
k=0

where (-) stands for the expectation with respect to distribution of other lag vectors.

Thus, the optimal frt(k)

a(L{1ryne)
for proposal distribution ¢(I;) can be obtained by normalizing the

factor [S’t(k) + (In ngk)”. The innovation part St(k) is obtained from the trace terms in which
I; is involved and v is fixed as wgk). Mathematically, it is defined as

t+nc

SP=N" Y st TP g =P 1 (6.48)

tn=t I{tnitn—”c}\t

ngOr--:knC)

A complete formulation of the observation term will be illustrated later in

(6.57), where the proposal distribution ¢(6,) and g(R) are utilized. Here, two special cases
are presented as illustrative examples. When applied to the white noise case, where n. = 0,

it becomes

i 1 k) ) p— k
St( ) _ _itr{ wt( ) <R 1>¢§ )<9ab9:1b> }

When it comes to the first order colour noise, namely n. = 1, the innovative term becomes

K K
k K kK’ k k" k
S =S w0y £ ST k) m{r Yy

k'=0 k' =0
K
14 k K’ _ k'
= S uED e, o R [, 00l
k’'=0
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K
+ 30 @D ([ oY (R R D o) b))
k=0

— tr (e (RN (0u0l) )

The independence among the proposal distributions in (6.44) also leads to a production

formation for the joint statistic:

ko) 1(k Ene k k Ene
(1 1 i)y = PN - ). (6.49)
A similar production applies to <It(ﬁll) e It(f’;fc)) As for updating the proposal distribution

for parameter 7 defined in (6.46), the prior distribution (6.45) will be used to form the

following updating equation:

Ing*(m) = (p(Ir, e | 7)1+ p(w | @) + const.
T
= a® =a® 4 N (1), (6.50)

t=Ts—nc

Based on the Dirichlet distribution in (6.45), the necessary statistic in updating equation

(6.47) is obtained as

K
(Inx®) =y{a®}y — oY ay,
k'=0

where 9{-} stands for the Digamma function. The validation of above modelling algorithms
will be discussed later, together with the case of sequentially dependent time-variant time

delays.

6.6 Probabilistic Formulation of Dependent Time-Variant Time
Delays

Similar to the discussion in Chapter 2, a dynamic model can be used to describe sequentially
dependent time-variant time delays and improve the representation of latent variables. In
the above probability model of time delay, the assumption/parametrization of time-variant
time delay in (6.43) and (6.43) is only a special probability description of the latent sequence
I;.7. With a dynamic model, in particular the hidden Markov model, the probability de-
scription can be generalized by considering the joint distribution of consecutive lag vectors,

namely p(l;—1, Iy).
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6.6.1 Modelling Assumption

When time delays are sequentially dependent, it is necessary to model their dynamics. For
example, the time delay can be caused by material transportation or other related processes.
In this case, the probability distribution of the time delays I.p cannot be assumed to be
independent. As a conventional dynamic model for discrete variables, the (first-order)

Markov model with a probability transit matrix II is usually imposed [82, 136]:

K

K
(@) 1)
p(It | I, H) = H H [Hiyj]lt—l I )

i=0 j=0

th case to j™ case. The prior for Ip.p is

where II; ; defines the transition probability from 4
then determined by this matrix II and a parameter vector my for the initial state Iy, which
is formed as

T

p(Iir | w0, IT) = Mul(Iy; mo) - [ [ p(Z | Ir—1,T0). (6.51)
t=2

When applied in the conventional hidden Markov model, the (step-wise) posterior of I1.p
can be learned by the forward-backward algorithm, which has been detailed in Chapter 2.

Actually, this method learns the posterior of I1.7 with a form of

_ HtT:Q Q(ItaIt—l | 77A7Tt,t—1)
[1/5 a(T: | #2)

The parameters 7y ;1 and 7; determine the joint distribution of consecutive states and

Q(II:T)

(6.52)

the marginal distribution of single state, respectively. Thus, a probability graphical model
can be illustrated in Figure 6.10. However, for modelling the coloured noise in ARMAX
model, the “observation” ¢; needs to be considered in the stacked noise vector Y;, where
multiple lag vectors will be involved. To solve this “high-order” emission model challenge, a

modification on conventional HMM inference will be proposed as a novel learning algorithm.

6.6.2 Variational Inference

With the transition function defined as the Markov model in (6.51) and the observation
function defined as Lry in (6.40), the updating equation of ¢(I1.7) will be solved through
a novel algorithm for the hidden Markov model with a “high-order” emission model. In
order to achieve this, the conventional Markov chain is first transferred to a higher state

dimension by using the following result.
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Time-Variant with Markov Model

Figure 6.10: Modelling Assumptions for Independent Time-Variant Time Delays

Proposition 3 Define an augmented state Vi = [Iy, ..., I;_p.], and parametrise its proba-
bilistic description with a multi-dimensional m:
oy 1507
p(Vy | ) = H H[ O”"c] ° (6.53)
ko=0 kn.=0
and formulate a nominal transition probability p(Vi | Vi—1,11) between M(Vi_1; m—1) and
M(Vy; 7)) as

(koyeeirkng) K (k1,.eeskn +1)
7rt ¢ _Hkhko anc+1 07rt 1 ¢ (654>

Then, a prior distribution equivalent to p(Ii.7 | mo,1I) in (6.51) can be written as

T
P(Voerrrlmo, D) = M(Vip1smo) [ p(ValVior, 1D),

t=nc+2
where each element of wy is obtained from
ko,.kne) _ (kne
w0 ) = ) M e T g (6.55)

Proof. As an operator between two probability distributions, p(V; | V;—1,1I) is formulated

according to

M(Vi; m) = / (Vi | Vit T M(Virs o).

It—ne—1

As a conditional probability, it can be simplified as

Vi | Vit 1) = p(Ly s T, | Tty o Ty 1, T0)
- p(It | Itfla "'altfncflaH) = p(It | ItflaH)a
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where V; | V;—1 has a same support as I; | I;—1. Thus, the equivalence can be formulated as

p(Lir | 7o, 1) = { M(I1;m0) TT7ed' p(Ly | I—1,10) }
A T2 PUe [ Ty T -1, 1) }
= M (Vi 41;m0) - HtT:nc+2 p(Vi | Viq, 10).

Conceptually, the augmented state V; is designed to redeem the independence in obser-

vation equations. The updating equation can thus have a standard formation:

T T
ng*(Inr) = Y Wp(Ve | Vi, ID) + Inp(Vi, | mo) + > Inp(Ty | V), (6.56)
t=Ts+1 t=Ts

where the initial index T is obtained by substituting & with K in (6.13), and all the
previous samples of lag variable are treated as redundant information. The observation

term is derived from (L7v ), r):

[(F0)...(kne)

p(Te | Vi) = H 51 I (6.57)

0=0  kp,=0

1 ,
where : InT§okne) — St {{Bastls) - gkorhne ey by e =T

1 /
I D) = 2 (Ot ) (R

L gkrkny) ) -1y ()
- Wyt (RTI , Vit>Ts,
(K+ 1) t < > t ]} S
where ¢(04) and ¢(R) are used to calculate the expectations ().

With the above setting, calculating the hyper-parameters in ¢*(I1.7) is equivalent to
estimating the posterior distribution for hidden Markov sequence. An illustrative plot is
shown in Figure 6.11 for an example of the second order case. Accordingly, the modified

forward-backward algorithm is proposed as follows. Based on the fact that I; 1 I';_;,Vi > 0,
the predicting path is defined as follows:

a( P = P(Vi | Tii—1) = oLty ooy Lt—me | Ti—1)

= Z p(Le, L1y ooy Le—po—1 | T14-1)

It—ne—l

= Z p(Le | Te—1y oy It—no—1, Tr—1) - p(Le—1, ooy Lt—no—1 [ T1it—1)
It —ne—1

= > pi | L) (6.58)
Itfncfl
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Prior

Posterior

Figure 6.11: Estimate Hidden Markov Sequence with High Order Observations

Based on the fact that all I'1.p are given values in this variational updating step, the forward

(filter) path is derived as

ar =p(Vi | Tit) =Lty ooy Lt—n | Trit)
_ (Lo Iy ooy I, | T1ie—1)

p(T¢ | Tii—1)
_ p(Te | Iy ooy Lty Trt—1) - 0Lty ooy L, | Tie—1)
p(T¢ | T:e—1)
o p(Ty | Iy, oo Iy,) - P, (6.59)

The final posterior is obtained from the backward (smoother) path based on all the predict

and forward statistics:

v =p(Vi | Tur) =0ty ooy Li—n, | Tior)
= Zp(]t+1,ft, coos Iemn, [ T1)

Tt

= pUests o Tmmert | T1er) DT | Tyt oo Tns1, T1ir)
Ty

= Y1 P, | Tpts oo Tmner1, Trie)
Ty
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Z’Y L It+1a . Itfnc+17 ItfnC | I‘1:15)
= ¢
* L1y oo Lt—mot1 | Tist)

Ty
_ Z Vit It+1 ’ It7 ceey It—nc+17 It—nc7 Fl:t) : p(It7 “eey It—nc+1; It—nc ’ Fl:t)
F P(Lig1y oo Li—not1 | Tit)
t+1
p(Lig1 | I)
=alf Z% T (6.60)

Ity1 Qpyq

In order to connect the forward path and the backward path, the fact that vp = arp is
utilized.

The updated hyper-parameter 7; is for each augmented state in above backward path
p(Vi | T'y.1), which is ready for <It(k0) . [ﬁ’;ﬁ) to do variational updating. From Figure 6.11,
it can be observed that I; exists in both V; and Vi1 in the posterior. Based on the backward
path derived above, the marginalized estimate of (I;) from either augmented state will be
identical, which guarantees a consistent calculation for <It(k°) . I§E’;“C)> and <It( 1) . It(ﬁ’;fc))

The numerical demonstration will be provided shortly.

6.7 Practical Consideration for Time-Variant Time Delays

A key idea of the proposed probabilistic identification method is to formulate the ran-
dom time delay as a multi-mode problem. For its practical application, a constraint on
the dynamic behaviour of time-variant time delay should be considered. If the system is
causal, meaning that model outputs only depend on the past (and current) inputs, the
non-negativity in Definition 2 will be sufficient. However, if the system is assumed to be
incapable of using the input signal in reverse order, some controversial cases may be found.
For example, the case that It(i)l = It(g) = 1 should not occur in reality. In other words, if
the system has generated y;_1 by the inputs up to u;—o, it cannot miss u;—o and only use
inputs up to u;—3 in generating ;.

This kind of “first-come-first-serve” rule can be informally defined as follows. The effect
of the latest input sample on a future output sample must occur later than the effect of
the latest input sample on the current output sample. As for model (6.1) with the unit

sampling interval, this rule can be interpreted as an additional constraint for the lag vector

defined in Definition 2:
kopn — ke <1, if: 1) — R0 —q (6.61)

A similar concept has been discussed in a study of the stability issue in [132]. As for the

identification objective, this constraint can be realized by limiting the supporting domain
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of It.t—p,. Practically, the integration operator in (6.41) can be trimmed as

K

HH m=-1 10 10 (6.62)

=0k1=0 kn,=0  ko=0 ki=ko—1 kn.=kn,—1—1
In this study, it has been realized for the sequentially independent delay case.
As for the sequentially dependent time delays, this constraint is further interpreted

through the parameter of lag variables:
Yok [m §+)1 —m < (6.63)

Strictly speaking, this condition should be satisfied in the converged result of each I, where
the constrained state estimation algorithms [61] can be considered. In this study, the above
constraint (6.63) is transferred to the transition matrix IT in (6.51) — that is, an eligible I
must have the following inequality hold for any m; defined in (6.33):

71'2 ’ (H - ]IK+1) ’ [07 17 "'7K]/ < 17 (664)

where I 1 is the K + 1 dimensional identity matrix. The effectiveness of the constrained

matrix IT will be shown before validating the inferencing algorithm for ¢(I.7).

Table 6.2: Validation Results for Constrained Transition Matrix

a 0.9 0.8 0.7 0.6
(Ti.7)ss | 0.6605 | 0.7710 | 0.8500 | 0.9073
(I1:7)pase | 0.7468 | 0.8362 | 0.9127 | 0.9591
(I1:7)eons | 0.7040 | 0.7962 | 0.8805 | 0.9346

In particular, the tridiagonal matrix IT: II; ; = 0, V|i—j| > 1 is suitable for the constraint
(6.64), and has been used in this study. Here, we give a brief demonstration on using such
tridiagonal II to improve the estimation of I1.p. In this simulation, the actual I1.p with
T = 1000 and K = 5 is generated by a tridiagonal matrix. The principal diagonal elements
are set to «, and the other element(s) uses 1 — a. Given the model parameters 6, I1.p is
estimated by the forward-backward algorithm in three cases: (1) with the actual II, (2)
learning an unconstrained II [82], and (3) learning a tridiagonal II. As a result, the mean
absolute error is evaluated for the three corresponding I.7 estimates: ([1.7)ss, (11.7)bases
and (I1.7)cons- In Table 6.2, the performance from Monte Carlo simulations (x100) is
presented for different « values. A clear deficiency can be observed in the unconstrained
case, indicating that when (6.61) is considered as a necessary constraint, restricting II can

improve the estimation of Iy.p.
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6.8 Simulation

By integrating the probabilistic model and the Bayesian inference method, this proposed
approach can improve the estimation of model parameters. In this section, applications of
the proposed time delay structure will be demonstrated, and the numerical example will
be presented to illustrate the detailed learning procedure. To further validate the proposed

approach, two industrial applications will be used for demonstrating the advantages.

6.8.1 Validation for Time Delay Estimation

In order to validate the updating procedure of ¢(I1.7) for both independent and dependent
time-delay assumptions, a short sequence of deterministic time delays is used to generate
I'y.r with n. = 1. With these nominal “observations” I'1.7, two modelling approaches of
time delay can recover the latent states from different perspectives. A preliminary result
is shown in Figure 6.12, where the time delays are plotted with cumulative bars to reveal
the probability of each estimated time delay value. It can be observed that the modes
of both two posteriors have captured the correct time delays for these seven samples, if
maximum-a-posterior criterion is used to determine the time delays. As for the result from
Markov modelling, the estimation at the fifth sample is less assured because of a conflicting
likelihood between “transition” and “observation”. The preference would to be £k = 1
according to the transit matrix, but it would be k£ = 2 based on I'; and T'y4+1. As for the
result of hierarchical modelling, there exists a small probability of k = 0 for the fourth and

sixth sample, which is caused by the updated prior distribution of .

1 Ture Delay Sequence Bl Fr(delay = 0)
I Pr( delay = 1)
0.5 CPr(delay = 2)||
D i
1 2 3 B 5 6 7
’ Estimate with Markov Model
T
0.5F -
0
1 2 3 4 5 6 7
: Estimate with Hierarchical Model
T
05F b
0
1 2 3 3 5 [ 7
Time

Figure 6.12: Effects of Two Assumptions for Time Variant Time Delays
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For the hyper-parameter 7 in the hierarchical modelling, its prior distribution in (6.45)
and the updated proposal distribution in (6.46) can be visualized in Figure 6.13. It can be
observed that for the posterior estimation, the mode has been brought closer to the vertex
[71'(0) = 0,7 = 1,7® = 0], representing that the most frequent case kK = 1 has been

captured with this distribution.

Prior Posterior
1 T 40
< 6 = A
& & 30
4
0.5 0.5 20
2 10
0 0 0 0
0 71_(0) 0.5 1 0 1|‘1[_(0) 0.5 1

Figure 6.13: Describe Random Delays with Dirichlet Distribution

Another example of the updating results of the hierarchical modelling is shown in Fig-
ure 6.14. The prior distribution of the hyper-parameter 7 and a regression parameter #; are
shown in the first row, the results after first and third VB updating step are shown in the
second and the third row, and the converged distributions are plotted against the actual
ones in the last row. Starting from the equally weighted prior, this expectation (m) has fi-
nally converged around the true 7* (which has been re-scaled in yellow bar). The evolution
updating procedure for ¢, can also be found. Starting from a trivial prior distribution (low
probability density), the mean of updated Normal distribution has gradually shifted to the

real 07, and its spread of distribution has gradually been reduced.

6.8.2 Validation for System Identification

Following the above preliminary simulation studies, the complete identification procedure
is implemented in this section to validate the algorithms for identification of ARMAX with
time-variant time delay. In the first validation example, a set of simulated data is generated
with an ARMAX model with n, = ny = 2 and n. = 1, where the time delay is selected
from {0,1,2}. As for the two proposed algorithms for time-variant time delay, the upper
limit of time delay is chosen as K = 4. A comparison of the actual time delay sequence and
the estimated sequences is presented in Figure 6.15. It can be observed that the Markov

modelling assumption provided a better result for estimating the time delay sequence, where
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Figure 6.14: Evolutions in the Distribution of 7 in VB Inference

the dominating time delay value is significant at every time instant. On the other hand,
although one can still roughly differentiate several regions from the bottom plot based on
the hierarchical modelling, the margins of each region are not as distinctive as the Markov
modelling result.

In addition to the comparison between time delay estimates, as the main objective
of system identification, the parameter learning progress is plotted along the VI updating
steps. Figure 6.17 and Figure 6.16 have shown the parameter estimation result from Markov
modelling and hierarchical modelling respectively.

Along with the updating curves (VID) for variational inference, the 30 range at each
updating step is plotted as an error bar, where ¢ is obtained from the proposal distribution
q(0ap) in (6.18). It can be observed that within this range, both modelling approaches
can capture the real model parameters eventually. In Figure 6.16, a competing estimation
(denoted as Existing) result from the existing identification toolbox in MATLAB is also
plotted. It can be observed that without considering the time-variant uncertainties of time
delay, this method has failed to capture the correct parameters for this example. Similar
to Figure 6.15, the Markov model shows its advantages over the hierarchical model with a
quicker convergence of parameter estimation.

The proposed algorithm with the Markov model of time-variant time delay shows supe-
rior performance in this identification study, indicating that the time delay sequence does

have the sequential correlations. In reality, in the process of system identification, the
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Figure 6.15: Comparison of Delay Estimations in ARMAX Identification
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Figure 6.16: Learning Procedure with Independent Time Delays
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Figure 6.17: Learning Procedure with Dependent Time Delays

input-output pairs are usually sampled at an appropriately selected rate. Under this sam-
pling rate, the time delay sequence may appear to have a sequential dependency in common
scenarios. Thus, using a dynamic model to describe I;.7 is sufficient, and the prior distri-
bution in (6.51) can provide a reasonable preference. On the other hand, the hierarchical
model of random time delay still has its practical usage. In the next validation example,

its effectiveness is demonstrated through an industrial application example.

6.8.3 Validation for Inferential Sensor Modelling

In this section, the problem of time-varying time delays from two inferential sensing projects
is briefly introduced. Since the main focus is on the demonstration of the proposed algo-
rithm for independent time-variant time delays, only linear and widely applied algorithms
are considered, such as the linear regression model (OLS), linear regression with lagged
input samples (DOLS), and the principal components regression with lagged input samples
(DPCR) [69].

First, the problem is found in the inferential sensor modelling for Once-Through Steam
Generators (OTSGs), where the outlet steam quality of individual passes is the model output
[115]. Due to the equipment limitation and the capital cost, reliable analyzers cannot be
implemented to have on-line measurements for steam quality. The current references of the
steam quality are manually sampled once in roughly every 6 hours. The field operators use
the sample container to collect the target fluid continuously. Once the container is filled,

a conductivity electrode will be placed. After waiting for some time for a stable reading,
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the analyzed value is recorded and time is stamped. The uncertain delays are originated
from: (1) the sampling procedure, since the conductivity reading needs to be stable before
recording the sample; (2) the calculation procedure, as both inlet and outlet conductivities
are required to obtain steam quality; (3) the human error, the time stamps may be delayed

because of operators’ shift schedules.

DOLS

!i _Predlctlon
‘ Wll I H ‘ | ——Validation
. R 60 1A 1 i

0.5 1 1.5 2 2.5 3 3.5

DPCR

DPLS

OLS-BTD

0.5 1 15 2 25 3 3.5 4 45 5
x10°

Figure 6.18: Demonstration of Hierarchical Model in Steam Quality Soft Sensor

In this application, the hierarchical model of random time delays is treated as a reinforc-
ing tool to improve conventional models, specifically for the multivariate linear regression
model. The distinctive characteristic of target data is the different sampling rate between
the inputs and the output. The reference output samples have a significantly slower sam-
pling rate comparing to inputs (which are regularly measured process variables). For exam-
ple, the steam quality is manually sampled every 6 hours, but flow-rate, temperature, and

pressure measurements are available every minute. In such scenarios, the assumption be-
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hind hierarchical modelling, namely sequential independence of time delays, becomes quite
suitable. In Figure 6.18, the reinforced linear regression model (OLS-BTD) demonstrates
the advantage of hierarchical modelling for time-variant time delays. In this comparison,
the regular multivariate linear regression model and the two most dominate linear models
are used. For a fair competition, these models are provided with augmented inputs; that
is, all the lagged inputs are considered in the principal component regression method and
the partial least squares method. It can be seen that the proposed model has more effective
usage of the lagged inputs, which results in improvements in both accuracy and robustness

(less stiff peaks).
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Figure 6.19: Demonstration of Hierarchical Model in Water Content Soft Sensor

The second case is from an oil treating process, where operators usually take manual
samples twice per shift. Once the sampled fluid is obtained in the lab, the centrifuge will
spin the sample for about 40 minutes to get the reference value (water content). These
readings are usually entered at the end of the shift. In practice, the time stamps of the
entered data could be either the sampling time or the time when a sample is entered into
the database. The delays of the references in this project could be up to one hour and
inconsistent due to different operators. Figure 6.19 shows the estimation results on this
data set, where “CC” stands for the Pearson’s Correlation Coefficient and “RMS” stands for

the root mean squared error. Similar to the previous application, the proposed hierarchical
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modelling approach provided the most accurate validation result. It should be noted that
the relatively low “CC” values are because of the quite noisy reference sequence. Although
it may not be very significant, the improvement of “CC” is valuable for demonstrating the

predictive ability of the models in practice.

6.9 Conclusions

In this study, a probabilistic modelling framework is proposed and applied for ARMAX
model identification. Three typical assumptions are considered to describe random time
delays. The graphical probability models for these three modelling assumptions are pro-
vided in Figure 6.6, Figure 6.9, and Figure 6.10 respectively. where green circles denote
random variables, yellow rectangles denote given numbers, and blue diamonds denote the
parameters.

Using the approximate Bayesian learning strategies, technical details are provided for
each time delay models. During the parameter learning procedure, novel algorithms are
proposed and validated for probabilistic ARMAX modelling. Other than the validations
of each learning step, the overall performance of the proposed identification framework is
validated through both the system identification and the practical inferential sensor mod-
elling. As shown through the examples, the proposed modelling framework is capable of
estimating both time-invariant and time-variant time delays, improving existing identifica-
tion algorithm by considering the random time delays and strengthening existing regression

models with more effective use of lagged input samples.
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Chapter 7

Concluding Remarks and Future
Directions

In this chapter, the concluding remarks are provided for the preceded chapters of this thesis.
The connection between these chapters to the central theme of this thesis is explained.

Furthermore, possible studies of future research are also discussed.

7.1 Concluding Remarks

The main topic of this thesis is extracting dynamic latent features to improve process data
modelling. By formulating this problem under the Bayesian framework, and learning the
probability model with the variational Bayesian inference, practicability and advantages
of the developed probabilistic methods have been demonstrated via multiple application
examples. In particular, better solutions have been demonstrated in the modelling problem
for the steam quality and emulsion water content, the state estimation problem of target
tracking problems, and the system identification problem with time-variant time delay.

In Chapter 2, the mathematical fundamentals of this thesis are explained. To formulate
a decoding format for latent variable modelling, two primary probabilistic models are in-
troduced to describe the dynamic latent features. Along with them, conventional learning
algorithms have been briefly reviewed. Motivated by their deficiency in process data anal-
ysis, the variational Bayesian inference is introduced as an advanced Bayesian algorithm
for feature extraction. To reveal the computational advantages of the variational Bayesian
inference, a comparison to the conventional EM algorithm is detailed in each updating
step. Additionally, the particle-based algorithms are reviewed to reinforce the variational
Bayesian inference for dealing with practical challenges. Typically, they are suitable for

solving the non-Gaussian distribution with the constrained variables.
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To demonstrate the applicability of dynamic latent features in process data modelling,

theoretical contributions are presented in the four chapters respectively.

e The first contribution, as introduced in Chapter 3, provided a Bayesian solution to the
probabilistic slow feature analysis. Through the probabilistic modelling approach, the
dynamic latent features are formulated by a transition model, which has constrained
transition parameters. By adopting a Beta distribution for the prior distribution of
transition parameters, the modelling preference on the slow varying trend can be
materialized mathematically. Unlike the conventional maximum likelihood estima-
tion, the proposed Bayesian framework can combine both the training data and the
modelling preferences for the inference. In the inferencing procedure, the importance
sampling techniques are adopted to estimate the constrained transition parameters.
After imposing other prior distributions for the observation parameters, the automatic
relevance determination can be realized by using a variational lower bound to select
the model structure. The proposed algorithm is validated with numerical simulations.
Despite the randomness of initial values, the proposed algorithm can provide a consis-
tent estimation result for this feature extraction problem. The proposed algorithm is
then applied to an industrial case study for modelling emulsion water content, where

the effectiveness is validated through the prediction performance.

e The second contribution, as introduced in Chapter 4, provided a generalization of
the hidden Markov model. Instead of using the discrete latent state to represent the
separated events, their probabilities are directly modelled as the constrained and con-
tinuous latent feature. Thus, the distribution of the original discrete states can be
directly used to describe the observation. To extend the transition function for this
continuous supporting domain, a Dirichlet distribution is used to describe the con-
strained transition uncertainty, where the original transition matrix is only used to
provide an expected value. The two-dimensional specification with Beta distribution
can be used to describe multiple individual features. Through the comparison with the
unconstrained state transition model, specific functionalities of the proposed transition
parameters have been studied. In particular, the preferred range of these transition
parameters is determined by simulating the constrained latent feature, which facili-
tates the development of Bayesian inference. To integrate the constrained dynamic
feature into a feature extraction model, a non-linear observation function is proposed

to describe the unconstrained observations with the constrained feature. In the in-
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ferencing procedure, novel algorithms have been developed for solving a problem of
constrained state estimation and a problem of transition noise estimation. According
to the numerical simulations, the proposed algorithms have shown satisfactory results.
In the modelling problem of emulsion water content, the proposed structure of the
constrained dynamic feature is validated through the case study with sparse reference

data.

The third contribution, as presented in Chapter 5, is the development of the obser-
vation function with multiple linear models. While using a single transition function
to represent a consistent process dynamic, the observation function is extended with
multiple models to reflect switching operations. To prevent unnecessary switching due
to disturbance, a heavy-tailed noise distribution is used to make each model more ro-
bust to observation outliers. Comparing to learning an explicit hidden Markov model,
this strategy has less dependency on the repeatable switching actions. In the inferenc-
ing process, the uncertainties of multiple models are considered in learning a unified
latent feature. For its online usage, a more general variational filtering algorithm
has been developed for solving the multiple model state estimation problem. In an
application to the steam quality modelling problem, the proposed feature extraction
method has shown to be able to capture the multiple regions in the operating OTSG.
In an application to the target tracking problem, the developed state estimator has

improved both the effectiveness and efficiency.

The fourth contribution, as presented in Chapter 6, is the application of the dynamic
latent feature to model time-variant time delays in solving the system identification
problem. By describing the time delay sequence as a dynamic feature, the corre-
sponding observation function is developed as a likelihood formulation of the ARMAX
model. Three possible assumptions are discussed to describe the random time delay:
time-invariant, independent time-variant, and dependent time-variant. Regarding the
system identification task, the last assumption with a Markov connection is demon-
strated to be more useful. In this scenario, the proposed observation function assigned
multiple observation terms to one latent state (an instant of time delay). To estimate
this unconventional hidden Markov model, an augmented transformation has been de-
veloped, and the novel forward-backward algorithm is proposed, which is proved to be
able to retain the original Markov transition and preserve the estimation uniqueness.

In another industrial case study, the second assumption of sequentially independent
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time delay is also demonstrated to be useful for the regression analysis. Specifically, if
the actual outputs are obtained through manual sampling and lab analysis, the pro-
posed structure can improve the regression results by accommodating the inevitable

human errors.

To summarize, this thesis is motivated by the modelling advantage of dynamic latent
features in process data analysis, which has been illustrated in Chapter 1. Based on the
mathematical foundation shown in Chapter 2, the dynamic latent feature can be established
through a transition function and an observation function, for which the inferencing process
can be realized with the variational Bayesian inference and the particle-based algorithms.
In Chapter 3 and Chapter 4, novel transition functions are developed under the Bayesian
framework. In Chapter 5 and Chapter 6, more practical observation functions are stud-
ied regarding their impact on extracting latent features. Theoretically, the challenges of
constrained parameters, constrained latent features, multiple-model state estimation, and
auto-correlated observations have been encountered and addressed in this thesis. Practically,
the modelling preferences of process inertia, the assumptions about process limitations, the

multiple operating regions, and the time-variant time delays are discussed in this thesis.

7.2 Future Directions

Based on the flexibility of the variational Bayesian inference and the commonly observed
process dynamics, there exist many directions that can be proceeded further. For example,
from the modelling point of view, further application scenario of the novel transition model
proposed in Chapter 4 can be considered for multiple-model cases. From the inferencing
point of view, the iterative updating strategy can be further optimized for multiple sets of
model parameters, such as optimizing the order of variational updating steps in Chapter 5.
Also, the fusion between the particle-based algorithm and the variational Bayesian inference
can be extended beyond the proposed “step-wise” integration. In what follows, two more

exciting directions are illustrated based on emerging modelling techniques.

7.2.1 Bayesian Co-integration Analysis

A shared assumption made in the models mentioned above is that the latent feature is a
stationary process. It means that with the determined transition parameters, the generated
stochastic process should have a time-invariant distribution as its stationary solution. For

example, with the constraint a® 4+ p~! = 1 in Chapter 3, the standard Normal distribution
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N(0,1) becomes the stationary solution. Generally, the statistical properties of a stationary
process are independent of time. For a stationary latent feature, the first two moments are
assumed as E[s;] = 0 and E[s?] = 1. However, in reality, chemical processes can be non-
stationary. Possible causes may come from the multiple operating modes, the inevitable
equipment ageing, or the possible accumulative deposit. For a better understanding of these
processes, analyzing the non-stationary feature is as important as analyzing the stationary
feature.

Specifically, the accumulation in chemical processes, such as fouling build-up in the
steam generation process, is a very likely situation for the non-stationary feature. Due to
its complexity, it is difficult to monitor fouling build-up through hardware sensors. In some
obvious cases, the total amount of fouling build-up can be monitored with some simple
calculations, such as the pressure drop. However, these indicators are usually affected
by operating regions as well. Relying on a single indicator may not give the consistent
estimate, and tuning the multiple calculations in real-time may not be practical. However,
by extracting the non-stationary feature from the historical data, a more realistic indicator
can be developed from multiple process measurements. Figure 7.1 shows an example of the
estimated monitoring curve for the fouling build-up, where the non-stationary properties
and the co-integration method are used in the feature extraction.

Scale Feature in OTSG-A

--- shut-downs ** 1st pigging ** 2nd Pigging

Figure 7.1: Scaling Monitoring in Steam Generation Process

Co-integration analysis, which has been widely applied in the econometrics area, can
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be applied to investigate the relationship between stationary and non-stationary features.
By treating the co-integration analysis as a feature extraction method, a projection matrix
can be formulated to learn the stationary feature from the observed data [143]. In the
reversed order, the most non-stationary feature can also be formulated as another projection:
S; = B - X;. Successful application of co-integration analysis in chemical engineering can
be found in [144, 145]. In Figure 7.1, the plotted feature is extracted from the reversed
co-integration analysis.

To model this linear feature extraction under the Bayesian framework, the dynamic
latent feature can be useful in formulating a probabilistic decoder. A possible approach
can start by describing a non-stationary stochastic process by manipulating the transition

parameters of the dynamic latent feature, such as in the nominal case:
St =a-St—1 + wy, where : a =1, w; ~N(0,1). (7.1)

By incorporating the constraint of a = 1, the existing transition function with a € (0,1) is
actually extended with much wider modelling scope. The separated modelling strategies of
the stationary and non-stationary work could thus be unified with one feature extraction
model. However, the associated estimation challenges can also be increased, where more

constraints on other transition parameters may be necessary to have a consistent estimation.

7.2.2 'Transition Noises in Recurrent Neural Networks

It can be observed that in the parameter estimation process, the variational learning meth-
ods require the posterior of entire latent features ¢(S1.7), but only use it to update the model
parameters once. While dealing with a large dataset, such an updating algorithm can be
impractical. Moreover, although the variational lower bound can be used to select the final
results, each variational updating cycle can still be affected by the initial point. For some
heavily loaded algorithms, this trial-and-error strategy becomes extremely computationally
expensive.

Meanwhile, as briefly introduced in Chapter 2, the stochastic variational inference has
the advantage to overcome the issue of local optima and can be adjusted well for large
datasets. More importantly, the combination of an encoding feature learning model and the
probabilistic decoding model has provided considerable improvements in computer science
[28, 146]. To address the dynamic of a stochastic feature in the hidden layer, temporal
connections have been implemented with several considerations [147, 148, 149]. However,

to the best of author’s knowledge, no literature explicitly discussed the transition noise.
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Figure 7.2: Possible Structure for Recurrent Variational Auto-Encoder

Taking the advantages of stochastic variational inference and extend the application of
variational auto-encoder from static modelling to dynamic modelling, a recurrent variational
auto-encoder can be proposed as shown in Figure 7.2. The encoder function is built to
project the observations for the mean and the variance of latent features. Based on the
particle-based representation in [28], the distribution of latent state can be represented by
the particles that are generated from these parameters. Then, the recovered observation
can be obtained from these sampled states. In order to introduce the recurrent properties,
the transition function should be built for both mean and variance, where the transition
function for the variance is commonly ignored in the existing literature. An explicit model
for such a positive random variable not only imposes the auto-correlated uncertainties but

also contributes to weighing the recovery cost for the parameter learning objective.
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