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ABSTRACT

The application-oriented MIMO control-estimation design problem for an important
class spatially distributed tubular reactors is addressed in an integral design approach,
including early and late lumping implementations. First, the saturated output feed-
back control and state estimation problem for the tubular reactor class is considered
following an efficient early lumping approach. On the basis of a finite dimensional
model obtained from the application of the so-called efficient modeling approach
for tubular reactors, passivity and detectability solvability properties, in terms of the
number of sensors and their locations, are identified, and then a saturated output
feedback controller is build as the combination of a saturated passive state feedback
control law and a geometric observer. Closed-loop robust stability is ensured in
terms of sensor locations, control saturation limits and gains. For application-oriented
purposes, the advanced output feedback controller is realized, by model redesign,
as a set of decentralized PI controller with antiwindup scheme and a decoupled
pointwise-like observer, with low computational load, for state estimation purposes.
The design is accompanied with structural and gain tuning to set the actuator and
sensor configuration, the sensor locations, the control limits and the gains of the
control-estimation scheme. Simulation results shown the effectiveness of the proposed
control-estimation scheme.

In the next part of the study, within a late lumping approach, a second control-
estimation system, which considers unconstrained control, is build by combining
a nonlinear control with two terms: (i) a pointwise temperature driven stabilizing
control term, based on a sensor location dependent output linearizing property, and
(ii) a section-wise control term, inspired in inventory control ideas and feedback
passivtion by output selection; and a distributed pointwise observer. The exponential
stability of the closed-loop origin is ensured in terms of sensor location and control
gains. The control-estimation system implementation is done by performing an
efficient late lumping step, by recalling the efficient modeling approach, to draw
a low implementable algorithm. The implementation scheme is accompanied with
sensor and actuator configuration, sensor locations and gains. The performance of
this second control-estimation system is assessed with numerical simulations.

In the final part of the study, first, a comparative simulation-based study between the
obtained closed-loop robust performance with the two proposed control-estimation
schemes and a third control-monitoring system constructed by combining an ex-
isting adaptive controller that produce a distributed control action and the same
pointwise observer used in the proposed schemes. It is shown that the proposed
algorithms present best or similar behavior than its adaptive counterpart. Then, in
an exploratory an informal way, the construction of each control-estimation system,
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initially done in an early or late lumping approach, are performed following the
opposite approach, late or early, with the appropriate theoretical tools for analysis
and synthesis. The obtained results suggests that both control-estimation schemes
can be derived following the early or late lumping settings to end up with exactly
the same implementable algorithm. As closure, it is shown with simulations that
the combination of the controllers of the two proposed control-estimation schemes
produces closed-loop behavior improvement.

viii
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Part1

ABOUT THIS STUDY

This is an introductory preview of this thesis work. Here the technolog-
ical relevance and motivation of the tubular reactor control-estimation
problem is identified and put in perspective with the related literature to
highlight the pertinence of the proposed methodology. Then, the prob-
lem is technically stated and the methodological scope of this study is
established. The contributions of the present study are highlighted. A
case study which will be used througout the entire work for illustration
of theoretical developments is presented. Finally, some useful theoretical
tools and the efficient modeling approach that underlie the whole work
are summarized.
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INTRODUCTION

1.1 MOTIVATION

Along the years, tubular reactors have been widely employed on chemical industries
as one of the most important operating units. Several raw material are treated on
tubular reactors to produce precursors for other processes or terminated chemical
products such as ethylene, ethanol and ammonia [57]. Other applications of tubular
reactors include waste water treatment [65] and bioprocesses [46].

The physical phenomena involved in the dynamic behavior of exothermic jacketed
tubular reactors are: (i) diffusive-convective mass and heat transport, (ii) heat con-
duction with the cooling jacket, and (iii) exothermic chemical reactions which is the
mechanism that convert reactants into products and generates an excess of heat. These
transport and reaction phenomena, modeled by Partial Differential Equations (PDEs),
interact in a complex manner to produce a rich nonlinear dynamic behavior that
includes multiple (stable and unstable) steady-states, limit cycling, chaos, parameter
sensitivity, among others [129; 130; 131; 71].

According to the previous ideas, the tubular reactor Control-Estimation (CE) prob-
lem is a difficult task that demands precise and robust Control-Estimation Sys-
tems (CESs) to satisfy operational (product quality, reliable functioning, etc.) and
supervisory (for setpoint adjustment, fault detection and isolation, etc.) requirements,
as well as physical constraints (such as limited control action). In what follows, the
motivation of the present study from the industrial and research points of view are
established.

1.1.1 Industrial practice perspective

In most industries, tubular reactors are usually stabilized (around a nominal steady-
state that satisfy production requirements) with Proportional-Integral (PI) controllers
[88; 119; 70; 42; 121]. PI control has low cost, reliable functioning, and acceptance by
practitioners, but its implementation requires experience, insight, and testing [119; 89].
The industrial design of PI controllers for tubular reactors with limited control action:
(i) is based on a lumped Ordinary Differential Equation (ODE) input/output model
(at least for testing purposes), (ii) requires an adequate selection of the number of
sensors and actuators and their locations to achieve reliable closed-loop behavior, and
(iii) use a proper (ad-hoc) Anti-Windup (AW) scheme for saturation handling [132].
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INTRODUCTION

For industrial monitoring purposes, the (extended) Kalman Filter [95] and data
driven techniques [9o] are widely employed to perform state estimation to assess
control performance (for retuning or adjustment of setpoints), as well as fault detection
and isolation [9o]. These estimation algorithms [45; 46]: (i) are constructed and/or
implemented on the basis of lumped ODE models, and (ii) require an adequate
selection of the number of sensors and their locations to achieve reliable performance.

According to the current state of industrial control practice and new trends raised
up by the industrial paradigm Industry 4.0 [9o0], the main interests of industry on
control topics are Proportional-Integral-Derivative (PID) control and Model Predictive
Control (MPC) (the unique advanced technique accepted in industry). Furthermore, it
is agreed that PID control is of upmost relevance and ubiquitous, and its performance
enhancement is relevant for industries. Nevertheless, it has been reported [88; 9o] that
most of the industrial PID loops are poorly tuned, implying low plant performance,
so that in some cases open-loop control is preferred. PID control and MPC coexist
in factories in a hierarchical structure with three layers: (i) an upper large-term
optimization (over months or years) which consider economic requirements and
resource constraints, (ii) an intermediate mid-term optimization (over weeks, days)
driven by MPC algorithms that computes setpoints, and (iii) a bottom short-term
control decision layer composed by PID controllers (that use the setpoints computed
by the MPCs in the previous layer) to drive field equipment (valves and pumps).

Accordingly, the ubiquity of PID control will remain, with monitoring for perfor-
mance assessment as an important ally. Thus, the areas of improvement for industrial
CES in tubular reactors are: (i) the design of reliable, robust, and simple output
feedback controllers similar to PID ones, (ii) new and more efficient PID tuning and
retuning for different operating conditions and uncertain systems, (iii) the consider-
ation of structural tuning or retuning to enhance control performance (sensor and
actuator configuration as design degree of freedom), and (iv) regarding estimation,
the design of computationally efficient and robust algorithms.

1.1.2  Academic research perspective

In academic research studies, usually the solution to the CE problem of tubular reactors
is performed using advanced model-based techniques [109; 24; 72; 73; 39; 83; 36; 104;
38]. Basically, two different approaches are followed, the so-called early lumping and
late lumping. On the one hand, the early lumping approach (first discretize then
design and implant) yields a ready to implement CES according to the mature control
theory for ODE systems, but most designs lack reliability assurance via PDE model-
based closed-loop stability. On the other hand, at the cost of more mathematical
complexity, the late lumping approach (first design, then discretize and implant)
retains throughout control design the reactor physics inherent to the PDE model, and



1.1 MOTIVATION

formal closed-loop stability conditions can be drawn for certain classes of distributed
control systems.

In the early lumping approach, the first design step is to construct a lumped
ODE model that approximates, accurately enough, the dynamic behavior of the PDE
tubular reactor model, either by spatial discretization or model reduction techniques
[36]. Then, model-based design is employed to come up with the CE algorithm,
assurance of closed-loop functioning and performed assessment. The implantation
is straightforward since the design is done in a lumped model. Usually, in the early
lumping step, efficient models are drawn to describe local transient behavior, but
not much attention is given to the dynamic behavior beyond locality (ignoring the
possibility of generation of spurious steady-states) [22].

Contrarily, in the late lumping approach, the PDE model is used for the design of
the CES based on the properties of the distributed dynamics [93]. Reliable functioning
is ensured for the infinite dimensional closed-loop system. At the implementation step
(which does not receive much attention), usually high dimensional finite-difference
lumped ODE models or low dimensional orthogonal collocation methods are used.
The fact that this may lead to unduly computational load and even generation of
spurious steady-states or extraneous attractors is usually neglected.

An important conclusion of the above discussion is that each approach, early or late,
may present problems at the design or implementation stage, if the inherent problems
of the opposite approach are ignored. For instance, in the early or late lumping design
of CES for tubular reactors, usually both approaches overlook a key applicability
subject: the extent of spatial lumping in the light of on-line computational load, which
reflects number of ODEs and their ill-conditioning, and the generation of spurious
dynamic behaviors [22].

In both, early and late lumping approaches, several advanced control and estimation
techniques have been proposed and combined to design CESs for tubular reactors.
Among these techniques, passivity-based control (studies only in control [9; 110;
140; 141; 142]), and MPC [50; 49; 48; 82] are two techniques that have received much
attention. Important advances have been presented in both areas, nevertheless, most
of these control and/or estimation designs are too complex in comparison with the
standard and widely employed industrial PID control and data driven estimation
techniques, and thus usually are not considered relevant for industrial deployment.

The preceding considerations motivate the aims of this study, the improvement of
industrial PI control and estimation algorithms using an advanced and application-
oriented model-based approach. The design must have: (i) criteria for selection of the
number of sensors and their locations, (ii) assurance of robust closed-loop functioning,
(iii) simple tuning guidelines, (iv) simplicity, as much as possible, in terms of linearity,
and dynamic coupling, and (v) an efficient lumping implementation. For this end, the
open-loop dynamics of the system will be exploited: the interplay between stabilizing
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mechanisms (mass and heat transport, heat conduction, and mass consumption
phenomena) with destabilizing ones (heat production by reaction).

Both paths, early and late lumping, will be considered. The former one will be
employed first since it enables a clear way to use powerful and well-known CE design
techniques for lumped systems, including robust closed-loop stability for the lumped
tubular reactor model. Then, the late lumping approach will be used to construct, on
the basis of the tubular reactor PDE model, a similar CE algorithm as well as assurance
of closed-loop stability.

1.2 METHODOLOGICAL APPROACH

According to the preceding discussion, in this work the aim is to design CES which
preserves some well known properties of industrial-like control and estimators algo-
rithms, such as, simplicity, simple tuning guidelines, low computational load. Also,
the designed CES must have reliable performance with assurance of closed-loop ro-
bust stability in the presence of exogenous disturbances and uncertain conditions
(in the sense of practical stability). Furthermore, the design must be accompanied
with criteria for the selection of sensors and/or actuators and control limits. This
complex objective will be reached by following a constructive control [118] approach
in a three-step methodological procedure: (i) starting with the construction of a
Multiple Input Multiple Output (MIMO) CES for an unstable tubular reactor within an
early lumping approach, then (ii) a second MIMO CES will be constructed in the late
lumping framework for an unstable tubular reactor, (iii) finally, the implications of
each design for its opposite will be explored.

In the first step, using an efficient modeling approach for tubular reactor modeled by
PDEs [22], a low order finite-dimensional lumped model will be obtained. Then, using
a nonlinear constructive control approach, a MIMO output feedback controller for joint
state stabilization and estimation will be constructed with geometric techniques. The
assurance of closed-loop robust and reliable functioning will be established within
a practical stability framework based on structural and Input-to-State Stability (ISS).
The implementation must be, as possible as it could be, similar to what is used in
industry, i. e., PI control and simple estimation schemes.

In the second step, the tubular reactor CE problem is faced within the late-lumping
approach. Using constructive ideas, the transport and reaction dynamic mechanisms
will be analyzed to identify how this interaction produce destabilizing or stabilizing
effect along space yielding to the identification of sensible regions in which the
sensors must be placed. Then, using this measurements a MIMO controller will be
constructed to stabilize an (open-loop) unstable profile pair and an additional control
term for behavior improvement will be drawn with inventory control ideas. An
estimator, with innovation mechanism as simple as possible, will be used later for
output feedback control and estimation purposes. The stability will be assured with
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the help of functional analysis. Following the efficient modeling approach, a reliable
late lumping method will be used to implement the control-estimation system.

In the last step, a methodological question arise: for the particular tubular reactor
class, there is a chance that constructing a control estimation system using the early
and late lumping approaches leads to the same implementation result? The answer
to this question will be explored. The implications and connections between the two
proposed CES, constructed within an early or late lumping methodology, will be
explored in the opposite, late or early lumping approach, respectively.

1.3 STATE OF THE ART

As mentioned before, the CE problem of tubular reactor has been tackled with two
strategies: the early and late lumping methods. Several review papers can be found in
the literature [109; 24; 72; 73; 39; 83; 36; 104; 38] in which the issues of modeling, model
reduction, PDE dynamics analysis, and estimation and control synthesis for general
distributed parameter systems, and chemical engineering problems in particular,
including tubular reactors. The next revision to the state of the art is based on the
available tubular reactor CE found on the above review papers and other references
therein. Special attention is given to the following issues: (i) the discretization or model
approximation scheme used for implementation (knowing that for early lumping
this is the first step of the design, and that in late lumping is the latest one), (ii) the
type of the employed control and estimation techniques, (iii) the method to select the
number of sensors and their locations, (iv) the consideration of control saturation in
the controller design, and (iv) the assurance of robust closed-loop stability.

1.3.1  Early lumping approach

The early lumping approach was the first natural step for the design of CE schemes for
distributed parameter systems. This is so because, the available analysis and synthesis
techniques for lumped ODE models were very matured compared with the current
state of development of theory for systems modeled by PDEs. Two main approaches
exists for model-based CES design purposes: (i) obtain a reduced state-space ODE
model, and (ii) obtain a reduced model with considers only input/output interactions
for the measured variables. In the present review only the first case is considered.
One of the very first strategies used on the CE problem of tubular reactors was the
use of Finite Differences (FD) to obtain a lumped model and then linearize it around
an steady-state of interest. This is the case of Pell and Aris in [105], where a least
square estimation algorithm and an optimizing control are constructed. The authors
consider the limiting case in which the FD approximation converge to the infinitesimal
case so that the proposed control and estimation system is continuous in space.
The methodology is illustrated with a tubular reactor with stochastic disturbances.
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The works of Amundson and co-workers in the 60’s and 70’s decades [15], where a
mathematical perspective of several chemical engineering problems is given, include
a large collections of studies on stability, estimation and control of tubular reactors
where mostly orthogonal collocation is used to obtain lumped ODE models.

In the 70’s and 80’s decades, a bunch of theoretical and experimental studies
on control of fixed-bed, homogeneous and heterogeneous tubular reactors were
developed. Some of these works are collected and resemble in the review papers by
Jorgensen [72] and Jergensen and Jensen [73]. At that time, most studies were based
on discretized or approximated models where FD or weighted residuals (orthogonal
collocation being the most popular) techniques were employed. Then, linearized
models computed around an steady-state of interest (possibly open-loop unstable),
were employed for CE synthesis. Regarding the estimation task, Kalman Filtering,
Luenberger observers, and least square estimation schemes were employed. For
control synthesis, several approaches have been employed, such as pole placement,
LQ, LQG, optimal control, self-tuning regulators, adaptive control, internal model
control, modal control, and frequency domain-based designs, among others.

With the development of new lumping methods and advanced nonlinear CE tech-
niques, further studies, that draw lumped nonlinear tubular reactor ODE models,
were developed during the late 80’s and early 9o’s. The works of Balas, Daoutidis
and Christofides [24; 36] were based on Galerkin methods (a special case of the
method of proper orthogonal collocation) and its combination with approximated
inertial manifolds to obtain a nonlinear model reduction technique. On the basis of
this lumped ODE models, different CESs were developed by combining linear and
nonlinear Luenberger observers for state estimation with controllers coming from
application of differential geometric (partial) feedback linearization, robust control by
Lyapunov redesign, and nonlinear optimal control design techniques.

Recent studies on CESs designs for tubular reactors includes: orthogonal collocation
for model reduction and the combination of a linear Luenberger observer with
adaptive linearizing control [47] or Kalman filtering for estimation purposes combined
with MPC [5]. It is worth noting the big effort of Christofides and co-workers in the
use of nonlinear Galerkin methods (combined with approximated inertial manifolds)
for the construction of Luenberger and static estimators which are combined with
several control techniques: (i) robust Lyapunov-redesign control [37; 2], (ii) geometric
feedback linearizing control [17; 18; 20], (iii) MPC [50; 49; 48], (iv) Economic Model
Predictive Control (EMPC) [82], and (v) adaptive control [107].

Other approaches combines infinite power series ansatz for model reduction with
Luenberger estimation and flatness-based feedforward and geometric feedback control
[91], FD discretization methods for the design of CES based on open-loop observers and
geometric control [137; 138], and nonlinear geometric estimation with passivity-based
control [99; Bad+20]. Recent studies includes: (i) nonlinear discretizing schemes such
as weighting essentially non-oscillatory schemes, particle filtering for state estimation
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and MPC [63], and (ii) orthogonal collocation for model reduction, Kalman filtering
for state estimation and nonlinear MPC [74].

Most of the above mentioned CE studies follows an application-oriented approach
and contribute with important results, nevertheless, according to the late lumping
approach, inherited from the use of lumped models, the distributed nature of the
system is not completely exploited or taken into account in the design procedure.
As mentioned in [30], the reliable functioning of the designed control estimation
system in terms of practical stability and state reconstruction convergence it is not
independent on the model reduction technique and may be affected by a non adequate
lumping. For instance, it is well recognized that some discretization schemes such as
FD, finite element or orthogonal collocation (possibly on finite differences or elements),
if are not properly employed, may lead to generation of spurious steady-states, limit
cycling,and high frequency oscillatory behavior. Furthermore, spill-over effects may
produce unstable closed-loop dynamics [61].

1.3.2 Late lumping approach

With the development of suitable theory for the analysis of PDE systems, the late
lumping approach emerged, in the late 80’s, as an appealing method for the analysis
and design of CE algorithms for tubular reactors, this having the advantage that
closed-loop reliable functioning can be assured for the real dynamics of the distributed
system under consideration.

CES designs for tubular reactors, includes, for the control part, several techniques
such as flatness-based, modal, backstepping, optimizing, adaptive, sliding mode,
and MPC control designs [92; 124; 134; 135; 102; 46]. The state estimation task is
usually performed with distributed linear or nonlinear Luenberger observers, Kalman
Filters or other techniques such as least square estimation and asymptotic or interval
observers. The studies listed below are presented here because: (i) the proposed
control-estimation methodology is of methodological interest, and/or (ii) special
attention is given to the implementation step.

One of the first designed CESs is the one proposed by Windes and Ray [134; 135],
in which a robust CE scheme, that also considers online yield optimization based
on the temperature hotspot measurements, is constructed as the combination of:
(i) a distributed least squares-based state estimation, (ii) a parameter estimation
scheme, (iii) a cascaded control for wall temperature with a digital PI control with
rate constraints in the outer loop and a PID in the inner loop, and (iv) an optimizing
scheme for the computation of the hotspot setpoint. The implementation is pursued
using orthogonal collocation.

Dochain [46] propose a CES for chemical and biological tubular reactors where an
asymptotic observer (which using reaction invariant manifolds avoids the need to
know the reaction rate function), driven by the temperature profile measurement, is
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combined with an adaptive linearizing control law. For implementation purposes,
guidelines for the use of orthogonal collocation or FD on a coarse grid are given.

A CES based on sliding mode control is proposed in [102], the design considers a
discontinuous feedback controller driven by a full state (or reduced order) observer
with a discontinuous correction term. The design is applied to an open-loop unstable
tubular reactor. It is assumed that the system is of minimum phase, the measured
output is the entire temperature profile, and the control input is the jacket temperature.
The implementation of the controller is performed using backwards FD over a fine
mesh with a large number interior points.

In [124], on the basis of a boundary measurement at the end of the reactor and
boundary control at the inlet, a linear backstepping infinite dimensional observer-
based output feedback controller is constructed, and applied to a, rather academic,
tubular reactor example.

In [92], flatness-based feedforward and feedback control are combined to design
a CES. Formal power series and summability methods are used to approximate
the system dynamics and for the design of the infinite dimensional feedforward
term. Then, the feedback term (a PID controller) and a Luenberger observer are
designed on the basis of a truncation of the formal power series introduced in the
first step of the design. Reliable closed-loop performance is ensured and the proposed
control-estimation system is applied to an unstable tubular reactor with boundary
measurements and controls. The closed-loop system is simulated by using the power
series expansion for the implementation of the controller while the system is simulated
with a high order spatial discretization based on the method of lines.

Recently, a new late lumping approach [139; 77; 78], propose the use of the linearized
PDE tubular reactor model is converted into a continuous-space-discrete-time model
by means of the Cayley-Tustin transform. Then, a discrete-time Luenberger observer
is designed and combined, to construct an output feedback controller, with different
MPCs, which account for control and state constraints as well as closed-loop stability.
The implementation is based on the discrete-time model obtained by the Cayley-Tustin
transform and spatial discretization with an Euler scheme.

Passivity-based control is a design technique which is particular case of dissipativity
which considers as supply rate the inner product between the vector of inputs and
outputs that must be of the same dimension [31]. Passivity is a concept that comes
from electrical and mechanical system [103] and has been extended for general
nonlinear abstract systems [126]. Since the energy approach of passivity-based control
does not suit well the variables commonly employed in distributed chemical processes,
the extension of this technique has been done using a thermodynamic representation
of process systems [9; 110; 140; 141; 142]. Nevertheless, the concept of feedback
passivation has not been interpreted within a chemical engineering framework in
terms of transport, conduction and reaction phenomena in tubular reactors.
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From the previous review, it is identified that several tubular reactor CE studies have
been proposed, the extension of several control and estimation techniques originated
for finite-dimensional systems are employed. In other cases, analysis and synthesis
techniques explicitly constructed for infinite dimensional systems are considered.
Undoubtedly these studies represent important contributions to the field, however, the
late lumping designs usually neglect, with few exceptions, the relevance of efficient
implementation schemes and the fact that the proposed CES ar too complex to be
considered in an industrial practice setting.

1.3.3 Sensors and actuators

In most of the preceding studies, the vector of measured outputs is a set of pointwise
temperatures at fixed axial locations. Regarding actuators, usually inlet flows or the
cooling jacket are considered. As it must be pointed out in [67], while experimental
tubular reactors have plenty of sensors and actuators because usually they are highly
instrumented, in industrial applications usually only few fixed sensors and actuators
are available. Thus, it is important to design robust and reliable control-estimation
systems that use a limited quantity of measured outputs and control inputs.

When the actuator and sensor configuration is a design degrees of freedom for
CE purposes, several configuration design techniques can be found in the literature.
For the selection of sensors and their locations, usually model-based or data driven
optimization techniques are applied (see, e.g., [108] for a detailed review on both
methods). For instance, in model-based procedures on can find: (i) the maximization
of local (about a prescribed steady-state operation) standard or Gramian observability
or detectability measures [62; 133; 29; 8; 7; 120], and (ii) nonlinear optimization [20;
19]. In the area of data-driven optimization [127; 98; 108] present approaches in which
different sensitivity measures constructed with simulation data are optimized to
determine the sensor locations. Regarding actuators, the most used technique is to
employ optimization algorithms which minimize performance indexes that penalize
control effort with explicit dependency on the actuator location [16; 20; 19].

The above mentioned studies establish systematic procedures, based on optimiza-
tion algorithms, that give sensor and actuator configurations that ensures adequate CE
performance in relation with the related penalty function. Nevertheless, the location
of sensors and/or actuators within a model-based comprehensive approach related
to the physical phenomena that take place has not been fully explored, furthermore,
the connection between advanced sensor placement techniques and the industrial
sensitivity criterion have not been connected in a formal manner.

11
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1.3.4 Constrained control of tubular reactors

It is well known that the limited capacity of actuators must be considered for the
design of constrained control schemes due to the fact that control saturation may
lead to poor closed-loop performance. For instance, in finite-dimensional open-loop
unstable chemical processes it has been shown that control saturation may lead to
unstable closed-loop functioning if control limits are not selected properly [35; 10; 11].

In industrial settings, when saturated PI control is considered, a common drawback
is the generation of windup effects due to accumulation of regulation error in the
integral term. This issue is addressed with ad-hoc techniques such as: conditional
integration, back calculation, and autonomous reset schemes, as well as combination
of them [132]. Other techniques includes observer-based designs [66].

In the context of advanced control, saturation is usually handled with optimal
nonlinear control, using the Sontag formula, or in MPC designs, as constraints in the
optimal control problem setting [3; 1; 4; 49; 5; 82; 63]. Another approach is the one
used in [94] where finite time transition between steady-states with limited control
actuation is solved as a constrained two-point boundary value problem.

Besides the preceding studies propose controllers for tubular reactors that ensure
robust stability in the presence of control and state constraints, in all these approaches
the control limits are fixed and not considered as a design degree of freedom. Fur-
thermore, the possibility of having undesired closed-loop steady-states due to the
combination of control saturation and open-loop instability are simply ignored.

1.3.5 Comments regarding the state of the art

From the previous review to the available, industrial and academic research, literature
on CES, sensor and actuator configuration strategies, and constrained control for
tubular reactors, the following areas of opportunity have been identified:

* The improvement of industrial CES designs on: (i) control tuning and retuning
for operation in wide regions of the state space, (ii) model-based estimation for
performance monitoring purposes, (iii) systematization of selection of sensor
locations, and (iv) actuator saturation handling.

¢ The early or late lumping must be performed in a robust fashion to obtain
reliable models for model-based design or implementation purposes, that avoids
spurious transient and static behaviors and present efficient computational load.

* Regarding the late lumping approach, beyond MPC, most of the proposed
designs are too complex to be considered for implantation in industrial control
of tubular reactors, thus advanced model-based design must lead to robust and
efficient controllers with simple implementation schemes.
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¢ Passivity-based control, asides from the thermodynamics framework, has not
been interpreted within a physical perspective for control design.

* The structural tuning, i.e., consideration of sensor and actuators as design
degrees of freedom for the CE problem, can be further exploited for performance
enhancement within a passivity-based framework.

¢ Selection of control limits as design degree of freedom has not been explored,
furthermore, the avoidance of appearances of undesired closed-loop transient
or static behaviors due to the combination of open-loop multiplicity and control
saturation have not been analyzed in tubular reactors studies.

1.4 CONTRIBUTIONS

In the light of the previously identified issues, the main contributions on the design
of CES of the present study are:

¢ The construction, from an early lumping perspective, of a MIMO CES for a multi-
jacket unstable tubular reactor as the combination of a saturated robust passive
nonlinear stabilizing controller and a nonlinear geometric estimator which can
be implemented as an industrial PI controller with saturation handling via a
back calculation scheme with a decoupled robustly convergent estimator. The
design is accompanied with simple tuning and implementation guidelines with
criteria for the selection of sensor location and control limits, and assurance of
robust and reliable closed-loop functioning.

¢ In a late lumping approach, a second MIMO CES is constructed as an observer-
based output feedback control for a multijacket possibly open-loop unstable
tubular reactor. The scheme is composed by: (i) a stabilizing MIMO state-feedback
control, (ii) a supplementary inventory-like passive state-feedback component
for behavior improvement. The output feedback controller is implemented
with the use of a pointwise observer, leading to a control design with: (i) a
closed-loop stability condition in terms of the sensor set and control gains, (ii)
an application-oriented control gain-measurement tuning procedure, and (iii)
reduced on-line computational load via efficient late lumping.

* The exploration of connections and implications of each of the preceding CESs
with its opposite lumping approach. An answer to the question: for the particular
class of chemical tubular reactor class under study, is it possible to arise to the
same implementation system going from the early and late lumping approaches?

The above problems, that can be considered as three methodological steps, are
tackled within a constructive control framework [118]: instead of using generic CE
design techniques for nonlinear systems, the exploitation of the specific characteristics
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of the considered reactor class will be employed throughout the CE design procedure.
Different theoretical and practical tools will be used throughout design steps, from
the off-line development to the on-line implementation, such as linear and nonlinear
finite and infinite dimensional dynamics [76; 118; 39; 38], chemical reactor engineering
sciences [57; 64], bifurcation theory [71], passivity-based control [118; 31], realization
theory [122], PID [132], inventory [88; 119; 110], and lumping techniques [22].

Methodologically speaking, the early and late lumping approaches are used for
CE design within an efficient modeling [22] and application-oriented framework
leading to: (i) the use of several model variants for off-line developments and on-line
implementation, (ii) procedures for sensor/actuator selection, and gain and control
limits tuning, and (iii) assurance of robust stability, in the sense of IsS.

The efficient modeling approach recommends the use of FD or finite elements
instead of orthogonal collocations due to the fact that the former method preserves
the physical interactions of transport and reaction phenomena. The efficient modeling
approach provides a systematic procedure to obtain a finite-dimensional model that
avoids spurious transient and static behaviors and ensures efficient computational
load in the light of typical parameter uncertainty and discretization errors [22].

In the first methodological step, using the FD and the efficient modeling approach,
a lumped model will be obtained and then used, within a constructive control spirit
[118], to identify passivity and detectability properties to draw a CES composed by
a saturated passive nonlinear state feedback controller and a geometric observer.
Closed-loop robust and reliable functioning, in the presence of parasitic dynamics, is
established in terms of sensor location, control limits and gains. It is shown that the
controller can be implemented as an industrial PI controller with an AW term of back
calculation type [132] and decoupled from a estimator with low computational load.

In the second step, the CE problem is solved with a late lumping strategy. A
MIMO CES, with unconstrained control, is constructed to modify the natural interplay
(open-loop destabilizing) between transport and reaction dynamic mechanisms at
key spatial locations, so that the target steady-state becomes stable. The controller
is supplemented with an additional inventory-like control term for performance
improvement. A pointwise state estimator [115] is used for output feedback control
and estimation purposes. Following the efficient modeling approach, the CES is
implemented with late lumping with low computational load. Closed-loop stability,
in terms of sensor locations and gains, is assured for the distributed model .

In the last step, the two proposed CESs are put in perspective between them and
compared with existing CE algorithms. The extension of the early and late lumping
design strategies to their opposites, late or early, is explored in an informal manner.
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1.5 SUMMARY

Based on the respective industrial and academic research states of the art, the con-
sidered tubular reactor joint CE problem has been motivated and justified. The
methodological approach which will be followed has been motivated in general terms,
and the main contributions have been announced.
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CONTROL ESTIMATION PROBLEM

In this chapter, the Multiple Input Multiple Output (MIMO) Control-Estimation (CE)
problem for a class of exothermic chemical tubular reactors with a coolant jacket with
multiple sections and multiple sensors is formulated. The cases of unconstrained and
constrained control action are considered. To introduce the problem, first, the tubular
reactor model is introduced and its open-loop dynamics are briefly described. Then,
the CE problem is technically stated. This is followed by a detailed delineation of the
methodological strategy employed throughout the entire study. Finally, a case study
that will be used for illustration of theoretical developments is introduced.

2.1 THE REACTOR CLASS

Consider the jacketed tubular reactor (with volume V, cross area A, perimeter P,
and length L) depicted in Figure 2.1, where a reactant (fed at constant flow rate Q,
concentration C,(t,), and temperature Te(t,)) is converted into product through an

exothermic reaction R(C, T). The reactor is cooled with a multi—jacket subdivided in

g subsections, all of the same size %,

with region of actuation [L(l;l), %], i=1,...,q,
and individual per jacket temperature T ;(t,), i = 1,...,q. Each section of the reactor
is equipped with one temperature sensor at location /;, thus the set of temperature
outputs is T(l;,t,),i =1,...,q.

The state of the tubular reactor is defined as the pair

{C(Lt), T(Lt)}, 0<I<L, t,>0, (2.1a)

composed by the distributed concentration C(I, t,) and temperature T(I,t,) profiles
which vary along the spatial and temporal coordinates | € [0,L] and t, € R, respec-
tively. Under standard assumptions [57], the corresponding dynamics are obtained
from the mass and heat balances described by the following pair of parabolic Partial
Differential Equations (PDEs):

0t,C(1,t,) = Dydtc(l, t) — v00,C(1, ta) — R(C(1,t2), T(1, 1)), (2.1b)
9, T(L,ts) = Dot T (I, ty) — v, T(1, ta) + OR(C(I, t4), T(1, ts))—

— H(T(1,t,) — T.(1,t,)), (2.1¢)

Dw0iC(0,ts) = vg(C(0,ta) — Ce(ta)),  9IC(L,ta) =0, (2.1d)

DpoyT(0,ta) = vo(T(0,ta) — Te(ta)), 9 T(L,ta) =0, (2.18)

C(1,0) = Co(1), (2.1f)

T(1,0) = To(l). (2.18)
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'T(ll,ta)

Tlita) §

Figure 2.1: Tubular reactor and its control monitoring scheme

In (2.1), (2.1b) [or (2.1¢)] is the mass (or heat) balance with boundary (2.1d) [or
(2.1e)] and initial (2.1f) [or (2.1g)] conditions. The constant axial velocity is defined
as vg = %, D, (or Dy) is the mass (or heat) dispersion number. The parameters

H= %’I; and G = %, are defined in terms of the heat transfer coefficient Uj,, heat
of reaction —AH,, and density (or specific heat capacity) of the reacting mixture pg
(or cp). R[C(L,t4), T(L,t,)] is the reaction rate function which is defined pointwise over
the axial position and is assumed to be monotonically increasing on the concentration
and bounded with respect to its arguments.

The jacket temperature T,(I,t,) is given as

T.(l,t,) = f Bi(1)T.i(t), (2.1h)
i=1

where B;, i =1, ...,q is the characteristic function of the i-th actuator, and is given by

i L(i=1) iL] . B
Bi(l) = ! lfleRi,izl,...,l, R; = (‘q ;] ifl1<i<g-1

0 else [L(lql),L) ifi=gq

, (2.1i)

where R;, i = 1,...,q are the fixed regions of actuation of each jacket section with
length dependent on the number of jacket sections 4. The set of temperature measure-
ments is defined as

Tm,i(ta) = Tm,i(liz ta), ll' S Ri, 1= 1,. ... q. (Z.Ij)

Since the operational aim is to produce a high yield, the controlled output is defined
as the outlet concentration C(L, t,). The exogenous inputs are the inlet concentration
Ce(t,) and the inlet temperature T,(t,).

Due to physical restrictions, the exogenous inputs are bounded as follows

0<Celty) <CS, T, <T,t,) <TS, (2.2a)

where ()~ [or ()] is the lower (or upper) limit of (-). The jacket temperatures satisfy
the bounds

T <T,(lLt.) <T', i=1,...,4. (2.2b)
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Consequently, by mass and energy conservation (2nd law of thermodynamics), reactor-
jacket heat exchange directionality (1st law of thermodynamics) and the continuity of
the reaction rate function, the concentration and temperature profiles are bounded as:

0<C(lt,) <CS, min{T,, T, } < T(l,t,) <max{T,\, TS} + T,, (2.2c)

where T, = GC, is the adiabatic temperature rise referred to the nominal concentration
C,. Here (-) denotes the nominal value of (-).

For given nominal values of flow Q, feed concentration C, (or temperature T.), and
nominal jacket temperature profile T,(I) = 2?:1 BT, ;and T,; = T;,i=1,...,q, the
concentration and temperature profile pair at steady-state {C(I), T(I)}, 0<I<L
is the solution to the Ordinary Differential Equation (ODE) boundary value problem

d2C(l)  dc()

Dy — 0o — R(C(), T(1) = 0,

dr?
2 -
Dp G = €0 ~Co, DTG = ao(T(0) T,
de(r) _, dT(1) _
o Y e 7O

For simplification of notation, consider the following scaling coordinate change for
the independent time and space variables

v l
t = TQta, s = i (2.3a)

Define the dimensionless concentrations referred to the nominal inlet one:
c(Ls, Lt) c. (Lt)
c(s, t) = A N A ce(t) = — e/ (2.3b)
C, C,

as well as the dimensionless temperatures referred to the adiabatic temperature rise:

T (Ls, %t) T, (%t) T, (Ls, %t)

T(s,t) = T, , T(t) = T, ' Te(s, ) = T, (230)

From the substitution of the dimensionless variables (2.3) on (2.1h), the dimension-
less control input is defined as

q Tc,l(t)
Te(s,t) = ) Bi(s)wi(t), T(t)=| : |, (2.42)
i=1
Teq(t)
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where the characteristic functions of the actuators B;(s), i = 1, ...q are defined as

ﬁl(s){l 1fs€<%/ izl/---/q/ %i{(q

] if1<i<g-1
0 else ["71,1) ifi=gq

, (2.4b)

Proceeding in a similar manner, the vector of measured outputs is defined as
1 Tm,1 (t)
Ti = / di(s)t(s, t)ds, i=1...,1, Tu(t) = : , (2.5a)
0
Tin,g (1)

where the sensor characteristic functions 6;(s) = (s — ¢;) are Dirac delta functions
at the sensor locations ¢;. The latter ones are grouped in the sensor location set ¢

defined as
c={¢c,eR;C(01), i=1,...,q9}. (2.5b)
Finally, the controlled output is
colt) = c(1,1). (26

With the previous definitions, the dimensionless reactor model is described as

duc(s,t) = %Bgc(s,t) —due(s 1) — r(c(s, 1), T(s, 1)), (2.7)
(s, b) = %agr(s, £) = 35t(s, £) — vT(s, £) + r(c(s, £), T(s, £))—
h
q
oY Bl 27b)
i=1
%asc(o,t) — (0,8 —cft),  Bc(1,t) =0, (2.70)
L a0, =10, —n(t),  ar(,H =0, (2.7d)
Peh
c(s,0) = co(s), (2.7€)
7(s5,0) = 10(s), (2.7f)
Ti(t) = /0 5(s)t(s,t)ds, i=1,...q, o) =c(L), (2.78)

where c(s,t) [or (s, t)] is the concentration (or temperature) state profile, the exoge-
nous inputs are: the inlet concentration (or temperature) c, () [or 7.(t)]. The reaction
rate function and the related parameters in dimensionless form are given by

_ LR(Cec, Ty7)
- ZjQCe

v Lo LH
7 PemziQ Peh:Dif/ U:g/

r(c, T)
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Pey,, Pey, are the mass and heat Peclet numbers while v is the heat exchange number.
From the mass and heat conservation restrictions given by (2.2), the dimensionless
variables involved in (2.7) are defined over bounded set as established next:

ce(t) €10,¢f], ) eln,n], (2.8a)
for the exogenous inputs. For the concentration and temperature profiles:

c(s,t) €[0,cf]:=¢ t(s,t)e[t, 1] :=7, (2.8b)
and the control input

() e, =% i=1,...,4. (2.8¢)
From (2.8b) the state profiles are defined over the product set 2"

[c(s,t)T(s,t)]T € ' =€ x T. (2.8d)

The corresponding steady-state profiles [¢(s, t) T(s, t)]T, for given nominal feed con-
centration ¢, (or temperature 7.) and jacket temperature profile (s, t) = T. ¥, Bi(s),
are the solution to the two point boundary value problem

1 d?%¢(s) dé(s) o
Pe,, ds? ds _r(C(S),T(s))_OI

1 d21%(s) B dz(s) 1

Pe;, ds? i vT(s,t) +r(c(s), T(s)) + vic izzlﬁi(s) —0,
1 dc(0 i} i} 1 dt(0 )
Peyy d(s ) - €(0) — Pey, d(s ) 7(0) - %,
de(1) . dr(1) _
dS - 0/ dS — 0

The associated steady-state outputs are given by
1
i = / 5i(s)T(s)ds, i=1,...,q, o =c(1).
0

2.2 OPEN-LOOP DYNAMICS

In this section, the open-loop dynamics, in terms of limit sets (steady-states and limit
cycles) of the tubular reactor class (2.7) are characterized.
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2.2.1  Nominal distributed dynamics and limit sets

Henceforth, the explicit dependency on the spatial (s) and time (t) independent vari-
ables will be omitted for brevity and written only when needed for clarity purposes.
Define the temperature and concentration profiles and exogenous inputs vectors:

L |0 :r@wr o M1ZIMﬂl
x2]  LT(sh) X2e]  |T(t)
Thus, the reactor dynamics can be rewritten in compact form as
ohx =F(x)+9(x)+ B, (2.9a)
%b(X/ Xe) =0, (2.9b)
x(0) = xo (2.90)
1

T = /O Homxds, o= Hox(1,1), (2.9d)

where T, T, and ¢, are defined in (2.6), (2.4), (2.5a), respectively. The functions .#,
¢, and %c are

F(x) = Pe '92x — 0sx — vg1x, Pe= Pew 01 g = o
Peh 1
— Pe 19:x(0,t) — x(0,£) + x,(t
960 = |7P®] B0 = x(0,£) = x(0,1) xml
p(X)/ asx(ll t)

The input and output maps are given by

T
B1 o1 .
Be=vg,B, B=|:|, #nw=g5 d5=1|:], jfo:!o].

Bq 9
By virtue of the boundedness and continuity of the reaction rate function r (see

[136]), for given initial state-input data (x,, x,, Tc), the Partial Differential Equation
(PDE) model (2.9) has a unique solution motion x with unique output signal 7, i.e.,

1
X(t) =t (t X0 Xer Te),  Tm(t) = /0 Aty (t, Xos Xer Te)ds.

For constant input data (¥,, T¢), the motion x reaches exponentially a stable steady-
state x or a limit cycle x(t), i.e.,

(XerTe) = (Xer Te), X0 &S =FUS = x(t) > X € Fsor x(t) € 7
where

=z} Fi= {0 x, 0}, (2.10)
s (or .7) is the set of n; (or n;) steady-states (or limit cycles).
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The CE problem consist in designing, a decentralized model-based on-line Control-
Estimation System (CES) (depicted in Figure 2.2) composed by an output feedback
MIMO controller and an estimator. The CES has the form

0 =T(6,Tm X, P.S4,Kg), 6(0) = 6o, (2.11a)
X = 0(61 6{1)/ (Z.IIb)
TC — ”5(6/ TI’HI Xg/ P/ KQ/ 6{/])/ Tc,i 6 t%/ (2'11C)

Driven by output 7, and exogenous input yx, (if available) measurements, the dynamic
CES, which use a tubular reactor model I with internal state 8 and parameters p,
produce the state estimate ¥ and the control action 7., each one given by the output
maps () and p,, respectively. The vector of gains Ky and the CES structure &, are
given as

Ky = (K., Ke), S, = (n9,9,6, 7). (2.11d)

Ky contains control K. and estimator K, gains. In &, n is the finite dimension of the
CES, g is the number of coolant jacket sections and sensors, ¢ is the sensor location
set (2.5b), and J. = [t7, /7], defined in (2.8¢), is the admissible size of i-th control
action, i = 1,...,q. In (2.11¢), the symbol u_ denotes component-wise saturation, with
limits (7,7, 7."), of each entry of the control output map u (i =1,...,9):

sat™ [pu1(-)] T () > ot
() = sat® [u()] = C st OIS () i < () < T
Satg [1q(+)] = ifte < i)

In agreement with [67], since industrial tubular reactors are operated with a low
amount of sensors and actuators, in this study only the cases for ¢ = 1,2,3 will be
considered for the design of the MIMO CES (2.11).

The CES (2.11) must: (i) adjust with saturated output-feedback control u, the coolant
temperature vector 7. to attain closed-loop robust stability and output regulation
about a prescribed (possibly open-loop unstable) steady-state-outputs pair (X, Tm, Co)
which ensures high yield (¢, ~ 0), (ii) provide a robustly convergent estimate % of the
concentration-temperature profile x, and (iii) satisfy a trade-off between convergence
speed, control effort, computational efficiency and complexity.

Despite the finite dimension of CES (2.11), for implementation purposes, its design
may be done following either the early or late lumping approaches. In both cases, the
lumping step will be performed using the efficient modeling approach [22].

It must be pointed out that in this study only the control input 7. is considered
for design, in the understanding that it corresponds with the master component
of a typical cascade control configuration. The design of the slave component is a
straightforward task [34] that is omitted in the study.
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Figure 2.2: Multi—jacket tubular reactor with a MIMO CES and constrained control action.

2.4 METHODOLOGICAL APPROACH

The problem is solved within a constructive [118] and application-oriented framework
for process control design [116]. The aim is to obtain a CES, for the considered class
of open-loop unstable tubular reactors, similar to what is use in industrial practice
supplemented with the benefits of model-based design: assurance of robust stability
and formal criteria for the selection of the structure of the CES. Three methodological
steps will be considered for the solution of the CE problem. In a first step, within the
early lumping approach, a MIMO CES, with constrained control, will be designed by
exploiting passivity and detectability properties and realization theory to obtain a CES
composed by a PI control decoupled from the estimator. This design is appealing for
industrial practice since it is a well-known structure. In a second step, an advanced
MIMO CES, with unconstrained control, will be constructed within a late lumping
approach by the exploitation of constructive and inventory control ideas. In the final
step, the implications of each design in the opposite perspective, late or early lumping,
will be explored.

Specifically, in the first methodological step, a CES design will be performed on
the basis of a lumped model obtained from the application of the efficient modeling
approach [22]. Using this model, the CES will be constructed as the combination
of a passive controller and a geometric observer. The solvability properties will be
established in terms of the sensor location and control limits by using the concepts of
zero dynamics and closed-loop detectability of the Single Input-Single Output (SISO)
case that are inherited to the MIMO setting. The closed-loop stability will be ensured
within a practical stability framework. Finally, by using concepts from realization
theory and the inseparability principle of Skelton [123], the CES will be realized as a
decoupled PI controller with AWs protection and a pointwise-like observer.
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In the second step, within a late lumping approach, an advanced CES system
is designed by exploiting the interplay between the stabilizing heat transport and
destabilizing heat generation mechanisms. This is done by studying the system as an
Lur’e interconnection: stability conditions for the linear dynamics as first established
and then modified to account for the nonlinear effects of the reaction rate function. An
additional control component, drawn with the relationship between heat inventory
control and passivity for distributed systems, leads to the control component of the
CES. A pointwise observer is considered for output feedback control and estimation
purposes. Closed-loop stability conditions in terms of the structure of the CES and
gains are characterized together with structural-gain tuning guidelines.

The proposed CES are put in perspective with their industrial counterparts and other
advanced CES, including the comparison of the proposed sensor location criteria with
the usually employed in industry, and simulation-based comparison of closed-loop
performance with an adaptive output feedback controller coupled with a pointwise
observer. Finally, the extension of the first CES, designed within an early lumping
strategy, is explored in the infinite dimensional setting. Then, the extension of the
second CES, constructed in the late lumping framework, is explored in the early
lumping case. The performance of the proposed CESs is compared and the benefits of
each one are identified and combined to obtain a mixed CES which combines the two
design methodologies.

2.5 CASE STUDY

Without restricting the approach, the theoretical developments and the functioning of
the proposed CES will be illustrated and tested with a representative bistable reactor
example [129; 130; 131] that has been employed in previous studies with advanced
model-based nonlinear feedback stabilizing control [102; 30; Fra+20; FA].

A first order chemical reaction is considered

" _ _Ea
r(c,T) =ce” v, a,=
( 7 ) 7 r RgTu,

b, = InDa, (2.12)

where E, is the activation energy, R, is the ideal gases constant, T, is the adiabatic
temperature rise, and Da is the Damkohler number. The tubular reactor dimensionless
parameters and nominal input values are given in Table 2.1.

The application of a standard FD PDE solver with N = Ny, = 200, yields that the
reactor example has a three-steady-state set (2.10) and no limit cycles, i.e.,

A

52<di8,;1) = %(diwp) = {?_CN,EIXN/?_CN,I} ’ <521<di5317’) = 0.

The three steady-states are presented in Figure 2.3: an extinction-ignition stable
steady-state pair { Xy r, Xy} With an unstable saddle ¥ in between. This example
captures basic nonlinear characteristics of important industrial reactors with reported
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PARAMETER VALUE UNCERTAINTY
Pe,, 5 +10 %
Pey, 5 +10 %
v 1 £5 %
50 +3 %
23.719 +3 %
INPUT VALUE DOMAIN
Ce 1 [0.5, 1.5]
T 2 1.5, 2.5]
7 1.5 (0.7, 2.3]

Table 2.1: Nominal parameters and inputs for the case study.

experimental data, like the bistable biomass gasification [22; 44], and the ammonia
synthesis with abnormal behavior in close to bifurcation operation condition [97].

The dynamic behavior of the tubular reactor is shown in Figure 2.4, in the presented
two simulations’, the state profiles are initialized around the unstable steady-state,
each simulation considers a different basin of attraction. For the initial profile on the
upper temperature basin of attraction, see Figure 2.4a, the states are pushed away
from the unstable saddle to the ignition steady-state. In case of the lower temperature
basin of attraction, in Figure 2.4b, the states are repelled by the unstable saddle and
settle down in the extinction steady-state.

The operational goal of the tubular reactor is to ensure high yield while keeping
the hotspot temperature profile far from dangerous high values, accordingly, the
unstable target steady state Y is selected for closed-loop operation since it has high
conversion (x1(1,f) ~ 0.15) and the associated temperature profiles has a hotspot
with acceptable temperature out of dangerous operation (in comparison with the
ignition stable steady-state with high yield but dangerous temperature profile).

2.6 SUMMARY

In this chapter, the class of tubular reactors under study, the general CE problem, the
methodological approach, and a case study that will be used throughout the present
study have been stated. The considered tubular reactor class and the corresponding
spatially distributed model were first presented. Then the CE problem that will be

1 All simulations performed in this thesis work will be executed with Matlab ODE integrator ode45 on
an Intel® Core™ i7-6500U CPU with 2.50 GHz x 2 personal computer with Linux Mint 19.3 operative
system.
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Figure 2.3: Reactor case exmple: concentration-temperature interpolated steady-states profile
pair with FD PDE solver-type of order Ny, = 200; (i) stable exctinction (or ignition) steady-
state X g (or X ;) (black plots), and (ii) unstable saddle steady-state x (red plots). For the
unstable steady state, the typical sensor location for industrial SISO PI control, based on the
sensitivity criterion, is indicated at s; ~ 0.25, and the hotspot at s, = 0.5.

solved was formulated. The methodological approach that will be followed throughout
the rest of the work was introduced in detail, including the formulation of three
methodological steps employed to solve the CE problem. Finally, a case study, to
illustrate theoretical developments, was presented: a representative tubular reactor
with a first order chemical reaction and Arrhenius temperature dependency.

The proposed three-step methodology for the solution of the MIMO CE problem
splits the analysis and synthesis procedures in three objects of study: (i) the CE
problem of a multi—jacket tubular reactor with saturated control using an efficiently
discretized lumped model, (ii) the version of the problem with unconstrained control
and to infinite-dimensional tubular reactor model with an efficient late lumping
implementation, and (iii) the implications of each of the previous designs using
the opposite (late or early) lumping approach. All designs must be accompanied
with assurance of robust stability, criteria for the structural (i. e., sensor and actuator
configuration and control limits) and gain tuning, and an efficient implementation.
All this will be accomplished within an application-oriented perspective.

It must be pointed out that each of these problems constitutes an important field of
actual studies in the chemical process engineering sciences and offers an interesting
contribution with respect to the preceding literature
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(a) Initial profile pair on basin of attraction of the (b) Initial profile pair on basin of attraction of the
ignition steady-state. ignition steady-state.

Figure 2.4: Open-loop transient behavior of the case study with initial profile pair around the

unstable steady-state. The initial profile pair is in black solid thick lines, while the unstable
saddle steady-state is shown in red solid thick lines.



PRELIMINARIES: ROBUST STABILITY FRAMEWORK AND
EFFICIENT MODELING APPROACH

In this chapter, the stability notion and the efficient modeling approach, ingredients
that underlain the present study, are recalled from the literature. First, the robust
stability concept, i.e., practical stability in the sense of exponential Input-to-State
Stability (1SS) [125] is established for finite and infinite dimensional systems defined
in suitable spaces. The above mentioned concepts are introduced for certain class of
nonlinear systems and then particularized for nonlinear models usually employed to
describe the behavior od chemical reactors, this includes system composed by linear
and nonlinear components and interconnected systems. Then, a brief description of
the employed efficient modeling approach [22] is given, including methodological
concepts and a detailed explanation of the algorithm and the application of the
method to the case example.

3.1 ROBUST STABILITY FRAMEWORK

Industrial tubular reactors are subjected to uncertainties and fluctuating exogenous
input disturbances. Thus, and adequate concept of stability suited for this setting is
in order. Furthermore, a stability concept easy to apply and with physical meaning
must be considered. A suited definition of stability that match the requirements
previously described is the one of practical stability: Input-to-State Stability (ISS) [125;
75] over a finite domain of interest in which the variables of the tubular reactor have
physical sense. In short words, practical stability means [80]: steady-state exponential
stability when no disturbances are present, and ultimately boundedness around steady-state
with admissible size excursions in the presence of exogenous disturbances of admissible size.

To illustrate the concepts introduced on this chapter, consider the following dynamic
nonautonomous system of finite or infinite dimension, that without loss of generality
has the origin as steady-state (possibly non unique), and is subjected to parameter
errors p, exogenous time varying input vector d, output measurement uncertainty ,
and controlled output uncertainty Z(t):

x(t) = fi(x(t), p+ p,d(t),u(t)), x(0) = xo, (3.12)

y(t) = Cyx(t) +(t), z(t) = Cax(t) +2(8), (3.1b)
where

f1(0,p,0,0) = 0. (3-1¢)
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The state x € 2" (possibly distributed in space) is a vector that contains the concen-
tration and temperature profiles in deviation from a steady-state of interest and is
defined in a suitable state-space X (an euclidian or L? space), d € ® C R? is the
vector of exogenous inputs, u € % € IR7 is the control input vector, p is the vector of
nominal parameters, y € R? is the measured output vector, and z is the controlled
output. Consider that the set of admissible initial conditions, errors and disturbances
satisfy the bounds

[%0llx < dxo, Pl <6p,  NdB)]| <ea(t), [a()]| < eult), (3.2)
where the majorizing functions €;4(t) > 0 and ¢,(t) > 0 satisfy

supey(t) <ej, sup < ¢. (3.2b)
£>0 £>0

The definition of robust stability [125], that underlies the present study is stated next.

Definition 3.1. Robust stability.

System (3.1a), defined in the set X = {x € 2" | ||x|| < ry} and subjected to bounded initial
state, errors and inputs, according to (3.2) is said to be locally robustly (exponentially) stable
if it has the origin as the unique steady-state, and satisfy the bounding expression

Ix0ll 5 < Ox, ld(8) g < &5, [10(E) lgp < & = [|x(D)]| < axe™™'0x + 22, (3:3)

where ey =: ax6y + bydy + bdsér +byel > 0. If ry is the radius set of X the result is nonlocal.

Note that (3.3) implies local 1SS for system (3.1a): the origin is exponentially stable
under nominal conditions (without disturbances) and ultimately bounded with
admissible ultimate bound dependent on the size of admissible disturbances.

Definition 3.1 applies for systems composed by nominal f and disturbance g terms:

k= f(x) +g(x:p,d,u), x(0) = x, (3.42)
where f and g, which accounts for the effect of uncertainties are given by:

f(x) = f1(x,p,0,0), g(x;pdu)=fi(xp+pdu)—fi(xp00), (34b)
and g satisfy the Lipschitz bound

g Cx, . d, )| < L [lx]| + L5 || P + LG dl] + 2 |[u] (3.49)

Assuming that the nominal system, (3.4a) with g = 0, is exponentially stable, then,
by the converse Lyapunov theorems [76], there exist a quadratic Lyapunov functional
V(x): X C 2 — R that satisfy the following bounds on x € X

e lx* < V(x) < collxl®, RVF(x) < —asllxl®, (V] <callxll.  (3.59)
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and the state of the nominal system is bounded as

- c lc
x| < ave ™ |xoll, ax= /2, Ar= 5.
1 2C2

(3:5b)

With the previous result and the employment of the comparison method (see [76,
Subsections 9.2 and 9.3]) the robust stability of the perturbed system (3.4) can be
established according to the following result.

Lemma 3.1. Robust stability of perturbed systems. Proof in Section a.1

Let x = 0 be an exponentially stable equilibrium point of the nominal system, (3.4a) with
g = 0, defined in the set X = {x € 2| ||x|| < r+} where ry is the set radius of X (or Z°).
Let V(x) be a Lyapunov function of the nominal system that satisfies (3.5a) in X (or in Z).
Suppose that the exogenous inputs and parameter error satisfy (3.2), and the perturbation
term g(x, p,d, u) satisfies (3.4¢). Provided that

Vy = Ax - ‘1 > 0, (3.68)

and xo and by, by, by, satisfy
7 r
HxOH < ETX = 0y < ai/ bp(sp + bdszlr + bugJur =&y <1y, (3-6b)
X X

where
oo (L5, L L) 1= (bp ba b)) (360

Then, the state of the perturbed system (3.4) satisfies (3.3) locally on X (or nonlocally on Z°).

Lemma 3.1 gives sufficient conditions to characterize the robust stability property
used in this study. A straightforward result is the exponential stability of the origin in
the presence of vanishing disturbances. This is established next.

Corollary 3.1. Let x = 0 be an exponentially stable equilibrium point of the nominal system
(3.4) with g = 0 defined in the state-space X = {x € 2| ||x|| < rx} where ry is the radius
set of X (or Z°). Let V (x) be a Lyapunov functional of the nominal system that satisfies (3.5a)
in X (or Z'). Suppose that the bounding conditions in (3.2) are met with satisfied

lim eq(#) =0,  lim e,(t) = 0, (3-7)
and the perturbation term g(x, p, d,u) is Lipschitz bounded as in (3.4¢c). Then the origin of
(3-4) is a locally (or nonlocally) exponentially stable steady-state over X (or Z').

Several classes of chemical reactors, including the discretized models of tubular
ones, are modeled as finite dimensional systems composed by a linear part, associated
to transport phenomena and a nonlinear one due to chemical reaction. When this
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is the case, (3.4) is composed by a linear nominal part and a nonlinear Lipschitz
bounded perturbation term g, i.e.,

x=Ax+g(x,p,d,u), x(0)=x, (3.82)

where A is a Hurwitz matrix. Then, there exist a Lyapunov function for the nominal
part of the system (i.e., g = 0)

V=x"Px, P=PT>0. (3.8b)
where the matrix P satisfies the Lyapunov inequality
A *
ATP+PA+2[P <0, [ <|An*|, Ax*= max {Re(A,)}, ap=""-, (3.80)
A€o(A) Apy
where Ap, = min, c;p){An} and Ap* = max, c,(p){An(P)}. Then, the constants in
(3.5a) are replaced with

c1=Aps, Cc2=Ap", c3=-20Ap", cs=2Ap, (3.8d)
Accordingly, the following result can be established.

Corollary 3.2. Proof in Section a.2. Let x = 0 be an exponentially stable equilibrium point
of the nominal linear system, (3.8a) with g = 0, defined in the set X = {x € 2| ||x|| < ry}
where ry is the radius set of X (or in Z). Let V (x) be the quadratic Lyapunov function of
the nominal system that satisfies (3.8¢)-(3.8d) in X (or in Z°). Suppose that the bounding
conditions (3.2) and the Lipschitz bound (3.4¢) of the perturbation term g(x, p, d, u) are all
satisfied. Provided that xo and by, by, b, satisfy (3.6b), then if

vy =( — a,L3 >0, ay=ap, (3.9)
then, the solutions of the perturbed system (3.4) satisfies (3.3) locally in X (or nonlocally in
Z') with vy and (by, by, by) given as in (3.6¢).

If the constant ap = %* is overestimated, an alternative is to use the bound of the

transition matrix related to the linear part of the system (3.8a):

le]| < ane ™t =a4e”M —A4" = max {Re(An)}, (3.10)
An€r(A)

where 24 > 0, and —A 4" is maximum real part of the eigenvalues A, in the spectrum
c(A) of matrix A.
In this case, the robust stability is characterized by the following result.

Corollary 3.3. Proof in Section a.2. Consider the perturbed system (3.8a) with state x € X =
{x € 2| ||x|| < ry} where ry is the radius set of X (or Z°), Hurwitz matrix A that satisfies
(3.10), g that satisfies (3.4¢c), and the exogenous inputs satisfying (3.2b). If the condition

Uy = |Aa*| —a,L§ >0, ay=ay, (3.11)

is met, then the equilibrium of (3.8a) is locally (or nonlocally) robustly stable and satisfy (3.3)
over X (or Z) with decaying rate vy, and constant a, and (bp, by, by) given as in (3.6¢).



3.1 ROBUST STABILITY FRAMEWORK

The finite dimensional approximation of the model of a tubular reactor is composed
by two or more sets of ODEs, each of these sets corresponds to a state profile. These
models can be written as interconnected subsystems composed by linear and nonlinear
components. In what follows, two useful stability results for this class of system are
introduced. The first one is an alternative form to use the integral bounds used in the
proof of Lemma 3.1, while the second one gives conditions for the robust stability of
the origin of two interconnected robustly stable subsystems of the form

X1 = fi(x1) + g1 (x1, %2, py, dr,u1),  x1(0) = x10, (3.12a)
X2 = fo(%2) + &5 (%1, x2; Py, do, u2),  x1(0) = x20. (3.12b)

Each nominal subsystem has its origin exponentially stable and each g; is Lipschitz

bounded with respect to its arguments as in (3.4c). Additionally, when g, (x1,0; P d1, uy)

and g,(0,x2; p,, d2, up) are at play, their origins remain robustly stable and satisfies
(3.3) with parameters {({;, ap;)( or AA].*, aaj), byj, baj, by}, j = 1,2, respectively. From
the application of Corollary 3.2 (or 3.3), each subsystem satisfy

vij = Gy —apiLy >0, (orvy = [As"|—anll >0), j=12 (313)

The following lemma and theorem establish conditions for robust stability of the

interconnected system with state x = [x] x1] L

Lemma 3.2. Proof in Section a.3.1 Inequalities (a.2) and (3.3) are, respectively, equivalent to
the following differential inequalities:

x| <&, E=-vZ+ayx (Lyd, + Liea(t) + Liey), Z(0) = ax||xo, (3.142)
x| <& E< —wE+ay (Lo, + Ll + Lief),  E(0) =ay||xo||. (3.14b)

Note that from the inequalities in (3.14) and the use of the comparison lemma, the
inequalities (a.2) and (3.3) can be obtained.

Proposition 3.1. ISS Small Gain Theorem for interconnections. Proof in Section a.3.2
Consider the interconnected system (3.12). Assume that without the interconnection each
subsystem is loacally (or not locally) exponentially stable in the nominal case, and each
perturbed subsystem is locally (or nonlocally) robustly stable and satisfies (3.13). Then, the
interconnection is locally (or not locally) robustly stable if

UnV — anapL{L3 >0, (3-15)
and the state of the interconnection satisfies (3.3) with parameters Ay, ax and by, by and b,,.

The previous results are some of the theoretical tools that will be used to analyze
the open and closed-loop stability properties of the tubular reactor model in finite or
infinite dimension. These mathematical tools will be combined with physical insight
to interpret within and engineering perspective the mechanisms at play in the tubular
reactor dynamics. The gained insight will be exploited to design Control-Estimation
Systems (CESs) for the considered class of tubular reactors.
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3.2 EFFICIENT MODELING APPROACH FOR TUBULAR REACTORS

Industrial tubular reactors are stabilized with Single Input-Single Output (SISO)
Proportional-Integral (PI) temperature control and monitored with data driven tech-
niques [70; 121; 89; 100; 108]. Thus, the consideration of advanced early and late
lumping CESs rises design-maintenance cost and reliability concerns because its im-
plementation requires the on-line integration of a large number of nonlinear Ordinary
Differential Equations (ODEs).

According to [22], on one hand, several lumping techniques for the modeling of
tubular reactor with steady-state multiplicity have been used. For instance, global
and local orthogonal collocation on finite elements for two-profile reactors, and
local (from first to fourth order) Finite Differences (FD) for multiple-profile reactors.
Usually, this methods requires moderate to large discretization orden N4, and only
reproduce local behaviors. On the other hand, the cell modeling approach [41; 40;
84]: (i) questions the use of a discretization order N4 because it leads to unduly
ill-conditioning and computational load by overmodeling in the light of parameter
uncertainty and the breaking down of the pseudo-continuity assumption for the
modeling of distributed reactors at particle and/or eddy scale, (ii) recommends as
low order the reactor length-to-eddy/particle scale quotient, (iii) lacks criteria to
preclude limit set alteration by overlumping, and (iv) has been recently supplemented
with a procedure to choose the discretization order [22], by combining numerical
continuation-based bifurcation [43; 87] and error propagation [69] analyses.

3.2.1  Discrete lumped model

The efficient modeling approach [22] recommends the use of a spatial discretization
scheme with FD or finite element methods because the natural interaction between
neighbor spatial locations of transport phenomena is retained. Accordingly, and
without loss of generality, a lumped model is obtained next by the application of a FD
scheme to the spatially distributed model (2.7).

The spatial coordinate s € [0,1] is discretized over a homogeneous mesh S with
size grid As, N interior points and two boundaries ones:

1
s, €S=0,...,kAs,...,1, k=1,...,N+1, As= ——. .16

The approximation of the state profiles x1(s, t), x2(s, t) at the discretization points is
given by the sequences xjt, j=1,2,k=0,..., N+ 1

Xik(t) = xj(sx,t), j=1,2. (3.17a)
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are the corresponding discretized concentration and temperature steady-state profiles.
The first and second spatial derivatives are approximated with first backward and
second central finite differences, i.e.,

Xik(t) = Xjr—1(t) Xig+1(8) = 2x5(8) + Xjj—1(t)
dsxj(se t) = = As] , 02 xj(sit) = & A]SZ ! , (3.17b)

with substitution of xjo for k = 1 and xjn+1 for k = N by using the boundary
conditions, at k = 0 (or k = N + 1) first forward (or backward) FD were used.

To draw the lumped model, define the state variables xj, j = 1,2 (with the origin
shifted to the discretized target steady-state x for closed-loop operation), as well as
the deviated (from nominal values (d,u)) exogenous and control input vectors:

Xj1 — Xj,l _ Tl — Tc,l
, d= [Xl,e Xl,e] , u=

_ X2, = X2 _
XiN — XjN Te— T

x]-:

The sensor location set, over the discretization mesh S can be redefined as
g:{gj:SmiGRjCS, i:1/~--/q}1 (318&)

where m; € R; are the mesh points in which temperature measurement are taken,
and the jacket section intervals are redefined as

R, = [S (i—l)N+1,S%>/ i = 1,~~«,5] -1, Rq = [S(qqi)N+1/SN] : (3‘18b)

q

Thus, the measured output vector is written as
X2m (61,1) = X2m (61, 1) X2my (Smyst) = Xo,my (Smy s t)
y= : = :
X2,m, (Gqrt) — X2,my (Gart) X2,my (Smgrt) — X2,my (Smyr t)
Finally, the controlled output is given as
Z=X2,N — X2,N-

With the previous definitions, the lumped reactor dynamics in state-space form are

¥1 = A1x1 — P(x1,x2) + Byady, x1(0) = x1p, (3.192)
XZ = Azx?_ + lIJ(xl, xz) + Bd,ZdZ + Bu,y_u, xz(O) = X0, (319b)
y=Cyoxz, z=C,1x1. (3.19¢)

The states of the systems evolve in the sets x; € Xj, j = 1,2 where each X; is a
bounded and compact set in the euclidian space RYN. Each component of the control
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input vector is defined in the bounded set U, and the exogenous input vector d is
defined also in a bounded and compact set D.
The system and boundary condition matrices are

_—dj ‘ -
b —aj ¢
b
C] _Ai_
S
bj aj ¢ 0
A] = b] aj ¢ ’ Bd,] = ’
b: a; c¢
) ] ] i 0 |
b,
G
bj —a; ¢
I bj  —dj]
for j = 1,2 with entries defined as

2 + Pe;, As 1+ Pe,, Ag 1
= -, b = -, = —F, d e ,
a Pe,, As? ! Pe,, As? “ Pe,,, As? L=arta

2+ PehAS + PthASZ 1+ PehAs 1
_ — , b = -, = —-—F, d — .
2 Pe,As? 2= TpeAs? | 2T poa RTRTQ

The nonlinear function and its entries are

P1(x1,1,%2,1)
P(x1,x2) = : =
YN (x1,8, X2,N)

for k =1,...,N. The input and output matrices are

B,,=v [bl bq} , Cyp= , Co1= {0

€y

r(x1,1 + X1, %21 + X21) — "(X11, X21)

(3-20)

r(x,n + XN %2N + Xon) — (XN XoN)

0 1],

where b; € RVN, and ¢; € RN are column and row vectors, respectively, defined as

1 ifsp eR; 1
bi: , G =

0 else

ifsp =s,

0 else

The following assumption is considered for the lumped nonlinear function .
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Assumption 3.1. The reaction rate function ¢ is assumed to be monotonically increasing
with respect to the concentration vector xi, it vanishes only at the origin and satisfies a
Lipschitz bounding condition i.e.,

$(0,0) =0, |[lg(x1,x2)| < LY [[x1] + LY, ||x[|,, (3.21)

where ij, j = 1,2 are local Lipschitz constants that depend on the state-space in which model
(3.19) is defined, and ||(-)|| is the euclidian norm in the space X;.

In compact form, the reactor dynamics can be written as
¥ = Ax+ Byd +¥(x) + Byu, x(0) = xo, (3.22a)
y=Cyx, z=0Cx xy=2I(x), (3.22b)

T
where x = [xl xz] € R?N is the state, and x is an approximated profile pair
computed through the interpolation scheme Z. The related matrices are

0
’ Bu - [
Bu,Z

A 0
0 A

B;1
B,

A=

7

O RN AP

T
and the nonlinear function is defined as Psi(x) = [—IP(xl, x)  P(xy, xz)} .

For given initial state-input data (xo, d(f), u(t)), the ODE model (3.22) has a unique
solution motion x with unique output signal y, i.e.,

x(t) = te(t, %0, d,u), y(t) = Cyty(t,x0,d,u).

For vanishing input trajectories (d(t),u(t)), the motion x reaches exponentially a
stable steady-state ¥ or a limit cycle x(¢), i.e.,

(d(t),u(t)) — (0,0), x0¢S=S;US = x(t) >x € Ssorx(t) €S

where S (or §)) is the set of ns (or n;) steady-states (or limit cycles) (the origin x = 0
is included in the set S;):

Ss ={x1,.... %}, Si={x(t),..., % (t)}. (3.23)

By the convergence of the FD discretization scheme (3.16) [86], as N — co the state
motion Xy (or the limit set S) of the lumped model (3.19) becomes, in the sense of
the L? (or a suitable set) norm, the one of the distributed model:

dm xy(f) = x(t), (or lim §=.5). (3-24)
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3.2.2  Discretization order selection procedure

The efficient modeling approach for tubular reactors is a systematic procedure to
select the discretization order of a lumped model that approximates the dynamic
behavior of a PDE model of interest, and overcomes unduly computational load.
The aim is to determine the smallest integer N that ensures a robust (with respect
to discretization order) quantitative description, up to kinetics-transport parameter
uncertainty. The detailed algorithm is in [22] and here an adapted version (for the
class of tubular reactors at hand) is briefly described.

The method compares two set metrics to determine the discretization order of
(3.22): (i) the parametric error ¢,, computed with the transient and static responses of
the reference model (3.22) with Ny, and typical parameter uncertainty p, and (ii) the
discretization error ¢; computed with nominal parameters p and for N € (N~, Npg,)-
The algorithm start at N~ where spurious static behavior is avoided and stops at N,
where the discretization error is comparable with the parametric one, i.e., ¢, ~ ¢&;.
The complete algorithm is presented in detail next.

As in [22], define the discretization order interval

N=[N",...,Npg], N"+1, (3.25)

where the model (3.22) is structurally stable over A [79], in the sense that S is
topologically invariant with respect to order change in V. The order N, (from 100
to 400 for the considered reactor class) is the one of a standard FD PDE solver, the
order N~ is determined by the ultimate bifurcation order N*. Denote by

S~S(N,p), NcWN, (3.26)

the numerically computed limit set S, and define the sizes (in suitable norm) of: (i)
the parameter error (induced in S by typical transport-kinetics parameter errors p)

€P<dief f’) = Hg(die,p + f’/ t) - é(I\]paler P/ t)’ G/ eP(die/ 0) =0, (3'273)

and (ii) the Ng.-to-N discretization error (with parameter p)

Sd(N/ dit?) = HS(N,F, t) - S(diﬁ‘/pr t)l

57 ed(die/ die) =0, (3.27b)

of the Ng-to-N discretization error with nominal parameter p. The norm set [|(-)||g
measures de distance between limit sets (see Appendix b).

Definition 3.2. Discretization order [22]
The efficient discretization order is the least integer N that satisfies

Ne = I\rpel_/{l/’ > sd(N/ die) ~S 8P(dier f’)/ N, e N (3-28)

~
~

where the discretization error size is less or comparable with the parametric error size.



3.2 EFFICIENT MODELING APPROACH FOR TUBULAR REACTORS

According to [22], the efficient discretization order N, (3.28) is computed by the
following algorithm: (i) the parametric error line (in the discretization-error plane &
Nvsg)

1= {(N,e) € &le=eis(N,Np)}, (3-29)
build with error propagation analysis, (ii) the parametric error curve

¢, = {(N,e) € &|e =€p(Npa, )} (3.29b)
computed with N-continuation from N = 1, (iii) the reliable discretization order

N~ >N"+1 (3.29¢)

on the basis of the N-bifurcation graph (3.26), (iv) the efficient discretization order
N,(3.28) from the intersection

[Ne,€p(Npge, P)] = €,N 63 C & = N xR, (3.29d)

of the curve ¢ (3.29a) with the line %), (3.29b), and (v) the corresponding ODE model
dimension

1, = 2N, (3-29e)

since the state of the discretized models use n, ODEs for each state profile (concentra-
tion and temperature).

The preceding computationally intensive determination of the efficient discretiza-
tion order N,, which includes PDE solver-like high order N, is part of the a priori
(before implementation) stage of the proposed CES design methodology. The efficient
discretization order N, will be employed in: (i) the off-lime determination of the
sensor locations and control limits of Chapter 4, and (ii) the online implementation of
the proposed CESs of Chapter 4 and Chapter 5.

3.2.3 Application to the case study

The application ot the procedure Section 3.2.2 to the case study defined in Section 2.5
yields the efficient ODE discretization order

N, =203 [N,, (:‘p(die,fJ)] =64 NGy, (3-30)

determined, as shown in Figure 3.1, by the intersection (3.28), in the order-error plane
&, of the error discretization curve 4, (3.29a) with parametric line 4, (3.29b). The
errors sizes €; and €, were computed with the open-loop response to the deviated

initial state (x19, X20) = (0.9%1 n,1.5X2 n)-
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;NB &
2 03 |
= i
3 0.25+ :
© i
T 020
= i
= 0.15¢ :
Z i
3 o1}
& o005 \ % = {&(Npae, P)}
0 1 L (5)‘1 — {EP(N7 die)}
0 20 50 100 150 200

N

Figure 3.1: Determination of the efficient discretization order N, = 20 by the intersection of
the curve € (3.29a) with parametric error line ¢, (3.29b).
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Figure 3.2: Open-loop bifurcation diagram (steady-state temperature Ty (0.1) vs N) §(N, p) =
Ss(N, p) (3.23): (i) interval N = [4,...,30] of robust bistability, (ii) bifurcation order N* = 3,
and (iii) interval [1,2] of spurious monostability.

In Figure 3.2 is presented the limit set bifurcation graph $ associated with the
execution of Step 2 in Section 3.2.2, showing that the efficient discretization order N,
of Figure 3.1 is in the interval N (3.25) where the lumped model (3.22) with order N
is robust with respect to order change, i.e.,

Ne=20€N=[N",....Ny], N-=N'4+1=4, N*, Ny =200, (3.31)

where N* = 3 is the bifurcation order, in the sense that the discretization order
is robustly (structurally stable) mono (or bi) stable for N > (or <) N*, with order
change from N* = 3 to N* —1 = 2 the model becomes monostable: the stable
ignition-unstable steady-state pair {Xy, Xy} vanishes while the stable extinction
XN E remains.
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————— Stable profile pairs x g, x; with N
Unstable profile pair X with Ny

---------- Stable interpolated profile pairs x5, x4 with N,
— — —Unstable interpolated profile pair Yy with N,
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Figure 3.3: Stable (black plots) and unstable (dashed red plots) concentration (cy) and
temperature (7y) interpolated steady-state profile pairs x = Z(*) computed with FD PDE
solver (N = N4, = 200) (dashed-dotted lines for stable profiles and continuous lines for the
unstable one) and efficient (N = N, = 20) (dotted lines for the stable profiles and dashed
lines for the unstable one) order. The stable

Accordingly, the reactor model (3.22) is of dimension n, = 2N, = 40 and is
discretized over a mesh (3.16) with 20 equidistant interior points with discretization
size step of As = ﬁ = ;. The three steady-states of the efficient model, (3.22)
with order N, = 20, are presented in Figure 3.3, including comparison against the
steady-state profiles obtained (Figure 2.3) with PDE solver-like order N4, = 200.

The previous results indicates that the off-line developments of Chapter 4 will be
done using an efficient low dimensional model, (N, = 40) that overcomes: (i) the
low computational load of a large dimensional one (using N,;, = 200 of standard
FD-based PDE solvers), and (ii) the inherent ill-conditioning of low dimensional models
(obtained with orthogonal collocations or finite elements). Furthermore, the on-line
implementations of the designed CESs on Chapter 4 and Chapter 5 will be performed
on the basis of a low order model avoiding on-line computational load.

3.3 SUMMARY

In this chapter, the robust stability concept that will be employed for stability analysis
on finite and infinite dimensions has been introduced. Also, the efficient modeling
approach developed in [22] has been introduced and adapted to class of tubular
reactor on the study to obtain an efficient lumping scheme.
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The stability concept that has been introduces, and called robust stability, is the
one of practical stability in an ISS framework: a system that has the robust stability
property posses, under nominal conditions, an exponentially stable origin, and in
the presence of parameter and modeling bounded errors, and exogenous fluctuating
bounded inputs, the system has its state ultimately bounded with bounding size
depending on the size of the exponential rate of convergence of the nominal system,
and the size of the disturbances. The robust stability property was technically stated
and useful lemmas and theorems were established. This set of mathematical tools
will be employed along the rest of the study to characterize (or determine) open-loop
(or closed-loop) stability properties.

The considered efficient modeling approach and the related numerical procedure
were described. This algorithm yields a tubular reactor lumped model, that can be
used for early lumping design or late lumping implementation, that captures the
main dynamic behavior and physical properties of the distributed model and avoids
computational burden while ensuring the preclusion of spurious static and dynamic
behaviors. This method will be of great importance for the remaining of the present
study since it will enable the off-line developments of Chapter 4 for the construction of
a computationally efficient CES, and the on-line implementations of the two proposed
CESs designed in Chapter 4 and Chapter 5.



Part II

EARLY LUMPING APPROACH

In this part of the thesis work, a control-estimation system is designed
by employing an early lumping approach. First, the so-called efficient
modeling approach is used to obtain a low order finite-difference lumped
model for control-estimation design and implementation purposes. On the
basis of this model, an advanced constrained control-estimation system
is build on the basis of two solvability properties characterized in terms
of the number of sensors and their locations: passivity and closed-loop
detectability. The closed-loop stability is established with small gains
arguments, in terms of sensor locations, control limits and gains. At the
implementation step, the control-estimation system is realized as a set of
decentralized PI controllers with antiwindup protection and a decoupled
observer for the estimation task. The efficiency and robustness of the
control-estimation algorithm is assessed by an extensive simulation study.
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CONTROL-ESTIMATION SYSTEM DESIGN: EARLY LUMPING
APPROACH

In this chapter the solution to the joint Control-Estimation (CE) problem delineated
in Part i and stated in Chapter 2 (Section 2.3) is solved within an early lumping
approach by using the efficiently discretized lumped model (3.22) (Section 3.2.1) with
model order n, = 2N, (3.28) (Section 3.2.2) delineated in Section 3.2.

Using an application-oriented perspective, a Control-Estimation System (CES) will
be constructed as the combination of a passive saturated state feedback controller
and a geometric estimator, with passivity and closed-loop detectability as solvability
conditions. Then through model redesign this CES will be realized as a decoupled
Proportional-Integral (PI) controller with back-calculation type Anti-Windup (AW)
protector and a closed-loop pointwise-like estimator driven by point measurements.
The design will be accompanied with robust stability assurance, and criteria for the
selection of sensor-actuator configuration, sensor locations and control limits.

4.1 EARLY LUMPING CONTROL-ESTIMATION PROBLEM SETTING

Applying the efficient modeling approach presented in Section 3.2, the corresponding
state space model in deviation form from the target (open-loop unstable) steady-state
for closed-loop operation is given as

¥1 = A1x1 — p(x1,x2) + Byqdy, x1(0) = x10, (4.12)
¥y = Aoxy + (x1,%2) + Byods + By, x2(0) = x20, (4.1b)
y=Cyoxz, z=0Cix1, X, =ZL(x1,x2), (4.10)

with states xj € X]-, j = 1,2 in the bounded and compact sets, exogenous inputs d]-,
j = 1,2, control input u, with bounded entries u; € U, measured y and controlled z
outputs, and approximated concentration-temperature profiles Z.

Considering that all mathematical models are only approximation from real physical
phenomena, the model mismatch between reality and a Ordinary Differential Equation
(ODE) used for modeling purposes can be represented with a parasitic dynamics
coupled with the mathematical model. These parasitic dynamics accounts for: (i) fast
unmodeled dynamics, due to assumptions made for model simplification, such as
eddy, turbulence and radiation phenomena, (ii) approximation error due to lumping,
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and (iii) noise-like sensor and actuator errors. Accordingly, the lumped actual reactor
model, written in compact form,is given as

¥ =Ax+ Gy(x) +Byd + B,u+e(x,d,u; T, p), x(0) = xo, (4.2a)
7t =(x,d,u; T, w), 7t(0) = 7, (4.2b)
y=Cyx+hy(m), z=Cx+h(m) xy=JIK), (4.2¢)
where (I, (or 0,4) is an identity (or a zero) matrix of dimension a X b)
A= | A Onxn, G- IN,xN, ] B, - O, xq . B, — [Bd,l ,
On,xN, Az —IN,xN, B,» B,

Cy - |:0q><Ne Cy'2:| » G= [Cz,l 01><N5] ’
The parasitic dynamics (4.2b), with state 7w and excited by the fluctuating input w,

are: (i) assumed robustly stable in the sense of Definition 3.1, i. e., they satisfy a bound
of the type (3.3) which can be written in differential form by using Lemma 3.2:

72 (D)]] < s7(t) 2 87 = —Arsz +Iyew(t),  $7(0) = 5x(0) = ax || 7ol (4.3)

and (ii) coupled to the reactor dynamics by the term e, h, and h..

The CE problem treated in this chapter, is to design the CES (2.11), so that the closed-
loop system, the application of (2.11) with saturated entry-wise control component
(i.e., u; € U. C U) to the actual reactor dynamics (4.2), is robustly stable. Note that
the control set U. C U is a degree of freedom. The design will be performed within
the early lumping approach, based on the nominal model (4.1) and the stability and
control functioning assessment will be performed with model (4.2).

4.2 OPEN-LOOP DYNAMICS

Here, the open-loop dynamics of the discrete reactor model (4.1) are analyzed with
emphasis on the understanding and identification, within a physical and engineering
perspective, of the main dynamic mechanism that contribute to the stabilization or
destabilization of the reactor dynamics around each steady-state. First the steady-state
multiplicity is characterized with bifurcation analysis, then the open-loop dynamics
are studied as the interconnection of two Lur’e subsystems, finally the zero dynamics
are characterized in the normal form and in original coordinate.

4.2.1  Partitioned coordinate

For the upcoming theoretical developments, a state partition useful for static and
zero dynamics analyses is introduced next. First, the dynamics are described in this
coordinate and then the related statics are analyzed through bifurcation analysis that
yields a useful method to analyze high dimensional statics.
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4.2.1.1 Partitioned dynamics

Consider, the Multiple Input Multiple Output (MIMO) system (4.1), the next transfor-
mation accommodates the temperature state in not measured-measured coordinate:

[.X'Z,n] _ [5”] X2, Xp = [CZ CyT/Z}

X2 n T T Cy
] = Cnxzrn + Cylzxz,m, M = [ ,
X2 m y,2

X2,m Cy,2

where x5, € R7 (or xp,, € RN"9)is the unmeasured (or measured) state. The square
matrix M € RN is an identity permutation matrix that satisfies M ! = M”.
Considering the above state partition, the reactor dynamics are written as
¥1 = Arx1 + Bgadi — ¢, (%1, X2,0, X2,m), x1(0) = x10, (4.4a)
Xon = Ay " xo0 + A" X0 + By oda + 1, (x1,X2,0) + By, %2,,(0) = x200,(4.4b)
Xom = Ay X0 m A Ay X0 0 + Bifpda + 4, (X1, X2,m) + Bilatt, x2,u(0) = X2m0,(4-4¢)
y=xm z=0Cx, (4-4d)
where the involved matrices A)"" € R%, A}" € R¥N=9, A)" € RN-4N=1, AD" ¢
RN-94, Bgfz € RY, B:il,z € RN-4, B}, € R", B}, € RN=94 are defined as
AP = Cy2ArCyy,  AY" = CypAsCl,  AY" = C,AxCy, AY™ = CuACy,,
Bdm,z = Cy,2Bd,2/ B?Zz = Cy,ZBu,Zr BZ,Z = Can,2/ Bg,z = CnBu,2~
Specifically, the control input matrices B/, and B;, , are defined as
1 ifs, eR;

By = vlyxq, Byp=v [b? bﬂ , b= , (4-4€)
0 else

fork=1,...,.N—gq, i=1,...,gand b} € R4 are column vectors.
The nonlinear terms ¢, , : RN xRY — RN, ¢ : RTxR1 — R, and ¢, :
RN-7 x RN=7 — RN~ are given as
®y0 (X1, %2m, %2.0) = (%1, Cy ¥ + Crxan),
$,,(x1,%2m) = Cya9p(x1,Cy %2 + Cpxa )
P, (x1,x2,) = Cutp(x1, CyT,zxz,m + Chxo)
The above defined matrices and functions correspond to permutations and partitions

of the original ones. Additionally, the nonlinear functions ¢, ,,, ¢, and ¥, satisfy the
following local Lipschitz bounds (where ||(-)| denotes Euclidian norm)

@t 32 32) | < L8 0l L o+ L8 x2m]) W1, (4.52)
14, (1, 22,) | < LE" (|1 ]| + LE2 (|22, (4.5b)
14, (x1, x2,0) || < LY |31 || + LY, [|22,0]] - (4.50)
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In compact form the rector dynamics are written as

x1 = fq(x1, %00, d1), x1(0) = x99,
Xon = f2,n (%1, X2,n, X2, d2) + lezu, x21(0) = x2n0,
Xom = fz/m(xlr X2,1n, X2,m, dZ) + Bﬂ/zu, lem(()) = X2m0,
where

f1(x1, %0, %4,m) = A1+ Baidi — @, (%1, %20, X2,m),
fon(x1, %20, X0,m,d2) = Ay " x00 + Ay X0 + B oda + 9, (x1, X2,0),
Fom(X1, X200, Xom,d2) = A" X0 + AS"" X0 0 + Bilyda + (X1, X2,m).
4.2.1.2  Steady-state multiplicity: a bifurcation analysis

Consider the open-loop statics in explicit form under nominal conditions, i.e., d = 0

0= f1(X1, %21, %2,m,0), (4.6)
0 = f5, (%1, X2, X2, 0) + By, o, (47)
0 = fy,,(%1, %2, X2,m, 0) + Bi1, (4.8)
Jy=Xx2m z=C;1X. (4-9)

From the first equation, the solution for the concentration vector is X1 = f(X2,1, X2,m),
and substitute in the second equation:

0= fz,n(ﬁ (552,71/ 3_"2,111)/ X2,1,X2,m, 0) + BZ,Zu

solve for x; ,to get X2, = f5,,(%2,m, #t) and substitute in f,

0= fz,m (fl (552,11/ f2,n (3_52,111/ ﬂ),J_CZ,m, O) + B;n,Zﬁ = :F(!_// ﬂ) (4-10)

The above expression can be inverted for y to obtain and Input-Output Bifurcation
Map (I0BM) to perform steady-state multiplicity analysis:

xZ,m,l =Y, = fu(ﬁ)/ 7_"2,71,1 = fz,n (iZ,m,l/ ﬁ)/ J_‘:1,1 = fl (5C2,n,i/ iZ,m,i)/ I = 1; ..., Ng, (4-11)

where §, is the solution of for the static value of the output of (4.10). From the above
expressions, if # is varied in a set of physical interest, an IOBM can be constructed to
analyze how the steady-state set varies with .

Furthermore, (4.10) may be inverted for # to perform an input-multiplicity analysis:
for given y, the I0BM (4.10) can be solved for #;, | = 1,...,ns, and then using the
expressions for the other two states the complete statics can be found:

= §,(9,), X0 = FonXomp ), %1 = F1(Ronp, Xom1), 1=1,...,n5, (412)
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where f, is the solution of for the static value of the input of (4.10). From the above
expressions, if ¥ is varied an IOBM can be constructed to analyze how the steady-state
set and the corresponding value of the input vary with 7.

In the above expression, f, and f, may not be solvable analytically but numerically.
Furthermore, in the Single Input-Single Output (SISO) case, the previous analyses
enable to generate IOBM with geometric representation that will be used for open-loop,
zero dynamics, and closed-loop steady-state multiplicity analyses.

4.2.2  Open-loop analysis

The dynamics of the concentration-temperature dynamics can be interpreted as the
interconnection of two Lur’e systems: a linear component in negative (or positive)
feedback interconnection with a nonlinearity. This structure enables the stability
analysis of each individual state by first studying the properties of the linear part and
then the effect of the nonlinear reaction rate function.

For the purpose at hand, recall system (3.19) with u = 0:

¥1 = A1x1 + Bg1dr — P(x1,x2), x1(0) = x10, (4.132)
X = Apxp + Bd,2d2 + t[J(xl,xz), XZ(O) = Xy0. (4.13b)

The concentration (or temperature) dynamics are composed by a linear stabilizing
part, due to mass (or heat) transport, in negative (or positive) feedback interconnection
with the term ¢, that reflects the stabilizing (or destabilizing) capability of the sync
(or source) effect of the consumption of reactant (or heat production) by the chemical
reaction. Also, the function ¢ couples the temperature and concentration dynamics.

In Appendix ¢, using a Gerschgorin circles [128], it is shown that matrices A; are
Hurwitz with dominant eigenvalues A A,*; j=1,2. When ¢ = On,«1 in (4.13), the ap-
plication of Corollary 3.2 (or Corollary 3.2), leads to conclude that when d;(t) # 0, each

subsystem is robustly stable with parameters {(;, ap, % Hor {|Aa,"|, a4, (Z’C’)‘\’/‘#JH }.
1

Once established the stability of the linear components of the concentration and
temperature dynamics, what follows is to analyze the effect of the negative or positive
interconnection, respectively, with the reaction rate function. This is analyzed next.

4.2.2.1  Concentration dynamics

For the purpose at hand, recall the open-loop dynamics (4.13), and note that the
reaction rate function has decoupled entries from the concentration and temperature
states, see (3.20). The function ¢ (x1,x2) can be rewritten as follows

P(x1,x2) = @y (x1) + @5 (%1, x2), (4.142)
where

@1 (x1) = P(x1,0),  @1y(x1;%2) = P(x1,%2) — P (x1,0). (4.14b)
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Due to the Lipschitz continuity of the reaction rate function ¢, the entries of the
function ¢, satisfy the following sector conditions

2 2
arxiy < X p@ri(xix) < 6xjp, k=1,..., N,

Using the above expression, it can be shown that for a matrix P; = P] > 0 of
appropriate dimensions, the following expression holds

(@1 (x1) — ax1)" Py (@, (x1) — 6x1) <0,
with @ = maxy{ax} and 6 = max;{6;}. Some algebraic manipulations yield to

ab 1

x{ Pp,(x1) > cxI Pix; + dop] (x1)P1gpy(x1), ¢ = P d= po (4.15)

Furthermore, the function ¢, is, uniformly Lipschitz bounded with respect to x;:

lra (s 32) | = 1|9 (31, 22) — (32, 0) | < LY |2 - (4.16)

With the previous preparations, the robust stability of the concentration dynamics
is established next. First, the concentration dynamics (4.13a) is rewritten using (4.14a),

¥1 = A1x1 + Bg1di — @y (x1) — @ (x1;%2),  x1(0) = x1p.
For the purpose at hand, consider the Lyapunov function
Vl(xl) = xlTP1x1, P, = P{ >0,

where P; satisfy the Lyapunov equation (3.8¢c) and (3.8d) in X, = {x; € X1 | ||x1]| <
ry1} with parameters {3 > |A4,"| and ap, = 2?
1

. The time derivative along the

trajectories of the concentration dynamics is

v = xlT(AlTPl + P1Aq)x + 2x1TP1Bd,1d1 — 2x1TP1(p1(x1) — 2x1TP1(plz(x1;x2),
= x] (ATP; + P1Ay)x; + 2x] P1B dy — 2cx] Pyxy — 2&¢1T(x1)P1g01(x1)—
= 2x{ P1gpyy (3132,
< —2(Z1 + ¢)x] P1xy + 2x] P1By1dy — 2x] P1gpyy (x1;%2),

where (3.8¢c) and (4.15) have been used. Taking norms of the last two terms in the
above inequality, and the use of the triangle inequality and the bound (4.16) yields

Vi < =281+ 7)af Prxn + 2457 [l | (I[Baa |l 1di (5)] +2L37 [[x2]]) -

Proceed as in the proof of Corollary 3.2 (or Corollary 3.3), to get the estimate

t
I8l < a1 0]l €™ +ar [ e (Bl ey (8] + LE |x2(0)]])dt. (3172)
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where
n==0+c, @m= ap,. (4.17b)

Considering the finite domains ||x19|| < d10, sUp, €a(t) < eq1,  supy, [|x2(t)[| < ex,
the previous inequality is written as

21 ()] < ar810e™"" + bgyear + bxaexa.
If the following conditions are satisfied
v1 >0, a1010 <&y, bgeq + b < ey, (4.18)

the robust stability of the concentration dynamics with respect to the inlet concentra-

alL‘PlZ

ay Bd,l _ X
1Basll L%

tion and the temperature state is ensured, with parameters by, = = o
Using (3.10) instead of (3.8d), the parameters (4.17b) can be also defined as

V1 =|Aa |+, a1 =aa,. (4.19)

From a physical perspective, both transport and reaction phenomena contribute
with stabilizing effects (as measured by v; > 0), and ensures the exponential stability
of the origin x1 in X;, when there is no exogenous inputs. If the origin is unique,
then the robust stability is ensured nonlocally for the whole set X;. Contrarily, if there
is steady-state multiplicity, the stability result is local over X ,, and for temperature
trajectories that violates the second condition in (4.18), the concentration trajectories
are pushed away of the subset X;,, destroying the local robust stability property.
Accordingly, from a control perspective, feedback must be used to produce bounded
and vanishing temperature trajectories to drive the concentration profile to the origin.

4.2.2.2  Temperature dynamics

Consider the temperature dynamics (4.13b) with initial conditions, inlet temperature
and bounded concentration trajectories defined over the finite domains ||x| < d2,
sup,;€a < €, and sup,, ||x1(t)| < €x1, and state defined in the set X,, = {x, €
Xo | ||x2|| < rx2}. Furthermore, 3 satisfy the Lipschitz condition (3.21) with constants
ij, j = 1,2. The application of Corollary 3.2 (or Corollary 3.3) yields to

t
lx2(t)|| < az ||x20]| " +a2/0 e 2ty <!|Bd,2

en + LY ||x; H) dt, (4.20a)
where

Vo ={p— aszz, ay =ap,, (orvo=|Aa"|— aszy ay =aa,),
or equivalently

%20 < 620 = [|x2(t)|| < a2 ||x20]| € + baned, + brrexa,
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¥

. Ly .
with by, = %{"'ZH, and by = azvz’l . The above expressions state that the temperature

dynamics are robustly stable in the finite domain X, , if

V2 >0, a0 < e, baey, +buen < ex (4.21)

If the origin is not unique, the second and third conditions in (4.21) restrict the size of
initial conditions and exogenous inputs so that temperature trajectories do not leave
the set X ,. If the origin is unique, then nonlocal robust stability is ensured in X».

From a physical perspective, in case the origin is unstable since the inlet temperature
and the concentration are exogenous bounded inputs that remain close to zero and
satisfy the third condition in (4.21), the main destabilizing effect is the domination of
the destabilizing dynamic mechanism, heat production, over the stabilizing ones, heat
transport and exchange with the jacket. Accordingly, the control aim is to modify the
interplay between stabilizing transport and destabilizing reaction phenomena so that
the open-loop unstable origin becomes robustly stable.

4.2.2.3 Interconnected dynamics

Once stability conditions for the concentration and temperature dynamics have been
drawn, the robust stability of the interconnection (4.13) is assured in the next result.

Proposition 4.1. Robust stability of the open-loop dynamics.

Consider the reactor dynamics (4.13), with state x = [x] x1]T € X = {X3, x Xa,} (or
X = X1 x Xp), and bounded exogenous input d = [dy do]T. Assume that the concentration
and temperature dynamics separately are robustly stable and that (4.17a), (4.18) (or (4.19)),
(4.20), and (4.21) are satisfied. If the following condition is met

a1ap L2 LY
vy — % >0, (4.22)

then, if the origin is (or not) the unique steady-state then the interconnection is robustly stable
nonlocally (or locally) in X = X3 x Xy (or X = {X1, x Xo,}) and the state trajectories
satisfy (3.3) with constants vy, ay, and by.

Proof. Apply Lemma 3.1 to the system (4.13) to obtain (4.22) as requirement for robust
stability. When this condition is met, then the state trajectories are bounded as

t
x(8)]| < ax |lxo]| e ™ +ay /0 e M=, (t)dt. (4.23)

After taking the maximum of ¢,(t), the state trajectories satisfy (3.3) with

/\ = R /\ 7 ':1/2/ A -
X Afé}?ﬁs){ e(Aj)}, ] s

-1 alL%n]

[
axLly,  —1
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Figure 4.1: Eigenvalues and Gerghorin circles of matrices A;, j = 1,2 of the case example.

ax || Bd|
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a1 HBd,l 0
0 az || Baal|

ay = as(a; +az), by = B; =

O

From a physical perspective, in the inequality (4.22): the first term v, = measures
the destabilizing effect of the heat generation by reaction on the heat balance against
stabilization by transport, and the second term measures destabilizing effects by
interconnection between the concentration and temperature dynamics. Thus, the
stability condition requires the stabilizing heat transport phenomenon to dominates

the destabilizing heat generation and mass and heat interaction by chemical reaction.

In case of instability, heat generation dominates the stabilizing effect of the heat
transport so that the assumptions of Proposition 4.1 are not fulfilled. From a control
perspective, the aim is to ensure that the heat generation is dominated by heat
transport and additional heat removal induced by feedback.

4.2.3 Case example: stability analysis

Here, the previous stability analysis es applied to the case example introduced in
Section 2.5 to analyze its stability property around the unstable steady-state.

Model 3.19 with the efficient discretization order N, = 20, reaction rate function
(2.12) and parameters and nominal input values given in Table 2.1 is considered. The
spectrum of the matrices Aj, j = 1,2 defined after 3.19 are presented in Figure 4.1
accompanied with the corresponding Gersghorin circles (see Appendix c). It can be
seen that both matrices have only real eigenvalues and all of them are in the left half
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Figure 4.2: Sector condition of the function ¢;(x;) in terms of its entries ¢q4(x1x) =

of the complex plane. Thus, the maximum eigenvalues for each matrix are negative
and given as

Aatm—1.88, An*~ —2.88.

Picking ¢; = 1.00 and {» = 2.00, the solution of corresponding Lyapunov inequal-
ities (3.8¢) (solved using CVX a Matlab package for specifying and solving convex
programs [60; 59]) yields to P;, j = 1,2 with constants a; ~ 2.50 and a; ~ 2.50.
Considering (2.12), the entries of the nonlinearity 1 (3.20) are given as
__b _b
Pe(x1 o Xok) = (X1x + Xip)e 200k —giee 2k, k=1,...,N,

then, the entries of the nonlinear functions ¢(x1) and ¢,,(x1,x2) are:

by by by
ay— 2 _ ar— gt i —
Prr(x1k) = x10e " 25, @rop(X1p Xok) = (X1 + X1k) (e 2kT2k — e "2"‘> .

The evaluation of the sector condition of ¢, (x1) stated in (4.15), is straightforward
by

since functions @1 (x1x) are straight lines with slopes given by " %2k, shown in
Figure 4.2. It can be seen that the sector bounds a and 6 are

b by

. ﬂr*»bir ar— <1 , ar—z ar_-bir
a=minqe %k, =e 21 =081, 6=maxqe X =e¢ 21 x835 (4.24)

which yields to the parameter ¢ ~ 0.74.
The use of the mean value theorem rise that the Lipschitz constants of the function

Oy, P (x1,x2) H . Considering that

P (x1, xp)can be computed as Lf]. = ‘

. __br b
0y, P (x1,x2) = diag ([e“V oithol . e xz,N+Xz,N]) ,

_ b _ b
=di Xi1+X11 T m R YNFRIN O 5orw
alep(xll xz) o dlag < [b (x21+X21)2e waTRl b (x2,n+X2 N)ze )
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then the Lipschitz constants are

b Y b

A== X1+ e

Lfl — max {e Xkt Aok } , Lf2 — max {bl'kzmkze Xk tXok } .
(X2 + Xok)

The numeric evaluation of the above expressions in the sets X; and X5, gives
LY ~244, LY ~11.19.
The concentration subsystem is robustly stable in X; because
=00+~ 1+074~ 174> 0. (4.25a)
The condition for stability of the temperature dynamics is not fulfilled:
vy = {p —apL¥ ~ 2 — (2.50)(11.18) &~ —25.95 3 0. (4.25b)

Accordingly, condition (4.21) is not fulfilled nor (3.12). Note that this do not proof the
instability of the steady-state of interest (since the stated implications of Proposition 3.1
and Proposition 4.1 are just of sufficiency type). The instability of the unstable steady-
state is confirmed by the evaluation of the linearization of the temperature dynamics
around the corresponding steady-state: there is an eigenvalue with positive real part.

4.3 ZERO DYNAMICS AND SENSOR LOCATION CRITERION

Here, the robust stability of the MIMO zero dynamics of the reactor model (4.1) are
studied in the normal form [32] and in original coordinate. The concept of the zero
dynamics [76] is of upmost relevance for the present study since it plays an important
role in the design of feedback control strategies. The SISO case, will be employed to
characterize the steady-state multiplicity for the selection of sensor locations.

Recall the partitioned model (4.4). Since y = x» ,, the vector of relative degrees for
the control input-measured output vectors pair

fd(u,y)z[l 1} (4.26)

is robustly well-defined if the matrix B}, is not singular. Condition that is met since
v > 0: the coolant jacket is designed so that the heat extraction from inside the reactor
to the jacket is always enable. Accordingly, the zero dynamics is of dimension N — g.
In the following the stability of the zero dynamics is characterized.
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4.3.1  Normal form

Consider the following dipheomorphism, well-defined in the state space X, which is
presented in original concentration-temperature coordinate as well as concentration
and partitioned temperature state:

X1 InxN 0 0 X1 m
Tx= | Ex, | = |Ongxn ECy ECyy| |x20| = |1, (4-27)
Cy2x2 0 0 1 X2,m ¢

where E € RN79*N ig defined such that the following expression holds

X2n1 — X2,n,2

Exo = | X0k — X241

| ¥2,n,N—q — X2,n,1 |

The inverse transformation is

X INxN 0 0 Ui
Xou | = |Onxn  (ECE)™? _(ECZ)_lEC;Z Up)
lem 0 0 Iq,q g

The application of the transformation (4.27) to (4.4) yields the normal form

i, = Ay + Baadr — 9] (7,11, €), 11(0) = 10,
ily = A1ty + ASE+ Bl ,do + 93 (11,1, ©), 1,(0) = 115,
&= A" xom 4+ Ay X0 + Blody + 4, (x1,%20m) + Bl ou, £(0) = &,

y=2¢ z=Cun.

Note that the internal state #, is equal to the concentration state x;, while the state 7,
is a linear combination of the unmeasured, x,, and measured, x;,,, temperatures.
The external state ¢ is the measured temperature x;,, and is written in the original
coordinates for convenience. The involved matrices and functions are:

Al =2EA,Cl(EC)™!, A§= 2EA;(C,, — C,(EC,)'ECy,), Bl,=2EBp,
‘/’117(’11/’72/ =1 (’71/ (ECZ)_l’b - (EC;%),;‘) ,
10,11, €) = 2E9 (my, (ECT) ™, — (EC2), )
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The employment of the same representation as in (4.14a) for the nonlinear function
1/;117 with respect to its argument ¢ and #, (iteratively) and for the nonlinear function
7 with respect to arguments ¢, yields the dynamic model

il = Aty + Baady — @] (117) — @, (11,11,) — 90(%(’11/’72/ &), m(0) =myp, (4.28a)
il, = Ayt + Agg + BZ,zd2 +@5 (11, 1,) + (Pg(’h/’izr ¢)S, 15(0) = 11, (4.28b)
y=¢ z=0Cn. (4.28d)

In the above dynamics the matrices A7 and A)"" are Hurwitz with dominant eigen-
values A AZ* and A A;n,m*, respectively, and the nonlinearities are defined as

@l (1) = 97(1,,0,0),  @L(ny,1,) = 1 (11,1,,0),
(P1172(’11/’72) = ‘I’?(’hr’h/ 0) - ‘/’117(111/0/0)/

1
¢]§(’71/’121 ¢)g = '/’7(’71/’72/ g) — 1/’?(’11/’720) = /0 A (111,10, vE)dVE, j = 1,2.

In the last cases the mean value theorem has been used to rewrite the nonlinearities
in a convenient form. In particular, since ¢ (1;) = ¢(x1), it satisfies the same sector
condition (4.15). Additionally, the rest of the nonlinearities satisfy the bounds

Ul Ul : .
Hﬁbg(ﬂl/’b)H < L7(7plz Al 4'L7(7pz2 Il Hq’?(ﬂlf’izrg)gu < L? I¢ll, i=1,2. (4.29)

In compact vector notation, the normal form is written as

il = Ay + Byd +¢,(1) +F(y,8)C, 7(0) =1, (4.30a)
&= A" xp i+ A X+ Bijhdr + 1, (x1,x2m) + Bjou, &(0)=¢, (4.30b)
y=¢ z=Cn, (4.300)

where 1 = [, 11,]T. The involved matrices and functions are

A |4 0 _ |~ () — 1O m,)
n - n 4 1’](’7) - i 7
0 A ¢, (11, 1,)
B - g 2 7
w ] rp | Al |
Bd,z A3 +@5(111,112, )
The zero dynamics, when ¢ = 0, are given by
i1= Ay +Bid+e,(1), 3(0) =1, (4.31)

with state 7 = [y #1]7 € X,, = X,1 X X,2, bounded exogenous input d that satisfy
(3.2b), and zero dynamics controller p_ : X, — U, C R,

ﬂz(xlllen/ dz) = _Bzil (Agl,ﬂxzrn + B:i'fde + ¢m (xlf 0)) . (432)
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X, is the state set in which the internal dynamics evolves and U, is the control set
spanned by the zero dynamics control, and

val = {’71 € ]RN’ ||’71H < 5111}/ X = {’72 € RN | ||’72” < 8112}/

In (4.31) considering ¢, defined in a finite domain ||| < ¢z, as input, the state
1, € Xy, is equivalent to the concentration dynamics in (4.13) with a different repre-
sentation of the nonlinear reaction rate function, thus, it satisfy a similar condition
as the one (4.17a). For the state 7, € X, since matrix AZ is assumed to be Hurwitz
(with Azg, a1, see (3.10), there exists a matrix P, = P; > 0 with associated parame-
ters {y, ap, that satisfy a Lyapunov inequality of the form (3.8¢c). The application of
Corollary 3.2 or Corollary 3.3 establishes that if the following condition is met

vl Ui
vy =Gy —ap, Ly, >0 (orvy =|[Ay"| —ayLi; >0), (4-33)

then the second internal state of the zero dynamics is robustly stable. Then, the
robust stability of the zero dynamics (4.31) can be ensured with the application of
Proposition 3.1.

Proposition 4.2. Robust stability of the zero dynamics. Proof in Section d.1.

Consider the system (4.30) subjected to bounded inputs d(t) and &(t) that satisfies ||| < eg.
Assume that the involved nonlinearities in (4.30) satisfy (4.29) locally in X,;. If the origin is
the unique steady-state and the following condition is met (vy given in (4.17b) (or (4.19)))

U
P127 P2
_ mayLy,"Ly;

” > 0. (4-34)

Vy

Then, the zero dynamics (4.31) are nonlocally robustly stable in X;.

The previous results implies that the origin of the zero dynamics is: (i) exponentially
stable when ¢ = 0 or ¢ — 0, and ultimately bounded when ||&|| < &¢.

4.3.2  Original coordinate

In original coordinate, the zero dynamics is defined in the set (,un is defined in (4.32)):
X, = {xl, xxp € X|y=0, yﬂ(xl,xz,dz) € UZ}, X, C X,

where the state evolves according to the dynamic system

X1 = A1x1 + Baadi — ¢, (x1,%2,,0), x1(0) = x109, (4.35a)
Xon = Ay"xon + Bl pda + 9, (x1,X2,) + Byp, (X1, X2,1,d2), %2,1(0) = X200, (4.35b)
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where (4.14a) has been substituted in the concentration dynamics. For vanishing x5 ;;,
the related system approaches the zero dynamics as x;,, — 0. Accordingly, consider
the following dynamic system

¥ = Arx1 + Bgadi — ¢, (%1, X2,0, X2,m), x1(0) = x10,  (4.36a)
o = Ay xom + AY " X0 4 Bllodo + 4, (%1, Xom) +
+ By oy, (X1, X200, X2, d2), x2,1(0) = x2q0, (4.36D)
where

-1
p, (%1, X0, X, d2) = —Bily " (A" %0 + A" X204+ Blyda + 1, (%1, X2,m)) -
The above system is equivalent to:

¥1 = A1x1 + Baadi — @ (%1) — @, (%1, X2,0, X2,m), x1(0) =x10, (4.372)
Xon = ASxpn + A" %o + B pdo + (X1, X0, X2,m),  %2,1(0) = X200, (4.37b)

where the involved matrices and nonlinearity are defined as

z __ nn m,n z,m __ n,m m,m y4 _ n m
2 =4y —FAy”, Ay" =Ay" —FAy”, B;,=B;,—FBy,,
P, (%1, %20, X2,m) = (X1, %2,1) — Ftp,, (x1, %2,m).

In this case, the concentration remains the same as in (4.35), while the unmeasured
temperature dynamics is composed by new dynamic elements constructed as combi-
nations of unmeasured and measured matrices and functions through the feedback
matrix I — F, where F is a diagonal block matrix defined as

1 ifsg=c¢;and sy € R;
F:BZ(BZ1)_1: 0 elsesk;égiandskGRirk:1r~~-rNe—1ri:11-~-rfl~ (4.38)

0 else

The structure of matrix A3 and the nonlinearities @, ,,, ¥, is modified by the
internal state feedback imposed by the MIMO zero dynamics controller (4.32), thus,
the actuator-sensor configuration manifests its structure on matrix F: the temperature
dynamics are influenced by the corresponding control input depending on the jacket
section and the corresponding sensor location.

The eigenvalues of zero dynamics matrix A3 are sensible to the considered number
of jacket sections and sensors and their locations. Actually, matrix A3 is block diagonal,
N
—1

each block is of dimension =7, and on each block matrix —F injects, on the columns
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m; — 1 and m;, the entries related to the unmeasured states on the zero dynamics
control law (4.32). Each block has the following structure

—d; g —b; Cj
b —a; ¢ —b; —¢
bj —b; Cj
¢j —bj Cj
5= K _ai;‘bj _a_‘cjc‘ . , (439)
j i—C G
—b; bj —¢
—b; -G G
—b; —C bj —a; ¢
L —b; —¢ bj  —dj]

fori=1,...gand j = 1,2 with

a __1—|—PemAs b 1+ PeyAs o 1 di — ar +c
1= Pe,,As? 7 V™ TPe,As2 T T Pe,as2’ CtT TR
2 + Pej,As + Pej,vAs? 1+ Pe, A 1
= — , b = -, = —-—F, d = .
a2 Pej, As? 2 Pej,As? 2 Pej, As? 2=2tq

Matrix A3 is assumed to be Hurwitz with constants (A4:",a43) as in (3.10). Thus,
there exist a symmetric matrix P, = P! > 0 that satisfy (3.8c) with (Zz, ap.).

The nonlinear reaction rate function ¢, ,, is almost the same as ¥ but its entries are
identified as unmeasured or unmeasured ones, this variation may change the related
Lipschitz constants. The nonlinearity is given as

P1(x11,x2,1) — P1,1(0,x21)

k =m; measured state
Prm (xl, X2, 1, x2,m) = l/Ji(xl,k/ xZ,k) — l/JLk (0, xZ,k) ’ ’
. k # m; unmeasured state

N (x1,N,, X2,N,) — PN, (0, x2,,)

wherek =2,...,N,—1,i=1,...,q. Note that @, can be also written as

Py (X1, X2, X2,m) = Chp,,(x1,%2,0) + C @, (X1, X2,m),

where

@;(x1,x05) = Pi(x1,%25) — P;(x1,0), j=nm,
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and the functions ¥, and v, are defined after (4.4). Accordingly, the Lipschitz condi-
tion of ¢, ,, with respect to the unmeasured-measured temperature states (uniformly
in x1) can be computed with the Lipschitz constants of ¢;, j = n, m:

Hq)n,m (x],XQ,n, lem)H S L;O;nm HxZ,”H —+ L(P”,m ||x2,m|| , L(Pn,m — L%;n/ ann,m — Llpm

X2,m X2,n X2,m X2,m*

The effect of F on 1, is depends on the sensor-actuator configuration: for the i-th
jacket section, the reaction rate of the unmeasured temperature states is subtracted by
the reaction rate function of the i-th measured temperature state

Y1 (X101, X201) — Y (X1,m1, X2,m1)

llJn,% (xl,n,%’ x2,n,%) = Y1 (X1,m,1, X2,m,1)

lpn,%_._l <xl,n,%+l’ xZ,H,%—i—l) - lpm,l’(xl,m,il x2,m,i)
Y. (%1, X2, X2.m) = : (4-40)

v, e (xl,n,% X, e ) = Yo, (X1, ir X2,m,i)

lpn,%-&-l (xl,n,%-i-l’ xZ,n,%-i-l) o 1,bm,q(xl,m,q/ xz,m,q)

lpn,Ng (xl,n,NB/ x2,n,Ng) - Ebm,q (xl,m,q/ xZ,m,q)

Since the nonlinearity ¢ is Lipschitz bounded with respect to its arguments, it is
expected that the zero dynamics Lipschitz constants of the bounding condition

14, (x1, %20, X2,) || < LY [|21]] + LY (|22, ]| + LY, |22,

|,

are lower than the open-loop ones (4.5).

From the previous analysis it can be seen that both, the maximum real part of the
eigenvalues of matrix A3 and the Lipschitz constants of the nonlinear function ¢, are
sensor location dependent, this fact will be exploited later for the construction of a
criterion for the selection of the sensor locations.

Accordingly, considering that the measured temperature state is bounded as

[%2,mlsp < €2/ (4-41)

from the application of Corollary 3.2 (or Corollary 3.3), the unmeasured temperature
dynamics are robustly stable if

v, =0, — aszfzz’n >0 (orvy=|Ag"|— aAéLf;n > 0). (4-42)

If the above condition is met, then the application of 3.1 yields to the following
result on the robust stability of the zero dynamics in original coordinate.
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Proposition 4.3. Robust stability of the zero dynamics (4.35). Proof in Section d.2.
Consider the system (4.37) subjected to bounded inputs d(t) and x ,,(t) that satisfies (3.2b)
and (4.41). Assume that the Lipschitz bounds (4.5) and (4.42) are satisfied in X,. If the origin
is unique and the next condition is met, (v1 is given in (4.17b) (or (4.19))),

a1 L9 a, LY

L= — ————>0. (4-43)

Then, the zero dynamics (4.37) are nonlocally robustly stable in X.

Proposition 4.2 and Proposition 4.3 require the zero dynamics origin to be unique.
Since the zero dynamics multiplicity varies with the sensor location set ¢, a bifurcation
analysis can be used to determine the feasible sensor set that ensures uniqueness of
the origin and that. In a second step, the sensor locations must be chosen to maximize
condition (4.43). These ideas will be used next to draw a sensor location criterion.

4.3.3 Sensor location criterion

Here, the zero dynamics static and dynamic properties will be analyzed to get a
sensor location criterion. First, based on a bifurcation analysis the zero dynamics
static multiplicity is characterized to identify the spatial subset in which the zero
dynamics origin is unique. Then, the sensor location set is determined as the spatial
positions in which the zero dynamics stability condition (4.43) is maximal.

4.3.3.1  Multiplicity

The dependency of the zero dynamic steady-state multiplicity on the sensor loca-
tion set can be established using a variant of the bifurcation analysis presented in
Section 4.2.1.2. For this aim, consider the statics of the zero dynamics in original-
partitioned coordinate, nominal conditions and explicit representation of the nominal
value of the related controller (it = p, (%1, X2,4)):

0= A% —@y(%1) — @, ,,(¥1,%2,1,0), (4-44)

0= Ay"%o0 + 9, (%1, X2,1) + By ,it. (4-45)
Imposing the zero dynamics condition # = 0 on the input-multiplicity analysis in
(4.12), the statics of the zero dynamics are given by the input multiplicity map

i =7§,00), Xoni=Fon(Xomi i), X1 =F1(FoniXomi) i=1,...,n5 (4.46)

The solution for # = Oy, <1 will be always present but its uniqueness may change as
the sensor location set ¢ varies. In the case of multiple solutions all of them satisfy
the restriction of the zero output with different values of the static control input and
static state solutions. Accordingly, the aim is to select ¢ so that the origin is unique.
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For g = 1, a unique sensor with location g1 € R = (0,1) and a unique homo-
geneous coolant jacket with domain R, if the uniqueness of the origin is ensured,
then it is inherited to the MIMO case since the additional sensors do not modify the
statics. Accordingly, for the SISO case, the IOBM (4.46) becomes a scalar one f, that
gives directly the values of u;, [ = 1,..., 1. In case 7 = 0, then the input multiplicity,
and the corresponding steady-states, can be geometrically characterized easily in a
plane and the steady-states can be computed using the expressions in (4.46).

The above procedure can be performed sequentially for each possible sensor
location g1 = sy, € S = [Ais, %] , and can be represented in a bifurcation map that
presents the steady-state multiplicity for each sensor location. This bifurcation analysis
involves two continuation steps and is summarized in the following procedure that

can be executed with a suitable software package such as MATCONT [43]:
Step 1: For g =1,setk =1 and s, = s.
Step 2: Construct the IOBM (4.46) for sy, .
Step 3: Collect the steady-states related to the nominal case i = 0.

Step 4: Plot the first steady-state value %11 € X;; of the temperature sequence ¥ versus
the sensor location g1 = sy, in the plane & x Xj ;.

Step 5: Set k = k + 1 and proceed again from Step 2, if k = &L the procedure ends.

From this numerical analysis, the region S, € S in which a single sensor ensures
the zero dynamics origin uniqueness is identified:

S = {sm; € S|(x1,x21) = (0n,0n-_1) Is the unique steady-state}. (4-47)

For g = 2,3, the above condition must be fulfilled to ensure the uniqueness of the
zero dynamics, and the specific location for ¢; € Sy, and ¢; = s, i = 2,3 must be
established so that the dynamic condition (4.43) is maximized.

4.3.3.2 Sensor locations determination

To find a sensor location set that satisfies (4.47) and maximize [, define the hypersur-
face I';(g) as the geometric loci spanned by I, for ¢; € R; subjected to (4.47):

I2(¢) = L(6), st Gsiso € Sm, (4.48a)
and denote as I'J (¢) the maximum value of the hypersurface I';(g), i.e.,

I (¢) = max A (¢). (4.48b)
Thus, the sensor location set is defined as

¢={cm €eRi CSIl(g) =TF(¢)}- (4-48¢)
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The above condition ensures the selection of the sensor location set which produce the
most robust and fastest zero dynamics which will benefit the closed-loop response of
the controllers constructed in Section 4.4.2.

While condition (4.48) establishes a formal criterion to select the sensor location,
it must be evaluated for the particular class of reactors and specific reaction rate
function and parameters, i. e., it is needed to compute the maximum eigenvalues of
the matrices A1 (see Appendix c) and Aj, defined in (4.39), the sector condition (4.15)
of the nonlinearity ¢, (4.14a) and the Lipschitz constants of the nonlinearities ¢, ,,
given by @, € (4.14a) in unmeasured-measured coordinate, and ¢, defined in (4.40).

From a geometric interpretation, for, ¢ = 1, I';(¢) is a curve, while for ¢ = 2,3
it corresponds to a surface and a hypersurface, respectively. Nevertheless, since in
the MIMO cases the sensor ¢ € S, must be fixed, the geometric representations can
be replaced for a curve, for g = 2, and a surface, for g = 3. The application of the
presented sensor location criterion is performed next for the case study.

4.3.3.3 Application to the case example

The application of the proposed sensor location procedure to the case study of
Section 2.5: model (3.22) with parameters presented in Table 2.1, and efficient model
order n, = 2N, = 40 (discretized over a mesh (3.16) with N, = 20 equidistant,
As = 21—1, interior points) determined in (3.31) yields the sensor location bifurcation
diagram of Figure 4.3.

Three main regions of behavior can be identified: (i) S, = [21—1, 2%] ~ [0.48,0.29]
where the origin is unique, (ii) the bifurcation position ¢ = s = £ ~ 0.33 , and (iii)
Sy = [2%, %] ~ [0.38,0.95] of steady-state multiplicity. Thus, from the SISO case the
restriction (4.47) is S, € Sm = [21—1, %] ~ [0.48,0.29].

The next step is to compute the specific locations for the sensor set according to the
geometric procedure in (4.48). The case study considers a first order Arrhenius tem-
perature dependency reaction rate function given by (2.12). The alternative definition

for v, = [As" — aAészz,n] is used in the definition of I, (in (4.43)):

g mLEra LY

L= [Aag" —anli;,| — xz';l > 0. (4-49)

The matrices Aj, j = 1,2 are defined after (3.19). The decaying rate v; = {1 + ¢ and
the constant ap, of matrix A; are characterized in (4.25). The rest of the parameters
involved in the definition of (4.49) change with the number of jacket sections and
sensors and their locations and thus are computed for each required case g = 1,2, 3.

First, for g = 1, the evaluation of the sensor location-based stability condition for the
SISO case with a unique jacket with domain R; = S and a unique sensor at location
g1 is shown in Figure 4.4a. It can be seen that [, is positive in the region s € [0, 0.52]
and contains the region of robust monostability S,, (see Figure 4.3). Furthermore,
I, reaches its maximum at s5 ~ 0.24, thus, the sensor location must be placed at
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Figure 4.3: Dependency of the zero dynamics multiplicity on the sensor location ¢; of the case
study with efficient discretization order N, = 20. The region of robust uniqueness of the origin

is Sy = [%, %} ~ [0.48,0.29], while the region of bistability is S, = [%, %] ~ [0.38,0.95].

G1 = Sm; = S5 ~ 0.24, which ensures the fastest convergence of zero dynamics to the
origin, the unique steady-state. The obtained sensor location match the one that is get
with the industrial sensitivity criterion, before the hot spot where the temperature
gradient is maximum [68; 100; 108], thus formalizes this heuristic recommendation.

For g = 2,3, the sensor location s; = s,;, ~ 0.24 is retained. For the case g = 2, with
jacket sections domains Rq =~ [0.05, 0.48] and R, =~ [0.52, 0.95], the evaluation of I,
in R, is presented in Figure 4.4b, where it can be concluded that the second sensor
location must be selected as ¢, = s, = 0.95. Finally, for g = 3 with jacket section
domains R; = [0.05, 0.29], R, = [0.33, 0.62], and R3 = [0.67, 0.95], the evaluation of
I, in Ry x R3, shown in Figure 4.4¢, leads to o = s, = 0.62 and ¢3 = 5, ~ 0.95.

Note that, in the 1-sensor case, the stability condition I, > 0 is only ensured by
locating the sensor at g1 € [0, 0.52] € Sy, and there are some regions in which the
zero dynamics origin is non-unique and unstable in some cases. In the 2 and 3-sensor
cases, the stability of the origin is ensured by the first sensor location, and condition
I, is enlarged, accordingly, it can be concluded that using a larger number of sensors
the stability of the zero dynamics convergence is accelerated.

4.4 STATE FEEDBACK CONTROL

Passivity-based control [126; 31], originated in control of electrical and mechanical
systems [103], where state variables are naturally connected with energy, is a well-
known control technique that exploits the natural dissipativity of systems with the
same number of inputs and outputs, to ensure robust stability in the presence of
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(c) Three sensor locations: {¢ =~ 0.24,¢, =~ 0.62,6 ~ 0.95}.

Figure 4.4: Sensor location criterion: evaluation of the surface I';(¢) (4.48).

parameter uncertainty and bounded disturbances. When a system is not passive in
the open-loop, it can be passivated via feedback.

In the context of chemical processes, the direct generalization of passivity-based
control within an energetic framework is not a straightforward task when irreversible
chemical reactions are considered since the usual state variables are not directly
connected with the energy of the system. Efforts have been made to combine a
thermodynamics representation of chemical variables and Port-Hamiltonian modeling
to link passivity-based control with thermodynamics [110; 9]. Nevertheless, in a more
abstract framework it is possible to design passive controllers by feedback passivation.

In what follows, a passivity-based control design is constructed and interpreted
with physical insight: the understanding of the stabilizing and destabilizing effects of
the open-loop dynamic components enables the possibility to renders the closed-loop
system robustly stable via passivity-based feedback control.
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4.4.1  Feedback passivation

The required conditions for a system to be feedback equivalent to a passive system
are [32]: (i) relative degree one, and (ii) weakly minimum phase, i.e., the origin of
the zero dynamics must be stable in the sense of Lyapunov. In this study, the latter
condition is replaced for robust stability of the zero dynamics origin.

In Section 4.3 it was shown that: (i) the vector of relative degrees (4.26) has only
one-entries since by construction the matrix B}/ is nonsingular (because i.e., v > 0, see
(4-4€)) and (ii) the zero dynamics has the origin as unique robustly stable steady-state
provided that the sensor location set ¢ is selected as in (4.48), and Proposition 4.2 (or
equivalently Proposition 4.3). These results are enables the following statement.

Proposition 4.4. Feedback equivalence to a passive system. Proof in Section d.3
The reactor model (4.4) is feedback passive if the following conditions are met

()v>0
(i) ¢ = {Gm; € Ri C S| Gsiso € S, and Az(g) = A (¢)}.

The definitions of S,, and A;(g) are given in (4.47) and (4.48), respectively. From
the proof of this Proposition 4.4, the feedback control law that renders (4.4) passive is

u=Br" < - ;,1’271 (AY" %0 + AY" %20 + Blfyda + 4, (%1, X2m) ) +

+ (9, Vy () E (1, g))(TtyT,gT)T:T*I(x) —y'r(y) - }/TKZ(!/))- (4.50)

where «; and «; are static passive nonlinearities.

Note that the above nonlinear control law: (i) needs the explicit functionality of
F(#,¢) and the zero dynamics Lyapunov function, and (ii) is highly dependent on
the system parameters. Accordingly, Proposition 4.4 only establishes the feedback
passivity of system (3.22), but it is not used for implementation purposes. Next, a
saturated state feedback control, that use some terms of (4.50), will be constructed.

4.4.2 Saturated control

The enforcement, on the reactor model (4.4), of the linear output regulation dynamics
y=—-Ky, K.=K!>0, (4.51)
where K is a diagonal gain matrix, yields the output linearizing control law
u = p(x1, X2, X2,m,d2), (4.52a)
where

w(x1, X0, Xom,do) = —BL”,[l (A" xpm + AY" 20 + By + 1, (x1, x0,m) + K.y).
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The preceding state feedback control law is a particular case of the passivating law
(4.50) with x1(y) + x2(y) = K.y, and the term related to the zero dynamics neglected.

The application of the above controller to the open-loop dynamics in the normal
form (4.30) yields the cascaded closed-loop dynamics

il = Ay + Byd + ¢, () + F(1,8)¢, 7(0) = 1, (4.532)
& = —Kig, ¢(0) = &y (4.53b)

By design the external dynamics converges exponentially to zero, and as a conse-
quence of the robust stability of the internal dynamics with respect to ¢, stated in
Proposition 4.2, the closed-loop dynamics are robustly stable.

The control law (4.52) cancels out the stabilizing effects of heat convection and
diffusion transport as well as heat conduction, AT’mlem and the destabilizing effect of
the reaction rate function ¢, , to impose a linear output regulation dynamics. To do
so, the controller must know precisely the matrix A}"" and the functionality of #,,.

While the compensation of the reaction rate function is beneficial, the compensation
of the stabilizing linear term is not a must and may be preferable to keep this
stabilizing mechanism. Accordingly, an alternative control law is given by

u = ,uz (xll xz,n/ xZ,mr dZ)l (4,54a)

where
ﬂz(xlz X2,n,X2,m/, dZ) = _Bﬁzil (Bf}fzdz + ll)m(xlr xZ,m) +Kcy) , Ke= KCT >0,

which will be considered with late (or early) lumping in Chapter 5 (or Chapter 6).

Due to physical and actuator limitations, constrained control must be considered,
accordingly, controller (4.52) is restricted to the set U,y C U, where U.o = [u™,u™]
is a design degree of freedom and must be chosen so that the closed-loop dynamics
have a unique steady-state at the origin. The saturated control laws are

u = p(x1, X0, X2,m,d2) = satﬁf [1(x1, 2,0, X2,m, d2)] (4-54b)

where p is given in (4.52). The closed-loop robust stability is assured next.

4.4.3  Closed-loop stability

To ensure the stability of the closed-loop system and select the control limits, the
effect of control saturation on: (i) the zero dynamics, (ii) the closed-loop system, and
(iii) its steady-state multiplicity will be characterized to find stability conditions and
a criterion to select the control limits so that uniqueness of the origin is attained to
preclude additional undesired closed-loop steady-states (a possible phenomenon due
to open-loop steady-state multiplicity and control saturation [35; 12]).
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4.4.3.1  Zero dynamics under saturated control

Consider the constrained version of the zero dynamics controller (4.32):

u=p, (%1, X0,dp) = sats p_(x1, %2, )

where P, X C X, = Us CU; CU. The restricted zero dynamics results from the
application of the above control to system (3.22) and is defined over the set

X, = {xl xx € X[y=0,p,,(x1,%.) € Uc,o} (4-55)

From a geometric perspective, the unconstrained zero dynamics, with control set U,
has the origin as unique steady-state, then, all trajectories that begin in the set X, C X
remain on it and exponentially converge to the origin. Contrary, for the constrained
the zero dynamics, with U, C U, the set X, shrinks to &, and there are three type
of trajectories: (i) the ones born in X, and that remain on it, (ii) the ones that born
outside &, and evolve in open-loop mode (with saturated control action) and after
some transient enter the zero dynamics set and converge to the origin, and (iii) the
ones that stay in an induced limit cycle due to saturation.

Accordingly, to rule out zero dynamics limit cycles, the control set U, must be
chosen as close as possible to the zero dynamics control set U,. This is stated next.

Lemma 4.1. The open-loop system (3.22) is feedback equivalent to a passive system over the
state-space X if and only if conditions of Proposition 4.4 are fulfilled, the closed-loop origin is
unique and the control set U is robustly included in its maximal one Uy, i.e., U C Us.

4.4.3.2  Closed-loop stability

The closed-loop dynamics are given by

X1 = A1x1 + Byadi — ¢(x1) — @, . (%1, %20, X2,m), x1(0) = x1 (4.56a)
Xom = Ay x2u + Ay Xom + Bl oda + 9, (x1, X2,) + By ot (X1, X2,0, X2, d2),

X2 n (O) = X2,1,0 (456b)
Xom = Ay Xom 4 AT X2 + Bifyda + 9, (%1, X0,m) + Bilop (X1, X0,0, X2,m, d2),

xZ,m(O) = X2,m,0- (456C)

Assuming control limits that assure the origin is the unique steady-state, robust
stability can be established by the robust stability of the zero dynamics and the
Seibert’s Reduction Principle [117].

When the control set U, = U, is the maximal one, by the Seibert’s Reduction
Principle, the state trajectories converge to the zero dynamics set X, in which the
origin is the unique attractor, accordingly, due to the invariance of the state-space set X,
all the trajectories converges to the origin. Closed-loop limit cycling is ruled out when
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the control set is the maximal one, meaning that the closed-loop reactor is robustly
globally stable over X. This in turn implies that closed-loop robust stability can be
attained by choosing the control set U, C U, as established in Lemma 4.1. Next,
a practical criterion to select the control limits based on open-loop and closed-loop
stability properties will be established.

4.4.3.3 Closed-loop multiplicity and control limits selection criterion

For the purpose at hand, consider the nominal closed-loop statics:

0=A1x1 — @(x1) — @, ,, (%1, X2,0, X2,m), (4.57a)
0=A"x2, + A" x0m + P, (x1,%2,,) + B} ou, (4.57b)
0= A" xom + Ay %20 + ,, (%1, X2m) + Bjon, (4.570)
it = pg(%1, Xon, Xo,m)- (4.57d)

Note that, by construction, the static control law p, is a restricted modification of the
static equation (4.57c¢), accordingly, rewrite the control law p, in explicit form:

0=A"xom+ A" %00 + 1, (x1,%0m) + Biu+ Kexom, u; € [u",u"], (4.58)

In the static equations (4.57), the triplet (4.572a)-(4.57b)-(4.57¢) coincide with the
open-loop statics (4.6), and the application of (4.11) leads to the I0BM hypersurface

0={(my) eUxY|y=r,(u)} (4-592)

The combination of (4.57a)-(4.57b)-(4.58), the closed-loop statics, by applying again
the procedure in Section 4.2.1.2 yields the closed-loop control hypersurface

¢ ={(,y) EUpoxV|§="F,(u)} (4.59b)
The intersection of both curves
(ﬂ,g):ﬁﬁ%, ﬁellxy,%euc,oxy, (45gc)

gives the input-output static pair while the rest of the steady-states can be computed
from (4.11). According to Lemma 4.1, the closed-loop origin must be the unique
steady-state, which is ensured if the unique intersection in (4.59¢) is the origin, i.e.,

ONE =(0,0) = Sc = {0, }- (4-59d)
This result is stated in the following lemma.

Lemma 4.2. The closed-loop statics (4.57), related to the dynamics (4.56), has the origin as
unique steady-state if and only if the unique point of intersection of the open and closed-loop
bifurcation surfaces € and € is zero: if (4.59d) is satisfied.
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In the unconstrained version of static problem (5.39), the procedure described
above leads to two hypersurfaces that intersects only at the origin. While in the
constrained statics, the control limits may produce extra intersections leading to
additional undesired closed-loop steady-states. To avoid that, the control limits must
be selected to get a unique intersection at the origin. Since the open-loop 10BM is a
rotated version of a bifurcation curve, the control bifurcation values can be identified
to draw a control limits selection criterion as it was previously done in [112; 114; 113].

4.4.3.4 Control limit selection criterion

Here, a procedure to select the control limits, on the basis of the SISO case of controller
(4.52), is drawn. The determined control limits can be inherited to each controller in
the MIMO case. The procedure is based on bifurcation and continuation analyses and
it can be performed with a suitable software package such as MATCONT [43].

Step 1 Use the open-loop static equations (4.57a)-(4.57b)-(4.57¢) to get (4.11) and solve
with continuation to draw the open-loop IOBM (4.59a).

Step 2 Identify the control values u, and u* where saddle-node bifurcation occurs.
Step 3 To ensure uniqueness of the closed-loop origin, select the control limits as

u” <u,, u>u¥, (4.60)

Step 4 Use the closed-loop static equations (4.57a)-(4.57b)-(4.58) and repeat the proce-
dure in Section 4.2.1.2 to draw the closed-loop I0BM (4.59b).

Step 5 Verify that with the selected control limits, zero is the unique intersection (4.59¢).

Accordingly, the closed-loop dynamics (4.56) are robustly stable if the control limits
are selected so that the set U contains the bifurcation set U* = [u,, u*] of the
open-loop 10BM, and by virtue ofLemma 4.1. This is stated next.

Proposition 4.5. Closed-loop stability with saturated state feedback control.
The closed-loop system (4.56) with saturated control (4.52), is robustly stable with the origin
as unique steady-state if Lemma 4.1 and U and U* C U C U,(X;) is met.

4.4.3.5 Application to the case example

Following the previous procedure, in Figure 4.5 shows the open-loop 10BM (with
output at location g1 ~ 0.24) of the model (4.1) with N,. The identification of the bifur-
cation values, where the case study undergoes saddle-node bifurcation phenomenon,
gives: u, = —0.38, and u* = 0.28. From Proposition 4.5, the control limits that assure
the origin is the unique robustly stable steady-state are

4 =042 <u,=-038<i=0<u*=028<ut =035 (4.61)
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Figure 4.5: Open-loop 10BM (with output at location s, ~ 0.24) of the open-loop N,-stage

model (4.1). The identified bifurcation set is U* = [u,, u*] = [—0.38,0.28].
o @ ut wr
0.33 4r0.33 C
[ PSprep—— ,y* [ —
Y Y
0.00 7 0.00
0.30 - -~ |- L Ys0.30 |-~ |-
: ! YE : '
-0.42 -0.38 0.00 0.28 0.35 -0.42 -0.38 0.00 0.20 0.28
u u

(a) Open-loop ¢ and closed-loop % bifurcation (b) Open-loop ¢ and closed-loop ¥ bifurcation
curves. The control limits are appropriately se-curves. The control limits are inappropriately
lected as (z—,ut) = (—0.42,0.20) so that the selected as (", ") = (—0.42,0.20) so that there
origin is the unique steady-state. is closed-loop steady-state multiplicity.

Figure 4.6: [llustration of the control limit selection criterion for the case example.

In Figure 4.6a, it is illustrated how with these control limits, the curve ¢ and the
open-loop IOBM & have zero as unique intersection.

In case the upper limit is not selected appropriately, for instance « ™ = 0.20 < u* =
0.28, it can be seen, in Figure 4.6b, that the curves have three intersections: one at
the zero and two additional ones that imply closed-loop steady-state multiplicity,
an undesired condition. These results corroborate the effectiveness of the proposed
criterion for the selection of control limits.
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4.5 CONTROL-ESTIMATION SYSTEM

The proposed CES is made by the state feedback control (4.52) and an estimator
which has two purposes: (i) output feedback control, and (ii) state monitoring. In this
section, using the efficient early-lumping model (4.1)-(3.29d), such state estimator is
constructed, on the basis of a closed-loop detectability property, and combined with
(4.52) to obtain an advanced CES. Robust closed-loop stability is assured.

4.5.1  Estimation model

Recall the actual reactor dynamics (4.2b), use the partition form (4.4), and apply the
state feedback control law (4.52) to get the actual closed-loop dynamics

1 = f1(x1,x2,d1) + €5 (x1, X2, X2,m, d2, 7T, ), x1(0) = x10, (4.62a)
Xon = fo,(X1, %0, X2,m,d2) + €5, (X1, X2,0, X2, d2, 7T, P),  %2,u(0) = X200, (4.62b)
Xom = [ (X1, X2, X2,m, d2) + €5 (X1, X2, X2,m, A2, 7T, ), X2,m(0) = Xamo, (4.62¢)

7t = I(xq, X2, Xo,m, d; 7T, V), m(0) = 1y, (4.62d)

Y =Xom+ fzy(n'), z=Cz1x1+ h(7r), (4.62¢)

where the closed-loop functions are defined in Section e.1. The functions (ef, e3, ) (or
e5 ,,) manifest modeling errors in the unmeasured (or measured) state dynamics, and
(4.62d) is the parasitic exosystem in closed-loop mode that satisfies (4.3). System (4.62)
is robustly stable and has the origin as unique steady-state provided the separation
of scales between fast and slow dynamics is largely enough [76].

To get an estimation model for observer design, neglect the parasitic dynamics and
their coupling with the states of the reactor and the measured and controlled output,
ie.,

ei (xll xz,n/ x2,m, dZ/ 7T/ ﬁ) ~ 0/ egln(xllxz,n/ xz,m/ d2/ 7T/ ﬁ) ~ 0/ hy(n) ~ 0/ hZ(T() ~ 0/

retain the effect of model uncertainty on the output dynamics trough coupling
function € ,, and define the exogenous input ¢,

ty = €5, (X1, X2, X2,m,d2,0, p). (4.63)

Thus, the closed-loop model for output-feedback design is

¥1 = f(x1,%2,d1), x1(0) = x10,
Yo = f5 (%1, %20, X2, d2), x2,1(0) = x240,
Xom = [ (%1, X2, X2,m,d2) + 1y, x2,1(0) = X2m0,

y=xm 2z=Cy1x1.
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The enforcement of the convergent measured output signal y(t), solution to (4.51) on
the preceding model yields the n — g-dimensional dynamic inverse

x1 = f1(&1, %20, Xom, dh), x1(0) = &0, (4.64a)
Xon = fo,(1, Xon, Rom, da), %2,1(0) = o0, (4.64D)
y=y— eg,m (X1, %20, y,d2), y(0) = y,, (4.640)
X, =y, Z=C1%. (4.64d)

Which is robustly stable and coincides with the zero dynamics (4.35) when y = 0.
Since y — 0, the systems approaches exponentially to the stable zero dynamics.
The related estimation errors of model (4.64) are defined as

X1 =% —x1, Xou=2=X2u— X2,

and the related estimation error dynamics, driven by the convergent signal y(t), are:

|
=N

¥ = f(x1, x00,y,d1; %1, X0,), %1(0) = 1o, (4.652)
Xon = f;,n(xlzxz,n,y, do; X1, %2,), %21 (0) = Xono, (4.65b)

where

fi(x1, %00, y,d0; %1, X0 m) = fr(x1 + X1, %00 + X, y,d1) — f1(%1, %2, 9, d1),

]‘Z,n(xl,xz,n,y, di; %1, %om) = fo,(x1 + X1, X0 + X0, Y, d2) — f3 (X1, X2,m, Y, d2).

By the robust stability of the zero dynamics, the trajectories of the estimation model
(4.64) converge to the real ones, with fixed convergence time A, and due to the robust
stability of the closed-loop system, the reactor trajectories converges to the origin:

PSRN Ay Az Ac
(%1, &2, 1) = (x1, %2, 1y) = (0,0,0).

Three important implications for estimation purposes can be established: (i) the
inverse model (4.64) acts as a robustly convergent input-state estimator of the closed-
loop system (4.56), with asymptotic error size proportional to the model errors
(ef,€5,), (i) the closed-loop state motions (x1,x2,,) of system (4.64) are robustly
detectable in the sense that the infinity (one per data perturbation) of indistinguishable
perturbations (&1, &4, i) robustly converge (with fixed rate A, and up to bounded
offset) to the actual state-input signal (x1, x2,4, t,) [96], and (iii) the state (¥, X,,) of
the estimation error dynamics (4.65) converge to zero. This is formally stated next.

Proposition 4.6. The robust stability of the zero dynamics (4.36) related to the closed-loop
system (4.56), the state motions (%1(t), X2, (t)) of the dynamical inverse (4.64) are robustly
stable, meaning that these trajectories are detectable.

This detectability property is exploited next to construct a CES for output feedback
control and state estimation.
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4.5.2 Control-estimation system construction

Here, a CES is constructed as the combination of a geometric estimator, drawn with
the estimation model (4.64), and the state feedback control (4.52), the resulting system
is enhanced with an output mismatch compensation term.

The estimation structure for the estimation model (4.64) is (see [52]):

0= (x,(xom —Xx1,%2)) : K= (K1,...,%), K =1, x =4q.

fori =1,...,q. The o-estimation structure has (i) 4 measured outputs of estimation
order x; = 1, implying that the overall estimation order is x, = g, (ii) the measured
temperatures x; ,, as innovated states, (iii) and the concentration and unmeasured
temperature vectors pair (xlT , x2T, n)T as noninnovated states.

Following [52], the corresponding geometric estimator is

1y, =K(y—9) 1,(0) = iy0, (4.662)
X = fl(’%lr&lnrch,m’dl)r x1(0) = &1, (4.66b)
Ron = f5,(%1, %o, Rom, d2), %2,1(0) = R0, (4.66¢)
Xom = fou(X1 %2 Fom d2) + 1y +Ky(y —9),  22m(0) = Famo,  (4.66d)
§=2%xm 2=Cpk, (4.66€)

where 1, is an integral action for uncertainty output mismatch compensation. The
diagonal gain matrices (K,, K;) are given as

Z)T

K, = 2diag[lw1wi ... {wqwy), K, = diag(wi ... @

and set with the pole placement scheme
(gw/ wy) : gw = [éw,l . éw,q]T; wy = [CU1 o wq]T

set with the second order responses, one per output, of the characteristic polynomials
A+ 20w iwilyi+wP =0, i=1,...4,

of the prescribed linear, noninteractive, pole assignable output error dynamics
Ji+ 200wl + 0l =0, Gi=0i—vi, 0i=%mi i=1...,9.

Typically, based on industrial application of geometric estimators with noisy measure-
ments and parameter uncertainty [51; 52; 106], the frequencies are set from 5 to 50
times faster than the nominal output settling time, which in closed-loop is given by
the i-th entry of the diagonal matrix K;, and the damping factor between 1.5-3, i.e.,

w; = ?lwki, Ny € [5,50], gi & [1.5,3].
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The integral action of the geometric estimator (4.66) can be used to provide distur-
bance rejection capabilities to the state feedback controller (4.52). For this purpose,
since the input ¢, has bounded entries, the following bound can be established

by <ty €5 (%1, X2, X2, do, 7T, P) < 1y
Set the corresponding control set enlargement
U =[u,ut] DU,y u =u — t, /v, ut=ut+ L;/v (4.67)

of the control set U, and enforce the output regulation dynamics (4.51) on model
(4.1) with the control set U, to obtain the saturated controller

w=p, (%1, X2, Xom, by, d2) € Ue,  poo(+) = sath [pe; ()], U= [u",u"], (4.68)
where (p is defined in (4.52))

m—1
I’le(xll X211, X2,m, l’yl d2> = ,ug(xli X2,1,X2,m, d2) - Bu "y-

The combination of controller (4.68) with the estimator (4.66), yields the CES

iy =K(y-9) y(0) =20,  (4.692)

x1 = f1(&1, &0, X2, d1), x1(0) = &40, (4.69b)

Xon = f5, (X1, %o, Rom, d2), x2,4(0) = Xono, (4.690)
Xom = f5(R1, R0, Rom, da) + 1y + Ky(y — 1)), x2,m(0) = &omo,  (4.69d)
J=%m 2=Cuk (4.69€)

& =[x (Cuion + Cypham)']’, Ay =Z(%), (4-691)

U= yels(icl,fcz,n,icz,m,iy, dy). (4.698)

The robust stability of the related closed-loop system is established next.

4.5.3 Closed-loop stability

The closed-loop stability with the controller (4.69) is established by analyzing the
closed-loop dynamics as interconnections of robustly stable subsystems. First, condi-
tions for stability of the interconnection of the fast (parasitic and innovated) and slow
(unmeasured and closed-loop reactor state) subsystems are drawn. Then, conditions
for the robust stability of the fast-slow interconnection are established.

The application of the control estimation system (4.69) to the actual open-loop
dynamics (4.2) yields the following closed-loop system:

T =1I5(x, d; 7T, v, %, %), 7t(0) = 71, (4.70a)
x;:e = AX, + fe(x; T, P, dy, Xe, 5511)/ Xie = Xeo, (4-7Ob)
5271 - fn (55131 Xn, d) + e? (xz d; 7T, fa/ X, Xp, l)/ 5511(0) = Xno, (4-7OC)

x = fc(x/ d) + ec(x, dl 7TI i’/ dl %f,’/ in/ l)/ x(o) - xO, (4.70d)
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Xe =Re — Xo, Xe= (xzrm,ly)T, Xn=Rn— Xy, X, = (x] sz,n)T (4.70e)

¥, is the fast estimation error, X, is the slow estimation error, and x is the state of the
plant in closed-loop. The involved functions are defined in Section e.2

Note that by construction the matrix A, is Hurwitz and generates a matrix expo-
nential that satisfies the following bound

HeAef <ae ™, —A,= max {Re(A)}.

/\jEU(Ag)

The closed-loop system (4.70) is made by four robustly stable subsystem, ordered
from fast to slow dynamics: (i) the parasitic (4.70a), (ii) the fast (or slow) state esti-
mation error dynamics (4.70b) (or (4.70c)), and (iii) the closed-loop dynamics (4.70d)
with decaying rates A; >0, A, >0, A, > 0, A, > 0, respectively, and interconnected
via the Lipschitz bounded disturbance maps (f,,, ¢, ¢c).

The following two lemmas ensure the stability of slow and fast subsystems.

Lemma 4.3. Consider the fast dynamics interconnection (4.70a)-(4.70b), assume the other
states as exogenous inputs, and that the matrix A, is Hurwitz with dominant eigenvalue
Ae. Given that the parasitic dynamics is robustly stable with decaying rate A, and that the
interconnection function f, is Lipschitz bounded with respect to its arguments. Then, the fast
subsystem is robustly stable if the matrix gain pair (K, K,) is set so that

Ve = Ap — aeLJ;‘; >0, VeAg>0.

This ensures the stability of the fast dynamics if the matrix gain pair (K, K,) are
selected so that the dominant eigenvalue of A, dominates the destabilizing effect of

the interconnection, measured by the Lipschitz constant L{;‘;

Lemma 4.4. Consider the slow dynamics interconnection (4.70c)-(4.70d), assume the other
states as exogenous inputs. Given that the nominal dynamics are exponentially stable with
decaying parameters (a,, A;) and (ac, Ac), and that the interconnection functions in eS-e. are
Lipschitz bounded with respect to its arguments, then the slow subsystem is robustly stable by
construction because the following conditions are met:

e 3 e ¢
Vv, = AZ - aanCn > 0, Ve = )\c - achC, VzVe > azaxLxC LXC”.

The next proposition gives conditions for the stability of the closed-loop system
(4.70) by considering the interconnection of the fast and slow subsystems.

Proposition 4.7. Robust stability of the closed-loop system (4.70). Proof in Section e.3.
Assume that Lemma 4.3 and Lemma 4.4 are met. The closed-loop system (4.70) with the CES
(4.69) is robustly stable if the estimator gains (K, K,) are chosen so that

7 aras ||Br(K,, K B
/\E(K%Kl) - LJ;Z (K%Kl) + = H f( Ay I)H H SH > 0. (471)
S
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In the above expression, the stabilizing term A, depends linearly on the estimator
gains K, K,, while the second term, which resumes the self and interconnection
destabilizing effects, grows at least quadratically on the estimator gains. Accordingly,
the gains must be selected large enough to dominate destabilizing effects but no so
far that the quadratic destabilizing effects dominates the linear stabilizing one.

Since 1, = e; , reflects the combined effect of parameter error (p) and parasitic
dynamics, the quickly convergent estimate i, of t, has feedforward-like disturbance
rejection capability which enhance the performance of the controller.

From an advanced nonlinear control perspective, the CES (4.70) has: (i) systematic
construction-tuning procedures, (ii) solvability in terms passivity and detetectability
with constrained control, and (iii) assurance of robust closed-loop stability coupled
with sensor location, control limits and control-estimator gains selection criteria.
However, with respect its industrial PI control-based counterparts, the application of
observer-based control should rise complexity and reliability concerns among practi-
tioners, because the execution of the key stabilizing task requires the computation of
a saturated output feedback control element driven by the on-line solution of 2N —1
ODEs. The overcoming of this applicability obstacle is the subject of the next section.

46 REDESIGNED CONTROL-MONITORING SYSTEM

Here, the CES (4.69) is realized in a simplified and more robust form made by two
components: (i) a saturated linear robust stabilizing Proportional-Integral control
with Anti Windup scheme (PIAW), and (ii) a decoupled robust state estimator.

4.6.1  Simplified model

Along inseparability principle [122], PI control studies [13], and model free-based
control [53] ideas employed in previous studies on polymerization [58] and biological
[112; 114; 113] reactors as well as staged distillation columns [33; 34], the simplified
realization of the CES (4.69) is based on a simplified model.

For this aim recall the actual open-loop model (4.4) in concentration-partitioned-
temperature coordinate and rewrite it as follows

x1 = f1(31, X0, X2,m,d1) + €1(x1, X0, X2, 4, 7T, P), x1(0) = x99,
Xon = [, (%1, %20, X2,m,d2) + By + €2, (%1, X2,n, X2,m, 8, 7T, ), %2,1(0) = X2n0,
Xom = By u+1, x2.m(0) = X210,

7w = I(xy, x;, d,u; 7w,v), 7t(0) = 7y,

Y = Xom + i’y(”)r z=0C;1x1 + flz(ﬂ'),
where a new exogenous input is defined:

L= e,m (X1, X2,n, X2,m, U, 70, P) + fr (%1, %21, X2,m, d2), (4.72)



46 REDESIGNED CONTROL-MONITORING SYSTEM

which is the exogenous input (4.63) considered in the control-estimation system (4.69)
plus the nominal dynamics of the measured state:

ty = e2m (X1, X2, Xom, 4, 7T, P) = L=ty + [, (xy, %z, dm).

In the previous model, drop the parasitic dynamics r and the coupling error
functions to get the passive-detectable model for output feedback-estimator design:

x1 = f1(x1, %00, X2,m,d1), x1(0) = x1p, (4.73)
Xom = fo (%1, %20, X2,m,d2) + Byu, x2,4(0) = X210, (4.73b)
Xom = Bllu+1, x2,m(0) = Xamo, (4.73¢)

y=xom z=Cz1x1, (4.73d)

with input-measured output and exogenous input-measured output that have relative
degree one for each pair of their entries, i.e.,

() =rdy) = 1 .. 1]

meaning that: (i) the model (4.73) is passive with respect to the pair (u,y) with null
zero dynamics, and (ii) the control-exogenous input pair (u,t) satisfy a matching
condition that can be exploited for disturbance rejection [58; 113] based on the
instantaneous observability property of the exogenous input: (4.73¢c) with y = x2,,
has a unique solution for the unknown exogenous input ¢

L=y — Bju (4-74)

implying that ¢ can be quickly (up to measurement noise) on-line reconstructed with
a reduced order observer [58; 113] driven by the know signals (u,y).

For monitoring purposes, note that the model (4.73a)-(4.73b) driven by the stabi-
lizing control law and a convergent input coincides with the estimation model (4.64)
established in Section 4.5.1. Thus, model (4.73a)-(4.73b) can be used as the basis for
the construction of an state estimator, or even used as an open-loop observer.

4.6.2  Construction

The enforcement of the output regulation dynamics (4.51) and control set U, (4.57d):
y=-Ky, K>0, U-=[u,u'] (4.75)
on the reduced model (4.73), with ¢ is known, yield the saturated linear controller

U= ;ur,s(y,t), .”s,r(‘) = satZiryr,i(-), i=1,...,q, (4.76a)

where

,(y, 1) = —BI' N (Key + ). (4.76b)
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When there is no parasitic dynamics then ¢ = 1,(x,d>,0,0) + lem(xl,len,xz,m,dz),
and controller (4.76) coincides with the state feedback controller p , (4.68). Fur-
thermore, when there is no parasitic dynamics nor disturbance input effects, the
exogenous input ¢, vanishes and ¢ = fzrm(xl,xz,n,xz,m,dz) and the controller (4.76)
becomes the state feedback controller y in (4.52). This is:

(Tl', 'U) - (0/ 0) = L= Ly(x/ dZ/ 0/ 0) + lem (xlr xz,n/ xz,m/dZ) = ”s,r - "‘5/31
(70,0,d) = (0,0,0) = 1= fy,,(x1, %o 32 d2) = pi,, = B
This establishes and equivalence of the controller (4.76) with the state feedback
controllers (4.52) and (4.58), which implies that the sensor location and control limits
selection criteria of the previous controllers can be inherited to the present one.

From the instantaneously observability property (4.74), the unknown input ¢ can
be quickly on-line reconstructed with the linear observer [113]:

A = —KyA — K, (Koy + Bl'u), A(0) = Ay, (4.77a)
1=A+KyB)y, (4.77b)

with adjustable gain matrix K., = diag(wy, ..., w,), and estimation error dynamics
i=—-Kyl, 1=1—1, w;>|ij/u|| = A (4.77¢)

The combination of the saturated controller (4.76), the input observer (4.77) and the
open-loop estimation model (4.73a)-(4.73b) discussed in Section 4.6.1, yield the CES

X1 = f1(&1, %20, y,d1), %1(0) = &10,

(4.78a)
Xon = (X1, %2, y,d2) + Bypl(y, ©), x2,1(0) = x2n0,

(4.78b)
Xom =Y, (4.78¢)

A = —KoA — Ko(Koy + By pl(y, A)), A(0) = A,
(4.78d)
2=Co%1, &=, Crtan+Cpoy)', in=1ZI(%), (4.78€)
u=p, (y,A), (4.781)

where

mo,(y, &) = sat'" [oi(y, A)],  p,(y,&) = =Bl (Ke + Ko)y +A).  (4.788)

The structure &, of the CES is composed by 2N, + 1 ODEs: 2N, for the estimation task,
and g ODEs for the control task. It has a sensor location set, number of sensors and



46 REDESIGNED CONTROL-MONITORING SYSTEM

their locations, and suitable control limits, both determined with robust criteria. The
set of gains is composed by matrices K. and K, two gains for each measured output:

Sy = (2N, g, Uc = [u~,u™]), Ko= (K, Ky). (4.78h)

Differently from its detailed model-based counterpart (4.69), in the preceding CES
the control stabilizing task is executed without needing the state estimate, and the
output feedback controller does not depend on the detailed efficient model (4.73a)-
(4.73b), but instead just on the knowledge of matrix Bj,, which depends on the heat
transfer parameter v. This providing the CES (4.78) with a fastest and more robust
performance compared with (4.69). Closed-loop stability conditions are drawn next.

4.6.3  Closed-loop state stability and convergence

Apply (4.78) to the actual open-loop dynamics (4.2b) to get the closed-loop system

T = Hg’(x, d;,v,d,i1), 7t(0) = 7, (4.79a)
i= —Koi+f,(xd;mp,i), i(0) = o, (4.79b)
¥ = fu(y %, d) + & (x,d; 70, p, d, 1, %0, 1), %n(0) = Zno, (4.79¢)
x=f.x,d)+el(x,dmpdix,l), x(0) = xo, (4.79d)

with parasitic state 7t, states estimation error states 7 = 7 — ¢ and ¥, = &, — x;, and
closed-loop system state x. The interconnecting Lipschitz bounded functions p?, f,
e), and e! are given in Section f.1.

System (4.79) is made of four individual robustly stable subsystems in fast to slow
dynamics ordering: (i) the parasitic dynamics (4.79a), (ii) the input estimation error
dynamics (4.79b), (iii) the unmeasured state error dynamics (4.79c), and (iv) the state
dynamics (4.79d). Each individual subsystem is robustly stable: the parasitic dynamics
by assumption, the exogenous input estimation error dynamics and the closed-loop
state by construction, and the unmeasured state dynamics by the related detectability
property. The decaying parameter of each subsystem are A, wy, Az, Ac > 0.

The stability analysis is similar to the one performed in Section 4.5.3 and is per-
formed first establishing the robust stability of the fast (4.79a)-(4.79b), and slow
(4-79¢)-(4.79d) interconnections. Then, the stability of the fast and slow subsystems is
established. This result is summarized in the next.

Proposition 4.8. Robust stability of the closed-loop system (4.78). Proof in Section f.2.
Consider the closed-loop dynamics (4.79). Assume that the sensor location set and the control
limits are selected according to conditions in Proposition 4.4 and Proposition 4.5. If the
following condition is fulfilled

2
b= w— L (w) = 22N 2 DD

” (4.80)
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where B, Bs, and v, are defined in Section f.2, and w, is the maximum entry of K. Then,
the closed-loop system is robustly stable in a nonlocal sense in X.

Condition (4.80) indicates that the stabilizing, linear-in-w,, term dominates the
potentially destabilizing term (that grows linearly and quadratically with w,). The
above result can be translated into a threshold condition for industrial-like tuning
purposes. Denote by w;” and w;" the two solutions of the equality case in (4.80), i.e.

L(w ) =1(w") =0 0<w, <w . (4.81)

The gain w, of K, must be chosen above a lower threshold to ensure estimation error
convergence, and below an upper threshold condition to avoid instability due to the
excitation of the parasitic dynamics. This is stated next.

Corollary 4.1. Consider the closed-loop dynamics (4.79). Assume that the sensor location
set and the control limits are selected according to conditions in Proposition 4.4 and Propo-
sition 4.5. The closed-loop system is robustly stable if the maximal estimator gain w, is set
sufficiently above (or below) its lower (or upper) limit w;” (or w;"):

w <w<wh-—. (4.82)

In industrial practice, the upper bound w™ is called ultimate gain (where inadmis-
sible oscillatory behavior by error-noise propagation starts with w increase).

With the preceding CES (4.78): (i) the critical regulation-state stabilization task is
performed with a considerably simpler, less model dependent and more reliable
dynamic data processor than its detailed model-based realization (4.69) (where the
regulating-stabilizing output feedback control component requires the detailed model-
based on-line estimator), and (ii) the decoupled efficient model-based estimator can
be used for setpoint adjustment and gain retuning in an optimizing control layer [90].

4.6.4 Control component in PI form

In industry most of the control loops are PIAW controllers. Accordingly, for implemen-
tation, the saturated linear dynamic output feedback control component (4.78d)-(4.78f)
of the CES (4.78) is transformed into a saturated linear PIAW.

Recall the control component (4.78d)-(4.78f) of the CES (4.78) and rewrite it as

A = —KoA - Koy — K,B'n,(y,&) — KBy (1, (y,A) — pu,(y, A)), A0) = Ay,
u=npu, (y,A),

substitute u,, given in (4.78g), in the second term of the right hand-side of the first
equation to get

A = Ku,Ky — KB} (p,,(y, A) — p,(y, A)), A(0) = Ao,
u=nm,(y ).
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Integrate with Ag = 0, substitute the resulting A in p, .(y, {), and rearrange to obtain
the saturated linear PIAW of back-calculation type

w=p,(y) = sat'” [ppii (i, A7), (4.83a)

where the control maps are given as
t t
isw) = ks (057 ) 7 [nic) — e, b
with gains

. 1. .
K, = (BI') YK +Ky,) = ;dlag(kl +wy, ... kg +wy) = diag(kp,1, ..., kpg),

(4.83¢)

T;' =K '+K,' =diag(k; " +wi',... k' +w,t) = diag(tia, ..., tg),
(4.83d)
T, = K;l = diag(wl’l, .. .,w;l) = diag(ta1, ..., tag)- (4.83€)

K, (or Ty) is the proportional gain (or integral time) matrix and T, is the integral time
of its AW component. All matrices are diagonal and contain the gains of the corre-
sponding PIAW controller. The MIMO controller (4.83) is actually a set of decentralized
PIAW controllers, each one operating independently of the others.

The replacement of (4.78d)-(4.78f) by (4.83) in (4.78) yields the industrial-type
realization of the simplified model-based CES (4.78) as a saturated robust stabilizing
PIAW, and a decoupled efficient model-based robustly convergent state estimator:

21 = f1(&1, &0, X2, d1), %1(0) = %10,  (4.84a)
Xon = fz,n(&lrflnr}// dr) + BZ:upi,s (y), x2,1(0) = x200,  (4.84b)
Rom =1, (4.84¢)

£=Cati, %= (&, Claan+Cloy)', iyv=1I(%), (4.84d)
w=p,(y) (4-84e)

with two components in cascade interconnection: (i) the temperature PIAW (4.84e),
and (ii) a pointwise-like robustly convergent state estimator (4.84a)-(4.84d), similar to
the early-lumping implementation of the pointwise observer introduced in [111].
From an advanced control perspective, the PI control with AW scheme-Pointwise
Observer (PIAW-PWO) system (4.84): (i) is a simplified-robustified realization of the
estimator-based saturated stabilizing control (4.69), and (ii) has a comprehensive
design with solvability in terms of passivity and detectability, as well as criteria to
choose the model order, sensor location, and control limits and gains. Two funda-
mental conclusions are: (i) the critical joint temperature regulation-state stabilization
task must be executed with the saturated linear PIAW instead of the nonlinear output
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feedback controller of the control-estimation system (4.69), and (ii) the estimation
task can be performed independently of the control one with an estimator that can be
used to perform setpoint adjustment in an optimizing control layer.

From and industrial control perspective, the theoretical developments associated
to the proposed MIMO PIAW-PWO CES design (4.84) explain with formal advanced
control arguments the effective functioning of the industrial saturated PI with back-
calculation AW for exothermic tubular reactors [89; 121; 100; 14; 42]. Furthermore, the
proposed CES (4.84) is an upgrade of the saturated PI temperature control employed
in industrial reactors, with the upgrade consisting in an all-embracing design with:
(i) criteria to choose the sensor location, control limits, and kind of AW protector for
the saturated PI control, and (ii) the model order and control gain of a decoupled
state estimator that should be used for monitoring and setpoint adjustment purposes.
These considerations and conclusions are along current industrial control trends [90].

4.6.5 Implementation and tuning

Here, implementation guidelines and a tuning procedure are developed for the
proposed MIMO PIAW-PWO CES (4.84).
Rewrite model (4.4) in original coordinate to obtain the lumped

X1 = A1x1 + Baaxie — (X1, X2), x1(0) = x10/ (4.85a)
Xo = A2Xp + Baoxoe + (X1, X2) + Bu27e, X2(0) = X20, (4.85b)
Tn = Cypx2, o= Cz1X1, (4.85¢)

where (x;, x,) are the concentration and temperature states. Using the previous
model in partitioned coordinate (4.4), the proposed CES (4.84) is implemented as

X1 = A1x1 + Baakie — (X1, R2), %1(0) = X10, (4.86a)
Xon =AY " Ron + A" Rom + Blioxoe +1u(R1 Kop) + BioTer X2,0(0) = Xo o

(4.86b)

Xom = Ty (4.86¢)

Co=Czik1, X2 = Cikon+Cpokom An=Z(%), (4.86d)

Te = Myis(Tm) = [satgypill(rmll) sat:zfypi,q(rm,q)r, (4.86€)

where the control inputs are
Mipi(Tmi) = Tei — kp,i ((Tm,z' — Ti) — £ /0 (Tin,i — Tm,z')df> +

t n .
i1 /0 (satjg Wi (Toni) —ptpi,i(rm,i)> d,  i=1,...,9, (4860
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with control limits and gains

ki + w;
- - = .+ + - i i
T =u —T, T, =U Te, kpi =

, b= ki—1 +cuz-_1, t, = wi_l. (4.86g)
The above CES has the following structure &, and gains Ky that must be selected
appropriately to ensure good closed-loop performance:

611 = (2N€/ q,6, (Tc_ch+))/ K9 = (Kc/Kw)/ (487)

where 192N, is the dimension of the CES: 2N, — g is the dimension of the estimator and
the controller has g integral actions, N, is the efficient discretization order Section 3.2,
g is the number of actuator-sensor pairs. The sensor location set ¢ is determined in
Section 4.3.3, and the control limits (7, /") are determined in Section 4.4.3.4. The
gain matrices (K, K,,) contains parameters from which the proportional gain, integral
time, and AW time matrices of the decentralized PIAW controllers are computed.

The theoretical developments of the previous sections are summarized next in
a structure-gain tuning procedure. The first step, of structure tuning, include the
determination of: (i) the efficient discretization order N,, (ii) the sensor set ¢, and (iii)
the control limit pair (7., 7."). The second step, for gain tuning and structure cali-
bration, is set in the light of simulation-based conventional-like tuning guidelines for
robust functioning meaning with realistic initial condition, input step and fluctuating
disturbance, parameter uncertainty, and reference setpoint change).

Step I: Off-line structural tuning;:

I.1 Use the efficient modeling approach of Section 3.2 to draw the efficient dis-
cretization order N, of the lumped model (3.19). This low dimensional model
should be used for the remaining off-line structure and on-line gain tuning and
structure calibration.

I.2 On the basis of the zero dynamics multiplicity analysis and maximal control set
U.o = U, of Section 4.3.3.2, determine the admissible sensor set S, for g =1,
and then choose the sensor locations with the best compromise between speed,
robustness, and control effort, according the sensor location criterion (4.48).

.3 Use the control limit criterion of Section 4.4.3.4 to choose («~,u™") above and
below the bifurcation values (i, u*) of the I0BM 0: u~ < u*, u™ > u*.

I.4 Set the closed-loop system with the proposed CES (4.86) in robust testing mode
with appropriate: (i) parameter errors and measurement noise, load input, and
setpoint changes, (ii) initial state and estimate errors, (iii) fluctuating modeling
errors generated by a suitable parasitic dynamics model (4.79a) (typically, 50
times faster than the reactor natural dynamicsi.e., A; ~ 50Ay), and (iv) perform
the corresponding control set U, o-to-U, enlargement (4.67), and compute the
control limits (177, tf)as 7o =u + T, 1" =ut + 7.
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Step II: On-line gain tuning and structural-gain fine adjustment:

I.1 Set the control (or estimator) gain, conservatively, ny times (or n,,) faster than
the natural (or closed-loop) dynamics A, (or Ac)

(K,Ky,) =~ (ng,ne)AxI, ng€[1,3], ny € [15,30].

I.2 For the i-th output, i = 1,...,q, gradually increase the i-th control k. ; or
estimator w; gain, with the other gains fixed, up to its ultimate value k", or w;"
(where excessive oscillatory behavior occurs) and back off to

kie =kl /mp,  wi=wf/m, ny€[2,3].

II.3 Perform fine calibration: adjust the model order 1, = 2N,, the sensor location
set ¢, the control limit pair (77, 7."), and the gain pair (K, Kw) to improve
behavior.

II.4 The number g of actuator-sensor pairs can be incremented up to 2 or 3 to explore
if there is some behavior improvement.

4.7 CONTROL-ESTIMATION SYSTEM FUNCTIONING

In this section, the on-line functioning of the proposed CES (4.86) is illustrated and
tested with numerical simulation for the case example presented in Section 2.5.

CES functioning of nominal and robust type will be assessed. Nominal (or robust)
functioning means in the absence (or presence) of modeling error, for verification of
theoretical developments (or implementation-tuning and behavior comparison).

The application of the off-line Step I (Section 4.7.2) to the tubular reactor case study
of Section 2.5, was performed in Section 3.2.3 for the model order, in Section 4.3.3.3 for
the sensor location for g = 1,2,3, and in Section 4.4.3.5 for the control limits («~,u™)
with suitable enlargement (4.67), in the light of the size of the exogenous inputs in
Table 2.1. Accordingly, the initial (before calibration) CES structures for g = 1,2, 3 are:

S0 = {40,1,61 ~ 0.24,(1.1,1.9)},
G0 = {40,2,{c1 ~ 0.24¢, ~ 0.95},(1.1,1.9)},
&30 = {40,3,{g1 ~ 0.24 ¢ ~ 0.65,¢3 ~ 0.95}, (1.1,1.9)}.

The design of the proposed CES suggest the initial gain values (before on-line tuning)
Ko ~ 12A1;, Kup = 20Ko.

The results on the conclusive structural and gain tuning resulting is done on-line
with Step II of Section 4.7.2. As it is done in the implementation of PDE model-based
control studies [42; 36; 22], the reactor dynamics model (4.85) will be simulated with
a standard FD-based numerical PDE solver with N4, = 200 internal nodes, meaning
that the reactor model is composed by of 400 ODEs.
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4.7.1 Robust testing scheme

The tubular reactor is simulated with model (4.85) and N,z = 200. The initial
concentration (or temperature) vector x; (or x,) is set with 10 % (or -5 %) deviation
with respect to nominal value %, (or x,):

X10 = L1x1,  Xp0 = 0.95%,.

The fluctuating error e of the actual closed-loop dynamics (4.2) was generated with
the linear (2nd-order oscillator) parasitic dynamics driven by low-amplitude and
high-frequency (close to resonant one) sinusoidal inputs w;, j = 1,2:

0, = T, m,;(0) =0,
77.’2,]‘ = —/\%w-ﬂ']',l + ZUj(f), 7'[2,]'(0) =0,
e]- = bnTL']',z,

w1 (t) = 0.01sin(50f + 12.57), ws(t) = 0.02sin(25¢ + .35).

where A, ; & 50v;, j = 1,2, with v; are determined in Section 4.2.3,and b, = [1 ... 1]7.

In the testing scheme the tubular reactor is operated over the dimensionless time
interval [0,30]. The closed-loop system (4.85)-(4.86) is subjected to the following flow
feed temperature x>, load input disturbance, feed (w,) and output (w,,) temperature
measurement sinusoidal noises, and setpoint change (AT,):

t e [O/ 30] DX2 = X2 TW2, Xie = Xler Tm = X2,m + Wy, Tm = Xz,m + ATy,

where w;(t) = 0.02sin(2.9t + 71/18), j = 2, m. In addition: (i) over the time subinter-
val [5,25) the feed temperature ;. undergoes step changes sequences (H: Heaviside’s
function)

t€[4,25) : x2,.(t) = Koo+ 0.02[H(t,5) — H(t,10)] — 0.05[H(t,15) + H(t,20)],
and (ii) over the interval [26,30] a control setpoint change was applied
t€[2530]: AT, =02T,H(t—25), X2e= X2e-
The CES (4.86a)-(4.86d) is build with the deviated transport-kinetics parameters
(Pe,y, Pey,) = (0.91Pe,,, 1.11Pe,), 0 =0.95v, (a,,b,) = (1.035a,,1.03b,),

and initial unmeasured state estimate:

(X1, &Xon) = (X1, X20)-
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4.7.2  Gain tuning and structure calibration

The application of Steps IL.1 to I.3 of the gain-structure procedure of Section 4.6.5
yields the CE gains (K, K,,):

KC - 1Iq><q, Kw - 251q><q. (4-88)
The corresponding standard PIAW gain triplets are
(kp,i/ t[,i, ta,i) = (27.37, 0.96, 0.04), 1= 1, - q

with AW integral times ¢, ;: (i) about twenty time smaller than the integral ones t;;,
and (ii) equal or thirty times smaller than the obtained with standard tuning [21; 132].

The advanced control-estimation system (4.69) is used for comparison purposes in
the case g = 1 with the initial state estimates

Xom =Yor (K1 Xon) = (X1, X2), Lo =0
and the triplet gain
(K,Ky,C,) = (1,225,1.5),

drawn from the application of the tuning procedure (Steps 1.1 to IL.3) of Section 4.6.5.
While the control gain K is the one the proposed CES with PIAW control, the observer
gain K,, is ten times faster. This is so because K, = 225 was needed to attain similar
disturbance rejection capability by overcoming, at the cost of some noise propagation,
the dependency of the state feedback control on the slowly convergent unmeasured
state. This agrees with the comparative robust stability assessments of Proposition 4.7
and Proposition 4.8 of the advanced and proposed CESs, respectively.

4.7.3 SISO case

The closed-loop functioning comparison, under nominal and robust testing conditions,
of the proposed SISO PIAW-PWO (4.86), against its advanced Output Feedback control
with Geometric Observer (OF-GO) CES counterpart (4.69), and the State Feedback
controller (SF) (4.52), is performed next with two objectives: (i) corroborate theoretical
results on sensor sensor location, control limits, and attainable behavior under nomi-
nal conditions, and (ii) to show how, as predicted in the theoretical developments,
PIAW-PWO produce the best performance under robust conditions.

4.7.3.1  Nominal functioning

The nominal functioning is performed with the gains and structure obtained with
the robust testing scheme. While the step changes in the inlet temperature and the
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Bi(8)7ea(t)

22(s,1)

Figure 4.7: Nominal closed-loop functioning with sr. Top left: concentration profile c(s, t). Top
center: temperature profile 7(s, t). Top right: control effort B1(s)7.1 (). Bottom left: deviated
concentration profile x1(s, ). Bottom center: deviated temperature profile x,(s, t). Bottom
right: measured T, 1 (continuous blue) and regulated c,(t) (continuous red) outputs and their
setpoints (dashed-dotted cyan or dotted magenta, respectively).

output setpoint are present, the fluctuating disturbances, the parasitic dynamics
and the sinusoidal noise-like signals are not at play. For state feedback control, the
output setpoint change is accompanied with the related value of the control input
that corresponds with the new steady-state. The other controllers, since have integral
actions do not need this actualized data.

In Figure 4.7, Figure 4.8a and Figure 4.9a, the nominal closed-loop control function-
ing with the SF (4.52), the advanced OF-GO CES (4.69), and the PIAW-PWO CES (4.86),
respectively, are shown. The closed-loop estimation functioning of the estimators of
the proposed control-estimation system (4.86) and the geometric one in (4.69) are
shown in Figure 4.8b and Figure 4.9, respectively. The norms of the distributed state
and estimation error and control input profiles are presented in Figure 4.10a.

Regarding control functioning, on one hand, with respect to regulation task, in
terms of settling time, disturbance rejection, control saturation and effort, the SF
yields the best behavior, closely followed by the PIAW-PWO and the OF-GO CESs; on the
other hand, for the setpoint change tracking, while the PIAW-PWO and OF-GO perform
adequately with accurate regulation to the new target steady-state, the SF, which do
not have integral action, lacks behind with large asymptotic deviation.

Specifically, (i) for t € [0,5) (where only response to initial condition is at play) the
PIAW-PWO and OF-GO CESs yield larger overshoots and control effort (due to estimator
error dynamics), (ii) for t € [5,25) (where step disturbances occur) the OF-GO produce
slightly more oscillatory response, and (iii) for + € [25,30] (where control setpoint
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Bi(s)7ea(t)

s(s,1)

(1), e(1,t)

0 5 10 15 20 25 30

(a) Control functioning. Top left: concentration profile c(s,t). Top center: temperature profile (s, t).
Top right: control effort B1(s) 1. 1(t). Bottom left: deviated concentration profile x; (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured 7, 1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Top right: estimated exogenous input ¢(t). Bottom left: concentration estimation
error profile & (s, t). Bottom center: temperature estimation error profile % (s, t). Bottom right: real mea-
sured (T,,1(t)) (dashed-dotted cyan) an regulated ¢, (t) (dotted magenta) outputs and their estimates
(Ty,1(£), 60 (t)) (continuous blue and red, respectively).

Figure 4.8: Nominal closed-loop CE functioning with the advanced OF-GO CEs.

change happens) the PIAW-PWO and OF-GO CESs produce adequate responses while
the SF cannot reach the new operating conditions.

Regarding estimation functioning, in terms of settling time and offset, the estimators
of the proposed PIAW-PWO and OF-GO CESs perform almost equally well, both present



4.7 CONTROL-ESTIMATION SYSTEM FUNCTIONING

Bi(s)7ea(t)

o(5.1)
(1), e(1,1)

(a) Control functioning. Top left: concentration profile c¢(s, t). Top center: temperature profile (s, t).
Top right: control effort 81 (s)7.1(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x; (s, t). Bottom right: measured 7,1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Top right: estimated exogenous input (). Bottom left: estimation error of the
concentration profile & (s, t). Bottom center: estimation error of the temperature profile 7, (s, ). Bottom
right: real measured T, 1 (t) (continuous blue) and regulated ¢, (¢) (dotted magenta) and their estimates
(T,1(£), 60 (t)) (continuous blue and red, respectively).

Figure 4.9: Nominal closed-loop CE functioning with the PIAW-PWO CES.

some expected and allowed persistent estimation error due to the number of ODEs
used for the estimators: 41 for the geometric observer and 40 for the pointwise-like
one, which are the 10 % of the 400 used to simulate the tubular reactor dynamics.

91



92

CONTROL-ESTIMATION SYSTEM DESIGN: EARLY LUMPING APPROACH

02 T T T o T

< ——SF 1 = | |
e I | 7 0.15 (| — OF-GO B
> 015 | ——OF-GO s | PIAW-PWO
Z 0k PIAW-PWO 1 = o1 f ]
| N s VY A Y N i\~ és-cov SEREEI A~aves| .
\ f L |
S ~

3

0 10 15 20 25 3

5
:‘?/ovos F p— ‘\—
o ; ./ |

5 10

0

lZ1.x. (s, D)l
P
s o
g 2
——

N~ . .
00 5 10 15 20 25 30
— 0.1 '
:: )
o )
\:0.05 N
& ; - i
= 0 . ‘\
0 5 10 15 20 25 30
:0.6 T J—
=, =
20 !
202 1 D I rm " . § 1
S A \~—— 5 A e Ll Ll i o]
& 0\' e T KT ) SR
0 5 10 15 20 25 30 % 5 10 5 20 25 30
t t
(a) Nominal case. (b) Robust case.

Figure 4.10: Norms of distributed states in deviation, estimation errors and control input.

As expected, in the regulation task the SF (driven, and benefited, by the exact state
and inputs) has the best overall behavior, with smaller transients and less control
effort, closely followed by the PIAW-PWO and OF-GO CESs, the latter two recover the
closed-loop behavior obtained with the first one after the corresponding transients
(up to observer convergence). In the setpoint change scenario the behavior of the SF
degrades while the PIAW-PWO and OF-GO CESs perform adequately.

To test the sensor location and control limit necessary conditions for robust closed-
loop stability of Proposition 4.5 and Proposition 4.4, on purpose those conditions are
violated. First, the control limit pair condition is met, and the sensor location condition
is violated by placing the temperature measurement at the following location

¢1 =057, Tu1 = X211,

after the hotspot, with bistable zero dynamics. The corresponding norms of the
distributed profiles in closed-loop behavior are presented in Figure 4.11a, showing
that, as expected, the reactor, with the three CES, do not reach the prescribed steady-
state profile pair, and instead it reaches an undesired ignition stable steady-state. The
estimation task is fulfilled showing the efficiency of the estimators in this unfavorable
scenario and confirming their use for monitoring purposes.
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Figure 4.11: Norms of distributed states in deviation, estimation errors and control input for
violated conditions in the sensor location and control limits criteria.

Then, the sensor location condition is met with ¢; ~ 0.24, and the upper control
limit condition violated with

7 =02 <u* =028 (4.89)

The corresponding norms of the distributed profiles in closed-loop behavior are pre-
sented in Figure 4.11b, showing that, as predicted, with the three CES the concentration-
temperature profile pair reaches an undesired extinction steady-state, induced by
control saturation. The estimators, again, function adequately.

4.7.3.2  Robust functioning

In Figure 4.12, Figure 4.13a and Figure 4.14a, the robust closed-loop control func-
tioning with the SF (4.52), the advanced OF-GO (4.69), and the proposed PIAW-PWO
(4.86) CESs, respectively, are shown. The robust closed-loop estimation functioning
of the estimators of the OF-GO and the PIAW-PWO CES are shown in Figure 4.13b and
Figure 4.14b, respectively. The norms of the distributed state and estimation error and
control input profiles are presented in Figure 4.10b.
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Figure 4.12: Robust closed-loop functioning with Sk.Top left: concentration profile c(s, t). Top
center: temperature profile 7(s, t). Top right: control effort B1(s)7.1 (). Bottom left: deviated
concentration profile x1 (s, t). Bottom center: deviated temperature profile x,(s, t). Bottom
right: measured T, 1 (continuous blue) and regulated ¢, (t) (continuous red) outputs and their
setpoints (dashed-dotted cyan or dotted magenta, respectively).

Accordingly, with respect to the regulation task and in terms of settling time,
disturbance rejection, control saturation and effort, and setpoint regulation: the
PIAW-PWO outperforms its OF-GO and SF counterparts. Regarding the estimation task,
in terms of convergence settling time and offset, the estimator of the proposed
PIAW-PWO performs slightly better than the one of the OF-GO. Thus, in agreement
with theoretical developments, the proposed PIAW-PWO CES outperforms the detailed
observer-based OF-GO CES, and the SF, substantially degraded due to its dependency
on the parameters and in spite of using the current state of the tubular reactor.

Specifically, for t € [0,5) (with response to initial condition deviation), with respect
to the PIAW-PWO: (i) the OF-GO has larger settling times with oscillatory response
and large control action, and (ii) the SF has comparatively larger overshoot as well
as asymptotic offset, accompanied by wasteful control action. For t € [5,25) (with
persistent periodic and step disturbances as well as setpoint change) the OF-GO
regulate almost equally well the temperature output as well as the outlet concentration
and the state profiles with larger transients. For t € [25,30] (with setpoint change)
the SF produces large asymptotic offsets on the measured temperature and effluent
concentration, with wasteful control action.

Following the previous results, it is confirmed that the proposed PIAW-PWO CES
(4.86) is the one with the best closed-loop performance in both tasks: control and
estimation. What is left is to assess is there is some benefit of considering the MIMO
cases in comparison with the SISO one. This is evaluated next.
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(a) Control functioning. Top left: concentration profile c¢(s, t). Top center: temperature profile (s, t).
Top right: control effort 81 (s)7.1(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x; (s, t). Bottom right: measured 7,1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).

225

(e,t)

T2.N,

Tt (), Fin,1 (£)

(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Top right: estimated exogenous input i(¢). Bottom left: concentration estimation
error profile & (s, t). Bottom center: temperature estimation error profile 7 (s, t). Bottom right: real mea-
sured (T, 1(t)) (dashed-dotted cyan) an regulated ¢, (t) (dotted magenta) outputs and their estimates
(T,1(£), 60 (t)) (continuous blue and red, respectively).

Figure 4.13: Robust closed-loop CE functioning with the SISO-OF-GO CES.

4.7.4 MIMO case

The s1SO and MIMO for g = 2,3, versions of the proposed PIAW-PWO CES (4.86) are
set with the structures and parameters obtained in Section 4.7.2. The closed-loop CE
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(a) Control functioning. Top left: concentration profile c¢(s, t). Top center: temperature profile (s, t).
Top right: control effort 81 (s)7.1(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x5 (s, t). Bottom right: measured 7,1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile t(s, t). Top right: estimated exogenous input ¢(¢). Bottom left: estimation error of the
concentration profile & (s, t). Bottom center: estimation error of the temperature profile 7 (s, t). Bottom
right: real measured T, 1 (f) (continuous blue) and regulated ¢, (t) (dotted magenta) and their estimates
(T,1(1), 60 (t)) (continuous blue and red, respectively).

Figure 4.14: Robust closed-loop CE functioning SISO-PTAW-PWO CES.

performances under robust testing conditions are presented in Figure 4.14, Figure 4.15,
and Figure 4.16, for the SISO and 2-MIMO and 3-MIMO cases, respectively.

From the simulation results, it can be seen that the proposed PIAW-PWO CES benefits
from the use of a MIMO sensor-actuator configuration: the CES dispose of more infor-
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mation and produce more robust closed-loop behavior in both control and estimation
tasks. Specifically, for t € [5,25) (when inlet temperature step disturbances arise),
regarding control functioning, PIAW-PWO produce precise and coordinated control
actions that have the effect of ensuring the accurate rejection of the disturbances in
the steady-state profiles. Regarding estimation, it is appreciated that the PIAW-PWO
improve their performance since the estimation error at steady-state, in the presence
of exogenous disturbances, decreases as g increases, this in despite of the use a low
dimensional estimation model. Note that this is produced, with an overall control
action that has a similar norm as in the two MIMO and the SISO cases.

Thus, it is concluded that the proposed PIAW-PWO CES (4.86), clearly benefits with
the use of more sensors and actuators and the 3-MIMO configuration produces the
best closed-loop performance, in terms of measured disturbance rejection capabilities
with adequate control effort.

4.7.5 Concluding remarks on control-estimation functioning

The preceding assessment of CES functioning results corroborate and illustrate the the-
oretical developments of Chapter 4, under realistic industrial-like testing conditions:
(i) the proposed PIAW-PWO CES (4.86) outperformed its estimator-based saturated
OF-GO (4.69) counterpart, and (ii) the theoretical-based claim that the proposed CES is
a simplified-robustified application-oriented realization of its and advanced counter-
part has been confirmed with on-line functioning assessment.

It was corroborated: (i) the effectiveness of the proposed passivity-based sensor
location and bifurcation-based control limits selection criteria (Proposition 4.4 and
Proposition 4.5, respectively), and (ii) that the proposed two-gain PIAW tuning is
simpler and more efficient than the conventional three-gain one [21; 132]. With respect
to industrial reactor control, the proposed PIAW-PWO CES design: (i) is simpler, more
systematic and has robust functioning conditions in terms of sensor location, control
limits and CE gains, (ii) has passivity-based sensor location criterion that corresponds
to the industrial one (at the slope inflection before the hotspot) for exothermic tubular
reactors [68; 100; 108], (iii) has simple control limit selection criterion, and (iv) a
two-gain parameterization that enables a simpler and more efficient tuning than the
conventional one.

Finally, it was also concluded that the decentralized MIMO versions of the proposed
PIAW-PWO CES enhance their performance on both CE tasks.

48 SUMMARY OF THE EARLY LUMPING APPROACH

The joint problem of robustly stabilizing, through saturated output feedback control,
and estimating the state of a (possibly open-loop unstable) spatially distributed
continuous exothermic tubular reactor was solved by constructing a CES within an
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(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t).
Top right: control effort Y7 ; B;(s)7.;(t). Bottom left: deviated concentration profile x; (s, t). Bottom
center: deviated temperature profile x,(s, t). Bottom right: measured 7,,;, i = 1,2 (continuous blue)
and regulated ¢, () (continuous red) outputs and their setpoints (dashed-doted cyan or dotes magenta,
respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Top right: estimated exogenous input (). Bottom left: estimation error of the
concentration profile & (s, t). Bottom center: estimation error of the temperature profile 7 (s, ). Bottom
right: real measured 7, ;(t), i = 1,2 (continuous blue) and regulated c,(t) (dotted magenta) and their
estimates (%,,(t),Co(t)) (continuous blue and red, respectively).

Figure 4.15: Nominal closed-loop CE functioning with the 2-MIMO-PIAW-PWO CES.

early lumping-based constructive approach. The solution consists in: (i) a set of
decentralized saturated linear temperature PIAW decoupled from a pointwise-like
state estimator, and (ii) assurance of robust functioning accompanied by a systematic
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(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y>_; B;(s)7,;(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured 7,,;, i = 1,2,3 (continuous blue) and
regulated ¢, (t) (continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta,
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Top right: estimated exogenous input (). Bottom left: estimation error of the
concentration profile & (s, t). Bottom center: estimation error of the temperature profile %, (s, t). Bottom
right: real measured 7, ;(t), i = 1,2,3 (continuous blue) and regulated ¢, (t) (dotted magenta) and their
estimates (7,,;(), & (t)) (continuous blue and red, respectively).

Figure 4.16: Robust closed-loop CE functioning with the 3-MIMO-PIAW-PWO CES.

procedure to choose and tune sensor-actuator configuration, control limits and control-
estimator gains. In terms of a compromise between simplicity, robustness, control
effort and on-line computational load the proposed cCES design outperforms its
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Figure 4.17: Norms of distributed states in deviation, estimation errors and control input for
decentralized SISO, 2-MIMO, and 3-MIMO PIAW-PWO CESs.

advanced counterpart. The robust functioning of the proposed CES was illustrated
and tested with a representative case example through numerical simulation.

Methodologically speaking, the proposed design: (i) is based on a series of (PDE and
ODE) models along off and on-line development steps, (ii) is underlain by feedback
passivity and closed-loop detectability properties, (iii) connects industrial saturated
PIAW with passive control, and (iv) has reduced on-line computational load, attained
with efficient modeling approach for tubular reactors.

The methodology consisted in the use of an efficiently lumped ODE model that is
used fro model-based design of a saturated state feedback controller and a robust
estimator, drawn from sensor dependent passivity and closed-loop detectability
properties. The combination of these algorithms leads to an advanced CES which
assurance of robust stability, and criteria for the selection of sensor locations and
control limits. For reliable functioning and implementation purposes, using model
redesign, the advanced CES was realized as a set of decoupled PIAW and a decoupled
pointwise-like estimator.

The efficiency of the proposed CES was corroborated with an extensive simulation
study leading to conclude that the decentralized MIMO version has better closed-loop
performance in comparison with the SISO case.



Part II1

LATE LUMPING APPROACH

This part of the present study regards the solution of the control-estimation
problem at hand within a late lumping approach. The control-monitoring
design methodology is traversed by a constructive spirit. The unstable
steady-state of the tubular reactor is stabilized by an output linearizing
controller, its stabilizing capabilities are characterized in terms of the num-
ber of sensors and their locations. Then, an additional control term, drawn
with inventory control ideas and feedback passivation by output selection,
is added to the control design to improve closed-loop performance. A
pointwise innovation observer is introduced for output feedback control
and estimation purposes. Exponential stability of the related closed-loop
dynamics are established by using small gain arguments in terms of the
sensor locations and gains. The implementation of the control-estimation
system is done with the employment of the efficient modeling approach to
get an efficient late lumping implementable algorithm. The effectiveness
of the approach is illustrated with closed-loop simulations on the case
study.
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CONTROL-ESTIMATION SYSTEM DESIGN WITH LATE
LUMPING APPROACH

In this chapter, within the late lumping approach, a Control-Estimation System (CES)
will be designed by combining feedback passivity, industrial inventory control ideas,
and nonlinear estimation theory. All this within an application-oriented framework
and exploiting the natural stabilizing mechanisms of the tubular reactor dynamics.

The CES is composed by a state feedback controller and a distributed observer.
The state feedback controller is a partial linearizing control that keeps the open-loop
stabilizing linear terms on the output dynamics. The closed-loop system with this
controller is passivated be choosing a virtual output that produce an inventory-like
control component. Finally, for implementation and monitoring purposes, a pointwise
observer is added to the design. The observer has as unique degree of freedom the
number of temperature measurements and their locations. The Single Input-Single
Output (s1SO) and the Multiple Input Multiple Output (MIMO) cases are considered.
The closed-loop stability is ensured and the efficient modeling approach recalled (see
Section 3.2) for the late lumping implementation of the proposed CEs.

5.1 LATE LUMPING CONTROL-ESTIMATION PROBLEM SETTING

The control problem treated in this chapter, consist in designing, on the basis of

the tubular reactor distributed Partial Differential Equation (PDE) model (2.7), a dis-

tributed CES, to perform the stabilization task of the concentration-temperature profile

pair on an open-loop unstable steady-state of the tubular reactor, and to estimate the

related state of the system. The distributed CES must assure closed-loop stability on

the PDE model (2.7) in a suitable norm and have an efficient implementation.
Specifically, the distributed CES has the form

9 = g<9/ Tm/Xg/ pl GIKQ)/ 9<O) = 90/ (5.1&)
% =E(6,6), (5.1b)
TC = ,u(er TYHIXg/ p/K9/ 6)/ (5'1C)

where 0 is the infinite dimensional internal state, G and £ are the infinite dimensional
functions that determines the internal dynamics of the controller and the estimated
state, and p is the finite dimensional control output map that determines the jacket
temperatures. The CES structure &, (the number of sensor/actuators and their lo-
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cations, design degrees of freedom, and the control set) and gains Ky are given as

611 = (nOO/q/ Q/C R)/ K9 = (KC/KE)/ (51d)

where K, (or K.) contains controller (or estimator) gains, 7. = oo indicates the infinite
dimension of the control-estimation system, g is the number of coolant jacket sections
and sensors, ¢ is the sensor set (2.5b), and 7. C R, indicate that the control action
is unconstrained. The consideration of constrained control action may be explored.
Again, as in the early lumping case and according to [67], only the cases for g = 1,2,3
will be considered. The late lumping approximation, obtained with the application
of efficient modeling approach of Section 3.2, to the CES (5.1a) yields to a finite
dimensional system of the form (2.11).

Throughout this chapter, the notion of stability that will be used is similar to the
one of robust stability employed in Chapter 4, but using the concept exponential
stability in the L2 norm. This property of stability can be used to establish similar
results on Input-to-State Stability (ISS) as the ones employed in Chapter 4.

The remaining of this chapter is structured as follows. First, the PDE model (2.7) is
described in a Hilbert product space in which its open-loop dynamics are character-
ized. Secondly, a state feedback controller with three components, two stabilizing ones
and a third one for performance enhancement is constructed. Finally, this controller
is coupled with a pointwise observer for implementation purposes. The efficient
modeling approach is used to get a late lumping approximation of the controller for
on-line functioning which is assessed in a simulation study.

5.2 OPEN-LOOP DYNAMICS

Here, the tubular reactor PDE dynamic model (2.7) is redefined as an abstract system
in the product space of two Hilbert spaces, one for each distributed state. An integrat-
ing factor is used to get a system with selfadjoint operators, and the related operators
and functions are described in the corresponding Hilbert space. Then, using this
abstract model and within a physical perspective, the interplay between stabilizing
and destabilizing mechanisms of the reactor model are discussed on the basis of: (i)
the characterization of the spectra of the heat and mass transport operators, and (ii)
the dynamic interaction between stabilization by heat transport and destabilization
by heat generation due to chemical reaction.

For the purpose at hand, recall the tubular reactor model (2.7). From standard
modeling assumptions [129], bounded feed temperature, concentration, and coolant
temperature exogenous inputs

T, <) <Th, 0<c(t)<1, 0<t <7t <1,

produce a bounded temperature—concentration state profile [c(s, t) (s, )], over the
spatial s € [0,1] and temporal t € R} domains.



5.2 OPEN-LOOP DYNAMICS

Introduce the deviated weighted state, control, and outputs coordinate change
X1 = wi(s)(c(s,t) = (), x2 = wn(s)((s,t) = (s)),
Te1— T T (1) — Tt
u= : ;Y =(s) : ;2= wa(s)(cz — ),
Teq — Te Ting (1) — Ting
where the weighting functions

Pep Pey, s

w(s)=e 2% wy(s)=e 2°%,
are integrating factors that produce selfadjoint spatial operators. The corresponding
inverses are
e Pey,
wyl(s) = e'?'s, w, 1(s) = e?'s,
The application of the above coordinate change to the PDE reactor model (2.7) yields
to the abstract system

%1 = Ajx; — p1(x1, x2), x1(0) = x99, (5-2a)
X = Arxy + pz(xl,xz) + B,u, XZ(O) = X0, (5.2b)
y=Cyxy, z=0Cxy, (5.2¢)

where x;(s,t) : (0,1) x Ry — H; are the states, each one evolving in the Hilbert space
H;. The initial conditions xjy(s) € H].Z(O, 1), j = 1,2, are defined in the Sobolev spaces
H].Z(O, 1) of functions with second derivative in L2(0,1), u is the vector of control
inputs, y is the vector of measured outputs, and z is the controlled output. A; (or A»),
with domain D(Aj) CH — H, j=1,2,is the selfadjoint heat (or mass) Riesz spectral
operator [38], B, is the input operator, C, and C, are the measured and controlled
output operators, and p is a weighted version of the reaction rate function. All the
definitions are given below

Pey,
%xl, D(Al) = {x1 S 7‘[2 | A1x1 e H, $Bi1x1 = 0} ,

Pe

1
Ale = ﬁagx,'] —
m

4
PL%asx]‘(O,t) — %x](o, t)
pe-0s%i(1, 1) + 3x;(1,1),

1
Aorxy = ﬁang — <h + U) X2, D(Az) = {XQ e H ’ Aoxr € H, (@29@) = 0},
h

%]‘X]‘: [ ], j:1,2, a:m,h,

Byu = vw,fu = vwy éﬁi“ir B = [,31 (s) ... ,Bq(s)] ’
<5(s - g1),wh’1x2>

ny2 = , Cyx1= <(5(S — 1),w,;1x1> ,
<(5(s — gq),wh’lx2>
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p1(x1,x2) = Wy (r(wnjlxl + E,wh_lxz +71)—r(c T)) ,
p2(x1,x2) = wy (r(w,glaq +c, wh_lxz + 1) —r(c, T)) )
The state x = [x; x2]T evolves in the product space

X = {ax)" e H2 | [a(s), n)]" € [, x] x [g,x] Vs € [0,1])

where
x; = —max&(s), xj =1-maxeé(s), x, =7 — max T(s), x5 =1 — max 7(s)
1= X = r Xy = r Xy = :
s€(0,1] s€[0,1] s€[0,1] s€[0,1]
where T~ = min{t,, 7, }, 77 = 17, + max{t,", t," }, and 1, is the adiabatic tempera-

ture rise. H = L%(0,1) is the product Hilbert space of real-valued square integrable
vector functions with inner product ((-)s, (-)2) and induced norm ||(-)||

1
(xl,x2>:/0 x1x2ds, ||x|| =1/ (x,x), x,x1,x2 € H.

H? is the related product space with inner product and induced norm defined as

1
(v y = [ xfvds, xly =yl + el x = o x)T e .

From the Lipschitz boundedness of the function r(c, ) in model (2.7), the following
assumptions on the functions p;(x1, x2) and p2(x1, x2) can be established.

Assumption 5.1. For any admissible state [x1(s,t), x2(s,t)]T € X, the reaction rate func-
tions p]-(xz, x2) € H, j = 1,2, are Lipschitz bounded, i.e.,

loj(xi,x)[| < L [l + L5 [|x2]l, L5 = max_ [9x,p;
x€[x; %

’ ]/Z =12, (53)

where Lﬁﬁ are the Lipschitz constants, and vanishes only at the origin p;(0,0) = 0.

Assumption 5.2. The reaction rate function r(c, T) is strictly monotonically increasing in
the concentration state c, i.e., d.r(t,c) > 0.

5.2.1 Stability analysis of the open-loop dynamics

As it was done in Section 4.2.2 of Chapter 4, the concentration (or temperature) dynam-
ics can be studied as a Lur’e system: a linear component in term (or positive) feedback
with a nonlinearity. This enables to analyze the stability of each individual state by
first characterizing the properties of the linear part and then its interconnection in
negative (or positive) feedback with the nonlinear reaction rate function.
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For the purpose at hand, recall system (2.7) with u = 0,

X1 = A1x1 — p1(x1, x2), x1(0) = x19, (5.4a)
X = Arxo +p2(x1,x2), XZ(O) = Xp0. (5.4b)

The concentration (or temperature) dynamics are composed by the stabilizing linear
mass (or heat) transport operator A; (or Ay) in negative (or positive) feedback with
the nonlinearity p; (or p2), which reflects the stabilizing (or destabilizing) capability
of the sync (or source) effect of the consumption of reactant (or heat generation) by
the chemical reaction. The nonlinearity p; (or p;) interconnects the concentration (or
temperature) with temperature (or concentration) states dynamics.

The spectrum of the operators A;, j = 1,2, denoted as (T(A]-) has real eigenvalues,
for which the algebraic and geometric multiplicities are the same, A;, € 0(A;) C
R, n € IN given by

2 2
w Pe w Pey,
Mp= =t o2 py = T :
1,71 Pem 4 7 2,1’1 Peh 4 U/ (5 Sa)
where the eigenfrequencies w;, # 0 are the solutions to the transcendental equations
P p
tan(wi,,) = —emw;’n 5, tan(wa,) = —ehwi;" 5.
m h
w%,n - <%) w%,n - (T})

The eigenvalues of both operators have the following ordering property

0> )\j,l Z /\j,z Z Tty )}gl;lo /\j,i’l = —, ] = 1/ 2. (S‘Sb)

The associated eigenfunctions, which form a Riesz basis of the state space X, are

. 2w
(Pl,n = Bl,n [sm(wl,ns) + P Ln Cos(wl,ns)] ’ <471,n/ 471,m> = (5n,mr (5-5C)

€m

. 2ws

$2n = Bon [sm(wz,WS) + e, COS(WZ,HS)] AP P2m) = Sum, (5.5d)

where B;,, are normalization constants, d,,, is the Kronecker delta, and n,m € IN.
As a consequence of the previous result, the operators A; are infinitesimal gener-

ators of Cp-semigroups of contractions S;(t) = e”lit that satisfy the spectrum deter-

mined growth assumption [38], i.e.,

1Si(8)]|5 < e Nt j=1,2, —Aj* = sup A, (5.5€)
A€a(A))
with growth bound —A;*, where HS]»HD = SUP)|y|=1 HS]'XH is the operator norm of §;.
Accordingly, the concentration (or temperature) state of the system (5.4) with p; =0
(or po = 0), has the origin as exponentially stable steady-state due to the stabilizing
properties of the mass (or heat) transport operator. What follows is to analyze the
effect of the negative (or positive) interconnection, of the reaction rate function p;
(or p2) with the mass (ore heat) transport operator A; (or Ay), and the effect of the
concentration and temperature interconnection through the reaction rate functions.
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5.2.1.1 Concentration dynamics

The reaction rate function p(x1,x2) € H can be rewritten as

p1(x1,x2) = 01(x1) + 012(x1, x2), (5.6a)
where
o(x1) = p1(x1,0), 012(x1,x2) = p1(x1,x2) — p1(x1,0). (5.6b)

By virtue of Assumption 5.1, the function ¢ satisfies the sector condition

(01 —axy, 01 — 6x1) <0,
which es equivalent to

ab 1
c{x1,01) +d{01,0) < (x1,01), c¢= P d = " (5.7)

and the function 012 (x1, x2) is Lipschitz bounded with respect to x,, uniformly in x1:

lo12(x1, x2) || < L2 ||x2]|, Vaxy. (5.8)

Using the above stated properties, and following a similar procedure as in Sec-

tion 4.2.2.1, the stability of the concentration dynamics is established next considering

the temperature profile as exogenous input and using the direct Lyapunov method.
Consider the Lyapunov functional

Vi = (x1,%1), (5.9)
compute its time derivative along the concentration trajectories of the distributed
temperature dynamics and use (5.6) and (5.7) to obtain

Vi = (1, x1) + (x1,%1),

Arxr — p1(x1,%2), %1) + (x1, A1x1 — p1(x1,%2)) ,

Arxy, x1) + (x1, Arxa) — 2 (o1 (x1, x2), x1) ,

Arxy, x1) + (x1, Arxa) — 2(e1(x1), x1) — 2 (012(x1, x2), x1),

Ajxq,x1) + (x1, A1x1) — 2¢ (x1,x1) — 24 {0(x1), 0(x1)) — 2 (012(x1, x2), x1) ,

o~ o~~~

<
using the fact that
(A, x1) + (21, Arxa) < =227 [, (5.10)
considering that (01, 01) = ||01]|* > 0 and using (5.8), it follows
Vi < =24 [[x]* = 2¢ (x1,x1) — 2 (@12 (x1, %2), 1) ,
< =277 |3 |* = 2¢ a1, ) + 2 [l@ra (o, 22) | |3
< =2(A1 ) [l |® +2L8 (x| ]2l
= 2(A + Vi +2LY x| V.
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Using the comparison lemma [76], the estimate
t
@) < el +18 (e (9t v =i[+>0, G

is obtained for the concentration state. For bounded input ||x2(#)|| < >(t) < €5 and
bounded initial condition ||x19|| < J19, the state is bounded as
912 Q12

L
Hx1(t)” < 5106_1/11‘ + %128; < 19 + le . (5_12)

Thus, the above estimate, shows that the zero solution is exponentially stable when
there is no interconnection with the temperature dynamics, and that the system is
robustly stable with respect to small enough temperature profile trajectories. For
tubular reactors with open-loop multiplicity, the estimate (5.11) holds locally.

Note the the stabilizing effect of reactant conversion by reaction as well as the mass
transport contribute to the convergence to zero of the concentration state as measured
by the two components of v;.

5.2.1.2 Temperature dynamics
Consider the temperature dynamics (5.4b), compute its solution to obtain
t
X () = xp0e”2t + /0 e2Y 9y (x1, x7)dt,

take norms on both sides of the above expression and use the triangle inequality and
the Lipschitz boundedness of p to obtain the estimate

t
2 (8)[] < ||xzo!|e_”2t+L§f/0 I (®) ] dt, v2 = |A5] - L%, (5.13)

For bounded input ||x1(f)|| < e1(t) < €] and bounded initial conditions ||x29|| < 62,
the state is bounded as

L L
[x2(8)| < 20072 + 71283 < dp+ 721 (5.14)

This above stability conditions is satisfied if
vy = A - L2 >0, (5.15)

is fulfilled. Is this is so, (5.14) ensures the local exponential stability of the zero profile
when the concentration dynamics are not present or decay to zero, and local robust
stability when the concentration remains bounded. If the origin is unique, then the
result is valid in the nonlocal sense.

In this case, while the transport operator has an stabilizing effect on the temperature
dynamics, quantified by —AJ, the heat generation by reaction has a destabilizing one
measured by the Lipschitz constant L2
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5.2.1.3 Interconnected dynamics

Recall model (5.4), in the previous two subsections, it has been shown that each indi-
vidual state dynamics, are robustly stable, considering the other state as exogenous
input, in the L2-norm. The stability of the interconnected system can be assessed
with a small gain argument, as in Proposition 3.1, but using the L%2-norm and the
corresponding product space norm ||-|| ;. Accordingly, the next result follows.

Proposition 5.1. Open-loop stability of the distributed dynamics
Consider the tubular reactor abstract model (5.4), assume that (5.11) and (5.13) are satisfied
with vi,vo > 0. If the following condition is met

vV — If%/[f;z >0, (5.16)
then, the zero solution [x1 x2]T = 0 of (5.4) is locally exponentially stable and satisfy
Ix(O)le < Ixollee™, ~A = max 4, =12 A=| L%z] 517
Aeo(Ay) Lgi —1

If the origin is unique, then the result is valid in the nonlocal sense.

Proof. Starting with (5.11) and (5.14), apply Proposition 3.1 to obtain that the zero
solution of the system (5.4) is exponentially stable if condition (5.16) is met. O

A physical interpretation of the previous stability result is as follows: the PDE model
(5.2) is made by two transport-reaction subsystems: each one with a linear transport
operator (A;j, j = 1,2) and a mass (or heat) sink (or source) nonlinear term (p; or p»)
that interconnects both subsystems and have: (i) a positive-feedback destabilizing
effect for the temperature dynamics, and (ii) a negative feedback stabilizing mecha-
nism for the concentration dynamics. From a control perspective, the control aim is
to enhance the heat transport stabilizing mechanism: (i) directly on the temperature
dynamics (5.2a), and (ii) indirectly — trough the temperature profile — on the concen-
tration dynamics (5.2b). In other words, the source of open-loop instability resides in
the impossibility of dominating, through heat transport-exchange stabilization, the
destabilizing contribution due to heat generation by reaction.

Following the previous discussion, the control task is to choose the sensor-actuator
structure and adjust the heat exchange rate so that the positive-feedback due to
heat generation by reaction is dominated with an admissible compromise between
regulation speed, robustness and control effort.
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5.2.1.4 Stability analysis of the case example

To assess if 11,1, > 0, assumption of required in Proposition 5.1, the maximum
eigenvalues of (5.5), for the parameters of the case study (see Table 2.1 in Section 2.5)
the following values are obtained

|)\1*’ ~ 1.94, |)\2*| ~ 2.94.

The computation of ¢ and the Lipschitz constants in (5.16) cannot be performed
analytically, following a similar approach as the one used in Section 4.2.3, the following
values for the lumped and weighted approximations of the reaction rate functions p;
and p, were found

c~045, L[f2~254, L2 ~812, Li?=~>546. (5.18)
Accordingly, the concentration dynamics are stable since

v1 = [AM"|+c~1.94+4 045~ 239 >0, (5.19)
for the temperature dynamics the condition v» > 0 is not fulfilled

vy = | A% — L2 ~ 2,94 — 8.12 % 0, (5.20)

which does not imply the instability of the origin, because v» > 0 in (5.13) is only
a condition of sufficiency, the instability can be corroborated by evaluating the

eigenvalues of linear operator of the distributed linearized model obtained from (5.4).

5.3 STATE FEEDBACK CONTROL

As first step for the CES design, in this section a state feedback controller is build.

Following a constructive approach, a controller with two components is designed: the
first component, with two terms, is a feedback linearaizing control that deals with the
stabilization task, the second components is an inventory-like one, obtained through
feedback passivity, for performance enhancement.

The output measurements of the tubular reactor model (5.2) are given in terms
of the output operator C,, which use has Dirac delta distributions as characteristic
functions (see (2.5a)) of the point temperature measurements y. Nevertheless, it is
well-known that for technical purposes is useful to use an approximation of the delta

functions so that the related output operator is bounded in an induced norm [38].

Accordingly, introduce the synthetic averaged pointlike output

<,)/1/W;71x2>
1 .
3¢ ifselgi—e€,6i+¢€

Yy —= nyZ = ’ r)’i(s) = (5'21)
. 0 else,
(i)
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where 7;(s), i =1,...,q, is the i-th characteristic function, ¢; are the sensor locations
of the sensor set ¢ and 2¢ is the length of the spatial domain in which the temperature
is averaged.

The proposed state feedback controller is decentralized, this is, each jacket temper-
ature depends only on the measurement of the corresponding section. The control
has the form

u = py(x1,x2) + pr,(x1,x2). (5-22)
with output linearizing component y;, driven by temperature point-like measure-
ments, to ensure closed-loop robust stability through favorable modification of the
interplay between stabilizing transport and destabilizing reaction mechanisms, and
component x,, driven by the temperature profile deviation on each jacket section,
to improve transient versus control effort behavior by compensating in inventory
control-like manner [119] the heat excess in the corresponding jacket section.

5.3.1 State feedback stabilizing controller

In the following developments, the state feedback stabilizing control component y;
of (5.22) is built. For this purpose, the following lemma ensures the existence of
a well defined characteristic index equal to one for each sensor-actuator pair. This
result is a consequence of the heat exchange wall diathermicity (v > 0). The notion
of characteristic index is the extension of the concept of relative degree for SISO and
MIMO finite dimensional systems [36].

Lemma 5.1. The reactor model (5.2) has characteristic index equal to one with respect to the
input-output pairs (u,y), because the heat exchange number v > 0 is positive.

Proof. Take the time derivative of the synthetic output (5.21) to get
y=Cyh
= Cy.AQXz + gypz(xl, XZ) + C?,Buu.

Accordingly, the characteristic index of the each entry pair of the input-output pair
(u,y) is one if the term C, B, u is well-defined. Considering the specific structure of
the input B, and the synthetic output C, operators it follows that

<71/Wh_18uu>/ <,)/1/ Wh_lvwhﬁu>/ <,)/1/Ziq:1 ﬁiui>,
gy, Buu = . — _ =0 ' ,
1 1 q
<’)/QI Wh Buu> 7 <’}/q/ “)]’l Uwhﬁu> 7 <’)/q, 2121 ﬁlul> ’
fol 11 L, Biuids, . félj: uqds,
— % : = % . ,

1 Cqte
Joma Z?:1 uyds, gqq—e uyds,



5.3 STATE FEEDBACK CONTROL

the last expression in the previous developments is well-defined given that v,e > 0
and foralli =1,...,q, v, is contained in the support of B;, i.e., [¢i —€,6i +€] C %. O

Accordingly, for the considered tubular reactor class and the particular sensor-
actuator configuration, the fact that the characteristic index one conditions is always
met manifests a connection with joint process—control design [116]: in the collocated
sensor and actuator configuration, the characteristic index is always well-defined,
while in the case of noncollocated configurations the characteristic index may be
infinite [36]. In the present particular noncollocated sensor-actuator configuration the
characteristic index is well defined (as stated in Lemma 5.1).

Consider the decentralized linearizing MIMO state feedback controller

U =M (y,x1,x2), (5-23)

where
#(y,x1,%2) = =B ' (Kyy + Cypa(x1,%2)), (5.23b)
B, = (C!/Bu,2)_1 = %Iqxq' K, = KZ > 0. (5.23¢)

The controller gain matrix K, is diagonal, one entry for each jacket temperature
controller, with gains k,;, i = 1,...,q. The two components of the above controller,
that ensure closed-loop stability with output regulation, are: (i) a nonlinear feedback,
driven by pointlike information of the reaction rate function, to compensate its
destabilizing effect on the temperature dynamics by performing partial linarization,
and (ii) a linear proportional feedback, driven by the pointlike temperature output y,
to improve stabilization by heat transport phenomena.

Note that, on one hand, controller (5.23) is the distributed version of the early
lumping controller (4.54): an output linearizing state feedback law that cancels out the
destabilizing effect of the projection of the nonlinear term p, on the output dynamics
while kept the stabilizing effect of the projected transport operator on the output
dynamics. On the other hand, the distributed version of the controller (4.52) is

u = yl,z(y, X1, X2), (5.24a)
where
w(y, x1,x2) = —B,, ! (Key + CyA2x2 + Cypo(x1,x2)), (5-24b)
1

B, '=(C,B,) ' =~I;x, K.=K!>0, (5.24¢)

v

where K, is a diagonal matrix with diagonal elements k, ;, i = 1,...,q. The properties
of this control law, within a late lumping perspective will be explored in Chapter 6.
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The application of the MIMO state feedback control (5.23) to the reactor model (5.2)
yields the closed-loop dynamics

%1 = Aix1 — 01(x1) — 012(x1, x2), x1(0) = x10, (5.25a)
Xy = A5x0 + Apa(x1, x2), x2(0) = xp0. (5.25b)

where A$ (with domain ) is the heat transport closed-loop operator defined as
ASxy = Ayxy — BBy 'K, Cyxa, D(A5) = D(A). (5.25¢)

The function Ap; is the closed-loop reaction rate, that depends on the considered
configuration of sensor and actuators (number of actuator-sensor pairs and the sensor
locations which manifests through the input and output operators) and is Lipschitz
bounded with respect to its arguments:

Ap(x1,x2) = pa(x1,x2) — ByBy 'Cyp2(x1, x2), (5.25d)
18p(x1,%2) || < L ()l|xa]| + L2 (g) || x2 |- (5.25¢)

Each component of the decentralized controller (5.23) is driven by pointlike in-
formation at each sensor location ¢;, and acts on the i-th jacket domain %; (2.4).
Thus, each controller have the following effects on the temperature dynamics at each
subdomain %;: (i) the stabilizing capability of the heat transport operator is enhanced
by the linear injections —1B,B,, 'K, C, that favorably modifies the spectra of the heat
transport operator A, and (ii) the destabilizing effect of heat generation by reaction

(measured by the sensor dependent Lipschitz constants ijpz(g), Lﬁjgn(g) (5.25€)) is

attenuated by the injection term —B,B,,,~'C,p>.

The effectiveness of the heat removal exchange mechanism associated with the
MIMO state feedback controller (5.23) depends on the choice of the sensor location set
¢: (i) the linear injection must maximize its effect on the the spectrum of the open-loop
operator, and (ii) the compensation of destabilization by heat generation requires
sensor locations at sensitive regions — where the axial slope temperature change is
maximum [101].

The fact that the Lur’e structure of the temperature dynamics (5.2a) is preserved
in the open to closed-loop passage, motivates the subsequent closed-loop stability
analysis: first (in 5.2) conditions for the favorable modification of the spectrum of the
closed-loop heat transport operator A5 are identified, and then (in 5.2) conditions for
the domination of enhanced heat transport-based stabilization over reaction-based
destabilization are presented.

Lemma 5.2. Set b1 = (wpfi, ¢21) and ¢;1 = <'Yi, W;14)2,1>, where ¢, is the first eigen-
function of the selfadjoint transport operator Ay (5.5¢). If the sensor location set ¢ and the
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controller gain K, are selected so that the stabilizability—detectability (5.26a) and diagonal
dominance (5.26b) conditions hold true:

q
Y bigcin >0, (5.26a)
i=1

1
2\ 2
<2?1 ky,i H“’hﬁin Z?:l ky, “’h_lryiH )
I, = < 1. (5.26b)
Y |A21 — X0 Ky ibiocin]

Then the eigenvalues A5, n € N of the operator A5 are bounded as

1
q q q 2\ 2
Asy SAST = Ag1 — (Z ky,ibigcio — <Z Ky i llonBill> Y Ky ||, i ) ) :
i=1 i=1 i=1
(5.26¢)

Thus, the closed-loop operator A5 generates a Co-semigroup of contractions, with growth
bound —AS*(K,, ¢), that satisfies

1S5(t)[lo < e 2. (5.26d)

The proof of the above Lemma is given in Appendix g. This result, indicates the
output injection in (5.23) affects the whole spectrum of the open-loop operator A, in
contrast with modal control, where if a certain stabilizability-detectability condition
is met, an output feedback control that affects only a finite number of slow modes
can be constructed [38; 1]. The left shifting of the entire spectrum requires that for all
n,m € IN it holds that b; ,¢; ,, > 0fori =1,...,4. This condition is only valid in the
collocated case where b; , = ¢;,, for n,m € IN.

Accordingly, Lemma 5.2 gives sufficient conditions to assure the left shifting of the

maximum eigenvalue of the closed-loop transport operator A5 (ensured by (5.26a)).

For the remaining spectra, it is assured, by the diagonal dominance condition (5.26b)
that restricts the gains k, ;, that the eigenvalues, shifted to the left or to the right,
remain inside bounded regions. Thus, the ordering (5.5b) of the eigenvalues (5.5) is
preserved and enables the estimation of the eigenvalues within prescribed bounds by
using modal analysis for infinite dimensional matrices [6] (see Appendix g).

Once the stability of the linear component of the closed-loop heat balance (5.25b)
has been established, it remains to assure the the closed-loop stability of the dynamic
heat balance (5.25b) and its interconnection with the mass balance. This is done
exploiting the Lur’e system property of the heat balance and the bounding condition
for the mass balance established in (5.11).

Proposition 5.2. Stability of the closed-loop system (5.25)
Consider the closed-loop system (5.25) with the MIMO state feedback control (5.23) with
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diagonal gain matrix K, and sensor location set ¢ has the origin as unique steady-state.
Furthermore, the concentration state satisfy (5.11), and let the conditions of 5.2 be met. If the

matrix K,,, and the sensor location set ¢ are chosen so that ve(ky,¢) in (5.26d) and Lﬁf (¢) in
(5.25€) meet the inequality

A
Ap Lxlp (9) LJ%Z

le = |AS" (K, 6)| — Lyt (g) — " >0 (5-27)

with Lipschitz constant L§12 (5.8). Then, there exists M. > 1, and —A. so that

2
(6]l < Mo ve™". (5.28)
Accordingly, the origin of (5.25) is exponentially stable in a nonlocal sense.

Proof. The formal solution of the closed-loop temperature dynamics (5.25) is

t
xa(t) = S5(F)xa0 + /O S5(t — )Ap(x1, x2)dt.

From the application of norms on both sides, substitution of (5.26d), use of the triangle
inequality, enforcement of (5.25¢), and employment of inequality (5.11) it follows that

t
[ESY/RS HMoHe*(””l)tﬂLLﬁﬁ/ e Y |l | dt,
0
t
— —v(t— A A
2] < azl[xz0]le "““raz/o e U (Ll |l | + L |22 )dt.

Apply Proposition 3.1 to obtain that if condition (5.27) is met, then the estimate

]|y < ac [|xo]| e, (5.29)

where a. = a, > 1 and

012
-1 sz

—A; = sup )\j, A, = A
Lxlp —V2.c

/\jEU(AC)

* A
] , Ve = |[AS(Ky,6)| — szp(g)- (5-30)

holds true. O

The stability measure . is composed by: (i) vc(k,,,¢) which reflects enhanced
stability by the artificial heat dissipation induced by the control law (5.23), and
increases linearly with the entries of the gain matrix K, according to (5.26¢)—(5.26d),
(ii) Lﬁf which reflects selfdestabilization of the dynamic heat balance due to the

Y (g) L5y

. . . o Ll (LS .
positive feedback of heat generation by reaction, and (iii) ———2 which measures
the destabilizing potential of the interconnected dynamic mass and heat balances
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5.3.2 Inventory control component

Following inventory control ideas [119], the state feedback control component u,

(5.22) is constructed to improve the behavior of the closed-loop system with the

decentralized MIMO state feedback control (5.23) driven by pointlike measurements.
For this aim, set the inventory control component

_ _ 1
Uy = B, 1ﬂp(x2)/ By e ;Iqxq/ (531)

Thus, the closed-loop dynamics with the controller (5.22) with (5.23) and (5.31) are
X1 = Aix1 — 01(x1) — 012(x1, x2), x1(0) = x10, (5.32a)
Xy = A%JQ + Apz(xl,JQ) + Buup, x2(0) = Xp0. (5.32b)
Consider the control (5.33) with the control map
yp(xz) =—-K;C,x,, C;=B8;,, K= K‘%T > 0, (5.33a)
where K is a diagonal gain matrix and B;, the adjoint of the input operator By, is
(wpB1, x2)
Bix, =v : : (5.33b)
(wnBg, x2)

Note that the above control law considers averaged section-wise temperatures and
works as an inventory component that compensates the excess or shortage of sensible
heat on the corresponding section of the heat balance.

It can be shown, with a standard passivity argument, that the closed-loop sys-
tem (5.32) is passive with a quadratic storage function and the input-output pair
conformed by u, and a new synthetic output 5 given as

3 =C;sx. (5-34)
This result is established next.

Proposition 5.3. Let the conditions of Proposition 5.2 be met. Then, the closed-loop system
(5.32) with the two-component (point (5.23) plus section-wise (5.33) driven) control is: (i)
passive with the storage function

1
V(x) = 3 lx[%, (5.35)

with respect to the input—output pair (u,, 5), and (ii) there are constants a, > 1, and A, > 0
so that for all xo € X

]| < ap [|x0]| €. (5-36)
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Proof. Note that the storage function V(x) is equivalent to
1 2 1 2
V@) =5 Il + 5 o),
1 1
=5 (x,0) + 5 (x2, 22

The time derivation followed by substitution of the closed-loop dynamics (5.32) yields

V(x) < =((x1, A1xq) + (Arxg, x1) + (x2, ASx) + (ASx2, x2) ) —

— (x1,0(x1)) + (%1, 012(x1, x2)) + (x2, Apa (1, %2)) + (x2, Buup),

N —

using (5.10) for A; and \Aj$ it follows

V(x) <Al = A5™ [[xall® = (x1,0(x1)) + (x1,012(x1, %2)) + (%2, Apa(x1, %2)) +
+ <x2/ Buup>/

Proceeding as in Section 5.2.1.1 and using (5.25¢) yields to
V(x) < —v [l |* = vae [lea|l* 4 (L5 + LE,) [|xal] 2] + (2, Buy ),
or equivalently
V(x) < —vp ||x|[3 + (x2, Bunp), vy = max{vy, v} — (L + L,) >0,

which by construction is positive, (v1, v2,c) are defined in (5.11) and (5.30), respectively.
Rewriting the last expression for the time derivative of the storage function with
the control map (5.33) yields to

V(x) < —vp, %[5 + <x2, BuBmflﬂp(x2)> ’

< —vp %1% + Bt (2, Bup (x2))
Substituting B,, " and employing the adjoint representation of B, gives
y 2 1 *
V(x) < —vpllxl% + < (y (32), By )
The substitution of the synthetic output 5 = B, " x, yields

. 1
V(x) < —vplxf% + - (my(2)"5), (5:37)

ensuring the strict passivity of system (5.32) for the input-output pair (u,, 5), with
dissipation rate v, supply rate % <,u;, 5>, and storage function (5.35) [38].
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Considering p#, = —K;3 the exponential stability follows from the dissipation
inequality

. 1
V(x) < —vllxl} - < (5"K.05).

< vy}~ 72 | Bron |,
< —wpllxly — 22 [Bial Il
< —upliely = =2 1 Bial Il
< —vp|lxll%,
and application of the comparison lemma [76]. O

According to the proof of Proposition 5.3, the inventory control component (5.33)
improves the exponential convergence rate with respect to the control (5.23).

The combination of (5.33) and (5.23) yields the proposed MIMO state feedback
Linear-Inventory-like control (LIOF) (5.22) in the form

u= ;ulp(xl,xz), (5.38a)

where
pip (X1, X2) = —B,, ' (K,Cyx2 + Cypo(x1,%2)K;Cx2), (5.38b)
B, ! — %Iqxqr K,=K! >0, K;=KI>0. (5-38¢)

Proposition 5.2 and Proposition 5.3 ensure the closed-loop stability with the pro-
posed controller (5.23) assuming that the sensor locations set ¢ has been chosen
adequately. Nevertheless, these existence-type results does not give guidelines for the
selection of the number of sensors and their locations and the corresponding number
of jacket sections. Accordingly, in what follows, along constructive ideas, a procedure
to determine the sensor location set ¢ and the gain matrices K,;, K, is drawn.

5.3.3 Sensor location and gain selection criteria

Proceeding in a similar manner as in Section 4.3.3, two conditions must be assessed
to construct the sensor location criterion associated to controller (5.38), a static one
and a dynamic one: (i) in the single sensor case, the sensor location must ensures
the uniqueness of the closed-loop origin solution, and (ii) with a single or multiple
sensors the stability measure I, is maximized. These conditions are characterized
next and then a simple procedure for the determination of the sensor location set is
proposed.
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5.3.3.1 Closed-loop steady-state multiplicity

Consider the closed-loop statics associated to (5.32) with controller (5.38) for the SISO
case g = 1:

0 = Axxp + Ap(x1, x2), (5.39b)
y=0, vp=0, z =0 (5.39¢)

It is needed to ensure that no undesired steady-states are present in the closed-loop
statics: the zero solution of (5.39) must be unique.

The statics (5.39) are a constrained boundary value problem that must satisfy the
additional condition y = 0. The solution may be drawn by splitting the heat balance
in two pieces by using the null output restriction as an additional boundary condition:
the right one for the first piece and the left one for the second piece.

According to the previous discussion, since the unique degree of freedom is the
sensor location g1 € (0, 1), it must me swept in its domain to find out the location that
ensure the uniqueness of the zero solution. This can be done with a bifurcation analysis
constructed with the related late lumping model obtained with the application of the
efficient modeling approach (see Section 3.2) to the static system (5.39).

The above procedure, that parallels the zero dynamics multiplicity analysis per-
formed in the early lumping approach (see Section 4.3.3.1), can be elaborated within
an efficient late lumping procedure by using an auxiliary bifurcation analysis and
with the use of a continuation software package such as MATCONT [43]:

Step o: Perform and a late lumping procedure by employing FD or a finite element

approximation and use N4, (or instead use the algorithm presented in Sec-
tion 3.2 to obtain N,) to obtain a large (or efficiently) lumped version of the
static problem (5.39) and rewrite it in partitioned coordinates (4.4).

Step 1: Set k =1 and Gy, = sk

Step 2: Use the actual partitioned closed-loop dynamics to construct the Input-Output

Bifurcation Map (I0BM) (4.11) for g = 1.

Step 3: Collect the steady-states related to the nominal case @ = 0.

Step 4: Plot the first steady-state value X, € X1 C X of the temperature sequence X;

versus the sensor location ¢; in the plane S x X3 1.

Step 5: Set k = k + 1 and proceed again from Step 2, if k = & the procedure stops.

From the previous algorithm, the suitable sensor location region S, a subset of the
spatial domain S = (0, 1), in which the the closed-loop zero solution uniqueness can
be identified. Accordingly, this region is characterized as

Sn={c1 € S|(x1,x2) = (0,0) Is the unique steady-state}. (5.40)
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As long as this sensor location is fixes, in the MIMO cases the uniqueness of the zero
solution for the corresponding closed-loop statics will not change. This, the restriction
61 € Sy can be inherited to the MIMO scenarios (7 = 2,3). The exact location of ¢
together with the locations of the remaining sensors must be established so that the
dynamic condition /. > 0 given in (5.27) is maximized.

5.3.3.2 Sensor locations determination and gain selection

Having characterized the region in which the single sensor case ensure the uniqueness
of the closed-loop zero solution, next the sensor locations can be identified as the
locations that maximize the stability measure [; given in (5.27). An elegant option
would be to maximize I. by setting a mixed-integer optimization problem. Instead,
in what follows, a constructive procedure to choose the control gain-sensor set pair
(Ky, ¢), and as a byproduct the number of jacket sections, is introduced.

The stability measure /. > 0 must be characterized for each possible sensor location
set ¢ restricted with g1 € S;; of the single sensor case, in which the closed-loop origin
of (5.39) is unique, so that the maximum value for [. (5.27) is obtained. Accordingly,
define the hypersurface I'. o (K, = 0,x,,6) as the geometric loci spanned by I, with
null gain and all possible combinations of sensor locations ¢ with the restriction (5.40)
of the SISO case as well as (5.26a) in Lemma 5.2:

q
rc,O(g) = lc,O(Ky = 0q><qz Q)r s.t. {gsiso € Sm/ ly = Z bi,lcl,i # 0} s (5.41&)
i=1

and denote as I'/(¢) the maximum value of the hypersurface A.o(c), i.e.,

I'7)(g) = maxT(g). (5.41b)

Thus, the sensor location set is defined as

¢=1{ci €% CS|Teo(c) =TI (g)}. (5.41¢)

Finally, define T'.(g) as

I'.(K,¢) =Tco(K,¢), st 1,<1 (5.42)

and select the initial gain matrix K, before fine tuning, that ensure the last condition
in the above expression, the gain-restricting condition [, < 1 is given in (5.26¢)

Within a geometric perspective, for the SISO case, g = 1, A.(g) is a curve, while for
q = 2,3 Ac(¢) is a surface and a hypersurface, respectively. Nevertheless, since in the
MIMO cases the sensor ¢; € S, must be fixed, the geometric loci can be replaced for
a curve, for ¢ = 2, and a surface, for g = 3. The application of the proposed sensor
location criterion the case study of Section 2.5 is performed next.
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Figure 5.1: Sensor location criterion: evaluation of the surface I'co(g) (5.41)

5.3.3.3 Application to the case example

The execution of the procedure in Section 5.3.3.2, produces Figure 5.1 which shows
the surfaces I'.o(¢) given in (5.41) for ¢ = 1,2, 3. Thus, the sensors, for each case, must
be placed according to: (i) for the single-sensor case, the sensor location region that
ensures robust stability is (0,0.5), and the sensor is placed at g1 ~ 0.25, where I';o(g)
(5.41) is maximum, (ii) for the two-sensor case, with ¢; ~ 0.25 fixed, the best region for
the second sensor is are ¢, € [0.9,1], thus ¢, ~ 0.98 is chosen, finally (iii) in the three-
sensor case, with ¢ ~ 0.25 fixed, the best regions are {g» € [0.6,0.67], ¢3 € [0.9,1]},
consequently, the positions g2 ~ 0.65 and g3 ~ 0.98 are selected.

It must be pointed out that the preceding sensor location, in the single-sensor case
g = 1, coincides with the industrial criteria [25; 100; 108]: at the convexity—concavity
inflection point before the hotspot of the steady-state temperature profile (where
heat transport diffusion vanishes and stabilization by convective heat transport is
not sufficient to compensate the heat generation by reaction. Similar sensor location
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results have been drawn with different theoretical tools (see [100; 108]). The two-
sensor (or three-sensor) location result of the proposed criterion is also in agreement
with industrial configurations: one sensor before and one after the hotspot.

5.4 CONTROL-ESTIMATION SYSTEM

In this section, a CES is constructed by combining the state feedback controller (5.23)
and a pointwise innovation based observer introduced in [111]. The closed-loop
stability is assured and tuning and implementation guidelines are given

5.4.1 Point-wise observer

The pointwise observer constructed in [111] is considered because it has a simple

structure since the unique parameter to be tunes is the sensor location set for which

there is an a priori selection given in Section 5.3.3. The observer is briefly described

and the main idea behind its functioning and convergence conditions are given.
Consider the following observer

21 = A1%1 — 01(%1, £2), £2(0) = %10, (5-43)
%2 = Axfo + 02(%1, 22) + Buu, £2(0) = %20, (5-43b)
Cy,zfz =Y, (5-43C)
Ze = C:4y, (543d)

composed by a copy of the tubular reactor model (5.43a)-(5.43b) and a pointwise
innovation scheme (5.43c) which directly injects the measured output information
on the dynamic model of the observer, or in other words, the real state of the
tubular reactor model at locations ¢; is imposed as the estimated temperature at the
measurement points ; i = 1,...,q. These output injections enforce the exponential
convergence of the distributed estimation error dynamics to zero. Note that observer
(5.43) is the distributed version of the pointwise-like observer (4.84a)-(4.84d), obtained
by decoupling the CE components of (4.73a) through model redesign (see Section 4.6).
As it is done in [111], to facilitate the stability proof, the pointwise observer (5.43)
is written in enthalpy-temperature coordinate (up to a linear transformation and
assuming that the mas and heat Peclet numbers are equals, i.e.Pe;, = Pey, = D,):

Xy = A1y — vk + B, £,(0) = %30, (5.44a)
Xy = Aok + p(%1, %2) + Buu, £2(0) = %20, (5.44b)
Cypf2 =y, (5-44¢)
2 =%,—%, Z.=0C1%, (5-44d)

where x;, = x1 + x2 is the enthalpy, and the pointwise observer (5.47b)—(5.47¢) is
driven by the point injections of the measured temperatures y at locations .
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Following [111, Theorem 1], the g sensor locations on model (5.44) divide the
temperature estimation error dynamics in g 4 1 intervals

jO - [O/ gl)r t71 = [Qi—lz gi)l l - ]-/‘ . ‘rq/ jq+l - [Qq—lr 1]

On each interval, the heat transport operator A, and the related reaction rate function
in error estimation coordinate

on(%n, X2) = p2(%2 — £y, £2) — p2(£2 — £y, x2), (5-45)
manifest their effects by the section-wise operators A} and reaction rates pj, ; (%), %2).
Exploiting the Lur’e structure of the dynamics on each interval, the exponential
convergence of the estimation error dynamics can be drawn in terms of the eigenvalues

of the transport operators (sensor locations dependent), the Lipschitz constants of the
function (5.45), and the system parameters. This is summarized next (see [111]).

Theorem 5.1 ([111]). Consider the tubular reactor (5.2) with sensor set ¢. Let LY , LY,
i =0...,q9+ 1 denote the Lipschitz constant of the function (5.45). The estimation errors
%o = %2 — xo, and %y, = %y, — xy, vanish exponentially if: (i) the local temperature dissipation
inequalities are met (with w1, wa 411 being the smallest solutions for ws y in (5.50)):

2
w5 4 Pe on
0 = : — —L 0,
VT Pegy T g TR

2 Pe
@0 =-——+—+v—L >0, Vi=1,..,.q,
" Pe(gi—g¢ii1) 4 = !
2
W3 ,0+1 Pe
() = —_— —Lph O,
T Pe(1—¢y) Ty TV ey

and (ii) the following global dissipation condition holds

ang
M <o) o (5.46)
i=1 1

with A1™ the growth bound of the Cy-semigroup of contractions generated by Aj.

5.4.2 Control-estimation system and closed-loop stability

The implementation of the proposed MIMO state feedback control (5.38) with the
pointwise observer (5.43) yields the Linear-Inventory-like control-Pointwise Observer
(LIOF-PWO) CES:

X1 = Aix1 — p1(%1, %2), £2(0) = 10, (5.47a)
%2 = Ao%o + p2(%1, %2) + Buu, £2(0) = %20, (5-47b)
Czﬁz =Y, (5-47C)
8, = Cofty, (5.47d)

u = py, (%1, %2). (5-47¢€)
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where
prp(21,%2) = —Bu " (K,Cya + Cypa(R1, %2) + K;C;55%2). (5.471)

The corresponding closed-loop system, considering the enthalpy-temperature coor-
dinate for the pointwise observer, is given as

Xy = A%, — v, %(0) = Fpo, (5-48a)
Xo = AxXp + oy (%, %2), %,(0) = o, (5.48b)
Cyaka = 0y, (5.48¢)
X1 = Aixy — o(x1) — 012(x1, x2), x1(0) = x10,  (5.48d)

Xp = .AEXZ + Ap(xl,xz) +Exr + Bu,ye(il, fz), XQ(O) = X70. (5.488)

where py,, defined in (5.45), is Lipschitz bounded in the estimated states uniformly in
the actual ones, with constants L%?, j=h,2,and

ye(fl,fz) = y,p(xl + X1, X%+ %) — ]llp(xl,XZ), Exy = BuBmflKgBsz.

Sufficient conditions for the stability of the zero solution (%,xT) = (0,,0,)7,
¥ = [%), %2]T, x = [x1 x2]7, of the preceding closed-loop system (5.48) are given next.

Proposition 5.4. Closed-loop stability of system (5.48)

Consider the closed-loop system (5.48) with the MIMO CES (5.47) and let K,,, K, ¢ be chosen
so that the conditions of 5.2, 5.3 (closed-loop stability with MIMO state feedback control (5.38))
and 5.1 (pointwise observer convergence) are met. Then, the steady-state (%,x) = (0,0) of the
closed-loop system (5.48) is exponentially stable.

Proof. Proposition 5.1 ensures the existence of constants 2, > 1 and v, > 0 so that the
estimation error dynamics (5.48a)-(5.48b)-(5.48c) are exponentially bounded as

12()]] ¢ < ae ||%o]| x e

By construction, from Proposition 5.2 and Proposition 5.3, subsystem (5.48d)—(5.48¢e)
without interconnection is exponentially stable and satisfy (5.36). Consequently, the
solution of (5.48d)—(5.48e) is bounded as

t
(D)l < llxoll €™ + [|Bull (LE; +Lfé§)/0 e MUY %]y dt.

Note that the above estimates compose a cascaded system, thus, from the application
of Proposition 3.1, it can be concluded that, if A,, Ac > 0, or equivalently the conditions
stated in Proposition 5.4 are met, each state of the cascaded interconnected system
converges to the zero solution exponentially with decaying rate —A,, given by

A 0
—Aye = max {Re/\]‘}, Axe = [ yec He ]
/\]E(T(Axe) HBMH (th + sz) _/\E*
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The preceding results establish nonlocal exponential stability in the domain of
interest X'. In the presence of additive disturbances and parameter uncertainty, Propo-
sition 5.4 ensures roust stability in the sense of Input-to-State Stability (ISs) for
parabolic systems (see [80; 75]) of the nonlinear closed-loop system (5.48). This estab-
lishes a compromise between stabilizing capabilities and selection of suitable gains
such that the LIOF-PWO CES ensures good performance.

5.5 EFFICIENT LATE-LUMPING IMPLEMENTATION AND TUNING

Here, as final application-oriented step, the efficient modeling approach of Section 3.2
is applied to obtain an efficient late lumping implementation of the proposed LIOF-PWO
CES. Note that differently from what is done in Section 4.6, the implementation of the
proposed CES in done with the use of the advanced observer (4.86a)-(4.86d) coupled
with the control law (5.23) since it is not possible to realize the tubular reactor model
(4.13) as a simplified model with am instantaneously observable load input.

The proposed MIMO LIOF-PWO CES (5.47) in explicit original coordinates (2.9) is

N 1 . N A
01 = 5 —95%1 — 31 — (R, %)
em
. 1 N N . L
df2 = pThagXZ — 982 — vR2 + (%1, X2) — vBTC
1 . N .
TasX1(0/t) = X1(0,t) = x1e(t),  9sX1(1,t) =0
€m
1 . . .
T%aSXZ(OI t) = XZ(OI t) - XZ,e(t); aSXZ(lf t) =0
X1(5,0) = X10(s)
X2(Sr0) = XZO(S)r
X2(git) = Ti(t), i=1,...,q,
Xz = Xl(l

where the entries of the control map u,, are

R _ 1 /1 feite . _ A _
ni(X1,X2) = T — v<2<—: /g_e (ky,i(XZ —X2) + (r(X1, X1) —T(X1/X1))) ds+

+k, (11) e~ Pens (X2 — X2) ds), i=1,...,q. (5-49)

q

Recalling the FD-based spatially discretized version of model (2.7) with efficient
discretization order (3.31), to construct the efficient late lumping version of the above
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controller (see Section 3.2.1). The application of the measured-unmeasured partition
(4-4) (see Section 4.2.1) yields the implementable LIOF-PWO CES :

X1 = A1x1 +Baikie — (R X2) %1(0) = %10, (5.502)
Xow = A" Rom + A" Rom + BioXoe + tn(X1, Ron) + BioTer X2 (0) = &2 50, (5.50b)
Kom = T, (5-50¢)

Co=Cik1, X2= CZ;XZ,n + CyT,zxz,mr An=Z(%), (5.50d)

Te =ty (X1 X2), (5.50€)

where the state of the finite dimensional observer are given by the sequences %; =
Rig - )E]',NE]T, j = 1,2. The entries of the control map u,,, with the parameter €
chosen small enough, are

A . 171 _ . o
Vi(Xl/ XZ) = T, — ; <2€ (ky,i(Tm,i - Tm,i) + (rm,i(Xl,miz Tm,i) — rm,i(Xl,miz Tm,i))) +
iNe
1 ! —Peysi (4 =
+ k‘s,iﬁ Z € (Xz,k - Xz,k) . (5.50f)
e e (i=DNe

The spatial integrals in controller (5.49) have been approximated with the Gaussian
quadrature rule, but other approximations might be used, i. e., the trapezoidal rule.

The MIMO LIOF-PWO CES implementation (5.50) has the following structure &, and
gains Ky, that must be chosen to ensure good closed-loop performance:

¢=1{2N,—q,9,¢, U}, Ky=K. = (K, K)), (5.51)

where the dimension of the CES is ny = N,, where N, is the efficient discretization
order, determined in Section 3.2, 2N, — ¢ is the dimension of the pointwise observer,
q is the number of actuator-sensor pairs, each one paired with a controller. The sensor
location set ¢ includes the number of sensors q and their locations, determined in
Section 5.3.3. The control is unconstrained and the gains matrices (K, 0, K;0) must be
chosen with to the procedure given in Section 5.3.3.2.

The theoretical developments of the previous sections are summarized next in
a structure-gain tuning procedure. The first step, of off-line structural tuning, in-
clude the determination of the: (i) efficient model order n, = 2N,, (ii) the sensor set
¢, and (iii) a priori (before implementation) gain values (K,, K;). The second step,
for on-line gain tuning and structure calibration, is set in the light of simulation-
based conventional-like tuning guidelines for robust functioning: with realistic initial
condition, input step and fluctuating disturbance, and parameter and actuation-
measurement errors).

Step I: Off-line structural tuning;:
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I.1 Use the efficient modeling approach of Section 3.2 to draw the late efficient
discretization order N, use the model order n, = 2N, for the remaining off-line
structural and on-line gain tuning and structure calibration.

I.2 Use the bifurcation-based procedure of Section 5.3.3.2 to characterize the closed-
loop multiplicity of (5.39), to determine the admissible sensor set S, for g =1

Sm={¢1 € S|(x1,x2) = (0,0) is the unique steady-state}, (5.52)

and choose the location which maximize the stability measure /. according to
and the sensor location criterion (5.41).

L.3 From the procedure inSection 5.3.3.2, choose the initial gain matrix K, o, before
fine tuning, that ensures the fulfillment of conditions in Lemma 5.2.

I.4 Set the closed-loop system with the proposed control-estimation system (5.50) in
the robust testing mode with appropriate: (i) parameter errors and measurement
noise, as well as load input and setpoint changes, (ii) initial state and estimate
errors, (iv) measurement noise.

Step II: On-line gain tuning and structural-gain fine adjustment:

I.1 Set the control gain matrix K, as in step 1.3 and K five times faster than the
natural output response of the system. Repeat the procedure for each output.

II.2 Perform fine calibration: adjust the stage number N,, sensor locations ¢, and the
control gain matrices to improve behavior.

II.3 The number g of actuator-sensor pairs can be incremented up to 2 or 3 to explore
if there is some behavior improvement.

For the case study of Section 2.5, the execution of step I.1 of the above procedure
was done in Section 3.2: the efficient model order for on-line implementation of the
MIMO LIOF-PWO CES (5.50) is n, = 2N, = 40.

56 CONTROL-ESTIMATION SYSTEM FUNCTIONING

In this section, the proposedthe MIMO LIOF-PWO CES design is: (i) illustrated and
tested with the case study described in Section 2.5 with open-loop multiplicity and
closed-loop operation about an unstable steady-state, and (ii) compared with a recent
adaptive control design that has been applied to multi-jacket reactors [26; 27; 28].
Closed-loop behavior under nominal testing (without measurement noise, distur-
bances and model parameter errors) is employed to corroborate theoretical results
and assess attainable control functioning. Closed-loop behavior under robust testing
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(with measurement noise, disturbances and model parameter errors) is employed to
assess control functioning under realistic industrial conditions.

The application of the off-line Step I of the tuning procedure given in Section 5.5 to
the case study (see Section 2.5), was performed in Section 3.2.3 for the model order,
and in Section 5.3.3 for the sensor location in the three cases g = 1,2, 3. Accordingly,
the initial (before fine adjustment) control structures for g = 1,2, 3 are:

610 = {40,1,61 = 0.24, U}, (5-53)
G20 = {40,2,{¢1 = 0.24¢>, ~ 095}, U}, (5.53b)
a0 = {40,3,{c1 ~ 024 ¢, ~ 0.65,c3 ~ 0.95}, U}, (5-53¢)

where the sensor locations have been fitted to the closets discretization grid points.
The procedure in Section 5.5 suggests the gains

KC,O - (Ky,O/ Kz,()) - (07/ 15)/ (553d)
02 O 1 0
Ko = (K,0,K;s0), K,o= , K= p (5-53€)
0 05 0 5
02 0 0 02 0 0
Ko = (Ky0, K50, Kyjo=10 05 0], Kypo)=1]0 5 0f- (5-53f)
0 0 05 0 0 5

The results on the conclusive structural and gain tuning resulting on the on-line
Step Il is the subject of the subsequent developments.

5.6.1 Robust testing scheme

The tubular reactor is simulated with (4.85) with N4, = 200 internal nodes, meaning
that the reactor model (4.1) consists of 400 ODEs. The testing scheme for the robust
functioning assessment of the proposed MIMO LIOF-PWO CES (5.50) with order ng =
2N, — g = 37 is set as follow.

The initial concentration (or temperature) vector x; (or x,) is set with 10 % (or -5
%) deviation with respect to nominal value x; (or ,):

X0 = L1X1, X290 = 0.95%>.
The fluctuating error e of the actual closed-loop dynamics (4.2) was generated with

the linear (2nd-order oscillator) parasitic dynamics driven by low-amplitude and
high-frequency (close to resonant one) sinusoidal inputs w;, j = 1,2:

7:L'1,]' = 7'[2,]', 7'(1,]'(0) = 0,
7:(2,]‘ = —Agw-ﬂ']ﬂ + '(/U]‘(t), 7'[2,]'(0) =0,
ej =bnrp,

w1 (t) = 0.01sin(50f 4+ 12.57), wy(t) = 0.02sin(25¢ + .35).
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where A, ; ~ 50v;, j = 1,2, with v; are determined in Section 4.2.3, and b, = [1 ... 1]7.

In the testing scheme the tubular reactor is operated over the dimensionless time
interval [0,25]. The closed-loop system (4.85)-(4.86) is subjected to the following flow
feed temperature x», load input disturbance, feed (w,) and output (w,,) temperature
measurement sinusoidal noises

t e [0/ 30] DX2 = X2 T W2, X1 = Xler Tm = X2,m + W,

where w;(t) = 0.00sin(2.9t + 71/18), j = 2, m. In addition, over the time subinterval
[5,25) the feed temperature x». suffers step changes sequences (H: Heaviside’s
function)

t € [4,25) : x2,.(t) = X2, +0.02[H(¢t,5) — H(t,10)] — 0.05[H(¢t,15) + H(t,20)]
The CES (4.86a)-(4.86d) is build with the deviated transport-kinetics parameters
(Pe,y, Pey) = (0.91Pe,, 1.11Pe;), 0 = 0.95v, (a,,b,) = (1.035a,,1.03b,),
and initial unmeasured state estimate:
(X1 Xon) = (X1, Xon)-
5.6.2  Gain tuning and structure calibration

The application of Steps II of the gain-structure procedure of Section 5.5 yields the
adjusted structures

610 = {40,1,61 = 0.24, U}, (5-54a)
G20 = {40,2,{c1 = 0.24¢, ~ 095}, U}, (5.54b)
¢30 = {40,3,{c1 = 0.246, ~ 0.65,63 ~ 0.95}, U}, (5.54¢)

and the final gain tuning

Kq,O = (Ky,Or K;,,O) = (0~7/ 15)/ (554d)
02 0 02 0
K 0 = KI ,O/Kg,O 7 K1 0= K 0= ’ (5546)
10 = Kyo Ks0), Ky [ 0 05 ’ 0 15
02 0 0 02 0 0
K;0 = (Ky0,K;0, Kjo=10 05 0|, Ko=]0 15 0. (5540
0 0 05 0 0 15

In all cases, the initial sensor locations produce nice performance and are kept as
the initial setting (5.53d).
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Figure 5.2: Nominal closed-loop functioning with SF. Top left: concentration profile c(s, t). Top
center: temperature profile 7(s, t). Top right: control effort B1(s)7.1(f). Bottom left: deviated
concentration profile x (s, t). Bottom center: deviated temperature profile x,(s, t). Bottom
right: measured T, 1 (continuous blue) and regulated ¢, (t) (continuous red) outputs and their
setpoints (dashed-dotted cyan or dotted magenta, respectively).

5.6.3 SISO case

The closed-loop functioning comparison, under nominal and robust testing condi-
tions, of the SISO version of the proposed LIOF-PWO CES (5.50), against its detailed
model-based state State Feedback controller (SF) counterpart (5.23), is performed
next with two objectives: (i) corroborate theoretical results on sensor location and
attainable closed-loop functioning (under nominal conditions), and (ii) to show how
the controllers perform under realistic unfavorable operating conditions.

5.6.3.1 Nominal functioning

The nominal functioning is performed with the gains and structure obtained with
the robust testing scheme. Step changes in the inlet temperature, the fluctuating
disturbances, and parasitic dynamics are not at play.

In Figure 5.2 and Figure 5.3a, the nominal closed-loop control functioning with
the SF (5.23) and the LIOF-PWO CES (5.50) are shown. The corresponding estimation
functioning is shown in Figure 5.3b. The norms of the distributed state and estimation
error and control input profiles are presented in Figure 5.4a.

Regarding control functioning, on one hand, with respect to regulation task, in
terms of settling time, disturbance rejection, and control effort, the SF yields the best
behavior, closely followed by the LIOF-PWO CES.
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(a) Control functioning. Top left: concentration profile c(s,t). Top center: temperature profile (s, t).
Top right: control effort B1(s) 1 1(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured 7, 1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).

(s,1)
Ty, (ct)

Z1N,

(b) Estimator functioning. Top left: estimated concentration profile ¢é(s, t). Top center: estimated tempera-
ture profile (s, ). Bottom left: concentration estimation error profile & (s, t). Bottom center: temperature
estimation error profile 7, (s, t). Bottom right: real measured 1,1 (t) (continuous blue) and regulated
Co(t) (dotted magenta) and their estimates (1,1 (¢), & (t)) (continuous blue and red, respectively).

Figure 5.3: Nominal closed-loop control functioning with the SISO LIOF-PWO CEs.

Specifically, the LIOF-PWO: (i) for t € [0,5) (response to initial condition) yields
larger overshoots and control effort (due to estimator error dynamics), and (ii) for
t € [5,25) (where step disturbances occur) produce slightly more oscillatory response.

With respect to estimation functioning, in terms of convergence settling time and
offset, the estimator of the proposed LIOF-PWO performs well and present some
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(a) Nominal case. (b) Robust case.

Figure 5.4: Norms of distributed states in deviation, estimation errors and control input.

expected and allowed persistent estimation error due to parameter uncertainty and
modeling errors.

As expected, in the nominal setting, the SF, benefited from full state knowledge,
presents the best behavior and corroborates the efficiency of the proposed control law.
The LIOF-PWO produce acceptable performance driven by a pointwise observer.

To test the sensor location condition needed for the adequate closed-loop func-
tioning, given in Section 5.3.3.2, on purpose the sensor location condition (5.40) is
violated,i. e.., the sensor is placed at the following location

61 =057, Tu1 = X211,

after the hotspot, where I'yo(g) < 0. The corresponding norms of the distributed
profiles in closed-loop behavior are presented in Figure 5.5, showing that, as expected,
the reactor, with all the controllers, does not reach the prescribed steady-state profile
pair, and instead it reaches an undesired ignition stable steady-state. The estimation
task is fulfilled showing the efficiency of the estimator in this unfavorable scenario
and confirming their use for monitoring purposes.
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Figure 5.5: Nominal case where the sensor location condition is not met: norms of distributed
states in deviation, estimation errors and control input.

5.6.3.2 Robust functioning

In Figure 5.6 and Figure 5.7a, the robust closed-loop control functioning with the
SF (5.23) and the advanced SISO LIOF-PWO CES (5.50), respectively, are shown. The
robust closed-loop estimation functioning of the estimator of the proposed CES (5.50)
is shown in Figure 4.13b. The norms of the distributed state and estimation error and
control input profiles are presented in Figure 5.4b.

From these simulation results, with respect to the regulation task and in terms of
settling time, disturbance rejection, and control effort: the LIOF-PWO CES outperforms
its SF counterpart. Regarding the estimation task, in terms of convergence settling time
and offset, the estimator of the proposed CES efficiently executes the estimation task.
Thus, in agreement with theoretical developments, the proposed CES outperforms
the SF which is substantially degraded due to its dependency on exact knowledge of
parameters and in spite of knowing the real state of the tubular reactor.

Specifically, for t € [0,5) (with response to initial condition deviation): (i) the CES
produces slower measured-regulated outputs and state settling times with small
oscillations and adequate control action, and (ii) the SF has comparatively larger
output and state overshoot as well as asymptotic offset, with wasteful control action.
For t € [5,25) (with persistent periodic and step disturbances as well as setpoint
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Bu(s)7ea(t)

Figure 5.6: Robust closed-loop functioning with Sr. Top left: concentration profile c(s, t). Top
center: temperature profile 7(s, t). Top right: control effort B1(s)7.1(f). Bottom left: deviated
concentration profile x (s, t). Bottom center: deviated temperature profile x,(s, t). Bottom
right: measured T, 1 (continuous blue) and regulated ¢, (t) (continuous red) outputs and their
setpoints (dashed-dotted cyan or dotted magenta, respectively).

change) the CES presents enhanced attenuation of the inlet temperature disturbances
on the measured and regulated output as well as on the distributed profiles.
Following the previous results, it is confirmed that the proposed LIOF-PWO CES
(5.50) is the one with the best closed-loop performance in both control and estimation
tasks. What is left is to assess is there is some benefit of considering the MIMO cases
in comparison with the SISO one. This is evaluated next in robust testing conditions.

5.6.4 MIMO case

The si1sO and MIMO, for g = 2,3, versions of the proposed LIOF-PWO CES (5.50) are set
with the structures and parameters given in (5.54). The closed-loop CE functioning
under robust testing conditions are presented in Figure 5.7, Figure 5.8, and Figure 5.9,
for the SISO, 2-MIMO, and 3-MIMO cases, respectively.

From the simulation results, it can be seen that the MIMO cases benefits from the
use of additional information of the system and produce more robust closed-loop
behavior in both control and estimation tasks. Specifically, for t € [5,25) (when inlet
temperature step disturbances arise), regarding control functioning, the decentralized
controllers produce precise control actions that coordinate and attenuate the effect of
the disturbances in the steady-state profiles. Regarding estimation, it is appreciated
that the pointwise-like observers improve their performance since the estimation
error, in the presence of exogenous disturbances, decreases as the number of sensors
increase. Thus, this rejection capability is enhanced as the number of actuator-sensor
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(a) Control functioning. Top left: concentration profile ¢(s, t). Top center: temperature profile (s, t).
Top right: control effort 1 (s)7.1(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x5 (s, t). Bottom right: measured 7, 1 (continuous blue) and regulated ¢, (t)
(continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta, respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tempera-
ture profile (s, t). Bottom left: concentration estimation error profile & (s, t). Bottom center: temperature
estimation error profile 7, (s, t). Bottom right: real measured T,,1(t) (continuous blue) and regulated
Co(t) (dotted magenta) and their estimates (1,1 (¢), & (t)) (continuous blue and red, respectively).

Figure 5.7: Nominal closed-loop control functioning with the SISO LIOF-PWO CES.

pair increase. No that this is produced, with an overall control action that has a similar
norm as in the two MIMO cases and SISO one.

Thus, it is concluded that the proposed LIOF-PWO CES (5.50), clearly benefits with the
MIMO with g = 3 as the one that produces the best performance. Further enhancement
can be achieved if the efficient model order n, = 2N, is increased up to n, = 160.
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(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y2, B;(s) 7, (t). Bottom left: deviated concentration profile x; (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured T, ;(t), i = 1,2 (blue continuous) and
regulated ¢, (t) (red continuous) outputs and their setpoints (dashed-dotted cyan and dotted magenta,
respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile ©(s, t). Bottom left: estimation error of the concentration profile ¢ (s, t). Bottom center:
estimation error of the temperature profile % (s, t). Bottom right: real measured 7, (), i = 1,2 (continu-
ous blue) and regulated ¢, (t) (dotted magenta) and their estimates (1, ;(t), & (t)) (continuous blue and
red, respectively).

Figure 5.8: Robust closed-loop control functioning with the 2-MIMO-LIOF-PWO CEs.
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z1(2,)

(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y°>_; B;(s)7,(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured 7,,;(t), i = 1,2,3 (blue continuous) and
regulated ¢, (t) (red continuous) outputs and their setpoints (dashed-dotted cyan and dotted magenta,
respectively).

(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Bottom left: estimation error of the concentration profile ¢ (s, t). Bottom center:
estimation error of the temperature profile 7 (s, t). Bottom right: real measured 7, ;(t), i = 1,2,3 (con-
tinuous blue) and regulated ¢, (t) (dotted magenta) and their estimates (f,,;(t), & (t)) (continuous blue
and red, respectively).

Figure 5.9: Robust closed-loop control functioning with the 3-MIMO-LIOF-PWO CEs.
5.7 SUMMARY OF THE LATE LUMPING APPROACH

A MIMO CES, build as an observer-based output feedback controller with linearizing
and inventory-like control components has been drawn for a multi-jacket exothermic
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Figure 5.10: Norms of distributed states in deviation, estimation errors and control input for
decentralized SISO, 2-MIMO, and 3-MIMO LIOF-PWO CESs.

tubular (possibly open-loop unstable) reactor. The problem has been solved within
a constructive framework, by fruitfully combining concepts from chemical reactor
engineering, PDE control systems theory, and efficient late lumping. The methodologi-
cal solution is a pointwise observer-based state feedback stabilizing controller with:
(i) the multi-jacket structure as design degree of freedom, (ii) closed-loop stability
condition in terms of control gain and MIMO structure, (iii) gain-structure tuning
guidelines, and (iv) an efficient late lumping on-line implementation.

The control component of the CES has three components: (i) the first two, that ensure
closed-loop stability, are a pointwise driven linearizing controller that compensates
nonlinear destabilization by reaction and retains stabilizing effects of heat transport,
and (ii) the third one, which underlain by passivity improves functioning versus
control effort, resembles a calorimetric industrial control. The proposed approach: (i)
systematizes and improves existing designs for single or multi-jacket reactors, and (ii)
includes, as key application-oriented ingredient, formal closed-loop stability proofs
and efficient late lumping. The design was applied to stabilize the open-loop unstable
steady-state of the reactor example of Section 2.5 through numerical simulation.
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Part IV

FROM EARLY TO LATE LUMPING AND VICE VERSA

This is an exploratory chapter in which the proposed control-estimation
systems, either designed within a early or late lumping approach, are
put in perspective between them. This is done by, first, performing a
simulation-based comparative study, including comparisons with an ad-
ditional control-estimation scheme composed by an existing adaptive
controller (which produce distributed control action) and a pointwise ob-
server. Then, the extension of the early and late lumping design strategies
to their opposites, late or early, is explored in an informal manner. At last,
the benefits and advantageous characteristics of the control component of
each control-estimation systems are combined to produce an algorithm
that have nice characteristics of both approaches.
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GOING FROM EARLY TO LATE LUMPING AND VICE VERSA

As solutions to the control-estimation problem for a distributed tubular reactor,
established in Section 2.3, two different decentralized Multiple Input Multiple Output
(MIMO) Control-Estimation System (CES) have been designed: (i) the PI control with
AW scheme-Pointwise Observer (PIAW-PWO), and (ii) an the Linear-Inventory-like
control-Pointwise Observer (LIOF-PWO). The first system constructed within a early
lumping approach and the latter one within a late lumping approach and both
employing an efficient lumped model for implantation.

In this chapter, the advantages of each design are highlighted by performing a
simulation study where the proposed 3-MIMO CESs with constrained control action
are compared with a MIMO CES build as the combination of an existing adaptive
constrained controller and the pointwise observer proposed in [111]. Then, the con-
struction of each control-estimation system starting in the opposite lumping approach
is explored, i.e., a try to mimic each methodology starting in the opposite, late or
early lumping, is studied without establishing formal proofs. Furthermore, alternative
methodologies to perform this methodological extension are delineated. At the end
of the chapter, both proposed CESs are combined to obtain a new scheme that have
the benefits from both approaches, its performance is shown through simulations.

6.1 COMPARISONS WITH ADAPTIVE CONTROL-ESTIMATION SYSTEM

The closed-loop performance of the two proposed 3-MIMO CESs, the early (4.86) and
the late (5.50) lumped ones, with constrained control are compared with a 3-MIMO
adaptive output feedback controller with constrained distributed control, composed
by an adaptive proportional controller [28] and the pointwise observer (5.43).

While the PIAW-PWO is implemented as in (4.86), the control map of the LIOF-PWO
is saturated to account for limited control action, i.e., (5.50e) is replaced by

N
Sat:; Hm1 (X1, X2)
Tc = :um,s (X\ll)’(\z)/ ”lm,s = ’
+
Sat:z— Himg (X1, X2)
where each entry p,,;, i =1,...,q is given in (5.50f). The control limits obtained for
the PIAW-PWO (4.86) are inherited to the LIOF-PWO (5.50). No formal proof is given to
show that with this control limits avoidance of undesired closed-loop steady-states

due to saturation is ensured. Both control-estimation systems are implemented with
the efficient model order n, = 2N, = 40.
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The adaptive CES used for comparison purposes is composed by the saturated
adaptive controller proposed in [28], a distributed linear proportional state feedback
proportional, with nonlinear adaptive gain, driven by an estimate of the distributed
temperature obtained from the pointwise observer (5.43) with point temperature
measurements. It is worth noting that this adaptive CES requires a jacket with section
that can produce distributed control actions, differently from the ones employed in
the both proposed CESs that operates with a jacket that produce constant constant
control action along space. This may give some advantages to the adaptive scheme.

The Adaptive Output Feedback controller-Pointwise Observer (AOF-PWO) CES is
explicit original coordinate (2.9) is given as

1

at)el = Piass)el - as)&l - r(XlzXZ) (6.1a)
€m

N 1 N N R N s

X2 = T%assxz —90sX2 — vX2 + (X1, X2) — vBT. (6.1b)
1 R . A
ﬁas;)ﬂ (0/ t) = X1 (0/ t) - Xl,e(t)/ ale(lr t) =0 (6-1C)
m
1
T%BSXZ(O, t) = )22(0, t) — lee(t), BSXQ(L t) =0 (6.1d)
Xl (S, 0) = XlO(S) (6.16)
X2(s,0) = X20(s), (6.1f)
X2<€i/ t) = Ti,q<t>/ i=1,...,q (6.18)
Xz = )61(1,t), (6.1h)
T =, (X2), (6.11)
where p, . = [sat  pg1 sat™ piq0]T and
. - . _ 1 ifseO); C% )
Hai(R2) = T = £(1)0:(s) (R2 — X2),  Vi(s) = T, (6.1j)
0 else
[
2 (o = . . 2 (o=
e (sz':l 8i(X2 7(2)H 9) if HE:l 9i(X2 Xz)H > g (6110
0 if ||T2, 82— x2)|| < o

where ¢; are the actuator characteristic functions, i.e., the spatial domains (; con-
tained in the total domain %; of the i-th jacket section, £ is an adaptive gain with
initial condition £ (0) = o, and g and ( are tuning parameters.
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Using Finite Differences (FD) approximation and the efficient modeling approach
(see Chapter 3), the efficient late lumping implementation of the above controller is

X1 = A1 +Baifie — (R, &), %1(0) = X1, (6.22)
Xon =AY " Ron + A" Rom + BlioXxoe +1u(R1, Kon) + BioTes X2,,(0) = o0, (6.2b)
Xom = Tm, (6.2¢)

:=Cix, X =Cakont Cpakom An=Z(R), (6.2d)

Te = (X1, X2) (6.2e)

where the state of the finite dimensional observer are given by the sequences %; =
[Ri1 --- Rjn]T, j = 1,2. The entries of the control map p, are

N _ , . 1 ifs€o0; CR;
Hai(Ro) = T — A(H)Oi(sk) (ko — X2),  Oilsk) = e Y, (6.2
0 else

(H212=1 %i(X2 —XZ)H —9)[ if HZizzl 8i(%, —?_Cz)H > g

A(t) = K,
if HZz'Zzl 9i(%, —7_(2)H <9

. (6.2g)

where ©; is the discrete spatial actuator characteristic function, o; the related discrete
domain of influence of each actuator, and lumped observer use N, = 20 (37 ODEs).
The AOF-PWO is set with the following actuation domains

0 = [0.05,03], Q =[0.36,0.6], Q3 =1[0.68,0.9],

an the same sensor locations as the proposed PIAW-PWO and LIOF-PWO: {¢1 ~
0.24, ¢o =~ 0.62, g3 ~ 0.95}. The AOF-PWO, PIAW-PWO and LIOF-PWO CESs are tuned
and tested with the same robust testing conditions established in Section 5.6.1. The
tuning of the AOF-PWO yields the following control parameters and limits

Ki=2 g=1, (=10, ho=5 1 =05 1" =22

Note that the control set, delimited by the above control limits, is wider than the
control limits (4.88) used in the two proposed CES. The proposed CES are simulated
with the tuning in Section 4.7.2 and Section 5.6.2.

In this comparative study, there are two control objectives: (i) regulation from
deviated initial profiles to the target steady-states, and (ii) disturbance rejection for
step changes in the inlet temperature. The closed-loop functioning of the three CESs,
under robust testing conditions, is presented in Figure 6.1, Figure 6.2 and Figure 6.3,
for the PIAW-PWO, LIOF-PWO, and AOF-PWO, respectively. The norms of the distributed
controlled and estimated profiles, and the control action are shown in Figure 6.4.

Regarding regulation, it is appreciated that while the LIOF-PWO and AOF-PWO
produce faster responses with aggressive control profiles that reach both saturation
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(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y°>_; B;(s)7,(t). Bottom left: deviated concentration profile x; (s, t). Bottom center:
deviated temperature profile x5 (s, t). Bottom right: measured 7,,;, i = 1,2,3 (continuous blue) and
regulated ¢, (t) (continuous red) outputs and their setpoints (dashed-dotted cyan or dotted magenta,
respectively).

‘W‘\\\“\\\"uw‘\}\&;g,,, d

T, (c,t)

(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, ). Top right: estimated exogenous input (). Bottom left: estimation error of the
concentration profile & (s, t). Bottom center: estimation error of the temperature profile 7, (s, ). Bottom
right: real measured 7, ;(t), i = 1,2,3 (continuous blue) and regulated ¢,(t) (dotted magenta) and their
estimates (%, (), & (t)) (continuous blue and red, respectively).

Figure 6.1: Robust closed-loop control functioning with the 3-MIMO PIAW-PWO CES.

limits in the transient behavior, the PIAW-PWO controller produce a smoother and
slower control profile that only reaches its upper control limit. In the disturbance
rejection task, it can be seen that the three CESs perform well, but the PIAW-PWO
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5 10 15 20 25
t

(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y°>_; B;(s)7,(t). Bottom left: deviated concentration profile x1 (s, t). Bottom center:
deviated temperature profile x;(s, t). Bottom right: measured 7,,;(t), i = 1,2,3 (blue continuous) and
regulated ¢, (t) (red continuous) outputs and their setpoints (dashed-dotted cyan and dotted magenta,
respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile ©(s, ). Bottom left: estimation error of the concentration profile ¢ (s, t). Bottom center:
estimation error of the temperature profile % (s, t). Bottom right: real measured t,,;(t), i = 1,2,3 (con-
tinuous blue) and regulated c,(t) (dotted magenta) and their estimates (1, ;(t),¢o(f)) (continuous blue
and red, respectively).

Figure 6.2: Robust closed-loop control functioning with the 3-MIMO LIOF-PWO CES

has the best disturbance rejection capability with a more aggressive control effort
that keeps the entire concentration and temperature profiles almost insensible to
step disturbances in the inlet concentrations in despite of the presence of noise
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(s, 1)
(2, t)

(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y>_; 8;(s)7.;(t). Bottom left: deviated concentration profile x; (s, t). Bottom center:
deviated temperature profile x5 (s, t). Bottom right: measured 7, ;(t), i = 1,2,3 (blue continuous) and
regulated ¢, (t) (red continuous) outputs and their setpoints (dashed-dotted cyan and dotted magenta,
respectively).

(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, t). Bottom left: estimation error of the concentration profile ¢ (s, t). Bottom center:
estimation error of the temperature profile % (s, t). Bottom right: real measured t,,;(t), i = 1,2,3 (con-
tinuous blue) and regulated c,(t) (dotted magenta) and their estimates (1, ;(t),¢o(f)) (continuous blue
and red, respectively).

Figure 6.3: Robust closed-loop control functioning with the 3-MIMO AOF-PWO CES

and parameter errors; followed by the AOF-PWO and LIOF-PWO CESs. The estimation
performance is almost the same for the three CESs.
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—— PIAW-PWO
——LIOF-PWO |
AOF-PWO |

Figure 6.4: Norms of distributed states in deviation, estimation errors and control input for
the closed-loop system with the 3-MIMO: PIAW-PWO, LIOF-PWO and AOF-PWO CESs.

Note that the AOF-PWO requires a larger control set to achieve the regulation task,
in comparison with the PIAW-PWO and the LIOF-PWO which handle better control
constraints. Furthermore, the AOF-PWO CES produce distributed control that have an
enhanced stabilizing effect on the temperature dynamics. Also, both PIAW-PWO and
LIOF-PWO CESs have an adapting mechanism (the integral action or the adaptive gain)
that provide each controller with a better way to confront disturbances, this explains
that the LIOF-PWO present some problems in the disturbance rejection task.

In an overall balance, the PIAW-PWO CES has the best performance: adequate regu-
lation from initial profiles, almost perfect disturbance rejection, and good handling
of control constraints. All this with a simple industrial control structure: a set of
decentralized PI controllers with a decoupled pointwise-like observer for monitoring.

6.2 LATE LUMPING PIAW-PWO CONTROL-ESTIMATION SYSTEM

Here, two issues related to the PIAW-PWO CES (4.86) are explored: (i) how it looks
like going from its FD representation to the infinite one, i.e., in the limit when the
discretization order goes to infinity and the spatial differences becomes derivatives,
and (ii) its design with a similar methodology but within a late lumping approach.
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Regarding the first issue, from numerical methods [85], it is known that the solution
of a PDE solved by FD approximations, converges to the actual solution of the PDE
in the L?-norm as the discretization mesh becomes infinitesimal. It will be explored,
without rigorous mathematical proofs, how this extends to the solution of the CE
problem drawn in Chapter 4: the spatial differences in the early lumping model (3.19),
in the limit, converges to continuous spatial derivatives.

For the second issue, the methodological ingredients used in the early lumping
approach of Chapter 4 (passivity, closed-loop detectability and realization theory)
will be used to draw the PIAW-PWO CES (4.86), within a late lumping approach.

6.2.1  PIAW-PWO control-estimation system from lumped to distributed

Recall the FD based implementation PIAW-PWO (4.86) over the finite dimensional
spatial mesh (3.16), where the distributed state profiles are approximated by the
sequences X, j = 1,2, k =1,...,N given in (3.17a). The first and second spatial
derivatives are approximated with FD as in (3.17b). In the limit, when N — oo and
As — 0, the discretization mesh becomes the spatial domain (0, 1), this is

1 N
N—>00:>As—>0:>8— |:AS’AS
Following the same reasoning, it follows that

ik(t) — xik—1(t
X],k( ) Ai(],k 1(t) N asz(S/t)/
Xjkr1(t) = 2x;k(t) + Xxjk-1(t)
As?
Thus, when N — oo, the lumped model (3.22) becomes the PDE one (2.7). Conse-
quently, the distributed version of the CES (4.86) becomes

:| — (0/1)1 Xk,j(t) = Xj(sjl t) - Xj(sl t)'

N—=0=A;-0=

— ang(s,t).

N 1 . . ..
11 = —0ssX1 — 9sX1 — (X1, X2) (6.3a)
Pe,,
. 1 . . . A
X2 = P—ehésm —0s%2 — vX2 +1(X1, X2) — vBTC (6.3b)
1 . . A
ﬁas)ﬁ (0, t) = X1 (0, t) — Xl,e(t), 857(1(1, t) =0 (63C)
m
1
T%aSXZ(O/t) = X2(0,1) — x2.(t), dsX2(1,t) =0 (6.3d)
X1(5,0) = X10(s) (6.3€)
X2(5,0) = %20(s), (6.3f)
Xa2(git) = Tm,i(t)/ i=1...,q, (6.38)
X = X1(1,1), (6.3h)

Te = M pi Tm)/ (6.31)
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where the entries of the control map (6.3i) are given in (4.86f).

The above distributed PIAW-PWO CES is composed by a set of decentralized PIAWs
that use the measurements of the distributed tubular model, and the distributed
pointwise observer (5.43). In what follows, it will be explored if the methodology
employed in Chapter 4 translated into a late lumping approach, yields a similar CES
as (6.3) and a similar implementation as the one in (4.86).

6.2.2  PIAW-PWO control-estimation system in distributed form: a late lumping approach

The tree methodological steps of the early lumping approach in Chapter 4 were: (i)
set a passive state feedback control based on a minimum phase property, (ii) build an
observer-based output feedback control driven by a closed-loop detectability property,
and (iii) the PIAW-PWO implementation enabled by model redesign. The extension to
a late lumping setting of these methodological steps is explored next.

For the purpose at hand, on the basis of the PDE model (5.2), the requirements for
the construction of a passive state feedback controller are: (i) that the characteristic
index is a vector with one entries, and (ii) the related zero dynamics is exponentially
stable. The first requirement was established in Lemma 5.1, and it is always satisfied
for the tubular reactor class since the heat exchange between the jacket and the reactor
is enabled by design. The stability of the zero dynamics is briefly analyzed next.

6.2.2.1 Distributed partitioned dynamics

The partition of the state into unmeasured-measured temperature shown to be useful
in Chapter 4, a similar partition in the distributed model (5.2) is given next.

Recall that for technical purposes the output operators C,, defined with Dirac
delta functions, is replaced with its approximation C,. Accordingly, the measurement
locations ¢;, i = 1,...,q split the reactor into g 4 g + 1 consecutive intervals: the g + 1
intervals Z,, ; where the temperature is not measured, and the g intervals Z,, ; where
the averaged temperature is measured,:

Ty1=1[0,61—¢€], ..., Ty = (gj-1 + €6 +e€|, Tngi1 = (g4 +€1], (6.4a)
Ini=1lci—€ci+el, j=1,...,9, i=1,...,3 (6.4b)

Each interval has the following characteristic function

1, se€ In,]- ’ Qm,i(s) _ 1, se€Z,; , (6.40)

0, else 0, else

Qn,j(s) =

forj=1,...,g+1and i = 1,...,q. Imposing an inhomogenous Dirichlet type
boundary condition at each measurement location, the dynamics of the tubular reactor
can be split into g + 1 unmeasured temperatures x;,,i(s,t) fors € Z,;,j=1...,9+1,
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and g measured ones len,j(s,t) fors € Z,,;, i = 1...,49. Accordingly, the actual
temperature state at a given location s € [0,1] can be determined by means of the
characteristic functions (6.4):

q+l q
X2 = Quxon + QpXom = Z Qn,jx2,j +
j=1

Oy ixoi
=1

where Q, = [Q1 ... Qugi1], O = [Qu1 - .. Qung), and

T T
X2n = [XZ,n,l xz,nlqﬂ} ; Xon = |:x2,m,1 lem,q] .

where x; , is the unmeasured temperature profile state, and the measured one is x7 ;.
With this representation, the tubular reactor model can be written as

x1 = A1x1 — p1(x1, x2), x1(0) = x19, (6.5a)
Xou = AgnXon + 0y, (X1, %20) + Byu, x21(0) = x2,n0, (6.5b)
Xom = Ao m¥om + Po (X1, X2,m) + Bjlu, x2,m(0) = x2 0, (6.5¢)
x2 = Quxo y + QX2 m, (6.5d)
y=Cyxom, y=Cjlxom, z=Cuxy, (6.5€)

where the operators Ay, Az, B}, B)/, C;f and C}T are defined as follows:

Api1x2,01 A 1X2,m1
A2,nx2,n = . ’ -Az,mxz,m =
-An,q+1 X2,n,q+1 Am,qXZ,m,q

where each unmeasured or measured temperature operator is given as
5 Pey, _ 2 _
AnjxXan = 9Xonj = | =~ +0 ) Xanj Duj(Azj) = {f € H | Bujxnj = 0},

Pe
A iXo i = 02X i — <4h + U) Xomis  Dmi(Azi) = {f € H*| By ixom;i = 0},

forj=1,...,q+1andi=1,...,q. The domains D, ; of the unmeasured temperature
intervals are given in terms the following boundary conditions:

- 1 .
%”,1 x2,1’l,1 = maslen'l (0, t) - ixz,n,l (0’ t) ] 7

1 X2,1(61 —€,1) —X2m1(61 — €, 1)

Xon,j(Gj—1 + € t) — Xomi(Gi + € 1)

<@n,ij,n,j -
_xz,n,j(Gj —€,t) — xz,m,i(€i+1 —€,t)

-xlfw(% +et) = xomq(gq+61),

_pLehast,n,qul (1/ t) + %xZ,n,qul (1/ t)

%n,q+1 x2,n,q+1 =
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The domains D,,; of the measured temperature intervals are given in terms the
following boundary conditions:

X i —€,1),
%m,ixlm,i - [ Z,n,l(gz )
Xon1(Gi + €, 1)

Note that the above boundary conditions are the measured temperatures at the ex-
tremes of the intervals Z,, (6.4b). The input operators for the unmeasured temperature
are defined as

, i=1,...,q.

vy 1w, Bu vy 10 L Bitti Wp 1 Bru1
n, _ _ — j
Bu = UQn,j'Wh,Bu = UQn,jWh }:?:1 Biuj | =V |wp Ei:jq O Bivi
_UQn,qulWh.Bu_ _UQn,q+Wh Z?:l ,Bz‘”i_ | WthJrl,l,Bquq
While the input operators for the measured temperature are
vy 105, Bu Q10 X Bitti Uw Oy 1111
Bju= : = : =0 :
va,qwhﬁu UQm,th 2?:1 ﬁiui UWth,q‘Bquq
The output operators are
-1 -1
<’Yl (s),w, xz,m,1> <5(S —G1),w, X2,m,1>
chzlm = ’ cyme,m =
-1 -1
<’)’1 (S)/ wy x2,m,q> <§(S - Qq), wy x2,m,q>
Finally, the nonlinear reaction rate functions are
p2(x1,%2,1,1) p2(x1, X2,m1)
pZ,n = ’ pZ,m = :
p2(X1, X2,,9+1) 02(x1, X2,m,9)

Note that in the above model, when € — 0, the point-like output y becomes the
point measurement y, and the measured state dynamics becomes pointwise also.

6.2.2.2 Distributed zero dynamics

The first time-derivative of the point or point-like output is given by
y = Cyiom,
=C, (AQ,mxz,m + P (X1, X2,m) + B’qu) ,
= Cy Ao mXxom + Cypsy (X1, X2,m) + C, B}/ u.
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As a consequence of Lemma 5.1, it is known that
C B := By, = vl;xg,
and thus, a control law that impose the zero dynamics condition y = 0 is given by
u=p,,(x1), (6.6a)
where
#2(x1,0),  p(x1,%0m) = =B ! (cyAZ,me,m - Cypzlm(xl,xz,m)> . (6.6b)

The application of the above controller to (6.5) yields the zero dynamics

X1 = A1x1 — p1(x1, x2), x1(0) = x19, (6.7a)
Xon = A5 X0 + Py, (X1, %20), x2,,(0) = x2,00, (6.7b)
x2 = Quxzn + 00, (6.7¢)
y=0 y=0z=0Cxy, (6.7d)

where the zero dynamics operator A, , is given by

Ai,l X2,n,1
AZ,n Xon = .. ’ (6.78)

z
‘An,q-i-l X2,n,q+1

with entries defined as

Pe
A o = Foxay = (T 40 ) xany Do) = {f € B 5 = 0)
(6.76)

forj=1,...,9+ 1. The domains D, ; of the unmeasured temperature intervals are
given in terms the following boundary conditions:

[La 0,£) — 2xp,1(0, t
'@;,lx?_,n,l _ | Pey s%2,1,1(0,) — 3%2,1,1(0, %) ) 6.8)

X21(61 — €, 1)
xz,n,]'(g]'*l + €/ t)/

KB Xoni =
e | x2,i(Gj —€t)

j=2...q (6.9)

| X2n,q+1(Gq T € 1),
f@ft,q+1xz,n,q+1 =1, nq+ (‘5'1 ) ) . (6.10)
_pTzhast,n,q—&-l (1/ t) + §x2,n,q+1 (1/ t)
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The zero dynamics nonlinearity is p, , is

1
Pz/z<xl/ xZ,n) = Pz/n(xlz xZ,n) - Bg,u;Iqucypzlm(xlz 0)/

p2(x1, X2,1,1) “na1p1 <'y],w,71pz,m,1(x1,0)>

<

. 1 ) . -
= | pa(xr,x0m) | =7 |Wn Zfzj_l 0y,iBi <’Yz‘, w, 1pz,m,i(X1,0)>

_PZ (X]; xZ,n,q—H )_ WhQn,q+1,Bq <’}/q, W}Tlpz,m,q (X], 0) >
This modified nonlinearity may have a smaller Lipschitz constant with respect to x1,
and this may enhance the stability of the zero dynamics, as it will be seen later.

For control design purposes, it is required that the zero dynamics (6.7) has the
origin as unique exponentially stable steady-state. The related statics are

0= Ajx; —o(x1) — 012(x1, x2), (6.11a)
0="A5,x2n + Py, (x1,X2n), (6.11b)
x2 = Qnxon + OO, (6.11¢)
y=0, y=0 0=Cnx. (6.11d)

The above static equations is a boundary value problem that depends on the sensor
location set ¢. A similar procedure as in Section 4.3.3 can be used: the case of a
unique sensor location may be considered to find out which is the set in which the
zero dynamics statics has the origin as unique steady-state. From Section 4.3.3.2 and
Section 5.3.3.2, the recommended location for the first sensor is g1 ~ 0.24.

To characterize the exponential stability, the Lur’e structure of the zero dynamics is
exploited: first stability of the linear part is studied, then the interconnection between
linear and nonlinear components are studied and finally the interconnection of mass
and heat balances is analyzed to find conditions for exponential stability.

Lemma 6.1. Characterization of the zero dynamics operators Aﬁ,]-. Proof in Section h.1
Consider the distributed zero dynamics (6.7), if € — 0, then C,, — C, and y = y. Further-
more, the boundary conditions (6.8) shift to the sensor locations ¢;, i.e.,

[ 1 5.x 0,t) — Ix 0,t

%i,lxln,l _ | Pe, s 2,n,1( 7 ) 2 2,11,1( 7 ) , (6.12a)
L x2,11(61, )
_x i(ci_1,t), .

(@ﬁ’szln/j _ 2,11,](9] 1 ) ] , j= 2., q, (6.12b)

Xz,n,j(gj,t)
[ X2,1,q+1 (GQI t)/
B 1X0m,g+1 = i . (6.12¢)
A _%%asx2,n,q+1 (1/ t) + %xZ,n,qul (1/ t)
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Thus, the zero dynamics operators A5, in (6.7€) have the following eigenvalues and eigen-
functions

2w S ) s
4)2,1,,1 (S) = BZ,l,n < P;};z_’in cos (wz’l’"g1> 4+ sin <w2,1,n Q1>> , (6.13a)
. S —Gj-1 .
P21 (s) = Byj,; sin (wz,]‘,n> , J=2,...,4, (6.13b)
Gji —Gj—1

- . s —Gyq
$2,0+1,n (s) = Bz,q+1,n sin wz,]'-‘rl,nﬁ , (6.13¢)

q

or n € IN with normalization constants B, ; ,, and eigenfrequencies ws ; , given as the solution
e 8 q Jjm &
of the implicit algebraic equations

2
tan(wo1,) = — wz’l’”, wr11 #0, s€[0,¢1), (6.13d)
" Pepgi "
tan(wyjn) = jm, j=2,...,9, s€ [oj_1—gjl, (6.13€)
2602, 1,
tan(wzg41,0) = —qu;), wyin 70, s€[Gq1], (6.13f)
q

for n € N. The associated eigenvalues are given by

2
Azjn:—%—v—wzi’j’”z, j=1...,q+1, ncNN. (6.138)
v 4 (Gi —Gi-1)

As a consequence of the above lemma, since the operators A3 , are infinitesimal
generators of Co-semigroups of contractions S;, j = 1,...,4 + 1, and given that the
determined growth assumption [38] holds, the following expression is satisfied for
each temperature component

IS, <e ™, —Aj= sup  {Ayju}l, j=1,...,4+1, neN. (6.14)

/\2,]'," G(T(.Afl,j)

Furthermore, note that the spectrum of the operators A3 | can be shifted to the left in
the complex plane by selecting an adequate number of sensors and their locations.
This having the effect of accelerating the convergence to zero of the above defined
Co-semigroups.
Using the previous fact, together with the entry wise Lipschitz constants related to
the bounding condition
o211 < L™ leall + L33,

X2,n,j

lxouill, j=1,...9+1 (6.15)

and the consideration of the concentration bound (5.11), the exponential stability of
the zero dynamics can be assured. This is established in the following proposition.
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Proposition 6.1. Exponential stability of the zero dynamics (6.6). Proof in Section h.2
Consider the distributed zero dynamics (6.7), assume that the sensor location set ¢ has been
chosen so that the origin is the unique steady-state. Furthermore, assume Lemma 6.1 is satisfied
together with the spectrum determined growth assumption for the operators A3, and the
Lipschitz bounding conditions in (6.15). Thus, if the following conditions are met

P
1
Pey, 2 022 .
Vpi=—FL4o+—— [ >0 i=2,...,4 6.16b
2 (6i—gi—1) > J 7 ( :
Pe w 2
Vg =t v+ T — L >0, (6.160)
Gq
q+1 LPZ,Z,/'LPZ,Z,]‘.
Ly = e — Y 2 5, (6.16d)

=1 V2]
then the zero dynamics origin is exponentially stable.

An alternative way to study the zero dynamics stability in original coordinates,
which is only stated and not developed, is to characterize the stabilizing properties of
the zero dynamics operator employing modal analysis as it is done in [Fra+19]. For
this aim, consider the first time derivative of the synthetic output

y = ny2/
= Cy (Azx2 + p2(x1,x2) + Byu),
= CyAyxz + Cyp2(x1, x2) + CyByu,

knowing that Cy B, = vl;x,, the zero dynamics is imposed by the control law
1
n=-3 (CyAzxa 4 Cypa(x1,x2)) - (6.172)

The application of the above controller yields the zero dynamics in original coordinate

561 = A1x1 — 01 (X]) — t(xl,X2), X1 (O) = X10, (6.18a)
X2 = Ajx0 + p2,2(x1, x2), x2(0) = xp0, (6.18b)
0=Cyx, (6.18¢)
where
1
A§X2 = AzXz — Bu;IqxqcyAﬁCZ; 'D(Az/z> = D(AQ), (6.18d)

is the zero dynamics operator in original coordinate. The zero dynamics nonlinearity
is defined as

1
P2:2(x1,%2) = 02(x1, %2) = B IxqCyp2(x1, X2). (6.18€)
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As before, it is required that the zero dynamics has the origin as unique steady-state,
this can be assessed as by performing a sensor location-based bifurcation analysis
for the SISO case (as in Section 4.3.3.2). The exponential stability of the origin can be
established by performing a combination of Lyapunov and modal analyses as it was
done in Section 5.3.

6.2.2.3 Advanced control-estimation system

Once the stability of the zero dynamics is ensured, a saturated passive state feedback
controller, that is the distributed version of (4.52), is given as

U=ppys (x1, %2, %), (6.19a)
where
pp(X1,%2,9) = —By " (Kny +CyAoxa +Cypa(x1,%2)),  Ke =K > 0. (6.19b)

where K, is a diagonal gain matrix.

The saturation limits may be chosen to equals the ones of the (4.86) developed
in Chapter 4. The closed-loop exponential stability may be established by using the
Seibert’s reduction principle [117]. The rationale is as follows: when the closed-loop
dynamics are in normal operation mode, the state feedback controller (6.19) force the
output converge to zero, thus, the system dynamics approach exponentially to the zero
dynamics. There, the origin is the unique attractor and by Seibert’s reduction principle
the exponential stability of the origin follows. When the controller is saturated, if the
control limits are appropriately chosen, the state will present some transient behavior
to eventually enter the region of no saturation and settle down at the origin.

The direct combination of the state feedback controller (6.19) with a pointwise
observer gives the distributed version of the CES (4.69):

%1 = A121 — p1(%1, £2), £2(0) = %10, (6.20a)
%o = Aoy + p2(%1, £2) + Buu, £2(0) = %20, (6.20b)
Cy2 =y, (6.20¢)
g =0Cyxo, Z.=0C.%, (6.20d)
u=p, (£1,%,y) (6.20€)

The closed-loop stability can be established following a similar procedure as in
Section 5.4.2, i. e., the closed-loop dynamics are a cascaded interconnection. Thus, the
direct application of Proposition 3.1 establish conditions for exponential stability.

The direct application of FD to controller (6.19) (or (6.20)) leads to its discrete ver-
sion (4.52) (or (4.69) without innovated dynamics). This fact suggests the equivalence
between the early and late lumping version controllers. Consequently, the realization
of (6.19) (or (6.20)) as a PIAW (with decouples observer) can be done in the lumped ver-
sion. However, in what follows the realization, the PIAW-PWO equivalence is explored
next in the late lumping setting.



6.2 LATE LUMPING PIAW-PWO CONTROL-ESTIMATION SYSTEM

6.2.2.4 Realization as PIAW-PWO control-estimation system

Recall the open-loop distributed dynamics in partitioned form with pointwise output

X1 = Arxy — p1(x1, x2), x1(0) = x10,
Xon = AZ,an,n + Pz/n(xlz x2,n) + BZ’ZM, x2,n(0) = X2,n0,
Xom = AZ,me,m + lem(xlz x2,m) + BZI,Zu/ xZ,m(O) = X2,m0,

x2 = QX2 + QX2 m,
y=Cyxom, z=Cyx1.
As it was done in Section 4.6.1, an exogenous load input is defined as
L= Ay mXom + P (X1, %2,m)- (6.21)

Note that in the pointwise output representation, the measured output and the
measured state are the same, i.e., y = x2,. Putting all this consideration together, the
model for CE redesign is then the reactor dynamics are

%1 = Ajxg — p1(x1, x2), x1(0) = x1o,
Xom = AgnXon + 0, (X1, %20) + Byu, x2,,(0) = x2,n0,
Yom =1+ Bjlu, x2,m(0) = x2,mo,

x0 = Oux2 + QXom,
]/ = x2,mr zZ = szll

The above model is composed by the decoupled concentration, and unmeasured-
measured temperature components. An instantaneous observability property can be
established since the measured temperature dynamics can be used to solve for the
load exogenous input in terms of measured variables:

t=19y—Bju,

thus a simple observer may be used to reconstruct this load input signal. On the other
hand, the concentration and unmeasured temperature dynamics coincide with the
model used for the employment of a pointwise observer.

Furthermore, the simplified measured dynamics has characteristic index vector
with one entries only and it has no zero dynamics. Following the same procedure as
in Section 4.6, the following CES can be constructed, in partitioned coordinate,

%1 = A1%1 — p1(%1, £2), £2(0) = %10,
;CZIH = Ay nfon + Pz,n(fler,n) + Byu, %2,1(0) = R2,n0,
Cyatr =y,
A = —KoA — Ko(Koy + B/, (y, A)), A(0) = Ao,
2C - szlz

u=np,(y N).
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where K, = K[, is a diagonal estimator gain matrix, and
-1
Hss (y,A) =By ((Kc+Ko)y + A).

Rewriting the above controller in original coordinates, with the control component
in PI from, as is is done in Section 4.6.4, the above CES takes the form of (6.3). Finally,
after the application of the late lumping scheme of Section 5.5 the CES is obtained (4.86).
This fact suggest, in an informal manner, that there is a one-to-one correspondence in
designing the proposed PIAW-PWO CES within the early or late lumping approach. In
other words, the controller can be constructed from an early or late lumping approach
and the resulting algorithm (4.86) (ready for implementation) is exactly the same.

63 EARLY LUMPING LIOF-PWO CONTROL-ESTIMATION SYSTEM

Here, again in an informal manner, is explored how the CES (5.50) can be constructed
within an early lumping approach and following a similar methodological procedure
as the late lumping-based approach of Chapter 5.

6.3.1  LIOF-PWO control-estimation system from distributed to lumped

In Section 5.3, the control component of the LIOF-PWO was designed as a distributed
state feedback controller with two components: a linearizing one, for stabilization
purposes, and a inventory-like for performance enhancement purposes. The lineariz-
ing term of this controller was first considered in Section 4.4.2, given in (4.54) as an
alternative to (4.52) since it is less dependent on the model and it retains the stabiliz-
ing effects of the projection of the heat transport operator on the output dynamics.
Here, on the basis of (4.54), a early lumping version of (5.24a) is constructed and then
its late lumping implementation leads to (5.50).

6.3.1.1 Linearizing stabilizing control component
Recall the unconstrained version of controller (4.54):
u = py (X1, X2,0, X2,m,d2),
where
o (X1, X2, X2, d) = —BL”/[l (Biado + 4, (x1,%0m) + Key), K= KI >o.
The corresponding closed-loop dynamics are given as

X1 = A1x1 + Biadi — @ (x1) — @, (%1, X2, X2,m), x1(0) =x10  (6.22a)
Xon = Ay x0u + Ay Xom + Bl oda + 9, (%1,%2), %2,1(0) = x2,00 (6.22b)

Xom = Ay Xom + Ay X0 + Bipda + 1, (%1, %2m),  %2,m(0) = X2,m0, (6.220)



63 EARLY LUMPING LIOF-PWO CONTROL-ESTIMATION SYSTEM

where
A5 = A" — BloBl K, A? M= AP - BL,BY, 'K,
lpn'C(xl’xz’”’xZ'm) =, (x1, %20, X2,m) — By » l[Jn (%1, X2,m),
P, (%1, %m) = ¢, (x1,X2,m) — By 5 ¢m(x1/x2m)

Thus, the matrix K, must be chosen so that the matrix Am " is Hurwitz. Furthermore,
it is expected that the nonlinear term ¢, . has smaller L1psch1tz constants with respect
to its open-loop counterpart. The stability of the above closed-loop system can be
established with the recursive application of Proposition 3.1. Accordingly, the next
result follows.

Proposition 6.2. Closed-loop stability of the system (6.22).

Consider the closed-loop dynamics (6.22). Assume that the sensor locations have been selected
so that the origin is the unique closed-loop steady-state. Furthermore, assume that there exist
two positive definite matrices Py, and Py ., that satisfy the Lyapunov inequalities

APy 4 Py AV 427, <0, APy, 4 Py AR 427, < 0.

If the gain matrix Ky is selected so that A, is Hurwitz, then the system is robustly stable if
the following condition holds

aanas A5 ([ ag] + Ltz
Vi — ” >0, (6.23a)
n

amaz || By LY

As L —
2,c 1

>0, (6.23b)
where

Vi = O — L, vy =0 — LU, Aye= max RA;,
Aj EU'(AZ C)

1lJn,c 1/111,::
XZ,m) , BZ — [Lxl ] ,

Ym,c
Ly

n,m
—Vn az m (HAZ,C

m,n
AZ,n

A2,c =

az n
and ay, Az, Az, are positive constants.
Next, the inventory-like control component is constructed in the early lumping

setting.

6.3.1.2  Passivity of the closed-loop dynamics

In attempt to parallel the methodology employed in Section 5.3.2, consider the closed-
loop system (6.22) with the control law

u = py(x1,%2,m) + p,(xX2,m),
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and the exogenous input vector at zero. Use the Lyapunov function

1 1
V(x1, X2, X2,m) = ExlTP1x1 + Exg,nPZ,an,n + 23 PomXoms
where P = PlT >0,Py, = P{ . >0,and Py, = P; n > 0. Taking the time derivative
of the proposed candidate Lyapunov function along the trajectories of the closed-loop
dynamics (6.22). Employing inequalities as in (3.8c) and the definition of B}, and
Bj,, and after algebraic manipulations it can be shown that the next expression hold

V< —v* x| + ”;BE,ZPZsz

where —v* is a function of Lipschitz constants and eigenvalues of matrices Py, P;,
and P, ,, the state is defined as x = [x; x5]T with x, = CZ Xon + C,Exz,m, and matrix
P, = P} > 0 is a positive definite matrix, according to the following expressions:

* Lll]n,m Llpﬂ,’”
] Pue _ P _ APy X2, *2,
v = max{vy, Vo, Vam} — Lxys — Ly — 1 3 "oy 1 m |
Py« Py Pon s

B APZ/H * Liln,c + sz,}:l B )\Pz/m * Lﬁlm/c + lefzn/lr/f
/\Pz,n* )\Pl* )\Pz,m* )LPZ,m* AP] * /\PZ,n* ’
T
CnPZ,nCn 0N7q><q
T
Oq xN—q Cy,2P2,m Cy,2

P, =

Defining the new output
y = B} ,Pox,,

then the closed-loop dynamics are strictly state passive with respect to the input-
output pair (yp,y). Accordingly, the output feedback of a passive function can be
used to accelerate the output convergence. For instance,

n, =Ky, K,=K,>0,
yields to

y 2

V< vt x]* ~y Ky,

which indicates that the closed-loop system is exponentially stable.

In connection with its late lumping counterpart, the above control law is constructed
by considering a new output for passivity, and the matrix P, must be chosen solving
a Kalman-Yakubovich-Popov equation [76]. Its equivalence in the late lumping setting
is the integrating factor wy, used to make the heat transport operator selfadjoint.
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6.3.1.3 Control estimation system and its implementation

For implementation, the combination with a pointwise-like observer yields the early
lumped-based LIOF-PWO CES given as

X1 = f1(%1, %20, Xom, d1), %1(0) = %10, (6.24)
Xon = fr (&1, %20, y,d2) + Bipl' (y), %2,,(0) = x240, (6.25)
Xom =Y, (6.26)
2=Cxy, &= &, Cla,+CTy)T, iy =JT(3), (6.27)
u = pp, (X1, X2,m, X2,n), (6.28)
where
,ulp(xlr X2, m, xZ,n) = - Zizil <1Pm(551/ 552,711) + Kcy + KszT,uPZQZ) .

The stability proof of the related nominal closed-loop dynamics as well as the
interconnection with parasitic dynamics can be established by using small gain argu-
ments. In original coordinates and considering Py = wy(sk), the LIOF-PWO CES (5.50)
is obtained. Again, this fact suggests that there is no difference in the construction
process: the same algorithm is obtained following a late or an early lumping approach.

6.4 COMBINING BOTH DESIGNS

Making a balance from the two proposed CES, in terms of simplicity, closed-loop
performance and robustness, the PIAW-PWO results in a more efficient final product.
Nevertheless, the LIOF-PWO has the appealing inventory control term, that accelerates
profile convergence by compensating the excess or defect of sensible heat in the
distributed heat balance (as industrial inventory control does). Thus, this term is
transferred to the PIAW-PWO, to combine the advantages of both designs. In original
coordinates an ready for implementation, the Proportional-Integral-Inventory control
with Anti Windup scheme-Pointwise Observer (PIIAW-PWO) is:

X1 =A1x1 + Baxe — (X1, &2), x1(0) = %10,
Xon =AY " Rom + AY" R + BiaXze + 0(R1 Rop) + BiaTer X24(0) = Ronor
XZ,m = Tm,

A

¢:=Cif1, X2 = Cikon+Cpokomw An=Z(%),

+ + T
T, = .”s,pi("'m) = [Sat:;ypii,l (Tm,l) SatZ—ﬂpilrﬂl(TM,q)} p
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where the entries of the control map p, pi are

t
Wpiii(Tmi) = Tei — kpji ((Tm,i — Tn,i) — tfl/o (Tim,i — fm,i)df> -

iN,

IS

1 & . _
—kin Yo e P (Rog — Kok) +
€ k= (=DNe
q

t .
+t,! /o (Sat:z—ﬂpii,z‘(Tm,i) - Plpii,i(fm,z‘)> dt,

fori=1,...,q. The PIAW control parameters are given in (4.86g).

To confirm the above mentioned characteristics, the present 3-MIMO PIIAW-PWO is
applied to the multi—jacket tubular reactor case study of Section 2.5. The same sensor
locations and PIAW parameters determined in Section 4.7.2 are used while K; = 31,4
is used for the additional control term. Simulation results under the robust testing
conditions established in Section 5.6.1, are shown in Figure 6.5a and Figure 6.5b for
control and estimation performance. Figure 6.6 shows the related norms which are
compared with the 3-MIMO PIAW-PWO CES.

It can be observed that the PIIAW-PWO perform fastest profile regulation compared
with the PIAW-PWO. However, the disturbance rejection capability is slightly degraded.
The estimation performance is almost the same for both schemes. Thus, the inventory
control term accelerates convergence and is more sensible to inlet step disturbances.
Thus it might be used in scenarios in which fast profile regulation is mandatory.

6.5 SUMMARY

Methodologically speaking, this chapter closes the theoretical and application-oriented
developments of previous chapters by putting the proposed the PIAW-PWO and the
LIOF-PWO CES in perspective between them. This is done by first comparing the
functioning performance of both schemes, including additional comparisons with an
adaptive CES. Then, the extensions and implications of both designs, coming from
early or late lumping, are explored in the opposite setting, late or early. Finally, the
advantages of both CESs are put together to obtain a new CES which combined both
designs.

The simulation-based comparative study done in this chapter compared the two
proposed CESs, in robust testing conditions, within them and against another CES com-
posed by an adaptive controller and a pointwise observer was done. It was concluded
that the proposed algorithms present better (the PI-based control-estimation system)
or similar (the LIOF-PWO CES) than the adaptive counterpart.

After that, an exploratory attempt to: (i) extend the early lumping CE construction
methodology of Chapter 4 to its late lumping counterpart, and (ii) vice versa, to
translate the late lumping CE methodology used in Chapter 5 to an early lumping
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(a) Control functioning. Top left: concentration profile c(s, t). Top center: temperature profile (s, t). Top
right: control effort Y>_; B;(s) 7, (t). Bottom left: deviated concentration profile x; (s, t). Bottom center:
deviated temperature profile x, (s, t). Bottom right: measured 7,,;(t), i = 1,2,3 (blue continuous) and
regulated ¢, (t) (red continuous) outputs and their setpoints (dashed-dotted cyan and dotted magenta,
respectively).
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(b) Estimator functioning. Top left: estimated concentration profile é(s, t). Top center: estimated tem-
perature profile (s, ). Bottom left: estimation error of the concentration profile ¢ (s, t). Bottom center:
estimation error of the temperature profile % (s, t). Bottom right: real measured t,,;(t), i = 1,2,3 (con-
tinuous blue) and regulated c,(t) (dotted magenta) and their estimates (1, ;(t),¢o(f)) (continuous blue
and red, respectively).

Figure 6.5: Robust closed-loop functioning with the 3-MIMO PIIAW-PWO and PIAW-PWO CESs.

setting. The obtained results suggest that, no matter which approach is followed, early
or late, in both cases the final CES is the same. Obviously, depending on the employed
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t

Figure 6.6: Norms of distributed states in deviation, estimation errors and control input for
decentralized the 3-MIMO PIIAW-PWO (brown lines) and PIAW-PWO (blue lines) CESs.

setting, early or late, the formal stability proofs may be suited for each case, finite or
infinite dimensional.

Finally, as an attempt to take the advantages of the both proposed CES, an additional
CE scheme, with the control component constructed as the combination of the PIAW, of
the proposed early lumping-based methodology Chapter 4, and an inventory control
term, as the one employed in the proposed late lumping-based approach Chapter 5.
The resulting PIIAW-PWO has proven to produce, in a simulation-based comparative
study, fastest profile regulation in comparison with the PIAW-PWO counterpart.



PartV

CONCLUSIONS

The closing part of the study is composed by a final summary of the whole
work, the conclusions and future work.
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CONCLUSIONS

7.1 GENERAL SUMMARY

The present study tackled the problem of designing Control-Estimation System (CES)
for a class of tubular reactors. The designed algorithms must be accompanied with
guidelines for the determination of the related actuator and sensor configuration,
sensor location criteria and gain tuning guidelines and must ensure robust functioning
in the presence of exogenous disturbances and parameter uncertainty.

In the study, two different solution methodologies, within the early and late lumping
approaches, are used to construct two different CES: the PI control with AW scheme-
Pointwise Observer (PIAW-PWO) and the LIOF-PWO. In both cases, the key cornerstones
of the whole theoretical and implantation results are the employment of a constructive
control design phylosophy and the efficient modeling approach, all this with an
application-oriented aim: improve existent CE algorithms encountered in industry
(Proportional-Integral (PI) control and data-driven estimation techniques).

In the first part of the study, within an efficient early lumping approach, a MIMO CES,
composed by a set of decentralized PI controllers with Anti-Windup (AW) protection
and a pointwise-like observer, was constructed. First, passivity and closed-loop
detectability solvability properties, in terms of sensor location and control limits, were
identified yielding an advanced CES. Then, with realization theory, the latter scheme is
implemented as a set of decentralized PIAW and pointwise-like estimator. Assurance
of robust stability is drawn in terms of control gains and limits and sensor locations.

In the second part of the study, within a late lumping approach, an advanced CES
composed by the combination of linearizing and inventory-like control terms coupled
with pointwise observer was done. This scheme was designed by analyzing the the
interplay between the stabilizing and destabilizing properties of the heat transport
and generation (sue to reaction) mechanisms, and identifying how could this interplay
be modified with feedback control at the appropriate spatial locations. This was done
using modal analysis and exploiting the Lur’e structure of the system dynamics. The
implementation is done by performing an efficient late lumping based on the efficient
modeling approach.

The final part of the study puts both proposed CES in perspective which each other
and an adaptive controller coupled with a pointwise estimator. In an exploratory
step, the possibilities of extending the results of the proposed early and late lumping
approaches to the opposite ones, late or early, are briefly considered.
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7.2 MAIN CONTRIBUTIONS AND FUTURE WORK

The present study contributed with important results on the Control-Estimation (CE)
problem for a class of distributed tubular reactors. The particular tackled problem has
been the design of CESs suited for a class of non-isothermal tubular reactors. Criteria
and guidelines to select the related sensor and actuator configuration, in terms of
number of jacket sections and sensors and their locations, have been developed for
each designed control-estimation system. The proposed designs may have constrained
control action and thus are accompanied with a criterion for the selection of control
limits. Furthermore, the designs have simple implementation and tuning guidelines,
and are constructed on the basis of low computational load models. The main
contributions of the study are

* The design of MIMO CES in an integral framework that considers early and
late lumping approaches within an application oriented perspective: advanced
control and estimation theory for finite and infinite dimensional systems is put
together to obtain CES of industrial interest.

¢ The development of different sensor location criteria from early and late lumping
methodologies for the proposed CEs.

e Structural and gain tuning guidelines for the selection of actuator and sensor
configurations and control gains.

¢ Efficient implementation with low computational load by employing the efficient
modeling approach for tubular reactors.

* An exploratory attempt to assess the implications of the employed, early or late,
methodologies in their opposite side, late or early, to conclude, in an informal
manner, despite the employed approach, the final implementable algorithm is
the same.

As future work, several paths can be followed. A first natural step is the enhance-
ment of the proposed CES with: (i) the addition of a setpoint compensation scheme for
disturbance rejection in the inlet concentration, (ii) the addition of derivative control
action, and (iii) the consideration of limit rate in the control action.

Other veins that could be taken are: (i) the extension of the approach to more com-
plex transport-reaction processes with different sensor and actuator configurations,
such as packed bed and gasification tubular reactors and experimental validation, (ii)
the generalization to spatially distributed systems with complex geometries, and (iii)
the formalization of the informal results explored in Chapter 6.
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PROOFS OF ROBUST STABILITY RESULTS

Here, the proofs of the theorems and lemmas presented in Section 3.1 are given.

A.1 PROOF OF LEMMA 3.1

To prove the robust stability of system (3.1a), an estimate of the solution of the
perturbed system can be obtained by computing the time derivative of the Lyapunov
function, associated to the nominal dynamics, along the trajectories of (3.1a) to get

V=0V (x) [f(x) +g(x p,d,u)],

< —cslx||* +0xV (x)g(x, B, d,u),
2 ~
—cs %[ + cal|x[| (L5 llx[l + L5 1p1] + LG [1d]| + L [[ul]),

IN

where the triangle inequality, and the last two inequalities in (3.5a), as well as the
Lipschitz condition (3.4c) have been used. Use of the first inequality in (3.5a) and the
bounds in (3.2) yield an upper bound for V (x):

3 clf

V(x) < — (—

2 €1

> Vi(x) + \;%V(x) (Lydp + Liea(t) + Lieu(t)) .

Using the change of variable v = V2 it follows that

. 1 (c3 C4L§ C4 g g g
< —= = - LSO L t L t)),
o= 2<Cz 1 ”Um( o & Lata(t) + Lt (1))

by the comparison lemma [76], v(t) satisfies the inequality

1( 3 cyly ¢ t 1(c3_ cyly f—t
o(t) <e 2<CZ a ) Z)O—|—2\C/4>/O e 2<CZ 1 >( )[L§5P+L§sd(t)+L§eu(t)] dt.

The employment of the first inequality in (3.5a) in the above expression yields
t
%)) < ace ™ ol +ay [ e 00 [L5, + Lea(t) + Lieu(®] dt, (@2

where
1(c clf ¢ Ay (19 18 18
Vx: E (CZ_Cl , ax:max a’ﬂ ’ Vix(Lp,Ld,Lu) = (bp,bd,bu)-
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(a.2b)

Using (3.2) one arrives to (3.3). Assuming that condition (3.6a) is satisfied, then the
motion of the perturbed system (3.4) is estimated as

[x(t)|| < max {ay ||xo||, bpdy + bae + bye;,

If the above conditions are satisfied in X = {x € 27| ||x|| < ry}, then the domain of
attraction or the size of the disturbances need to satisfy (3.6b). Otherwise, if the above
conditions are valid for the whole set 2, then

l|x0]] < 6x0 — €x := ax6x + byd, + bael + bye;f,

where ¢, is the size of the state excursions with respect to the origin.

A.2 PROOFS OF COROLLARY 3.2 AND COROLLARY 3.3

Use the Lyapunov function of the nominal system and the Lipschitz bounds of g to
get

V= xT(ATP +PA)x + ZxTPg(fJ, x,d,u),

< —20x"Px+ |PA)x +2x"Pg(p,x,d, u) |,

< =20V 4+ 2Ap L ||x[|* + 279" |1x[| (L5 || 2] + L ||| + L& [|u]]),
Ap* Ap*

< =20V + 255 18V + 222 (L ||| + LS dI| + LE [lu]]) .

Aps VAps

Ap* Ap* 1
—2(7-"—IL§)V+2 5 1lp g o .
(6= 318) v+ 272V (U5 Il + L5 1) + L5 )

Proceeding as in the previous proof, the following estimate is obtained

t
lx(t)|| < axe ™" ||xo]| + ax/o e =Y (L85, + Liea(t) + Le,(t)] dt, (a.4)

where v, is defined in (3.9). Considering (3.2b), if vy > 0 and (3.6b) are met, then the
state trajectories are bounded as in (3.3) which implies the local robust stability of
the origin. If the preceding conditions are satisfied in the set 2", then the result is
nonlocal.

The proof of Corollary 3.3 is established by estimating bounds for the solution of
the dynamic system in (3.8a). Consider its solution

t
x(t) = etxg +/ At Ve (x, p,d,u)dt,
0
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take norms on both sides of the equation, use the triangle inequality, substitute (3.4c),
apply the Gronwall lemma [76] and integrate by parts to obtain

t
x(£)]| < ax [|xol| e "t + ay /0 e (0 [185, 4 L3e,4(t) + Lie, (1)] dt,

with vy given in (3.11). Proceeding as in the previous proof it can be shown that the
the state trajectories are bounded as in (3.3) which implies the robust stability of the
origin in the local sense in X. If preceding conditions are satisfied in the set 2", then
the result is nonlocal.

A.3 PROOF OF LEMMA 3.2 AND PROPOSITION 3.1
A.3.1  Proof of Lemma 3.2

For the proof of Lemma 3.2, consider (a.2) and define =y = a ||xp|| and the variable
E(t) as

[x1

t
(t) = e sy + ay /O e Y [L36, + Liey(t) + Lie, (t)] dt,
which is written in differential form as

E = —veE+ay (L§dy + Liea(t) + Lieu(t)) , 2(0) = ay || xo||
by the definition of Z(t) then (3.14a) is implied, using (3.2b) one obtains (3.14b).
A.3.2  Proof of Proposition 3.1
Apply Lemma 3.1 to each subsystem to obtain

t
I (B)] < sy 0]l €™+ ay [ €000 [ L) a(®)]| + i + Lipean (1) + Litenn (9]

t
la(®)] < sy o]l €™+ arz [ 2070 [ L [ ()] + Loy + Lizeaa(t) + Lizena(v)]

apply Lemma 3.2 to obtain

=
AR
N
B3]
=
=
1

51 (1) = —vaZ1 +an (LS [x2(8)]| + Lo + LStea (1) + Llen ()

).
).

=
N
=
IN
[
N
=
[

(1) = —VE) +ap <L§§ 21 (8) ]| + L3802 + Litea (t) + LiGeu(t)

with initial conditions Z;(0) = ayj||xjo||. Use of the fact that ||x;(t)|| < Z;(t) for
j = 1,2 to rewrite the above expression as

\|x1(t)|| < El<t>, E] < —Vp1HE1 4 a4y (Lg132<t) + Lg15p1 + Lglsd(t) + Lg Su(t)) ,
(D) < Ea(t), B < —v2Bs +ax (Lg 1(1) + L26u + LEea(t) + Le,a(h) )
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in compact form the inequality in the &; variables is

E(t) < AdE(t) + BySp + Baea(t) + Bueu(t), s(0) = Eo, (a.5)

T

where E(t) = [El(t) Ez(t)r, oy = {(5,,1 5,,2] ,&4(t) = [sdl(t) sdzt} T, g,(t) =

[Eul(t) Euz(t)} T, and

_ —Vx1 Ax1 L‘;gc; _|ax1 Lill 0
AS - gZ 7 BP - gZ
_axZLxl —VUx2 0 axZLpz
B, — Ax1 Lii 0 B, — Ax1 Lﬁi 0
d — ’ u -
0 anlf 0 apl

The matrix A, is Hurwitz if conditions (3.15), which implies that the related matrix
exponential satisfies

Ast

<ae M —A, = max {Re(A))}. (a.6)

He Ai€o(Ag)
] S

Using the comparison lemma, the variable Z(t) is bounded by the solution of the
Ordinary Differential Equation (ODE) defined by the equality case in (a.5), i.e.,

t
E(t) < e'E, +/0 (=Y (B,J, + Byea(t) + Byeu(t)) dt,

taking norms, applying the triangle inequality, using (a.6), and taking the supremums
of the exogenous inputs it follows that

12| < as [|Zo] e Ml 4 bp126p12 + bsa€ 1y + bsu€ o,

where 6,1, = | /5;271 + 552, a2 = /€4, + €2, and €,12 = /€2 + €2,. Finally, using the

definition of Z;(t), i = 1,2 it can be concluded that the state x(t) of the interconnected
system (3.12) satisfy (3.3) with

Vy = A5, Ay = as(alx + aZx)r (bp/ bd/ bu) = % (HBp
s

ABall IBull) -

If condition (3.15) holds locally in X then te result is local, otherwise if the result is
valid in the nonlocal sense in Z". This completes the proof.



PARAMETRIC AN DISCRETIZATION ERROR NORMS

The set norm used to assess limit set convergence in (3.24) is given by means of the
static parametric error norm defined as

1
€1(Npde, N ka E wi/o ’Xdig,k,j(SrP) — XNyuoki(5, )| ds, (b.1a)

=1

where 75 is the number of steady-states, 11, is the number of state profiles, and v} and
w; are weights. If the limit set includes limit cycles, then the following norm must be
used

np=2

[l
e;(die,N) = 21 wj/o [/0 ‘XN,]'(S, t,p)— )(die,j(s, t,p)‘ ds] dt. (b.1b)
j=

The computation of the discretization error in (3.29a) must be computed with (b.1b)
when the limit sets contains limit cycles, or with (b.1a) when the limit set is composed
only with steady-states.

The parametric error for static (or transient) regime are defined as

s

2 1
€y (Npde, P) = ) 0k ) W /0 ’XN,k,j(Sr bp+P) = XNuoki(S:ts P)’ ds, (b.2a)
P R |

1
pdez p Z w] / |:/0 ’Xdit’/j (S/ t/ p + i;’) - Xdierj (S, t, ﬁ)‘ d5:| dt (bzb)

The computation of the parametric error in (3.29b) must be computed with (b.2b)
when the limit sets contains limit cycles, or with (b.2a) when the limit is composed
only by steady-states.

In all the above definitions: xnx(s) and xn,j(s,t) (Or xn,,,k;i(s) and xn,,,,;(s,t))
are the interpolated solutions of the concentration and temperature profiles of the
discretized reactor model (3.22) with discretization order N (or N,g), and tf is
the time window in which a sufficiently rich dynamic transient behavior occur for
approximation purposes.
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HURWITZ MATRICES A, j=1,2

Note that both matrices A;, j = 1,2 in (4.13) are the Finite Differences (FD)-based
discretization of the mass and heat transport effects of the Partial Differential Equation
(PDE) model (2.7), including the boundary conditions, i.e.,

A;=Aj;+ Bj,

where A;; is the discretization of in-domain mass transport, and B;; together with
B;,jd; accounts for boundary conditions on the mass and heat balances. These matrices
are given after (3.19). Note that matrices A;  are Toeplitz and thus their eigenvalues
can be computed as (i =1,...,N,)

2 + Pe,, As 1 1+ Pe,,, A .
A(Aj )= ——F~—7F— -2 As),
(A1) Pey,s? \/PemAs2 Pe,, As? cos(imhss)
2 + PeyAs + vPej,As? 1 1+ PeA
Ai(Apy) = — + e S+l2) 425 5 5 + eh2 ® cos(imtAs).
’ PeyAs PeyAs®  PeyAs

From the above formulae, the minimum and maximum eigenvalues are given for the
indexes i = 1 and i = N, respectively. Thus, the minimum eigenvalues are given as

2 + Pe,, A 1 1+ PeyA
AM(A1g) = _+7e”125 -2 5 + €m2 ® cos(7tAs),
’ Pe,,As Pe,,As= Pe,As
2 + PeyAs 4 vPe; As? 1 1+ Pe,A
M(Ayy) = — + en s+121 35, 5 + ehzscos(rcAs),
’ PeyAs PeyAs®  PeyAs
while the maximums are
2 + Pe,, A 1 1+ Pe,,A
AN, (A1q) = — a e’“zs—z - + emzscos(NenAs),
Pe,,As Pe,,As= Pe,As
2 4 PeyAs 4 vPe, As? 1 1+ Pe,A
AN (Azq) = — = s—|—12) e 5 * ehzscos(NenAs).
PeyAs Pey,As®  PeyAs

Consequently, taking the limits as As — 0 it is possible to characterize the set in
which the whole spectrum of both matrices is contained. Accordingly, it can be seen
the minimum eigenvalue goes to infinity, i.e.,

Ay () = —eo, - fim da(Aaq) = —e
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HURWITZ MATRICES Aj, ji=1,2

The maximum eigenvalues can be computed using the change of variable N, = £ — 1
and applying the L'Hopital rule twice to obtain

: 7T2 Pem . 2 Peh
A An(Ara) = = (Pem * 4> o fim An(Aza) = = < gt U) -

It can be concluded that all the eigenvalues of the Toeplitz matrices lay in the left of
the complex plane, i.e.,

2 Pey\ n?  Pe,
(A PSS L (A oo, [ T
)\1( 1,d) S < , <P€m + 4 )_, )\1( Z,d) S ( 00, <P€h + 1 +U>]

Applying the Gerschgorin theorem [128], their eigenvalues can be bounded as follows

2 + Pe,,As 1 2 + Pej,As + vPe, As? 1
AM(A14) + < , M (Axg) + <
1(Ara) Pe,, As? Pe,, As* 1(A24) Pej, As? PejAs?
2+ Pe,As 2+ Pe,, As 2 4 Pej,As + vPe, As? 2 + PeyAs
Ai(Ayq) + s "o, |Ai(Aza) + : 2 - < h2
Pe,,, As Pe,, As PeyAs PeyAs
(c.1)
2+ PeyAs| 1+ PeyAs 2 4 PeyAs + vPeyAs?| 1+ PeyAs
An(A14) + , IAN(Az4) + < ,
n l’d) PemA52 PemAs2 w( z’d) PehAs2 PehAs2

for2<i<N-1

Since the eigenvalues are continuous functions of the entries of a matrix, a small
change on the entries may produce a small change on the eigenvalues. This means
that the matrices Bj, that incorporates the boundary conditions into matrices Ajd,
move a little the eigenvalues of A;;. As a consequence, the eigenvalues of A; are
located near the eigenvalues of A; ;. These eigenvalues can be bounded employing
again the Gerschgorin circles theorem [128], which shows that the eigenvalues for
2 <i < N —1 are bounded equally as the ones of A;; (see (c.1)). For the minimum
A A and maximum A A].* eigenvalues of A; it follows that

1+ Pe,As 1 1+ Pej,As + vPe,As? 1
/\Al % 2 -~ 27 AAZ * 2 — 27
Pe,,,As Pe,,, As PeyAs PeyAs
« 14 PeyAs 1+ PeAs . 1+ PeyAs + vPe,As? 1+ PeyAs
Aat + h . m2 A P h : h < h2 ,
Pe,, As Pe,, As PeyAs PeyAs

which implies that all the eigenvalues of the matrices A; lay in the left half of the
complex plane, i.e., matrices Aj, j = 1,2 are Hurwitz matrices



ZERO DYNAMICS STABILITY PROOEFS

D.1 PROOF OF PROPOSITION 4.2

Following a similar procedure as in Section 4.2.2.1, it can be established that the first
internal state #, satisfy the following expression

t ¢
I ()] < @a lglle™" +a [ et (I\Bdlu |+ LY | + L HcH) *

locally in X;;; and for the bounded inputs d and ||| < ez. Thus, it can be concluded

that the dynamics of #, are robustly stable locally in X;;; and that satisfies (3.3) with pa-

rameters v,;1 = {1 +¢, ay1 given in (4.17b), and (bg, by, be1) = ”"1 <||Bd1 I, LZJZIZ, Lgl)
For the second state, defined in the finite domain X, apply Lemma 3.1 to obtain

1) < ae =+
t
wap [ eelt 0 (|82, ] ol + L3 ol + (48] + L 121 ) e

1
and is robustly stable with parameters v,, = (/\;;2 — anzL%, ax = ayz and (bg, by1, b)) =

a 9
2 (IBaal L%, r).

From the application of Proposition 3.1, it follows that the state trajectories of the
zero dynamics are bounded as

t
()1 < ay g™ + a0 (|[B |l + 1B ) i

if condition (4.34) is met. This implies the robust stability of the zero dynamics with
parameters vy = Ay, 4y = a,(a; + ay2), and (by, bg) = u” (HB'7 ), where A, is
the maximum real part of the eigenvalues of matrix A

Ui
o L(Pl
Ay = T |4 < age™",  —Ay = max {Re(A)},
P, Ai€a(A
aszrl] —1/172 ]G(T( ’7)
9
Bl _ [am 1Bl 0 il
=
0 Byl aja |45 + L2

This completes the proof.
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ZERO DYNAMICS STABILITY PROOFS

D.2 PROOF OF PROPOSITION 4.3

Performing a similar procedure as in Section 4.2.2.1, on the stability analysis of the
concentration dynamics, it is easy to compute that the state x; satisfy

t
]l < HxloHe_“tvLﬂl/o e MV (LE o]l + LE [2mll + [1Baall 1da])dt

where 11 = { + ¢. For the unmeasured temperature state the application of Lemma 3.1
gives the estimate

||x2,n|| < ap, ||x2,n,0|| e*VZZt_*_

t
e e (L Il + 145"zl + B3 | Idal) d,

with va, = [Aa3"] — azZszzn The application of Proposition 3.1, establishes that if

condition (4.43) is met, then the unmeasured state x, = [x] sz |1 is robustly stable

and satisfies

2 ()] < an [|xn0ll €™ + bae + bameam, d.2)
where
, an || Ba|| an || Bu]|
a, =as(a; +ay;), v, = max {Re(A;);,j=1,2, bj=——" byy=——",
n = as(a1 +azz), vz AjE(T(Az){ (A} g d L, b s
A |"@tn wrly ] IBaall 0
aL¥ —(Aa*| - anl¥) o [IB]”
2 Le
m
laz"| +LY;,

D.3 PROOF OF PROPOSITION 4.4
Recall the reactor model in the normal form (4.30), assume that the conditions of

Proposition 4.4 are satisfied. Then the zero dynamics origin is exponentially stable
with a Lyapunov function that satisfies (3.5a). The control law

= (B) " (=1, 10, 1o, o) + (0 Vy () F(1,8) +0)

and the storage function V (1, y) defined as

1
V="V(n)+5y'y



D.3 PROOF OF PROPOSITION 4.4

ensure the passivity of the system passive with respect to the new input v. This can
be proven substituting the above control law in (4.30) and taking the time derivative
of V along the trajectories of the system, i.e.,

. 1l 1
V=0,V,(mi+ 55y + 59"y,

=3,V () (£,n >+F<n,c>c) +5 (@VFmE) +o) v+
+§yT< 8 V’7 )

=3V n)f, (1) + 3, Vy (0 E Dy +y" (@Y (0F(.8)" +0),

=3,V (1)f, () + "0

using
v=—x1(¢)+w

where x; is a passive static nonlinearity, and the fact that the zero dynamics origin is
exponentially stable and its Lyapunov function satisfies (3.5a), then it can be ensured
that the system is strictly state passive, i.e.,

V= —clgl* — &1 (8) + yTw.

The employment of an additional output feedback of a passive static nonlinearity,
such as

w = —x2(y),

assigns the output convergence. Finally, the feedback control law that renders the
system passive is given in (4.50).
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CLOSED-LOOP STABILITY OF THE CONTROL-ESTIMATION
SYSTEM

E.1 FUNCTIONS OF THE ACTUAL CLOSED-LOOP DYNAMICS (462)

The functions involved in (4.62) are given as

Arx1 — @y (x1) — 9, (%1, %20, X2,m),
An ”xzn + A2 X2,m + Iljn(xllxz n) + Bu Zﬂs(xlle nr X2 m)

Ay "Xy + AY X0 + 1, (20, X0m) + Bl op (R, X0, Xom),

f1(x1, X2, X2, d1

fon (X1, X2,0, X2,m, d2

f; m (xlr X2,1s xZ,m/ 2

e1(x1, X2, X2,m, Py (X1, X2,0, X2,m, d2), 7T, ),
2,1 (X1, X2,1, X2,m, s (X1, X210, X2,m, d2), 7T, P),
e, (x1,x2n;x2m,ﬂs(x1;x2nzx2m;dz) 7T,P)/
Q

(xl,xzn,xzm,d p (X1, X2, X0, d2); 7T, V).

7

C ~
eZ,m X1, X2,1n, X2,m, d2/ T, p
v

05 (x1, X2, Xo,m, d; 7T,

)
)
)
e (x1, X2,1, X2,m, d2, 7T, )
P)
)
)

i(
eg n (x x2 ns x2 mrs dZ/
(
Cc
1

E.2 CLOSED-LOOP FUNCTIONS OF THE ACTUAL CLOSED-LOOP DYNAMICS (4.70)

The involved functions in the closes-loop system (4.70) are given as

Hé(x/ d/ 5&6/ 5211/ 7T, V) == H(xll X2 1, x2,ml d/ ,uS,e (xl + 521/ xZ,ﬂ + 5"2,71/ X2 + 562,711/ l'y + Zyl dZ)/ 7T, V)/

¥ fy(x;n/f’rdZ/ie/-%n)

b dy . ¥ K, I
fe(x; T[/p/dZIxe/xn) = y

f[(x; n/i’/dZIiEIin) Kl 0

.i:y (x; 7T, i;’/ d2/ X:E/ i'i’l) = f;/m (xl + .i'l + len + 562,n, x2,m —+ xz,m, dz) — fim (xll xz,n/ lem/ d2)+
+ Blrzn,Zﬂs (xll X211, X2,m, Ly, er X1, 5"2,71/ iZ,m, Zy, l) + Kyfl(XZ,m),
fi(x; 7T, P, do, Xe, ¥n) = Ktil(xz,m)_

0t€) 1y (X1, X2,1, X2,m, Pg o (X1 + F1, X2, + Fon, X2 + R, by + Ty, d2), 7T, ),

~ die ¥ 7 5
fn(isze, 5Cn, d) _ ~f1(x1/x2,1’l/x2,ml 17 X1, X2,n, xz,m) ,

len (xll xZ,n/ xz,m/ d2/ il/ 552,71/ 552,7;1)

F1(x1, %20, Xom, d1; X1, Xon, Xom) = fr (%1 + X1, X0 + X, Xom + Fom, d1) — 1 (1, X0, X2, d1),

Fon (X1, X0, X0, s B, Fo, Bom) = fo, (%1 + X1, X000 + %o, Xom + o, d2) — fo, (X1, %20, X2, d2),
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—ei (x1, X2, X2,m; d17T, P, l)

_—eﬁln (xll X2,1, X2,m; dZ/ T, ﬁ/ l)

fl (x]/ xz,n/ xZ,WZ/ dl)
fc(xl d) = fg,n(xll X2, X2,m, dZ) 4

_fg,m (xl, X2 1, X2,m, dz)

c . 2 3 5 —
en(x/d/ n/ple/xn/l) -

4

ei (xll x2,1’l/ x2,m/' dl 7T/ ﬁ/ l)
c . = Y X _ ~
¢ (x’ d’ T, P, d’xe’x”’ l) - 35n<x1,x2nzx2m}d2/ T, p, l) ’

ezm(xler}’llemrdZ/n P: l)
e5(x1, X2, Xo,m, d2, 7T, P) = €1 (X1, X2,n, X2,m, (X1, X2, X2, d2 )+

+l’ls <x11 X2,1,X2,m, lyl dZ/ X1, x2,n/ x2,m; Zy/ l)) s
€5, (X1, X0, X2, do, 7T, P) = e (X1, X2, % (x1, %2, X2, d2) +
2,u\X1, X2,n, X2,m, 42, 7T, P 2,1 (X1, X2,n, X2,m, U\ X1, X2,n, X2,m, A2

+ ﬁs(xll xZ,n/ xz,m/ ly/ d2/ il/ 552,111 :%2,711/ iyl l)) 7
o da, 7, ) = exm ( ( d2) +
ezlm xl/xZ,n/xZ,m/ 2, /P ez,m xl/xz,n/xz,m/,u xl/xZ,HIxZ,H’Z/ 2

+ ﬁs (xll x2,n/ xZ,TH/ l'y/ dZ/ il/ 5c2,nl 522,11’!/ Zy; l)) ’
ﬁs (xll x2,11/ xz,ﬂ’Z/ ly/ d21 5C1/ 522,1’[/ 5C2,}’I1/ Iy/ l) - ,us,e (xl + il/ xz,n + 552,11/ X2 + i'2,11’11 Ly + I}// dZ)_
- I’ls (xll xz,nz xZ,I’VZ/ dZ)/

+]T +]T

l=[u",u —[u",u

E.3 PROOF OF PROPOSITION 4.7

From the per-subsystem application of Lemma 3.2, to the fast (4.70a)-(4.70b) and slow
(4.70¢)-(4.70d) dynamics, it can be established that their closed-loop state motions are

bounded as
< Ep, E = - aAr€y(L), S =dar ol -
||| < A+ azey(t) (0) [ 770l
Xe|| < Ee; E = —NeZe T Ay nETE xi,:n X —x ’ Ee = e ||Xe0]] /
[EA Ao+ ag[LhEn + L B+ LEE] +eo(t),  E.(0) = ac |xal
HiCnH < &y, E = —AE, + an[ ;%En + LECEe + chc ﬂ'x] (t)/ ‘E‘Z(O) = az HanH ’
x| < By, By = —AEy +ay[LEE; + LEE, + LEE,] +ex(t), Ex(0) = ay [|xo]|

vl <en(t), ep=pll, dD <ealt), eolt) = ac[Lie, + Liea(t)],
en(t) = au[Ly ey + Lea(t)],  ex(t) = ax[Lie, + Liea(t)],

Considering the interconnection between the fast subsystems and applying Propo-
sition 3.1, it is found that:

(Il [[Zell) < Ef(t):  Ef= AfEf +BsEs +dp(t), Ef(0)=Ep, (e1)
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where
CP— ET[ Af_ _/\7} 0 Bf: 0 0~ df: Ev
f Sy ueLJ;T“ —V, ueL{;‘n aeLfZ“ I
- \En A _ _VZ aZLfcc B a”L;CT anL;cn df — Sn
—ig — 7 s — 7 s — 7 - ’
Ey angch —Vc axL% angc Ex
Hfo [am—'nol B0 = [aanO]
— — 7 —xU —
a¢Eeo Ay =x0

The above subsystems are robustly stable if: (i) the slow subsystem satisfy conditions
in Lemma 4.4, and that the fast subsystem is robustly stable if conditions in Lemma 4.3
are met.

By the application of Proposition 3.1, the state motions of the above system are
bounded as

lsfll < & Ep = —ArEr+afl|[Be|| s+ [|lds (DIl E¢(0) = ay [lspol| (e:3)
[ssl]| < s Es = —AsEs +as]|| Bs| B+ |ds(t)[]]l,  Zs(0) = as ||ssoll, (e-4)

where A is the real part of the dominant eigenvalue of the matrix Ay, and A; is
the real part of the dominant eigenvalue of the matrix of the slow matrix A;. Note
that due to the triangular structure of the matrix As, the dominant eigenvalue is
Af=ve — Ae(K,, K,) — LE.

Applying again Proposition 3.1, the following condition for closed-loop stability is
obtained

7 arag ||Br(Ky, K B
Ao(Ky, K)) > LE(Ky, K,) + -2 d f(/\y DIIBI (e.5)
S
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CLOSED-LOOP STABILITY OF THE PIAW-PWO
CONTROL-ESTIMATION SYSTEM

F.1 CLOSED-LOOP FUNCTIONS OF THE ACTUAL CLOSED-LOOP DYNAMICS

The involved functions in the closes-loop system (4.79) are given as

05(x,d,T,%n; 77, v) = I(x1, %2,0, X2, d, pg , (Y, T, da); 7T, v),

F 7, b2, T, ) = =015, (31, %20, y, 1L (y, 1), 70, ),

_ fl(x1,xz,n,y,d1;5c1,5c2,n)]

N fou(X1, %00,y d2; %1, %o, ) '

Fr(xn, xo,y, 4%, o) = fr(%0 + %1, X + Xy, d1) — fr(20, %2, 9, d1),

fon(X1, %00, y,d2; %1, %0n) = fr (%1 + X1, %00 + X2, Y, d2) — fr,(X1, %20, Y, d2),

fn (%131 %1’1/ d)

—e"(xl X2 n, X2 'dlﬂ' ﬁ l)
[ . ~ =~ = _ ’ 7 L7 7 Fr
en(x/ d/ 7-[/ p/xze/xn/ l) - 1 7

__eg,n (xll xZ,nI x2,m/' dZ/ 7T, ij/ l)

fl (xll X211, X2,m, dl)
felx,d) = | f5 (x1, %0, X0m,d2) | +

_fg,m (x1, X2,1,X2,m, dZ)

eg (xlr xz,n; x2,m; dl TT, ﬁ/ l)
0 . = I ~ — ~
€ (x/ d;r, P, d, X, X, l) = egn(xl,len, X2,m; dy, 7T, P, l) ’

€5, (x1, X2, Xo,m; o, 7T, B, 1)
e({ (xlz X201, X2,m, d2, T, ﬁ) = e (xl, X2, X2,m, 1, (xll X2, X2,m, dz) +
iy o (X1, X2, X2, Ly, o, F1, Bo, Ty, l)) )
eg,n (xll X2, X2,m, d2, 7T, ﬁ) =eyy (xl, X2,1, X2,m, (x1, X2, X2.m, dz) +
+ :ﬂs,o (xll X2,1, X2,m, L, dp, X1, X2, 1, l)) ,
eg,m (xl, X2,1s X2,ms dy, 7T, 15) = eym (xl, X2 1, xz,m,yo(xl, X2,1, X2, m, dz) +
+ ﬂs,o (xlz X2, X2,m,s Ly dp, X1, %Z,n, i, l)) ,

,ﬂslo (xll X2,n,X2,ms L, d2/ il/ 552,n/ Z/ l) = ”S,O (y/ L+ Z) - ,uo (xl, X217, X2,m, dz),

=[u,ut]l — [, ut]".
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F2 PROOF OF PROPOSITION 48

From the of Lemma 3.2 to (4.79), its state motions are bounded as

7l 1l 1%l %] < (Br Eiy By By) -

En = —VgBr +dr(t), Er(0) = axdno,
By = —w,E + a[LOE, + LB, + di(t), 2,(0) = a,dy,
B, = A8, + 4 [L9E, + LO8, + LY=E,] + d,(t), E.(0) = a,050,
By = —AcBx +ay[LGEq + LB 4 d(t), Ex(0) = axdxo

where
Ve >0, v=w, —L% >0, 1,=A,—L% >0, vy=A,— L.

Each individual subsystem establish stability of the corresponding majorized dynam-
ics. In vector-matrix form, the above system is written as

Uzell flell) < &¢(8), (1%l [lxl]) < 2 (8),

;f:ﬂf5f+<%’f55+df(t), E¢(0) = Efo,
By = BB+ of B + ds(t), E.(0) = Eq,
where
- g —v 0 0 0 d
d‘f:['_‘”]’ Mf:[ (Dir ], %f:[ . @,]’ df:[?‘[]’
\.':Q L7T _Vl aLLz a[Lx dl

I
Il
[1]

Z d o _VZ azL(xDZ % - achgZ azL:DZ d - dZ
7 s — 7 s — 7 S — 7
x 0 —VUx ﬂngx afoDX dy

- an(snO - ax(SxO
—=f0 — s —x0 — s
a1510 ax5x0

and, by Proposition 3.1: (i) the slow subsystem is robustly stable because

[1]

Uyt
4

Vot vy >0, 10y >0 = He“‘%t

< ase”
and (ii) the fast subsystem is robustly stable if w, is chosen so that condition
Ve4+1,>0, vgv, >0 = He"’{ftH <ape ",

From the per-subsystem application of Lemma 3.2 to the slow a fast interconnec-
tions, its state motions are bounded as

([[sf]l llsslh) < (Ef, Zs)(t) -
r=—viZp+agl|| B¢ Es + ||ds (1) ]|], 87(0) = a [[sfo
Es = —VcEs + as || Bs|| Ef + ||ds(t) 1], Z5(0) = as [|ssol| -

The application of Proposition 3.1 ensures the robust stability of the above dynamics
if the condition (4.80) is satisfied.

[x]-

7



CLOSED-LOOP STABILITY OF THE LINEAR COMPONENT OF
THE DYNAMIC HEAT BALANCE

G.1 PROOF OF LEMMA 5.2

The proof is given in three steps: first, a modal representation for the closed-loop
operator A$, in terms of its modal decomposition and the sensor-actuator characteris-
tic functions, then, the eigenvalues of the resulting infinite dimensional matrix are
characterized, including the identification of an approximate value of the dominant
eigenvalue. Finally, the associated Cp-semigroup is characterized.

G.1.1 Infinite matrix representation

Consider the linear system
Xy = .Ag, X2 Xz(O) = X20-

where Aj5x; is defined in (5.25¢). Since the eigenfunctions (5.5¢) for the operators
Aj, j = 1,2 form an orthogonal basis of the Hilbert space H, the states can be
expanded as x; = ¥, 4juPjm, Ajm = (X, Pjm), j = 1,2, m € 1,2,..., where
Y = Lmen- Thus, the effect of the closed-loop operator on the first state is given by
.AEJCZ = AzXz — By,zBm_leCy,zxz,
AEXZ = -AZ ZQZ,m(PZ,m - BuBmilecy ZuZ,m(PZ,m-
m m

Considering the definitions of the input and output operators, the restriction on the
matrix gain, and the definition of the matrix B,, !, it follows

<’Y1,Wh Zmﬂ2m¢2m>
A5xp = Z?\zmazmqbzm vwy, [51 ﬁq} %Iqquy,iquq
<7qrwh Zmﬂ2m¢2m>
Zmﬂ2m<’h,wh 472m>
=Y Aotz mpam — wy [,81 ,B,J ky,ilgxq
! Zma2m<’rq,‘vh ¢2m>
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Yo A2,mC1,m
=Y Aoz mPam — wy [.Bl 5:1} ky,ilgxq : ’
m

Yo a2,mCq,m
q
= Z)\Z,mHZ,m(PZ,m — Wy Z ,Biky,i ZHZ,m C1,ms
where
1 .
Cim = <')’i/Wh ¢2,m>, i=1,...,q, meNN.

With sensor dependent coefficients ¢; ,,(¢;). Projecting ASx; onto the n-th eigenfunc-
tion gives

iy = (X2, Pon) = (ASx2, Pon),

<Z)\2ma2m¢2m — Wy Z,B ky, Za2mcl mr¢n>
i=1 m

9

Y Ao (Poms 2n) — Y Y AmCim (nky iBis P2n)
m

i=1 m

= naZn ZkuleZmbznczml

with
bi,n = <Wh,Bi/(P2,n>/ iZl,...,q, n € IN.

In matrix form the above can be rewritten as
ay = o ay, ax(0) = ay, (g-1.1)

where a; = [a2,],eN is an infinite dimensional vector and the infinite dimensional
matrix

%C = [an,m (ky,ll .. /ky,q/ (;1/ cecy Qq)]n,me]N
is defined as

Now = X0 Ky ibincimlc)) ifn=m
an/m — 2.1 Zz 1 // chl,m(gl) un m, 121,.'.,q (g.1.2)

Zz 1 Z/, b nCim(Gi) ifn#m

If the conditions in 5.2 are met, then the eigenvalues of <7}’ are bounded as stated in
(5.26¢). The proof of this is given below in g.1.2.



G.1 PROOF OF LEMMA 5.2

G.1.2 Eigenvalues of infinite matrices

The infinite dimensional matrix 27 given in (5.25¢c) is analyzed as the operator
o D(els) C 12— 12 as A(a) = o/fa, a € D(<), where I? is the Banach space of

1
sequences with norm ||a]|, = (L,en |ax|?) . The diagonal dominance property of an

infinite matrix is defined in [6, Definition 3] and is adapted here to .75’ given in (g.1.2).

Denote by a, = (aum)men the n-th row of matrix <7 and by a,, the n-th diagonal
entry.

The infinite matrix <7 is strictly diagonal dominant if and only if the following
condition holds

2 ()] < -

[,

According to [6, Theorem 16(c)] if .27 has pure point spectrum and is diagonally
dominant, then the eigenvalues A5 |, n € N of @) are bounded according to
%
/\E,n < /\S,n* = sup <an,n + R&/{) ’ Ryff = (27’%) (g'1'4)
nelN n
Note that this is a direct generalization of the classical result of Gersgorin [128].
Applying the above results, from (g.1.2) the spectral radi are given by

2\ 2
q

m= )

ky,ibincim
m#n 1

i=

The diagonal sequence {a,,} has no accumulation points so the spectrum of &%
coincides with the point spectrum. Accordingly, the condition (g.1.3) for diagonal
dominance is equivalent to

w2 2
DN AN S
n€N m#neN An,n
Given that a;; = sup,.n{an.} and thus ‘ai” > Iajinl for all n € N, the above
expression is equivalent to
272 3
Qy, 1 2
[Z ] :[Z!a\ L ’“””“'] '
neN m#nelN | “1n nelN M1 m=£neN

: %
S[Z Z ’an,m|2]
|a1/1| n€N m#necN
R%c

= <1,
a1
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with

R INACHIEDIDY

n m#n

2

q
Y kyibincim

i=1

Since 2?21 bi n¢i m is equivalent to the standard inner product in 1Y, the application of
the Cauchy-Swartz inequality yields

2

Rig=2.),

n m#n

q
Y| T Yk, zk] ,
i=1

n [m#ni=1

9 q
= szy,ibz‘z,n Z Zky,itiz,m,

n j=1 m;én i=1

kI/,lb ,n Z 2 kl/,lcl m’

m

i=
q
y,i Z bi,n Z Y Z Clzfm'
n i=1

1 m

2 kz/, bz nCi,m

i=

'M&

_.
Il
—_

IN

»

L
»

i=1

Using the Parseval identity it follows that
2
Y02, = Y (onBin ™) = [lwnBill?,
n n
2
Y = L (Vi 9 2 =
m m

2

4

-1
Wh Yi

and

I

Thus, the diagonal dominance is ensured if

<1,

or equivalently (5.26b) holds true. It follows from (g.1.4) that the eigenvalues are
bounded as stated in (5.26¢).

9
2
R ZC S Eky’j
i=1

q
wonBill” YKy
i=1

il LI, Ky i

(2?1 ky,i




G.1 PROOF OF LEMMA 5.2

G.1.3 Contraction semigroup property

Define the Lyapunov function
V(az) = ajar = || a2, (g-1.5)

1
where |||, = (L,en |41,1|?)? denotes the I>-norm. Evaluating the time derivative of
(g.1.5) along the trajectories of (g.1.1) it follows that

V(a) = a3 (%CT + %c) az,
< 2Re {A5"} ala,,
= —2v.V(ay).

This implies that V(ay) < V(a2(0))e %!, which in view of (g.1.5) is equivalent to
laz(t)]l, < lla2(0)[le™*" = xa(t)[| < [[x20]le™*,

given that the [2-norm of a, is equivalent to the L?-norm of x; [38]. Accordingly, the
operator A5 generates a Cp-semigroup such that x,(t) = S5(t)x2. Taking norms and
using the previous result yields

2 ()] = IS5(D)]] llxa0 ]| < [lx20[l ™",

implying (5.26d).
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STABILITY PROOFS OF THE DISTRIBUTED ZERO DYNAMICS

H.1 PROOF OF LEMMA 6.1

Proceed as in [111, Appendix A] an introduce the local coordinate change

S—gj,1—€

—_— j=1,... 1
g]_g]il_zel ] 7 /q+ 7

5j =
considering that € is a small number, it can be neglected in the previous expressions
to obtain
5—6j-1 .
i = — 2 i=1,...,9+1
Gj —6j—1
In this coordinates, the spatial derivatives of the local eigenfunctions ¢, ;;(s;), j =
1,...,q9+1 are given by

1
Ist2in = (95,20 (57)) (9s8i) = ﬁasilpzﬁn(si)- (h.1.1)
1 1—
Thus, the related eigenvalue problems are
1 > Pe
0 = masilpzfj’n (Sl) - <4 + U> - /\2,]‘/”1/]2,]',]1 (Sl)l (h12)
0=2%2,Yojn, j=1...,9+1 nelN (h.1.3)

The solution to these problems are the set of eigenfunctions, eigenfrquencies and
eigenvalues given in (6.13a), (6.13d), and (6.13g), respectively.

H.2 PROOF OF PROPOSITION 6.1

The proof follows the same procedure as [111]. Since the dynamics of the temperature
components x; , is diagonal, its solutions are given by

Xon,j(t) = xzn]0+/ £)02,2,j(x1(t), x2,,j(1))dt,

forj =1,...,q + 1. Taking norm on both sides of the above expression and using
(6.14) and applying the triangle inequality, the temperature components satisfy
[r2ni(®)]] < ™"

o, , .
g o +/O oA (1) (Lfé,z,] |21 (£) ] —|—L§§f1/,’j \len,j(t)w dt. (h.2.1)
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STABILITY PROOFS OF THE DISTRIBUTED ZERO DYNAMICS

Recall (5.11) and the above expression and, proceeding as in the proof of Theorem
3.1, define the right-hand side of the implicated inequalities as

2(1) < ()] < e ol + [ 091, ()],

Z2)(0) < o ()] < €5 [zl + [ 5070 (L2 ]|+ 15

) dt,

| X2,

forj =1,...,1+4 1. In differential, the above expressions are written as

q+1
Ei(t) < —nBq(t) + L%, Y L Ep(h),
j:l

Hpj(t) < —vpa(t) + Ly By (1),
where

v = |A3,) — L2

X2,m,°

In compact form, the previous expressions are given as

S T I
Eo1(t) L —v1 0 - 0 Eaa(t)
L | < 0
: 0
_EZ,qul(t)_ -Lgi,z,ﬁl 0 .0 Vg1 | [Eage1(t) ]

Application of Schur complement gives the following condition that ensures that the
matrix of the above dynamics is Hurwitz

q+1 LPZZ]LPZZJ

. X2.n,
1;>0,j=1,...,q9+1, v — ZT“
= J

> 0.

With the substitution of the maximum eigenvalues A; ;, according to (6.13g) and the
Lipschitz conditions on each v, j, and recalling the definition of v given in (5.12), the
expression in (6.16) are obtained. If these conditions are met, then the convergence
to zero of Z1(t) and Z,(t) is ensured and employing their definitions, the following
bounds are satisfied

[[x1(t)

| <
[x2,mi(B)|| < Boj(t), j=1,...,q+1,

which implies the exponential stability of the zero dynamics origin.
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