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Summary

A Digital Twin for Controlling Thermo-Fluidic Processes

Amritam Das

Digital twin is a computer-aided platform that virtually represents
an industrial asset for emulating its conception, mechanism, usage and life
cycle. As a digital testbed, its functionalities encompass visualizing the operation
of the industrial asset, predicting its life cycle, optimizing its design, verification
of its performance, detection of faults, and synthesis of estimators or controllers
to improve its performance. This thesis presents a generic framework to develop
a digital twin that describes thermo-fluidic processes and synthesizes controllers
for them to achieve desirable performance. The thermo-fluidic processes are
defined by the interaction of solids and fluids under the influence of external
thermal energy. These processes involve physical quantities that dynamically
vary over time, as well as over space. Moreover, due to the lack of sensors and
actuators, these physical quantities are often not measured or cannot be
influenced by external inputs directly.

At the core of a digital twin, there is a mathematical model that represents,
describes and predicts the spatio-temporal dynamics of thermo-fluidic processes.
Such a model is governed by Partial Differential Equations (PDEs) and Ordinary
Differential Equations (ODEs) that are mutually interconnected over the
boundary in a connected graph. The physical model of thermo-fluidic processes
explains the energy exchange among various components as a result of the
heterogeneous interconnection among solids, fluids and their dynamic
interaction. The graph-theoretic structure makes the modeling framework
modular and generic with decisive advantages in terms of flexibility, scalability,
computability and versatility to build the digital twin. From a computational
point of view, the very nature of spatio-temporal dynamics allows developing
any functionality of the thermo-fluidic digital twin by either lumping the PDEs
or numerically approximating the PDEs or else directly utilizing the coupled
PDE-ODE model. This thesis provides these three approaches and introduces
computational tools to establish any functionality on the digital twin involving
optimization, estimation, control, virtual testing, prediction, and maintenance of
the thermo-fluidic processes. The criteria, based on which these approaches are
evaluated, are computational scalability, a guarantee of closed-loop performance
and suitability of respective approaches to control the thermo-fluidic processes.

vii



viii Summary

Among the three approaches, the computational method of lumping neglects the
spatial dependency of the physical quantities by replacing the PDEs with
lumped models that are governed by ODEs. Hence, the well-established theories
of finite-dimensional systems can be used for quantitative analysis, control,
monitoring, and fault diagnosis. This research exploits the graph-theoretic
modeling framework to modularize and upscale this lumping method without
compromising the model accuracy. A model predictive control strategy is
implemented for controlling the thermo-fluidic process that demonstrates the
practical functionality of the digital twin.

On the other hand, the computational method of approximation discretizes the
spatial domain and approximate the PDEs using numerical methods. The
numerical discretization of PDEs leads to a large-scale coupled ODEs that are
subsequently used for developing model-based estimators or controllers. Here,
the main contribution is a computational technique that can modularize the
numerical discretization of thermo-fluidic processes under arbitrary spatial
interconnection.

The third approach directly uses the spatially interconnected coupled PDE-ODE
models for quantitative analysis, control, monitoring, and fault diagnosis. Here,
a computational framework is developed for a class of Partial Integral (PI)
operators that are used to derive a behaviorally equivalent representation of
coupled PDE-ODE models, known as Partial Integral Equations (PIEs). It is
shown that the analysis and designing estimator based optimal controllers of
PIEs amounts to solving a set of Linear Matrix Inequalities (LMIs) without any
need of discretization.

The developed methodologies are applied to build a digital twin for a
commercial inkjet printer. In particular, the process of printing is viewed as a
physical integration of liquid ink and solid medium in two stages: a) jetting
where droplets of liquid are deposited on a solid medium based on the user’s
demand, and b) fixation where printed medium is dried to evaporate excess
liquid. The digital twin serves as a virtual framework to design and test control
strategies on the jetting and fixation stages for delivering the printed products
with a desirable print-quality. To this end, the digital twin synthesizes a
controller that minimizes the spatially varying inconsistency in liquid
temperature during jetting without any additional sensors or actuators. In the
fixation stage, the digital twin synthesizes an algorithm to estimate the spatial
heterogeneity of moisture and temperature content in a printed medium by
solely using a set of point-specific temperature sensors. Owing to the modular
framework, the digital twin of an inkjet printer remains flexible, versatile and
integrable towards the future designs of commercial printers.
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1 CHAPTER

Introduction

Digitization is changing the world in many aspects. The industrial
sector is one of the recipients of the digital revolution that allows the
consumer market to transcend towards a cheaper, faster, more efficient
and environmentally more sustainable future. This thesis explores
how a digital twin can harness the power of digital computers and
contribute to the future product development process in an industrial
enterprise. The digital twin provides a virtual representation of a physical
asset in an industrial process. In many physical assets, such as inkjet
printers, thermo-fluidic processes often limit the asset’s best achievable
performance. This chapter motivates how building a digital twin can
leverage future product development and achieve improved performance
in the presence of thermo-fluidic processes. After a detailed discussion
on digital twins and thermo-fluidic processes, this chapter lays down the
fundamental research objectives and scientific contributions of this thesis.

Outline
1.1 Digitization of Industrial Processes . ............... 4
1.2 Functionalities and Features of a Digital Twin . ... ...... 5
1.3 Application: Inkjet Printing . . . . ... ... ... ........ 7
1.4 Building a Digital Twin for DoD Inkjet Printer. . . . . . . ... 10
1.5 Research Objective . . ... ... .. ... .. ... . 13
1.6 Subproblems and Approaches to Solve Them . ......... 13
1.7 Organizationofthethesis . ... .. ... ............. 19



4 Introduction

1.1 Digitization of Industrial Processes

In the advent of the 18" century, the first industrial revolution started when
machine tools and mechanized factories were introduced to aid in producing
goods. Three centuries later, through the era of electricity, electronic devices,
computers and automation, industries have now entered the phase of the fourth
revolution (commonly known as industry 4.0). Thanks to the world wide web,
the abundance of data and artificial intelligence, industries are experiencing a
paradigm shift in the way commercial assets are conceptualized, manufactured,
monitored, troubleshot and delivered to end-users. A crucial aspect of industry
4.0 is the usage of digital computers and software as an enabling technology
during the entire life cycle of the asset (see [61]). From the very initial phase of
conceptualization to its sale in the market, the development process is leveraged
by computer-aided tools. This juxtaposition of computer tools and connectivity
is creating a digital transformation on industries to produce goods in a smarter,
safer, cleaner and more efficient manner.

With increasing competition in the consumer market, industries are striving for
better design, improved performance, higher efficiency of a product or a service;
however, at a faster rate and lower retail price. As a result, the time window
between the concept phase to delivery and service for customers is becoming
smaller. In addition to that, for environmental reasons, factories and fabrication
laboratories have to be more sustainable and recyclable with almost zero waste.
The digitization and virtualization of industries have stemmed from this urgency
of reducing costs, time spans and carbon footprint by transferring the entire
development cycle to a computer-aided digital environment.

Digital Twin: Future of Digitized Industries

A digital twin is a virtual platform dedicated to an industrial process or a product
for simulating its design, operation, functionality and life cycle by using a digital
computer and software. The framework of digital twins helps to bring an
industrial process out of the four walls of a laboratory to perform experiments,
modifications, analysis, prediction and diagnostics without requiring its physical
form. As a digital twin has the potential to transform a large part of the product
development completely virtual, a great deal of physical equipment and time for
manual experiments can be avoided for research and development. Moreover, in
case of unexpected problems at any stage of the product cycle, the response time
to resolve the design, optimization or technical problems can significantly be
improved with minimum financial repercussion.

Potential Impact of Digital Twins for the Future Industries

This thesis identifies three key areas where digital twin can be instrumental in
bringing the next revolution in the industrial sector:
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1. Improving performance: The digital twin allows one to explore all potential
scenarios that the industrial process may undergo in its life-cycle and
provide the guarantee of its performance. This is a crucial factor in
obtaining legal certification under mission-critical operations. Moreover,
one can also predict the possible occurrence of failures by utilizing the data
collected over the previous life cycles of the same product and prescribe
measures to avoid them beforehand.

2. Faster productivity: By utilizing the connectivity of the digital twin via the
world wide web, engineers can collaborate and perform different tasks at
the same time on a single digital twin utilizing its different functionalities.
As a result, the probationary phase of conceptualization and development
of the first prototype can be significantly shortened.

3. Mass customization and accessibility: Future production is moving towards a
new era where customers dictate many aspects of the functionality and
design of the product they intend to purchase. The digital twin has the
potential to leverage such personalized customization by means of
allowing end-users to interact with the design process directly.

1.2 Functionalities and Features of a Digital Twin

Computer scientist David Gelernter has claimed that a digital twin can "put the
universe in a shoebox’ (the interested readers may find it inspiring to read the
visionary monograph by [38]). By merely being a program or software on a desk,
the digital twin has infinite potential and endless scope in every avenue of
technological development. In [45], a detailed and up-to-date survey is provided
about the core functionalities and characteristics of the digital twin in various
sectors of industry. It has been shown that the core architecture of a digital twin
typically includes a multitude of functionalities that are interlinked with each
other and these functionalities can be customizable based on industry-specific
requirements. In [54], the survey on the digital twin’s architecture and
functionalities are restricted to the manufacturing process.

Functionalities a Digital Twin Must Have

Despite the depth and breadth of a digital twin, from a commercial standpoint,
the core functionalities of a digital twin must include the following aspects:

1. Performance analysis and process optimization: Main functionality of the
digital twin is to provide a quantitative measure on how a physical asset or
a specific part of the industrial process perform in a real-world
environment. At the same time, to be ahead of the competition, the virtual
framework of a digital twin can be used to further optimize various aspects
of the asset to obtain better performance. In this way, the asset’s
productivity and performance can reach the target goal.
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2. Prediction and visualization of product’s life cycle: Another functionality of the
digital twin is to predict how a physical asset or a specific part of the
industrial process evolves during the entire life cycle. Understanding and
visualizing the assets evolution enables better product design and effective
management of the supply-chain.

3. Monitoring and diagnosis: During usage of the physical asset by an end-user,
one functionality of the digital twin is to monitor its performance by means
of collecting data from the physical asset. By using this data, diagnostic
tools can be developed that help to identify and resolve faults (even
predicting future occurrences of fault to prevent them from taking place).
Such predictive analysis helps in faster and cheaper troubleshooting the
product.

4. Conceptualizing future design: The digital twin provides a virtual framework
to explore novel designs and operations of the physical asset that may
appear in future. Such virtual conceptualization can be rigorously tested
and validated in the digital twin before it is built in its physical form;
hence, it can significantly reduce the time and money. Moreover, owing to
its virtual presence, the digital twin can allow the customers to be directly
involved in the product development process.

Qualities a Digital Twin Must Have

With wide variations in functionalities and applications, the underlying
framework of a digital twin is multifaceted. Hence, there are four features a
digital twin should facilitate:

1. Flexibility: At any stage, in a digital twin, the virtual representation of the
physical asset or process should be flexible so that a user can make
adjustments on it at any stage of the development cycle.

2. Versatility: As the functionalities of a digital twin are quite diverse, it has to
be versatile accommodating all the functionalities under software tool that
the digital twin represents.

3. Modularity: The digital twin has to be modular so that, in future, when a new
component or service is added to the physical asset or process, the digital
twin is modular to adapt its architecture accordingly.

4. Integrebility: The entire enterprise of a commercial industry consists of
numerous physical assets and processes. A digital twin that is dedicated to
a specific asset or process has to be meaningfully integrable to the
industry’s entire operational pipeline.

The discussion in this section leads to Figure 1.1 that embodies the crucial aspects
concerning the development of a digital twin.
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Performance i .. Prediction and
analysis planning

Figure 1.1: Core functionalities of a digital twin.

1.3 Application: Inkjet Printing

From the Gutenberg Press back in the fifteenth century till today, the technology
associated with printing has preserved the intellectual, social, historical,
economical and cultural contributions of humankind. Perhaps, the printing
industry is one of the few technological sectors that has witnessed the entire
evolution of the industry. From the manual press machines to the recent Drop on
Demand (DoD) digital inkjet technology, the printing industry has always
evolved and adapted to the newer technological paradigms and become faster,
more cost-effective and energy-efficient.

Lately, digital technologies have a profound impact on making the outreach of
printing beyond books and journals on sheets of paper. By harnessing the power
of computers and automation, digital printing has also attracted versatile
applications. By using its non-contact and additive nature, inkjet printing is now
applicable to a wide range of materials including polymers and metals and also
various media like textile, wood, and circuit boards [87]. Moreover, the process
of printing is now completely automated; the user defines a print-job (a set of
to-be-printed images), and the digital printer is responsible for automatically
printing the images on a solid medium in the right sequence, at the right
position, and with the best possible print quality. Thanks to digital printing, we
are now gradually transcending ‘from the world of paper printing to printing the
world’.

Two Components of DoD Inkjet Printing

One can consider the process of printing as the physical integration of a solid
medium (e.g. sheets of paper, cardboard, etc.) and liquid material (droplet of ink).
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Such integration between solid material and liquid occurs in two separate stages
in a printer. These two stages are known as a) jetting and b) fixation, as depicted

in Figure 1.2.
T >

Figure 1.2: Two stages of a printing process. (1) Support. (2) Printed product. (3)
Print medium. (4) Droplet of liquid material. (5) Actuators for fixation
unit. (6) Nozzles for jetting. (7) Printhead.

e Jetting unit: During the process of jetting, liquid droplets at a pre-specified
temperature, volume and jetting speed are deposited from a set of nozzles
at the printhead on the solid material (known as a print medium).
Deposition of liquid droplets solely depends on the specifics of the image
that a user decides to print and this is known as the DoD mechanism.
Figure 1.3 shows the simplified description of one printhead. The flow of

|

Liquid flow

¥ + ¥ + ¥ ‘
| Nozzle

Figure 1.3: Schematics of one printhead.

liquid is from top to bottom. The lowest level consists of a set of vertical
nozzles. Every nozzle is equipped with a piezoelectric actuator that
produces a pressure wave in the printhead chamber so as to jet a drop of
ink towards the medium. Based on the to-be-printed image, once a voltage
is applied, the piezoelectric actuator ejects a droplet of liquid from the
nozzle and deposits it on the print medium.

e Fixation unit: Once an image is printed on the print medium, the printed
product gets dried (or ‘fixed’) in a fixation unit. A set of heater and air
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impingement units are used to extract excess moisture from the individual
freshly printed medium. The fixation unit is depicted in Figure 1.4.

I 1]

Figure 1.4: Overview of the fixation unit. (1) Temperature sensors. (2) Support
(solid platform). (3) Printed products. (4) Heating unit. (5) Air
impingement unit.

Four unresolved challenges in DoD inkjet printing

Printer manufactures are facing a critical period ahead. On environmental
grounds, enterprises are moving away from the usage of paper-based printing
(which has always been the primary market for printing). As a result, printer
manufacturers must explore new application domains where printing can
establish a new market. This means that the printer’s architecture, design, and
performance requirements may change and this change must reach customer
imminently. Moreover, customers constantly demand better print quality
(defined by how accurately the printed product resembles the image). Hence,
printing technology must cope with ever-increasing demands for improved print
quality, as well as be flexible to accommodate new designs and functionalities. In
this context, the printing process, as a combination of jetting and fixation,
imposes the following challenges as open problems that will further enhance
print quality as well as make printing technology prepare for future changes in
the market.

1. Both jetting and fixation processes can be affected by unknown inputs in
terms of ambient temperature, movement of the printers, relative humidity
etc. The problem is that:

there does not exist any tool to verify how these disturbances affect the performance
and quality of printing.

2. For optimal drying (fixation), the moisture content of the printed product is
a crucial factor. The intensity of dryness (fixation) depends on the amount
of moisture in the printed medium. Also, depending on the type of medium
and the print job, the moisture level in a printed medium varies over location
and time during the fixation process. However, there is no dedicated sensor
for measuring moisture content for every individual printed product. This
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makes the entire fixation process inherently challenging to control. And, the
question remains open that:

how to estimate the moisture content of every individual printed product without
installing any additional sensors in the fixation unit.

3. The temperature of the liquid ink is not consistent at all times during
jetting. The temperature fluctuation of droplets causes its physiochemical
properties (these properties are viscosity, surface tension, temperature, and
the speed of sound inside the nozzle) deviate from desired values. This
causes deterioration of print quality. ~Hence, the challenge remains
unresolved:

how to maintain a consistent temperature at every droplet of liquid during jetting
without installing any additional sensors and actuators at the printhead.

4. To cope with the ever-increasing demands on throughput, in the future
design, the number of printed products a printer can print within a given
time span must increase. For instance, in future, design of the printhead
may accommodate an arbitrarily large number of nozzles to ensure more
substantial numbers of jetted droplets to be deposited on the medium at
the same instant. Hence, the challenge is that:

the state of the art for design, simulation, process optimizations and diagnosis are
not readily adaptable if the number of nozzles changes.

1.4 Building a Digital Twin for DoD Inkjet Printer

A digital twin, as the virtual representation of a printer’s functionality and its life
cycle, can have a significant impact on today’s printing industry. From designing
a new printer or new equipment and emulating the dynamic changes of a printer
(or a specific part) over its life cycle to optimizing the print quality and
diagnosing faults, a digital twin can perform all these tasks in a virtual
environment without utilizing a physical laboratory. For example, the challenges
mentioned in the previous section cover a wide variety of domains
encompassing design, estimation, control, performance analysis, diagnosis and
monitoring. If a digital twin is considered, it can offer a flexible, versatile,
modular and integrable tool to tackle every one of these problems and
potentially prescribe solutions under a unique framework. In this way, by
utilizing the digital twin, printer manufacturer can deliver to customers a faster,
cheaper and greener printer with improved performance and print quality.

Thermo-Fluidic Processes in Inkjet Printing

As the applicability of the to-be-built digital twin is quite diverse, the process of
jetting and fixation provides a generic description of the DoD inkjet printing
process without concentrating on any application-specific scenario. Therefore,
the digital twin of an inkjet printer must represent the processes of jetting and
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fixation. In both the processes, a common aspect is the role of interaction among
fluid substances (liquid or gas) and solid substances. As solids and fluids are
distinct states of matter, their physical properties are different, so as the influence
of external thermal energy on them. For example, during jetting, the solid
structure of the printhead and liquid ink interact over their common boundaries.
Moreover, if not all the nozzles are simultaneously used for jetting, a gradient in
liquid temperature takes place among jetting and non-jetting nozzles. During
fixation, by applying heat and air flux, the evaporation of excess moisture takes
out additional heat from the printed medium. As a result, along with the
moisture, the temperature of printed product changes. Such interaction between
solid and fluid substances under the influence of external thermal energy (input
heat flux) is referred as a thermo-fluidic process (see Figure 1.5). And, the
thermo-fluidic process is key to describe DoD inkjet printing and affect the
formation of printed products. Therefore, the digital twin of a DoD inkjet printer
must incorporate thermo-fluidic processes.

Thermal
Energy

Figure 1.5: General description of thermo-fluidic processes.

Building a digital twin based on thermo-fluidic processes

If one aims to build a digital twin for the assets that are governed by
thermo-fluidic processes, there are a few fundamental physical properties and
characteristics that need to be taken into account. These are

1. Spatially interconnected structure: The physical layout of the printing process
as an example, the printheads and the fixation unit demonstrate a spatially
interconnected structure consisting of thermo-fluidic processes print
materials, support, air, heat and liquid that are distributed over a spatial
configuration and physically interconnected.

2. Spatio-temporal dynamics: As an immediate consequence, systems governed
by thermo-fluidic processes exhibit dynamics that evolve both over space
and time.

3. Lack of sensors and actuators: Because of lack of space, physical limitations on
the printhead’s dimension, and inhibited costs, there is a persistent lack of
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sensor information and actuating power to control thermo-fluidic processes
in the printhead.

Role of models in building a digital twin for thermo-fluidic processes

To virtually represent the thermo-fluidic processes, the digital twin needs to rely
on a model which is a replica of the jetting and fixation as well as which
describes its underlying phenomena and working mechanisms. As a result,
building a model stands out to be the core of a digital twin. These models
typically involve mathematical equations that are either derived from physical
laws (e.g. conservation of mass, momentum and energy) or identified using the
data collected from previous life cycles of the process. The model must also
exhibit the underlying dynamical behavior of the process while being relevant
over time, i.e. be able to capture the thermo-fluidic processe’s evolution over the
entire life cycle.

Role of systems and control in building a digital twin for thermo-fluidic
processes

With the increasing complexity of the design, thermo-fluidic processes often
result from a complex architecture of interconnected components or systems of
systems. The field of systems and control plays a significant role in designing,
optimizing and developing a physical entity that constitutes of interrelated and
interdependent parts. Moreover, the digital twin must facilitate improving all
aspects related to the design, optimization, estimation, control, virtual testing,
prediction, maintenance and fault diagnosis of the inkjet printing process. In fact,
the key difference of a digital twin, in comparison to a simulator, is such diverse
functionalities that are already enabled in the core operation of a digital twin.

Role of computation in building a digital twin for thermo-fluidic processes

The role of computation is ubiquitous in any industrial process. In particular, to
build a digital twin, computation is an enabling factor for its functionalities. The
computation is involved not only in simulating the model that governs the
thermo-fluidic processes or predicting its evolution over space and time in
future, but also in providing quantitative certification to the processe’s
performance and in optimizing the performance to obtain the best achievable
level. As a result, computation is crucial in offering a market valuation of the
printers which a commercial enterprise, such as a printing manufacturing
company, strongly demands.
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1.5 Research Objective

The task of the digital twin is to address all aspects related to design,
optimization, estimation, control, virtual testing, prediction, maintenance of an
industrial asset that is governed by the thermo-fluidic processes. Moreover,
unlike a conventional simulator, the digital twin has well-defined objectives in
terms of analyzing the processe’s performance under unforeseen disturbances,
estimating unmeasured physical parameters (spatially varying) as well as
physical quantities (spatio-temporally varying), enabling the synthesis of
controllers for the thermo-fluidic processes. These functionalities must be
achieved without installing any additional sensors or actuators while ensuring
that the required performance criterion is met. Moreover, the digital twin must
be flexible, versatile, modular and integrable. To this end, this thesis seeks an
answer to the following question:

How to develop a digital twin for an industrial asset that is governed by thermo-fluidic
processes and guarantee that the asset achieves a predefined performance without
adding new sensors or actuators?

e The usage and functionalities of a digital twin are wider than the scope of
inkjet printing. As a result, attention is given towards making the design
procedure of building a digital twin generic such that other applications of
thermo-fluidic processes can also be adopted.

o Addition of new sensors or actuators are restricted. The digital twin can be used
to investigate novel techniques for controlling the thermo-fluidic processes
that do not require new sensors or actuators. This aspect again highlights
the importance of versatility in a digital twin.

o The performance metric is typically predefined. For instance, in DoD inkjet
printing, one may choose print quality as the performance metric and it can
be quantified based on the underlying thermo-fluidic processes. For
example, in jetting, a suitable performance metric would be to keep the
temperature difference among jetting and non-jetting nozzles below a
certain value. In fixation, the performance metric can be the amplification
factor at which an external disturbance (in terms of humidity, or heat flux)
affects the estimation of moisture for every individual printed medium.

1.6 Subproblems and Approaches to Solve Them

In order to achieve the formulated research goal, a set of relevant subproblems is
formulated in this section. Specific theoretical approach and practical
considerations are taken to solve every individual subproblem. The solutions of
all subproblems can then be combined, and collectively, they can satisfy the
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ultimate goal of this research. In the subsequent paragraphs, the relevant
subproblems are formulated, corresponding challenges are found and
approaches are summarized to circumvent the challenges and solve each
subproblem.

A framework for modeling and representing thermo-fluidic processes

The first subproblem is to answer the following question:

How to develop a modeling framework that allows users to describe and represent a
spatially interconnected thermo-fluidic process such that the model is integrable to the
core functionalities of the digital twin?

The answer to this question is given in Chapter 2. Here two aspects of the
thermo-fluidic processes are considered: a) spatial interconnection among
different components with distinct physical properties, b) spatio-temporal
evolution of the thermo-fluidic dynamics. As a result, the governing model has
the following features:

1. The governing dynamics may involve partial differential equations (PDEs)
involving physical quantities that are functions of space as well as time.

2. The governing dynamics may also involve ordinary differential equations
(ODEs) involving physical quantities that are only functions of time.

3. Because of the spatially interconnected structures, there are spatial
interconnections among PDEs or ODEs or among PDEs and ODEs.

4. The disturbances or inputs typically occur at the boundaries of a spatial
configuration.

To ensure that these four properties of the thermo-fluidic processes are preserved
in defining the model of the digital twin, a graph-theoretic modeling framework
is used to describe the spatial interconnection of PDEs and ODEs under arbitrary
topology. The interconnections among various components are modularized,
and specific constraints are formulated that preserves the energy exchange across
the spatial domain between two mutually interacting processes. Exploiting the
graph structure, incorporating or removing new components as a part of the
graph as well as accommodating new features for a specific component are
performed efficiently.

Once the underlying thermo-fluidic model is defined, the core functionalities of
the digital twin are built on the basis of this model. Moreover, every functionality
involves the computation and evaluation of thermo-fluidic processes. For
building any functionality regarding simulation, analysis, prediction, diagnosis,
estimation or control of thermo-fluidic processes, the spatial interconnection
among PDEs and ODEs allow one to use any one the three computational
approaches, depicted in Figure 1.6.
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Part II: Computation with Lumping

This subproblem amounts to answering the following question:

How to utilize a lumping technique to represent, monitor and control spatially
interconnected thermo-fluidic processes without adding new sensors and actuators while
meeting user-specific demand?

The answer to this question is given in Chapter 3. In many cases, the dimensions
and physical properties underlying components allow neglecting the spatial
distribution of physical quantities. This means that one can describe them as
ODEs. As a result, the entire thermo-fluidic process can be described by a
lumped network of systems governed by ODEs. However, the lumping
approach may not always provide sufficiently accurate behavior for all the
components. To this end, in this thesis, the digital twin is made flexible in such a
way that, at any stage of the development, a specific lumped component can be
modified to improve accuracy.

As installing additional sensors or actuators is strictly prohibited, the diagnosis
and monitoring functionalities of the digital twin are enabled by presenting a
soft-sensor. Similar to inkjet printheads, often, liquid components are already
equipped with piezoelectric elements. By using the self-sensing capability of the
piezoelectric elements and the lumped model, a real-time algorithm is developed
that estimates the temperature of the liquid component without adding new
sensors. This estimation mechanism and the underlying lumped model enables
the digital twin to synthesize an optimal controller that predicts the change in the
dynamical behavior of the process and controls it to achieve a predefined
performance criterion.

o This part of the research is based on the following work:

—— A. Das, M. Princen, M. Shokrpour, A. Khalate, S. Weiland (2019). Soft
Sensing Based In Situ Control of Thermo-Fluidic Processes in DoD
Inkjet Printing. Accepted for publication in IEEE Transactions of
Control Systems Technology, 2019. (DOI of the preprint:
10.20944 / preprints202003.0355.v2).

Part III: Computation with Approximation

This subproblem amounts to answering the following question:

How to numerically approximate a spatially distributed diffusive thermo-fluidic process
while satisfying the boundary conditions in the presence of boundary inputs and make the
approximated model useful for performing various functionalities of the digital twin?

The answer to this question is found in Chapter 4 and 5. Here, an important
subclass of thermo-fluidic processes is considered that are governed by
diffusion-transport-reaction of coupled mass and temperature. In this thesis,
they are defined as diffusive thermo-fluidic process. The model of a diffusive
thermo-fluidic process is restricted to be a set of spatially interconnected PDEs



1.6 Subproblems and Approaches to Solve Them 17

that are mutually interconnecting over boundaries. A computational
approximation technique is presented that explicitly preserves the exchange of
energy across the boundaries, as well as the presence of inputs at the boundaries.
Once the approximation technique reduces the spatially interconnected PDEs to
a set of coupled ODEs, the functionalities developed in Part II
(lumping-then-design) are directly applicable.

In many applications of diffusive thermo-fluidic processes, the physical
parameters of a particular component are often unknown in terms of their values
as well as their spatial profile. A data-driven algorithm is presented to estimate
such spatially varying physical parameters based on the available data from a set
of location-specific sensors. In this way, measured data that are being
accumulated over the previous life cycles of the thermo-fluidic processes allow
the digital twin to perform validation of the underlying mode or improve the
model if necessary.

o This part of the research is based on the following works:

—— A. Das, L. lapichino, S. Weiland (2018). Model Approximation of
Thermo-Fluidic Diffusion Processes in Spatially Interconnected
Structures. Proc. 2018 European Control Conference (ECC), Limassol,
pp- 2653-2658, DOI: 10.23919/ECC.2018.8550146.

—— A. Das, M. Van Berkel, S. Weiland (2019). Frequency Domain
Estimation of Spatially Varying Parameters in Heat and Mass
Transport. Proc. 2019 IEEE American Control Conference (ACC),
Philadelphia, pp. 600-605, DOI: 10.23919/ACC.2019.8814465,.

—— A. Das, S. Weiland (2020). Modeling and Approximation of
Networked Thermo-Fluidic Processes Under Arbitrary Spatial
Topology. To be submitted for publication in International Journal of
Systems Science.

Part IV: Computation with PIEs

This subproblem amounts to answering the following question:

How to develop a computational framework that allows to analyze and synthesize
estimator based optimal controllers directly on the spatially interconnected thermo-fluidic
processes without depending on lumping or approximation techniques while providing a
quantifiable performance guarantee?

The answer to this question is found in Chapter 6. Here, the goal is to directly
utilize the spatio-temporal dynamics with no prior approximation or lumping.
An alternative representation of spatially interconnected thermo-fluidic
processes is derived by using a class of operators called Partial Integral (PI)
operators. These PI operators share many similarities with matrices. By using the
PI operators, an equivalent representation of thermo-fluidic processes is
determined that are called Partial Integral Equations (PIEs). The PIE representation
enables to develop a computational framework that directly utilizes the original
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thermo-fluidic model for analysis, estimation and control purposes. By using the
proposed representation, stability, input-output properties are tested for the
thermo-fluidic processes. Moreover, an estimator is synthesized or
thermo-fluidic processes that utilize finite-dimensional measured data to provide
an estimate of the unmeasured physical quantities (spatio-temporally varying)
while guaranteeing an optimal performance bound in terms of worst-case
disturbance amplification in the estimation error.

o This part of the research is based on the following works:

—— A. Das, S. Shivakumar, M. Peet, S. Weiland (2020). Robust Analysis
of Uncertain ODE-PDE Systems Using PI Multipliers, PIEs and LPlIs.
Accepted for presentation at the 2020 IEEE Conference on Decision and
Control (CDC), Jeju Island.

—— S.Shivakumar, A. Das, M. Peet (2020). PIETOOLS: A Matlab Toolbox
for Manipulation and Optimization of Partial Integral Operators. Proc.
2020 IEEE American Control Conference (ACC), Denver. DOL
10.23919/ ACC45564.2020.9147712

—— A. Das, S. Shivakumar, S. Weiland, M. Peet (2019). H., Optimal
Estimation for Linear Coupled PDE Systems. Proc. 2019 IEEE
Conference on Decision and Control (CDC), Nice, 2019, pp. 262-267.
DOI: 10.1109/CDC40024.2019.9029595

—— S. Shivakumar, A. Das, S. Weiland, M. Peet (2019). A Generalized LMI
Formulation for Input-Output Analysis of Linear Systems of ODEs
Coupled with PDEs. Proc. 2019 IEEE Conference on Decision and
Control  (CDC), Nice, 2019, PP- 280-285, DOI:
10.1109/CDC40024.2019.9030224

—— M. Peet, S. Shivakumar, A. Das, S. Weiland (2019). Discussion Paper:
A New Mathematical Framework for Representation and Analysis of
Coupled PDEs. Proc. 2019 IFAC Workshop on Control of Systems
Governed by Partial Differential Equations (CPDE), Oaxaca, pp.
132-137. https:/ /doi.org/10.1016/j.ifacol.2019.08.023

—— S. Shivakumar, A. Das, S. Weiland, M. Peet (2020). PIE Representation
of ODEs Coupled with Higher Order PDE Systems. Submitted for
publication in IEEE Transactions on Automatic Control.

—— A. Das, S. Shivakumar, S. Weiland, M. Peet (2020). H, Optimal State
Estimation for Coupled ODE-PDE Systems Using LPIs. To be
submitted for publication in Automatica.

Application to industrial benchmarks

This subproblem amounts to answering the following question:

How to apply the developed methodologies in building a digital twin for controlling the
jetting and fixation process in a DoD inkjet printer ?

The answer to this question is in Chapter 7 and Chapter 8.
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1. The functionalities of the digital twin are utilized to develop a self-sensing
based in situ controller that maintains a consistent liquid temperature at
every individual nozzle without additional sensors and actuators.

2. The functionalities of the digital twin are utilized to develop an H, optimal
estimator that estimates the average moisture level of a printed product in
fixation process only based on the measurement from a thermocouple below
the solid support.

o This part of the research is based on the following work:

—— A. Das, M. Princen, M. Shokrpour, A. Khalate, S. Weiland (2019). Soft
Sensing Based In Situ Control of Thermo-Fluidic Processes in DoD
Inkjet Printing. Accepted for publication in IEEE Transactions of
Control Systems Technology, 2019. (DOI of the preprint:
10.20944 / preprints202003.0355.v2).

1.7 Organization of the thesis

The organization of the thesis is depicted in Figure 1.7.
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Figure 1.7: Organization of the thesis. Arrows indicate read-before relations. List
of symbols is provided at the back of this thesis.






2 CHAPTER

Digital Twin’s Framework to Model
Thermo-Fluidic Processes

his chapter introduces a modeling framework that is in the core of

a digital twin to describe and represent thermo-fluidic processes.
To this end, a graph-theoretic framework is formulated as a collection of
nodes and edges under a user-defined topology. Nodes are dynamical
systems governed by either linear coupled partial differential equations
or linear coupled ordinary differential equations. The edges define the
interconnection among adjacent nodes by enforcing algebraic constraints
on the signals that these mutually interconnected nodes share. Apart from
the graph-theoretic definition, the digital twin’s modeling framework also
provides a few alternative representations of the thermo-fluidic models
that are behaviorally equivalent. A user has the freedom to choose any
one of those representations to describe the application-specific thermo-
fluidic process and build a relevant functionality of the digital twin.
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2.1 Introduction

The first part of building a digital twin is to represent the physical asset or the
process virtually. Every engineering system can be viewed as an enhanced and
goal-oriented application of physical laws of nature. Its virtual representation is
typically abstracted by a mathematical model to provide an ’‘effective and
unambiguous’ description of these fundamental laws (c.f. [80]). In this thesis, the
mathematical model offers a quantitative and qualitative description of the
thermo-fluidic process. By definition, the model that describes thermo-fluidic
processes must include the following aspects:

e Thermo-fluidic processes consist of multiple components that have distinct
physical properties and are spatially interconnected.

e Some components are spatially distributed, and their governing dynamics
evolve over space and time.

e Some components are lumped, and their governing dynamics only vary
over time.

e Flexibility, versatility, modularity and integrability of a digital twin must
reflect in the modeling framework.

Contribution of the Chapter

Incorporating multi-component, multi-physics, interconnected architecture of a
physical asset while preserving the qualities of a digital twin is the primary
objective of modeling thermo-fluidic processes and the main contribution of this
chapter. By exploiting the spatial interconnection among different components, a
graph-theoretic framework is presented to model and upscale the thermo-fluidic
processes. Here, the graph consists of nodes and edges. A node describes the
dynamical behavior of a locally defined thermo-fluidic process in a specific
component. An edge defines the mutual interconnection of two adjacent
components. Based on a specific use case, the user specifies the nodes, the edges,
and topology on how components are interconnected to each other.

2.2 Abstract Definition of Spatially Interconnected
Thermo-Fluidic Processes

Graph theory is widely used to model large-scale distributed and networked
systems. Large-scale systems, known as Spatially Interconnected Systems, are
decomposed and represented in a graph-theoretic framework in [60]. In [32, 58],
a particular attention is given to exploit state space approach in representing
spatially interconnected systems. A similar framework is also applied to the
parameter varying systems interconnected through time-varying, arbitrary and
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directed interaction topology in [41]. In this chapter, the work of [32] is
generalized for a spatially interconnected system that consists of both lumped
models with temporally varying dynamics as well as spatially distributed
models with spatio-temporally varying dynamics.

Definition 2.1 (Spatially interconnected thermo-fluidic process)

The definition of a spatially interconnected thermo-fluidic process consists of
following three objects.

D.1 Graph: A finite graph consists of a set of nodes and edges. It is defined by
the following quadruple

&= (N, ¢ AT). 2.1)

o The time axis is denoted by the set T C R.

o N is a set of all the nodes, and the set’s cardinality is denoted by a scalar
m > 0. Each object N; in the set N, i € Ny ,,), is a node or component
of the thermo-fluidic process with a specific physical property.

e A € N™*™ js an adjacency matrix that has either zero or one as its
elements depending on whether the nodes M; and N; are physically
attached or not. Its entries are

i 1, ifN; is connected to N;
“7 10, otherwise.

e The set of edges € = {¢&, ; | forall (i,j) with A, ; = 1} describes the
interconnection between a particular node and its neighboring nodes.

D.2 Nodes: Every individual node D; € N is defined by the following sextuple:
N = (X, X0, 5, Py, PP, B;). 2.2)

e The geometric configuration of every node M; is characterized by a
bounded set X; C R%. Its boundary is defined by the limit-points as

X~ X, \ X,

where X° denotes the interior of X;. The dynamics of M; is confined in
the spatial domain X and is constrained by the boundary conditions
in Xbe,

o There are four categories of signals that are associated to a node ;.
These signals belong to a subspace .#; and consist of

(a) The internal state variables which are either multi-variable
functions; x; : X; x T — Z; or single variable functions
z; : T — Z;, where %, is the state space.

(b) The control signals which are single-variable functions; ¢; : T — €,
where €; is the control signal space.
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(c) The parameter valued signals which are single variable functions
d; : T — 2;, where &, is the parameter signal space.

(d) The interconnection signals which are single variable functions [; :
T — %, where .Z; is the interconnection signal space.

Asaresult, 7; = 25T x €F x 9] x LT.

o The behavior of M; is captured by a relation among all the signals
(x;, %4, ¢, d;, 1;) and defines a subspace &; C ..

e The behavior 2P describes the constraints that need to be imposed on
the behavior 22; when defined on X?°. In particular, 2> C 2;.

o The behavior the parameter valued signals d; defines a subspace %; C
(2:)".

D.3 Edges: Every individual edge €; ; € € is defined by the following triple:

¢ = (X[, 2l A ). (2.3)

e Each €&; ; describes the interconnection between two adjacent nodes (;
and 91;) on the their common boundary which is defined by X[, C
X; NX;.

o Wherever M, is interconnected to M;, ie. A;; = 1, there are
interconnection signals associated with the edge. Let these signals be
single variable functions (l;;,l;;) : T — £, respectively.
Add1t1ona11y, l7 = COl(li,k)kELJ Wlth ]Ii,j = {] | Aivj = 1}

e The relation among interconnection signals l;; and l;; defines a
subspace #; ; C (Z£};)".

2.3 Building Thermo-Fluidic Model for the Digital
Twin

The digital twin’s model of thermo-fluidic processes is built on the basis of
Definitions (D.1)-(D.3) whose specifications are given in the sequel.

2.3.1 Specifying Physical Asset’s Topology

A finite graph defines a physical asset that consists of spatially interconnected
components with known topology according to (D.1).

1. Each node represents a solid or fluid component. There is m number of
components as a part of the asset’s underlying thermo-fluidic processes.

2. Every individual node 91; represents either a lumped model (involving
thermo-fluidic processes that solely vary over time) or spatially distributed
model (involving thermo-fluidic processes that vary over space and time).
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To distinguish between lumped nodes from spatially distributed ones, a user
may define the spatial domain X;, X° to be empty and, in that case, the
specific node is automatically considered to be lumped.

Let P and O be the two sets of indices corresponding the spatially distributed
nodes and lumped nodes respectively. Precisely, P := {i | i € Npj ) A X; #
(Z)}, O := {] | j € N[l,m] /\Xj = (Z)}

3. The adjacency matrix A € R™*™ is defined based on the physical
architecture of how various components interact with each other in the
asset’s thermo-fluidic process.

There may be multiple identical nodes (in terms of their model and
interaction with rest of the graph), e.g. the liquid nozzles in a printhead, or
identically printed paper sheet on a fixation tray. In such cases, it is
sufficient to specify their total numbers and the graph-theoretic model
automatically replicates them.

4. All the signals are considered to be in either continuous time with T C [0, c0)
or discrete time with T := {ktq | £ € NU{0}}, where the sampling period t4
is a fixed scalar.

2.3.2 Specifying Spatial Configuration

The spatial configuration in which a spatially distributed component is confined
and the boundaries through which it interacts with its neighbors are defined as
follows.

Spatial Domain

In this thesis, all the thermo-fluidic processes are considered to be in one spatial
dimension. Therefore, the set X; is either empty or an interval, [a;, b;] for some
b; > a;.

Boundary

In one dimensional domain, the boundaries are the extremum points. Hence,
boundary of a spatially distributed node consists of two points, ie,
Xbe = {a;, b;}. When X; is empty, XP¢ is empty as well.

Interconnection Domain

When A; ; = 1, interconnections are between either two lumped nodes, or two
spatially distributed nodes, or else one spatially distributed node and one lumped
node. Hence, whenever A; ; = 1, the interconnection domain Xf ; CXinX;is of
three kinds:
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1. Interconnection between two lumped nodes: If X ; is empty, the interconnection
is between two lumped nodes.

2. Interconnection between two spatially distributed nodes: If both X; and X; are
non-empty, then the interconnection is between two spatially distributed
nodes. Such interconnection takes place only via common boundary points
between 91; and Ny, i.e. X]; := Xp¢ N X<, In other words, X ; consists of a
single point, either a; = b; or b; = a;.

3. Interconnection between a lumped node and a spatially distributed node: When
either X; or X is empty, the interconnection is between a lumped node and
a spatially distributed node. In that case, interconnection domain is either
on the spatial domain or on the boundary of the spatially distributed node.
In that case X] ; is left to be defined by the user.

2.3.3 Specifying Signals

The signals are either functions of space and time or functions of time alone
depending on whether they are part of the lumped node or spatially distributed
node. For two mutually interconnected nodes 91; and 9;, the signals are defined
as follows.

States

Depending on whether X; is empty or not, the states are either spatio-temporal
functions denoted by x; or temporal functions denoted by ;. They are defined as

X X X T — R"™ and z;: T — R7. Hence, 2; = R™ or Z; = R".

Moreover, the state variables x; may have restrictions in terms of differentiability
with respect to the independent variable s; (up to second order). Hence, these
states are partitioned as x; := col(xo;, X1i, X2;) With x;; : [a;,b] x RT — R™
(j = 0,1,2), where n/, = n{ 4+ nj + nb. Here, xo; are with no restrictions on
differentiability, states x;; with restrictions of first order differentiability with
respect to its independent variable s; € X; and states xy; with restrictions on
second order differentiability with respect to its independent variable s; € X;.

The state variables typically describe the spatio-temporal or temporal evolution
of specific physical quantities in a thermo-fluidic process (e.g. temperature, mass
concentration, the flow of liquid) in the sense that the future behavior of the node’s
thermo-fluidic processes entirely depends on states together with its future inputs
such as actuations or noise (which can be externally manipulated).

Control Signals

For every node 91;, the control signals c; are typically classified into inputs and
outputs. Irrespective of whether X is empty or not, there are four types of control
signals and all of them are considered to be functions of time.
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1. The control (to-be-manipulated) inputs are u; : T — R,

2. The regulated (to-be-controlled) outputs are z; : T — R":,

3. The external disturbance inputs (they affect the node’s dynamics and,
sometimes, they are exogenous) are w; : T — R"w.

4. The measured outputs (using available sensors) are y; : T — R™.

As aresult, ¢; = col (u;, z;, w;, y;) and €; = R x R™ x R x R™. As the control
signals are finite dimensional, in a spatially distributed node, they can be invoked
either inside the spatial domain or at the boundaries.

Parametric Signals

In a lumped node (X; is empty), there is a provision for defining parameters or
part of a user’s specifications that may vary over time (e.g. the print demand, set
by the user in jetting). The signals associated to such parametric variations in a

lumped node are classified into inputs p; : T — R"™ and outputs ¢; : xT — R™a.

Hence, d; = col (p;,¢;), and Z; = R™ x R". It is assumed that, the parametric
signals are not present in a spatially distributed node (when X; is nonempty).

Interconnection Signals

Whenever A;; = 1, the interconnection signals between 91, and 91; are
categorized into inputs and outputs. The interconnections signals are assumed to
be functions of time. Based on the three types of interconnections, these signals
are attributed as follows.

1. Interconnection between two lumped nodes: When X[, is empty, the
interconnection between two lumped nodes is characterized by inputs

: T — R™me= and outputs ny7 : T — R™ee.,

2. Interconnection between two spatially distributed nodes: When both X; and X
are non-empty, the interconnection between two spatially distributed nodes

are characterized at a common boundary point by inputs m}” : T — R™ e
and outputs n{"; : T — R™o.

3. Interconnection between a lumped node and a spatially distributed node: When
either X; or X is empty, the interconnection between a spatially distributed
node and a lumped node is characterized by inputs m}” : T — R" mee and

outputs nf’; : T — R™ipe,

Hence the interconnection signal description differs based on the type of
nf.) and £, = Rmx x Rk

interconnection. Precisely, /;; := col(mF Mg

k e {pp,px, zx}.
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Collection of All Interconnection Signals for An Individual Node

For a node 91;, all the interconnection signals are collectively defined as
l; := col (mE?,ml" m¥*), (nb? nb" n¥v)).

1 ) ?
1. The inputs are mt” (¢ ) € R”inw and outputs are n?”(t) € R™nr», where m?? :=
col(m? )keﬂpp and nt? := col(n? )keﬂpp with 7% .= {j | A;; = 1;4,j € P}.

2. The inputs are m” x(t) € R and outputs are n”(t) 6 R"nv=, where

mb* = col( k)keﬂpr and n?” = col(n? )keﬂm with

5 ={j A =1, eltherze@)orje@}

3. The inputs are m?*(t) € R"mer and outputs are nf*(t) € Rrnes, where

mie = col(mi})kerz=  and  mg* . col(nif)kerzs  with

I75 = {j [ Aij = ;4,5 € O},

7 7 i i i i
Hence, %, := R"mwr x R"mps x Rmea x RMnre x RMnpe x RMnae.

Figure 2.1 gives an illustration of how the spatial domains and signals are assigned
for two mutually interconnected nodes.

<x7jaci7di> (Xjacj>

Figure 2.1: Illustration of two mutually interconnected nodes. Among them 9t; is
lumped and 0; is spatially distributed. The edge €; ; is defined at the
boundary point a;.

2.3.4 Specifying Edges

The interconnection describes the exchange of energy among adjacent
component’s underlying thermo-fluidic processes. The energy exchange is either
conductive (between two solid components) or convective (between a solid and
liquid component or between two liquid components). Typically, a bidirectional
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exchange of energy occurs between two solid or a solid and a liquid component.
A unidirectional exchange of energy occurs between two adjacent liquid
channels towards the direction of the flow. Hence, a distinction is made between
an edge €&;; and another edge €;; to distinguish between bidirectional and
unidirectional interconnections. Whenever A; ; = 1, there are three types of
interconnection between adjacent components 91; and 91;. They are specified as
follows.

Interconnection Between Two Lumped Nodes

The interconnection between two lumped nodes occurs when A; ; = 1 along with
the condition that i, j € O, i.e. both X; and X are empty. Based on the conductive
or convective thermal exchange, point-wise in time, the subspace .#; ; defines
either uni-direction or bi-direction interconnection relations according to

%J = {(li,j; lj,i) ‘ m;i(t) = Mffni?(t), Ai,j =1,17,75 € OVt e T} . (24:)

Wherever A, ; = 1, the user specifies the relation (2.4) by defining a constant
matrix M} of suitable dimension. In this way, interconnection between two
lumped nodes is restricted by an algebraic constraint.

Interconnection Between a Spatially Distributed Node and a Lumped Node

When either X; or X; is empty and A; ; = 1, interconnection occurs between a
spatially distributed node and a lumped node. The subspace .#; ; defines either
uni-direction or bi-direction interconnection relations according to

%}j = {(li’j,ljﬁ') | mfi(t) = Mffnfj(t),Am =1,1 € (0) orj e OVt e T} (25)

Wherever A4;; = 1, the user specifies the relation (2.5) by defining a constant
matrix M/} of suitable dimension. Hence, interconnection between one lumped
node and one spatially distributed node is restricted by an algebraic constraint.

Interconnection Between Two Spatially Distributed Nodes

The interconnection between two spatially distributed nodes occurs when 4; ; =
1 along with the condition that 4, j € P, i.e. both X; and X, are non-empty. Now
the corresponding interconnection relation is defined according to

Mg =i la) | mif(e) = MITni(8), Aiy = 1,4, j € PYE€ Th. - (26)
The signals (I; ;,1;;) are related to the state variables, x; and x;, when evaluated
at the interconnection boundary. In that case, one may assume the existence of
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constant matrices, B}'; and BY; of appropriate dimensions such that

- Xli(szljvt) - le(Sin,t)
nf’;(t) = Bszj X2i(si,j7 t) |, mf’i(t) = B;‘?j% X2j (Si,ja t) |, (2.7)
05, X2 (Sz‘l,jﬂ t) asj X2j (S{,jv t)

where s/ ; the geometric location at the common boundary of the 9; and 91, i.e.

1 e X[, € {a; = bj,b; = a;}. Using (2.7) one can rewrite the interconnection
constraint in (2.6) as the following boundary conditions at the point s/ ; € X/ ;.

S

Xli(siljv t)
X9; (Si,j’ t)
asix%(sf;j, t)
x15(s) ;1)
X2j (Si,jv t)
0s;%2;(s} ;1)

By B

4]

=0. 2.8)

2.3.5 Specifying Time-Varying Parametric Relation

To make every lumped node adaptable with time-varying user-defined demand,
they may include time-varying parameters (e.g. volumetric flow of liquid) that
are not directly captured in (2.10). Such parameters are stored in a time-varying
matrix O(t) for all lumped nodes. To allocate these parameters for every
individual lumped node, an operator 7; is defined such that ©;(t) = (7;(0))(?),
where O;(t) is the allocated time-varying parameter for the node V.

The function ©,(t) relates the a specific functionality of a lumped node via
parametric inputs (e.g. in terms of convective heat flux) p;(t) and outputs

gi(t) € R" (e.g. in terms of thermal energy over unit volume of liquid) according
to the following algebraic relation point-wise in time:

2.3.6 Specifying Node Dynamics

Dynamical behavior of a node depicts the temporal or spatio-temporal
relationships among state variables, control signals, parametric signals and
interconnection signals. =~ The governing equations to describe a node’s
thermo-fluidic behavior are derived using balance laws of mass, momentum and
energy. In case of lumped node, the dynamics is governed by coupled ordinary
differential equations (ODEs) and in case of spatially distributed nodes the
dynamics is governed by coupled partial differential equations (PDEs).
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Temporal Node Dynamics

When X is empty for a node 9;, its lumped dynamics is governed by coupled
ODEs. In this thesis, the ODEs are considered to be linear. In particular,

col (m5*,m3™, pj, wj, uy), (x;), (05", 05", q5, 25, 95)) | Vi € O, t € [0,00),
nz;r (t) Enm,lj Enm2j Enp] Enwj Enuj GnT] mfz (t)
gzj ,: n]mr (t) anlj an2j ang anj Dnu] an] m;bm (t)
qj (t) _ Dgmi;  Dgm2;  Dapj  Dquwj Daquj  Caaj Dj (t)
zj(t) Demij Demzj Dapj Dews Dawj Craj | | wj(t)
y;(t) Dymij  Dym2j  Dypj Dywj Dyuj Cyaj u;(t)
i‘j (t) Bacm,lj B.'cm?j Bxpj Ba:'wj Bnuj Axsrj Z; (t)

where Enmljr Enm2j/ Enpjr Enwjr Enujr anjr anljl an2jr anj/ Fn'wj/ Dnujr
Hnmj/ qulj/ quQj/ quj/ quj/ unj/ quj/ Dzmlj/ -DzmQj/ szj/ Dzwj/ Dzujr
szj/ Dymlj/ Dym2j/ Dypj/ Dywj/ Dyuj/ Cymj/ Bzmlj/ Bszj/ szj/ Bzwj/ Bnuj/ and
A, ; are constant matrices of appropriate dimensions. The matrix A, is typically
derived using conservation laws of mass, momentum and energy over time. The
other matrices are left to be defined by the user.

Spatio-Temporal Node Dynamics

When X; = [a;, b;], the node dynamics of 0M; is governed by Partial Differential
Equations (PDEs ). In this thesis, the PDEs are considered to be linear and are
defined in one spatial dimension. Hence,

col ((m?ﬁ’ Wi, ui)a (Xi)7 (nfﬁf’ Zis yz)) | Vi € P)‘J; € [07 OO),
x; is Fréchet differentiable,
P = nfm (t) Enmi Enwi Enui Enxi m;:m (t) . (211)
Yi (t) Dymi Dywi Dyuz nyi uz(t)
X; (t) Bymi  Bxwi Bxui .Api X; (t)

In (2.11), all the operators are defined as in the following items.
o Adding Inputs to the PDE Dynamics:

For all S; € [ai,bi] and X; = col (XQZ‘,XH,X%), (meixi)(si) = mei(si)xi(si),
(Bxwixi)(5i) = Bxwi(5:)Xi(8i), (BxuiXi)(5:) = Bxui(5:)Xi(5:), where Bymi(sq),
Bywi(si), Bxui(si) are matrix-valued functions of appropriate dimensions.
Furthermore, Epmi, Enwir Envir Damis Dawis Dawis Dymis Dywi, Dyui are constant
matrices of appropriate dimensions. These matrices are left to be defined by the
user.
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o Including Parabolic and Hyperbolic PDEs, and Boundary Values in the Dynamics:

Forall s; € [a;,b;], Ap; is defined as

X0i )
(quxq)(sl) 5:A01‘(51',) [Xu] ( )+A12(51)8 Xl% (Sz) +A21(sl)8s21 [X2i] (51)
X2;
X4
5 X1i
Xai
4 /Agli(si,an o 0030+ A2m(8“9) o | @),
a; 8alx21 83%.)(21'
02 x9; 02 x3;
X14 az)
XIZ( )
+En(sn)| ) @.12)
851.)(21(&7,)
0s,%2:(b;)

Here, AOz(sz)/ Au(S,‘), Ag,‘(S,‘), Egi(Si), Agli(si, Gl), Agm‘(si, 91) are matrix-valued
functions of appropriate dimensions. These functions represent spatially varying
(as functions of s;) physical coefficients related to the thermo-fluidic process in a
spatially distributed component. These coefficients often depend on the material
properties, dimensions and the underlying physical process occurred in a
component. The first three terms on the right hand side are related to the
parabolic or hyperbolic PDEs. The next two terms are related to integrals of all
the state variables and the last term is related to including boundary values into
the dynamics.

o Including boundary values in the measured, regulated and interconnection outputs:

For all s; € [a;, b;], operators Cyx;, C.xi, Enx: are defined as follows.

(i) () = /b (cayxzv(si) FOI () & Chps(52)0, H (s:)

J Xo; Xo;
Xli(ai)
Xli(bi)
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(Coxixi)(s1) /b (Cazxi(si) i(i: (84) + Chaxi(5:)0s, {Xh} (si)

a X2i

+ Craxi(5:)07, [xai] (&)) ds; + Csoi (2.14)

b;
(Enxixi)(si) : / < anxi (i) X(Ji} (s¢) + Ebnxi(si)asi [Xli] (s4)

+ Eenxi(5)02, [x2i] (&)) ds; + Enoi (2.15)

Here, Cy0;, C.0; and E,y; are constant matrix of appropriate dimensions.
MOI‘GOVGI‘, Cayxir bexi/ Ccyxi/ Cazxi/ Cbzxir Cczxir Eanxz'r Ebnxvﬁr Ecnxi are
matrix-valued functions of appropriate dimensions. Based on a specific
application and physical set-up of the component, these matrices are left to be
defined by the user.

o Interconnection Boundary Conditions:

For a spatially distributed node 91; (when i € P), grouping all its interconnection
relations (2.8) with other spatially distributed nodes, one obtains the following
boundary constraints that restricts the evolution of state variables x; on the points
SiI,k S (Ukeﬂgzxi{k) with ]Ifs = {] | Aiﬁj =1;4,5 € ]P}

Xli(szlkvt)
Xgi(S{j]},t)
diag< (B2, —ngg?ngj]> col a;"m(,l»k’t) =0, (216)
»p lk(sz k’t)
kel?”, XZk(Szf,kvt)
:=B] 89kX2k zI,k:’t) ker?”

AT (36 (1) 3k (1))
and which can be compactly written as

BIAL (xi(t),xx(t)) = 0. (2.17)
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e External Boundary Conditions with Periodic Conditions and Inputs:

The external boundary conditions are defined on the boundary points that are
excluded from the corresponding set of interconnection points. They are allowed
to be perturbed by inputs in the form of disturbances w;, control inputs u; and
interconnection signals from the lumped nodes m?”. Moreover, it is possible to
include periodic boundary conditions. These boundary conditions are defined on
every point s° € X\ Upepr X[ with I == {j | A;; = 154, j € P} according to

=AZE (i (1))

bc
Xlz( t)
BPe col x2;(s bcb t) =DBpeimi” (t) + Buiw;(t) + By, u;(t)
8 C? t C C
51X2z(31 ) 5‘; EXE \Ukelg’f;xf,k

b,

Xoi
+ /Bzm (81) Osixli (SZ', t)dsl-,
o 0% xa;
=BPe(xi(1))
(2.18)
and which can be compactly written as
mg” ()
7
A2 (xi(t))

For a spatially distributed node 9;, the number of points denoted by sP® can be
either one or two depending on whether it is interconnected with any other
spatially distributed node or not. If there are ; number of points in the set
(X3 \ Uperrr X[ 1), then BP° € RU7ilni+2n2) where v, is the number of external
boundary conditions. The other constant matrices Bypzi, Bwi, Byi are defined
accordingly. Moreover, B,;;(s;) is a matrix valued function of appropriate

dimension. Hence, the entire set of boundary conditions defines a subspace
@}’C C Z; follows.

col (( P i), (xi),(xk)) | Vi, k € Pt € [0, 00),
B{Agl (xi(t), xx(t)) = 0,

gpbe . mi*(t) . (220

[Bpoi Buwi Bui —BY] w(()) + BPe(xi(t)) =0

ADE(xi(t))

Remark 2.1 (Restriction on the number of boundary conditions) To avoid
ill-posedness, the number of boundary conditions must be restricted to a fixed
value. In one dimensional spatial interval, there are two boundary points for an
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individual node. Based on the definition of PDEs’ state variables x;, on these two
boundary points, there must be exactly n; boundary conditions related to x;; and
2(n%) boundary conditions related to xs;. In this graph-theoretic framework, the
boundary points are divided into two mutually exclusive categories; the
boundary points are either interconnected with an another spatially distributed
node or exposed to external conditions (including interconnection with a lumped
node). Therefore, for a spatially distributed node M;, grouping these two types of
boundary conditions according to (2.16)-(2.18), one must ensure that the matrix
{ng 0

¢ B ,} has (ni + 2nb) independent rows.

In summary, building a digital twin for thermo-fluidic processes amounts to
specifying the items of Section 2.3 in terms of

1. Adjacency matrix to specify the topology of a spatially interconnected
thermo-fluidic process. Time axis can be either continuous or discrete.

2. Spatial intervals of all spatially distributed nodes. Interconnection spaces
and the boundary spaces are automatically determined using the adjacency
matrix.

3. Dimensions of all the signal spaces (states, control signals, interconnection
signals, parametric signals).

4. Matrices in the interconnection relations (2.4)-(2.8) as well as the
time-varying matrices in the parametric relations (2.7) .

5. Matrices in (2.10) for every individual lumped node, matrices as well as
matrix-valued functions to define the operators in (2.11) and matrices as
well as matrix-valued functions to define the external boundary conditions
in (2.20).

The graph-theoretic definitions (D.1)-(D.3) makes the modeling framework
modular and generic with decisive advantages in terms of flexibility, scalability,
versatility and integrability to build the digital twin. In particular,
Object-Oriented Programming (OOP) can be utilized to develop software tools
that can upscale the thermo-fluidic model on the basis of user-defined
specifications. For instance, if there exists more than one node that is identical in
terms of dynamics, boundary conditions, and interconnection with rest of the
topologies, simply specifying the number of such identical nodes suffice to
replicate their thermo-fluidic model and integrate with the digital twin’s
architecture. In figure 2.2, an illustration is provided to depict the graph-theoretic
setting for mutual interconnection among two lumped nodes and two spatially
distributed nodes.
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Figure 2.2: Illustration of four mutually interconnected nodes. denotes

the lumped nodes and denotes the spatially distributed nodes.
Interconnections can be unidirectional or bi-directional. A lumped
node has additional provision to incorporate time-varying parameters
(given by ©;(t), ©;(t)). denotes the parametric signals,
denotes the interconnection signals, denotes the control signals.

2.4 Equivalent Representations of Lumped Nodes

Despite the merits and user-friendly implementation of graph-theoretic model of
thermo-fluidic processes, a compact multi-input and multi-output (MIMO)
representation may appear to be useful for design optimization, prediction,
maintenance or synthesizing an estimator-based controller. To make the digital
twin flexible and ensure its versatile functionalities, the digital twin’s modeling
framework offers various alternative representations of the thermo-fluidic
processes that are equivalent to the graph-theoretic model. In the first part, only
the lumped nodes are considered. By rearranging signals and performing
algebraic operations, there are three ways to equivalently represent the part of a
graph that consists of only lumped nodes.



2.4 Equivalent Representations of Lumped Nodes 37

By Stacking Node Signals

col ( (e, im0, ), (2), (", 7177, 4, 2,3) ) | Vt € [0, 50),
 m=6man,
v ﬁpm(t) Enml lzjnm2 l?np l?nw f?'nu Cfnx ﬁlpz(t)
Py = 77 (1) Fumt Fumz Frp Fuw Dpu Hyo| [077 (1)
q(t) _ | Pgmi Dgmz Dgp Dguw Dy Cya p(t)
é(t) B Dzml Dzm2 sz Dzw Dzu ézz ’lj)(t)
HO) | | Dyms Dyms Dy Dyw Dyw Cow | | (0)
(t) Bemi Bemz Bup Baw Baw Aga| L 20
(2.21)

Here, z(t) € RZJe@"i, j(t) € RZseo™, 5(t) € R¥ueo™, qp(t) € RZseo™s,
W(t) € REseo™, j(t) € REico™, G(t) € RZieo™, m”(t) € RZjcomas,
nTT(t) € Rzywnm P2 (t) € RZie0 mre, and #P2(t) € REse0 "pe . Matrix M@
is constructed by stacking mi% = M7 {n7j, whenever 4;, = 15,k € O.

Moreover, O(t) = diag(© i(t))jeco. All the other constant matrices in (2.21) is
defined by diagonally stacking the respective matrices that are defined for every
individual lumped node.

By Eliminating Interconnection Relations Among Lumped Nodes

col (7, i, 1), (2), (7", . %.3) ) | ¥t € [0,0),
Bt =emat),
. nPr (t) Enm “np E:nw E:nu an mp® (t)
Po 1= q(t) Dgm Dgp Dgw Dgu  Cyo p(t) - (222)
5(t) = Dzm sz Dzw Dzu Czr ’Li)(t)
i‘(t) BT7" Btp Bl”u) BT?L ATT x(t)

col ( (17", i a),gm),(ﬁm,fi,gj)) |t € 0,00),
) w2 (1)] [Ewm(t) Baw(t) Eau(t) Guo(t)] [mre(t)
Poi=4 | 2t) | _ [Dan(t) Daw(t) Deult) Colt)| | w(t) | (- 323
Jt) | | Dym(t) Dyw(t) Dyu(t) Cya(t)| | ()
i(t) Bum(t)  Baw(t) Buu(t) Age(t)] | =(t)

In (2.22)-(2.23), dimensions of all matrices are understood by their respective
domains.
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The above three representations equivalently represent thermo-fluidic processes
that consist of lumped components only. These three representations can be
visually illustrated in figure 2.3.

M$$

OF
/N
~
~
A

D > 4
- P
mﬂfﬂ? ,ﬁacx

(i, 2,9)] ] 0n i)

(a) Representation in (2.21)

(c) Representation in (2.23)

Figure 2.3: Three equivalent representations of graph-theoretic thermo-fluidic
model that consists of lumped components only.

One can also view &, and 2, as projections of #, onto the subspaces defined
by the signals col ((r?”, w, @), (z), (77", %,)) and col ((mP®, w, @), (z), (itF*, £, 7)),
respectively. To represent such projections using (2.22) and (2.23) requires
elimination of interconnection signals m**(t),n**(¢t) and parametric signals
p(t),¢(t) from (2.21). Note that deriving (2.21) from (D.1)-(D.3) simply requires
rearrangement of various signals. However, deriving (2.22) and (2.23) are
conditional and Theorem 2.1 provides conditions under which such elimination
of signals is possible.
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Theorem 2.1 (Equivalence of lumped models under signal elimination)
1. If(I - EomaM *%) is invertible, then

P _ col ((ﬁzm,ﬁ, W, ), (z), (7P*, 4, 2, y)) | 3 col (™*®, n*®) such that,
° col ((Vp$7mmr,ﬁ7w’,a)’(m)7(hp$’ﬁxx,q’7z,zj)) € <@O .
Moreover,

Enm Enp Enw Enu an Enml Enp Enw Enu énm
l?qm l?qp l?qw l?qu qu lu)qml Pqp j?qw ?qu qu
D.m sz D,y Dy Cupf| = D sz Dyw Dz Chg
l?ym Qyp [v)yw l?yu Qyw Qyml -Qyp -Qyw -Qyu C:ya:
Bem sz Biw Bnu Age Bymi Bxp Biw Biuw Azs

~ . T

l?an FC—erl

qu2 o . 9 }j‘y—gg

+ | Domaz | M**(I = Fomae M)~V [ EL| . (2.24)
Dme Dr—Lru
meQ IZIT

2. If (I — D,,O(t)) is invertible for all t € T, then

)) € %,
(m®®, p), (n*®, §)) such that, }

col(
Moreover,
l?zm(t) {)zw(t) l?zu(t) sz(t) _ Dzm l?zw Dzu ngc
Bl Do) Dolt) Ci)]| T | B B O
Enp Din]'
D.,| x L D]
+ | =2 O@t)(I — D,0(t)~ ' | 29w | . (2.25)
l?yp ( qp l?g:u
B:Ep Cqm

Proof: Deriving (2.24) requires algebraic manipulations to uniquely express m**
in terms of (z,w, %, p) by using m®®(t) = M“*n*(t). The uniqueness of this
expression requires the invertibility of (I — £,,,2M**). The same argument holds
for deriving (2.25), where (p, §) is uniquely expressed in terms of (z,w, %). In this
case, one requires the invertibility of (I — quC:)(t)) forallt € T. |
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2.5 Equivalent  Representation of  Spatially
Distributed Nodes

In a similar fashion, the spatially distributed nodes can also have alternative
representations. Here, one of them is shown.

2.5.1 Normalization of Spatial Domain

In the definition of every spatially distributed node 91;, the spatial domain is X; =
[a;, b;] and every point s; takes value in the interval [a;, b;]. For convenience, each
interval [a;, b;] can also be scaled to a fixed domain [a, b], making every individual
spatially distributed node to be defined in a constant spatial interval [a, b]. In order
to achieve that, the following formulas are used.
1. For s; € [a;, b;], define s; = m;s + ¢;, withm; = b;}%g and ¢; = %« g Z“ Note
that s; — a;, then s — a, and s; — b;, then s — b.

2. 5(0i(s) = Xoi(mis + Ci), )~(1i(8) = xu(mis + Ci) and )221(8) = x2i(mis + Ci).

3. asi [xu(si)] = nlh 85 [)212(5)] s 6Si [Xgi(si)] = leaS [5(21(5)] 5
4. 92 [x2i(s:)] = ni? 02 [%2i(s)]

Scaling Operators in the Domain [a, b]

In the dynamic model of a spatially distributed node, scaling of spatial domain
also scales the spatially varying coefficients in the definitions of Ay;, Cyxi, C.xi,
Enxi- Precisely, in (2.12)-(2.15), for all s € [a, b]

(“leiii)(s) ::(Apixi)(mis +¢i), (c yszZ)( s) = (C yszZ)(mis +¢i),
(?zxiii)(s) ::(szixi)(mis + ci); ( nxzxz)( ) ( nxixi)(mis + Ci)7

(BxmiXi)(8) :=(Bxmixi)(mis + ¢;), (waixi)(s) = (Bxwixi)(m;s + ¢;),
(Bsewi%i)(5) := (Bswixi) (mis + ¢;). (2.26)

Scaling Boundary conditions on {a, b}
Due to spatial scaling, the boundary points of any spatially distributed node
would always be the points {a,b}. Therefore, the interconnection boundary

conditions in (2.16) can be transformed to the following relations on the points
sip € (Ukeﬂfz;Xik) with 7% .= {j|A; j = 1;i,j € P} and X[, C {a, b}.

B [AL (i), %x(t))] =0. (227)
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Here, [AL(x;(t),%x(t))] is obtained from Al (x;(t),xx(t)) after applying the
appropriate scaling on the spatial domain. Moreover, B! is related to B! in (2.20)
by incorporating the constant factors due to scaling the operators 9, (+) into 9;(-).

On  every  point s € [a,0]  \ Uper X[, with
% = {j|Ai; = 1,X;,X; are nonempty} and X/, C {a, b}, the external boundary
conditions in (2.18) are redefined as

B (AR (%:(0))] = BI(Ri(0) =Bpaim?” (1) + Buwi(t) + Buui(t).  (228)

Here, [AP/(%;(t))] is obtained from A2°(x;(t)) after applying the appropriate
scaling on the spatial domain. Moreover, B is related to B in (2.20) by
incorporating the constant factors due to scaling the operators J;,(-) into J,(-).
Also, the operator BP° is identically constructed from BP°.

Equivalent Representation of Spatially Distributed Nodes on a Scaled Domain

Now, on the constant domain [a, b], an alternative representation can be derived
by grouping all the signals of the entire set of spatially distributed nodes.

col ((mP”, w, w), (x), (AP*, 2,%)) | Vt € [0, 00),
x is Fréchet differentiable,
mPe(t)
15((;)) € X§0m7
Ppi= x(t) (2.29)
AP ()] [Enm  Enw  Enu Enx| [MP(t)
E(t) _ Dzm Dzw Dzu C_,zx w(t)
7](15) o l?ym l?yw l?zu yx ﬁ(t)
X(t) me wa Bxu -Ap X(t)
with
mPe(t)
W) | ¢ T (oo tnbtnl x L300, 6] x HY [a,6] x Hy[a,8) |
’L_L(t) J 2 ’ 1 ) 2 ’
X(t) icP
F () T
P . w(t)
Xdom'_ ﬂ(t)
B B B | xu(a,?) b X0
[Bpm B, B, —B] x1(b,t) | + [ Baa(s) [55X1] (s,t)ds =0
x3(a,t) a x5
Xg(b7 t)
0sx2(a,t)
0sx2(b, ) | (2.30)
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Here, m* (t) € RXicr "oz, (t) € R:ier ™w, Gi(t) € R2=er "u, Identical construction
is followed for obtaining the vectors 7**(t), Z(¢), (t). In a similar fashion, x¢ =
col (Xp;);ep- Similar definitions hold for x; and x5, and x := col (xq, x1,x2). To
define the operators in (2.29)-(2.30), corresponding constant matrices and matrix-
valued functions are obtained by appropriate diagonal stacking of (2.26)-(2.27)
while using the definitions in (2.12)-(2.15) as well as (2.20) and are understood by
their respective domains.

2.6 Combined  Representation of  Spatially
Distributed Nodes and Lumped Nodes

In the digital twin’s model, so far, various representations are derived for lumped
nodes and spatially-distributed nodes separately. In this section, the digital twin’s
model is completed by combining the lumped and spatially distributed nodes
together and derive equivalent representations of the entire network of thermo-
fluidic process.

By Stacking MIMO Lumped Dynamics and Spatially Distributed Dynamics

By augmenting the subspaces &7, in (2.29) and &, (2.23), an equivalent
representation of the networked thermo-fluidic process is as follows.

j:
col ((1mP®, mP* b, w, i, u), (z,x), (P*, WP*, 2, 2,9,9)) | vt € [0,00),
x is Fréchet differentiable,
mP* (t)
(1) b
I_L(t) 6Xd0nl’
x(t)
mPrE) | _ g pe [P0 (F)
[mwtﬂ - M [nw’(t) ’
P2 (£)] [Enm(®) 0 Enpw() 0 Epu(t) 0 Gno(t) 0 | pmre(t)
npPT (t) 0 Enm 0 Enw 0 nu 0 nx mPx (t)
2(t) Dom(t) 0 D.w(®) 0  Da(t) 0  Cu.o(t) 0 W(t)
£(t) 0 Dem 0 Daw 0 Dew 0 Cox | | @(t)
y(t) Dym(t) 0 Dyw(t) 0 Dyu(t) 0  Cyuult) 0 a(t)
4(t) 0 Dym yw 0 Dyu 0 Cyx a(t)
&(t) Bam() 0 Baw(t) 0 Bgu(t) 0  Ag(t) 0 z(t)
%(t) 0 Bxm 0 Bxw 0 Bxu 0 Axx | L x(8)
(2.31)

Equivalent PDE-ODE Coupled Representation of Thermo-Fluidic Processes

Combining the ODE dynamics of lumped nodes and PDE dynamics of spatially
distributed nodes one can derive an MIMO representation as a time-varying PDE-
ODE coupled system. Such a time-varying PDE-ODE coupled system belongs to
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the class of models as defined in the Definition 2.2. Lemma 2.1 states the condition
under which such equivalent conversion is possible.

Definition 2.2 (Behavior of Time-Varying PDE-ODE Coupled Systems) Given
matrix valued functions A(),, Al, Ag, AQl, Agu, EQ, an Eb/ Ec/ Eo, E, Bgl, B22, Cai/
Chi, Cei, fori € {1,2}, as well as C1q, Ca0, Eo, A, C1, Ca, Bi1, B1a, D11, D12, Doy,
D»,, of appropriate dimensions, define

X0
(Apx)(s,t) :==Ao(s,t) lxll (s,t) + A1(s,)0s E:] (5,t) + As(s, )02 [xz] (s,t)
X0 X0
X1 b X1
/ A (s,0,1) Xil (0,4)d6 + / Asy(s,0,1) a’s‘il (6,)d6
OsXo s 05X
652,X2 662,X2
x1(a, t)
X1<b, t)
+ Ea(s,1) f{z((zg (2.32a)
0sx2(a,t)
0sx2(b, 1)
b Xg
(C1px) (s, 1) := / (Cal(s,t) [x1] (5,) + Chi(s, )0, {zj (s,t)) ds
x1(a,t)
Xl(b, t)
+ /Ccl(s,t)af [x2] (s,t)ds + C1o })Z((Z::)) , (2.32b)
0sx2(a,t)
0sx2(b, 1)
b
(Copx)(s,t) /( w2(s,t) [ ] (s,t) + Chra(s,t)0s [zj (s7t)> ds
[ x1(a,t)
Xl(b, t)
+ /C&(S,t)@f [x2] (s, t)ds + Cao ;Z((Z:z)) , (2.320)
9sx2(a,t)
0sx2(b, 1)
b -
/( { ](s £) + Ey(s, )0, [X; (s,t))ds
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xl(a, t)
b Xl(b,t)
+ /Ec(s,t)ﬁf [x2] (s, t)ds + Eo XQEZ’:)) ; (2.32d)
a 0 XQ( ,t)
8 XQ( ,t)
(Ex)(s,t) :==E(s,t)x(t), (Barw)(s,t) :== Bai(s,t)w(t), (Bagu)(s,t) := Baa(s, t)u(t).
(2.32¢)

Then for a full rank B € R("+2n2)x2(mi+2n2) the behavior of time-varying PDE-
ODE coupled system is defined by the subspace !, such that

col ((z.y), (@,%), (w,u)) | vt € [0, 00)
col (z(t),y(t)) € R"=*t"w  x is Fréchet differentiable,

o
u(t
= W] ;o (239
x(t)
2(t) D1 D1z C1 Cyp w(t)
YO | _ [P Dz O Cop| o full)
()|  |Bu Bz A & (t) x(t)
x(t) Byr B & A, x(t)
with
w(t)
ZE;; c RanrnqunI % LrLo [a b] % Hnl [a,b] « HSQ [a,b} ‘
x(t) w(t)
[Bu(t) Bult) Buo(t) Bu(t)] Zgg _0
Xdom:= x(#) x1(a,t) . (2.34)
b X0 Xl(b,t)
(BCX)(S,t) = fng(S,t) 3Sx1] (S,t)ds _ B(t) XQ(Z,t)
a 82X2 XQ( ,t)
° 0sx2(a,t)
8st(b, t)

Lemma 2.1 (Equivalence of Time-Varying PDE-ODE coupled system and
thermo-fluidic processes)

If <I - {E’”S(ﬁ) 0 } MW> is invertible for allt € T, then

nm
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i), (%), (%,2,,9)) | 3 col ((1?®, mP™), (77", 77")) such that, }

Moreover, there exist matrix-valued functions Agy,, A1, As, Ay, Aoy, Es, E,,,
Eb/ EC/ EO/ E/ BQl/ BQQ/ Ca’i/ Cbi/ Cci/ fori S {13 2}/ as We]l as ClO/ C(201 EO/ A/
Cl, C2, B11, Blg, D11, Dlg, D21, D22, fOI‘ WhICh (232) admits

D.o(t) 0 Duft) 0 Cuft) 0
Dll D12 Cl Clp 0 zZw B 0 zZu ~0 sz
Dyy Doy Cy Cap (1) = Dyw(t) 0 Dyu(t) 0  Cyult) 0
Bll BIQ A gp 0 yw 0 yu 0 ny
Bai Bax & Ay Ezw(t) 0 Bw(t) 0 flm(t) 0
0 Brw 0 By 0 Axx
(Epm(@) 0]
0 Enm
Dom(t) 0
0 o | W1 W
+ Dymlt) 0 {W; Wj (t)G(t). (2.35)
0 ym
Bam(t) 0
L O By ]
Here,
Wl W2 px Enm t 0 px -1
[Wz WJ (t) = a7 (1 { 0() Enm}M ) (2.36)
Epm(t) 0 Enw(@®) 0 Epu(t) 0 Gno(t) 0
¢ { 0 Buw 0 Bp 0 B 0 e}
and
Wl (t) WQ(t) Enw t 0
By(t) =By + By, [0 1] Wilt) W4(t)H 0() EHJ,
_ A Wi(t) Wa(t)] [Ena(t) 0
Bu(t) =Bu+ By [0 1] {Wi(t) Wi(t)H 0 En]
z(t) Wi(t) Wot)] [Gra(t) 0 ] [z(t)
[Baolt) Be(t)] [x@] =B (01 |y 1) W4<t>H " snx] L«(t)]
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xl(a)
i oo

(B.x)(s) = / Bua(s) g; (s)ds — B a}{z(?)) 237)
Drxca(t)

Proof: The proof is similar to the proof of Theorem 2.1. It requires eliminating
(1hP* (t), mP*(t)) and (P*(t), AP*(t)) from the definition of & in (2.31). [ |

2.7 Closing Remarks

In this chapter, the graph-theoretic framework is built to model spatially
interconnected thermo-fluidic processes. A graph consists of nodes that describe
the local dynamics and edges that describes the interconnection among adjacent
nodes. Either ODEs or PDEs describes the node dynamics. The interconnection
among adjacent nodes is described by either boundary conditions or algebraic
constraints. Using augmentation of signals, scaling of the spatial domain for a
(spatially distributed) node, and elimination of signals, seven equivalent
representations of thermo-fluidic processes are provided as a part of the digital
twin and they are depicted in Figure 2.4. The user has complete freedom to
choose any one of these equivalent representations to describe the model of
thermo-fluidic digital twin and build model-based functionalities. In this way,
the modeling framework is modular and generic to offer decisive advantages in
terms of the digital twin’s flexibility, scalability, computability and versatility.

“«6 =(W, ¢ AT)
Lumped Nodes . (D1-D3) /»
/—\ Spatially Distributed
Nodes
'@p
(2.29)

PDE-ODE Coupled
Models

= =~
IR
2.31 2.33

Figure 2.4: Seven equivalent representations of the thermo-fluidic model along
with the references to their respective expressions.
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3 CHAPTER

Lumping Based Estimation and
Control of Thermo-Fluidic Processes

his chapter discusses an abstraction of thermo-fluidic processes by

neglecting the spatial variation of physical quantities. To this end,
the method of lumping is introduced. Using the lumping technique,
a version of digital twin is developed to describe the thermo-fluidic
processes. The digital twin is based on a graph-theoretic framework
where every individual edge describe the finite dimensional lumped
dynamics of the thermo-fluidic process in a solid or liquid component
and every edge describe the exchange of thermal energy among mutually
interconnected components. A technique is developed for implementing
soft sensor in the digital twin that estimates the liquid temperature solely
using the presence of piezoelectric elements without installing additional
devices. Using the digital twin, an output tracking anticipative feedback
controller is synthesized. The control implementation is made flexible so
that the user can vary the locations of the control inputs and the measured
outputs depending on application specific requirements.

Outline
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3.1 Introduction

In 1873, James Clerk Maxwell introduced the idea of finding mechanical analogy
of electrical circuits. Since then, using an isomorphic notion of energy or power,
physical systems across electrical, mechanical, magnetic, and chemical domains
are often abstracted using an equivalent and interchangeable set of physical
quantities. For example, the voltage and current in electrical domain are
equivalent to force and velocity respectively in mechanical domain, as well as, to
chemical potential and molar rate respectively in chemical domain (c.f. [20]). The
motivation behind [umping stems from simplifying the derivation of physical
model by drawing such analogies among dynamical systems with equivalent
notion of energy or power. Especially in thermo-fluidic processes, the lumping
technique neglects the spatial distribution of the physical quantities in a system
and, therefore, replaces the infinite dimensional partial integro-differential
equations with finite dimensional ordinary differential equations. To this end,
temperature difference and entropy rate in thermal domain, and pressure and
volumetric flow rate in fluid domain respectively analogize the voltage and
current in electrical domain. The lumping technique has been successfully
applied to model and control climate inside a large-scale building in [83] and
[46], for geo-thermal reservoir engineering in [40], and for gas processing plants
in [71].

Concerning thermo-fluidic processes, one must capture the following three
phenomena by the means of lumping

1. Conduction: Heat transfer within solid components or via contact between
solid components.

2. Convection: Heat transfer between the solid component and liquid
component.

3. Advection: Heat transfer via bulk movement of the liquid from one
component to the other.

Similar to the RLC circuits, lumping based derivation of thermo-fluidic processes
involves determining the heat storage and heat dissipation in these three
phenomena and formulate a power balance among them. The governing model
is finite dimensional and, therefore, can be easily implemented in software and
hardware level. In Appendix 3.A, the equivalence between various
thermo-fluidic aspects and electrical domain is summarized.

Remark 3.1 (On the accuracy of Ilumping) Despite the simplicity of
implementation, lumping based model is still an approximation of the
spatio-temporal physical quantities. To verify the validity of neglecting spatial
distribution, modeling practitioners often use a dimensionless parameter, called
Biot number (Bi). Typically the approximation error due to lumping is
considered to be sufficiently small if the component’s Biot number admits
Bi < 0.1 (c.f [11]). However, it has been demonstrated that the upper bound of
(Bi) for which the lumping is accurate largely depends on the material
properties, dimensions and the physical construct of the component (c.f. [52]).
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Contribution of this Chapter

This chapter contributes in the following aspects:

1. Based on the lumped model a data-drive soft sensor is developed that
utilizes the piezoelectric actuators at liquid channels for estimating liquid
temperature.

2. A reference-tracking model predictive controller is developed that makes
the controlled process to obey a specific performance criterion. While
synthesizing the controller, the user has the flexibility to change the
locations of the control inputs and the measured outputs, leading to a
flexible and user-friendly design tool.

3.2 Specifications of Lumped Model

In Chapter 2, the digital twin of thermo-fluidic processes has been modeled as a
finite graph, according to (D.1)-(D.3) (on page 23-24), that consists of lumped
nodes and spatially distributed nodes that are mutually interconnected in
arbitrary spatial structure. Due to lumping, in this Chapter, a spatially
distributed node also admits a lumped representation (may require experimental
validation for that). Hence, it suffices to consider the entire graph consisting only
lumped nodes. Following the notations and definitions In Chapter 2, this
requires a few relaxations on (D.1)-(D.3):

o All the Nodes 2;,i € Ny ,,,) are lumped.
o X;is empty for all i € Ny ,,,).
e Whenever 4, ; = 1, the interconnection is only among lumped nodes.

e The interconnections between spatially distributed nodes and lumped
nodes are also omitted.

Remark 3.2 (On partitioning Iumped nodes for better accuracy) The accuracy of
lumping largely depends on experimental verification on the values of Biot
number. By merely lumping every individual spatially distributed node by a
single lumped node, the accuracy of the model to describe the thermo-fluidic
processes can be seriously compromised. In such cases, the modeling framework
is built to be flexible towards further partitioning individual lumped components
into multiple lumped sub-components. Taking interconnection signals into
account, it can be partitioned into smaller identical nodes until the required
model accuracy is achieved in the graph. Once the required model accuracy is
achieved by partitioning, they are reconnected to the graph using interconnection
relations. The method of partitioning can be extremely useful for lumping longer
(with fast movement of liquid) liquid channels as shown in Figure 3.1.
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N ¢ N Id+Ir+4

Ir+3 N
T
Ir+5 -I-Id+lr+4

Ir+3

N

Id+Ir+3

TId+Ir+3

J

Figure 3.1: Example of partitioning of the liquid channels (given in blue
rectangles). For node N3, N4 and Ns, there are additional indices (such
as Id,lr) that can be user-defined and the digital twin automatically
creates respective partitioned nodes. As a result of partitioning liquid
channels, the adjacent solid blocks (given in green rectangle) are also
partitioned.

Functionality of Feedback Based Lumped Analysis and Feedback Synthesis

As the underlying model is finite dimensional, there is a great body of
well-established literature available for addressing these problems. For example,
various system properties like well-posedness, and stability of spatially
interconnected linear systems are analyzed in [32, 27, 58], and in[41, 105] similar
analysis are performed for parameter varying systems. On the other hand,
graph-theoretic framework is used for synthesis of distributed robust H
controllers in [98], and controller design for identically modeled nodes is
addressed in [65]. Robust controllers for interconnected systems can also be
developed for discrete-time linear systems by following the framework in [32].

In this research, one of the major challenge is that controlling thermo-fluidic
processes must be achieved without introducing additional sensors or additional
actuators. Regardless of whether the aim is to design an estimator or a feedback
controller, it is therefore relevant to determine what can be considered as
measured outputs solely based on available resources. For example, consider the
two applications in inkjet printing. The fixation process already facilitates
temperature sensors that provides point-specific measurement of the
temperature. As a result, in the absence of full state information, these
point-specific temperature measurements can be utilized to design a state
estimator for the thermo-fluidic process and, subsequently, a feedback controller.
However, as seen in the jetting process, there is typically no sensor available to
measure the liquid temperature. Due to the absence of measured output signals,
implementing a feedback scheme to control the liquid temperature is not yet
possible. In the next exposition, this problem is circumvented by introducing a
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soft sensor based feedback scheme that can be applied to control liquid
temperature without the need of installing additional sensors.

3.3 Designing a Soft Sensor for Monitoring Thermo-
Fluidic Processes

For control, monitoring, and fault-diagnosis of the thermo-fluidic processes, it is
necessary to acquire real-time information about the liquid temperature.
However, this must be achieved without incorporating any additional sensors. It
has already been seen that typically piezoelectric elements are placed at liquid
channels for controlling the formation of droplets and their deposition (e.g. see
the jetting process in inkjet printing). It is well-known that piezoelectric elements
have self-sensing capabilities (c.f. [50, 5]). Therefore, a new role is assigned to the
already installed piezoelectric elements to make a soft sensing device from which
liquid temperature can be estimated. In this way, to control temperature of the
jetting liquid in an inkjet printer, every individual nozzle can be equipped with
collocated soft sensor.

Mechanism of Acoustic Sensing in Piezoelectric Element

Within the context of the jetting process, a piezoelectric element works in two
operating modes. For formation and deposition liquid droplets, the piezoelectric
element is in actuation mode where a sequence of trapezoidal voltage pulses
allows droplet formation and ejection [57]. Using the same piezoelectric element,
in sensing mode, one can capture the change in pressure oscillation and the nozzle
acoustics during and after the actuation [97]. The mechanism is also known as
acoustic sensing and the signal measured is called acoustic signal (Volt). The
acoustic signal provides useful information about the dynamics inside a nozzle
(c.f. [100, 49]).

By exploiting this self-sensing-actuation capability, in [100] and [50], two
different approaches are presented to simultaneously operate the piezoelectric
element in both actuation and sensing mode. However, these approaches require
power-consuming and expensive electronic hardware that make it difficult for
online implementation at every individual liquid channel [49](Chapter 3).
Moreover, these measurements are typically used for fault-diagnosis and
monitoring of the channel acoustics. For simpler hardware and its online
application as a temperature sensor, in this research, a time delay (tgelay) is
introduced between the actuation mode and sensing mode of the piezoelectric
element. Once the actuation pulse is applied, after the time delay, an external
trigger switches its operation to sensing mode, and the residual part of the
acoustic signal is captured. Figure 3.2 depicts this sequential actuation-sensing
scheme in an individual liquid channel.

To use the piezoelectric element at a liquid channel as a soft sensor for estimating
liquid temperature, this paper uses the residual acoustic signal. Experiment
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tdelay
Input\ ——
e e M.

Liquid channel

Figure 3.2: Sequential scheme for acoustic sensing.

shows that, at different temperature, there is a difference in the measured
acoustic signals which indicates that that the acoustic sensing signals can be used
for estimating liquid temperature (see figure 3.3).
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8 ﬁo ——Signal at Ty

<=

=0

]

S g

S o0

g

3 1 | | | | |

Z 0 1 2 3 4 5
Time |s] x107°

Figure 3.3: Measured acoustic signal in a particular liquid channel at two different
liquid temperatures 77C, T5C, (see [28]).

Reconstructing Acoustic Sensing Signal

In view of figure 3.3, one can assume that the acoustic sensing signal consists of
discrete samples of a damped sinusoidal function:

y(n) = ae™ "= sin(wnT, + ¢) + 7; n € N. (3.1)

With a fixed sampling time T, here, & > 0 denotes the amplitude (Volt), 0 < w < 7
the frequency (rad/sample), —7m < ¢ < 7 the phase shift (rad), v the signal offset
(Volt) and ¢ > 0 the damping factor.

Let the finite samples of acoustic sensing signal be given as the set {s,, | n €
Ni1, v}, with the length of the data-set as 0 < N < oo and sampling period T
is fixed. The aim is to estimate the parameters «, ¢, w, v and ¢ such that (3.1)
optimally approximates the measured signal {s,, | n € Np; yj}. To this end, the
following algorithmic scheme is developed
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Algorithm 1 Estimating «, {, w, v and ¢

1:

Data: {sn,n € Ny 7}

2: Unknowns: «, ¢, w, 7y, ¢

Signal Generating model: 2t =Az+Bow, y=0Csz

Step 1 — Finding poles of the signal generating model

10:

11:
12:
13:

Specify: L + | & |

S1 SL—1 SL
52 SL SL+2
Hankel matrix: H <
SN—L ce.. SN—2 SN-1
SN—-L+1 --- SN-1 SN

Optimal 2-rank approximation of H (singular value decomposition):
H~USVH %= diag(o1,02), 01,00 >0

Define: U' «+~ U[1: N — L, ]

Define: U2 +~ U[2: N — L +1,]

Determine: A, « N30 T2x3

fork =1and 2 do
Solve eigen value p;, and right eigen vector vy;: (As —pe)vp =0
return p;,

end for

Step 2 — Determine w and ¢

14:

15:
16:
17:
18:

fork=1or2do
w <+ Im(Inpy,)
¢ < Re(Inpy)

end for

return w, ¢

Step 3 — Determine o, ¢, and

19:
20:

21:
22:
23:
24:
25:

26:
27:
28:
29:

Define: s < col(sy, -+ ,5n)

for n € Np ) do
T[n, 1] « (ed@+HiOnTs 4 o=i(w=jOnTs
T, 2] € j{ewH50mT  o-iomiontly
I'n,3] <1

end for

Solve % = argmxin [ITx — s||2:

% « (M) ~rfs

a + 2y/Re(x[1] + j%[2])% + Im(x[1] + j%[2])2
¢ + Im(In(x[1] + j%[2])).

v < x[3]

return o, ¢,y
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Proof: Proof of the algorithm is given in Appendix 3.B. n

Remark 3.3 (on the accuracy of Algorithm 3.1) One can compare the developed
algorithm against the conventional fast Fourier Transform (FFT) to judge the
quality of reconstructing y(n). Figure 3.4 shows this comparison.

— —— Original signal

= 1 FFT

= —— Algorithm 1
Tz
A g
< .20
g wn
3.8
Z

3

S

= | | |

0 0.5 1 1.5
Time [s] x107°

Figure 3.4: Comparison of FFT and proposed algorithm to reconstruct y(n).

In Table 3.1, the estimated key parameters are compared. In spite of a little larger
computational time, due to increased accuracy, the proposed algorithm is
preferred over FFT.

Table 3.1: Key Parameters from the FFT, and Algorithm 3.1

Method w @ ¢ 1) y time
(Mrad/s) (Volt) ) (rad) (Volt) (s)

FFT 0.1475 166.49 0.0135 -2.8561 -0.8530 0.006

Algorithm 3.1 0.1460 173.26 0.0127 -2.8798 -0.7129 0.008

Reconstruction of (3.1) acts as a digital filter to improve the noise level on the
measured signal. Furthermore, the estimation of «, {, w, 7 and ¢ also offers a
online algorithm to monitor the dynamic behaviour inside liquid channels.

Estimation of Liquid Temperature Using Acoustic Energy-Temperature Curve

Experiments show that the liquid temperature has the closest relation with the
acoustic energy which is defined as the squared 2-norm of the estimated y(n),
lly(n)||3. One expects lower acoustic energy in a lower temperature, and higher
acoustic energy in a higher liquid temperature. To demonstrate that, for a specific
liquid channel, a characteristic relation between acoustic energy and liquid
temperature is established by using simulated data-sets at four operating points
of liquid temperature and executing Algorithm 3.1 to obtain acoustic energy
ly(n)||3. Figure 3.5 shows the corresponding energy-temperature curve.
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Figure 3.5: Example energy-temperature curve estimated with three operating
points of temperature.

Based on the energy-temperature curves, one can determine a parametric linear
model relating the acoustic energy and the liquid temperature. For an individual
liquid channel that is equipped with piezoelectric element, let the
energy-temperature characteristic curve be modeled as:

Ty = miP; + C;. (3.2)

Here, for " channel, ; is the liquid temperature and ¢; is the acoustic energy.
The unknown parameters m;,c¢; € R are obtained by fitting the respective
energy-temperature curve. Every time a liquid droplet is jetted from a nozzle,
thereafter, it can be followed by measuring the acoustic signal. The acoustic
signal is modeled as (3.1) and its energy ¢; is determined using Algorithm 3.1.
Subsequently, the corresponding liquid temperature x; is obtained from (3.2). As
a result, with the help of piezoelectric elements, this procedure allows to measure
liquid temperature without installing additional sensors.

3.4 Synthesizing a Model Predictive Controller for
Thermo-Fluidic Processes

One of the performance limiting aspects of thermo-fluidic processes is the
fluctuation in liquid temperature among adjacent liquid channels ( e.g.
temperature fluctuation among nozzles in a printhead and among adjacent
printheads). The only resources the controller has to use are a) the prior
knowledge about the flow pattern, b) the lumping based digital twin to



58 Lumping-then-design

anticipate and predict the evolution of thermo-fluidic process, and c) the soft
sensor as feedback information on the temperature at specific liquid channels.

Model for Control

Here, one can directly consider the following behavior, defined in (2.23) on
page 37.

col ((mmwu)(x) (777, %,5) ) | ¥t € [0,50),
. P (t) Eun(t)  Enw(t) Enu(t) Gou(t)] [mPo(t)
Po = 5t) | | Dam(t) Dow(t) Dou(t) C.u(t)| | w(t) 3.3)
Jt) | [ Dym(t) Dyw(t) Dyu(t) Cyu(t)| | ult)

Here,

e MP* and nP* are set to be empty.

e D.,(t), D, (t) are set to zero and CN'm(t) is set to a constant matrix H.

By performing time discretization of (3.3) on the sampled set T = {ktq|k € NU{0}}
with a fixed sampling period t; > 0, { P, | P* = &,iP* = &, D.(t), Doy (t) =
0,C..(t) = H,Vt € T} can re-written as the following discrete-times state space
model

C0HER SR oo

() D(t)
Now, the vector z(t) has to be understood as discrete samples and Q:(z)(t) :=
o(t +tq),t € {ktglk € NU{0}}. In (3.4), A(t), B(t), C(t), D(t) are discretized
version of Dy, (t), Cyz(t), Beu(t), and A, (t).

Moreover, the discretized version of D, (t)w(t) is J(t) and the discretized
version of By, (t)w(t) is G(t) + W (t)d(t). Purpose of such definitions is required
to make the method applicable for applications related to inkjet printing. For
example, during jetting, d(t) € R"¢ are the known disturbances in terms of
thermal power (in Watt) exerted by every individual piezoelectric actuator. Their
values are known or can be experimentally determined.

The digital twin is made flexible such that the user may choose among all the node
on which ones control inputs are applied, which ones’ states are sensed, and on
which ones external disturbances are applied. Therefore, the dimension of control
input signals u(t), measured output signals y(¢) and disturbance signals d(t) are
considered to be time-dependent based on the user’s choice that may vary over
application, performance specifications or operational constraints. In particular,
at all times ¢ € T, the digital twin has the flexibility for the user to allocate the
following four time-varying set-valued maps.
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1. Sp(t): The set of nodes on which disturbances are acted on at time ¢. The
cardinality of the set is n,(t).

2. Su(t): The set of all nodes on which control inputs are applied at time ¢. The
cardinality of the set is n(¢).

3. S;s(t): The set of all nodes whose outputs are sensed at time ¢. The cardinality
of the set is n4(t).

4. S,(t): The set of all nodes that are neither in any of the above modes at time
t. The cardinality of the set is n,,(¢).

To map the total number of states to its allocated modes of operation, binary
matrices SP(t) € Rt Sh(t) ¢ Rrexm) and S5(t) € R™®H*™ are
introduced. Their (4, j)-th entries are:

1, i €S,(t), J€Npnu)
SP t) = ’ p ’ Tp s
) {O, otherwise.

h () = 1, i €Su(t), J€Nun,)
0, otherwise.

3

7 L, i €Npn, @), J€Ss(t
Sii(t) = (S (L (8] J€8s(t) 7
’ 0, otherwise.

As a result, (3.4) is modified as

[(Qt(m))(t)} :[ A(t) B(t)S"(t Hx(t)]
y°(t) Ss()C(t)  SH()D()SM(t)] [uh(t)
G(t) + W(t)SP(t)dP(t
+[() }&)() ()]_ (35)

Here, at time ¢ € T, the control inputs u"(t) € R" (") are applied by the set of
heating nodes (in terms of thermal power, Watt). The disturbance d?(t) € R"»(*)
are applied in terms of thermal power (Watt). The sensed outputs y*(t) € R™s(*)
are sensed liquid temperature by the set of sensing nodes (in terms of temperature,
°Q).

Formulating Operational Constraints

Let umax € R™ be the maximum admissible thermal power of a control actuator.
Since colling is not allowed in many applications, at every time instant ¢t € T,
control input must satisfy the constraint

0 < S™(t)u"(t) < tmax. (3.6)

No additional constraints on the state variable z(t) has been enforced.
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Specifying Control Criterion

Based on the user-defined performance criterion, let a vector of to-be-controlled
variables be defined as

z(t) = Hx(t), (3.7)

where, H € R™:*"= is a matrix depending on the choice of to-be-controlled
variables. The objective of the controller is to achieve a steady state reference
value 2" € R"= for the to-be-controlled variable for all time ¢ € T.

At every time instant ¢t = kt; with k € N U {0}, for a finite horizon of future time
instants ¢ € Th where T%, := {ktq | k € Njj x4} and N > 0, a reference tracking
problem is formulated to minimize the following cost functional:

Ts=)_Jla(t) =", + Dl () — " @)l - (3.8)

teTk, teTk |

Here, for t € T%;, the reference trajectories (z",u"(t)) are pre-determined as the
solution of the following linear equations:

" =A(t)z" + B(t)S"(t)u" (t) + G(t) + W (t)SP(t)dP(t),
T (3.9)

Moreover, for all ¢ € T%;, one must pre-define the time-varying weights Q(t) €
R7= X" Ry (t) € R+ (Mx7e(t) in (3.8) to penalize the deviation of states and inputs
from their respective references.

Formulating Model Predictive Control Scheme

A digital controller is required that minimizes (3.8) by using future prediction on
the states in (3.5) while satisfying the constraints in (3.6). To this end, a reference-
tracking model predictive control (MPC) scheme is presented.

At every time instant ¢t = ktq with & € N U {0}, let any function f(¢) be defined
as for := f(ktq). From its initial value fy, over a finite horizon of future time
instants ¢t € TX with N > 0, the value of f(¢) at instant k + i is denoted by
fijk == f((k +1)tq). Starting from the time step kt4, the N-horizon MPC scheme
amounts to minimizing the following cost functional (c.f. [63])

J(k, T, ) = ||ange — 2"|[3, +
N-1
> (llwigs = 13 + ey = wjel i, ) (3.10)
1=0

subject to the following constraints:

Titilk = Ai\kxi\k + Bi\ksﬁkuﬁk + éi\lmi € Njo,~n—1), (3.11a)
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Ejpully <b, i€ Njn_1, (3.11b)
Fnkznie < bk, (3.11¢)
x0|k = I(ktd). (311(1)

Here, for i € Njg y_1),

Gk =Gy + Wi S dy .
Eix ZCOI(—Sﬁka Sﬂk),

b =col(0, Umax)-

For all ¢t € T%;, the reference trajectories (z",u") are determined by solving (3.9).
The weights Q@ € R"=*"= R;; € R (M)x1n(t) are user-defined matrices. The
terminal penalty @), € R"=*"= in the cost (3.10) and Fy|, by, in the terminal
constraint (3.11c) are specifically chosen to ensure stability of the closed-loop
system [68].

The above constrained optimization problem is solved for every k over the
horizon ktg, ... (k + N)tq of N future time samples. The sequence of predicted
states and future inputs are denoted as zp = {xy, - ,zN} and
ay = {ug, -, u_, )} respectively. If the minimizer of the optimal control
problem (3.10)-(3.11) is denoted by u}* := {ug‘*k, e ,u’lﬁ,*_l‘k}, then its first entry
h
0

ug[, is implemented as control input at time step ¢ = kty. Subsequently, on a

receding horizon, the optimal control problem is solved again at step (k + 1)t4
using zo|x4+1 = x((k + 1)t4) as its initial state. In a receding horizon fashion, this
procedure is continued iteratively over all time ¢ € {kty | k € NU{0}} [62].

One may substitute the equality constraint (3.11a) in (3.10) to eliminate the
variables {zg|y, -, zy,} from the optimization problem. This results in the
following dense linearly constrained quadratic programming (LCQP) problem:

Problem Description 3.1 (Dense LCQP)

1
arg min 5U,j GLU, + Ul Wy (3.12a)
k
subject to LyUy < Vi, (3.12b)
where,

G = 2(Tf Ty + Uy),

Wi = (2T Qe ®p)zops, + 2T QZ — Ax,
Ap = =20} Q. X1 — 2W,.UF,

Ly = MTy + E,

Vi = b — M®zoy, — M,

wo, = z(k),
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with
[ Ao 0 0
Aq iAok 0 0
@ — . ) — b)
_AN—l\k"'AOUc 0 - Fnpg
_E()‘k‘ 0 b
_ . | b
Ek: 7b: . )
0 En 1k :
| 0 0 bk
Bojk 0 0
A1k Bojk By 0
I'i= .
_AN—I\k"’Allkéolk AN—Q"‘AQUcBl\k BN—I\k
r Golr 0 0 1
_ AqxGolk (e 0 1
E=
_AN—l\k”'Al\kéO\k AN—2\k"'A2|kél\k éN‘—lUc ]_

Here, the decision variables are the to-be-applied control input

Ue = col(ug, - ux_y)- Moreover, X/ = col(z",---,2") and
Up = col(ugy, -+ ,uy_y;) are the reference values for states and inputs
respectively. Moreover, Uy = diag(Rojx, -+, Rn—1x) and

Qk: = dlag(Q, e 7Q7 Qk)

The following result summarizes convergence properties of the resulting
controlled system.

Theorem 3.1 (Stability of MPC) Let the matrices R, € SI'y", Q € SI's are
given for all time t € T%,. Moreover, let Xj, € SI'% and Y}, € R™()*"= gatisfy
the following linear matrix inequality (LMI)

— Xk 0 ) Ay Xk + By Ye 0
o i ' | <0 613
(AN Xk + By Ys) Y, — X X
0 0 X, _Q-t
Furthermore, let (3.12) have a unique minimizer Uy := {ugf, - uy .}

under the following conditions:

1. The terminal weight matrix Q) admits Q = X, 1
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2. The terminal constraint Fiy|, o n|x < by admits
Fnik = EnpKe; by = b — uy + EnjpKez”,

where, Kj, = Y, X}, Enjx = co](—SJ}{,Ik, Sﬁ,lk), and b = col(0, Umay).

Then, setting u"(kty) = ug‘*k, there exists a 6 > 0 for which every initial
condition ||z(0) — z"||2 < ¢ and every solution to (3.5), k — z(kty), admits
klim ||z(ktqa) — 2" ||]2 = 0.

—00

Proof: The proof is included in the Appendix 3.C. n

3.5 Academic Case Study

The methodologies developed in this chapter are demonstrated by developing a
digital twin and applying the soft-sensor based controller on the academic case
study shown in Figure 3.6.

Qin Qr @
() (5

Sl
L1 ~
[ |
2 @
Lnl Ln2 Ln3
(a) Cross-sectional Schematics (b) Graph Structure

Figure 3.6: Example of a thermo-fluidic process. ) represents a solid component,
@© represents a liquid component for inlet. is an edge
describing conductive exchange of thermal energy between two solid
components or a solid and liquid component. is an edge
describing convective thermal energy due to the inflow of liquid along
the inlet channels. is an edge describing convective thermal
energy due to the re-circulation of liquid along the return channels.

Here, the liquid tank L1 has a time-varying inflow of Q;,(t) m?/s and outflow
of Q.(t). Every individual nozzle Lnl, Ln2, Ln3 has liquid return flow with a
time-varying inflow rate Q n;(¢), and return flow rate Qo;(t) for i € {1,2,3}. For
assigning the job-specific flow parameter, liquid channels are considered as pipes.
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The fluid exhibits in-compressible nature and the continuous flow of the liquid
causes no change of the liquid level inside each channel. Thus the mass balance
equation results in the following algebraic relations.

3
Qin(t) =Qr(t) + > Qni(t),
=1

Qni(t) =Qoi(t); i=1,---,3. (3.14)

3.5.1 Implementing the Digital Twin
Graph

There are six nodes; M := {Ngs1, Ns2, N1, Nint, Nonz, Nons }-

Topology

The adjacent matrix A € R6%6 is defined as follows

(3.15)

SO O == O
_ == = O
— =Rk O
OO OO =O
S oo O~ O
(e ool o)

It is evident that the topology of Lni is identical for i = {1, 2, 3}. In other words,
topologically, there is no difference in the interconnection between any of the three
nozzles and the rest of the graph. This is a major advantage for building graph-
theoretic model.

Node dynamics

Using the equivalence between electrical and thermo-fluidic domain in Appendix
3.A, in the following items, the thermo-fluidic processes are derived per node:

MNg1: Its temperature Ts; (°C) is influenced by convection with 9%y, and
conduction with 9g; according to the following equation of energy
conservation

dT'sq

CSlW =Hg1(Ts2 — Ts1) + Hy1 (Tpy — Tsy).
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Substituting the expressions of Hy 1, H,. 1, one obtains

dT'sq 1 Nupy - k1
msi1Cs1— — = (Tsa —Ts1) + —=——Asi—r1(Tr1 — Ts1).
dt Riot Dy
— ~~—~
Thermal storage Conduction Conwvection
(3.16)
. . . o ls1 lg

Here, the equivalent thermal resistance is R, = T T Ao "y +

lso
Asi—s2ks2”

MNri: Its temperature T7; (°C) is influenced by advection and convection
according to the following equation of energy conservation

dT)
CLlel =H,1(Ts1 —Tr1) + Hy2(Ts2 — Tra) + Ha 1 (t)(Tinn — T1ra)-

In other words,

dT’r4 _ Nury -k Nuri -k

mricri Asi—r1(Ts1 — Tra) +

dt Dpra Dpra
Thermal storage Convection Convection
3
+ pinCin(Qr(t) + Y Qni(t)(Tin — Tr1)). (3.17)
=1

Advection

Nrni: For individual liquid nozzle My,; ¢ € {1,2,3}, the governing equation is
identical. Hence, as an example, the governing equation of temperature T7,,,;
(°C) for node Ny, is

5 :Hv,ni(TS2 - Tan) + Ha,ni(t)(TLl - Tan)

dTLni _ NULni . kan'

MiniCLni

_,i, Dpns
Thermal storage Convection Advection

(3.18)

To obtain the thermo-fluidic model of every individual nozzle, one simply
has to repeat (3.18) by substituting the physical parameters with index i €
{1,2,3}.

MNgo: This node is connected with all of the other nodes. Similar to g, it
temperature, Tso (°C), is governed by the following equation of energy

conservation:
dTs 3
2
Cgo 7 =Hy1(Ts1 —Ts2) + Hy2(Tr1 — Ts2) + Z Hyni(Trini — Ts2)

i=1

Aso—r1(Ts2 — Tra1)

Aso—rni(Ts2 — Trni) + pracri@ni(t)(To1 — Trong)-
—_——
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dTSQ 1 NUL1 . k‘L1
MmgaCsa—— = (Ts1 — Ts2) + ——=—As2-11(Tr1 — Ts2)+
dt Riot Dpyp1
— N~~~
Thermal storage Conduction Convection

3

Nu ni ’ k ni
> %AS%LM(TLm —Ts2) (3.19)
i—1 hLni

Convection

Remark 3.4 By construction, modularity is a key attribute in the thermo-fluidic
process. As the dynamics and topological interconnection of every individual
nozzle is identical with respect to the entire graph, the digital twin simply requires
repetition of identical models based on the number of nozzles.

State-space representation of a node

For example, for g1, the temperature evolution can be re-written as

7 r(Haa+Hv,1)  Han Hy 1
Ts1 ‘ Cs1 : 021 Cs1 10 Ts1
ns1,52 1 0 0 0 0Of |ms1,52
ns1,L1 1 0 0 0 0| |ms1,r1
L ds1 L 0 0 0 0 0 ps1
) ) ns1,52
msis2| _ (00 1 0 fnsi 1
|Mms1,11 0 0 0 1] |ns2s1|’
nri,s1
ps1 =qs1. (3.20)
Interconnection Structure
The interconnection relation 7n** = M**#** is given below.
[msis2] [0 010 0 0 0 0 0] [nsis2]
msi,L1 00 00 01 000 nsi,Li1
mg2, s1 1 0 000 O0O0OTUO0OTO O ng2.51
ms2, L1 00 00 0 01T 00 nsa. L1
msani| =10 0 0 0 0 0 0 O 1 NnS2, Lnl (3.21)
mri,s; 01 0 0 0 0 0 0O nri,si
mri,s2 00 0 1 0 0 0 0O nri,s2
Mni 52 00001O0O0O0TO NL1,Lni
| M Lni, L1 | 000 0 0 0 0 1 0] [nLnis2]
mTe Mz nTe

For brevity, only one nozzle, 9, is considered and it can be repeated for i €
{1,2,3}. This is again a major advantage for building the digital twin. Irrespective
of the number of nozzles, as they have identical dynamics and identical topology,
up-scaling the model is a straightforward task.
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Now, one can easily build the representation by eliminating signals (1n**, n**) or
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3.5.2 Soft Sensing Based Model Predictive Control

The MPC scheme is applied to the digital twin of the system described in figure
3.6. The objective of the controller is to achieve a fixed temperature of 70°C at at
each of the three nodes {Mrn1,MNrn2, MNrnz}. To this end, the following
specifications are considered:

Control Scenarios

Two scenarios are conceptualized in terms of choosing on which nodes the control
input (in terms of thermal power, Watt) is applied:

e Scenario 1: Individual heating inputs are applied on the solid node 91g;.

e Scenario 2: Individual heating inputs are applied on each of the three liquid
nodes {Nrn1, Nrn2, Nins}

Setting Up the Digital Twin of the Model

1. The job-specific flow parameter are given in figure 3.7. The recirculation
flow rate Q,.(t) is considered to be zero.

Flow rate [I/s]
x1078

0 100 200 300 400 500 600
x10°°

ol : : : : : )
—Qn1, Qo1
8 /\ —Qn2, Qo2 |H

Q*\"S: QOS ]

0 100 200 300 400 500 600
Timao lel
Figure 3.7: Assigned flow parameters. For 911, and 9,2, the flow parameters
are chosen to be identical

2. With known parameter trajectories, the model of every individual node is
considered in discrete time by choosing the T = {kt; | k € NU {0}} with
tq = 0.01 seconds. Euler’s approach is used for time discretization due to its
sparse and structure preserving implementation ([92], page 4).

3. For implementing the soft-sensor, for every individual Nz.,,;, same energy-
temperature curve as shown in figure 3.5 is parametrized as (3.2). As there is
no real-time data yet available in the simulation, the digital twin simulates
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the thermo-fluidic model over time, and the temperature of every individual
nozzle is subsequently cross-evaluated using the soft-sensor.

4. The sets S,(t) and S,(t) is chosen to include every individual 91;,,,;, . Based
on whether 91g; or every individual ,; is heated for control, Sy(t) is
determined. This determines the matrices S”(t), SP(t), S*(t), S*(t). The
model for control (3.5) is built subsequently. The unmeasured states are
automatically replaced by the corresponding state-updates from the model.

5. The maximum allowable control input is chosen to be umax = 20 Watt in
control scenario 1. In control scenario 2, umax = 1 Watt.

Solving MPC Scheme

Using (3.5), The prediction model is built over the time horizon ¢t € T%, where
T% := {ktq | k € Ny n1r}. Here, N = 10. In (3.10), the weights Q and R,
are chosen as diagonal matrices. Here, the diagonal entries in R;|; are chosen
significantly higher than that of () to strictly penalize the deviation of inputs from
its reference values.

The optimization problem in (3.12) is solved by the freely available mpcgpsolver
using the interior point method. Once the optimization yields the optimal control
inputs, they are applied to the heating piezoelectric actuators by means of non-
jetting voltage pulses. The MPC then repeats the same procedure over the entire
bit-map iteratively.

Results

Once the MPC is applied, the closed loop responses are shown in figure 3.8 and
figure 3.9 for control scenario 1 and 2 respectively. It demonstrates that the
performance specifications are met while satisfying the constraints. Comparing
the results of control scenario 1 and 2, it is observed that scenario 2 outperforms
scenario 1 due to the presence of collocated configuration of sensor and actuator
at every individual 9y,,,;. This is also evident by comparing the tracking error in
Table 3.2. It has not been yet explored what can be a suitable actuation
mechanism that needs to be employed for heating every individual ;.
Nevertheless, the conceptualization of control scenario 2 and its better
performance will be crucial for successful application of the developed methods
in inkjet printing.

Table 3.2: Comparison of performance between two control scenarios

Controller Scenario Root Mean Square Error [°C] | Max Absolute Error [°C]
anl an2 anS anl anZ anB

1 0.767 | 0.953 0.849 0.89 | 1.1210 | 0.9212
2 0.0026 | 0.0027 0.0072 0.0069 | 0.0102 | 0.0158



https://nl.mathworks.com/help/mpc/ref/mpcqpsolver.html
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3.6 Closing Remarks

Lumping based finite dimensional model is used in graph-theoretic framework
to develop a modular, flexible and versatile digital twin of the thermo-fluidic
processes. Owing to modular structure of the graph, upscaling the digital twin in
case of identically modeled nodes is a major advantage of the presented
methodology. Moreover, the digital twin is equipped with four equivalent
representations of the thermo-fluidic model and the user has the complete
freedom to choose any one of these for simulations, fault diagnosis, monitoring
and control.

One major challenge of the thermo-fluidic processes is the restrictions of not
using additional sensors and additional actuators. To realize the possibility of
applying feedback controller in case of no measured outputs, a soft sensing
mechanism is presented that uses the presence of collocated piezoelectric
elements to estimate liquid temperature in a corresponding channel. Using the
developed soft-sensors, a reference tracking model predictive control scheme is
developed for the digital twin. While implementing the controller, user has the
flexibility to change the locations of the control inputs and the measured outputs.
The digital twin is implemented for the academic case study and the controller is
applied. It is observed that collocated sensing and actuation in every individual
liquid channel provides better performance than applying control inputs to the
solid components.



Appendices

3.A Equivalence
Electrical Domain

Between

Thermo-Fluidic

and

Table 3.A1 summarizes the types of thermal power in a thermo-fluidic process
and corresponding equivalence in electrical domain.

Table 3.A1: Equivalence between thermo-fluidic and electrical domain
Type Phenomena | Electrical current Electrical component
Conduction 2T Resistance = kl -
Dissipation . R - -
p Convection AT Resistance = —Z2L—
( 1 ) NuklAl
Nuk A
Advection o Resistance = —
(rera praQ
l“C%Tl
. mscs &= or . MsCs OF
Storage Capacity 5s by Capacitance= ~ °*
mic; a mc
Dissipation Valve op Resistance = i—‘r‘i
A dp i =4
Storage Tank b 559 Capacitance = b
Lo e Iy
Storage Mass T Inductance = Z;

Here, AT;, AT, and ATy, represents the difference of temperature between two
solid components, between two liquid components and between a solid and a
liquid component respectively. The temperature of solid component and the
liquid component are T and 7;. For a fluid, Ap denotes the gradient of pressure
p and @ denotes the volumetric flow. The physical parameters for solid and
liquid (s, [) are either known for a specific material or derived experimentally

(e.g. see [72]).
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3.B Proof of Algorithm 3.1

Proof: Consider a class of stable, second-order, single-input-single-output
systems that has the following representation:

z(n+ 1) =Asz(n) + Bsw(n),
y(n) =Csz(n). (3.25)

Here, for n € NU {0}, 2(n) € R? is a vector with two internal states and w(n) € R
is the applied impulsive input. The output signal y(n) € R is modeled as (3.1).

y(n) = ae™ "= sin(wnTy + ¢) +7; n e N.

Step 1: Determining the poles

The first task is to find an estimate of the state matrix A, € R?*2. To this end, the
Hankel matrix is constructed using the data {s,,n € Npj 7} as follows:

S1 SL—1 SL
So cee ST, SL+2
H= f : : | =ON-—+1RL,
SN—L ... SN—2 SN-1
SN—-L+1 --- SN-1 SN

where, the observability matrix Ony_r4+; and the reachability matrix R are
defined as

Cs
Cs A,
Rr = [Bs AsBs Ag_lBS] ’ON_L+1 = .

C AN

S

Remark 3.5 (shift property of observability matrix)

1 _ M2
ONfLJrlAS - ON*L+1’

Cs
C.A, CsAg
where, Oy _, | = ) and O%_p 4, = :

Coapi CoAl !

As, we are interested in a second order system, let the optimal 2-rank
approximation of the Hankel H be given by

H~UXVH ¥ .= diag(o1,02), 01,09 > 0.
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In other words,

[N

»z nayH,
—
On-r+1 RrL

[N

H =~

{Qt

Now, using the shift property we obtain:
A, =y tutiyeys,

where A, = T~'A,T for an unknown matrix 7. As the poles of the system does
not change of under similarity transformation, the two poles of A, are found by
solving the eigen value pj, and right eigen vector vy, k = 1, 2:

(As — pk)vk = 0

Determine w and (
Using the system poles, we find the frequency w and the damping ( as follows:

e Natural Frequency: w = Im(Inpy), k = 1 or 2.

e Damping: ¢ = Re(lnpy),k =1 or 2.

Determine o, ¢, and ~

The amplitude «, the phase ¢ and the shift y are found by reconstructing the signal
s, using computed values of w, ¢. In particular:

y(n) = ae= " sin(wnTy + ¢) + v = (a + jb)e? @O 4 (g 4 jb)*e I @—IONTs 4 o
_ a(ej(w-s-jC)nTs n e—j(w—jc)nTs) " jb<ej(w+j<>nTs _ e—j(w—jé)nTs> 4.
(3.26)

Here, a = %sing and ¢ = £ cos¢ are the unknowns coefficients and ~ is the
2 2

unknown offset. Using the data at samples {0, --- , N — 1}, the unknowns can be
found by solving the following linear equations:

s =I'x, (3.27)

Here, the unknowns are x := col(a,b,7), s = col(s1,---,sn) is the data.
Moreover the matrix is defined as

I .= COI( [(6]‘(“"‘!‘470”:’1@ + e—j(W—jC)”Ts) j(ej(w-‘er)”Ts _ e—j(w—j()nTS) 1 )
neN[ N

that depends on w and ¢, and . An unbiased minimum variance solution of (3.27),
% := col(a, b, 4), accepts the following analytic expression:

% = (THr)~'rfs, (3.28)
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Using computed %X, the amplitude (o) and phase (¢) of the signal (3.1) are
computed as follows:

e Amplitude: a = 2\/Re(d + jb)2 + Im(a + jb)2.
e Phase: ¢ = Im(In(a + jb)).
o Offset: vy =4.

The computed values of «, ¢, w, v and ¢ parametrize and reconstruct the signal
y(n) in (3.1). |

3.C Proof of Theorem 3.2

Proof: Regarding the presented tracking control problem, asymptotic stability is
understood with respect to the following non-autonomous error system:

(x((kz + 1)td) — m) = A(kt,) <x(ktd) - :c) + B(kty) (uh(ktd) — u"(ktd)>.
(3.29)

The asymptotic stability of the (3.29) in closed-loop amounts to verifying whether
there exists § > 0 such that klim ||z(ktq) — z"|| = 0O for all initial condition ||2(0) —
— 00

z"|| < § while u”(kt,) is applied by solving the MPC problem. To this end, using
Lyapunov theory (c.f. [18]), we show that the MPC cost functional J(k, -, -) at
instant k, once substituted with unique minimizer z* (k) := col(a7;, - - - #};) and
ap* o= {uff, - ult .}, is a candidate Lyapunov function.

It is now possible to construct an input and state trajectory z(k+ 1), f(k+ 1) such
that the MPC problem at time k + 1 is feasible (not necessarily optimal) with cost
JHk + 1,25k + 1), af(k + 1)). Here,

jf(k +1) = col<x§|k, .. .x’jvk,xﬁvkﬂ),

_f hx* h* f
a(k+1)= COI(U1|k, CUN s uN_1|k+1>,

where, foI 1o qu—l\ 41 are future state and input to be determined by MPC at
iteration £ + 1. Similar to the dual mode formulation as proposed in [90], we

construct the predicted terminal input at time step k + 1 as a stabilizing state
feedback law for (3.29). In other words,

(mg\f\k—i-l —a") = <ANk + BNkKk> (@ —2").
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f _ * r r
Uy e = K@y, —27) + uly

Owing to the convexity and positivity of the objective function, for proving
stability, it is sufficient to show that the feasible cost functional is contractive over
time samples. In other words,

Jk+ 1,75k + 1), a'(k + 1)) < J(k, z*(k), a"* (k)
Substituting the respective expressions, we obtain
Jk+ 1,7k + 1), @' (k + 1)) — J(k, 2" (k),a"* (k))
= oo — 215 = llug — wiyillfyy — 125k — 2717,

+ |z = 27115 + 1Kk (@ — )Ry, + 1(ANgs + By pEe) @y — 27|15, -
(3.30)

Since the first two terms in the RHS of (3.30) is negative, we require to satisfy the
following inequality for the contraction of the cost functional:

(Anis + BypEr) " Pe(Anje + BypKi) — P < —Q — K| Ryjp K, P, >0

Using changes of variables X, = P Ly, = K Py Land using the rule of Schur
complement we obtain the following LMI:

— Xk 0 ) /IN‘ka—FBN‘kYk 0
—R Y,
By 0 - RJTVI'c k 0 <0,  X.>0.
(AN Xk + BykYr) Y, — Xk Xk
0 0 X, Q!

The corresponding control input “5\7—1| k1 = Ke(@y, —a") + ul, should also
be an admissible control action. In other words, qu_
following constraint:

1jk+1 should satisfy the

Enpp(Ke(@p, —2") +uy) <b
This amounts to the following terminal constraint on z y;:

EN\kkaN\k <b-— u?v'k + EN“CK]CLCT
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CHAPTER

Approximating Diffusive
Thermo-Fluidic Processes

his work presents a novel and generic framework to describe, model

and solve a network of thermo-fluidic processes over an arbitrary
interconnection in space. Here, a graph-theoretic framework to model
thermo-fluidic diffusion processes are viewed as a network of distributed
parameter systems. A three-step procedure has been proposed to reduce
such a network to a finite dimensional system while preserving the
boundary conditions. The first step in this method is to separate the effect
of external boundary inputs and in-domain inputs in the solution. In the
second stage, multivariable solutions are decomposed and approximated
as spectral expansions of spatially and temporally varying functions. The
third step involves deriving reduced order solutions using approximation
techniques. We specifically exploit the orthogonality of the basis functions
to obtain an optimal reduced order model. The viability of the developed
procedure is illustrated through simulation results under physically
realistic scenario.
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4.1 Introduction

The model that describes thermo-fluidic processes is often derived using
conservation laws of mass and energy. However, by definition, these processes
involve coupled behavior of solid and fluid substances (see [66]). Due to the
difference in their physical structure, the energy exchange between a solid body
and fluid is significant when their physical interaction is allowed. In this chapter,
the focus is on a specific class of such thermo-fluidic processes where the mutual
interaction among various solids and fluids is dominantly diffusive. The
diffusive process is typically defined by a phenomenon in which matter is
transported from one part of the matter (higher concentration) to another part
(lower concentration) as a result of random motions of the molecules (see [56]).
The diffusive thermo-fluidic processes are observed in numerous engineering
applications. For example, in the commercial printing and packaging industries,
the drying of paper or cardboard typically involves heat and moisture diffusion
through composite materials [9]. In food processing technology, the drying of
food items consists of the diffusion of liquid ingredients under the influence of
external heat sources. In semiconductor industries, the doping of impurities in
an intrinsic semiconductor involves diffusion of n or p-type species in the
different layer of semiconducting materials [75]. In these applications in mind,
there are three salient features of the underlying processes.

o The processes are dominantly diffusive in nature.

e There exist interactive spatio-temporal phenomena among multiple
physical quantities that are possibly coupled.

e There exists simultaneous interaction of various materials (solids and fluids)
in a spatially distributed structure.

The models that describe the diffusive thermo-fluidic processes are governed by
a set of coupled linear partial differential equations (PDEs), well-known as
diffusion-transport-reaction equations (see [66]). A detailed derivation of such
PDEs using conservation laws of mass and energy can be found in [16]. In
practice, these PDEs are commonly approximated using numerical schemes that
result in a finite-dimensional model that approximates the infinite-dimensional
behavior of the underlying process. Moreover, due to the parabolicity of these
models, approximation techniques are typically consistent and convergent,
resulting in a well-posed finite-dimensional model [82]. As a result, once these
models are approximated into finite-dimensional systems, engineers have
numerous well-developed methods at their disposal to choose from and build
the digital twin’s functionalities on the basis of an approximated model of
diffusive thermo-fluidic processes.

Despite the well-established theories on the analysis and approximation of
diffusion-transport-reaction type PDEs, little research has been carried out that
explicitly takes the spatial interconnection and corresponding energy exchange
into account during approximation. For example, in [43], [10], the model for
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chemical processes is modeled as a diffusion equation. But the coupled effect is
neglected. In [21], [79], the coupled heat and moisture diffusion is considered.
Still, this model has not been extended to the diffusion processes in spatially
interconnected networks. In [7] and the references therein, a detailed account is
provided of various numerical approximation and reduction techniques.
However, most of these techniques are focused on methods that are only
applicable to the decoupled, single variable models and the models without
spatial interconnection.

Contribution of this Chapter

This chapter proposes a computational procedure to approximate diffusive
thermo-fluidic processes in an arbitrary geometrical configuration. When the
physical parameters of the thermo-fluidic processes are known, a three-step
procedure is developed to derive an approximated model that preserves the
interaction among connected thermo-fluidic processes. Specifically, developed
numerical scheme is consistent with respect to the boundary conditions that
describes the mutual interactions among different thermo-fluidic processes.
Once the approximated model is developed, it can be used for building
functionalities of the digital twin for the assets that are governed by diffusive
thermo-fluidic processes.

4.2 Specifications for Diffusive Thermo-Fluidic
Processes

In Chapter 2, the digital twin’s model describing thermo-fluidic processes is
formulated as a finite graph, according to (D.1)-(D.3) (on page 23-24). The graph
consists of lumped nodes and spatially distributed nodes that are mutually
interconnected in arbitrary spatial structure. In this Chapter, the graph is
considered to have only spatially distributed components and every individual
of them is governed by coupled diffusion-transport-reaction equations.
Following the notations and definitions In Chapter 2, the following relaxations
are imposed on (D.1)-(D.3):

o All the Nodes M;,i € Ny ,,,) are spatially distributed nodes.
e X; is non empty and X} = {a;, b;} forall i € Ny ,).

e Whenever 4, ; = 1, the interconnection domain XZ{ ; € XinX;is defined on
the common boundary points. Hence, X/ ; C {a; = b;, b; = a;}.

e For every individual node 91; according to (D.2), state-variables only consist
of functions that maximally twice differentiable with respect to the spatial
variable. Hence, all the governing PDEs are parabolic.

o The effect of boundary conditions in the dynamics are excluded.
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e Output operators (both measured and regulated) only include bounded
integral operators, excluding the boundary values.

e From the boundary conditions, periodic boundary conditions are excluded.

e There is no interconnection between lumped and spatially distributed
nodes.

e Between 91;, 91;, only bidirectional interconnection takes place in terms of
interconnection boundary conditions (see (2.8) on page 30).

Following the scaling of spatial domain and grouping all the node and edge
signals as per Chapter 2, the coupled representation of thermo-fluidic processes
are given on a uniform domain [a, b] by {27, | mP*, A", x1,%x0 = @}, where &, is
defined in (2.29) on page 41.

Definition 4.1 (Behavior of diffusive thermo-fluidic processes)

Given matrix valued functions Ao, A1, Az, Bxw, Bxw, Cai, Cvi, Cei fori € {zx, yx},
and constant matrices D, Dy, Dyw, D2y, define

o(s) [x2] (5) + A1 (), [x2] () + Aa(5)02 [x2] (s)

(Byw®)(8) :=Bxw (8)W0, (Bxu)(8) := By (s). 4.1)

Then, the behavior of diffusive thermo-fluidic processes are defined by the
subspace &4 such that

col ((w, @), (x2), (2.3)) | V¢ € [0,00),
col (2,7) € RXi= i x REZ ™y x js Fréchet differentiable,
w(t)
Py= u(t) | € XGoms . (42)

x(t)]

Z(t) sz Qzu QZx Qf}(t)

§(0) | = |Dyw D Cpe| | a0

X2 (t) wa Bxu .Ap X2 (t)
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and
wt)| mo :
u(t) | € <Rnl+nle§2[a,b}>,
Xo(t) i=1
w(t)
Xdom= u(t) : (4.3)
N
[Bw B, B] Xa(b, ) =0
0sx2(a,t)
0sx2(b, t)

where, the rank of B is Y 2n}.

4.3 Finite-Dimensional Approximation of Diffusive
Thermo-Fluidic Processes

The purpose of describing the physical model and input-state-output
representation as in (4.2) is to utilize the model and systematically build
functionalities for diffusive thermo-fluidic processes. To this end, this chapter
focuses explicitly on determining a finite-dimensional approximation of behavior
(4.2) such that standard results from systems and control theory of
finite-dimensional system can be directly used.

Here, the main challenge is that the boundary conditions on the external
boundary points as well as the interface points have to be satisfied in the
finite-dimensional behavior. Moreover, the external boundary conditions are
perturbed by external inputs w(t), u(t) that adds additional difficulties. If one
refers to the state of the art finite element methods, few approaches tackle these
issues. For example, to handle mixed boundary conditions and inputs at the
boundaries a common practice is to use lifting functions to approximate
(non-homogeneous) boundary conditions (see [82], Chapter 3). To handle
spatially interconnected PDEs, recently domain decomposition approach has
been widely used (see [42], Chapter 3 for an overview). However, the boundary
conditions at the interface are not explicitly invoked in the finite element method;
instead, they are approximated by using a locally dense mesh around the
interface boundary.

In approximation methods, the fundamental idea is to project the
infinite-dimensional PDE model onto a finite-dimensional subspace. This
requires a) projection of infinite-dimensional signals (in this case, functions x3)
on to a subspace denoted by ¥, with ¥ C X3 b) projection of PDE dynamics
(4.1) on to another subspace denoted by ¥, with # C X$ . Definition of ¥ and
W requires a specific choice on basis functions that span the respective
subspaces. As X§.  restricts the evolution of functions by enforcing boundary

conditions (4.3) as explicit constraints, a meaningful approximation (projection)
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can only be guaranteed when the basis spanning the subspace ¥ and # also
satisfies (4.3). Moreover, the boundary conditions are perturbed by inputs that
are user-defined, making the boundary conditions even more crucial while
developing approximation methods for PDEs. In the remainder of this section, a
three step procedure is developed that can be followed to select specific basis
functions that span X§ _ satisfying the boundary conditions, to find a finite
dimensional subspace on which the signals as well the PDEs can be projected.

4.3.1 Step 1: Separation of Solution and Homogenization

The main difficulty arises from the fact that external inputs are present at the
boundary conditions (4.3). In the first step, the task would be to rewrite the
spatio-temporal functions x, in (4.1) by means of direct sum of two separate
functions: one of them is explicitly governed by the boundary inputs and the
other one is governed by the PDE model (4.1) when no input is present at the
boundary.

Theorem 4.1 (Separation of Solution)

Letw € CY(T,RX%1 "), i € CL(T, REZ1 ™).

Then, col ((w,ﬂ),(xQ),(zgj)) € Py if xa(s,t) admits the following
decomposition

Xo(s,t) = z(s,t) + £(s,1) (4.4)

if the following two statements hold true:

(i). There exists a linear map col (w, ) — f such that

£(s,1) = F(s) [Z(t)} 7 (45)

m i

where, F : [a,b] — RZZLin)x(Cym,+X0n) s defined as linear
functions in s, i.e. F(s) = Fys + F». Here, F, F; are full-rank constant
matrices that satisfies the following matrix equalities

Fla aF F2
Fib+ Fs
F
Fy

B — [B, B.. (4.6)

(ii). There exists function z : [0,00) — HH; 2 [a,b] that satisfies the
i=1
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following differential equations

w(t)

#(5,1) =(Apz)(,1) + Bi(s) [ ( t)] + Ba(s) rs(%)] 47)

e

where A, is defined according to (4.1), By(s) = Ay(s)Fy + Ao(s)Fis +
Ao(s)F2 + [Bxw(s) Bxu(s)] and Ba(s) = Fis + F.

Moreover, (4.7) is subject to the following constraints

B | .2 )t = 0. (4.8)

Proof: The proof is obtained by substituting x5 (t) = z(t) + f(¢) into (4.2)-(4.3). B

Theorem 4.1 suggests an explicit splitting of the solution trajectories f(¢) and z(¢)
while each of their evaluation is completely independent from each other with
neither of them having any boundary constraint affected by inputs. Precisely,
z(s,t) must satisfy (4.7) which is also a variant of coupled
diffusion-transport-reaction equations, however, perturbed by external inputs
w(t),u(t) as well as their time derivatives w(t), u(t) while constrained by the
boundary conditions(4.8) (independent of boundary inputs). On the other hand,
f(t) is considered to be linear functions that can be obtained by finding Fy and F5
using set of linear matrix equalities (4.6) (which are independent of inputs).

4.3.2 Step 2: Spectral Decomposition of z(s, t)

The analytical expression of f(s,t) can be explicitly found by solving the linear
matrix equalities (4.6). Now, in this subsection, the focus is on determining the
functions z(s, t).

To this end, first, the spectral properties of (4.7) is investigated

Lemma 4.1 Fors € [a,b],t € [0,00), letz : [0,00) — dom(A,) satisfy

(Apz)(s,t) = Ao(s) [z] (s,t) + Ay (s,1)0s [z] (s,t) + Ag(s)ﬁf [z] (s,t), (4.9)
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where A, is a self-adjoint operator with

2(t) € [[Ha*(a, b,
=1

dom(A,):= z(b,t) . (4.10)

B € R2XIL mex4 X% n hag full rank

Then there exists w,, € C and functions 0 # ®,, € dom(/fp) such that the
following equality holds true for every n € N

A, @, = w, @y, (4.11)
Moreover,
Re(w1) > Re(ws) > -+ > -+ > Re(woo)-
Proof: The proof can be found in [36]. Also see [23], Chapter 4. |

Remark 4.1 Note that, for general class of PDEs as described in Chapter 2 to
define spatially distributed nodes do not facilitate the outcome of Proposition 4.1.
Even, when a diffusion-transport reaction equation is defined on semi-infinite
domain, the spectrum of operator A, is not separable anymore ([23], Chapter 4).

Proposition 4.1 has two crucial implications on finding a solution of z(s, t).

1. Every single eigenvalue w,, and eigenfunctions ®,, satisfy (4.8) and can be
treated independently form other n € N.

2. Eigenfunctions {®,, | n = 1,--- , 00} defines basis for the space dom(A,).

Now, the functions z(s, t) are rewritten as an infinite sum where each component
of the sum is a product of spatial basis functions (which is chosen to be the eigen
function) and a time-varying coefficient as follows

2(s,t) = Y On(t)®p(wn, 5). (4.12)
n=1
As span{®, | n = 1,--- ,00} = dom(A,), every individual term in the solution

decomposition (4.12) explicitly satisfies the boundary conditions (4.8). In
principle, for every n € N, ®,(wy,,s) is determined by solving the eigenvalue
problem (4.11) subject to the constraints (4.10). However, for general definition of
(4.9), finding actual values for w, and an analytical expression of ®,(s) is not
always possible.
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Parametrization of Basis Functions ®,,

Instead of directly solving the eigenvalue problem (4.11) subject to the constraints
(4.10), a specific structure is enforced on ®,(s) that allows one to express them
using any user-defined analytic functions while still satisfying (4.10).

For every n € N, ®,, and ©,, are defined as

D, (wy, ) := col (gbm(wn, 3)) . ©,(t) :=diag <€m(t)>

€N s ) €N o iy
(4.13)
Here, every scalar function ¢,,; is defined according to
Pni (W'm 3) = anifni (wru 5) + /Bnigni (Wna 5) (414)

Remark 4.2 In the definition of ¢,;, fn; and g,; are twice differentiable and
anlaytic functions and are left to be chosen by the user. On the other hand, (4.10)

imposes 2(}_:", nb) boundary conditions on () .-, n4) number of ¢n;(wy,s)

leaving two boundary conditions for every individual ¢,;(wy,s). As a result, in
(4.14), {an;, bni} are kept as free scalar parameters (can also be viewed as two
independent degrees of freedom) that can be solved to enforce the boundary
conditions in (4.10).

Based on the paraemtrization of ®,(s) and ©,(t), z(s,t) = > ©,(t)P,(wn,s)
consists of the following items for every n € N

o The user-defined or preselected basis functions f;(wy, s) and gn(wn, $).

e The unknwon scalar w,,.

e The unknown coefficients ,;, 3,;. For every n € N, there are 2(} .-, nd)
coefficients that are unknown.

e The unknwon temporal functions 6,,;(t). For every n € N, there are > ;" | n}
temporal functions that are unknown.

Solving for w,

The boundary conditions (4.8) are restrictions on the spatial distribution on the

solution z(s,t) = Y. 0,(t)®,(wn, s) that must hold for all ¢ € [0,00). Hence,
n=1
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using superposition principle, for every n € N, one obtains:

B =0 (4.15)

The collection of all the algebraic relations (4.15) ensures that there are in total
>, 2ny number of equations. Rearranging all of these ) .", 2n} equations
together, one gets

T (wn)Zn(t) = 0. (4.16)

Here T',(wy,) is a square matrix nonlinearly parametrized by w,. The time

dependent vector and =, (t) := col(@ni(t)am,é)m(t)ﬂm _ . Therefore,
(1,572 nd]

all the unknwon w, are found in the matrix I', and all the unknwon
Oni(t)ni, Oni(t) By are found inside the vector Z,,. Let =, (¢) be uniquely defined
for every n € N. Then, Z,,(¢) must be the non-trivial one dimensional nullspace of
I'(wy,). This essentially suggests that the determinant of I, (wy,) is zero. Therefore,
for every n € N, finding w,, amounts to the following minimization problem:

min  [det (T (w) )| (417)
In spectral analysis, the equation det(I',(wy,)) = 0 is often referred to as the

transcendental equation. And w,, n € N is one of its roots (there are infinitely
many of them).

In numerical analysis, finding roots of det(I',(w,)) = 0 is typically solved by
standard root finding routines (see [104] for a detailed overview about solving
transcendental equations). An iterative bisection search is used in this chapter
on a coarse grid over the complex plane. This allows to search for points that
approximately equates det(I';, (w,,)) to zero.

Solving for o, fni

Once individual w,, is determined, the unknwon vector =, () is uniquely defined
according to (4.16). However, finding every o, By from =, (t) depends on the
choice of structuring =Z,,(t) := col(@ni(t)amﬁm(t)ﬁm) . . In fact, the
oz, ng)

choice of parametrization for ®,, and ©,, is important for a feasible and unique
set of o, By for all t € T. What is shown next is that arbitrary choice of
parametrization for ®,, and O,, does not necessarily provide unique ay;, 8ni by
solving (4.16). To verify that the feasibility of uniquely determining o, Sn; is
tested for three distinct parametrizations of ®,, and ©,,.

e Casel

A possible structure of (4.12) would be to consider identical basis functions for
every element in ®,,(s). In other words, ¢ni(wn,s) = Pni(wn,s) = ¢n(wn, s) for
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any ¢, k and for all s € [a, b]. In other words,

Z ()b (wn, 5. (4.18)

e Case?2

Another choice of parametrization is to keep the same structure as (4.13), i.e.
different basis functions and different temporal coefficients for all the elements in
z. Precisely,

i n(Wn, 5). (4.19)

e Case3

The third choice would be to consider identical temporal functions 6,,(¢) for each
element in ©,(t) and keep different basis functions in ®,,(w,,, s). In other words,
0ni(t) = Oni(t) = 0, (¢) for any 4, k. As a result z takes the following form

o0

2(s,t) = Y 0 (t) P (wn, 5). (4.20)

n=1

To assess feasbility of solving unique ay;, B, from (4.16), let the following
definitions be introduced.

Definition 4.2 (Feasible parametrization)

If there exists a unique and constant =, (t independent) that satisfies (4.16) for
allt € [0,00), then the unique ., 3,; defines a feasible parametrization of basis
®,,(wy, 8) according to (4.13)-(4.14).

Lemma 4.2 Among various cases, the solution decomposition in (4.20) leads
to a feasible parametrization ¥t € [0, c0)

Proof: In Case 1, ¢,,(s) = an f(wn, 8) + Bng(wn, s). Hence,

(1]

n(t) = col(@ni(t)anﬁm(t)ﬁn) . Evidently, it is not feasible to
N ng)
uniquely solve for constant two parameters o, 5y.

InCase 2, =, (t) := col (9,”- (t)tni, Oni (t)ﬁm) . . Itis only possible to solve
SN sm | a)

for unique and constant oy, 8y if and only if all Hni(t) are known. Hence, the

decomposition (4.19) leads an over parametrization and, hence, not feasible.
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In Case 3, as 6,,(t) is a scalar, Z,,(¢) := col(am;, /6m;> forall ¢t € [0,00).
, N, g

Now, one has )", 2n} unknwons and they can be found uniquely by solving

(4.16) for every n € N. |

As a result, the expansion in (4.20), where all temporal functions are identical, is a
suitable choice for finding unique basis functions {®,,|n € N}. This completes the
determination of all basis functions {®,|n € N} and only remaining unknowns
are 0, (t).

4.3.3 Step 3: Approximation of Solution and Finding 6,,(t)

So far, a suitable method has been found to determine and parametrize the
solution z(t) according to

2(s,t) = > _ 0 (t)Pn(s). (4.21)
n=1

The basis functions ®,,(s) are defined according to (4.13) and, at this stage, they
are known. However, the scalar function 6,,(¢) are still unknown and there are
infinitely many of them. Here, such infinite-dimensional solution expansion is
projected onto a finite-dimensional basis using Galerkin projection (see [8]).

To this end, define a residual operator R according to

Rz, @, 1, ), 1) = % ~ (A,2)(t) - B, {%}((fﬂ — B, {ggﬂ — 0. 4.22)

A finite-dimensional model is obtained by projecting both z in (4.21) and R in

(4.22) on a finite dimensional subspace Zy of HH;L 2 [a,b]. To this end, let the
i=1

inner product on HH " 2 [a, b] is defined as
i=1

b

(F,G)p, = /JT(S)G(s)ds

for all functions J(s), G(s) € HH;E [a, b].
i=1

Let, Zy be a H dimensional subspace spanned by the first H basis functions, i.e.
{®,(s) | n =1,---, H}. Hence, the finite-dimensional approximation of (4.22) is
given by solution Z(s, )

H
2(s,t) = ) 0n(H)Dp(s). (4.23)

n=1
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that satisfies

<<I)7,,,R(2’,1D,ﬂ,lb,1l)> =0; Vme {1,“- ,H}. (4.24)
Lo

Here, the equation (4.24) represents a H-dimensional state space model of (4.22).
Equation (4.24) can be rewritten as a finite dimensional system that has the
following representation

#(t) = Aw(t) + B, {w(ﬂ 4 By [‘.'”(t)] , (4.25)

where, z(t) := col (0,(t))ne1,... . my, and A := <<I>m,Ap2> vm € {1,---  H}.
Lo

Similar definition goes for B; and B. One can now solve for

x(t) := col (0n(t))ne(1,...,.mry from (4.25) using any stable time-marching method.

Once, 2 is found, the approximation of original solution x, for which

col ((w, a), (x2), (2, g)) € Py is #(s, 1) such that

H
B(s,t) =Y On(t)0n(s) + Fi(s) + Fa. (4.26)

n=1

Note that the output equations in the definition of &4 can also be performed in a
similar fashion.

Once a finite dimensional approximated mode is found, the entire set of tools
presented in Chapter 3 is directly applicable.

44 Academic Case Study: Heat Diffusion in
Composite

To demonstrate the discussed methodologies, approximation of one dimensional
heat diffusion model in a composite material is considered. The composite
material is a non-homogeneous substance which is constructed by
interconnecting layers of different materials [9]. The simulation of heat diffusion
in such a structure allows to analyze the thermal effects of different materials
when they are perturbed by external thermal disturbances.

Figure 1 illustrates a three-layered composite material in a spatially
interconnected structure.
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v - s s =a3=4m
)
S S
- J bs = 6 m
Figure 1: Graph structure to study diffusion problem in a three-layered composite
material.
Topology

A finite and connected graph is defined as
G=(M, ¢, AT).

Here, T = [0,00), with N = {‘ﬂl,‘)“(gﬁﬁg} and £ = {@1,2, @2,1, @2,3, @3,2}. The
adjacency matrix A € R?** is symmetric and defined as following;:

0 1 0
A=1|1 0 1].
01 0

Spatially Distributed Nodes
Every individual node M; € N, i € Ny 3] is specified in following items

e X; =1[0,2] (inm), Xy = [2,4] (in m), X; = [4,6] (inm).

o X5 = {0} (inm), X5 = (), X5¢ = 6(in m).

Node Dynamics

The mathematical model of this heat conduction problem is given by the following
partial differential equation for each of the 3 layers for s; < s < s;4q withi =1,2,3
and ¢ > 0 as below:

82Ti (Sa t)
0s?

1 1 0Ti(s,t)
b Qe - 2, 427

- D? ot
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Here,

T; (s, t) is the temperature in ith section.

D? = % is the thermal diffusivity in the ith section.
K; is the thermal conductivity of the ith section.

pi is the density in the ith section.

C),; is the specific heat in the ith section.

Boundary Conditions

The corresponding boundary conditions on Xt¢ and X5° are

aT1(0, 1)

KIT = hl[Tl (07 t) - T0]7 (428)
Kg% = —h1[T3(6,t) — Tout)- (4.29)

At the internal boundaries ¢ = 1, 2, the media are subjected to following boundary
conditions:

OT;(Si41,t)

_Ki 0s - hi+1 [TZ (SiJrl’ t) - Ti+1(si+17 t)]7 (430)
i t) _ e 0T (i), s
0s s

Physical Parameters and Input Specifications

Table 1: Parameter values

Parameters | i =1 =2 1 =3
pi(g/m?’) 11.08 2.71 7.4
Chp.i(cal/g°C 0.031 0.181 0.054

)
Ki(cal/m°C) | 297.64 | 1741.18 | 565.51
hi(cal/m?°C) | 300 | 24000 | 15000

The external force is a distributed function Q;(s,t) = I(s)g;(t) where I(s) is an
indicator function representing how the heat is distributed over each layer. For
simplicity, we take uniform distribution of heat flow over each layer. That is

I(s) =1; s € {[s1,82] U [s3,84]},

4.32
= 0; elsewhere. (432)

Equation (4.32) indicates that we allow uniform heat flux over first and last layer,
where in middle layer no heat flux is provided.
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Finding the Eigen Functions

The basis functions ¢,;(wy,s) in (4.14) are solved by the following differential

equations

d*Pni(s)
ds?

One can prove that prove that ¢,;(wy, s) is an orthogonal function that admits the

following expression.

D22 + wi¢ni(£) = 0. (4.33)

Oni(Wn, 8) = aup; COS (g—ns) ~+ Bnisin (%s) (4.34)

(2 3

Simulation

To simulate the spatio-temporal evolution of the temperature, presented
three-step method is compared with respect to the solution produced by PDE
toolbox in MATLAB that utilizes finite difference method (cf. [101]) on a
discretized domain. The comparison between these two simulation results is
given in Figure 2. Additionally, Figure 3 shows the temperature difference
between the three-step method and the finite difference method.

Time = 1(s) Time = 11(s)
1 2 3 1 2 3
60 60
© 40 © 40
= ool N
20 20 “\ﬁ\_ﬁ
0 0
0 2 4 6 0 2 4 6
s(m) s(m)
Time = 21(s) Time = 31(s)
1 2 3 1 2 3
60 60

S 640/\
S TN &
0 0 L

Figure 2: Temperature distribution of three-step method with dimension 20 (red
line) compared to the finite difference approach of dimension 50 (blue
dotted line) at four time instances. ; is heated up with +50 watt/ m?
and M3 is cooled down with -50 watt/m?.
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Time = 1(s) Time = 11(s)
1 2 3 1 2 3

Time = 21(s) Time = 31(s)

1 2 3 1

()
[ NG ——
S
(@)
o
[Ny —
S
()

s(m) s(m)

Figure 3: The temperature difference between the proposed method with finite
difference method.

Based on the Figure 2 and 3, the difference in temperature between two methods
is below £0.2°C. At the same time, with the proposed method, we are able to
achieve significant reduction in the dimension (20 compared to 50). The proposed
method also captures the mutual effect of simultaneously heating and cooling the
different layers.

4.5 Closing Remarks

A three step procedure is presented to approximate the infinite dimensional
behavior of diffusive thermo-fluidic processes in the presence of external inputs
that act on boundaries. The approximated finite dimensional model satisfies all
the boundary conditions by having two degrees of freedom on every basis
functions. As a result of this computational method of approximation, one can
apply analysis and control tools for finite dimensional systems on the
approximated version of diffusive thermo-fluidic processes.
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CHAPTER

Estimation of Unknown Physical

Parameters in Diffusive
Thermo-Fluidic Processes

his chapter presents a frequency domain approach to estimate

spatially varying physical parameters of a one dimensional
diffusion-transport-reaction equation. = A non-linear least squares
optimization of a frequency relevant criterion is proposed on the basis of
measurements from a limited number of sensors. Analytic expressions
of the Jacobian of the criterion function are exploited in an efficient
numerical scheme. The proposed method exploits the sparsity of the
underlying discretized model for a fast computation of the system
parameters. The performance of the proposed procedure is illustrated
by a number of simulation results. We demonstrate that the proposed
method is able to estimate a spatially varying profile of unknown physical
parameters in a realistic scenario.
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5.1 Introduction

Modeling and approximation of the diffusive thermo-fluidic processes requires
the knowledge of the spatially varying transport coefficients that are typically
unknown. As emphasized before, for instance, the printing process is localized in
space and time, which implies that diffusion, transport and reaction properties
are non-homogeneous over the material and vary with space. An experiment
based data driven approach is one way to determine the spatial distribution of
the unknown parameters using input-output data. To this end, in this chapter,
we propose a frequency domain approach to estimate the spatially varying
profile of diffusion-transport-reaction coefficients as well as the spatial
distribution of the input using measurements from a limited number of sensors.
The proposed method does not necessarily require the boundary conditions and
initial conditions to be known in advance. Moreover, the proposed method
provides a fast computation of the estimated physical parameters using algebraic
computation of the matrices. We utilize a) the signals in frequency domain, b) the
sparsity of a specific discretization of the model and c) the analytic expressions of
the Jacobian of the cost functional.

The application of diffusion-transport-reaction phenomena can be found in a
wide range of applications. For example, thermo-fluidic transport in composite
materials. In inkjet printing, the transport of ink through the printing media
involves diffusion phenomena with convective action [66]. In hydrology, the
study of the groundwater-surfacewater system involves the study of
diffusion-transport of water fluxes across the stream-bed (c.f. [86], [6]). In all
these applications, the diffusion-transport-reaction phenomena possess few
salient attributes. Namely, a) the physical parameters, e.g. diffusion coefficient,
transport coefficient and reaction coefficient, vary over the spatial configuration
and are typically unknown, b) the boundary conditions and the initial conditions
are often difficult to measure, and c) the spatial distribution of the external inputs
is unknown. The later problem is also known as source localization problems [4].

Many methods have led to the estimation of parameter profiles of PDEs. An
overview of these estimation methods is discussed in [13], [14] and the references
therein, and mainly focus on methods to identify constant and uniform system
parameters in time domain. Using the methodology introduced in [24], it is
possible to transfer these estimation problems into the frequency domain. This
method converts a PDE to a parameterized set of ordinary differential equations
(ODEs) which can be subsequently approximated or, in some cases, be solved
analytically. However, the unknown parameters are often non-linearly related to
these equations leading to a mathematically challenging problem. A new
methodology was developed in [96] to identify parameter profiles by
implementing sample maximum likelihood estimations. This method takes the
noise of both the input and the output into account but only considers the
estimation of constant parameter values.
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Contribution of this Chapter

This chapter contributes on the following aspects:

1. We consider the estimation of the spatially varying parameters in a single
one dimensional PDE describing diffusion, transport and reaction
phenomena.. The proposed method estimates spatially varying profiles of
the parameters using measurements from a limited number of sensors. The
method is versatile to simultaneously estimate the diffusion, transport and
reaction coefficients as well as the spatial distribution of the in-domain
input.

2. A frequency domain criterion is used which is optimized for the estimation
of all spatially distributed coefficients of the discretized PDE. The
computation is numerically efficient and completely algebraic involving
operations on sparse matrices. An analytic expression is derived for the
Jacobian of the cost criterion. This avoids the numerical calculation of
descent directions and significantly reduces computation time. In addition,
the use of the Jacobian increases the numerical stability of the estimation
procedure as well.

3. In frequency domain, the transient response due to the initial conditions can
be either compensated or we can wait till the transient response diminishes.
As a result, unknown prior knowledge about the boundary conditions and
the initial conditions does not affect the estimation algorithm. This makes
the proposed method realistic and easily applicable for experimental set-
ups.

5.2 Setting Up the Parameter Estimation Problem

Model

We consider diffusion-transport-reaction phenomena in a one dimensional (1D)
configuration space. The spatial domain is a bounded X := [a, b] C R and the time
axis is a subset of non-negative real numbers T := [0, co) C R>(. For any given
pair (s,t) € (X x T), the variable xs(s, t) is the governing physical quantity (e.g.,
temperature, mass concentration etc.) that evolves over space and time according
to a generalized version of the 1D diffusion-transport-reaction equation defined
by the following linear parabolic PDE

S — 2 S — S — _
W _ AQ(s)anis(z’t) + Al(s)% + Ay(s)%a(5, 1) + Buw(s)d(t). (5.1)

The physical parameters As(s), A;(s) and Ag(s) are sufficiently regular. Precisely,
Aq(s) is the diffusion coefficient, Ay(s) is the transport coefficient and Ag(s) is the
reaction coefficient. ~ Similarly, the input profile By, (s) indicates the spatial
distribution of the in-domain actuators and w(¢) is the corresponding variation of
inputs in time.
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Boundary conditions

The corresponding boundary conditions at s = a, s = b are considered to be
unknown.

Initial Conditions
The initial condition x4 (s, 0) is also considered to be unknown. It is assumed that

the initial condition of the problem is compatible with the model and its
boundaries (c.f.[26]).

Measurements

The system is equipped with M sensors that measure x, at specific locations

XM C X. In particular, a specific measured output is
Yy (t) € {xa2(st, 1), -+ ,x2(sM,t)} where s™ € XM is the location of a sensor with
m € {1,---,M}. In case of unknown initial conditions, the transient response

can be removed from the forced response using advanced frequency domain
techniques such as the local polynomial method (e.g. see [39], or local rational
method [33].

Problem Definition

In this chapter, the problem amounts to estimating
v(s) := col(Ax(s), A1(s), Ap(s), Bxw(5))

as a function of s € X from the input-output data {(w(¢),y™(t)) | t € T,m €
Nj1,p} using the model (5.1). One may assume that v : X — R* belongs to a
function space I'. For estimation purposes, we assume that I is parametrized by a
surjective mapping Il : © — I' defined on a real-valued parameter space O so that

A(s) = [110)] (s) (5.2)

belongs to I for any 6 € ©. Therefore, the problem to determine the functions in
v(s) amounts to estimating § € O in (5.2) using the measured output 3" (¢), and
the model that is governed by (5.1). The problem set-up is visualized in Figure 1.

5.3 Grey-Box Identification in Frequency Domain

In this section, the methodology to estimate 6 € © is described. In [13], the above
problem is solved in the time domain while the unknown parameters are
considered to be constant (uniformly distributed) over X. In this chapter, we
solve the equivalent problem using a frequency domain optimization criterion to
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Figure 1: Schematic of the problem set-up. e indicates the location of the sensors.

estimate non-uniform (spatially varying) distributions of the physical
parameters. Here, a frequency domain approach offers important advantages
over time domain approaches, especially for periodic inputs. Indeed,

o The periodicity of the measured output is implied by the periodicity of the
input due to the linear and time invariant nature of (5.1). Moreover, as a
direct consequence of the linearity in (5.1), the frequencies appeared in the
outputs retain the exact frequencies that are present in the excitation input.

e In the frequency domain, the signals are averaged over their periods
leading to a significant improvement on the signal to noise ratio. Moreover,
incorporating colored noise is easier in the frequency domain (but is not
considered in this chapter and kept as a future work).

Based on these observations, we formulate an optimal estimation problem in the
frequency domain. For the actuators, we select a finite number of frequency
points wy, £ € {1---,H} to design the excitation signal w(¢). As the governed
PDE in (5.1) is linear, the same frequency points appear in the measurements 3™
as well. However, directly computing of the non-rational transfer functions and
estimating v € I will be computationally challenging as the unknown
parameters typically shows non-linear dependencies on the transfer function (for
an example see pp. 148 [95]). In this chapter, we propose to cast the estimation
problem into a finite dimensional discretized model of the PDE. The estimation
problem comprises four relevant aspects which are discussed in the following
subsections.

5.3.1 Parametrization of the unknown functions

In this section, we provide an explicit parametrization of v(s). To this end, the
mapping II in (5.2) is defined as an infinite sum of basis functions spanning I'.
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Precisely,
A(s) = [1106)] (5) = > B (56 (5.3)

where 6, € © with © C R* Then II defines I' by uniquely parametrizing
individual functions As(s), Ai(s), Ao(s), and Byw(s). In particular,
B.(x) = diag(BP(s),BY(s), BX(s), Bl (s)) are assumed to be given for all
r € Z* and 6, := col(82,0Y,05,6F) € © for all r € Z*. Since this amounts to
estimating infinite sequences of 0., (5.3) is approximated by considering the first
R terms

R
~ Z B.(s)6,. (5-4)

r=1
This means that the parameter set {6, € © | 1,---,R} has become finite
dimensional. As a result, the parameters we need to estimate are

6 :=col(fy,--- ,0g) € © C R*E,

5.3.2 Discretization procedure

A spatial discretization of (5.1) is presented to obtain an approximate finite
dimensional model. To this end, our goal is to achieve a sparse structure in the
finite dimensional model with a simpler parametric dependency so as to
numerically enhance the computation of the estimation problem. It is important
to note that the discretization grid can be increased to arbitrary precision. Instead
of to other methods, we show that the finite difference method (see [82]) leads to
a sparse state space model with linear-affine dependency of the unknown
parameters.

In a finite difference method, the spatial domain is discretized in N equidistant
points with a (homogeneous) grid sample A, > 0. In principle, this discretization
grid can be increased to arbitrary precision. Now, consider the sequence of
discrete points s; with i € {1,---, N} belonging to the sample set X? C X.
Additionally, we assume that XP contains XM, ie, XP n X = XM,
Furthermore, since the boundary conditions are considered to be unknown, we
select we select them as additional inputs applied on the boundary of X. This
results in N — 2 first order ordinary differential equations when using a central
finite difference [82]. This leads to a finite dimensional state space model to
discretize (5.1) in the following form

i =A0)z+ B(0)q,
o (5.5)
Where the state vector z := col(za, -+ ,2n_1) = col(x2(s2,t), -+ ,x2(sn_1,1))
represents xs(-,t) evaluated at each grld pomt S for i = 2,---,N—1. The
extended input vector is q(t) = col(w(t), x2(s',t), x2(s*,t)). The matrix C™ has
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dimension 1 x (N — 2) and measures x(-, ) at the m'" sensor location. Precisely,

AG) =Y [GPL,P + ULV 4 9K LK), (5.6)
r=1
_ R
B@)a(t) = Y [0P 9P + 07! |xa(s, 1)
r=1
R R
+ 3 [Pl + ol |x(sM )+ > [6F £ w(t). 67)
r=1 r=1
Furthermore,
-2 1 0
1 -2 1
1 -
D __ D
L’r - (AS)QBT ’ (58)
1 -2
0 1 0
-1 0 1
1 -
LV = BY )
' QAS ™ ) (5 9)
-1 0
LE = BX, (5.10)

Here, BP, BU and BX are diagonal matrices of dimension (N — 2) x (N — 2) with
the diagonal entries B (s;), BY (si), BX(s;) evaluated at each grid point s; for
i=2... N—1.

£ =eol(Bf (s2). -+ . B (sn-1)).

gL col(féigg),o, ,0),

# o B0 ),

hD :col<0, 0, B’if&”}

hY —col(o, 0, Bg;zf\i‘l)) (5.11)

The approximated Multi-input-single-output (MISO) rational transfer function
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mapping ¢ to y™ can be derived according to
G™ (we,0) = C™ (jwel — A0)) " B(0). (5.12)

As a result, the combination of a frequency domain approach and a suitable
approximation scheme facilitate such affine and sparse structure that can be fully
exploited while performing the optimization.

5.3.3 Specification of the cost functional

For each frequency point wy, ¢ € {1,---,H}, we have {(¢(w;),y"(w1)) | m €
N1, } as available information from the experiments. On the other hand, we can
model the outputs of (5.1) using (5.12). The cost functional can be formulated in
terms of § to minimize a weighted sum of squared absolute errors between the
measured output and the modeled output. In other words,

7(6) = Z Z | y™ (we) — G™(wy, ) qluwr) |2' (5.13)

wmwy

With some abuse of notation, y™(w) denotes the Fourier transformation of scalar
signal y™(t). We have also incorporated user-defined weights w™ > 0 and w; > 0
to penalize the relative error due to a specific sensor and a specific frequency point.
In the case of faulty or missing measurements, these weights can be adjusted to
incorporate prior information.

5.3.4 Optimization Procedure

In order to find an optimal § that minimizes (5.13), numerical solvers can be
employed that iteratively evaluate (5.13) starting from an initial guess of 6 and
finding the minimizer of (5.13) in a specific descent direction. Any gradient
based algorithm requires the Jacobian of (5.13) to be calculated iteratively for
finding the descent directions (see [74]). However, the Jacobian of (5.13) is
typically computed using numerical approximations. Here, we determine an
analytic expression of the Jacobian. Together with the sparsity of the matrices in
(5.5), this considerably enhances the numerical efficiency of gradient-based
methods to minimize (5.13).

Analytic expression of Jacobian

The cost functional in (5.13) can be rewritten as

o H M-1 1 I
VO =D D o (er) (), (514)
=1 m=2
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where per frequency wy, the point-wise error is
ef =y (we) — C™ (jwel — A(0)) 7' B(8) q(we), (5.15)

and (e})" is its adjoint. The Jacobian of V' (f) is defined as

50 = O 30y 10 e Tnl0)].

Lemma 5.1 For given indices r € {l,---,R},1 < R € N and
k € {D,U, K, P}, the Jacobian of V with respect to % can be expressed as

H M-1
k* k
aek ;7;2 Wy [g +gf}’ (5.17)
with
P = C™F(0)LYF(6)B(f
q! 7<n>m OLEF@EO 518)
( ) C F( )[O(N 2)x1 gr h’r]q7
—(ef") CMF(O)LF(0)B(f)g
( T)CTF(0) [0n—2)x1 g RY]q,
—(ef") CF ()L F(0)B(0)q,
—(ef) C™F0) [fF Ov—2yx1 Ov—2)x1] a- (5.19)
Here, F(0) := [jwe] — A(A)]~! and G*" represents the adjoint of GF. O
Proof: The proof is included in the Appendix 5.A. n

Another important aspect in calculating the Jacobian is the inverse in the
definition of F'(¢). Here, the tri-diagonal structure of A(¢) can be exploited to
calculate a computationally efficient inverse using LU-factorization techniques
[31].

Algorithmic Aspects

To minimize the cost functional (5.13), we employ the Levenberg-Marquardt
algorithm (see [17], [64]). This algorithm is a combination of the gradient descent
method and the Gauss-Newton method to improve its robustness [17]. At a
particular iteration ¢, the descent direction hy,; is formulated based on the
evaluated Jacobian and satisfies

(J*T + Nl ) hims = J*V (). (5.20)
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The non-negative scalars \; can be adjusted over each iteration to adaptively
switch between a gradient descent method and the Gauss-Newton method [17].
A detailed analysis about this algorithm, its computational aspects and local
convergence is provided in [17]. Here, the analytic computation of the Jacobian
plays an important role. By exploiting the sparsity of the state space matrices, the
analytic expression of the Jacobian can produce a fast computation of descent
direction and accelerate the optimization.

5.4 Academic Case Study

This section describes the implementation of the proposed estimation algorithm,
presents simulation results, and briefly discusses the design choices. The
estimation algorithm is implemented in Matlab®, which is computationally
optimized for solving sparse linear matrices [67]. The algorithm has been
implemented with two variations: a) with unknown but static boundary
conditions (without boundary inputs) and b) using the measurements from the
outer two sensors as approximated boundary inputs. Owing to the affine
parametrization of the basis functions in the state space model, the implemented
algorithm facilitates a modular structure such that any user-defined basis
functions can be easily implemented and tested.

5.4.1 Data Generation for the Case Study

In order to test the developed algorithm, we consider a simulation study that
mimics a real experiment for generating the input-output data. Here, we are
interested in estimating the thermal properties of a heterogeneous solid object. In
particular, for all z € [0, 1], we are interested in determining the spatial profiles of
the diffusion coefficient D(x), the transport coefficient V(z), the reaction
coefficient K (z) and the locations of two adjacent heat sources P(z) on the basis
of the following PDE.

0z 0%z 0z

i D(:c)@ + U(I)% + K(x)z + P(x)p(t). (5.21)
with boundary conditions % (0,t) = 0and z (1,t) = 0. The in-domain input p (¢)
is a block-wave excitation signal (symmetric pulse train). We use the first four
Fourier modes of the block-wave.

In practice, the thermal source is often represented by a Gaussian function and
the thermal transport coefficients are represented by polynomial functions while
considering slab geometry (c.f. [34]). For the data generation using (5.21), we
consider the following profiles for {D, U, K},

D™ () := 523 — 0.005x + 5, (5.22)

US™ () := 152% — 0.005, (5.23)
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K™ (7) 1= —3u. (5.24)

Additionally, we consider two heat sources located around # = 0.35 and =z = 0.6
and defined by setting

psim () := 0.2+ Lei(?g?igmg + ;Gei((aif1o>§)2 (5.25)
The problem set-up is equipped with M = 8 sensors inside the spatial domain
with the extremum two senors placed at + = 0.1967 and z = 0.8967, respectively.
These two extremum sensors are also considered as additional two inputs. The
input-output data can be generated by simulating the model (5.21) along with
(5.22)-(5.25) on a discretized spatial domain X; and evaluating it on the
measurement set X*. Specifically, the discretization grid X, is chosen such that
the measurement set XM is a subset of X,. As the estimation procedure considers
the initial conditions to be unknown, the measurement data is collected after the
transient is settled.

5.4.2 Estimation Results

For estimating the real-valued functions D, U, K, P defined on X = [0, 1], we use
the simulated input-output data that is generated in the previous subsection. The
estimation procedure has no knowledge about the initial and boundary
conditions of the data generating system. In principle, the implementation of the
estimation algorithm is generic such that any user-defined basis can be
incorporated as a shape function for the unknown parameters. Here, we directly
include the prior knowledge about the shape of the unknown functions in the
estimation of {D, U, K, P}. This prior knowledge about the shape of the physical
coefficients is a reasonable consideration as far as practical applications are
concerned. In practice such an estimation procedure is preceded by various
physical experiments that provide useful information about the profile of the
unknown parameters. Therefore, using only the prior knowledge about the
shape of the unknown parameters, we choose polynomial basis functions to
parameterize {D, U, K'}. To parametrize P, we use b-spline functions where the
basis functions B} (x) are designed using de Boor’s recursion formula [30] with
13 control points. Precisely,

8 6 3

D(x) =Y a7 0P, Uw) =Y " '0) K(x) =) 2" "0, P(x) =Y By (2)6/.

r=1 r=1 r=1

As the shape of the basis functions are known a-priori, the unknowns are given
in a vector § € R3° that has to be estimated by minimizing (5.13). The state space
model in (5.5) is derived by spatial discretization on 211 discrete points. The
boundary conditions and the initial conditions are unknown to the estimation
problems. Figure 2-5 compares the simultaneously estimated {D, U, K, P} with
respect to space starting from an initial guess. Based on the simulation results in
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Figure 2-5, the estimated profile of {D, U, K, P} closely matches with the original
functions except small errors near the extremum measurements.

10 \ \
—— Simulated D (z)
8 I | = = =Initial guess D (z) J
+ Estimated D (z
___ 6| | —© Sensor locations ]
\&/ ._:_n_l-lﬂ
S |
2+ ]
0 L
0 0.2 0.4 0.6 0.8 1
0.01
£0.005 - \ ]
W
0 ‘ ‘ ‘ LN
0 0.2 0.4 0.6 0.8 1

T

Figure 2: Estimated D (x) over X and the relative error ¢,.; between D*™(z) and
estimated D(x).

15 F [ —— Simulated U (z)
- = =Initial guess U () /
+ Estimated U (z)
= 10| —o Sensor locations 1
)
5l ,
. -
0 0.2 0.4 0.6 0.8 1
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Figure 3: Estimated U (z) over X™ and the relative error ¢,..; between U™ (z) and
estimated U (z).
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Figure 4: Estimated K (z) over X™ and the relative error ¢,.; between K™ (x)
and estimated K (x).
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Figure 5: Estimated P (z) over XM and the relative error ¢,..; between P*™(z) and
estimated P(x).



112 Parameter Estimation

5.5 Closing Remarks

A frequency domain approach has been proposed to estimate the spatial profile
of the physical parameters of a diffusion-transport-reaction model described by a
PDE with distributed coefficients and using measurements from a limited
number of sensors. The method uses a finite difference technique to discretize the
model and non-linear least square technique in combination with a-priori choices
of basis functions to estimate the unknown parameters. The spatial discretization
of the model preserves the linear affine relation of the state space matrices with
respect to the unknown parameters. The sparsity structure of the state space
matrices is another distinctive feature of the discretized model that has been
exploited throughout to offer computational benefit. For the optimization, the
required Jacobian is analytically derived for fast computation exploiting its
sparse structure. The simulation results show that the method optimally
estimates diffusion, transport, reaction and input distributions simultaneously.

The discrepancy between the basis functions used in simulation and the
parameter estimator can cause serious estimation error, especially at the
boundaries. This issue has to be dealt with in future. Moreover, robustness with
respect to the measurement uncertainty, i.e., the noise has currently not been
investigated. However, weighting factors for taking colored output measurement
noise into account have already been implemented (not considered in this
chapter).



Appendices

5.A Proof of Lemma 5.1

Proof: Here, we derive the analytic expression of (5.17). The term GF can be
expanded by substituting the expression of e}* and G™ (wy, §). Precisely,

[86‘ (we, )}

k m
gT = 7(6E ) ae”]f

(5.26)

The general expression of 2& ek - with k& € E can be computed using chain rule.
Precisely, substituting the expression of G™ we obtain

oG™ m 0T, 17t
S = " 5o [MI - A(a)} B(9) (5.27)
. ~1-10B(0
+om [MI - A(e)} > 9(k ). (5.28)
At this stage we use the identity 921 aek = -M! %M’l Subsequently, using
the expression of A(#) and B(f) for k € {D,U, K}, we write
S =C [jbug[ - A(e)} Lk [WI - A(G)] B(f)
ml - ~1-10B(0)
+C [MJ - A(e)} s (529
Moreover, ag;(ké ) can be computed for k € {D,U, K}.
o0B(6
D [0(N72)><1 g'r‘D h'r’D] ) (5.30)
00
OB(6
W fogoapa ol BY]. 65:31)
o0y
OB(0)
90K = 0(n—2)x3- (5.32)
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For 67, the Jacobian can be computed as

aG™ T ~1-10B(0)

o = C" et — 40 T 529
with

oB(0

39(13) = [fvl-) O(v—2)x1 0(N—2)><1] . (5.34)

The above derivations can be used to find the analytic expression of G* for every
re{l,---,R}and k € {D,U, K, P}. In a similar fashion,

Qf*q*agﬁ[

G (wr,0)] e
a(G™)*  9BT(A)
o0k~ ook

_ 9
:
+B7(0) 5

[—jwﬂ - AT(é)] TemT

[fmz - AT(e‘)}_lcmT.

We can follow the derivation of " to derive a similar analytic expression of G;".
|
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CHAPTER

Building Digital Twin with PIEs

he main computational bottleneck in building model-based

functionalities on the digital twin is the presence of spatially
distributed nodes in a thermo-fluidic process. A spatially distributed
node’s dynamics is governed by PDEs. So far, it has been shown that
one must use a lumping or numerical approximation technique to
first approximate the PDE models and only then is the model-based
simulation, analysis, prediction, diagnosis, estimation or control possible.
Despite tremendous strides in the field of computation, directly utilizing
infinite-dimensional systems (such as PDEs) for simulation, analysis,
prediction, diagnosis, estimation or control is an open problem. In
this chapter, this problem is circumvented by utilizing a class of linear
bounded operators, known as Partial Integral (PI) operators and linear
equations known as Partial Integral Equations (PIEs). It is shown that
model of thermo-fluidic processes can be equivalently represented
using PIEs. Moreover, analysis of stability, input-output properties, and
synthesis of optimal state estimators can be formulated as Linear PI
equalities (LPIs) that can be solved using Linear Matrix equalities (LMIs),
a mature computational method.
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6.1 Introduction

In Part II and III, the digital twins are a finite-dimensional approximation of
spatio-temporal thermo-fluidic processes. Once the model is approximated,
standard control theory has a plethora of methods and computational tools that
can be used for analysis and control. However, finite-dimensional
approximations of systems, that are originally infinite-dimensional in nature do
not necessarily represent the exact behavior to a quantified level of accuracy [69].
As a result, serious errors may appear in analyzing stability, input-output
properties or synthesizing estimator based controller by solely using
approximated models. For example, by spectral decomposition of
spatio-temporal systems in Part II, it is inevitable to ignore high-frequent modes.
In case of an unforeseen perturbation of the neglected modes, the controlled
system often suffers from instability, commonly known as the spillover effect
[12]. Another key disadvantage of approximating an infinite-dimensional system
with a finite-dimensional model is the fact that such approximations are prone to
numerical instabilities and curse of dimensionality. In fact, increased demands
on accuracy may require the dimension of the approximated system to be so
large (in the range of few million state variables) that solving analysis and
synthesis problems become computationally intractable (c.f. [109]).

To circumvent the problems with finite-dimensional approximations, infinite
dimensional PDEs can be directly utilized for analysis and control. Semigroup
theory (see [25]) offers a theoretical framework to represent,and analyze systems
on Banach space.  Although semigroup theory lays the foundation for
understanding the properties of dynamical systems beyond finite dimension,
there is no computational framework that can aid in translating semigroup
theory to computable tests that one can implement in a digital environment.

Another widely used computational method for analysis and control is the
Backstepping approach (see [55], [1] for PDEs and [89] for PDE-ODE coupled
systems). The backstepping technique does not require any approximation of the
infinite-dimensional model; however, it may not provide a quantitative
guarantee on the system’s optimal performance. As a result, for finding induced
L gain or designing optimal estimator based controller (e.g. in H. sense),
backstepping method is not typically used (the only exception, according to the
best of our knowledge, is the work on stability analysis by [84]). At the same
time, various methods are well-established that use analytical solutions of an
application-specific distributed parameter systems (for more details, see the
works of [48], [59], [15]. For port-Hamiltonian systems see [99]). Spectral analysis
was used for designing optimal estimators for specific PDEs in [81, 108].
However, the state of the art involves either prior approximation of infinite
dimensional systems (which suffers from the curse of dimensionality and
numerical instability), norm-bounding methods (e.g., Poincare inequality,
Cauchy-Schwartz inequality, Wirtinger’s inequality, etc.) or integration-by-parts
(application-specific). The major disadvantage of all these methods is that they
are problem-specific and their workings very much depend on the type of PDEs
describing the model. For example, treatment of a wave equation and a coupled
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heat-wave equations are completely different. Hence, for every new PDE model,
one has to take a different approach to solve the same analysis or control related
problem. As a result, translating currently available methods into a scalable
algorithm with either minimal or no user intervention is not yet possible.

Recently, using the extension of Lyapunov theory to the infinite-dimensional
space by [29], many attempts were made to use Sum-of-Squares (SOS)
optimization methods for constructing Lyapunov functions for PDE-ODE
coupled systems. Some of the notable works include but not limited to [76], [35],
[94] and [3]. Furthermore, numerous problems related to the analysis of stability
and robustness and controller-estimator synthesis are addressed in [70], [37] etc.
Standard SOS techniques provide a computational tool for analyzing systems’
performance in terms of LMI tests. However, these works are still limited to
specific types of PDEs, not always applicable to the general class of
thermo-fluidic processes considered in this thesis. In particular, different
boundary conditions (e.g. Dirichlet and Neumann) require distinct treatment to
construct an associated Lyapunov functions. Moreover, cases where boundary
inputs perturb the PDEs, are considered to be an open problem.

Contribution of this Chapter

In this chapter, the goal is to develop a scalable framework that allows the use of
LMIs for analyzing stability and input-output properties or synthesizing
estimator based controller for infinite-dimensional thermo-fluidic processes
without any approximation. This computational framework relies on an
equivalent representation of thermo-fluidic process using Partial Integral
Equations (PIEs). PIEs are linear differential equations involving a class of
bounded linear operators known as Partial Integral (PI) operators. Motivated by
matrices, PI operators are closed under the algebraic operations of addition,
concatenation, composition and adjoint, and their construction inherits the
structure of matrices. As a result, analogous to the usage of LMIs in a
finite-dimensional control system, there are Linear PI inequalities (LPIs) for
analysis and control of PIEs. Furthermore, LPIs can be solved using LMIs by
exploiting the inherent matrix structure of PI operators. The main contribution of
this chapter can be divided into three aspects:

e Conversion from PDE-ODE coupled systems to PIEs:

1. The equivalent PDE-ODE coupled representation of a thermo-fluidic
process in this thesis admits an equivalent representation in terms of
PIEs.

o Analysis and Control of PIEs Using LPIs:

1. Analysis of exponential stability, input-to state stability, and the worst
case disturbance amplification of thermo-fluidic processes can be
formulated using LPIs
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2. H optimal state estimator synthesis can also be formulated in terms
of LPIs.

o PIEs and LPIs are solved using PIETOOLS:

1. PIETOOLS is developed as a scalable computational tool for
manipulation and optimization of PI operators and PIEs .

2. Converting PDE-ODE coupled systems to PIEs, formulating LPIs and
solving them for analysis and control of PIEs is performed using
PIETOOLS.

6.2 PI Operators, PIEs and PIETOOLS

Any operator that maps from a finite dimensional space to another finite
dimensional space is bounded and can be written as a matrix. On infinite
dimensional inner product spaces, such as Hilbert spaces, such a generalization
does not exist. However, there exists a class of bounded operators, called Partial
integral (PI) operators, that do facilitate such properties similar to matrices.

6.2.1 Introduction to PI Operators and PIETOOLS

A PI operator is a map from R x L% [a, b] to R? x Li[a, b] and is defined as follows.

Definition 6.1 (PI Operator) A PI operator is a bounded linear operator that maps
from R™ x L%a,b] to RP x Li[a,b] and is parametrized as

P, Q: z| o) = Px+fj Q1(s)y(s)ds }
P QQa{{RO,Rl,RZ}}} {y] (s) = [Qg(s)x—l—P{{RO,Rl,RQ}}y(s) ©.1)

where P € RP*™ js a matrix, Q1 : [a,b] = RP*", Q3 : [a,b] — R?*™, Ry : [a,b] —
R?*" and R, Rs : [a,b] x [a,b] — RY*™ are bounded integrable functions and
P{Ro,R1,Rs} : L3[a,b] = Li[a,b] is another PI operator of the form

S

b
(Pyro,r1 RyX) (5) 1= Ro(S)X(SH/ Rl(s,t‘))X(G)dGJr/ Ry(s,0)x(6)d6.

a

Declaring PI Operators in PIETOOLS

PIETOOLS is built as a MATLAB toolbox along with semidefinite programming
(SDP) solvers e.g. SeDumi, MOSEK, SDPT3 etc. In PIETOOLS, the PI operator
class is declared used the command opvar

IPIETOOLS is co-developed by the author in collaboration with Sachin Shivakumar and Dr.
Matthew Peet at the Arizona State University. For learning how to use PIETOOLS and its
functionalities visit http://control.asu.edu/pietools/
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Table 1: List of properties in opvar class and their descriptions in PIETOOLS

] Property | Description |
pvar s, theta | Declare the independent variables s, §
P A matrix P with dimensions p x m
01 A matrix-valued polynomial Q1 (s) object
with dimensions p x n
Q2 A matrix-valued polynomial Q(s) object
with dimensions ¢ x m
R.RO A matrix-valued polynomial Ry(s) object
with dimensions ¢ x n
R.R1,R.R2 Matrix-valued polynomial
R1(s,0), Ra(s,0) objects with dimensions
gxn
I The spatial interval defined as [a, b]
dim A matrix storing the dimensions of
mapped spaces [p, m; g, n]

6.2.2 Partial Integral Equations

Partial Integral Equations (PIEs) are set of linear differential equations that are
parametrized by PI operators. The general form of a PIE is

Tv(t) + Teww(t) + Teut(t) = Av(t) + Biw(t) + Baul(t),
z(t) = C1v(t) + Driw(t) + Diault),
y(t) = Cav(t) + Da1w(t) + Dagult),
v(0) = vp € R™ x Ly[a, b], (6.2)

where 7, A : R™ x LY[a,b] = R™ x L%a,b], Tpw : R? — R™ x L%a,b], Ty :
R?Y — R™ x L%[a,b], By : RP — R™ x LY[a,b], B2 : R? — R™ x LZ[a,b], Cy :
R™ x Lg[a,b] — Rk, Cy : R™ x Lg[a,b] — Rl, Dy € RkXp, Do € Rqu, Dy € RIxP
and Dy, € R!*? are PI operators.

6.2.3 Properties of Partial Integral Operators

PI operators have the following properties:
¢ Addition of two PI operators is also a PI operator

Suppose A, L € R™*P and By, M : [a,b] — R"™*%, By, My : [a,b] — R"*P, Cy, Ny :
[a,b] — R"*4, C;, N; : [a,b] X [a,b] — R"*9, for i € {1,2}, are matrix valued
polynomials. If

P, Q _ A, B L, M
7’[@2,{{30,1%1,32}}] _P{BL{{CO,Ci,Cz}}} +7’[MQ.,{{NO,N11,N2}} )
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then P {CZ {{Ro, % R2}}} is parametrized by matrix valued polynomials.
e Composition of two PI operators is also a PI operator

A, B m n
Suppose P[B%{{Cmci)@}}} . R' x Lk[a,b)] — R™ x L%a,b and
P{éz {{RO,%,RQ}}} : RP x Li[a,b] — R! x L5[a,b] are PI operators parametrized
by matrix valued polynomials. Then P{c{; {(R gi fia}}

parametrized by matrix valued polynomials where

] is a PI operator

P, Q1 _lA, B P, Q
P[Qz,{{éo,m,m}}} —7’{Bz,{{co,ci,cz}}}P[Qz,{{Ro,Ri,m}}}'
¢ Adjoint of a PI operator is also a PI operator

Suppose P € R™*P and @ : [a,b] = R"™*%, Qg : [a,b] = R"*P, Ry : [a,b] — R™*9,
R1, Ry : [a,b]* — R™*4 are bounded functions. Then for any = € R™ x L}[a,b],y €
R? x Li[a,b)],

<P [527, {{Flo’ I;Qt;i, Rz}}:| Ly y>]R><L2 = <$’ P |:QPz’7 {{Ro, %i, R2}}} y>R><L2' (6.3)

With these properties, PI operators form a *-subalgebra with binary operations of
addition and composition.

Operations on PI Operators in PIETOOLS

Operations on PI operators in PIETOOLS are executed in a similar manner to
matrices

Table 2: List of operations on PI operators in PIETOOLS

| Property | Description \

+ Summation of two PI operators
* Composition of two PI operators
¢ Adjoint of a PI operator
[A B] Horizontal concatenation of two PI
operators
[A; B] Vertical concatenation of two PI operators

6.2.4 Positivity of PI Operators

The main advantage of using a PI operator is that the positivity of a PI operator
can be verified using LMIs.
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Theorem 6.1 (Positivity of PI Operators) For any integrable functions Z; :
[a,b] — R&>x" 7, : [a,b] x [a,b] — R¥2*", if g(s) > 0 for all s € [a, b] and

b
P= T11/ g(s)ds,

Qn) = g(mTi2Z1(n) + /bg(S)TmZz(sm)ds + /" 9(s)T1aZ2(s, n)ds,
Ri(s,n) = g(S)Zl(S)TTz:aZz(nsm) +9(n)Z2(n, S)TT4:Zl(77)
+/5bg(9)zg(97 s) " T33Z2(0,n)do
+/Sg(9)Z2(0,s)TT43Z2(0,n)d9+/an9(0)Z2(0,s)TT44Zg(9,17)d0,
Ra(s,m) = g(s)Zl(s)T;mZz(s,n) +9(n)Z2(n, s)" T2aZ1 (1)

b
+ / 9(0)22(6, )" Tss Z(9, 7)o
n

+/ng(9)Z2(0,s)TT34Z2(9, n)do + /sg(H)Zg(G,s)TT44Z2(9, n)do,
Ro(s) = g(s)Z1(s) " Toz Z1(s). (6.4)
where

Ty Tz Tiz Tis
Tor Ty Toz Ty
T31 T32 T33 T34
Ty Tag Taz Tya

.
=

P,
then <x,P[Q27{{RO7%7R2}}}m> >0 forallx € R™ x L¥[a,b].
RXx Lo

Proof: The proof is included in Appendix 6.A. |

Remark 6.1 Using Theorem 6.1, the positivity of P [Qi « Ro,%, RQ}}} becomes a

feasibility test defined by LMIs. If Q), Ry, R1, Ry are matrix-valued polynomials,
typical choices for Z, Z, are matrices whose rows are monomial basis of degree

dy,dy respectively. Moreover, to constrain P [CZ « Rn,%, 32}}} to be positive on
the domain [a,b], g(s) is chosen to be the combination of g(s) = 1 and ¢(s) =

(s—a)(b—s).

To search for a feasible P (5 R % R }}} = 0 using Theorem 6.1, define the cone
2 0, f11, 112
of positive PI operators with polynomial multipliers and kernels.

Definition 6.2 Let P € R™*™ be a constant real-valued matrix and
Q : [a,b] —» R™*", S : [a,b] - R™™, and Ry, Ry : [a,b] X [a,b] — R™ ™ be



124 Thermo-Fluidic Processes and PIEs

matrix-valued polynomials. Then, the cone of the positive operators
P, Q . .
P QTv{{R07R1-,R2}}:| is defined by

P, M, N
PlO7 (0, s )+ PN (150, 50, 501)
532 = (]37 Q, QT, 1’207 R1, RQ) and (M, ]\77 NT, So7 Sl, SQ) satisfies Theorem 6.1 Wii’h7
! Zy : [a,b] = RAX" Z, : [a,b] x [a,b] — R92X™
g(s) =1andg(s) = (b—s)(s — a)
(6.5)

With this definition, the constraint P { BAT’7 ({Co, CJ‘Bl o
an LMI constraint on the coefficients of the polynomial functions
(A,B,BT,Cy,C1,C5) and guarantees P{BAT’ B } = 0.

} € Ejf is understood to be

, {{Co,C1,C2}}

Declaring Positive PI Operator in PIETOOLS

For declaring a positive PI operator, the corresponding commands are given in
Table 3. Consult the PIETOOLS website for more details.

Table 3: Commands to declare positive PI operators

Command | Description

p=sosprogram([s,t])

—_

. Initialize a LPI program named p

2. s and t are declared as pvar objects

[p,T] = poslpivar(p,n,I,d)
1. p: an sosprogram that stores all decision
variables and constraints

2. n: 2 x 1 vector specifying the dimensions
of T

3. I:2 x 1 vector specifying the interval of T

4. d (optional): specifies the degrees of PI
operator. d is cell structure of the form
{a, [b0, b1, b2]} where a is the degree of s
in Zi1(s), b0 is degree of s in Z3(s,0), bl
degree of 0 in Z2(s,n) and b2 is degree of s
and 7 combined in Z3(s, n). (see Theorem
6.1)

6.2.5 Linear PI Inequalities (LPIs)

Using the algebra of PI operators, one can set up linear operator inequalities
(LOIs), now, involving PI operators. These inequalities when defined by PI
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operators are called Linear PI Inequalities or LPIs.

Definition 6.3 For given PI operators {&; ;, F; ;,G;} and convex linear functional
L(-), a linear PI inequality is a convex optimization of the following form

min LH{P; ; is Roiy R1iy Roj
P;,Q1:,Q2i,Roi,R1i,Ra: ({ v Quis Qi Fog, s, 21})

K

* P, Q1
Z gijp {ng {{Roi, RL‘,, R2i}} ]:ij +Gi 70 (6.6)
j=1

Declaring and Solving LPIs in PIETOOLS

For declaring and solving LPIs in PIETOOLS following commands are useful. For
more details, consult the PIETOOLS website.

Table 4: Commands to declare and solve LPIs

] Command | Description \
[p, T] = lpivar(p,n,I,d) | declares an unknown indefinite PI
operator
p = lpi_eq(p,T) Declares 7 =0
p = lpi_ineq(p,T) declares T = 0
p=sosdecvar (p, gamma) declares gamma as a decision variable
p=sossetobj(p, gamma) cost function to minimize gamma
p=sossolve (p) solves the optimization problem

6.3 Thermo-Fluidic Processes and PDE-ODE Systems

In Part II, those thermo-fluidic processes are considered whose spatial
distributions are negligible. In Part III, those thermo-fluidic models are
considered whose nodes are solely governed by diffusion-transport-reaction type
of PDEs. In contrast, this chapter takes into account the entire class of
thermo-fluidic processes as defined in (D.1)-(D.3) (on page 23-24). In this chapter,
the representation of time-varying PDE-ODE coupled systems in (2.2) on page 43
under the following specification.

e For every lumped node 91;, it is assumed that the parameters are, i.e. ©; =
O,vteT.

As aresult, in (2.21) on page 37, O(t) = ©,Vt € T. As a result, all the operators in
(2.33) on page 44 are time-invariant and can be defined by the subspace &, such
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that
col(zy %), (w, )>|Vt€[Ooo)
col (z(t),y(t)) € R"””!, x is Fréchet differentiable,
w(t)
u(t)
@p:: x(t) € Xdom, , 6.7)
x(t)
z(t) Dy Dz Ci Cip| [w(t)
y(t)| _ [Dar D Co Copl| |u(?)
@(t)|  |Bu Bz A & | |x(t)
x(t) Bai B & Ay |x(t)
with
w(t)
Z?g € Rt X L3%la, b x Hi o, ] x Hy?[a, 8] |
x(t) w(t)
[Bu B, B B 38 ~0
Xdom:= X(t) xl(a) (68)
b X0 x1(0)
(B.x)(s) == [ Bya(s) asxll (s)ds — B X2(Z>
@ 82,)(2 Xg()
8 0sx2(a)
9,2 (b)

Here, matrix valued functions Ag,, A1, As, Aoy, Aoy, Eo, E,,, Ey, E., By, E, Bay,
Bas, Cui, Cyi, Cp, for i € {1,2}, and constant matrices C1g, Cao, Eo, 4, C1, Ca,
Bi1, Bia, D11, D12, D21, Dy, of appropriate dimensions are given. Moreover,
B € R(m+2n2)x2(n1+2n2) K fyll rank. Furthermore,

X0
(A,)(5) :=Ao(5) H (5) + A1(5)0, [ﬂ () + Ax()02 [x2] (5)
X0 X0
/ An(5,6)| 72 |(6)d6 + / Aau(s,0)| 2 | (016

OsXo 05X

63X2 852)(2
x1(a)
Xléb))

+ Ea(s) Xz(b) ) (6.9)

0sx2(a)
0sx2(b)
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b

€)= [ <ca1<s>

a

X0

Xl] (s) + Cp1(s)0s [ij (s) 4+ Ce1(s)0? [x2] (s))ds

X2

)

)
+ Cho )) , (6.10)
b

b
(Copx)(s) = / <0a2<s>

+ Cy

b X0
(Epx)(s) ::/ <Ea(s) [x1] (s) 4+ Eb(s)0s [x1%2] (s) + Ec(s)07 [x2] (s)> ds

)
)
| (6.12)

(Ex)(s) :==E(s)x, (Barw)(s) := Ba1(s)w, (Bagu)(s) := Baa(s)u. (6.13)

6.4 Representation of Thermo-Fluidic Processes
Using PIEs

The primary motivation behind searching for a new representation of the
thermo-fluidic processes, in contrast to (6.7), is to circumvent the technical
difficulties regarding the presence inhomogeneous boundary conditions and
unbounded operators. In Chapter 4, it has been already pointed out that, even
for approximating diffusion-transport-reaction systems, these two difficulties are
the major hurdle in analysis and control. The objective of this section is to utilize
PI operators to formulate an equivalent PIE representation of (6.7) which may
potentially resolve the aforementioned difficulties. To this end, remainder of this
section follows two steps

1. Find a unitary PI operator that maps between the functions space X4om in
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(6.8) and the space of square integrable functions; R"w*mutne x [17[q, b).

2. Determine an equivalent PIE representation of (6.7).

6.4.1 Finding the Unitary State Transformation

The space X4om in (6.8) is constrained by the boundary conditions as well as
order of differentiability a function must admit. On the other hand, the space
Rrwtnetne 5 [0%[q,b], is independent of such constraints. A transformation
between these spaces can be found using the fundamental theorem of calculus
which is stated in Lemma 6.1.

Lemma 6.1 Let xg € L3°[a,b], x1 € H{'[a,b], xo € H3?[a,b]. Then, for all
s € [a, b], the following identities hold true:

xo(s) Xo(s)
x1(s)| = xi(a) + [7 8sx18(9)d9 (6.14)
x2(s) x2(a) + (s — a)0sxz(a) + [ (s — a)92x2(0)df

Proof: The proof is given in [78], page 9. |

Lemma 6.1 shows that, in an interval, the value of a function at any arbitrary
point s € [a, b] is linearly related to the boundary values of the functions and the
functions” higher order derivatives. Using this idea, Theorem 6.2 determines a
unitary map from R« +mutne 5 [7%[q b] to Xgom-

Theorem 6.2 (State Transformation) Suppose, in (6.8),
Be R(n1+2n2)><2(n1+2n2) and

I 0 0

I 0 0

0 I 0 .. .

B 0 I (b—a)l is invertible.
0 0 I
0 0 I

Then, for any col (w, u, z,%x) € Xqom, the following identity holds

w
(4

[ﬂ =[Tow Tou|T]|—|. (6.15)
x
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Xo
where, x; := | 0,x1 |,
852X2
_pfo o 1], 0
[TBw TBu T] =P [ [Q2f] . {{Roy,Ray, sz}}:| 5 (616)
and,
Qa/(s) = K(s)(BT) ™' [Bw Bu Buo), (6.17)

Roy(s,0) = K(s)(BT) ™! (Bua(9) — BQ(0)),

I 0 0
Rif(s,0) = L1(s,0) + K(s)(BT) ' (B (0) — BQ(9)),Ror(s)= |0 0 0],
0 0 0
0 0 0 0 0 0
Li(s,0)=10 T 0 |,K(s)=|[I 0 0o |,
0 0 (s—0) 0 I (s—a)l
I 0 0 0 0 0
I 0 0 0 I 0
0 I 0 0 0 0
T=1lo 1 @-ayr|'9® =10 1 @p-s1 (Bl
0 0 1 0 0 0
0 0 1 0 0 1
Proof: For a detailed proof, see Appendix 6.B. |
The state transformation map is unitary
Corollary 6.1 Suppose, in (6.8), B € R("1+2n2)x2(m+2n2) hag and
I 0 0
I 0 0
0 I 0 .. .
B 0 I (b—a)l is invertible.
0 0 I
0 0 1
I 0 0
Then, 0 I 0 : Rrwtnutne 5 [0P[q b — Xgom iS unitary where
7—Bw TBw T

TBw, TBw, T are defined in Theorem 6.2.
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I 0
1 0 0 I
Proof: Define T := 0 I 0 |,and 9, := I
TBw TBw T 0 as
82

The inner product (, ) x,,. is defined as (x,y)x,... := (95X, Os¥)rx L, forallx,y €
Xdom. Then:

(i). Using Theorem 6.2, one gets

<5STZf,55TZf> = <Zf,Zf> s
Rx Lo Rx Lo

(ii). Theorem 6.2 also shows that, for any x € Xgom, jhere exists a

x; € Rmwtnutne » [77[q b] such that x = Txy, ie. T is surjective.
Furthermore, it has been now proven that for any
X,y € RvwHmute s Lovla, 0], (Txf, TYf) Xaom = (X, ¥)RxL,- Hence, T
is unitary.

|

Remark 6.2 (X 4om is a Hilbert space) Since R™= "+ x .27 [a, b] is a Hilbert space

I 0 0
and 0 I 0 | is unitary, Xqom is a Hilbert space.
TBw TBw T

6.4.2 PIEs are Equivalent to PDE-ODE Coupled Systems

In the previous section, a state transformation is found that allows one to
equivalently represent any function that belongs to Xgo,musing a newly defined
set of functions that belong to R™wtmetns »x [0%[q,b.  Moreover, the
corresponding map is a unitary PI operator. In this section, the objective is to
leverage this map and the algebra of PI operators to determine an equivalent PIE
representation of (6.7).

Recalling (6.2), one can define the behavior of a PIE as follows:

Definition 6.4 (Behavior of PIEs) The behavior of a Partial Integral Equation
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(PIE), is defined as the following subspace .

col ((w, u), (z,%)(y,2)) | vt € [0, 00),
col (2(t), y(t)) € R+,
xy is Fréchet differentiable,

w(t)
t n
._ xr(t)
Zr= [ 2(0) ]
y(t) w(t)
I 0 0 0 0 w(t) D11 Dia | C1 ’U,(t)
0 I 0 0 |0 W(t) | = | Dar D2 | Co —
0 0 Tow Tpul|T || — Bi By [ A | |z(t)
z(t) xy(t
| x5 (t) ]

where, D11, D12, C1, Do,

Do2,Co,B1, B2, A, T, Tgw, Tpu are PI operators.

Theorem 6.3 (Equivalence between PDE-ODE and PIEs) Suppose, in (6.8),
B c R(n1+2n2)><2(nl+2n2) and

I 0 0

I 0 0

0 I 0 .. .
B 0 I (b—a)l is invertible.

0 0 I

0 0 I

Moreover, suppose col (z,x,w,u,y,z) € 2, as defined in (6.7).
€ P according to (6.4) if the PI operators

col (z,xf,w,u,y,2)

Then

D11, D12,C1, D21, D22, Co, B1, Bay, A, T, Tpw, Tpuw in (6.4) are defined as
follows.
I 0 O 0 0] I 0 0 0 0
01000:[8588?7 0 , (6.20)
0 0 Tpw TBu T [0 0 Qz], {{Ros,Ris Ras}}
D1y D1z C] . X
— P, Q Pf’ Qlf(s)
Dy1 Dy Co —P[Qm{{RovRi,Rz}}}P[sz,{{mf,fclf,ﬁz,f}ﬂ’
B, B, A

(6.21)
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where

Diyn D Cip Chp
Doy Dy Cy Coy
Bii Bz A E

Qa(s) = [Ba1(s) Baa(s) E(s) EBa(s)],
Ro(s) = [AO(S) A1(S) AQ(S)], Rl(S 9) AQl(S 9) RQ(S,@) = Agu(&e),

0 0 0 I 0 0 0 0 0
K(s):[I 0 0 } Lo= 10 0 0], Ll(s,ﬁ):[O I 0 ]
0 I (s—a)l 00 0 0 0 (s—6)
Rof(S) = Lo, le(s 9) = Ll(s 9)+R2f(8 0)
Roy(s,0) = K(s)(BT) ™' (Bea(9) — BQ(0)),
Quy = K(5)(BT) ™" [Bw Bu Buo),Qas = (I + 10, + 150%) Quy,

P= , Qi(s) =

Rif = (I + L0, + 130?) Riy, Roy = (11 + 120 + 130?) Roy,
A I 00 00 0 000
Ro; =1, |0 0 0| +I,{0 I 0| +1I3]|0 0 0], (6.22)
000 0 0 0 0 0 I
and
I 0 0 0 0 0 000
0 I 0 0 0 0 000
0 0 I 0 0 0 000
L=1o 0 ol L=1o 1 ol =10 0 0|
0 0 0 0 0 I 000
00 0 0 0 0 0 0 I
I 0 0
I 0 0 I 0 0
A 0 I 0 0 I 0
Pr= 0 0 I T=1o 1 (b—a)l|’
T(BT)"'B, T(BT)'B, T(BT) !B, 0 0 I
0 0 I
0 0 0
0 0 I 0
N 0 0 0 0
Qs = 0 QU= 10 0 (-
Q(s) + T(BT) ' (Bua(s) — BQ(s)) 0 0 0
0 0 I
(6.23)

Proof: For a detailed proof, see Appendix 6.C. |
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Converting PDE-ODE coupled system to PIEs in PIETOOLS

As the formulae given in Theorem 6.3 are defined by algebraic operations on PI
operator, one can convert the entire PDE-ODE coupled systems in (6.7) to a PIE.

In PIETOOLS, the command is simply a one-line script:

convert_PIETOOLS_PDE;

6.5 Analysis and Control of Thermo-Fluidic Processes
Using PIEs

It has been shown that PDE-ODE representation of thermo-fluidic processes in
(6.7) are behaviorally equivalent to PIEs in (6.19). The PIEs have the following
advantages.

1. PIEs are defined by PI operators. Similar to matrices, the algebra of PI
operators is closed under concatenation, composition, adjoint and addition.

2. The evolution of a PIE is not constrained by boundary conditions.

3. Solving convex optimization problems defined by Linear PI Inequalities
(LPIs) can be performed using Linear Matrix Inequalities (LMIs).

In the remainder of this chapter, the advantages of the PIE representation and the
algebra of PI operators are utilized to solve three analysis and synthesis related
problems for the thermo-fluidic processes.

1. Application of LPIs for analysis of stability and input-output properties
e Find a computational test for verifying exponential stability” of thermo-
fluidic processes.

o Find a computational test for verifying input-to-state stability of thermo-
fluidic processes.

e Find a computational test for determining worst-case disturbance
amplification for the behavior of thermo-fluidic processes.

2. Application of LPIs for synthesizing state estimators

e Find a computational algorithm to synthesize and implement an H.
optimal state estimator for thermo-fluidic processes.
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6.5.1 Verifying Exponential Stability of Thermo-Fluidic
Processes

In [25], exponential stability of an autonomous infinite dimensional system is
defined by the exponential decay of the corresponding semigroup, i.e. when all
the unforced solutions of the system converge to the origin exponentially fast
over time. For {2, | w(t) = 0,u(t) = 0} where &2, is defined in (6.7), exponential
stability is defined as follows

Definition 6.5 (Exponential stability (ES); convergence of autonomous behavior)
The behavior {2, | w(t) = 0,u(t) = 0} is defined to be exponentially stable
if there exist constants M, o > 0 such that any col ((w, u), (z,x), (y,2)) € {2, |
w(t) = 0,u(t) = 0} satisfies the following inequality for all t € [0, c0)

6] o)

Formulating LPIs for Exponential Stability of PIEs

< Me—ot
RXLQ

RXLQ

Now, PIE representation { % | w(t) = 0,u(t) = 0}, with & defined in (6.19) is
used to determine an LPI to test exponential stability.

Theorem 6.4 Suppose there exist €,§ > 0, a constant real-valued matrix P &
R™ *"= and matrix-valued polynomials @) : [a,b] — R™*" Ry : [a,b] —
R™*" and Ry, Rz : [a,b] X [a,b] — R"»*"», such that

A P, Q .
° P-_P[QT,{{RO7R1,R2}}:|/,P—'P p el

e and

A*PT + T*PA< —6T*T. (6.24)

Then, {2, | w(t) = 0,u(t) = 0} exponentially stable.

Proof: The proof is included in the Appendix 6.D. [ |

Degree-bounded Tests For Exponential Stability

Searching for a feasible P - 0 such that LPI (6.24) is satisfied requires testing
positivity of PI operators that is formulated as LMIs. The following feasibility
problem enforces the LMI conditions according to the Definition 6.5.
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Lemma 6.2 Suppose there existe,d > 0,d;,dy > 0, P € R™*" Q : [a,b] —
R™*™, Ry : [a,b] — R >, and R1, Ry : [a,b] X [a,b] — R"»*"» that satisfy

= 2 Q =da
P=P Q7. {{Ro — eI, Ry, Ra}}| € Zdv (6.25)
—A*PT — T*PA—0T*T € EF, (6.26)
where 7T,A are defined according to Theorem 6.3. Then,

{Z, | w(t) = 0,u(t) = 0} is exponentially stable.

Academic Illustrations: Exponential Stability of Thermo-Fluidic Processes

Example 6.1 (Stability of a PDE coupled with ODEs) First, we study the
boundary controlled thermo-mechanical process where a lumped mechanical
system is driven by converting thermal energy to mechanical work. In [91], such
a system is modeled as a finite dimensional ODE with actuator dynamics that are
governed by the diffusion equation. A closed loop representation of such a
controlled PDE-ODE coupled system is given in [91] as

X(t) = —3X(t) +w(0,1),
’U.)t(.’E,t) - wxz(wvt)v
wx(oat) =0,
w(l,t) = 0. (6.27)

PIETOOLS proves the exponential stability of this system which has also been
verified analytically in [91].

6.5.2 Determining the Worst Case Disturbance Amplification

In the previous subsection, the exponential stability of &2, in (6.7) is discussed
when the system is autonomous; without any inputs and outputs. The focus is
now to understanding the effects of inputs w(t),u(t) on the outputs z(t), y(¢). In
particular, the question is: if the inputs are square integrable (having finite
energy), what is the level of amplification or attenuation of such inputs in the
outputs? In Definition 6.6, this question is formulated as input-output stability
notion; the boundedness of square-integrable outputs in the presence of
square-integrable (bounded) inputs.

Definition 6.6 (Input-Output Stability (I0S): disturbance amplification)

Letw € Ly*[0,00), u € L5"[0,00), y € Ly*[0,00), and z €€ L5*[0,0). Then, the
behavior &7, according to (6.7) is defined to be input-to-output stable, if there
exists a constant p > 0 such that for zero initial condition, col (z(0),x(0)) = 0,
any col ((w,u, )(x,x), (y,2)) € {ZP, | col (x(0),x(0)) = 0} satisfies the following
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inequality

IL )

Moreover, p is defined as the disturbance amplification factor.

<]

LQ[0,00) LQ[0,00) .

Note that the disturbance amplification factor p also indicates the induced L,
norm of the mapping between the inputs and the outputs. One can also define
the smallest value of p, pyin, as follows.
Il
Y

w
i
Understanding the behavior of a system in the presence of inputs and outputs
is related to dissipation theory of open system; (see [103]). Dissipation theory
shows that the amount of energy an open system with inputs and outputs can
supply to its environment can not exceed the amount of energy supplied to it.
Another striking outcome of dissipation theory is that dissipation properties of

linear finite dimensional systems amounts to verifying a feasible sets of Linear
Matrix Inequalities (LMIs) (see [85], chapter 2).

L2[0,00) (6.28)

Pmin ‘= sup
w,ux0€ L2

LQ[(),OO)

In case of @p in (6.7), its equivalent PIE representation & in (6.19) will used to
formulate corresponding LPIs.

Formulating LPIs for Input-Output Stability

Theorem 6.5 Suppose there exists p > 0, a constant real-valued matrix P &
R™*"= and matrix-valued polynomials @) : [a,b] — R™>*" Ry : [a,b] —
R™*" Ry R : [a,b] X [a,b] — R *"» such that

o Q

o P:= P{QT{{RO,RDRQ}}} =0

o and/
B; S
BS 7) [TBw TBu T] + gu P [Bl 82 A]
A* T

_\< z_ |:D11 D12 Clj|* |:D11 D12 C1:|

D21 D22 C2 D21 D22 C2 |

with, P - P, Z = P HPOI 0 0 ]
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Z : Rwtmtne x [Pl h]  —  Rwtttne x [%[bl.  Then
{2, | col(x(0),x(0)) = 0} satisfies the following inequality for any
w € Ly [0,00), u € L3*[0,00), z € L5?[0,00), and y € Ly*[0, 00)

IE H

Proof: Proof is given in the Appendix 6.E. n

(6.30)

<

L2[0,00) LL>[0,00)

Degree-bounded test to determine a bound on the worst-case disturbance
amplification

Solving the LPI: P = 0 such that (6.29) holds true can be formulated as LMIs
based on the Definition 6.5. One can also determine a bound on the disturbance
amplification by minimizing over all possible p > 0 that satisfies (6.30). To this
end, Lemma 6.3 formulates the corresponding LMI test.

Lemma 6.3 Suppose there exist, di,ds > 0, P € R"=*"=_ Q : [a,b] — R"=*"»,
Ry : [a,b] = R"*™ Ry, Ry : [a,b] x [a,b] — R"*"» that satisfy

p = arg min p, (6.31)
such that
._ P, Q =da
P .fP[QT,{{RO,RhRZ}}} € =%,
(6.32)
ik Tgﬂ)
— B | P[TBw Tu T]— |Thu|P[Br B2 A
A* T*
Dyy D1z Ci| [P D2 G pE 01 g =d
- Pllo o) €=
[Dm Daa C2:| |:D21 Dy Cz}—i_ [[ 0, ] {0} &

(6.33)

where T, A, B1, B2, Tpw; TBu; C1,C2, D11, D12, Da1, Dao are defined according
to Theorem 6.3. Then {7, | col(z(0),x(0)) = 0} satisfies the following
inequality for any w € L5"[0,00), u € Ly*[0,00), z € L37[0,00), and y €

1[0, 00)
I [H

L2[07OO)

L2[07OO)
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Worst case disturbance amplification: academic example

Example 6.2 (Stabilizing Boundary Control of PDEs) Consider the example of a
PDE stabilized by a backstepping controller at the boundary. The resulting closed-
loop system is as follows.

#(t) = =3z +w(0,t) + d(t),
w(s,t) = wss(s,t) +d(t), ws(0,t) =0, w(L,t) =0,

L
y(t):/o w(s,t)ds

A bound on L, gain of this closed-loop system in the presence of disturbance
d(t), using PIETOOLS, was found to be 0.4269 for a relatively low order
monomial basis (d1=2, dy = 2). On the other hand, the norm bound obtained
through a finite difference method (approximately 100 discrete elements) had
significant error with a value of 0.5941.

6.5.3 Verifying Input-to-State Stability of Thermo-Fluidic
Processes

In the definition of input-output stability, the class of inputs are restricted to be
square integrable. In practice, thermo-fluidic disturbances may not always be
square integrable. For example, ambient conditions may be constant, sinusoidal
disturbances, or square-wave disturbances. These inputs are not square
integrable, but are bounded and they are often called persistent disturbances.

To understand a system’s behavior under persistence disturbances, the concept of
input-to-state stability (ISS) is considered. The ISS is defined as follows

Definition 6.7 (Input-to-State Stability (ISS); stability to persistent disturbances)

Letw € L™[0,t), and u € L"[0,t). Then, the behavior &, according to (6.7) is
defined to be input-to-state stable, if there exist comparison functions o € KL,
uw € K, such that for any col(w(0),u(0),2(0),x(0)) € Xgom, any
col ((w,u), (x,x), (v, 2)) € P, satisfies the following inequality for all t € [0, c0)

il < (R, ) e ()

X(t)}

The theory of ISS for finite dimensional systems is presented in [88]. ISS theory is
also used to understand the stability of shear flows under constant perturbation
in [2]. Recently, a detailed study is performed for defining and analyzing ISS
different classes of PDEs in [48]. Here, based on the type of PDEs, specific
treatment is required to show ISS. What follows is that one can analyze a wider
class of thermo-fluidic processes in a systematic way using PIE representation
and LPIs.
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Analysis of ISS for a finite dimensional systems are typically performed by using
Lyapunov’s theory. Here, one requires to search for a storage functional (also
known as ISS Lyapunov functional) and if existence of such ISS storage functional
is feasible the system is considered to be input-to-state stable (see [88]). The class
of ISS storage functionals is defined as follows

Definition 6.8 (ISS storage functional)

Let M, N be normed linear spaces with M C N. A functionV : M — R is
defined as ISS storage functional if the following conditions are satisfied

(i). There exists functions e1,es € K, such that the following inequality holds
forall z € M,
e ([l2ly) < V(z) < e (llzll )

(ii). The mapping [0, 00) > t — V(z(t)) is absolutely continuous for every z(t) €
M.

(iii). There exists a functional V :+ M x D — R" such that
4V (2(t),d(t)) = V(z(t),d(t)) holds for almost all t € [0,00), for every
2(t) € M and some d(t) € D.

(iv). There exists a semi-norm H of D and positive function v € C°(R*; RT)
for which the inequality H(d) < ~(||d||,) holds for all d € D, a positive
function p € C°(R*; RT) and a function u € K such that the inequality
V(z,d) < —p(V(2)) if (z,d) € M x D satisfies V(z) > u(H(d)).

Existence of such storage functional is typically used to prove ISS. In fact, existence
of V shows that there exists an upper-bound on the |[|-|| ,-norm of solutions z in the
presence of locally bounded mapping d : [0,00) — D with the following estimate
forall £ > 0 (see [47], chapter 2)

TE

[2(B)] y < max <J(||Z(0)|N ), Sup 611<M(7(||d(7)||p)))>7 (6.34)

for certain ¢ € KL, where z(t) € M are the trajectories with initial condition z(0)
that corresponds to the locally bounded mapping d : [0,00) — D.

Formulating LPIs for Input-To-State Stability

Theorem 6.6 For a constant real-valued matrix H € R"wt7«Xnwtnu  define
H 0
H =P [[0 0} » 0 } Suppose there exist €, €2,0 > 0, a constant real-valued
0, {0}

matrix P € R"**" and matrix-valued polynomials @ : [a,b] — R"=*"»,
Ry : [a,b] = R™*" Ry Ry : [a,b] x [a,b] — R™*"r such that

= P, Q -
o él = ,P[QT7{{RO,R1,R2}}} =l
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e H>~0
e and,
B} Buw
Bs| P[Tew Tou T|+ |Tha|P[B1 B2 Al -H
A* 7'*
Bu
<=6 T4 | [TBw TBa T].  (635)
7'*

Then, there exists an ISS storage functional according to the Definition 6.8
and the behavior &7, is input-to-sate stable.

Proof: Proof is given in the Appendix 6.F. | |

Degree-bounded test for input-to-state stability

One can formulate an LMI to test Lemma (6.4).

Lemma 6.4 Suppose there exist €;,1¢,0 > 0, di,dy > 0, P € R™*" Q) :
[a,b] = R™=*">, Ry : [a,b] — R™*" and Ry, Ry : [a,b] X [a,b] — R *"»
that satisfy

. 0 »
Pi=Plg* (raimmy| €55 (636)
Pl ) ez 63D
B [ Tiu
—\B5 | P[Tow Tou T)— |Tia|P[B1 B2 A
A* T
T§w H 0
= | Tgu | [TBw  Thu T]+P[[o 0}’ 0}653? (6.38)
T* 0, {0}

where T, A, B, B2, Tew, Tsu are defined in Theorem 6.3. Then, the behavior
of &, is input-to-state stable for all t € [0,00), and any w € L7 |0,t), and
u € L[0,1).

Verifying Input-to-state stability: academic example

Example 6.3 Consider a one dimensional string of length L attached at one end
and controlled via damping at the other end. Based on [22, 29], the following

hyperbolic PDE model is given in terms of the wave displacement u(s, t) over the
domain [0, L]
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O*u(s,t)  9%u(s,t)

2 = e + Bi(s)w(t). (6.39)
The boundary conditions are
B Ou(s,t) _ Ou(s,t)
’U,(O,t) - 07 s |S:L_ - ot |S:L . (640)

From the boundary conditions, ~we choose the states to be

x1(s,t) = co](auggi’t) , W) Based on the PIE framework, we obtain

%1(s, ) = ﬁ (ﬂ %[xl(s,tﬂ + Bi(s)w(t).

——
=A

Here, Ay = 0, A; is void. The boundary conditions are

o001 Y ez -e

e — ———
=B x5 (1)

PIETOOLS proves the ISS of this system which has also been verified analytically
in [48].

6.6 Synthesis of 7, Optimal State Estimator

In practice, assets exhibiting thermo-fluidic processes are usually equipped with
a finite number of sensors. Therefore, it is a key problem to estimate
non-observed or non-measured quantities of these processes on the basis of
(noise-corrupted) measurements from the sensors. This section addresses the
problem of synthesizing an estimator for systems whose behavior is described by
2, in (6.7). The estimator causally maps sensor information to estimates of the
non-observed output (in many applications the non-observed outputs coincide
with the state of the system) and achieves an optimal performance such that the
effect of disturbances to the estimation error is bounded in H, sense.

The conventional approach to synthesize a state estimator would be to first find
an approximated finite dimensional model using the method developed in
Chapter 4. The synthesis of an ., optimal estimator is then carried out on the
basis of the finite dimensional model. Specifically, if the finite dimensional model
is represented as & = Az + Bw, y = Cz+ Dw, z = Ez, with, x as the finite
dimensional states, y as the measurements, z as the regulated outputs and w as
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the exogenous disturbances. Then the Luenberger estimator has the form
T =As+L({H—y), §=C2 2= FEz Here, L =P 'ZwithP » 0and Z
satisfy the following Linear Matrix Inequalities (LMIs) for a performance gain

PA+ZC+ (PA+2zC)T —-PB—-ZD ET
—(PB+ZzZD)T —I 0 | x0. (6.41)
E 0 —~I

In this case, ||2 — z|| < 7||w|| is achieved.

In the remainder of this section, the objective is to create an analogous_ LPI
formulation for synthesizing ., optimal state estimator for the behavior &7, in
(6.7) using its equivalent PIE representation.

6.6.1 Designing Luenberger-Type State Estimator

State estimation for PDE-ODE coupled systems

A Luenberger state estimator for PDE-ODE coupled systems (6.7) is graphically
depicted in Figure 1.

'PDE-ODE Models

T AR Bl

Ze(t) 2(t) 2(t) = [C1 Cip) ng +Duw() | )
* _ E0 DA
A_ y(t) = [C2 Cap] _x(t)} + Dojw(t)

r(t)'
[Bu Buwo B |z(t)| =0
x(t)

PDE-ODE Estimator

Figure 1: Synthesis of state estimator amounts to finding the operator £ and a
minimum value of y such that || z¢ |[1,0,00)< 7 || W || 22]0,00)



6.6 Synthesis of #., Optimal State Estimator 143

Finding the estimator gain £ : R" — R"™ x L3°[a,b] x H{[a,b] x Hy?[a,b] and
the minimum value of ~ such that || ze |[7,[0,00)< 7 || @ [|£,]0,00) can be done by
determining the worst case disturbance amplification at the estimation error z.(¢)
in the following PDE-ODE error system:

col (w, e, z.) |

e(0) =0,
w(t)
vt € [0, 00), {ze(t)] € Rrwtn=tne x [20[q,b] x H{'[a,b] x Hy?[a,b],
e(t)

err,
P =

Ze Cy Clp e(t) — Diyw(t

é(t)z([? jﬂ C 02p> (t) (B“ +£D21>w(t)

Here, e(t) :— [igg] - [ﬁ% and z.(t) = 5(t) — =(b).

State estimation for PIEs

A Luenberger state estimator for PIEs (6.19) is graphically depicted in Figure 2.

| PIEs |
" ) Tx(t) + Tput(t) = Axg(t) + Brw(t ot
—0= y(t) = Coxs(t) + Duw(t) |e—0
Z(t) = 61Xf(t) =F an(t)

PIE Estimator

Figure 2: Synthesis of state estimator amounts to finding the operator £ and a
minimum value of y such that || ze ||£,[0,00)< 7 || W || L,[0,00)

Finding an estimator gain £ : R — R™ x Lj”[a,b] and the minimum value of y
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such that || z |[£,[0,00)< 7 || W [|22[0,00) can be done by determining the worst case
disturbance amplification at the estimation error z.(¢) in the following PIE error
system:

col (w, ef, ze) |

~Tu T] [“’(0)} o,

ef(0)
w(t)
Yt € [0,00), | 2e(t) | € Rrwtn=tne x [77[a, b,
Pt = ef(t) ;

I 0 0 ju((:)) _ D | G @
| |20 - [Pt | |

(6.43)

Here, e(t) := x¢(t) — x(t).
Analogous to the treatment of Theorem 6.3, the following Lemma shows the

equivalence between of (6.42) and (6.43).

Lemma 6.5 In (6.8), let B € R("1+212)x2(n142n2) ang

is invertible.

SO O O NN
OO NMNOO

Suppose, col (w,e,z.) € Z5 as defined in (6.42). Then col (w,ey,z.) €
e as defined in (6.43) if the PI operators D11, C1, Da1,Co, B1, A, T, Tpw are
defined according to the Theorem 6.3.

Proof: The proof follows identical to the proof of Theorem 6.3. The only exception
is that for col (w,e,z.) € Z;™ and col (w, ey, z.) € Z¢', the following identity
holds

o) = [Tou 7] |20

LPI for H ., Optimal State Estimator Using PIE Representation
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Theorem 6.7 Suppose there exist scalars ¢, > 0, constant real-valued
matrices P € R"*" 7; € R"*™ and matrix-valued polynomials
Q : [a,b] = R™*™, Ry : [a,b] — R™*™ Zy : [a,b] — R"™*™,
Ry, Ry : [a,b] X [a,b] — R™*"» such that

P, Q
o P QT,{{Ro,Rl,Rz}}} =el,

e and

T50(PB1+ Z2Dn) + ()* 0 ()] [-I =Dy —(PBi+2Dxn)*T
0 0 0 |+ () —I Ci
~(PA+Z2C)*Tow 0 0] [()* ()7 (PA+ZC)T+()

<0, (6.44)

with P := P[Qpﬁ {{ngth}}} and Z := 7’[2 {Z}}.

Then P~! exists and is a bounded linear operator. Moreover, with
L:=P7'Z, anyw € L}*[0,00) and 2z, € Ly*[0, 00), the following inequality
is satisfied for all col (w, ey, z.) € P as well as for all col (w, e, z.) € Z5™

Il 2 1| L2[0,00) < Y || W [| L210,00) -

Proof: The proof can be found in the Appendix 6.G. |

Degree-bounded synthesis of H ., optimal estimator

One can formulate the following LMI tests according to the definition 6.5.

Lemma 6.6 Suppose there existe > 0, d;,d2 > 0, P € R"*"» Z; € R*=*"y,
Zy : [a,b] = R™*™ Q@ : [a,b] = R"=*", Ry : [a,b] = R™*"», and Ry, Ry :
[a,b] % [a,b] — R"™*"» which satisfy

4 = argmin -y, (6.45)
such that
P, Q —d;
P[QTV{{RO—ELRLRQ}}} S “‘df?
T5w(PBi+ ZDa1) + ()" 0 ()] [-4] -DL  —(PBi+ ZDx)'T
) 0 00|10 Az ¢
—(PA+ 2C2) 5w 0 0 O () (PA+ZC)'T+ ()"

c EZ? , (6.46)
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with Z = P[g;:{g}}, P = P{QE%,{{RU*EI?Rl,RQ}}} and

T, .A, Bl, TBw, Cl, CQ, D117 D21 are defined in Theorem 6.3.

Then, for £ := P | Q —17921,@ Y is the minimum val
en, forL:="P| o7 (g, oI Ry, Ra}} Zs. (o} |-V 1S the minimum value,

such that for any w € Ly*[0,00) and z. € Ly*[0,00), the behavior of Z7¢™
and & satisty the following inequality

||Z6||L2 0,00 S@HWHM 0,00) *
[0,00) [0,00)

6.6.2 Implementation of PIE State Estimator

PIE state estimator is implemented using the following steps:

Step 1: Inversion of PI operator and computing estimator gain

There is no known closed form solution for the inverse in case of a general PI
operator. Even in the case of sign definite PI operators, the inverse has not been

found analytically. However, if Ry = Ry in P [QPT’, ({ Ro, Igl Ra} }} , its inverse is also

a PI operator and admits a closed form expression. In such cases, the formula of
inversion in given in the following Lemma.

Lemma 6.7 (c.f. [77]) Suppose that Q(s) = HZ(s) and

Ri(s,0) = Z(s)'TZ() and P := 73[ is a coercive and

P, Q
QT {{Ro, R, R}}

self-adjoint operator where P : X — X. If P~ := P [QP% {{Ro% R}}} with

p= (1 - fIKHT) Pl Os) = HZ(s)Ro(s)™"
Ro(s) = Ro(s)™, R(s,0) = R} (5)Z(s) TZ(6)Ro(6),
and

K = Z(s)Ro(s)"*Z(s) " ds

H=P'H(KH P'H-I-KT)
I'=—(H'H+T)I+KTD)™?,

then P~ is self-adjoint with P~ : X — X, and P~1Px = PP~ x = x for
allx € X.

As a result, the estimator gain is computed such a way that,

£=P|3" (ko &m0 717’[23 &)
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Notice that, £ is an another PI operator and admits the structure £ := P {g; {g}]
for some ®; € R"**" and @5 : [a, b] — R™»*"v,
Step 2: Simulate the estimator by discretization of PIEs

To implement, the PIE estimator is connected with the original PDE-ODE model
as depicted

~ PDE-ODE Model |

) _|A & a:(t) Bi1
[x(t)} . [5 AJ x(i) * [321] w(t)
Ze(t) ) Z(t) Z(t) = [Cl Clp} igt%_ +D11w(t) w(t)
A}_‘ y(t) = [C2 Cop ig; + Dayyw(t)

Tty (1) = Ay ) 420500 - y10)

2(t) = Caxp(t) y(t)

§(t) = Caxy(t)

PIE Estimator

Figure 3: Interconnection of PIE estimator with PDE-ODE model

Here, the PDE-ODE coupled model’s measurement y(¢) can be obtained from
any standard numerical simulator that is able to simulate the specific PDE-ODE
coupled model. Considering the y(¢) as an external signal, to simulate a
estimator, one has to implement a finite dimensional version of the estimator:

Txfq = (Ad + (i)dé2d)§(fd — ®g ya,
24 = Craksa. (6.47)

Here, the functions x(s) is evaluated at the sequence of points (s;) € Sq C [a, b] X
[a,b], i € {1,--- ,N + 1}, j € {1,---,N 4+ 1}. yq is obtained from PDE-ODE
simulator (if they are governed by diffusion-transport-reaction equations, one can
also use the approximation method in Chapter 4).
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All the matrices in (6.47) are obtained by discretization of respective PIE operators
at the sequence of points (s;,6;) € Sg x Sq C [a,b] x [a,b], ¢ € {1,--- ,N + 1},
j€{l,---,N + 1} using trapezoidal Reimann sum as follows:

b A N
/ F(s)ds = ==Y (F(s;) + F(si41))- (6.48)

2 4
=1

Note that solving (6.47) may require stiff solvers such as odel15s.

Academic Illustration: Estimator Design

Example 6.4 Consider the same mode in the Example 6.3. The regulated output is
b

chosen as z(t) = [ %d& The measured output is chosen as y(t) = a"éi’t) ls=rL-

In other words,

b

z(t)z/[O 1] z(s, t)ds + Dyw(t),

a  =Cq

_ I Xl(Ovt)

v =D 0 0 Yx0m0= 2
:=C2o

Using PIETOOLS, we obtain the minimum <-value as 0.2064. After
implementing the discretized estimator on 50 grid points, Figure 4 shows the
disturbance suppression on the evolution of the discretized z.(t) := 2(t) — z(t)
over time.

Figure 4: Time evolution of z.(t) and w(t) where w(t) is the sinc function.
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6.7 Closing Remarks

This chapter shows that the general class of thermo-fluidic processes admit an
equivalent representation in terms of Partial Integral Equations (PIEs) and the
systems parameters are Partial Integral (PI) operators. Using the properties of PI
operators, the chapter develops Linear PI Inequalities (LPIs) for stability analysis,
computing input-ouput properties and designing # ., optimal state estimator for
the thermo-fluidic processes. As testing LPIs can be formulated as LMIs, the
problems related to analysis and control of thermo-fluidic processes are solved
using LMIs that computationally implementable.
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Appendices

6.A Proof of Theorem 6.1

Observe the following;:

P, . ..
o P {Qr7 {{RO,E,RQ}}} is self-adjoint.

o By the definitions in (6.4),

P, Q 1, 0 * 5P, P I, 0
P[QT,{{Ro,Rl,RQ}}} - 7)|:(),{{zo,zl,22}}:| P[P;i,{{ng,lf),()}}:|7:)|:0,{{20721,22}}
with

V() Z1(s) 0
Zo(s) = 0 czi(s,m) = V9(8)Za(s,m) | s z2(s,m) =
0 0
0
0 and
V9(s)Za(s,m)
Py =T, Pip= [Ty Tis Tul,
Too Tz Ty
Py = P, Pyy = |T32 T33 T34 .
Ty Tuz Ty
Ty Tz Tiz Tia
. P Py Tor To To3 Ty d
Since, = =0, forall z; € R™, 2z € Rd1+2d2
[Pm Pzz} Tsr Tz 133 Ts4 “ =
Ty Tao Tuz Ty
21 Py P |z
) >0
(B ) -

—

151
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zi| |[Pu Pi2| |
= < |:222:| R |:P21 0 :| |:222:| > > 0 and <2’2,P2222> > 0
R R
. , n P, P , Y1 -
[ya(s)ds| " [Por 0 | | [ya(s)ds -

and Y2, P22Y2> > 0Vy; € R™,y3 € Ly % (a, 3]
Lo

Y1 P P Y1
b b N
= < f}’2(3)d5 ’ |:P21 0 :| fy2(5)d8 >]R + <y2,P22y2>L >0

b b b
= y| Py +y, P2 /Y2(5)d8 + /y;(S)PmyldS + /y;(S)P22Y2(S)dS >0
Y1 Py, P A0
— < [yJ 773[132,{{1322,3,0}}} {},2] > >0
Rx Lo

: Y| . _ : . pl|1, 0 n
Define [yJ = Zzx, with Z := 7?[07{{20721722}}}7 Vo € R™ x L2[a, b]

Py, P
= <Z$a7’[Pii,{{me3,o}}} Z”f> >0
RXLQ

= <$7Z*7’[§23{{P§3,0}}} Z$> =0

Rx Lo

P) Q m n
— <x,P[QT7{{RO7RhR2}}}x> >0 Vo €eR™x Lya,b)
RXLQ

6.B Proof of Theorem 6.3

For convenience, the following notations are introduced to perform specific
operations on the function x := col (x¢, X1, X2).

I 0

o A.x := x(c) for any function x(s), s € [a, b] when evaluated at a fixed point
¢ € [a,b].



6.B Proof of Theorem 6.3 153

0 A, 0
0 A 0
0 0 A,
o ANix= 0 0 A, X
0 0 AL
0 0 Ayo,

Now, using fundamental theorem of calculus and the definition of PI operator,
one obtains

xo(s) }
+f aXl )9
()+(s—a)8xQ )+ [ (5 — a)0%x2(0)do

Hé H <s§9)]30}}]xf(s)

2770 A, 0
0
+P 1 0 0 {g}] 0 0 A, | x(s).
0 I (s—a)l 0 0 A0
Hence,
Xo(S) 9, 1]
0 0 0 7 0 o] Jo o 0
x1(s) _P[IO 0 Alo o of,lo I 0 ,o}]
Xa(8) 0 I (s—a) 0 0 0f [0 0 (s—0)
0 A, 0
0 0 A, |x(s)
0 0 AL
Xy (s
Now
<z, &
0 0 0 7 0 o] Jo o 0
AP l:I 0 0 }7{{[0 0 0}7[0 I 0 },0}}]
0 I (s—a)l 0 0 0 0 0 (s—80)
0 A, 0
0 A, 0 . .
_ |00 Adfplfo oo o I o o]l o o o
S i AR T N R
0 0 A0, (s —a) ‘-
0 0 Ao,
T Q(s)
I 0 0 0 0 0
I 0 0 0 I 0
= 0 I 0 0 0 0 T, Q(s)
Plo 1 b-a)|' |0 0 (-9 P{g’ {z}}
0 0 I 0 0 0
0 0 I 0 0 I
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where the following identities are used:

B @, @
Os 7’[ (), {40, s (2,0), 0}}} = P[asgm{{R1<s,s>,asm(s7e>,0}}}

and
AvP [Q2< )40, 7 (2, 0), 0}}] P{Qr‘?a(?)’m{gis)}

and
A P[st ), ({0, ng,exou} = P[Qz}a(fl)’{g}}

Note that, the boundary conditions (6.8) can be written as

w
By By Bgzo|,Bazax U
Xy

As a result, one obtains

0 A, 0 w

BT, BQ(s 0 0 Ay | x(s) Bw Bu Buo], Bus u

BAlX(t, 5) = 73|: o {{25(} ):| 0 0 Aaas =P [ , ] {2} x
xf(s X

In other words,

BT 0 Aa 0 Bw B, B 111:
? a w u To 731173 S
PI @[]0 0 Au [x(s)| =[P By el Bee BRG]0
0 0 Ay
xy(s)
or
0 B 0 (B | ] (BT) ™ (Bau(s) — BQ(s)) ::)
BT w Bu  Buol,(BT) Y(Buu(s) — BQ(s
00 A |x(s)| =P . s I
0 0 Ag0s
xs(s)
In conclusion,
§%) 1%
1 0 0] [o o 0
x(s) =P |4 {{0 0 0}[0 I 0 }0} xy(s)
0 0 of [0 0 (s—0)
Rofr=Lo Ly (s,0)
1% 1%)
0 0 0 0 A, 0
I 0 0 ,
+P [0 0 (S_G)J @hlo o AL | x(s)
- - 0 0 AL
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In other words

,

x(s) =P [raw {{Lo,Lfsﬂ)vo}}} xs(s)

w
o, © (BT)™'[Bw Bu Baol,(BT) *(Bax(s) — BQ(s)) u
+P [, 5P| , (o) .

K(s
xs(s)
Finally,
w
_ a, o u
x(s) =P {sz’ {{ROfﬁle’Ri’f}}} T ’
xs(s)
or
_ [0 o I, 0
[TBw TBu T] =P |: [sz] . {{Roys,Ray, R2f}}:| s (649)
where

00 0 00 0
Lis6)=|0 I 0 |,Ks=|I 0o o |,
0 0 (s—06) 0 I (s—a)
I o 0 00 0
I o 0 01 0
01 0 00 0
T=1o 1 w-ag| " 9® =10 1 p-s1
00 I 00 0
00 I 00 I

6.C Proof of Theorem 6.3

Notations and derivations related to the previous proof are recalled here.
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Reformulation of PDE-ODE Coupled Systems

The original PDE-ODE coupled system is represented as

z Dy Do C1 Cyp w
Yy Dy Doy Cy  Cop

u
- Bll B12 A gp x (650)
x(s) Bo1(s) Baa(s) E(s) Ap| |x(s)
or
w
z
) P Q "
T =P Q;,{{Role,Rz}}} v (6.51)
%(s) Arx
Aox(s)
where
0 A, 0 I 0 O
0 Ay 0 0o I 0
0 0 A, oo 1
Ax = 000 A |® Aox(s) = 0 8, 0 x(s)
0 0 Ag0s 0 0 0
0 0 Apds 0 0 Oss

Dy Dy Cp Cyo

Dy1 Dy Cy Cy Caz(s) Chp2

Bll Blg A E() Ea(S) Eb(S) EC(S)
Qa(s) = [Bai(s) Bxa(s) E(s) Ea(s)],

Ro(s) = [Ao(s) Ai(s) Aa(s)], Ri(s,0) = An(s,0), Ra(s,0) = Azu(s,0).

P = ;o Qus) =

z
z I 00 0 0 Yy
From Theorem 6.15, i =Pllo 5029 0 1;)
x(s) [0 0 Qz], {{Ros,Ris,Ror}} i
xy(s)
Determining A;x
Now recall
0 B Y (BT)™ | ] (BT) ™ (B (s) - BQ(s) Z)
S [(BT) ' [Bw Bu Buol,(BT) '(Buu(s) — BQ(s
R P |

xy(s)
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and

[T(BT)~

Determining Asx

Firstly,

and

AP

a,

, o
Qs {{Ros, Riy, sz}}]

z &

0 0 I 0 o] Jo o 0
EREARTEE NEEAN
0 I (s—a)l 0 0 ol [0 0 (s—0)

0
Aq | x(s)
Ag0Os
xy(s)
0 Ag 0
0 0 Aa | x(s)
0 0 AgOs
xy(s)
_ w
p|(BT)™  [Bw  Bu  Bao], (BT)™'(Bra(s) — BQ(s)) u
0, {{1,0,0}} x
x5(s)
0 Ag 0
0 0 Aa | x(s)
0 0 Ag0Os
xy(s)
w
'[Bw Bu  Buo],Q(s) + T(BT) ' (Baax(s) — BQ(s)) U

, {2} T

x5(s)

w

, g b
A2X:A2P[Q2f,{{Rof,R1f7R2f}}} z
Xf

z, z
P sz,{{ROf,le,Ru}}}

Co oo O M~
coRQo~o
Qo~oo

2
»
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I 00 0 0 0 (0 0 0

01 0 00 0 00 0
o o1 00 0 00 0 2, o
=1lo o ol Tlo 1 0o/%t%% |5 ¢ ¢ P{szv{{ROf»leva}}}

00 0 00 I 00 0

0 0 0 00 0 00 I

—_—
I, I, I3

, 1] [ o, @

= P{Ilev{{IlRolelexIlef}}} +0:P [12Qzf, {{IZROf’I2levI2R2f}}:|

+(9 6 7)|:13Q2f {{IsRoy, Isle I3R2f}}:|
o, e .’ .
=P |:11Q2f7 {{I1LU711R1va1R2f}}i| + 8573 |:IQQ2f7 {{07I2R1f712R2f}}:|
, o
+ asasP |:13Q2f, {{0, Igle’ I3R2f}}:|
— 73 <z, >
a (I1 + 1205) Qay, {{I1 Lo + I2L1(s, 5), (I1 + 120s) Ruy, (It + 120s) Rag}}

@, o
+0sP |:3313Q2f7 {{0, 0:I3Ruy, 8313R2f}}:|

Where
0 0 O
Rif(s,s) —Ras(s,s) = Li(s,s)= |0 I O
0 00
and hence
I3(Ri(s,s) —Ray(s,s)) =I3Lq1(s,s) =0
Finally,

, o
AP [Q2f; {{Ros, Ray, sz}}}
_ 'P[ 9, 2 }
= T 4 128:) Qap, ({TiLo + 12 L1 (s, 8), (I + L205) Ray, (I1 4 1285) Ras}}
, @
+0sP [aslgczzf, {{0,8,1sR, 5, aslstf}}}
z, I}
=P sz:{{ﬁof’ﬁlf’li?f}} ’
Here,

L + 1,0, + 1307) Qqy

Ro; =1,

O O~
o O O kh
o O O
~ o O

0 0 0

=

0 0 0 O 0
0l +I, |0 I O +1I3|0
0 0
= (I, + 1,0, + 130?) Ry

= (

I + 1,0, + 1307) Ry
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where, the following identity is used

8SI3R1f(8, 9) — 8SI3R2f(S, 9) = 8313111(87 9) = 13

o O O
o O O
~N O O

Collecting All the relevant terms

So far,
w
Ayx(s) = P|TED T [Bu B BmJ’Q<s>+T<BT>-{1§?m<s>chxs)) z
xs(s)
and
w w
— 9, 5} u | AE, X A@ ) u
Apx = AP szv{{Rof»leszf}}} T _P|:Q2f,{{Rof,R1f_’R2f}}:| T
Hence,
w
u
X
Ai1x
Ao2x(s)
Py Qis(s)
I 0 0 0 w
_ 0 I 0 0 u
=p 0 0 I :| 0 z
T(BT) "By T(BT) "By T(BT) 'Baio] [Q(s)+T(BT) ' (Buu(s) -~ BQ(s))| | [xs(s)
Q2y, {{ﬁoﬁﬁu,f{w}}
. N w
_p Ppo o Quyls) u
N Qva{{ROfale,sz}} T
x5(s)
Combining with
z(t)
2(1) I 0 0 0 0 y(t)
y(t) _p {0 I 0o o of, 0 w(t)
i(t)| 000 Oo 0o I . rm al(t)
X(t) [ Q27],  {{Ros,Riys,Rar}} ac(t)
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we have

—
O O M~
O ~O
[=NeRe]

0
0
0

~Oo o
| ——

Yy
0 ] w
[0 0 Qu], {{Ros,Ris,Ras}} UE

P, Q Py, Qi (s) (t)
P[Qz {R; }}P[sz{{ﬂwvﬁmﬁw}}} x(t)

6.D Proof of Theorem 6.4

Consider the following candidate storage functional:

CCE TR ) Racn W1 IR o]
Taking time derivative of V along the trajectory (z(t), xf(t)),
Ve =(T| g0 [0, (0] 7T )

B <A Lf(())} PT L(f((t))] >RX Lo " < [ ] chf((t72

(] mrereal),

2

2

RXLQ

Lo

Rx
:| >R><L2

t)

< -0 |T z( }

B [Xf(t) Rx Ly
Using Gronwall-Bellman inequality, for any initial condition col (2(0),x£(0)), one
obtains ) )

]l <SPSl
X lgxr, ~ €l X)) |zxs,

where, ¢ := [|P|| gy 1,)-

Now, using  Theorem 6.3, one can show that for any
(z,x,w,u,y,2) € {Pp | w(t) =0,u(t) =0} and col (0,0, z(0),x(0)) € Xgom, there

exists (¢, x;, w, u,y, 2) € { P | w(t) = 0,u(t) = 0} where Kgﬂ —T Lff(g)].
Hence,
Sl < VELROIL
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Therefore, based on the definition 6.5, {27, | w(t) = 0,u(t) = 0} is exponentially

stable with M = %,a = %

6.E Proof of Theorem 6.5

Consider the following candidate ISS-storage functional:

w(t) w(t)
V(w(t), u(t) w(t),Xf(t))<|:zE2 ATsw Tow TI'P[Tow Tou T zggb
xf(t) xf ] ar,
> 0.

(0 w(®)
V(w(®), u(t), =(t) xf(t)):<[TBw Tou T] ZEQ P[Tow Tou T) Zg;b
%y (1) xf ] per,
w(t) W(t)
+<[TBw Tou T ";8 P[Tow Tou T] ";Eg >
xy(t) xr (0] pr,
w(t) w(t)
(|1 e T T ;gg]>
x¢(t) xr (0] g,
w(t) w(t)
+<[TBw Tou T ;8 PB B A Zg;b
xr(t) x5y,
The LPI suggests that
V(0002050 < o | 1) - 2] K

Integrating both sides of the above inequality with respect to time ¢ from 0 to co, one obtains

V(w(00), u(00), z(00), x5 (00)) = V(w(0), u(0), z(0), x£(0))

<o ol o Tl

2

dt.
R
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Now, using Theorem 6.3, one can show that for any (z, x, w,u,y, z) € &, and Xqom 2 0 =
col (w(0),u(0),z(0),x(0)), there exists (z,xs, w,u,y, z) € P where

[m(O)}:[TBw Tou T

Hence, —V (w(0), u(0), z(0),x(0)) = 0. Moreover, V (w(o0), u(c0), z(c0), xf(c0)) > 0.

Hence, one obtains:

R
= [GEI..... =1L, ..

6.F Proof Of Theorem 6.6

Consider the following candidate ISS-storage functional:

w(t) w(t)
V(w(®), u() x<t>,xf<t>>—< S T To TP Tew 7] M) >
xg(t) xf )] ar,

Moreover, for some ¢1,¢é2 > 0, let

wt) 7 |? w(t)
€1 ['TBw TBw 7—} Zgg] < V(w(t),u(t),z(t), xs(t)) < é [TBw TBu 7—} ZEE%]
x5 (0] llgy x5 (O] gy,
Taking time derivative of V along the trajectory (w(t), u(t), z(¢), x¢(t)),
(1) w(t)
V(w(t),u(t),x(t),Xf(t)):<[TBw Tow T30 | P Tou Tou 71|40 >
x5 (1) xf(M]" 5.,
w((t)) w((t))
u(t u(t
+<[TBw Tu T] 2(t) ,P(Tew Tou T] (1) >
xr(t) XM gy,
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w(t) w(t)
(i s a0 i T |1 )
Xf (t) Xf (t) RX Lo
w(t) w(t)
+ <[TBw Tou 7] 38 P[B B Al ZEQ >
0 X (O] g,
The LPI suggests that
w®) ]|
V(w(t),u(t),$(t)7){f(t)) < _S [TB“’ Tsu T} Zgg + H< |:1':((f)):| >
Xf(t) Rx Lo
< —%V(w(t) uf(t) x(t)vxf(t))‘FH( HZ]((:))] )

Where, H <

w(t)
u(t)
inequality with et , one obtains

.
> = {w(t)} H {Z)( )] Pre-multiplying both side of the last
R

CZ( EsztV(w(t),u(t),x(t)7xf(t))> < eg;tH<

) . (6.52)
R

Integrating both side of the last inequality for the interval [0, t), one obtains
) dr
R

]

BV (lt) (), 2(0), /(1) = V(0 (0),u(0),2(0) 3, 0)) < [ 57 (H () [s]

< (/ rar) s ((([1)]

In the last inequality, Holder’s inequality is used. Now,

5V (w(), ult), 2(2), %7 (1) = V((0), u(0), 2(0), %1 0)

3
< e sup H(
° €[0,t)

= T
€2

_3
Multiplying all the terms by e~ #2* and after rearrangements of the terms, one obtain

V (w(®) u(®), 2(0), x7 (1) < € =V (w(0), u(0),2(0),x/(0) + 2 sup (H(

T€[0,t)
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Lo [0,t)

el

|

<)),

|

[2¢0 5 4
< #6 2€2
€

R 1
€

This completes the proof.

’]RX

)

Now, using Theorem 6.3, one has
This can be modified to

Hence, we obtain



6.G Proof of Theorem 6.7 165

6.G Proof of Theorem 6.7

Define the storage functional
Vies(t), w(t)) = (Tes(t) = Teww(t), P(Tes(t) = Toww(t)))rxLs,-

Since, V(e (t),w(t)) > €||Tes(t) — Twa(t)Hnixlq holds for some ¢ > 0, P is bounded,
self-adjoint, coercive. Hence, P! exists and is a bounded linear operator. Then, using
L=P'Z

Vies(t), w(t)) = yllw®)|* = Yve(®)|* + 2(ve(t), ze(t))rx Lo

= (Tef (t) - Twa(t), ('P.A + ZCQ)ef (t)>]R><L2 + <(7D.A + ZCQ)ef (t), Tef(t) — Twa(t)>1R><L2
- (Tef (t) - TBwU}(t), (PBl + ZDQl)’w(t))Rx Ly — <T6(t) - TBw’LU(t), (PBl + ZDQl)’lU(t)>[R><L2
— ((PB1 + ZDa1)u(t), Te(t) — Toww(®)zxrs — 1Iw®)* = vlve @) + (ve(t), Cres (£)y

+ (Cres (1), ve () — (velt), Dw(®))y — (Dirw(t), ve(t))y

w(t) 2\ [w®)
= < ve(t) | (7’> ve(t) > )
€r (t) €ef (t) Rx Lo
with
_ | TBuw(PBi+ ZDaa) + ()" 0 ()" [—71 -Dii  —(PBi+ ZD2a)"T
P— 0 0 0 |+[() = G
—(PA+ ZC2)*"TBw 0 O )" () (PA4ZC)*T + ()"

Now, set ve(t) = =z (t). If (6.44) is satisfied, then

Vier(t),w(t)) = vllw®]* + %Ilze(t)ll2 <0.

Integration of this inequality with respect to ¢ yields
t 5 1 t 5
Vier(t).w) = (es(0).w(0) =7 [ Ju)*dr+ = [ dr <o.

V(er(0),w(0)) = 0 and V(es(t),w(t)) > O for any ¢t > 0. Then as t — oo, one gets
| Ze [1£200,00) < 7 [ @ [ 210,00
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7 CHAPTER

Industrial Application of Lumped
Digital Twin: DoD Inkjet Printhead

his chapter introduces a closed-loop control strategy for maintaining

consistency of liquid temperature in commercial Drop on Demand
(DoD) inkjet printing. No additional sensors or additional actuators
are installed in the printhead while achieving the consistency in liquid
temperature. To this end, this chapter presents a novel in situ sensing-
actuation policy at every individual liquid-nozzle, where the jetting
mechanism has three distinct roles. It is used for jetting liquid droplet
onto the print media based on the print-job. It is used as a soft sensor to
estimate the real-time liquid temperature of the jetting nozzle. While not
jetting liquid, it is used as a heating actuator to minimize the gradient
of liquid temperature among nozzles. The soft sensing based in situ
controller is implemented in an experimentally validated digital twin that
models the thermo-fluidic processes of the printhead. The digital twin is
scalable and flexible to incorporate an arbitrary number of liquid-nozzles,
making the control strategy applicable for future designs of the printhead.

Outline
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7.2 Building a Digital Twin of Inkjet Printhead . . . . . .. ... .. 170
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7.5 In Situ Controller: A Proof of Principle . ... .......... 180
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7.1 Introduction

In the printing industry, model-based control of thermo-fluidic aspects is an
unexplored field of research. Most of the literature is on physical modeling and
experimental methods of drop formation and relevant fluid dynamics in inkjet
printing (c.f. [100, 19, 102]). The applications of control techniques are largely
restricted to designing the DoD voltage pulses for generating droplets and
compensating problems related to nozzle acoustics (c.f. [51, 53, 49]). In general, a
system-theoretic outlook to model and control thermo-fluidic aspects in DoD
inkjet printing is still mostly missing.

Contribution of this Chapter

This chapter introduces, for the first time, a synthesis procedure to design a
model-based feedback controller for the DoD inkjet printhead that uses no
additional sensors and no additional actuators to compensate for the fluctuation
of liquid temperature among nozzles. The applicability of the control system is
demonstrated with the help of three novel contributing aspects:

1. The modeling framework presents a digital twin of the printhead, which is
modular towards an arbitrary number of nozzles. Changes in the number
of nozzles do not require redevelopment of the digital twin from the outset.

2. The piezoelectric elements that are already installed in every individual
nozzle are used as collocated soft sensors. The self-sensing capability of a
piezoelectric element is exploited to develop a data-driven algorithm and
estimate the liquid temperature at every individual nozzle.

3. A concept of in situ actuation is introduced to control the fluctuation of
liquid temperature. Here, a sensing-actuation policy is developed such that
the controller uses the bit-map to anticipate the change in temperature at
every nozzle and utilizes only the non-jetting nozzles to compensate for the
temperature fluctuation.

7.2 Building a Digital Twin of Inkjet Printhead

Which Method Is Suitable for Inkjet Printhead?

In Chapter 3-5, three distinct methods are presented to develop a digital-twin
that is able to describe the thermo-fluidic processes using graph-theoretic
framework. The underlying behavior of the thermo-fluidic processes is reflected
by these three distinct abstractions with varying complexity and varying
accuracy. In order to utilize the digital twin and its functionalities for a
commercial peripheral such as inkjet printhead, one needs to make a suitable
trade-off between the model’s accuracy to capture the thermo-fluidic phenomena
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and model’s complexity to enable tractable and cheaper implementation.
Concerning inkjet printhead, there are two decisive factors to make a choice
among three methods:

1. The digital twin may be equipped with an arbitrarily large number of liquid
nozzles along with corresponding flow parameter for every individual one
of them. This essentially suggests that number of parameter-varying liquid
nodes in the digital twin can be significantly large. And it is the requirement
to maintain consistent liquid temperature at every individual nozzle.

2. Based on the physical dimensions and constitutive materials, the Biot
number of many components in the inkjet printhead justifies to provide
sufficient accuracy if their thermo-fluidic processes are modeled based on
lumping. However, it is important to point out that not all the component
has sufficiently low Biot number. In those cases, further portioning a node
may be required.

Based on these two arguments, the method of lumping-then-design is selected
for addressing the problem concerning the inkjet printhead. At the same time,
flexibility is provided in building the digital twin such at any stage of the design
cycle, any individual node can be partitioned into a set of equi-partitioned nodes
until required accuracy is met.

Setting Up the Digital Twin for Commercial Printhead

A Drop on Demand (DoD) inkjet printhead jets droplets of liquid based on the
specific image that the user demands to print. A typical architecture of a
commercial DoD printhead is shown in figure 7.1(a)-7.1(b) (for instance, see
XAAR printhead [106]).

Ink inlet Ink return

s

(a) Cross-sectional view of a (b) Bottom-view of an NP with
printhead. nozzles.

Figure 1: The printhead consists of solid components (green), and channels for
liquid (inlet in purple and return in blue).

Here, the bottom stage of the printhead is called the nozzle-platform (NP), which
is divided into two mutually insulated parts N Pj. ¢, and N P,;44:. Each part of NP
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consists of an array (divided into rows and columns) of nozzles. An example of
the nozzles’ placement with respect to an NP is shown in figure 7.1(b). The NP
can be removed from the printhead and replaced with a new design. This feature
allows for accommodating arbitrary numbers of nozzles without re-designing the
entire printhead. In order to build the digital-twin based on lumping, the method
presented in Section 3.2.2 is followed. For the printhead shown in figure 7.1(a),
individual nodes (components) and the interconnection topology, is depicted in
figure 2.

L1 1

____________________________________

Figure 2: Topology of the printhead with 4M nozzles (denoted by nl,--- ,niM).
@ represents a solid component, @) represents a liquid component for
inlet, and ) represents a liquid component for re-circulation.
is an edge describing conductive exchange of thermal energy between
two solid components or a solid and liquid component. is an
edge describing convective thermal energy due to the inflow of liquid
along the inlet channels. is an edge describing convective thermal
energy due to the re-circulation of liquid along the return channels.

In particular,

1. The adjacency matrix A is defined based on the architecture of the printhead.
Except for the adjustable NPs, the remaining architecture of the printhead is
typically kept identical. Then, specifying the arrays of nozzles is sufficient
for defining the entire topology of a newly designed printhead.

2. The job related signals always depend on the user-defined image that is
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captured in a bit-map. Given a specific bit-map, the job signals are related
according to p;(t) = 0;(t)q;(t), where ©,(t) stores the flow parameters in an
individual node.

3. Based on the length of individual liquid channel, there is a provision of
divide them into a set of equi-partitioned nodes to improve accuracy of the
model. Depending on the specific configuration, large volumes of liquid
and material properties, the liquid channel L1 and L2 do not always satisfy
the Biot number criterion. In such cases, partitioning nodes is essential to
achieve desired accuracy.

7.3 Calibration of Soft Sensor

In Chapter 3, Section 3.3.1, a novel method is proposed that allows to use every
individual nozzle’s piezoelectric element as a soft sensor of liquid temperature.
The basic principle behind the soft-sensing is to measure the data samples of the
acoustic signal and establish an empirical acoustic energy-temperature relation. In
the inkjet printhead, the characteristic relation between acoustic energy and liquid
temperature for an individual nozzle is established by performing the following
three experiments consecutively.

Experiment 1

In the first experiment, three operating points are chosen for the liquid
temperature. At a fixed operating point of temperature, the liquid droplets are
jetted using the actuation mode of the piezoelectric element. After that, it is
switched to sensing mode 20 times consecutively, and each time the acoustic
sensing signal is measured. Every individual signal contains 100 samples of
measured data. Using the measured data, the acoustic sensing signal is
reconstructed using Algorithm IV.1, and its energy is computed. Based on this
experiment, the energy-temperature curve is shown in figure 3. Despite the
expected trend in change of acoustic energy with temperature, the variation of
energy estimate is significantly large. Therefore, estimating liquid temperature
using energy-temperature curve is still unreliable.

Experiment 2

The evaporation of liquid changes its viscosity and temperature [72], and
therefore also its acoustic energy. In order to present the consequence of
evaporation, an experiment, similar to Experiment 1, is performed where four
operating points of temperature are chosen. Liquid droplets are jetted at these
operating temperature by using 2000 consecutive jetting pulses. The last jetting
pulse is, thereafter, followed by switching the piezoelectric element in sensing
mode and measuring a sequence of acoustic sensing signals. Here, the aim is to
investigate the evolution of acoustic energy over time. In figure 4, the estimated
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Figure 3: Mean and variance of the energy-temperature curve at three operating
points of liquid temperatures in Experiment 1.
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Figure 4: Effect of evaporation on the estimated acoustic energy over time in
Experiment 2.

acoustic energy of the acoustic signal is shown over one second. Over time, the
effect of evaporation results in an initial decay of energy and the decay rate is
higher if the temperature of the liquid droplet is higher. This experiment implies
that, due to evaporation, estimating the relation between temperature and
acoustic energy depends on the timed sequence between jetting and sensing. In
other words, the larger the difference between the time of jetting pulses and the
time of measurements, the lower the acoustic energy. As a result, the estimation
method based on this experiment has a poor signal-to-noise ratio.

Experiment 3

To circumvent the effect of evaporation from the energy-temperature relation,
only those acoustic sensing signals should be considered that are measured
immediately after the jetting pulse. To this end, another experiment is performed
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where the liquid temperature is varied over four operating points. In contrast to
the previous experiments where a series of acoustic signals are measured one
after another, this time, jetting of the liquid droplet is directly followed by the
sensing of the acoustic signal. This sequence of consecutive jetting and sensing is
repeated 20 times. Using the measured data, the acoustic energy is estimated.
figure 5 shows that the adapted approach of consecutive jetting-sensing
significantly improves the variance in the estimate of energy-temperature
relation.
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Figure 5: Relation between the liquid temperature of a nozzle and estimated
acoustic energy in Experiment 3.

In figure 6-7, the designs of Experiment 1 and Experiment 3 are compared,
respectively. The key difference between them is the sequence in which jetting
actuation and acoustic sensing are performed. Based on the sequential
jetting-sensing mechanism devised in Experiment 3, the energy-temperature
characteristic curves are estimated and calibrated for every individual nozzle. In
figure 8, energy-temperature curves are shown for four different nozzles in the
printhead.
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Figure 6: Actuation-sensing sequence in Experiment 1.
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Figure 8: Estimation of energy-temperature curve for four nozzles.

Estimation of Liquid Temperature Using Energy-Temperature Curve

Based on the energy-temperature curves, one can determine a parametric linear
model relating the acoustic energy and the liquid temperature. For an individual
nozzle, let the energy-temperature characteristic curve be modeled as:

Ti = m;¢; + ¢ (7.1)

Here, for it" nozzle, z; is the liquid temperature and ¢; is the acoustic energy.
The unknown parameters m;, ¢; € R are obtained by fitting the respective energy-
temperature curve. Every time a liquid droplet is jetted from a nozzle, thereafter, it
can be followed by measuring the acoustic signal. The acoustic signal is modeled
as (3.1) and its energy ¢; is determined using Algorithm IV.1. Subsequently, the
corresponding liquid temperature z; is obtained from (7.1).

Estimation of Liquid Viscosity

One can also use the temperature estimate to infer the change in viscosity of the
liquid. Specifically, using the viscosity-temperature curve for a particular ink
material, variation of viscosity can be estimated with respect to the acoustic
energy. In figure 9, energy-viscosity curves are estimated for four nozzles.
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Figure 9: Estimation of energy-viscosity curve for four nozzles.

7.4 Experimental Validation

7.4.1 Experimental Setup

To validate the digital twin as well as the soft sensor, an experimental set-up is
built, as shown in figure 10. The set-up consists of two liquid vessels that are
connected with a printhead that has 160 nozzles. By keeping two vessels at a
fixed level, a constant re-circulation flow through the printhead is established.
To raise the temperature of the liquid inlet in the printhead, the upper vessel is
equipped with a heater. For each side of the NP, two locations are selected to

Pump@

Heater

Lower
Vessel

Figure 10: Experimental Setup.

place thermo-couples (in figure 11 they are called 77 1,7 2 for N Pjest and T} 1, 7. 2
for NP,ignt) to receive real-time information of its temperature. These thermo-
couples are used solely for validation purpose and are not allowed in the final
product. Moreover, at each side of NP, one nozzle is selected whose temperature
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1 Tiq 1o Trq Tra N,

Figure 11: Bottom configuration of NP with thermo-couples ().

is monitored using the developed soft sensor (in figure 11 they are called N; for
NP4t and N, for NP,;gpt). In this way, temperature evolution of both solid and
liquid are measured on the both side of the printhead.

7.4.2 Experiment Design

The printhead is operated to print 3500 A-4 sheets of chapter. Only the nozzles
in NP,y are actuated for jetting while keeping the nozzles in NP,y idle. The
bit-map is designed such that

1. For 100 seconds, first 500 pages are left unprinted.

2. In the next 100 seconds, another 500 pages are entirely printed by using all
the nozzles in N Pj¢ ;.

3. In the next 100 seconds, another 500 pages are left unprinted.

4. In the next 100 seconds, another 500 pages are entirely printed by using half
of the nozzles that are located on the left side of N P ¢;.

5. In the next 100 seconds, 500 pages are left unprinted.

6. In the next 100 seconds, another 500 pages are entirely printed by using half
of the nozzles that are located on the right side of N P.;.

7. In the next 100 seconds, the last 500 pages are left unprinted.

7.4.3 Setting Up the Digital Twin for Simulation

Based on the bit-map, corresponding flow parameters are assigned with the print-
job signals. A graph theoretical digital twin of the printhead is built by following
the nodal structure that is depicted in figure 2. Every individual node is associated
with its temperature (in °C) as its internal state. Based on the topology of the
printhead, the interconnection signals and their relations are built. The print-job
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also assigns the flow parameters to every individual node through the print-job
signals and their relations. Once the model is built using the definitions (D.1)-
(D.3), any one of the representations 970, P, and P, can be used for simulating
the digital twin.

7.4.4 Results

In figure 12, at location 77 1,72 and T 1, T 2, temperature data measured by the
thermo-couples are compared against the temperatures of the corresponding
nodes simulated by the digital twin. Using the developed soft sensor, in figure
13, the estimated liquid temperature at N; and N, are compared against the
temperatures of the corresponding nodes simulated by the digital twin. The

o B N Hest 18 (1436 Ml
T o 166 16.6
E = . - 14.08 /\
g g 15.2 15.2 18 IS
E gl 13. 80 o
~ é 13.8 13.8 pren T
0 200 400 600 0 200 400 600
Time [sl Time [sl

Figure 12: Comparisons among the temperature measurements from the thermo-
couple and the digital twin. The legends are as follows:
temperature at 7} ; ====== temperature at the corresponding node
in the digital twin; temperature at 7j,; ====== temperature
at the corresponding node in the digital twin; temperature at
Ty 1; ====== temperature at the corresponding node in the digital twin;

temperature at 7T, 5; ====== temperature at the corresponding

node in the digital twin.

developed model captures the thermo-fluidic behaviour of the printhead by
indicating the offset in temperature among jetting and non-jetting nozzles. For
example, as the nozzles in NP, are idle during the entire print-job, its
temperature variation is significantly smaller. Nevertheless, there is still a small
temperature variation for nozzles in NP5, due to thermo-fluidic cross-talk
among nozzles. Using only the left half of the nozzles or the right-half of the
nozzles in NP, ¢;, among nozzles, there is a significant temperature difference
over time (around 2°C difference between 7;; and 7;» during 300 — 400
seconds). The role of the liquid re-circulation is also evident as the temperatures
of the NP always go to a steady-state value while being idle.

Similarly, in figure 13, the soft sensor’s estimation of the liquid temperature
follows the same trend that of the digital twin. The sudden oscillations that
appear in the soft sensor’s estimation are due to sporadic bubble entrapment or
drying of liquid inside the nozzle during jetting, which may fluctuate the liquid
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Figure 13: Comparisons of nozzle temperature among the estimates of the
developed soft sensor and the digital twin. The legends are as
follows: estimated temperature of N; by soft sensor;
temperature at the corresponding node in the digital twin;
estimated temperature of NV, by soft sensor; temperature at the
corresponding node in the digital twin.

temperature. Such erratic phenomena are not captured in the digital twin. On the
other hand, the non-jetting nozzles’ temperature estimation is almost identical to
the model.

7.5 In Situ Controller: A Proof of Principle

The performance limiting aspects of thermo-fluidic processes is the fluctuation in
liquid temperature among adjacent nozzles in a printhead and among adjacent
printheads. To maintain temperature consistency, a controller is synthesized that
does not require incorporating any additional sensor or actuator. The only
resources the controller uses are a) the bit-map as prior knowledge about the
flow pattern and jetting sequence of nozzles in the printhead, b) the model
derived in Section III to anticipate and predict the evolution of thermo-fluidic
behaviour in the printhead, and c) the soft sensor as feedback information on
temperature and viscosity at every nozzle.

7.5.1 Concept of In Situ Sensing-Actuation

Every individual nozzle is equipped with a piezoelectric element for jetting
droplets of liquid. By applying a voltage, its resistive property allows the
piezoelectric element to dissipate heat. In this controller design problem, the
resistive property of a jetting actuator is used as a source of heating. Thus, the
piezoelectric element makes every individual nozzle equipped with a local,
independent, in situ self-sensing heating actuator.

However, the piezoelectric elements can only be used as heaters for control input
when there is no need for jetting liquid. To implement the in situ sensing-actuation
scheme, at all time ¢t € T, every individual nozzle is in either jetting, heating,
sensing or idle mode. To allocate the nozzles in these four modes of operations,
following time-varying set-valued maps are defined:
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1. Sp(t): The set of all nozzles that are used for jetting liquid droplets at time ¢.
The cardinality of the set is n,(?).

2. Sp(t): The set of all nozzles that are non-jetting and are used as heaters at
time ¢. The cardinality of the set is ny, (¢).

3. Ss(t): The set of all nozzles whose temperatures are sensed at time ¢. The
cardinality of the set is n(¢).

4. S,(t): The set of all nozzles that are neither in any of the above modes at
time ¢. The cardinality of the set is n,,(t).

The cardinality of each set (as a function of time) depends on a specific bit-map.
Intersections of S,(t) and Sp(t) must be empty for all time ¢ € T. This
requirement on functional exclusion is a serious engineering challenge as a
piezoelectric element in heating mode is not supposed to jet. As described in
Section 1V, there is always a delay between applying the jetting pulse and sensing
the temperature using a soft sensor. Therefore, the jetting nozzles are chosen not
to be used for sensing (i.e. the intersection between S, () and S,(t) is chosen to be

empty).

7.5.2 Performance Specifications
The controller must satisfy the following performance specifications:

1. Irrespective of the bit-map, the differences in temperature among adjacent
nozzles must be below £0.3°C.

2. The usage of thermal actuation must be limited to sustain operational
lifetime of piezoelectric elements.

3. Cooling of the liquid is not possible using the thermal actuation.

4. Thermal actuation of piezoelectric material should be non-jetting, i.e. it
should not form new droplets of liquid.

Intuitively, using the in situ sensing-actuation scheme, the controller is expected
to actuate only on a few heating nozzles (from the set Sj(t)) adjacent to the
jetting ones to limit the temperature difference among nozzles while satisfying
the performance specifications. At the same time, the nozzles’ temperature can
be monitored using the implemented soft sensor at the sensing nozzles (from the
set S,(t)).

7.5.3 Generating Voltage Pulse for Heating Actuators

To apply the required amount of thermal power as control inputs, one needs to
design voltage pulses that are to be applied on the piezoelectric elements in
heating mode. Such voltage pulse must not cause ejection of droplets while
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satisfying the power requirement. The principle behind generating a non-jetting
and heating voltage pulse is to modulate the amplitude and frequency of the
trapezoidal pulses (c.f. [93]). Recently, in [73], a mechanism is developed so as to
generate specific thermal energy while not interfering with the bandwidth that
defines the jetting mode. Using band-pass modulation, the width and the height
of the trapezoidal voltage pulses are tuned. Further details on these signal
implementations are omitted for brevity.

7.54 Implementation and Illustration of MPC Scheme

As proof of principle, the presented MPC scheme is implemented to minimize
the difference in liquid temperature among nozzles. To this end, the following
specifications are considered:

Printhead Configuration

The printhead chosen for implementing MPC has the architecture shown in figure
7.1(a). There are 48 nozzles that are equally divided over two-sides of the NP, and
at each side, 24 nozzles are equally distributed over two rows.

Bit-map Specification
For generating a test bit-map, the following scenarios are considered:

e Scenario 1: All 24 nozzles that located in IV P,.¢; are used as a jetting nozzle.

e Scenario 2: 12 nozzles in N P,;4p; that are located closest to the NPy are
used as jetting nozzle.

e Scenario 3: 12 nozzles in N P, 5 that are located farthest from the NPy
are used as jetting nozzle.

Setting Up the Digital Twin of the Model

Based on the above scenarios, the flow parameters are assigned to every
individual node. At the same time, the thermal power dissipated by the
individual jetting nozzle is used as known disturbances.

The model of every individual node is considered in discrete time by choosing
the T = {ktq | k € NU{0}} with t4 = 0.01 seconds. Euler’s approach is used
for time discretization due to its sparse and structure preserving implementation
([92], page 4).

The thermo-fluidic model is defined as a graph following the definitions (D.1)-
(D.3). The equivalent representations &, and Z, are determined by eliminating
the interconnection and print-job signals.
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The in situ sensing-actuation scheme, as discussed in Section VLA is
implemented by allocating the nozzles based on their four modes operations.
The set S, (t) determines the set of all jetting nozzles. The rest of nozzles, except
the three nozzles that are located at the furthest distance from the jetting nozzles,
are used for heating. This determines Sy, (¢). All the nozzles that do not belong to
Sp(t) are used as soft sensors to estimate the change in liquid temperature. With
the allocated nozzles, the matrices S"(t), SP(t), S*(t), S*(t) are built. The model
for control (3.5) is built subsequently. The unmeasured states are automatically
replaced by the corresponding state-updates from the model.

Specifying Control Criterion

The purpose of the controller is to control the temperature difference among
nozzles. They are defined by a vector of to-be-controlled variables

z(t) = Hz(t), (7.2)

where, z denotes the vector of all temperature differences among individual
adjacent nozzles. In particular, H € R"=*"= is a sparse matrix with H;; = 1 and
H,; ; = —1 whenever the i" nozzle is adjacent to the ;" nozzle. At every time
instant t = kty with & € N U {0}, the requirement is to control the liquid
temperature gradient among nozzles over a finite horizon of future time instants
t € Th where T% := {ktq | k € Ny y4x} for N > 0. To this end, the reference
tracking problem is formulated where the reference trajectories (z",u"(t)) are
pre-determined from a steady state model that equates the temperature
difference of nozzles to zero. In other words, for t € TX;, (2", u"(t)) is the solution
of the following linear equations:

a" =A(t)z" + B(t)S"(t)u" (t) + G(t) + W (t)SP(t)dP(t),
0=Hzx". (7.3)

Solving MPC Scheme

Using (3.5), The prediction model is built over the time horizon ¢t € T%; where
T% := {kta | k € Ny nyx}. Here, N = 8. In (3.10), the weights Q and R,
are chosen as diagonal matrices. Here, the diagonal entries in R;|; are chosen
significantly higher than that of @) to strictly penalize the deviation of inputs from
its reference values. Moreover, entries of R;|;, are chosen such that the heating
nozzles adjacent to the jetting nozzles have more input power.

The optimization problem in (3.12) is solved by the freely available mpcgpsolver
using the interior point method. Once the optimization yields the optimal control
inputs, they are applied to the heating piezoelectric actuators by means of non-
jetting voltage pulses. The MPC then repeats the same procedure over the entire
bit-map iteratively.


https://nl.mathworks.com/help/mpc/ref/mpcqpsolver.html
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Results

Once the MPC is applied, the liquid temperatures of all 48 nozzles are shown
in figure 14. It demonstrates that the performance specifications are met while
satisfying the constraints. Moreover, only the adjacent heating nozzles are used
to compensate for the temperature inconsistencies among jetting and non-jetting
nozzles.

Due to the modularity of the digital twin, up-scaling (or changing) the number of
nozzles does not require rebuilding the entire model. The digital twin and the
control software are automated to build an up-scaled model with a user-defined
number of nozzles, implement in situ sensing-actuation scheme using the
bit-map and visualize results of the closed-loop system once the MPC is applied.
To demonstrate that, the same printhead, shown in figure 7.1(a), is equipped
with 160 nozzles that are equally divided over NP ¢, and N P,;g5:. In each side,
there are 80 nozzles that are equally distributed over four rows. In figure 15, the
result of MPC applied configuration is shown when half the nozzles in N Pj¢y+
are used for jetting.
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(a) Controlled Scenario 1: N Pjy; is fully used for jetting. Maximum absolute
difference of temperature between two adjacent nozzles is 0.1988°C.
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(b) Uncontrolled Scenario 1: N Py is fully used for jetting. Maximum absolute
difference of temperature between two adjacent nozzles is 2.2551°C.
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(c) Controlled Scenario 2: Left half of NP.;4pn; is used for jetting. Maximum
absolute difference of temperature between two adjacent nozzles is 0.2°C.
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(d) Uncontrolled Scenario 2: Left half of N P,.;4¢ is used for jetting. Maximum
absolute difference of temperature between two adjacent nozzles is 2.1726°C.
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(e) Controlled Scenario 3: Right half of NP,;4p; is used for jetting. Maximum
absolute difference of temperature between two adjacent nozzles is 0.2°C.
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(f) Uncontrolled Scenario 3: Right half of N P,.;4p; is used for jetting. Maximum
absolute difference of temperature between two adjacent nozzles is 0.9368°C.

Figure 14: Liquid temperature of 48 nozzles for three scenarios in controlled and
uncontrolled case. Bl denotes nozzles that are jetting. Bl denotes the
adjacent nozzles that are used as thermal actuators. mm denotes the
nozzles that are not used for heating.



186 Inkjet Printhead

18 T T
16.6 - 4

152 | [ — E
13.8 [ [

18 T T T T T T T
16.6 - -

15.2 | [ - -
13.8 [ [ [ [

18 T T T T T T T

16.6 -

15.2 I [ T— i
13.8 I T T T
18 T T T T T T T T
16.6 - 4

15.2 | [ T — i
13.8 I T T T

0 20 40 60 80 100 120 140 160
< Nozzle Numbers —

Normalized Temperature [°C|
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(b) Uncontrolled Scenario: NPy is fully used for jetting. Maximum absolute
difference of temperature between two adjacent nozzles is 1.2292°C.

Figure 15: Up-scaled controller for 160 nozzles. MM denotes nozzles that are
jetting. mM denotes the adjacent nozzles that are used as thermal
actuators. Bl denotes the nozzles that are not used for heating.

Remark 7.1 (On computational complexity, c.f. [107]) With an increasing number
of the nozzles, evidently, the computational complexity of solving MPC
increases. At a specific iteration of k, the number of decision variables is related
to the number of states, the number of control inputs and the number of
horizons. Let these numbers be n,, , nf and N respectively. In contrast to solving
(3.10)-(3.11) that has a complexity of O(N3(n, + nk)3), the dense LCQP (3.12)

has a lower complexity O(N 3nﬁ3) [62]. This is achieved by eliminating the states
from the decision variables with substitution of equality constraints. However, in
this more condensed formulation, the sparsity of matrices is partially lost [44].
Yet the dense LCQP (3.12) is to be preferred from a computational point of view
as the dimension of decision variables involves only the number of non-jetting
heating actuators. This is typically small in number.
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7.6 Closing Remarks

In this chapter, a modular and flexible digital twin is presented for modeling and
control of thermo-fluidic processes in a DoD inkjet printhead. In particular, no
additional sensors or actuators are incorporated by developing an in situ
sensing-actuation based control strategy that minimizes the liquid temperature
fluctuations among individual nozzle. To this end, an experimentally validated
graph-theoretic modeling framework is developed that is modular up to an
arbitrary number of nozzles. It is demonstrated that this model is flexible,
scalable and versatile and that a number of equivalent input-state-output
representations can be derived in a straightforward and explicit manner from the
model, depending on the intended application.

A control strategy is implemented without using additional sensors and without
using additional actuators. Specifically, to circumvent this limitation, the
piezoelectric elements at every individual nozzle serves three roles: a) it is a
jetting actuator for depositing liquid, b) it is a soft sensor for estimating liquid
temperature, and c) it is a control actuator to diminish gradient in liquid
temperature among nozzles. Once a voltage pulse is applied to a piezoelectric
material, the soft sensor uses its self-sensing mechanism to measure the acoustic
signal. An algorithm is presented that uses the energy of this acoustic signal to
estimate the liquid temperature at every individual nozzle. An MPC controller is
developed to maintain the fluctuation of liquid temperature among nozzles well
below a range of £0.3°C while using only non-jetting piezoelectric elements as
thermal actuators.
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Estimation of Moisture in Composite

Materials in Fixation Process

his chapter discusses a proof of concept on how to solve practically

inspired thermo-fluidic process related problem by using the
computational tool of approximation and the computational method of
PIEs. To this end, this chapter demonstrates how to estimate the moisture
content of a newly printed composite material during the fixation process
by only using the temperature measurements of the solid support.
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8.1 Introduction

After the jetting process, freshly printed products are passed on to the fixation
unit where an individual printed product is dried. There is a set of heaters and
air impingement units that provide heat and dry air to evaporate excess moisture
content from the individual printed product. To achieve an optimal dryness of a
printed product, heating and air actuators must obtain the real-time information
about the temperature and moisture content of every individual printed product
during the fixation process. Currently, the fixation unit is equipped with
thermocouple to measure the temperature of the solid support, which is placed
underneath the printed product.

Contribution of this Chapter

The main contributions of this chapter are on the following aspects:

1. Modeling and simulation of coupled heat and moisture diffusion through
the thickness of a printed product using the modeling framework presented
in Chapter 2 and the approximation method presented in Chapter 4.

2. Ho optimal estimation of average temperature and moisture content of
printed composite material in the presence of Lj-bounded disturbance
when only the temperature of solid support is available as measured
output.

8.2 Overview of the Fixation Process

For drying a single printed product, the fixation process is depicted in Figure 1.

Alr impingement ® Heater
unit l

Printed product

[Support |
’ Thermocouple

Figure 1: Simplified front view of the fixation process.
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Regarding, the fixation setup, the following specifications are taken into account:

e The printed product is considered to be a three-layered composite material
over its thickness. At every layer of composite material, the diffusive
thermo-fluidic process takes place by means of coupled heat and mass
transfer.

o The support is considered to be a lumped solid block that conducts heat.

e External inputs are mass-flux from the air impingement unit and heat flux
from the heater. The measured output is the temperature of solid support,
measured by the thermocouple placed at the bottom of the support.

8.3 Problem 1: Modeling and Simulation of Diffusive
Thermo-Fluidic Processes in Composite Material

In this section, the printed product is modeled as a multi-layered composite
material and the thermo-fluidic process is governed by coupled heat and mass
diffusion process.

8.3.1 Graph Theoretic Modeling of Fixation Process

The graph theoretic model of the fixation process is depicted in Figure 2

a1 =0 mm

- bi=ay=2mm

A

Figure 2: Graph theoretic definition of fixation process.
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Following the definitions (D.1)-(D.3) (on page 23-24), the graph consists of four
nodes and three edges that are defined below:

Topology

The fixation process is finite and connected graph defined as
G=(M, ¢, AT).

Here, T = [0,00), with M = {9, 92, N3, My} and
¢ = {€12,¢1,Er3,E59,E54,¢13}. The adjacency matrix A € R4 is
symmetric and defined as following:

oo = O
O~ O
_ O = O
O = OO

Spatially Distributed Nodes
Every individual node 91; € N, i € Ny, 4 is specified in following items

e X; =[0,2] (in mm), Xo = [2,4] (in mm), X; = [4,6] (in mm), Xy = 0.
e Xb¢ = {0} (in mm), X5¢ = @), X5 = ¢, X5 = 0.

e Every individual spatially distributed node (i.e. 91, 912, 913) is governed by
coupled diffusion equations as given below:

1 2 1
Xo;(si,t)| _ 1 |05.%5,(si,1)

| R P &b
Here, for s; € X;, D; € R?*2 is the diffusion coefficient for the node 9;,
when i € N 3. Moreover, xj, is the spatio-temporal temperature (°C) and
x3, is the spatio-temporal moisture (g/m?) for every individual node 9,
1€ N[Lg].

e The boundary condition at X = {0} is given by:

gt oIS R Y o R

Here, wy and w are external input related to the heat flux from heater and
mass flux from air impingement unit respectively.
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Interconnections Among Spatially Distributed Nodes

Every edge, €¢;; € ¢ when both X; and X, are nonempty, is specified in the
following items

o X!, = {2} (inmm), X} 5 = {4} (in mm), X4 , = {6} (in mm)

e Among All the edges €; 2-&5 1, and &; 3-E3 3 are mutual interconnection
between two adjacent spatially distributed node. On the other hand,
€3 4-&4 3 is the interconnection between the support (lumped node) and the
N3 (spatially distributed node).

e AtX{, = {2} and X} ; = {4}, the interconnection boundary conditions are

X%l(Q,t)_ _ _xé2(2,t)
1X51(2,1) | [x32(2,0)]"
D aslxél(th) =D 882X%1(2at)
! _851X%1(27t)_ 2 _852X%1(2=t)_
cky(4.0)] _ [cky(4.0)]
_X22(47t)_ | X2 (4at)_
-652X%2 (47 t)- _ -683X%3 (45 t)-
P20, (4.0)] =% [0,x35(4.0)] (6.3)

Interconnections between Spatially Distributed Node and Lumped Node

e AtX{, = {6} (in mm), the interconnection between 95 and N, is given by

et S e R P R

where z(t) is the temperature of the solid support (°C).

Dynamics of the Lumped Node

The dynamics of lumped node is a linear ODE of the following form:

i(t) = —a(t) + x33(6,1), (8.5)

where, the boundary value of 913 node’s temperature acts as an interconnection
input to the lumped model.



194 Introduction

8.4 Scaling of Spatial Domain for Individual
Spatially Distributed Node

Now, the three nodes 91,9, M3 are scaled by shifting their individual spatial
domain X; within the interval [0, 1] (in mm). To this end, for every s; € X, i €
Ni1,3), there exists s € [0, 1] such that s; = m;s + ¢;. Precisely

$1:= 28,89 := 25+ 2,83 := 25 + 4. (8.6)
As a result, the complete dynamics of 91y, 912, 913 can be coupled together on the
same domain [0, 1] and the PDE model takes the following form:

).(2(8, t) =D [852)(2(8,15)} ) (87)

Here, x5 := col (le,le)veN[ , where %}, (s,t) = x},(2s,t), Xho(5,1) = x}y(25 +
2,t), Xhy(s,1) = xh5(25 + 4,1) Wlthj € 1,2. Moreover, D = 0.25diag(D1, D2, D3).

The boundary conditions are

05%31(0,¢) %31 (0,)] _ [1 0] [wi(t)
05D [855%1(0,75) TR 0,0)] T o 1] [w()]
e
X%l(lat) X%2(07t)_ ’
[0,x3,(1,1)] [05x3,(0,1)]
D 21\ - D 21\Ys 207
! 105%31(1,1) ] ? 105%3,(0,1)]
X35(Lt)] _ [%35(0,1) —0
x3(Lt)]  [X33(0,8)]
-8Si%2(17t)- -8si%3(07t)- _
P2 lo.,010] P2 [0.5,0.0)] "
Osx35 (L, t)] | [x35(1,6)] [1 0
0.5D3 [83x§3(1,t) + x2,(1,1)] 0 0 x(t) (8.8)
Rearranging the states in (8.8), one can obtain,
i (0
X9 1,t . w1 t
0sx2(1,1)

for suitably defined constant matrices B, Bw and B,,.

As a result of such spatial scaling, the lumped model of the support has the
following form:

i(t) = —(t) + X5(1,1). (8.10)
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8.5 Simulation of Heat and Moisture Diffusion in a
Composite Material

The first task is to simulate the composite diffusive process based on the
approximation method developed in Chapter 4. To this end, (8.7) with the
boundary conditions (8.8) are considered with setting x(t) = 0. To implement the
three stage approximation technique, first, x(s,t) decomposed as a direct sum of
two functions z(s, t) and £(s, t). And z(s,t) and f(s, t) can be solved separately.

Solving for f(s, 1)

w1 (t)
w2 (t)

o Fy, I, € RO%2 golved by substituting xo = f in (8.9) that leads to the
following matrix equations:

o f(s,t) := (Fis+ F») [ } for some unknown constant matrix £y, Fs.

Fy
F Fl;ﬁ — B,,

Fy

which can be solved uniquely.

Solving for z(s, t)

118

o z(s,t) = 0, (t)®,, (wn, s), where 0,,(t) € R, ®,,(wy,, s) € RE.

n=1

o O, (s) =PV, (wy,s),

where W, (s) = col (Yni(wn;s))ien, - P € R*C is obtained by
diagonalizing composite diffusion coefficient D in (8.7), i.e. D = PAP™!,
where A = diag(\i)ien;, o, With A; being one of the positive eigen values of

D.

o Uni(wn,s) = ap; sin(\“}%s) + bn; cos(j%s), where w,,,an;,bp; € R are
unknown constants. Note that, ¢,,;(wy, s) are orthogonal functions on the
space L2[0, 1].

e Fori € Njj g, ani, bn; as well as w,, for n € N can be obtained by solving for
an; and by,; from the following set of equations
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that can be rewritten as I'(w,)=,, = 0 as defined in (4.16) on page 90. For
every individual n € N, w, is obtained by solving det(I'(w,)) = 0, and for
a value of w,, finding =,, amounts to a set of linear equations. There are 12
unknowns in the vector 2, Z,, := col (ay;, bm’)ieN[l,g]/ which can be solved
uniquely by 12 equations resulting from I'(w,,)=Z,, = 0.

Finding Finite-Dimensional Approximation Model

By choosing the finite number of basis, i.e. {®,(s) | n = 1,---, H}, the finite
dimensional approximation of z(s, t) is given by solution z(s, t)

H
#(s,t) =D 0n(t)Pn(s). (8.11)
that satisfies

<<I>m,ﬁ(s) — D [022] (s) — (Fis+ F>) [ . ] > =0; Vme{l,--- H}. (8.12)
L§[0,1]

2

This can be rewritten as a linear H-dimensional state space model of the following
form:

6(t) = BO(t) + G mgg] ,

where 0 := col (6, )neny, - Moreover, E € R*H and G € R”*? can be found by
substituting the expansion of z in the left hand side of (8.12).

8.5.1 Simulation of Coupled Heat and Moisture Transport in
Three-Layered Composite

Now, one can recover the solution to original PDEs of the spatially interconnected
nodes 91,912, M3 by rescale the spatial domain back to its original values, i.e.
substituting s = *.— where m,, ¢; are obtained from (8.6).

For presenting the simulation results, the following specifications are taken into
account:

o wi(t) = QFsin(10t) + QF, wa(t) = 0, where Qf = 50 watt, @}, = 0 are
constant values.

Initial conditions for every node’s temperature is kept constant; x3;(s;,0) =
25°C, for all i € N 3.

Initial conditions for every node’s moisture is kept constant; x3,(s;,0) =
4.5 x 1072g/m?, for all i € Ny 3.

In (8.11), the number of basis functions are chosen to be 50, H = 50.

The values of Dy, Dy and Ds is given below:
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Table 1: Values of D1, D5, D5

Parameters Values
10 -0.5
D,
—0.5 x 1072 7
5 —-0.25
Do
—0.25 x 1072 3
7 —0.25
D3
—0.25 x 1072 4

Simulation Results

Using H = 50, i.e. 50 basis functions, the simulation is run with above
specifications for 100 seconds. The results are shown in

o
-
=5
7
3
E ~ - A 1 - -l
0 20 40 60 80 100
time(second)

0 20 40 60 80 100
time(second)

Figure 3: Comparisons of time evolution of moisture and temperature at s = Omm
and s = 6mm. The legends are as follows: moisture at s =
Omm; ====== moisture at s = 6mm; temperature at s = Omm;
====== temperature at s = 6mm. As expected, the temperature of the
composite material increases while the moisture level decreases over
time as fixation process progresses.

8.6 Application of PIEs and PIETOOLS for
Estimating Moisture Content

Recall that the fixation process is modeled as a PDE-ODE coupled system with
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PDE Model:

e ODE Model:

Boundary Condition:

S (0
xo(1,t wi (T
B pa(0,0)| = B [wiu)}  Baalf).
0s%2(1,t)
e Measured Output:
v =a+ 1 o) [0
e Regulated Output:

z(t) = /bCal)(g(s)ds

‘Hoo State Estimator Design

To apply PIE framework, this model can be rewritten in the form of (6.7) on
page 126. Using the results from PIE framework, the ., estimator amounts to
taking the following step:

o Step 1: Determine th equivalent PIE representation:

In PIETOOLS, this is performed by simply an one-line function

convert_PIETOOLS_PDE;
e Step 2: Set up the LPIs

Finding estimator gain requires, determining P and Z by solving the following
optimization problem

4 = argmin -y, (8.13)

such that
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_p|[ P Q —d
Pi= P[QT7{{R0 —el, R, R}}] €5,

T6w(PB1+ ZDa1) + (1) 0 ()" 41 -Df;  —(PBi+ ZDxn)*T
_ 0 0 0|0 —A4I C1 € =P
—(PA+ 2C2) TBuw 0 0 GG (PA+ZC) T+ ()"
(8.14)

Here, in the definition of P R;, R, are set to be equal. In this way, P can be
invertible.

e Step 3: Solving in PIETOOLS and implementation
For solving the above problem in PETOOLS, one has to

1. declare P as unknown positive PI operator (using poslpivar).
2. declare Z to be a indefinite PI operator (using 1pivar).

3. set the inequality constraint can be declared by using the command
lpi_inegq.

4. set the objective function using sosdecvar.
5. set the objective function using sossetobj.

6. solve the optimization problem using sosssolve.

The implementation of estimator is kept identical t0 the discussion in subsection
6.6.2 (from page 146 onwards).

Simulation Results

The purpose of simulating the ., estimator for fixation of one composite material
is to verify whether it is possible to estimate its moisture content in the presence of
boundary inputs from heaters and air impingement units. There are many ways
to define what would be physically meaningful regulated variable (given by z(¢))
from the estimator such that, the framework serves the towards optimum dryness
of the printed product. In Table 2, three choices of regulated output are chosen
and three different H, optimal estimator is synthesized. The corresponding level
of the worst-case amplification of disturbance to the estimator error is given as
~-value.
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Table 2: Values of v for different regulated outputs

v-value | Regulated output operator
0.6557 | Co,1=10 1 0 0 0 0

0.8 Ca1 =

= o Ol

0
0
0
0

S O = | =
o O o O
S = Of =

0
0
0.9275 | Co1 = |0
0

1. In the first row, only the average moisture of the first layer of the composite
is set to be regulated outputs.

2. In the second row, the entire paper’s average moisture is set to be regulated
output.

3. In the third row, every individual layer’s average moisture are taken as
regulated output.

It can be concluded that in the presence of square integrable disturbances, if one wishes
to estimate the average moisture of the composite’s top layer, the quality of estimation is
better than the average moisture content of all layers individually.

For simulating the estimator, the applied disturbance is chosen to be same for
w1 (t), we(t) as damped sinusoidal functions. Moreover, in this simulation, only
the average moisture of the first layer is considered to be the regulated output, i.e.

b
z(t):/[() 1 0 0 0 0]xz(s)ds.

@ :=Ca1

Figure 4 and 5 show the estimation error with respect to the applied disturbance
and the estimated level of average moisture content on the first node.



8.7 Closing Remarks 201
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Figure 4: Comparisons of time evolution of applied disturbance and the
estimation error. The legends are as follows: estimation error;
disturbance at the top of 91; for both heat flux and mass flux.
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Figure 5: Estimated average moisture along the thickness of 91;.

8.7 Closing Remarks

In this chapter, a proof of concept is present on how to estimate the moisture
content in a composite material despite the presence of square integrable
disturbances. To this end, computational framework of PIEs and PIETOOLS are
used. It has been shown that estimation of average moisture in the composite’s
top layer is better than the case when all the layer’s combined moisture is
inferred from the estimator.
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CHAPTER

Conclusions and Future Outlook

o aid in the digitization of the industrial sector, this thesis develops
Ta digital twin for the assets that are governed by thermo-fluidic
processes. A finite graph builds the model of the digital twin, and three
distinct computational methods enable its functionalities. The developed
tools are applied to construct a digital twin that represents the jetting and
fixation processes in a DoD inkjet printer. The digital twin is used to
synthesize controllers that guarantee a desired performance from the DoD
inkjet printer and improve print quality without adding new sensors and

actuators.
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9.1 Viewpoint of the Thesis

The viewpoint of this thesis is to develop a generic framework for building a
flexible, versatile, modular and integrable digital twin that represents industrial
assets governed by thermo-fluidic processes and synthesizes controllers to
achieve desirable performance. There are two criteria that the digital twin must
facilitate:

1. The digital twin has to demonstrate how to control thermo-fluidic process
without adding new sensors and actuators.

2. The digital twin must guarantee that the controlled thermo-fluidic process
satisfies a predefined performance that is quantifiable.

To this end, a graph-theoretic modeling framework is presented that allows users
to represent the thermo-fluidic processes by specifying a vast class of coupled
PDEs and ODEs that are mutually interconnected in an arbitrary spatial
topology. Based on the presented model, the digital twin is built to serve various
functionalities, including

o The analysis of stability, input-output properties of thermo-fluidic processes,

e Synthesis of a soft sensor allowing real-time updates on thermo-fluidic
processes,

e Development of an optimal estimator to determine unmeasured physical
quantities in a thermo-fluidic process,

e Predictive control and maintenance of thermo-fluidic processes that are
customized towards user-specific demands.

The remainder of this chapter is dedicated to discussing how various aspects of
building a digital twin are addressed in this thesis and what are the future
recommendations for its further progress.

9.2 Part I: A Framework to Build Thermo-Fluidic
Models for the Digital Twin

A mathematical model that represents the thermo-fluidic processes is the core of a
digital twin. The model that describes thermo-fluidic processes has the following
properties.

e There are more than one physical components that are topologically
interconnected among each other.

e The dynamics of some physical components can vary spatio-temporally
while other component’s dynamics have negligible variation over space.
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Subquestion

To address these specifications while deriving the digital twin’s model, Chapter 2
finds an answer to the following question:

How to develop a modeling framework that allows users to describe and represent a
spatially interconnected thermo-fluidic process such that the model is integrable to the
core functionalities of the digital twin?

Answer

Answer to this question is a graph-theoretic framework to represent spatially
interconnected components in a thermo-fluidic process. Every individual node in
the graph represents a specific component’s thermo-fluidic process, and every
individual edge describes the physical interconnection between two adjacent
components. In particular, every node is either spatially distributed, modeled by
linear coupled PDEs or lumped, modeled by linear coupled ODEs. The spatially
distributed nodes are represented such a way that both parabolic (e.g.
diffusion-transport reaction models of heat and mass transfer) and hyperbolic
PDEs (e.g. wave equations, transport equations) can be included in the model.
Every lumped node, on the other hand, is equipped with parametric functions
that may vary over time based on the user’s demand. Every node is equipped
with control signals, disturbance signals and sensing signals, as well as the
possibilities to add inputs and outputs at the boundary of spatially distributed
nodes. By using a suitable algebraic manipulation and scaling of every
individual spatial domain, the digital twin’s model facilitates various alternative
representations of the thermo-fluidic model that are behaviorally equivalent.

Implication

Due to the graph structure, the modeling framework is modular towards any
design changes; a thermo-fluidic process may face during its entire life cycle. As
far as the implementation is concerned, the modeling framework allows to add
or remove a specific component from the graph without causing any significant
change in the entire graph. Moreover, arbitrarily many identical components (in
terms of node dynamics and edge relations) can be included in the
implementation of the model by simply specifying their number. Moreover, the
facility of alternative representations allows the model to be utilized for diverse
functionalities of the digital twin, including design, estimation, control,
performance analysis, diagnosis and monitoring.

Future Outlook

In the current modeling framework, spatially distributed nodes are restricted to
be defined in one spatial dimension. Although the mathematical background
does not impose any restriction on the spatial dimension, in the future, the model
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needs to be extended for spatially distributed nodes that are defined in higher
spatial dimensions. Moreover, the spatio-temporal quantities are restricted to
admit maximally twice differentiability with respect to the spatial variable. The
extension to the PDEs that include more than two spatial differentiations is kept
as future work. Additionally, in the future, the PDE models may need a further
generalization towards models from the area of fluid dynamics (e.g. Navier
Stokes equation).

9.3 Part II: Computation with Lumping for
Controlling Thermo-Fluidic Process

Due to the presence of PDEs, there are three computational methods that allow
one to perform design, prediction, design of estimator based controller,
performance analysis, diagnosis and monitoring of the thermo-fluidic processes
using the digital twin.

Subquestion

In Chapter 3, the computational method of lumping is discussed, and an answer
is found to the following question:

How to utilize a lumping technique to represent, monitor and control spatially
interconnected thermo-fluidic processes without adding new sensors and actuators while
meeting user-specific demand?

Answer

Based on the dimensions and physical properties (criterion is based on Biot
number, often known or experimentally determined), the method of lumping
allows to neglect the spatial distribution of a physical quantity. As a result, the
spatially distributed nodes are replaced by lumped models that are typically
derived by using lumped (electrical) analogies to thermo-fluidic process and are
governed by ODEs. Hence, the PDE models are replaced by newly derived
lumped ODE models. However, if the condition on the Biot number is not met,
the lumping technique may lead to a thermo-fluidic model with poor accuracy.
In order to circumvent this issue, an individual lumped node is allowed to be
partitioned in an arbitrary number of mutually interconnected (localized)
lumped nodes. The method of node partitioning is kept entirely flexible so that
the user can arbitrarily increase the number of partitions until the desired model
accuracy is achieved. The utility of a lumped model for building functionalities
on the digital twin is addressed with two specific problems In a thermo-fluidic
process, often, piezoelectric elements are used to drive a specific volume of liquid
flow. Once the piezoelectric elements are activated to drive a liquid droplet, it
produces electrical charges that can be measured as output (in Volt). By using the
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measured voltage, a data-driven algorithm is presented in this thesis that can
provide real-time information about the temperature of the liquid. This
algorithm puts the piezoelectric element in (self-)sensing mode and produces a
model-based temperature estimate of liquid. In this way, without adding new
sensors, the temperature of the liquid can be monitored where the flow-driving
piezoelectric elements act as soft-sensor.

Using the model and the soft sensor, a reference-tracking model predictive
controller is developed that makes the controlled process to obey a specific
performance criterion. Here, the possibility of adding parametric variation on
every individual node allows the controller to predict the future evolution of
thermo-fluidic process and compensate for any change in the user’s demand
over time. On the other hand, the developed soft-sensor offers real-time
information about liquid temperature. While synthesizing the controller, the user
has the flexibility to change the locations of the control inputs and the measured
outputs, leading to a flexible and user-friendly design tool.

Implication

The flexible lumping technique set a computational basis for the digital twin
without severely compromising the model accuracy. Moreover, a plethora of
existing control theories and practices are directly applicable for simulation,
design, estimation, control, performance analysis, diagnosis and monitoring of
the thermo-fluidic processes. The soft sensor provides a data-driven update on
the model, and the controller guarantees a predefined performance from the
controlled thermo-fluidic process.

Future Outlook

As the viability of the control strategy is tested in the digital twin, minimizing
computational complexity is not the primary focus of this thesis. Especially, the
trade-off studies related to different control architectures, e.g. decentralized or
distributed architectures for reducing signal overload and faster computation of
the controller are not addressed in this thesis. In the case of model mismatch or
parametric uncertainty, the robust performance of the controller is also not
addressed in this thesis.

9.4 Part III: Computation with Approximation for
Controlling Diffusive Thermo-Fluidic Process

In contrast to finding an equivalent lumped model, the second computational
method focuses on working with a class of PDE models that describe diffusive
thermo-fluidic processes. However, this method numerically approximates them
into finite-dimensional ODEs.
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Subquestion

In Chapter 4 and 5, the computational method of approximation is discussed and
an answer is found to the following question:

How to numerically approximate a spatially distributed diffusive thermo-fluidic process
while satisfying the boundary conditions in the presence of boundary inputs and make the
approximated model useful for performing various functionalities of the digital twin?

Answer

Diffusive thermo-fluidic processes involve a set of spatially distributed nodes that
are governed by coupled diffusion-transport-reaction type PDEs. The developed
method of approximating such models is presented in two parts.

e Chapter 4 is dedicated to developing a technique that approximates
diffusive thermo-fluidic processes into a finite-dimensional model. To this
end, a three-stage procedure is presented where the effect of boundary
inputs is first separated from the spatio-temporal solution to the PDEs.
Next, the solution to the PDEs is represented as a spectral expansion of
basis functions where every element of the sum is written as a product of
space-dependent basis functions and time-dependent coefficient functions.
At the third stage, only a finite number of space-dependent basis functions
are chosen to project the infinite-dimensional solution on to a
finite-dimensional subspace. The boundary conditions are treated as
explicit constraints in parameterizing the basis functions, making the
approximated solutions explicitly consistent with the boundary conditions.

e The developed approximation technique assumes that the physical
parameters of the diffusive thermo-fluidic processes are known. In case
they are not known, in Chapter 5, a grey-box identification technique is
presented to estimate spatially varying physical parameters of
diffusion-transport-reaction type PDEs using measurements from a finite
number of point locations. The identification technique is performed in the
frequency domain using a sparse numerical technique without requiring
the boundary conditions to be known in advance. A key feature of the
technique is that it allows to simultaneously identify the spatial
distribution of diffusive, advective, reactive and input-dependent functions
in the underlying PDE, based on measured data.

Implication

The approximation method that is developed for diffusion-transport-reaction
type of PDE models defines a second computational method for the digital twin.
In this method, the model accuracy directly depends on the number of basis
functions chosen for projecting the PDE model on a finite-dimensional subspace.
Once the model is approximated into a finite-dimensional ODE model, it can be
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interconnected to the remaining lumped model and existing control theories and
practices are directly applicable for simulation, design, estimation, control,
performance analysis, diagnosis and monitoring of such approximated models.
However, the performance of a controlled system on the basis of approximation
is not valid for the original spatially distributed diffusive thermo-fluidic
processes.

Future outlook

The discussion of Chapter 4 and 5 is restricted to the class of diffusive class of
thermo-fluidic processes for avoiding numerical instability and inaccuracy in the
approximation method. In the future, the approximation method can be
generalized to address the entire class of PDEs presented in the modeling
framework of thermo-fluidic processes, including models of higher spatial
dimension. The research domain of finite element techniques for numerically
approximating the PDEs is extremely wide and vast. In the future, the presented
approximation technique needs to be compared to the state of the art finite
element methods. Furthermore, the presented approximation technique typically
yields a model which is very large in dimension. Standard model order
reduction techniques are applicable to the numerical model, however, not
discussed in this thesis.

9.5 Part IV: Computation with PIEs for Controlling
Thermo-Fluidic Process

In lumping and in approximation method of PDEs, the central conservatism is
that the general class of PDE-ODE coupled models is not directly used for
design, estimation, control, performance analysis, diagnosis and monitoring. By
lumping, the PDE models are lumped, and their spatial dynamical features are
ignored. On the other hand, by approximation, the PDEs are projected onto a
finite-dimensional subspace, and typically many of their physical properties are
lost. In contrast, Chapter 6 directly utilizes the general class of PDE-ODE
coupled model of thermo-fluidic processes for design, estimation, control,
performance analysis, diagnosis and monitoring.

Subquestion

The question for which Chapter 6 seeks an answer is

How to develop a computational framework that allows to analyze and synthesize
estimator based optimal controllers directly on the spatially interconnected thermo-fluidic
processes without depending on lumping or approximation techniques while providing a
quantifiable performance guarantee?
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Answer

There are two critical issues in developing a computational method for analysis
and control of thermo-fluidic processes that directly uses the class of PDE-ODE
coupled systems. The first key issue is including boundary conditions (that may
involve external inputs) as explicit constraints in the evolution of PDEs’ state
variables. The second key issue is the lack of an algebraic structure on the
unbounded differential operators. Chapter 6 resolves these two issues by using
Partial Integral (PI) operators to equivalently represent PDE-ODE coupled
systems as Partial Integral Equations (PIEs). A class of PI operators forms a
*-subalgebra and boundary conditions (including boundary inputs) are directly
invoked in the dynamics of PIEs. It is shown that the positivity of PI operators
can be tested using Linear Matrix Inequalities (LMls) that are based on
computationally effective algorithms to test feasibility (based on the theory of
convex functions). It is proved that for the class of thermo-fluidic processes,
analysis of exponential stability, input-to-state stability, and determining
worst-case disturbance amplification among inputs-output operators as well as
synthesizing optimal state estimators amount to verifying the feasibility of Linear
PI inequalities (LPIs) that can be tested using LMIs. A software tool, PIETOOLS,
accompanies the PIE framework that allows converting PDE-ODE models to
PIEs, declare LPIs and solves them using LMIs and provides quantified
guarantee of performance. These results have a profound impact on setting up a
novel computational paradigm for wide classes of infinite-dimensional systems.

Implication

Introduction of PI operators and PIEs offer a new computational basis for the
digital twin that does not explicitly depend on approximating or lumping the
thermo-fluidic model. Moreover, LMI-based computational methods have been
the cornerstone in developing modern control theory for finite-dimensional
systems. Now, the PIE framework and PIETOOLS offer a unified and systematic
foundation in bringing LMI-based computation towards design, estimation,
control, performance analysis, diagnosis and monitoring of infinite-dimensional
thermo-fluidic processes with no apparent conservatism.

Future Outlook

Extension of the PIE framework in higher spatial dimension is kept as future
work. Extending the PIE framework for nonlinear PDE-ODE coupled models
such as models from the area of fluid dynamics (e.g. Navier Stokes equations) are
also kept as future work. Moreover, H, optimal estimation and control
framework is not addressed in this thesis. PIETOOLS is still a Mat 1ab® based
software package. In future, PIETOOLS will be made available for open source
language platform such as Python or C.



9.6 Part V: Applications to Industrial Benchmarks 213

9.6 Part V: Applications to Industrial Benchmarks

Subquestion

How to apply the developed methodologies in building a digital twin for the jetting and
fixation processes in a DoD inkjet printer such that the print quality can be improved
without adding new sensors and actuators?

Answer

In Chapter 6 and 8, the developed methodologies are applied to building a digital
twin of a DoD inkjet printer that describes the jetting and the fixation processes.

e Chapter 6 discusses a digital twin that synthesizes a control strategy to
maintain a consistent liquid temperature at every individual jetting nozzle
in a DoD inkjet printhead without adding new sensors and actuators while
coping with varying print-demands from the user. To this end, the method
of lumping is used to build a graph-theoretic model describing the
thermo-fluidic process in a printhead during jetting. It is demonstrated that
this model remains modular when the number of nozzles is increased
arbitrarily. The model is validated with an experimental set-up equipped
with a commercial printhead. The control strategy is implemented without
adding sensors and actuators. Specifically, to circumvent this limitation, the
piezoelectric elements at every individual nozzle serves three roles: a) it is a
jetting actuator for depositing liquid, b) it is a soft sensor for estimating
liquid temperature (as developed in Chapter 3), and c) it is a control
actuator to diminish gradients in liquid temperature among nozzles. Once
a voltage pulse is applied to a piezoelectric material, the soft sensor uses its
self-sensing mechanism to estimate the liquid temperature at every
individual nozzle. Then a controller anticipates the future change in print
demand and is compensate the fluctuation of liquid temperature among
nozzles by keeping it well below a range of +0.3°C while using only
non-jetting piezoelectric elements as thermal actuators.

e Chapter 8 discusses a proof of concept on how to estimate the average
moisture content of a newly printed composite material during the fixation
process by only using the temperature measurements of the solid support.
A three-layered composite material is considered where coupled heat, and
moisture diffusion takes place. The solid support is considered to be a
lumped node. As a result, the fixation of composite material is modeled as
PDE-ODE coupled thermo-fluidic process. By using PIE framework, a state
estimator is designed that uses the support’s temperature (state of the
lumped model) as measured outputs. The synthesized state estimator is
Hoo optimal. It can be concluded that in the presence of square-integrable
disturbances if one wishes to estimate the average moisture of the
composite’s top layer, the quality of estimation is better than the average
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moisture content of all layers individually. Furthermore, with the case
studies, it has been found that the worst-case disturbances are attenuated at
the estimation error by a factor 0.6557.

Implication

Using the digital twin, in both the applications, it has been shown that
controlling thermo-fluidic process leads to improved performance of the inkjet
printer without the expense of adding new sensors and actuators. By using the
modeling framework and three computational methods, the merit of the digital
twin is evident in building a systematic and control-oriented approach that
remains modular, flexible and versatile towards the future design of printers.
Moreover, the combination of model, optimal control and careful utilization of
the available resources show a great promise for improving print quality in a
DoD inkjet printer.

Future Outlook

The multi-purpose usage of the piezoelectric materials in the printhead paves a
path to more extensive functionality, including active fault detection and fault
isolation of specific printheads. Some initial research in this direction has already
been performed. Moreover, in both the applications, controllers and estimators
are not implemented in a real-time environment. Addressing implementation
related aspects are kept as future work. Moreover, to control the liquid
temperature using non-jetting piezoelectric actuators, designing and scheduling
non-jetting voltage pulses that are required to apply control input without
forming droplets of liquid are not discussed in this thesis.

9.7 Answer to the Research Question

Question

How to develop a digital twin for an industrial asset that is governed by thermo-fluidic
processes and guarantee that the asset achieves a predefined performance without adding
new sensors or actuators?

Answer

To build a digital twin on the basis of thermo-fluidic processes, the answer to the
main research question is the following top-to-bottom design procedure, depicted
in Figure 1.
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