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Preface

This book “Kinetic Theory” describes many theories in kinetics. The world is governed by
motions. The term kinetics partially originated from the Greek word “kinisis,” which means
motion. How important is motion in our life is easily understood. The kinetic theory de-
scribes a gas as a large number of submicroscopic particles (atoms or molecules), all of
which are in constant rapid motion that has randomness arising from their many collisions
with each other and with the walls of the container. Kinetic theory explains the macroscopic
properties of gases, such as pressure, temperature, viscosity, thermal conductivity, and vol-
ume, by considering their molecular composition and motion. The theory posits that gas
pressure is due to the impacts, on the walls of a container, of molecules or atoms moving at
different velocities. Kinetic theory defines the temperature in its own way, in contrast to the
thermodynamic definition. All the above clearly indicate that the “world” of kinetics has
various sections. Therefore, the target of this book is wide. Its aim was the detailed analysis
of kinetic theories in many scientific areas of recent research. Kinetic theory is not a unique
term for gases, liquids, and so on. It is a complicated field gathering numerous topics as, for
example, kinetic theory of gases, kinetic theory of liquids and vapors, thermodynamic as-
pects, transportation phenomena, adsorption-kinetic theories, linear and nonlinear kinetic
equations, quantum Kkinetic theory, kinetic theory of nucleation, plasma kinetic theory, and
relativistic kinetic theory. Specialists, researchers, and professors from more than 20 coun-
tries have published in this book their research into the kinetic theories/properties of various
materials suitable for use in the optoelectronic devices, the development of new structures,
and the results of their practical application. We are grateful to all the authors who have
contributed their tremendous expertise to the present book, and we wish to acknowledge
the outstanding support from Mr. Teo Kos, Publishing Process Manger, InTech Open Sci-
ence Croatia, who collaborated tirelessly in crafting this book.

The future of kinetic theories is indeed bright!

Dr. George Z. Kyzas (MSc, PhD) and Prof. Athanasios C. Mitropoulos (MSc, PhD)
Hephaestus Advanced Laboratory

Eastern Macedonia and Thrace Institute of Technology

Kavala, Greece
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Introductory Chapter: Kinetics from Past to Future

George Z. Kyzas and Athanasios C. Mitropoulos
Additional information is available at the end of the chapter
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1. Introduction

The world is governed by motions. The term kinetics is partially originated from the Greek
word “kinisis,” which means motion. How important is motion in our life is easily understood.
But how the kinetic theories have been developed during years? This question can be replied if
some historic points are presented. So, to understand the development of kinetic theories, it is
necessary to briefly give some history points during the analysis of kinetics.

2. The passage of kinetics during the decades

2.1. 19th Century

In 1850, Wilhelmy from Germany considered the rate of reversal of sucrose (hydrolysis into
D-(+)- glucose and D-(—)- fructose within the sight of a corrosive) and observed it to be
corresponding to the centralizations of both the sugar and the corrosive. Fourteen years later
in 1864, two scientists from Norway (Guldberg and Waage) figured their “law of mass activ-
ity” as per which the response “powers” are corresponding to the result of the centralizations
of the reactants: K = [R]"[S]*/([A]® [B]®). In this equation, a, b, r, and s are some stoichiometric
coefficients in the substance condition A + B =R + S. So the rate of the forward response is
corresponding to [A] [BI° and that of the turnaround response is relative to [R]" [S]°.

In 1865, Harcourt and Esson (UK) examined the responses amongst H,O, and Howdy and
amongst KMnO,4 and (COOH),. They composed the relating differential conditions, coordi-
nated them, and decided the fixation versus time connections. They additionally proposed a
condition for the temperature reliance of the response rate, k = A-T.

In 1884, van't Hoff (Netherlands) distributed his “Investigations of compound progression”
(Etudes de dynamique chimique), in which he summed up and additionally built up crafted

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIN
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by Wilhelmy, Harcourt, and Esson. Specifically, he presented the differential technique for
examination. He additionally dissected the temperature reliance of the balance steady (now
called the “van’t Hoff condition”) and of forward and turnaround response rates.

In 1887, Ostwald (Germany; Latvia) presents the expressions “response request” and “half-life”
in his “Lehrbuch der allgemeinen Chemie.” Two years later, Arrhenius (Sweden) additionally
broke down the temperature reliance of response rate, k = A-e ®7, and gave it a “vitality
obstruction” elucidation; this is presently called the “Arrhenius condition.”

2.2. 20th Century

In the twentieth century, there have been huge advancements in the hypothesis of compound
energy (assurance of rate constants and response orders from “first standards”). It is not yet
conceivable, be that as it may, to foresee the motor parameters for true substance forms, and in
reactor outline we should depend on precisely arranged and executed examinations. These
hypothetical (and test) improvements are past the extent of a starting CRE course, with the
exception of:

¢ 1913: Chapman (UK) presented and Bodenstein (Germany) built up the unfaltering state
guess in chain responses, as indicated by which the rate of progress of halfway items is
unimportant.

* 1917: Trautz (Germany) and Lewis (UK) autonomously suggested that the rate of
response is controlled by the recurrence of atomic impacts. This is currently known as
the “impact hypothesis” of substance response energy.

*  1920s: Langmuir (USA) contemplated the energy of surface responses and presented what
is currently known as the “Langmuir isotherm” which was additionally created by Hin-
shelwood (UK) into the “Langmuir-Hinshelwood system” of heterogeneous responses.

*  1934: Rice and Herzfeld (USA) demonstrate that chain responses including free radicals
(whose fixations are resolved utilizing the consistent state estimate) are in charge of the
regularly watched varieties in the request (n = 0.5, n =1, n = 1.5, and so forth) of warm
disintegration of natural mixes, for example, ethane and acetaldehyde.

e 1935: Eyring (USA) built up a measurable treatment called the “hypothesis of supreme
response rates” or “change state hypothesis,” as per which the response happens in two
stages: (an) equilibrated transformation of the reactant(s) into an “initiated complex”; (b)
decay of the mind boggling (which happens at an unmistakable rate).

3. Conclusions

All above clearly indicate that the “world” of kinetics has various sections. Therefore, the
target of this Book should be wide. Its aim was the detailed analysis of kinetic theories in many
scientific areas of recent research. Kinetic theory is not a unique term for gases, liquids etc. It is
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a complicated field gathering numerous topics as for example: kinetic theory of gases; kinetic
theory of liquids, vapors; thermodynamic aspects; transportation phenomena; adsorption-
kinetic theories; linear and nonlinear kinetic equations; quantum kinetic theory; kinetic theory
of nucleation; plasma kinetic theory; and relativistic kinetic theory.

Author details

George Z. Kyzas* and Athanasios C. Mitropoulos
*Address all correspondence to: georgekyzas@gmail.com

Hephaestus Advanced Laboratory, Eastern Macedonia and Thrace Institute of Technology,
Kavala, Greece






Chapter 2

Discrete Boltzmann Modeling of Compressible Flows

Aiguo Xu, Guangcai Zhang and Yudong Zhang

Additional information is available at the end of the chapter

http://dx.doi.org/10.5772/intechopen.70748

Abstract

Mathematically, the typical difference of discrete Boltzmann model (DBM) from the
traditional hydrodynamic one is that the Navier-Stokes (NS) equations are replaced by
a discrete Boltzmann equation. But physically, this replacement has a significant gain: a
DBM is roughly equivalent to a hydrodynamic model supplemented by a coarse-
grained model of the thermodynamic non-equilibrium (TNE) effects, where the hydro-
dynamic model can be and can also be beyond the NS. Via the DBV, it is convenient to
perform simulations on systems with flexible Knudsen number. The observations on
TNE are being obtaining more applications with time.

Keywords: Boltzmann equation, discrete Boltzmann modeling, Navier-Stokes,
compressible flows, non-equilibrium effects

1. Introduction

Generally, compressible flow is frequently referred also to as gas dynamics which is the branch
of fluid mechanics that deals with flows having significant changes in fluid density. That is
because gases, mostly, display such behavior. In fact, all materials are compressible. Besides
liquids, gases and plasmas, to some extent, the plastic solids under strong shock can also be
modeled as compressible flows. Because, in the last case, that the strength of material is
negligibly smaller than that of the shock. Flows with a Mach number less than 0.3 are usually
treated as being incompressible for that the variation of density due to velocity is less than 5%
in that case. The study on compressible flow is relevant to various fields, such as high-speed
aircraft, rocket motors, jet engines, high-speed entry into a planetary atmosphere, gas pipe-
lines, etc. where shock wave and/or detonation play a significant role. In this chapter, the
following several kinds of flows including high Mach number flows with combustion,
multiphase flows with phase separation and complex flows with hydrodynamic instability’

Tt is clear that there exist significant overlaps among those classifications.

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgINEN
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are taken as examples, and all flows are treated uniformly as being compressible. It is hopeful
that the methods and ideas developed in this chapter may be adapted, more or less, to other
kinds of complex flows.

Some common and typical features of these flows are as below: each of them possesses multi-
scale structures and/or kinetic modes. There exist plenty of interfaces inside the system. The
interfaces include material interfaces and mechanical interfaces. Each of them experiences
complicated competitions between behaviors in various spatial-temporal scales. The forcing
and responsive processes inside the system are very complicated. Such a system generally
shows pronounced non-equilibrium behaviors.

1.1. Traditional models

The traditional macroscopic models of compressible flows are generally based on Navier-
Stokes (NS) equations, even Euler equations. The model of Euler equations assumes that the
system is always at its local thermodynamic equilibrium (LTE). The NS model considers the
thermodynamic non-equilibrium (TNE) via the viscous stress and heat flux. The viscous stress
and heat flux compose a set of convenient and effective description of the TNE. But the
description is also quite dense and coarse-grained. Many specific TNE behaviors are invisible
under NS description, even though they are helpful for understanding the specific TNE status.
Besides, since it includes only the first-order term of Knudsen number in the Chapman-Enskog
expansion [1], it is reasonable only when the Knudsen number is very small. It cannot be used
to access deeper TNE behaviors. To access the complicated non-equilibrium behaviors, one
possible solution is to use the molecular dynamics (MD) [2] or direct simulation Monte Carlo
(DSMC) [3]. The MD simulation can help to understand some fundamental mechanisms from
the atomic level. But the spatial and temporal scales it can access are too small to be compara-
ble with experiments. The DSMC simulation has a similar constraint of computational cost.

The NS model is not enough to capture so complex non-equilibrium behaviors while the MD and
DSMC cannot access spatial-temporal scales that are large enough. Under such conditions, a
kinetic approach based on the non-equilibrium statistical mechanics (NESM) [1, 4, 5] is preferable.

1.2. Non-equilibrium statistical mechanics

Statistical mechanics is a branch of theoretical physics. It was developed to study the average
behavior of a mechanical system with uncertain state by using probability theory. Microscopic
mechanical laws do not contain concepts such as temperature, heat, or entropy; however,
statistical mechanics shows how these concepts arise from the natural uncertainty about the
state of a system when that system is prepared in practice. Statistical mechanics provides exact
methods to connect thermodynamic quantities to microscopic behavior.

The NESM is based on mechanics and some necessary assumptions. The concept of macro-
scopic observation and assumption of coarse-grained density are cornerstones. The Liouville
equation [4, 5] is the most fundamental governing equation when without quantum fluctua-
tions. It describes the N-particle system using a partial-differential equation for the probability
density function, f=f(&1, &,, -+, én, 1), in @ 6N-dimensional space,
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f
2 () =0 ®

where m is the particle mass, (;=(g; p;), g; and p; are the coordinate and momentum of the ith
particle, @V(qy, ..., qy) is the interaction potential of all the N particles. By integration over
part of the variables, the Liouville equation can be transformed into a chain of equations,
which is referred to as the Bogoliubov-Born-Green-Kirkwood-Yvon (BBGKY) hierarchy [4],
where the first equation connects the evolution of one-particle probability density function
with the two-particle probability density function, the second equation connects the two-
particle probability density function with the three-particle probability density function, and
generally the Sth equation connects the S-particle probability density function, f,,with the
(S + 1)-particle probability density function, f;.1. Specifically,

of d d N-S[<
ats +; <m'bq,_6ql (q1:-4,) 'api)fs _VJ; (Ve @iss1) - (fos+1)d6(:5+1r 2)

where V is the volume of system, @(qy,...,q,) = <j<s (Di,j(qi,qj) is the total two-particle

interaction potential, @; .1 is the interaction potential between the particle i and particle S+1.

Here

V” = an(C17C27"'7C717t)d6C1"'d6Cn/ (3)
r

and

fs(C1, Gy eny Gy t) = VN JfN(C1,C2,"nCN,f)déCsH'"déCN- 4

When S=N, the above equation recovers to the Liouville equation. For a macroscopic system,
the particle number, N, is in the order of Avogadro constant, 10%. Generally, there is no way to
solve Eq. (1) or Eq. (2).

We need to simplify the model via considering some simpler cases. If considering only the case
where correlations among three and more particles are negligible, the two-particle interaction
is relevant to their distance, and the two-particle distribution function can be written as the
product of two single particle distribution functions, specifically,

), ©)

fz(‘hvpﬁ‘vaz; t) =f (‘717?’1? t) 1(‘12’7’2; t)' (6)

D12(qy,9,) = ‘DLZ(’% —

we obtain the Boltzmann equation [1, 4],

o o
Iro-drad_qry, @)

7



8 Kinetic Theory

with

o0 471

= | [ ¢fi-rh)gododn. ®)

0

Here is the single particle distribution function. Compared with the MD and Liouville equa-
tion, the Boltzmann equation is a much coarse-grained model. The purposes of establishing
Boltzmann equation are to define and calculate the entropy in non-equilibrium state, to derive,
prove, even modify the fundamental hydrodynamic differential equation [5].

1.3. Non-equilibrium statistical mechanics and macroscopic description

All hydrodynamic quantities are some kinds of kinetic moments of the distribution function
and can be expressed as:

1
W=|f v dv, ©)
v-v/2

where the particle mass has been assumed to be 1, W is the vector of macroscopic quantity
composed of density, momentum and energy, W=[p, pu, pE]”. Besides, the total stress o,
viscous stress IT and heat flux q are related to f via

()':Jf (v —u)(v—u)dv=1I+pl, (10)
1= [(F 1) (o - u)(w - o, (11)
and
1 .
1=3 |~ re-wE-0 @ 12)

respectively. Compared with Boltzmann equation, in Navier-Stokes equations,

9 _
TR (pu) =0, (13)
a(g;tu)—kv-(pl—i—puu):—v-ﬂ, (14)
0
5; (PE) + V- [(pE+p)u)] = =V - g+ 1T -u], (15)

where IT1=2/3u(V - )l — u(Vu)" — uVu, g= — xVT, T is the temperature, u and « are the coeffi-
cients of viscosity and heat conductivity, respectively. More details of molecular motions are
neglected and the distribution function f disappears as well. What remained are the conserved



Discrete Boltzmann Modeling of Compressible Flows
http://dx.doi.org/10.5772/intechopen.70748

kinetic moments, density p, momentum (density) pu and energy(density) pE, and a few non-
conserved quantities, momentum fluxes puu and II, energy fluxes pEu and g. The relation
between internal energy pT and pressure p is given by the equation of state. In Euler equations,
the viscous stress IT and heat flux g are further neglected.

From molecular dynamics to Boltzmann equation, to Navier-Stokes, and further to Euler
equations, in each step, the description becomes coarse-grained, and the contained physical
information becomes less [6]. The switching of model in each step corresponds to the state of
system under consideration gets closer to its thermodynamic equilibrium, the behavior is
simpler, consequently the system can be described by fewer physical variables. For a given
non-equilibrium system, the switching of model in each step corresponds to the spatial-
temporal scale that we use to observe the system becomes larger, consequently more smaller
structures and quicker kinetic modes are invisible. What obtained are the remaining larger
structures and slower kinetic modes. Based on Boltzmann equation, the most relevant TNE
effects accompanying the hydrodynamic behaviors can be studied, in addition to the general
hydrodynamic behaviors described by the hydrodynamic model.

2. Discrete Boltzmann theory

2.1. Discrete Boltzmann modeling

From Boltzmann equation to DBM, two steps of coarse-grained physical modelings are
needed. The principle for coarse-grained modeling is that the physical quantities used to
measure the system must keep the same values after simplification.

Step 1: Linearization of the collision term

Even though, compared with MD or Liouville equation, Boltzmann equation is a much coarse-
grained model, its collision term is still too complicated to be solved in most practical cases.
The simplest way to simplify is to introduce a local equilibrium velocity distribution function,
£, and write the collision term into the following linear form,

) ) 9 1
R L (16)

The physical meaning of the linearized collision model is thus: collisions of molecules result in
that f approaches to thermodynamic equilibrium /7 and the relaxation time is controlled by the
parameter 7. If we do not aim to measure the system using the specific values of f, but using
only some of its kinetic moments, then only if these kinetic moments keep invariable after the
simplification, that will be OK. The linearization of the collision term requires

j 7%(f Wiy — JQ(f, Wi, (17)

where W=[1, v, vv, vvy, ---]T contributes the kinetic moments used to measure the system. The
specific form of /7 depends on the terms that W takes. According to the specific form of ¥ or
£, the linearized collision model may be referred to as the Bhatnagar-Gross-Krook (BGK)
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model [7-10], ellipsoidal statistical BGK model [11], Shakhov model (for monatomic gas) [12],
Rykov model (for diatomic gas) [13], Liu model [14], etc. When only the mass, momentum and
energy conservation laws are kept, /¥ takes the simplest form, the Maxwellian. This is the so-
called BGK model. Due to its simplicity, the BGK model is most extensively used.

It should be note that the Single-Relaxation-Time model works when all the kinetic modes
approaching to thermodynamic equilibrium share more or less the same relaxation time. For
more complicated cases where the relaxation times of different kinetic modes approaching to
thermodynamic equilibrium are significantly different, the multiple-relaxation-time (MRT)
collision model is needed [15].

Step 2. Discretization of the particle velocity space

We first consider the case without the force term. The discrete Boltzmann equation reads,

o i 1 “q
o g = 7 i f), (18)

where i is the index of discrete velocity. Since the common schemes for discretizing the space
and time do not work for discretizing the particle velocity space. To find an effective means to
discretize the particle velocity space, we go back to consider what we really need. Here, we do
not aim to describe the system using specific values of the discrete distribution function f;, but
its kinetic moments. So, only if these kinetic moments, originally in integral form, can be
equally calculated in summation form, that will be acceptable. Specifically,

IR WAL (19)

where the left hand side gives the kinetic moments of f needed to describe the system and v; at
the right hand side is the discrete particle velocity. According to the Chapman-Enskog analy-
sis, a kinetic moment of f can be finally calculated via an appropriate kinetic moment of f*.
Therefore the requirement of Eq. (18) can be further written as

[ w0 = S (@) (20)

where the left hand side gives the kinetic moments of f* being involved in the process of
constructing DBM. The requirement of Eq. (20) can be rewritten as a matrix equation,

~el

fl=m. (21)

whereffq = [ffkeq} IR, M= [mk,-],j?zq is the kth kinetic moment of f. The elements, my;, are

determined by the discrete velocities. That is to say, the discrete velocities should be chosen in
such a way that the requirement of Eq. (20) is satisfied. Under such a constraint, the
discretization of particle velocity space is flexible. In fact, M can also be non-squared rectangular
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matrix. The choice of discretization scheme depends on the compromise between the numerical
cost, stability and physical gain (such as physical symmetry).

Via the same idea, it is straight forward to formulate MRT-DBM. To ensure the relaxation times
have clear physical meanings, in the MRT-DBM, the collision term is first calculated in the
kinetic moment space, and then transformed back to the discrete velocity space. To ensure
DBM describe reasonable flow behaviors, a correction term is needed [15].

According to the Chapman-Enskog analysis, to access system which is deeper into thermody-
namic non-equilibrium, higher order terms in Knudsen number should be considered. As a
result, the requirement of f in Eq. (19) will lead to more kinetic moment relations of f7 in
Eq. (20). Consequently, more discrete velocities are needed. For the case with inter-particle
force, one should generally first finish the derivative calculation of f with respect to v, and then
perform the discretization of particle velocity space.

2.2. Non-equilibrium: definition and measuring

Once the concept of equilibrium is defined, the concept of non-equilibrium is clear. In classical
mechanics, a particle is in mechanical equilibrium if the net force on that particle is zero. By
extension, a physical system made up of many parts is in mechanical equilibrium if the net
force on each of its individual parts is zero. In addition to defining mechanical equilibrium in
terms of force, there are many alternative definitions for mechanical equilibrium which are all
mathematically equivalent. In terms of momentum, a system is in equilibrium if the momen-
tum of its parts is all constant. In terms of velocity, the system is in equilibrium if velocity is
constant. In a rotational mechanical equilibrium, the angular momentum of the object is
conserved and the net torque is zero. More generally in conservative systems, equilibrium is
established at a point in configuration space where the gradient of the potential energy with
respect to the generalized coordinates is zero. Similarly, a fluid system is in fluid mechanical
equilibrium or hydrodynamic equilibrium if the net force on each of its ‘fluid particles” (small
fluid elements) is zero and without temperature gradient around the ‘fluid particle’.

For ideal gas system, in thermodynamic equilibrium there are no net macroscopic flows of
matter or energy either within a system or between systems. In non-equilibrium systems, by
contrast, there are net flows of matter or energy. Global thermodynamic equilibrium means
that the relevant intensive parameters are homogeneous throughout the whole system, while
local thermodynamic equilibrium means that those intensive parameters are varying in space
and time, but are varying so slowly that, for any point, one can assume thermodynamic
equilibrium in some neighborhood about that point. Rarefied gases at ordinary temperatures
behave very nearly like ideal gas and the Maxwell speed distribution is an excellent approxi-
mation for such gases. Thus, it forms the basis of the kinetic theory of gases.

It is evident that Euler equations are used to investigate fluid flows which are at local thermo-
dynamic equilibrium but mechanical non-equilibrium, while NS, Burnett and Super-Burnett
equations are used to investigate fluid flows which are at mechanical and thermodynamic
non-equilibrium. Only when all kinds of kinetic moments of (f— f*7) are zero, the system is at
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thermodynamic equilibrium. hydrodynamic non-equilibrium (HNE) drives the evolution of f
and results in viscous stress and heat flux.

In many practical cases, it is neither necessary to know all the details of fnor necessary to know
all the kinetic moments of (f— f*/).Therefore, one can (i) care only the main feature of f,
specifically, neglect the high order terms of Knudsen number, (ii) care only the kinetic
moments of (f— ) which are most relevant to the macroscopic behaviors under consideration,
specifically, those involved in constructing the discrete Boltzmann model.

A centrally important motivation of DBM is to check, measure and analyze the non-
equilibrium state and effects [6, 16-18]. The DBM presents two sets of measures for the TNE.
One set is dynamically from the difference of the kinetic moments of f and f*7,

Ay = My (f) — My, (F7), (22)

where M,,(f) is the mth rank moment of velocity tensor of f, A}, can be obtained when M,,(f) is
the mth rank central moment. The other set includes the viscous stress and heat flux. The former
describes the specific TNE status, while the latter describes the influence of those TNE to the
macroscopic control equations. The former is local, while the latter is non-local. The former is
finer, while the latter is coarser. At each step of DBM simulation, both the f and f* are calcu-
lated. Therefore, the TNE effects are naturally included in each step. The captured TNE effects
are just those being most relevant to the macroscopic flow behaviors under consideration.

Entropy production is a highly concerned quantity in both physics and engineering studies.
From the physics side, it is helpful for understanding the complex non-equilibrium behaviors.
From the engineering side, a process with lower entropy production may have higher energy
transformation efficiency. Following the way of defining entropy equilibrium equation in the
non-equilibrium thermodynamics, a new entropy equilibrium equation can be obtained as
follows [19],

0s

5=V I+o (23)
where s is the entropy density,

1 *

Jo = su+ A5, (24)

and
s gl 1 Q
a:A3,1~VT—TA2:Vu+pTF(A) (25)

are the entropy flux and entropy production rate, respectively. F(A) = A is a rate function
describing the process of chemical reaction occurring in the system, where A is defined as the
ratio of the product density to the overall density. From Eq. (24) one can find that the entropy
production results from three kinds of resources, the non-organized energy flux (NOEF),
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non-organized momentum flux (NOMF), and chemical reaction. From the relation, one can
study the various mechanisms resulting in increase of entropy and their relative importance [19].

The TNE behaviors are very complex and difficult to quantitatively investigate. Finding a
convenient and efficient method to characterize the TNE status and effects is the corner stone,
DBM presents such a potential approach [16-25].

2.3. DBM versus CFD

The traditional CFD needs to first know the exact form of the hydrodynamic equations, then
design numerical algorithm according to the properties of those equations. The DBM is a
coarse-grained model derived from the Boltzmann equation. In principle, it can be formulated
and applied to simulate flows without knowing the exact form of the hydrodynamic equa-
tions, only if necessary kinetic moments of /7 are followed. From the perspective of physical
application, a DBM is roughly equivalent to a hydrodynamic model supplemented by a
coarse-grained model of TNE. Via the DBV, it is easy to perform multi-scale simulations in a
wide range of Knudsen number.

3. Applications

3.1. Combustion system

Combustion has long been playing a dominant role in the transportation and power genera-
tion. To improve combustion efficiency and decrease pollution, in recent years, some new
combustion concepts have been proposed. For example, pulsed detonation engine, spinning
detonation engine, microscale combustion, nanopropellent, partially premixed and stratified
combustion, plasma-assistant combustion, cool flames, etc. All these new combustion concepts
involve complicated non-equilibrium chemical and transport processes [26].

The chemical reaction process is very complex and may include varieties of reaction mecha-
nism. So far, most of the chemical reaction kinetic models are phenomenological. As the first
step, we consider only the simplified form of Lee-Tarver chemical reaction rate law [21].
Considering the thermal initiation, the reaction kinetic is described by

d/\{a(l—)\)+b(1—/\))\, T>Ty and 0<A<1 6)

dt o0, else,

where a and b are constants, A is the concentration of the product and works as the reaction
process parameter, Ty, is the temperature threshold for chemical reaction. Consider the case
where the chemical reaction is slow enough compared with the kinetic process of approaching
thermodynamic equilibrium, so we can treat f as f*7 during the reaction process. The evolution
equation of single-relaxation-time DBM for combustion reads

afi afl _ 1 kel
g“’ma—m——;(fﬁfﬁ ), (27)
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where £ = f{"(p,u, T+ (y — 1)TQF(A)) is the local equilibrium distribution function taking
into account chemical reaction effect. Q is the amount of heat released by the chemical reactant
per unit mass. If the relaxation times of different kinetic modes approaching to thermody-
namic equilibrium are significantly different, one needs the MRT model [22]. Some observa-
tions brought by DBM are as below.

Non-equilibrium quantities defined in Eq. (22) are used to study a simple case of detonation
[21]. For the case of CJ detonation shown in Figure 1(a), the corresponding non-equilibrium
quantities, A; and A3, are shown in Figure 1(b) and (c), respectively. Interestingly, at the
position of von Neumann pressure peak, the system is not far from but is nearly in its
thermodynamic equilibrium. The internal energies in two degrees of freedom deviate from
their mean value in opposite direction with the same amplitude. The internal energy in each
degree of freedom deviates from the mean value in opposite direction before and after the von
Neumann pressure peak. The amplitude in front of the von Neumann pressure peak is larger.
The physical reasons are as follows. The mechanical non-equilibrium is the driving force for
TNE. When a strong shock comes, the density, temperature and flow velocity increases
abruptly so that the system does not have enough time to relax to its thermodynamic equilib-
rium. With decrease of the gradients of density, temperature and flow velocity, the system gets
relatively more time for thermodynamic relaxation. At the position of von Neumann pressure
peak, the system has been close to its thermodynamic equilibrium. After the von Neumann
pressure peak, the density and flow velocity decrease quickly so that the system does not have
enough time for thermodynamic relaxation again. The total deriving force for TNE in front of
the von Neumann pressure peak is larger than behind.
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Figure 1. Profiles of physical quantities for CJ detonation. (a) The density p, pressure P, temperature T, x-component of
velocity u, and the reaction process A. (b) and (c) The non-equilibrium quantities A5 and A3, respectively (see Ref. [21] for
more details).
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Figure 2 gives the pressure P and corresponding non-equilibrium quantity 4, ., at a certain
time [22]. From Figure 2(a)—(c), the relaxation time, 1/R;, decreases by 10 times in each case so
that the detonation wave changes from unsteady to steady. In Figure 2(d)—(f), the shaded area,
enclosed by the curve 4, ., and the x-axis, presents a rough description on the global TNE
effect around the detonation wave. It is clear that the viscosity (and/or heat conductivity)
decreases the local TNE while increases the global TNE around the detonation wave.

Figure 3 shows some numerical results aiming to investigate the main mechanisms resulting in
entropy increase and their relative importance in the combustion system [19]. It is clear that, in
the checked cases, the most pronounced contribution to entropy increase is from the chemical
reaction, Ascyea, the lest contribution is from the non-organized energy flux, Asyoer the
contribution of non-organized momentum flux, Asyoump is in between. With the increasing of
Mach number, the entropy production caused by non-organized momentum flux becomes
more remarkable.

3.2. Multiphase flow with phase separation

Phase separation is an important branch in the field of multiphase flows. It is also a kind of
non-equilibrium phase transition. The key step for modeling phase separation is to incorporate
the non-ideal gas effects into the discrete Boltzmann equation. Enskog equation can be
regarded as an extension of Boltzmann equation under the hard-ball molecule model [1].
Although the specific treatments may be different, the aims are the same. Those are all to
replace the equation of state of ideal gas with a more practical one.
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Figure 2. Profiles of physical quantities for different relaxation times. (a)-(c) The pressure P. (d)—(f) The corresponding
non-equilibrium quantities A, ,, (from Ref. [22] with permission).
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Figure 3. Mechanisms for global entropy production in four cases (from Ref. [19] with permission).

In 2007 Gonnella, Lamura, and Sofonea (GLS) [27] introduced an appropriate inter-particle
interaction to the Watari’s model [28] to describe van der Waals fluids. The evolution equation
of GLS model reads:

o o 1
a; + Ukia arl; = - ; (fki - ]i?) + Iki/ (28)

where the external force term I; takes the following form:

Ii=—|A+ Ba(vkia - ua) + (C + Cq) (Ukia - ua)z} Z’z (29)

In a recent work [20], the GLS model was further developed to be a kinetic model which can be
used to access both the hydrodynamic non-equilibrium and the thermodynamic non-
equilibrium. To roughly and averagely estimate the derivation amplitude from the thermody-
namic equilibrium, a TNE strength can be defined as

D= \/A7 + 47 + 47 + 4%, (30)

Figure 4 shows that the maximum value point can work as a physical criterion to discriminate
the two stages, spinodal decomposition and domain growth, of phase separation. The TNE
strength increases with time in the first stage while decreases with time in the second stage.
More details are referred to the original publication [20].

3.3. Rayleigh-Taylor interfacial instability

Rayleigh-Taylor instability (RTI) occurs at the interface between two fluids with different
densities. The compressible RTI system can be described by [23, 24]
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Figure 4. Evolutions of the boundary length L and the TNE strength D for the phase separation process (see Ref. [20] for
more details).

__l’_vla_

afi afz aa(via - ua) eq 1 e
o Ty, T — i =i~ f) (31)

where 4, is the acceleration due to external force.

Generally, the depth of the mixing layer is an important parameter to measure the evolution of
RTI. For incompressible RTI, the measurement is readily performed by tracing the constant
density. However, for the compressible case, how to measure the mixing layer remains a
thorny problem. Here we present two independent interface-tracking methods. One is by
tracking the mean temperature of the upper and bottom fluids while the other is by tracking
the maximum values of TNE characteristic quantities, such as A3, ,.. The latter method is based

on the fact that A3, , takes its maximum value at the position of the interface along the y
direction of the spike and bubble. The perturbation amplitudes developing with time obtained
by the two methods are shown in Figure 5. The good agreement shows that the two
approaches validate each other and the local TNE, A3, ,, can be used to track interfaces in

numerical experiments.

3.4. Compressible flows under shock

Figure 6 shows the profiles of physical quantities in the process where the shock wave passes
outwards from the heavy medium to the light one. Figure 6(a) and (b) are for the case without
and with initial perturbations at the interface, respectively. From left to right, one can find three
kind of interfaces, the rarefaction wave, material interface and shock wave, which are indi-
cated by dashed lines [25].

17
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Figure 5. The perturbation amplitudes developing with time obtained by two different tracking approaches (see Ref. [23]
for more details).
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Figure 6. Profiles of physical quantities in the process of shock wave passing outwards from the heavy medium to the
light one. (a) Without initial perturbations at the interface. (b) With initial sinusoidal perturbation at the interface (from
Ref. [25] with permission).

According to the TNE information, the main feature of actual particle velocity distribution
function can be qualitatively recovered. Figure 7 shows an example, where the interface is not
perturbed initially. The details are referred to Ref. [25]. DBM simulations [25] show that the
shear stress exists only for the oblique shocking. As a consistent correspondence, MD results
[29] show that fluctuating shear stresses exist if observed in a scale with a few angstroms,
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while their mean value becomes negligibly small when being averaged over a scale with
several hundred angstroms.

A comparison of the DBM results and those of the MD is shown in Figure 8. Figure 8(a) and (b)
shows the DBM results for the cases where the interface is not and is perturbed initially,
respectively. Figure 8(c) shows the shear stresses from MD simulation. Since the MD uses
particle description, the existence of locally fluctuating shear stress corresponds to the obser-
vation in the case with perturbed interface; the observation that mean value of shear stresses
becomes negligibly small in a much larger scale roughly correspond to the case with non-
perturbed interface for the DBM simulations.

3.5. Shock wave in plasma

Figure 9 shows an example for that the TNE effects can be used to physically discriminate shock
wave in plasma from those in common fluid. From the first two rows, the two TNE quantities, A}
and A} ,, show quite similar behaviors around shock wave and/or detonation wave in common
fluid, even though they two have different physical meanings. However, the two quantities show
qualitative difference around shock wave in plasma [30].

(%) (v.,%)

Figure 7. Sketches of the actual distribution functions in velocity space (v, vg). Panels (a)-(c) show the recovered
distribution functions at the rarefaction wave, the material interface, and the shock wave, respectively (from Ref. [25]
with permission).
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Figure 8. Shear stress within shock wave. (a) DBM results for the case without initial interface perturbation. (b) DBM
results for the case with initial interface perturbation. (c) MD results (figures (a) and (b) are from Ref. [25] with permission,
figure (c) is from Ref. [29] with permission).
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Figure 9. TNE characteristics of three types of shock waves. The three rows, from top to bottom, correspond to pure
shock wave (see Ref. [25] for more details), shock wave with chemical reaction (detonation) (see Ref. [21] for more details),
and shock wave in plasma (see Ref. [30] for more details). The profiles on the left column show the values of A3 around the
wave fronts while the profiles on the right column show the values of 4 ,.

4. Summary

Understanding compressible flows need more time. DBM presents a convenient way to model
and simulate systems with trans-scale Knudsen number. Mathematically, the only difference of
discrete Boltzmann from the traditional hydrodynamic modeling is that the NS equations are
replaced by a discrete Boltzmann equation. But physically, this replacement has a significant
gain: a DBM is roughly equivalent to a hydrodynamic model supplemented by a coarse-
grained model of the TNE, where the hydrodynamic model can be and can also beyond the
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NS. The TNE provided by DBM has been used to investigate non-equilibrium effect during
detonation process, to discriminate different stages of phase separation, to recover actual
particle velocity distribution function qualitatively, to track the interfaces of different fluid,
and to discriminate shock wave in plasma from those in common fluid. More use of those TNE
quantities are further being discovered with the deeper investigation of the compressible and
complex flows.
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Abstract

Plasmas exhibit a vast variety of waves and oscillations in which moving charged
particle produce fields which ultimately give rise to particle motion. These wave-particle
effects are used in the acceleration heating methods of plasma particles, and in wave
generation as well. Plasmas are often manipulated with EM waves, e.g., Alfvén waves
are long-wavelength modes (drift-waves) where fluid theory is most reliable, while for
short wavelength modes (e.g., Kinetic Alfvén waves), collisionless effects becomes
important. In this chapter, the properties of kinetic Alfvén waves are aimed to study by
employing two potential theory by taking particle streaming and Weibel instability with
temperature anisotropy in a Lorentzian plasma.

Keywords: KAWs, Lorentzian distribution, streaming and temperature anisotropy,
dusty plasma

1. Introduction

This chapter addresses one of the intriguing topics of Astrophysics—the existence of kinetic
Alfvén wave (KAW) and the important consequences for astrophysical and space science to
explore and investigate the new avenues. Due to the fact that KAWs have non-zero electric
field E; which is parallel to background magnetic field and possess anisotropic polarized and
spatial structures which contribute to particle energization. It is an interesting mechanism that
KAWs can accelerate the field-aligned charged particles and has been applied in the dissipa-
tion of solar wind turbulence, the acceleration, and heating of charged particles in both the
filed-aligned and perpendicular directions and is anticipated to play a vital role in the particle
energization in laboratory, space and astrophysical plasma. The progress reported here would
have immense impact and hence a small step in particular direction.

The solar wind plasma is hot and weakly collisional, existing in a state far from thermal
equilibrium [1] as observed in situ in the solar wind through its nonthermal characteristics of

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIN



26 Kinetic Theory

velocity distribution function (VDF). The electron VDFs measured at 1 AU have been used as
boundary condition to determine the VDFs at different altitudes. It has been confirmed that for
several solar radii, the suprathermal population of particles is present in the corona [2]. For low
collision rates in such plasmas, the particles can develop temperature anisotropy and the VDFs
become slanted and build up high energy tails and heat fluxes along the magnetic field
direction especially in fast winds and energetic interplanetary shocks. Various processes in a
collisionless solar wind plasma lead to the development of particle temperature anisotropy to
generate plasma instabilities which are often kinetic in nature. The free energy sources associ-
ated with the deviation from the thermodynamical equilibrium distribution function could
also excite plasma waves [3-11].

In general, the study of plasma waves and micro-instabilities in the solar wind shows that
proton VDFs are prone to anisotropic instability and originate to be stable or marginally stable.
Marsch [12] has discussed four significant electrostatic and electromagnetic wave modes and
free energy sources to make them unstable. For example, the electrostatic ion acoustic wave
may be destabilized by the ion beams and electrons and electron heat flux, [13] the electro-
magnetic ion Alfvén-cyclotron wave needs proton beam and temperature anisotropy,
magnetosonic wave requires proton beam and ion differential streaming and whistler-mode
and lower-hybrid wave [14] unstable solutions. Among several electromagnetic instabilities,
the kinetic Alfvén wave instability is the most important one.

The satellite missions in space and astrophysical plasmas have confirmed the presence of non-
Maxwellian high energy and velocity tails in the particle distribution function and found in the
magnetosphere of Saturn, Mercury, Uranus and Earth [2, 15-17]. The non-Maxwellian distribu-
tion of charged particles has been observed to give a better fit to the thermal and superthermal
part by employing kappa distribution, since it fits both thermal and suprathermal parts in the
energy velocity spectra.

The subject area of this chapter involves the basic research of space plasma physics and in
particular, focuses the investigations of electrostatic and electromagnetic waves in a multi-
component dusty (complex) Maxwellian and non-Maxwellian plasmas. In the last few years,
various power-law distribution functions (in velocity space), i.e., kappa and (r,q) have been
used to investigate collective phenomena and associated instabilities, such as dust-acoustic
waves, kinetic Alfvén waves, Weibel instabilities, dust charging processes (in linear and
nonlinear regimes) in space and astrophysical situations for better fitting the observational
data in comparison to Maxwell distribution. These distributions have relevance to space
plasmas containing solar wind, interstellar medium, ionosphere, magnetosphere, auroral
zones, mesosphere, lower thermosphere, etc.

When the intense radiations interact with plasmas, it ends up with many applications like
instabilities, inertial confinement fusion [18], and pulsar emissions [19]. These instabilities
further generate turbulent electromagnetic fields in plasma regimes. We can characterize
instabilities as electrostatic as well as electromagnetic according to the conditions provided by
nature [20]. In this chapter, we shall also discuss electromagnetic instability called Weibel
instability in a Lorentzian plasma. The free energy source available for Weibel instability is
temperature anisotropy and can be developed in magnetically confined and magnetic free
plasma environment as well. First time Weibel [21] came up with the calculations of impulsive
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growing transverse waves with anisotropic velocity distribution function in 1958. This instability
developed when the electrons in the fluctuating magnetic field generates momentum flux, this
flux sequentially effects velocity < v > (and ultimately current density < J >) as to increase the
fluctuating field [22]. The property of Weibel instability is that it is different from normal
resonant wave-particle instabilities because it depends on effects in bulk plasma without any
resonant particle contributions [23]. The particle distribution functions in kinetic model ade-
quately describe a physical phenomenon in terms of time and phase space configurations
providing more information to investigate plasma waves, instabilities, plasma equilibrium,
Landau damping phenomena, etc. In this chapter, we shall review the kinetic/Inertial Alfvén
waves and instabilities, the effects of dust grain charging as well as field aligned/cross field
currents, streaming velocity and the non-Maxwellian power-law distribution and its effect on
various electromagnetic modes. We intend to show that the presence of dust grains introduces a
new cutoff frequency (g, which is associated with the motion of mobile charged particles.
Moreover, an interesting feature is to show that the employed model inhibits the temperature
anisotropy and supports the velocity anisotropy. Further, we shall calculate the linear dispersion
relation for Weibel instability in Lorentzian plasma (By = 0, By # 0) by using linearized, nonrel-
ativistic Vlasov equation. We shall solve Z; () by assuming a < 1 ora > 1 for x = 3,5,7.

2. Model and methodology

In long-wavelength modes the fluid theory is most reliable, while for short wavelength modes
(like KAWs), collisionless effects are important, for example, Landau damping due to finite ion
Larmor radius explains observed damping rate and in dusty plasmas and charge fluctuations.
Kinetic Alfvén waves (KAWs) are small scale dispersive Alfvén waves (AWs) which plays a
significant role in particle acceleration and plasma heating. A coupling mechanism between
small-scale KAWs and large-scale AWs in the presence of superthermal particles has been
discussed which in turns giving rise to the excitation of KAWS in a solar/stellar wind plasma
have been studied in the past. In this chapter, we intend to show the relationship between the
growth rates of excited anisotropic KAWs and perpendicular wavelength by taking charge
fluctuation and Landau damping variations into account. Moreover, when the perpendicular
component of the wavelength, when comparable to the ion gyroradius, a magnetic field aligned
electric field plays a significant role in the plasma acceleration/heating. Utilizing a two potential
theory along with kinetic description, the properties of kinetic Alfvén waves are aimed to inves-
tigate different modes in low beta plasmas by incorporating the streaming effects. We present
overview of electromagnetic KAW streaming instability in a collisionless dusty magnetoplasma,
whose constituents are the electrons, ions and negatively charged dust particles. The interaction
between monochromatic electron/ion beam with plasma is also discussed under various condi-
tions. Further, to calculate the linear dispersion relation for Weibel instability in unmagnetized
Lorentzian plasma, we shall employ linearized, nonrelativistic Vlasov equation.

2.1. Two potential theory

In a low beta plasma, § < 1, the electric field can be described by two potential theory or fields
expressing the electromagnetic perturbations with shear perturbations only in the magnetic

27



28 Kinetic Theory

field. We may neglect the electromagnetic wave compression along the direction of magnetic
field (Bi; = 0), which leads to the coupling of Alfvén-acoustic mode. Thus, we adopt a two
potential theory which represents both the transverse and parallel components of the electric
field as E; = —V.¢ and E; = —0/9dz, with ¢ # ¢ [23]. We shall also consider the charge on
the dust grain which may fluctuate according to the plasma conditions. At equilibrium, the
charge neutrality imposes the condition 1, — nip + Zgongp = 0, where n(njp) is the electron
(ion) number density and Z is the equilibrium dust charging state.

The linearized Poisson and Maxwell equations in terms of parallel and perpendicular opera-
tors can be expressed as

1
Vip+oy = o (e1 + Zaohar + ngoZa1 — nin), (1)

and
V(@ =) = e (Jarz + iz + Jn2), )

where ¢ (1) is the permittivity (permeability) of the free space and Jj1- represents the field
aligned current density for jth species (j = e for electrons, i for ions and d for dust grains). In
obtaining Eq. (2), we have ignored the factor V, V,E, — V2E, . The main idea is to decouple the
compressional Alfvén mode under the assumption (V x E), = —(0B/0t), =0, i.e., to highlight
bending of line of force and minimize any change in field strength due to wave compression.
Moreover, (V x E), engross only E; and the least restrictive assumption for (V x E), to vanish
is E; = —V1¢ in which the perpendicular electric field E, is electrostatic, leaving an incom-
pressible mode. When ¢ = 1, the twist of the magnetic field lines vanishes, therefore, the
incompressible shear modes have V.u; =0 =By, and E; = -V, ¢.

q
(at+V'V)fj1+

j _
E(E +vxB).Vy f=0, 3)

qjkz¢ of 0

mj(w — k.v;) dv.”

f 1= @)

where f, is the equilibrium distribution function. The dynamics of cold and magnetized dust

is governed by set of fluid equations, i.e.,
Z
s = 2B 4 Vi X w )
my
and
oy + div(ngVyq) =0 (6)

2.2. Number density and current density perturbations

Here, we may define the number density and current density as
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ny =y Jfﬂdv, j=e1id
@)
Jin = qno Jvfjldvl

3. Dispersion and damping of kinetic Alfvén waves (KAW)

Kinetic Alfvén waves (KAWs) are small scale dispersive Alfvén waves (AWs) which plays a
significant role in particle acceleration, turbulence, wave particle interaction and plasma heating.
Kinetic processes prevail in the regimes where plasma is dilute, multi-component, and non-
uniform. A coupling mechanism between small-scale KAWs and large-scale AWs with
superthermal plasma species which in turns gives rise to the excitation of KAWS in a solar/stellar
wind plasma has proved dispersive Alfvén waves responsible for the solar wind turbulence
especially when the turbulence cascade of these electromagnetic waves transfer from larger to
smaller scale as compared to proton gyro radius. Moreover, from spacecraft observations in
ionospheric plasma, it is evident that Alfvénic Poynting flux is responsible to transfer the energy
for particle acceleration. All the energized auroral particles accelerate in ionosphere, initiate Joule
heating phenomenon and stream out into the magnetosphere [25-28].

There are number of studies to show the relationship between the growth rates of excited
anisotropic KAWs and perpendicular wavelength by taking charge fluctuation and Landau
damping variations into account. Moreover, the perpendicular component of wavelength,
when comparable to ion gyroradius, a magnetic field aligned electric field plays a significant
role in plasma acceleration/heating.

One of the important features in astrophysical plasma is the transportation of electromagnetic
energy through the wave interaction with thermal plasma ions [29-31]. The KAW plays a vital
role to transfer the wave energy through Landau damping (when thermal electrons travel
along the magnetic field lines), which is regarded as collisionless damping of low-frequency
waves and during this process the particles gain kinetic energy from the wave. This process
can only happen when the distribution function has a negative slope which results in the
heating of plasmas or acceleration of electrons along the magnetic field direction [24]. Recent
studies also suggest the impact of non-Maxwellian distribution functions on the dynamics of
solar wind and auroral plasma [32]. This study shows that the plateau formation in the parallel
electron distribution functions minimize the Landau damping rate significantly.

In this chapter, the properties of kinetic Alfvén waves would be discussed by employing two
potential theory, Maxwell equations and Vlasov model to study different plasma modes and
by taking streaming of charged particles along and across the field direction in a Maxwellian
and Lorentzian plasma.

3.1. Kinetic Alfvén waves in Maxwellian plasma

The propagation of kinetic Alfvén waves in a dusty plasma with finite Larmor radius effects
will be discussed using a fluid-kinetic formulation by taking charge variations of dust

29



30 Kinetic Theory

particles. The coupling of Alfvén-acoustic mode results in the formations of kinetic Alfvén
wave which would be discussed in forth coming subsections. In a magnetized plasma, we shall
consider the electrons are thermal and strongly magnetized obeying an equilibrium Maxwel-
lian distribution, while ions are hot and magnetized so that finite Larmor radius can be taken
into account. For ions, we may employ Vlasov equation by utilizing guiding center approach
to obtain the perturbed distribution function for an electromagnetic wave when the electric
field and the wave vector k lie in the xz plane and, By = (0,0, By), k = (k,0,k;),

= < lOe) ZZ ki:g n_Qkf exp (i(n — 1)0)], <km>h <kw+>f,.0, (8)

where |, is the Bessel function of first kind, having order # and f, is the equilibrium distribu-
tion function. On using Eq. (7), we obtain the modified number and current densities for hot
and magnetized ions and thermal electrons, i.e.,

iy = — kj”:jj > Z ot (1 + EnZ(Ein)) + Q9 Z(E3)|In(8:)e™, 9)
nje? _9
]ilz = Tk [(1 + Einz(éin))(kzvtiginlp + nQCi(P)]In(Si)e Y (10)
and
ma = S0P+ EZ(E), (11)
]el - emr:em]b ée (5.?)/ (12)

where I, is the modified Bessel function with argument 9;, =k lvﬁ-/g /2Qi . and Z(&;,) is the

usual dispersion function for a Maxwellian plasma with &;, = (v — nQ;)/k,v; and 7 is the
derivative of Z with respect to its argument.

The dust component is considered to be cold and unmagnetized such that w << wy;
k,vse >> w and kv << w, therefore, we use hydrodynamical model with momentum balance
equation and continuity equation For cold and unmagnetized dust and thus we obtain

na = ”dOZd‘)e “ R+ Ky, (13)
and
2
Jae ="y, 1)

To find the relation between ¢ and ¢, the expressions of 1,1, n;; and ny; are used into Eq. (1)
and J;1,, J.1,, and J;, into Eq. (2) to obtain the following coupled equations:
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Ap +Bip =0,
¢ +BY 15)
Cp+Dy =0,
The coefficients in Eq. (15) are given by
ki F; 3
A= 2 (1 —ZS,),
B=Ay:— (lgzwgd) Ja?,
(16)
C =k,
12a?
D= kZSJ_,
k: A%)e

where Fi = o2 /w2, o =w? = Q€1 = @3y + Ak, and Ofy,; = 2,/F;. The solution of

homogeneous Eq. (15) in the form of a biquadratic equation, i.e.,

pa* +Qw?* +R=0 (17)
where,
:26";273
P ko2’
2072 k0% 3
pd ~2 zY Ai
=2k — ke — 1+29;), (18)
Q ko2 iR T < 4 ’)

3
R = Qfykec1 + K30, (1 +21 si)

where V4; = cw;/wp; is the Alfvén velocity of ions. The solution of biquadratic equation in the
form of kinetic Alfvén wave is as follows,

2 2 2
™ = Qi + KBV

3 / €]
1+ {4+TA,C2ki}S,,] (19)

where, T' = % and A; = nj/ne This shows the dispersion relation of kinetic Alfvén waves in
1

the presence of mobile dust that are the extension of shear Alfvén waves in the range of small
perpendicular wavelength. The first term on the R. H. S appears due to dust dynamics, i.e., a
new cut off frequency due to the hybrid dynamics of cold dust and magnetized ions which
provides a limit to the propagation of electromagnetic wave. In a dustless plasma, i.e., w,s = 0,
we obtain usual dispersion relation in electron-ion plasma. Expressing w in terms of real and
imaginary part, ® = w, + iy, with w, >>y, we either obtain growth or damping of KAW
satisfying the condition, w/k, = v4 <v, through wave particle interactions [33, 34]. In a dusty
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plasma with dust charge fluctuation effect, the main mechanism of wave damping is associ-
ated with dust charge fluctuation effects as compared to Landau damping [34]. It is a well-
known fact that if the particle thermal velocity exceeds the Alfvén velocity, then the particles
interact with Alfvén wave as the result of wave particle interaction/resonance, the linear
Landau damping prevails. In a dusty plasma, the massive dust grains move slowly as com-
pared to Alfvén velocity, therefore they may interact with Alfvén wave through linear Landau
damping (which is negligible in case of dust species) or charge fluctuation effects.

3.2. Lorentzian distribution function

A number of processes in a space based plasma lead to the development of particle anisotropy
through streaming or temperature and are responsible for plasma instabilities in collision-free
plasma which are frequently kinetic in nature and their persistent features have been confirmed
by many spacecraft measurements, e.g., the electron energy spectra and the near-earth environ-
ment observations have witnessed the presence of superthermal populations. It is a well-known
fact that the equilibrium Maxwell-Boltzmann distributions are associated with the Boltzmann
collision term, but on the large scale Fokker-Plank model is not appropriate due to strong interac-
tion and correlation in a collisionless plasma. The kinetic foundations of generalized Lorentzian
statistical mechanics has been remarkably established by [35] with the generalization of
Boltzmann collision term that is not based on binary collisions. The long range correlation
between particles vindicates that power law distributions posses a particular thermodynamical
equilibrium state. The mathematical form on isotropic Lorentzian distribution function is given by

—x—1

iy = A ;x> 3/2, (20)

1 2 2
1+ Py (v2 +0.%)

TIKD
tix

3
2
where A, = nj <;z) ra(gjl})z)

Due to the stated fact, the deviation from the Maxwellian equilibrium distribution function
could also excite plasma waves by using free energy sources. Such distributions are frequently
observed in solar and terrestrial environments and can be represented by anisotropy in tem-

perature and velocity, i.e., [36]
—x—1
1 N2 N2
HE(@ZZ )’ (o m))] , 2

2
vﬁkz vﬁkl

fjk(vz, UJ_) = Ay

where U%]'x = (@)vq, v = (\/kBT/mj) is the thermal speed of jth plasma component, the
number densities are represented by n and anisotropic temperatures components are
represented as moment of second order
m m
T, = -

L = Py, T, = J 1%y, 22
anB Jfkvz 9, 1 anB vaJ_ 9, ( )

In the limit ¥ — o, the bi-Lorentzian function is reduced to bi-Maxwellian, f, (v) — f,,(v).
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3.3. Lorentzian current and number density perturbations

Many space and astrophysical plasmas have been found to have generalized Lorentzian particle
distribution functions. It is of some interest to observe the impact of the high energy tail on the
current and number densities of plasma species. By using Eqgs. (4), (7) and (20), we get the
modified expressions of number and current densities based on kappa distribution function, i.e.,

2e Mo
= £ [ 4 £0Z (50)), (23)
mjvtjk
and
2e%Ymyo 7, 2
m:—mmkh%+%ﬂ%ﬂ (24)
where Z, (éjo) = #Kz/zrr(?i; 72) j: (x_g-o)(ﬁdfxz o is the plasma dispersion function and «’ =
]
2k —1)/2x..

3.4. KAW and instability in Lorentzian plasma

In a low p plasma, the kinetic Alfvén wave instability driven by field aligned currents has
dependence on plasma p and streaming velocity of current carrying species which can be
responsible for particle energization. In this subsection, we extend the above scenario of
electromagnetic kinetic Alfvén wave by introducing the streaming of Lorentzian ions along
an external magnetic field (Boz) with constant ion drift velocity (Vy||Bog), strongly magnetized
and hot electrons to be Maxwellian and cold unmagnetized dust. The plasma beta f, is
assumed to be very small. The electric field and the wave vector k lie in the xz plane, ie.,
By = (0,0,B0z), Vo = (0,0,Voz), k = (k.X,0,k;z). We again solve the Vlasov equation For hot
and magnetized electrons [33] to get the number and current density of electrons as obtained
in the previous section. Making use of Eqs. (4), (7) and (21), we get the perturbed number
density of Lorentzian type streaming ions,

n = — 28 0z, (25)

Uik
The longitudinal components of current density perturbation [7, 19, 37] is given by

_ Zezniolp [

/ 2
p— K'n+nZe(n)], (26)

]ilz =

where 1 = (w — k; Vo) /k, Vs

By incorporating the values of n;; and J;; in Egs. (1), (2) and using (15), the dispersion relation
of KAW streaming instability in a Lorentzian dusty plasma is obtained as
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120)58626 21<11<w’2"10 27
+% 1+k§%lk 2+k22+ (+ )F— . (27)

where K = k3 /K and

. HQ _ wvteéen ”che -9,
61 - Z kZ (Em) n€ + (1 Czkz + kiC )(1 +6en (Een))lne ‘|

1 1 C 2k 2 Ote

20451 wﬁd
02 = (1 Tk ) ( — | (K nZ(n).

A visible modification can be noticed by the effect of superthermality via the kappa-modified
plasma dispersion function and the appearance of dust lower hybrid frequency due to dust
effects on the dispersion characteristics. Numerous standard wave modes can originate from
the above dispersion equation by applying particular limits, i.e.,

(28)

() (klBo,Vp): For n=0, 9, <1, a dispersion relation two stream instability (TSI) in
unmagnetized plasma is obtained [37], i.e.,

2 2 2
pe 2wy, Wpd

1+ % (1 + genz(éen)) + kZUZ (K + UZK(TI)) - ? =0. (29)
e z VK

In the limit ¥ — oo, our results approach to its classical Maxwellian counterpart in a dustless
plasma environment [38].

(i) (klBo), Vo =0, (Qn<w<kQy,): In a dustless plasma, we get whistler-like mode whose
frequency is below the electron cyclotron frequency, i.e.,

W = kvpn,

where vy, = 2k, Qc/ wﬁe is the phase velocity of whistler waves which is obviously not suscep-
tible to the Lorentzian index x. Again, in the limiting case w <, 9.« 1, and expanding
plasma dispersion function Eq. (15) depicts the coupling of electromagnetic and electrostatic
mode, i.e., shear Alfvén-acoustic mode due to thermal kinetic effects due to which shear
Alfvén wave builds a longitudinal component, e.g.,

Wy kV2,
(€ = Qe ) | ¥ 5 (0" = wokeVo) = ke | = =2 o ~ Rafdbs| =0, (30)
2Uhixc Dix
where OFy,, = @%/Fo, Fo= @2, /Q}, Apic = \ [zl and ¢ = (2 —1)/(2x - 3). In the

limit @?/K2V3 — 0, Vo =0, K} p2 <1 we get the dispersion relation of Lorentzian dust-acoustic
waves, w? = (kgC%))/cK, where C% = ZyT;/my and V4, = Bo/(47meome)l/2 is the electron
Alfvén speed with electron mass density. For a low beta plasma, the coupling between dust-
acoustic and shear Alfvén wave becomes weak and two modes would decouple. In the limit
K — oo, we approach to a Maxwellian DAW [40]. It is worthy to mention here that due to the
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contribution of Lorentzian particles, the KAW instability suppresses. As a matter of fact, the
coupling mechanism enhances the unstable regions as the wave exchanges the energy, and we
can deduce that in case of generalized Lorentzian plasma, the coupling between two modes
becomes weak to some extent. Moreover for non-zero streaming velocity of ions, the unstable
regions tend to grow. After simplifying Eq. (30), we get the mixed shear Alfvén-acoustic mode, i.e.,

-1 2
i p;
e |

@ = Qfyy, + V3, {1 + (31)

where pf, =T/ mQ2, and V4, = cQe /@pe. In the limit 8, <1 and for kip? <« 1, the two modes

ce’

decouple and we get,

(32)
Wy

where ¢; = ), + k¢ and Oy, = wz4/Fe is the dust lower hybrid frequency which arises due

to the hybrid motion of magnetized electrons and unmagnetized dust grains and is referred as
a cutoff frequency which gives rise to a limit for the propagation of electromagnetic waves in
the presence of dust grains. For graphical representation, we have chosen parameters typical to
space dusty environment, for example, we consider ng = 10 — 10%cm=3, ng =10 — 10 2cm 3,
Zao =10 — 10* my = 10° — 10%m;. For computational convenience, we introduce dimensionless
parameters which are as follows: w = Q.@, k, = Qck, /Va, Vo= VaVo. It has been observed
that the growth rates of KAW instability are significantly affected by the presence of
superthermal population, i.e., instability suppresses due to energetic particles possessed by
kappa distribution when compared to its Maxwellian counterpart as shown in Figure 1.
Similarly, the effect of streaming velocity, dust number density and charge on the growth rates
is depicted in Figures 24 respectively. The free energy is associated with the drift motion of
ions along the field direction which is responsible for the excitation of KAW. In a streaming
plasma the velocity of ions is directly coupled to dust-acoustic waves and through this cou-
pling the maximum growth rate is obtained when the wave exchanges energy through the
streaming of ions. Moreover, the presence of dust particles has a noticeable effect on the wave
dynamics through dust charge Z; and number density n, i.e., it modifies the wave propaga-
tion and excitation. We can observe that Z; and n; enhances the growth rates of KAW due to
the reason that when dust concentration in plasma is introduced they attach the plasma
electrons toward them and the electron loss rate increases which in particular enhances the
drift velocity to facilitate the unstable wave structure.

3.5. Dust kinetic Alfvén waves (DKAWS)

DKAWs arise when the dispersion relation of ordinary Alfvén waves is modified by the finite
Larmor radius effect of dust. This process is dominated by the collective dynamics of magnetized
dust particles. We have investigated shear Alfvén waves and their coupling with dust-acoustic
wave by considering magnetized dust and Lorentzian electrons and ions.

The perturbed current and number densities of cold and magnetized dust are obtained by
using Egs. (5) and (6)
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Figure 1. Effect of « on the imaginary part ( = y/Q,.) of the dispersion relation.

0.35 : — : : .
030

025

0.20
0.15 - ! -
0.10 - C =

0.05- i .

0.2 04 0.6 0.8

Figure 2. Effect of V on the imaginary part of dispersion relation.
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The parallel component of perturbed dust current density turns out to be from Eq. (14)
Jaz = ((‘):d / a)) €k and the dispersion relation of kinetic Alfvén wave in the presence of

magnetized dust is given by
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Figure 3. Role of dust number density 1,49 on the growth rates.
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Figure 4. Role of dust charge Z; on the growth rates.

=123, [14 4P (34)
— Mz Y DA CZCK

In the limit ¥ — o, we obtain classical results in a Maxwellian plasma.

3.5.1. Lorentzian-type charging currents

The charging equation containing Lorentzian electron and ion currents is
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Qi
— =2 a1 (35)

where the electron and ion currents are calculated using a surface integral through the dust
grain surface of radius r; having potential ¢, are given as

11;1 =—-T [EEO(K/ + EEOZ(EEO))MEQE” + 26(deK(EEO):|/ (36)

and

I = =1 [E (K + EnZ (&) )miOiy — 2e9,Z(En)], (37)

1
where 71 = (aﬁlp)/(llm,-@i” ()\ﬁi)zk’), Ty = (aﬁt//)/(élmi@-” ()\gfﬂ) and A}, = (CLKM:ZLEZ)Z is the
Debye wavelength in superthermal plasma which is much smaller than found for a Maxwel-

lian plasma and has been shown by [39, 41] and 4, is the radius of dust grain.

The Lorentzian charging currents are derived by using Vlasov-kinetic model whose fluid
version by Rubab and Murtaza [41] and in the limit ¥ — o, our results matched with Das
et al., [32]. Now, by putting the value of perturbed dust grain charge, Qs = +1Qy, in Eq. (1),
the dispersion equation of DKAW becomes,

2

+ irtngy 24|, (38)
ky

2
€1Py
c2c,

W =KVE, |1+

which clearly shows that charge fluctuation effects are insensitive to the form of the distribu-
tion function.

3.5.2. Modified dust-acoustic wave

In the limit @? /k2V3 — 0, the Eq. (16) after simplification turns out to be
2 ¢ 'Ch

W = -, (39)
(C; Ut I p3 + Fimng k—”’)

where p2 = C3 /w?, Cp = (Teﬁc/md)% and Ty = naoZi(Tenio + Tinteo) /nioeo. Eq. (39) is the dis-
persion relation of dust-acoustic wave in a magnetized plasma whose Maxwellian version
without dust charge fluctuation effects is given by Mahmood and Saleem [42]. It could be seen
that the component of dust velocity in the direction of magnetic field (V,), which finally turns
out to be dust gyroradius, is responsible for the coupling of Lorentzian type DKAW with
DAW. When the dust-acoustic wave frequency is very large compared to the dust gyroradius,
then the dust is considered to be unmagnetized. In an unmagnetized plasma (By = 0) with
T4 =0, we get the dispersion relation of Lorentzian dust-acoustic wave (without dust charge
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fluctuation effects) which is exactly equal as discussed by [40]. The effect of Lorentzian index
when growth rates are plotted as function of parallel and perpendicular wave number are
depicted through graphical representation in Figure 5 and Figure 6 and shows that Maxwel-
lian distribution functions are supportive to enhance the wave frequency.
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Figure 5. Growth rates (y = y/Qc;) as a function of k; for different values of x = 3,5, 7.

k.

Figure 6. Growth rates (y =y/Q) as a function of k, for different values of x = 3,5, 7.
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3.5.3. DKAW: Perpendicular streaming

We consider an electromagnetic dust kinetic Alfvén wave streaming instability in a
collisionless electron-ion dusty magnetoplasma. The motion of DKAW is followed by consid-
ering thermal and magnetized Lorentzian electrons to be Maxwellian and Lorentzian ions
drifting across the external magnetic field (Bol|z) with a constant drift velocity Vo, ie.,
(VoLBy). The dust is considered to be cold and magnetized (w < w.g) and the charge on the
dust grain surface is taken to be constant. The wave vector associated with the electromagnetic
wave lies within xz plane

By = (0,0, By), Vo = (V,0,0), k = (ksin 0,0,k cos 0)

where

k, = kcos 6, ki, =ksinf

The distribution function of Lorentzian ions where ions are streaming perpendicular to the
field direction is given as,

—x—1
fo=Acl+— (2@ -Vo)?)|  sx>32 (40)
tix
26[/1711'0 , , ’
ninp = — miv, [+ Z(n))- (41)

where 1 = (w — k1 V)k1 04 As there are no ions along the field direction due to perpendicu-
lar streaming, therefore we may neglect the ions current density J;, = 0. In the limit ¥ — oo,
our results reduce to Maxwellian distribution.

The dispersion relation with the aid of Eq. (15) is obtained by using Eqs. (23), (24), (33) and (41)
in Egs. (1) and (2), i.e.,

2(‘)2 2&)2 Dtex
kzv [(K +1Z, (n)) ] kzv (K + & Zx (5e0))+ ar E(K' + E0Zi(Ew))
tix tex I 42
e pd (42)
+ gx(l + FD) (()2 Or

which is the general dispersion relation of kinetic Alfvén waves in the presence of perpendic-
ular streaming ions and cold and magnetized dust. In the above equation, Fp = wf,d Jw? is

responsible for the magnetized dust part.

For parallel propagation and in the limit a)gd /K <1, Fp<1, we get dispersion relation of

two stream instability (TSI) in an unmagnetized dusty plasma. In a dust free plasma
(a);d = O), we get the classical well know relation of TSI, while in the absence of streaming

ions, i.e., Vo = 0, we obtain the dispersion relation of dust kinetic Alfvén waves
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@ = Qs + VD {1 + Cﬁf 4 Ad} : (43)
K

where Qfdw = wyi/Fp, Ag = naza/neo and p; = Cp/weg. In the limit kipfi <1, we obtain

modified shear Alfvén wave associated with the hybrid dynamics of the ions and magnetized

dust through Q(Zd,h) 4 Which provides a cut-off for the EM wave propagation, i.e.,

W = Oy (1+ A7) (44)

where A; = ¢/wy;.

The dispersion relation for the DKAW instability is found to be dependent on the spectral index
« which means Lorentzian plasma is able to support a number of unstable branches. Lorentzian
index is found to be more effective in large wave length limit as compared to small wavelength
where the tail of unstable region remains independent of x. When a large number of dust grains
are introduced, it will enhance the loss rate of electrons by attachment on a dust grain surface
which reduces the wave activity. At the same time the electron loss rate increases the drift
velocity which in turns helps to excite the DKAWs and a further increase will help to stabilize
the system. Due to particular choice of equations which involves parallel current density, the ions
electromagnetic response cant not take part which limits the existence of ions Weibel instability.

By using the same parameters as above, we have plotted the growth rates as the function of
propagation vector for different values of kappa. We have seen that the cross-field streaming of
superthermal ions inhibit the growth rate of instability as shown in Figure 7. Similarly, §, is
found to support the unstable structure and the instability increases with the value of §, as
shown in Figure 8.

s 14
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e

k

Figure 7. Growth rates (y) for perpendicular streaming as a function of wave vector k for k¥ = 3,5, 15.
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Figure 8. Growth rates () for perpendicular streaming as a function of wave vector k for , = 0.001,0.003, and 0.005.

4. Weibel instability in a Lorentzian plasma

The Weibel plasma instability has so many applications in astrophysical [43], and in laboratory
plasmas as well [44]. The generation of magnetic field can be explained in the domain of gamma
ray burst, galactic cosmic rays and supernovae [45, 48]. For the case of unmagnetized plasma, the
Weibel instability [20] has been widely discussed in relativistic and nonrelativistic regimes. In
1989, Yoon [46, 47] generalized his work by using relativistic bi-Maxwellian plasma. Later,
Schaerfer [48] have discussed this instability in relativistic regimes of plasma with arbitrary
distributions and presented comparison with his previous works which was based on bi-
Gaussian distribution functions. The Weibel instability was investigated by Califano [49, 50] with
temperature anisotropy, produced by two counterstreaming electron populations. Davidson
probed the multi species Weibel instability for the charged beam and intense ions in plasma [51].

In our work, we have derived the analytical expressions and compared the results numerically
for the real and imaginary parts of the dielectric constant with the Maxwellian and kappa (x)
distributions under two conditions i.e., @« = % >1and «1.

By using kinetic model, the linear dispersion relation for Weibel instability in unmagnetized
plasma has been derived after solving the linearized, nonrelativistic Vlasov equation as below [52],

. e .
W? — K —a);e—i-na)ze(k) J &Z}Z)Jvidvl » (fw) -0, (45)

m (w — ko, 0v,
0

—oo

where f, is the distribution function and here we will discuss the different velocity distribu-
tions, i.e., Maxwellian distribution and x— distribution functions.
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To calculate Weibel instability in a Lorentzian plasma, we use Eq. (21), for zero streaming

velocity of particle, i.e., Vo =0 and using <ﬁ> in Eq. (45), and performing perpendicular

integration, we are left with parallel integral which is called modified plasma dispersion
function for kappa distribution.

P a) <1 - %) +C\;—§E€ (%) (%) (@) L%dx =0, (46)

(2k-3T;,1
Km

where x = @;102, o =28 ~and ©; 1

Applying same procedure as above and again using Plemelj’s formula,

x? %2

T(l(%z;dx:p j %wm(u%i @)

—o0 —oo

the integration of principal part yields

P T (H%)_Kd _ VAP —3) <1+KF(K?>. (48)

x—a) 7 T(x) (k-1

—o0

The dispersion relation will be solved under two following conditions

For (@ > 1):
212 2 2 (T, 12
wt — ( +a? ) — W (vpk2) =0, (49)
z
which shows the real part of Weibel instability is insensitive to the value of Lorentzian index
and the imaginary part int (1 + ”1‘—2) Y

For (@ < 1) :

The dispersion relation takes the form

W — O — @2 (1%)+W<%) (%)(mimm—o. (50)

Now, we define a new plasma dispersion function, i.e.,

. 1( teo )T -
Ziw =7 (;ér = 1)> L ((x - 2) dx, (51)

2
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the corresponding dispersion relation can be expressed as
Ty T, .
w? — P — wie <1 - f) + wﬁe (T—Z> (@)Z(a) = 0. (52)

We can Solve Z;(a) by taking x an integer and assuming « < 1. So for ¥ = 3,5,7 we get the
following three Z— functions respectively.

Zy(a) = a(-1.66 — 0.370a% — ....... ) +1(1.539 — 1.539% + ........... )
Zi(a) = a(-1.8 - 048027 — ... ) +1(1.635 - 1.6350 + ......... ) (53)
Zi(a) = a(-1.98 —0.59% — ........ ) +1(1.732 = 1.7360% + ............ )

So the three dispersion relations for the above three corresponding Z-functions are.

For k¥ = 3, we get

T, L, (Ty
R+ w?, — (T) @2, (1+1.660%) — iw?, (T—”) 1.539a = 0

koo (T2\ [ 5 2 Ty &Y
y = Imw = —(0.649) o2, <T_J_) (c K+ Whe (1 - T_z>>
Similarly, for ¥ = 5 and 7 we obtain the followings
y =Imw = —(0.7324) sz; <1T“_l) (c2k2 +a?, (1 - %)) (55)
and
y =Imw = —(0.8152) k;vfz G,-i) (c2k2 +w, (1 - %)) (56)

pe

Using the Vlasov model, we have derived new dispersion relations based on x— distribution
function in an unmagnetized plasma. The analytical expressions for the dielectric constant
have been obtained under two conditions i.e., (#>>1) and (@ <« 1), which finally give real and
imaginary parts respectively. The real part if found to be insensitive to the value of Lorentzian
index while imaginary part shows strong dependence on k. A graphical representation has
also been added for the comparison of non-Maxwellian distributions with that of the Maxwel-
lian. The imaginary parts of the dispersion relation obtained above have been plotted for
different values of x— showing the variation of the normalized frequencies, i.e., Ig—p‘“ against

<k Figure exhibits the comparison of the result of kappa distribution with that of the Maxwel-
e

lian. For small k, the growth rate also reduces but on other hand on increasing the « value,
the growth rate enhances and finally approaches the Maxwellian results which is shown in
Figure 9.
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Figure 9. Growth rates of Weibel instability for x = 3, 5,7 and the comparison of results with Maxwellian.

5. Collisional Weibel instability with non-zero magnetic field

The dispersion relation of Weibel instability for transverse waves propagating parallel to
magnetic field is obtained as

2
@ =K -, <1 - 22) + (Zg) <a) - (1 - g;) (w=+ Q)) Zia) =0 (57)

2k—3
K

) % taking the limit a > 1, we obtain

2 2 ;W 2 T Kok, _
[ —Ckz—a)pe(cl)im+a);,e<1—é) ((a):tgl)z) =0 (58)

We notice that the final expression becomes independent of the spectral index «.

where ©, ;| = (

However, for a small, the dispersion function Z; () is obtained by choosing specific values of «.
For x = 5,7 we get

Zi (@) = a(-1.86 — 0.560a> — ....... ) +1(1.73 = 1.790% + .....)

Zi(a) = a(—2.05—0.734a% — ........ )+ (1.9 -1.92a% + ............ ) 9

The imaginary w therefore becomes

w = —i(0.79) (’Z’g) <YT1) [czkz —?, (1 - ?)] = (1 - ;:JQ (60)

and
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w = —i(0.88) (’Z’g) (YT,) {CZkZ - o?, (1 - ?)} = (1 - ;)Q (61)

for ¥ = 5 and 7 respectively.

Considering

W = wy + i(w; +v,)

w = —i(0.79) (Z’g) (%) {czk2 - w, <1 - %ﬂ F (1 - %)Q —, (62)

and
. kur, T, 2 2 T\ |_ T,
w = —i(0.79) (%) (TL) {c K-, (1 Tzﬂ ¥ (1 TL)Q Ve (63)
where
1dp 1
V, = f;}a = fEJvalmevde (64)
0

It is obvious from the above relation that collision frequency for particles obeying kappa
distribution differs from that of Maxwellian distribution and is dependent on the value of
specie of choice j = ¢, i. It is seen that collision frequency increases with j = ¢, i and is less for
kappa distributed particles than that of the Maxwellian particles. It is therefore justified to use
appropriate collision frequency for such Kappa distributed particles.

6. Conclusion

In this chapter, we have described the electromagnetic waves and instabilities in a generalized
Lorentzian plasma including particle streaming and finite and anisotropic thermal spread. It
allows to grasp the practical understanding of a complex collisionless system in terms of
spectra, bulk relative motion and instabilities. In particular, we have focused on kinetic Alfvén
waves and instabilities in a dusty and Lorentzian plasma and several types of modes have
been identified under various conditions. We have reviewed the kinetic waves and Weibel
instabilities in a non-Maxwellian space and astrophysical plasmas by incorporating some basic
concepts of dusty environments. We have found that dispersion characteristics involving
kinetic Alfvén waves become significantly modified by superthermality effects and dust
plasma parameters. The coupling of magnetized dust to the waves due to cyclotron resonance
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is shown to play a vital role on the wave dynamics. Moreover, the dust grain charging yield
some additional plasma currents, which depends on the streaming velocity, Lorentzian index
and plasma beta. The Lorentzian index is found to either enhance or quench the electromag-
netic instabilities. The dust component is found to play an essential role in wave dynamics, i.e.,
introducing dust lower hybrid frequency when mobile dust particles are included in the
plasma. We have seen that the temperature anisotropy in the distribution function has no
effect on the wave characteristics, i.e., the employed model inhibits the temperature anisot-
ropy, but supports the velocity anisotropy. Moreover, a brief analysis on Weibel instabilities in
a non-Maxwellian plasma in is also presented.

Kinetic Alfvén turbulence are always present in the streaming solar wind near 1 AU and in situ
measurements have confirmed the presence of non-Maxwellian proton distribution function.
The present investigations show that the Lorentzian charged particle distributions in space
lead to a essentially new physical situation as compared to the plasma with equilibrium
distribution functions. Our results of the present analysis opens a new window of investiga-
tion to study various streaming and anisotropic modes in different plasma scenarios when
Lorentzian distribution function is employed.
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Abstract

This chapter deals with the simulation of the creep process and the effect of long-term
strength of metals, notably, in both uniaxial and complex stress states. A description of a
creep experiment and the simplest creep models are presented, that is, the theory of
steady creep, the theory of ageing, the theory of flow and the theory of hardening. In
creep process simulation, a kinetic theory based on the introduction of structural param-
eters characterising the state of the metal at a given time is widely used. Among such
parameters, metal damage in the creep process, work of stresses on creep deformations
(energy version) and concentration of an aggressive medium in the metal were studied.
The coupled problem of creep and long tensile strength is also considered taking into
account the mutual influence of damage accumulation and one-dimensional diffusion of
the aggressive medium. The times to fracture are determined both in the presence of an
aggressive medium and in the absence of one. A significant contribution of Soviet
(Russian), European, American and Japanese scientists to the development of contin-
uum damage mechanics is highlighted.

Keywords: kinetic theory, continuum damage mechanics, creep, long-term strength,
metals, scalar and vector damage parameters, fracture criterion, aggressive medium,
diffusion

1. Introduction

In the late 1950s of the twentieth century, two outstanding Soviet scientists Kachanov and
Rabotnov concluded that the terms of the deformed solid mechanics (stress and strain tensors
and displacement vector) used at that time were insufficient to describe the process of creep
and delayed fracture of materials and structural elements under creep conditions. They pro-
posed a new approach to study the long-term strength called kinetic. It is based on the use of
Kachanov [1] and Rabotnov’s [2] damage parameter and the subsequently developed kinetic
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Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
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theory of creep and long-term strength by Rabotnov [3, 4]. The core of this approach is the
introduction of a scalar parameter of damage w(f) characterising the structural state of the
material at an arbitrary time ¢. The initial state of the material (at {=0) corresponds to w=0; when
the destruction occurs, the damage w(t*) takes the value of 1. Later, important results in this area
were obtained by A.A. Ilyushin, S.A. Shesterikov, O.V. Sosnin and other Russian scientists.

Following the studies by Kachanov and Rabotnov, the mechanics of continuum fracture
started to develop in different countries, mainly for the creep processes of metals. In the last
50 years, the continuum damage mechanics (CDM) has been extensively developing. Repre-
sentatives of the English schools of mechanics F.A. Leckier and D.R. Hayhurst provi-
ded a significant contribution to the development of the theory of damage accumulation.
Certain success was also achieved in the studies of Polish scientists M. Chrzanowski and
W. Tramczynskii. In France, the CDM fundamentals were formulated using thermodynamic
considerations (J. Lemaitre). In the beginning of the 1980s of the twentieth century, this section
of mechanics was rapidly developing in the USA as a result of the work of many scientists.
Since then, this area has been the centre of attention worldwide both with respect to the
development of the fundamentals (some theoretical problems have still remained unsolved)
and applications.

2. Creep under uniaxial tension

In the mechanics of solids, it is common to differentiate the materials under investigation by
their reaction to load. When under an arbitrary loading process, the material immediately
returns to its original state after the load is removed; this means that the material exhibits elastic
properties. If after unloading there appear residual deformations that depend only on the load
values and the order of their application, but do not depend on the loading rates and durations,
such medium is called elastoplastic. When these deformations essentially depend on the dura-
tion of loading, such media have creep properties or, more generally, rheological properties.

Below, the simplest form of high-temperature mechanical testing —the uniaxial tensile test—is
considered. It is assumed that the entire process of loading or deformation occurs under
isothermal conditions.

The tensile loading of a cylindrical specimen made of a homogeneous material with force P
will be examined. Supposedly, the specimen L and its cross-sectional area d satisfy the condi-
tion L>d. In this case, it can be further assumed that at a certain distance from the ends the
section of the specimen with length [ is subjected to uniform tensile loading. It is also assumed
that the strains are low, the variation of the cross-sectional area is insignificant and the speci-
men is deformed uniformly, without the formation of local constrictions. The ratio of force P to
the cross-sectional area of the specimen is referred to as stress g, and the relative variation of
length [ is referred to as strain ¢ = Al/l, where Al is the increment of length I.

This chapter considers a case in which a stress o(t) programme is given in the experiment and
the dependency ¢(t) is registered. It should be noted that at this stage, only those programmes
that do not lead to the appearance of strain heterogeneities (as a result of the shear lines, neck
formation, etc.) are examined.
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The chapter contains various terms that are quite familiar to the reader. Therefore, it appears
excessive to define such characteristics as deformation, strain tensor, deformation rate, stress
and stress tensor.

Previously, it was mentioned that the creep of metals is manifested in the development of the
deformation process with time, usually at elevated temperatures. Thus, even in the case of the
uniaxial stress state, it is necessary to consider the four macroquantities —temperature, stress,
time and strain. Creep characteristics determined in the experiments at constant temperatures
can also often be used when evaluating the efficiency of structures at varying temperatures. To
determine the dependences describing the creep process, it is usually necessary to use the data
obtained in the standard uniaxial tension tests. Creep is mostly common with metals and
alloys at absolute temperatures T higher than (0.4-0.5)T* (T* is the melting point on the
absolute scale, i.e., in Kelvin (K)).

In the creep test, a cylindrical specimen with thermocouples attached to it is secured in the
clamps of the loading machine and placed in the furnace. The temperature of the specimen is
controlled using the thermocouples, and the results are sent to a tracking system. This system
ensures heating of the specimen to the required level, and the temperature is then maintained
constant with a specific accuracy. After complete heating of the furnace area, a tensile force is
applied to the specimen. This force changes with time under a given law (in most cases, this
force is constant or a fractional-constant time function). A strain measurement device is used to
record the variation of the length of the specimen with time during continuous recording of the
deformation diagram. The elongation of the specimen as a result of the creep of the material is
accompanied by a decrease in the cross-sectional area and, consequently, the tensile stress
increases continuously at a constant load.

In the tests of the materials characterised by high creep strains (of 4-5% order or more), there
are used systems where the load is self-compensated so that the stress in the specimen remains
constant. When testing a number of creep-resistant alloys, it appears that the creep strains
remain relatively small (approximately 1-2%) up to the moment of fracture. In these condi-
tions, the tests can be carried out at a constant load, and it can be assumed that the stresses
remain unchanged during the experiment. The creep experiments show that even for the
specimens taken from the same blank part (plate or bar) the creep strain values are greatly
scattered for the same values of time (by up to 20-30% or more). The scatter is explained by the
specific features of the individual specimens.

Figure 1 schematically shows the curves characterising the strain dependence &(t) on time ¢ at
the different stresses o.

The conventional &(f) curve corresponding to the average stress level (0 =05) has three distinc-
tive sections as follows: Section 1 with the constantly decreasing creep rate (unsteady creep),
Section 2 with a constant (minimum) creep rate (steady-state creep) and Section 3 with accel-
erating creep preceding fracture. At relatively low stresses (0 =07), the £(t) curve can have only
the nonsteady section. The curves leading to relatively high stresses (¢ =03 and o =0,4) may not
have the first section, and when o=04 only the third section is present. All these special
features are satisfactorily explained by the presence of at least two structural deformation
mechanisms (hardening and softening), which are determined by changes of the dislocation
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Figure 1. Dependence of strain on time at different stresses.

structure, the vacancy processes, phase transitions, grain size changes in the deformation
process and other reasons. The preferential effect of one mechanism in comparison with the
others leads to a change of the stages on the creep curve.

When constructing these curves, it is assumed that the loading time of the specimen to a given
stress is very short compared to the test time. Therefore, the curves &(f) start at the strain
corresponding to the ‘instantaneous’ loading.

The creep theory seeks to determine a relationship between stress o, time ¢, creep strain p and
temperature T this relationship, which is universal, should be capable of determining the
creep curve p(t) =&(f) — £o(0) at the arbitrary laws of stress o(f) and temperature T(t) variations
with time.

Different problems of the creep theory have been investigated in a number of monographs ([3-7],
and others).

Without loss of generality, here and further on, it is possible to consider isothermal processes
occurring at a constant temperature. The transition to other temperatures in creep and long-
term strength simulation should be carried out using known temperature-time analogies
specified, for example, in [6, 7].

Here, the case is examined where o(t)=const and the specimen is at the steady-state creep
stage p(o,t) = const most of the time. In this case, to describe the behaviour of the material, it
is natural to use the relationship of the non-linear viscous flow called the theory of the steady-
state creep:

p=f(o) )

(the dot above the symbol indicates the differentiation with respect to time ¢).

The steady-state creep rate p is of special importance, because in many technical applications it
accounts for the main part of the accumulated creep strain. In most studies, the function f(o) is
a power function of the mechanical stress o:

p=Ad", @



Kinetic Theory of Creep and Long-Term Strength of Metals
http://dx.doi.org/10.5772/intechopen.70768

where A and #n are the constants of the material.

To describe the first nonsteady section of the creep curve alongside the second one, it is
possible to use different theories with the simplest one being the ageing theory:

p= F(tv G)‘ ©)

The first analytical description of the ageing theory for metals was proposed by E.N. Andrade
in 1920:

p=At° 1+ Bt, )

where the coefficients A and B depend on stress o.

An important feature of the creep theory constructed using the relationships explicitly
containing the time (this takes place when introducing the hypothesis of ageing) is that they
are valid only at constant or relatively slowly changing stresses. For a sudden stress variation,
these theories lead to a stepwise variation of the creep strains, too, which is naturally impossi-
ble. However, since the ageing hypothesis leads to smaller mathematical difficulties in com-
parison with the other theories, it is used in calculations with considerable success taking into
account the scope of its applicability.

The first attempt to overcome the shortcomings of the above-described ageing theory was
considered to be the C.C. Davenport’s (1938) hypothesis, according to which relation (3)
should be replaced by a relation of the following form:

p=f(to) ®)
or taking the elastic properties into account:

¢ =5 +f(to) ©)

This theory is called the theory of ageing in the form of a flow or, briefly, the flow theory.

The simplest consistent assumption used to describe an unstable creep area at a constant
temperature is that the creep rate p(f) for an arbitrary value of t is determined by the stress o
and the current value of the creep strain:

p=flo,p). @)

From Eq. (7), which is the basis of the hardening theory, it follows that the creep rate does not
depend explicitly on time ¢. This fact indicates a significant advantage of the hardening theory
over other theories.

The most promising theory in the mechanics of solid media to describe the creep processes
of structural metals is the concept of the mechanical equation of state, proposed by Rabotnov [3, 4].
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According to this concept, the creep rate p of a structurally stable material at every moment of
time t depends on the magnitude of applied stress, temperature and the structural state of the
material at this moment t. The structural state of the material is characterised by the set of
values ¢1,4z, ... ,qn, which are called the structural parameters. The kinetic creep theory
consists of the mechanical equation of state

p=p(0,T.q1,0 - 0y) ®)

and a system of kinetic equations to determine the parameters g;. The structural parameters
g; (i=1,2, ...,N) used in Egs. (8) and (3) vary during deformation in accordance with the
kinetic equations:

dqi = ﬂ,‘dp + bidO' + Cidt + g,dT, (9)

and the coefficients 4;, b;, c;, g; are the functions of p, 0, ¢, T and also of g1, 42, ... qn. Relation-
ships (8) and (9) widen the range of theories available to describe greatly varying experimental
results. Extensive studies of the creep of metals using the mechanical equation of state in form
(8) supplemented by kinetic equations (9) were carried out in a large number of researches by
Rabotnov and his colleagues [8].

A creep process with a stepwise increase of the stress o(t) is investigated below. For an
analytical description of the creep curve after changing the mechanical stress, the system of
equations (8) and (9) is used. Consider the energy version of the kinetic theory.

AtN=1, a;=a4(0), b1=0, c1=0, g1 =0, in a partial case a,(0)=0 and
dg = odp (10)
Here, the parameter g is the work of stresses acting at the creep strains. Application of this

version in the theory to describe the creep process based on the energy approach has been
widely used in the studies by Sosnin and his colleagues [9].

In [10], the results of experimental verification of this version of the theory for D16AT alumin-
ium alloy at the temperature of 150°C are presented. The circles in Figure 2 show the experi-
mental creep curves at 01 =150 MPa and 0,=250 MPa.

When simulating these experimental data, the simplest form of the hardening theory is initially
examined assuming that it is expressed as follows:

p=pfl0) a>0. (11)
It is further assumed that f{(o) has the form of a power function. Therefore,

pp* = Bo". (12)

Integration of differential equation (12) separately over the intervals 0<t<t; and > t; results in
the following expressions:
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p(t) = [Bla +1)0!]™ 1 if 0<t < t, (13)
p(f) = [Bla+1)ob(t — ) +p, "1™ if t> 4, (14)
where p; = p(t) = [Bla + 1)0?}#1‘1#.
Now, the version of equations (8) and (9) is selected in such a way that at a constant stress
(01=0>) they coincide with (12):
pg* = Ba"*e. (15)

In the first creep section under the effect of the stress 0=0,, there is obtained g(t)=01p(t).
Therefore, differential equations (12) and (15) coincide and, consequently, the creep curve,
corresponding to the defining Eq. (15) at 0<t<# coincides with the curve (13). After additional
step loading,

q(t) = o2p(t) — py(02 — 01). (16)

Substituting g(t) (16) into differential equation (15) and integrating this equation at ¢>t; taking
into account the initial condition p(t;) =p3, it is obtained that

_ 0y — 01
i) == —+

a+1 n]?
B(a+l)a§(t—t1)+(a;—zl) ] : (17)

The dashed line in Figure 2 shows the creep curve calculated using Eq. (14), and the solid line
represents the curve calculated using Eq. (17). Evidently, the hardening theory set up by
Eq. (15) taking into account kinetic Eq. (10) describes the experimental data more efficiently
than the simplest hardening theory (12).
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Figure 2. Creep of D16AT alloy [10].
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Considering the system of Eqgs. (8) and (9) with two kinetic parameters—in addition to the
generally accepted hardening measure g;=p, we introduce the second parameter g, deter-
mined by the following relationship [11]:

pdo npu do >0,
dq, = 18
%2 {O npu do<0. (18)
If at the initial moment of time (t=0, p=0), there is applied stress o, that subsequently remains
constant, and then g, =0 if 0<t<t;.

At a stepwise increase of stress at the time f;, the parameter g,, according to Eq. (18), receives
the increment Ag, =p1(02 — 01) >0. The creep law in [11] is represented by the equation

. o
pp® =kexp (Z—F%). (19)

Eq. (19) implies that additional introduction of the second kinetic parameter g, according to
(18) leads to a higher creep rate increase after the instantaneous loading compared with the
standard hardening theory (12). In case of a step load, it follows from kinetic equation (18) that
the parameter g, does not change.

Figure 3 shows the experimental points [11] obtained on samples of D16T alloy, tested at the
stress of 01=80 MPa for the time #;=24 h and at 0,=160 MPa and at ¢>t; (temperature of
200°C). The dashed line corresponds to standard hardening theory (12), the solid line—to the
theory with two kinetic parameters described by Eq. (19).
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Figure 3. Creep of D16T alloy [11].
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These considerations show that the concept of equation of the mechanical state (8) with the
system of the kinetic equation (9) proposed by Rabotnov to determine the structural parame-
ters is highly promising for describing different special features of the material behaviours in
the creep conditions.

3. Long-term strength under uniaxial tension

In the majority of cases when the levels of temperatures and stresses in the experiments are
quite high, the deformation process over time ends with the fracture of the specimen. This
moment is characterised by certain time t* determined by the given values of stress ¢ and
temperature T. If a sufficiently large series of experiments is carried out, then for a number of
temperature values T, it is possible to construct a series of curves t*(o) which are referred to as
the long-term strength curves. It should be noted that the actual experimental data for the
majority of metals and alloys are greatly scattered.

Typical long-term strength curves are shown schematically in Figure 4. In the first case, the
points in the logarithmic coordinates are distributed over a single straight line. In the second
case, the diagram consists of two straight sections. In this case, section AB of the diagram
corresponds to ductile fracture, and section BC corresponds to brittle fracture. The diagram
does not always consist of two straight lines characterised by a distinctive intersection point.
Sometimes, a curvilinear transition region occurs between the straight lines AB and BC indi-
cated by the dashed line—the region of mixed fracture.

A general approach to the fracture problem implies that the value w (the extent of cracking) is
regarded as a structural parameter. Therefore, the creep process is described by the creep equation

p=flo,w), p(t=0)=0, (20)

and the fracture process is described by the kinetic equation of gradual fracture

& =¢(0,w), wit=0)=0. (21)

If the fracture is accompanied by a small elongation only, the stress ¢ at a constant tensile
loading force may be regarded as constant (o(t)=0=const). In this case, Eq. (21) is integrated

lg o | lg =

Ig ¢

Figure 4. Typical long-term strength curves.
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independently of (20) and provides the equation w=w(o, t). Therefore, the moment of fracture
t* is determined as the value t=1t" at which w=1. Further, substitution of w=w(t) into Eq. (20)
leads to the creep curve equation p(f). The following simplest Egs. (20) and (21) can be used

p=Ad"(1-w) ™ 22)

@ =Bd"(1-w)™". (23)
As previously, here ¢ is the mean macrostress determined by the tensile force divided by the
area of the sample. The deformation process is completed at the moment of fracture ¢=¢"

corresponding to the value of the parameter w(*)=1. Integration of the system of Egs. (22)
and (23) at s+1 — k>0 provides the equation of the creep curve

¢ s
P—P*[l(lt*) ] (24)

where the time to fracture +* and the respective limiting creep strain p* depend on the stress o
and the material constants as follows:

- * A n—m

Some tests of metals in the creep conditions before fracture showed a non-monotonic change of
the limiting creep strain p* corresponding to the moment of fracture +* in the investigated
range of the constant tensile stress ¢. In [12], it was reported that when simulating the non-
monotonic dependence p*(0), various functional relationships should be used to take into
account the effect of stress on the creep rate and damage accumulation rate.

To describe the creep process at a constant stress up to the moment of fracture and to deter-
mine deformation p*, consider the exponential dependence of the creep rate on the stress:

p = Clsh(o/c)(1 - w)™ (26)
and the power-law dependence of the change rate of the kinetic parameter w on o:
w=Dd"1-w)" k>1. 27)

Consider the relation p/& and integrate it. As a result, in accordance with Egs. (26) and (27),
the following dependence of the limiting strain p* on the level of mechanical stress o is
obtained:

(28)

For relatively small values o, the dependence p;*(0) in (28) is decreasing; for sufficiently large
values o, this dependence is increasing. Consequently, at some intermediate value of the stress,
the limiting strain is minimal. The condition
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Figure 5. Creep curves of Cr18Nil0Ti steel with the non-monotonic dependence p*(0).

(dp”/do)|,—,, =0 (29)

with due account for Eq. (28) allows determining this value for kinetic equation (27):

th(o/c) = a/(kc). (30)

Figure 5 shows the creep curves for stainless steel Cr18Nil0Ti at 850°C and at stresses
0=40 — 80 MPa [12]. The experimental curves are shown by solid lines, and the theoretical

curves are shown by dashed lines (n=228, k=3.1, C=202-10"*h", D=51-10"%
(MPa) *'h™, c=17.8 MPa).

When describing a series of creep curves before fracture with an internal minimum of the
dependence p*(0), the types of dependencies p and @ on o should be interchanged.

4. Creep under complex stress state

In the previous paragraphs, attention was given to the main assumptions regarding the metal
creep phenomenon, and the basic models describing the creep of bars under uniaxial tensile
loading were described. In the determination of the mechanical behaviour of the structural
elements in the creep conditions, however, it is necessary, as a rule, to consider the multiaxial
complex stress state. Experimental studies of creep in these conditions are associated with
considerable technical difficulties, and, therefore, the currently available experimental data
are not extensive and do not allow a reliable justification of any creep theory in the complex
stress state conditions. To determine the characteristics of the material, tests are usually carried
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out on thin-walled, tubular specimens—the stress state in the specimens is usually generated
by a combination of tensile loading with torsion or tensile loading with internal pressure. To
generate the quasi-homogeneous stress state in the tubular specimens, the latter must be thin
walled. In rare instances, experimental studies of creep in the complex stress state are carried
out on a rectangular plate in biaxial loading conditions.

As noted in the beginning of the chapter, for the readers familiar with the basics of the theory of
elasticity and plasticity, the concepts of stress tensors, strains and strain rates are also known.

Creep strains in the complex stress state pj;, just as in the case of uniaxial tension, mean the
differences between total deformations ¢; and instantaneous deformations arising under
quasi-static loading.

The first results of researching the creep of metals under multiaxial stress state conditions were
published in the 1930s of the twentieth century. The basic principles of constructing the creep
theory are considered in various monographs and textbooks.

Creep theories for the complex stress state usually consider the following three hypotheses:
1. The volume deformation is elastic (the material is always considered as incompressible).

2. The hypothesis of the proportionality of the stress deviators and creep strain rates (the
flow-type theory) or the deviators of the stresses and strains (deformation theory).

3. A functional relationship between the second invariants of the tensors of the stresses and
creep strain rates (or the stress and strain tensors) is assumed to have such a form that the
relationships of one of the well-known creep theories are fulfilled in the partial case of
uniaxial tensile loading. The presence of such a relationship implies that the dependence
of the intensity of creep strain rates p, on stress intensity o, (or intensity of creep strains p,,
on ¢,,) is the same at different types of the stress state (i.e., the ‘single curve” hypothesis is
satisfied). Sometimes, the dependence between the stress and strain intensities can be
replaced by a similar dependence between the maximum tangential stress and the maxi-
mum shear stress.

Different approaches to the construction of metal creep models under the conditions of the
multiaxial complex stress state have been discussed in a number of monographs and journal
articles (e.g., [3-7]).

As an example of such models, consider the steady-state creep model.

The hypothesis of proportionality of stress deviators and creep strain rates for an incompress-
ible body can be presented as follows:

3

p=0 py=2 L0y, {L =i, 0= (/3 0w p,=f) G

0, i#j k=1

The relationship of the tensors g;; and p; in the Cartesian coordinates can have the form:
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The simplest version of the theory of steady-state creep under uniaxial tensile loading is the
power dependence p, = Bol; in a general case, the identical relationship of the second invari-
ant of the corresponding tensors has the form

p, =flou) = Bay. (33)

Creep equation (31) is the equation of the non-linear viscous flow. They were derived by R.
Bailey in 1935 and J. Marin in 1942.

5. Long-term strength under complex stress state

In the kinetic theory, damage accumulation is investigated as a process of gradual fracture of
the material. In many studies of Russian and foreign scientists when examining the multiaxial
complex stress state, special attention is given to the damage parameters that are not only of
the scalar but also of vector and tensor nature. Modern versions of the kinetic theory allow
describing the deformation and long-term fracture of metals in nonproportional loading taking
into account the anisotropy of metal properties, using the theory to solve technological prob-
lems, etc.

Consider the uniaxial (61=0¢>0, 0,=03=0) and equiaxed plane (01=0,=00>0, 03=0) stress
states for the same stress level o, (Figure 6). The available test results show that the time to

O, O,

EEX,

o, o,
RRR

G-U ﬂ:{)

rI t?.

Figure 6. Uniaxial and equiaxed planar stress states.
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fracture #] in the uniaxial tensile loading is considerably greater than the time to fracture ; in
biaxial loading under these conditions (s = t]/#; > 1) [13, 14].

All the investigated experimental data indicate that the addition to the axial tensile loading stress
of a transverse tensile stress of the same magnitude decreases the time to fracture several times.

Calculations of the long-term strength of structural members loaded under the conditions of
the stationary multiaxial complex stress state are usually carried out using a criterial approach.
In this approach, the only characteristic of the stress state taken into account is the so-called
equivalent stress o,. This characteristic is represented by different combinations of the stress
tensor components with a distinctive mechanical meaning such as the maximum tensile stress,
the intensity of tangential stresses, the difference of the maximum and minimum main stresses
and other expressions. Since these equivalent stresses coincide (0,=0y) for the investigated
uniaxial and biaxial tensile loading, it is not possible to obtain different values of #; and t;
using the criteria relationship t*="(c,). Further, two versions of the systems of kinetic equa-
tions with the vector damage parameter to describe different values of the time to fracture ]
and f; are examined.

First, the dependence of the time to fracture t* on the type of stress state will be described
taking into account the instantaneous damage for an isotropic material. This will be carried out
using the generalisation of the vector approach taking into account the damage accumulated
during loading. One of the possible models for describing different times #; and ¢; is the system
or relationships:

dw; = d(Z(oéi) ~doi +f(oi) -dt, i=1,2. (34)

where function ¢(o;) characterises the projection of w; on the x; axis of the vector of damage
accumulated during loading; f(0;) is a constant rate of increase of the projection w; with time ¢.
In uniaxial tensile loading, from relationships (34), it follows that

@1(t) = ¢(00) +f(00) - £, @2 =0, # = [1=¢(00)]/f(00), (35)
and in the case of the equal biaxial tensile loading, relationships (34) provide

wi(t) = wa(t) = ploo) +f(00) -, 5 = [V2/2 = p(00)] /f(0). (36)

Relationships (35) and (36) show that the instantaneous value of damage ¢(0,) should be in the
range 0 < ¢(0p) < v/2/2, and the ratio

s =1/t = (1= p(00)/ (V2/2 — 9(00)) (37)

should exceed v/2 at any values of g, in this range. As an example of using Eq. (34), the results
of tests [13] which at 0p=56.2 MPa lead to the following values are considered: ¢; = 900 h and
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t5 =280 h. At p(0¢)=0.57 and f(op)=4.78-10"* h™", the theoretical values of #{ and #; calcu-
lated from the relationship (36) coincide with the respective experimental values.

The results show that the ratio s depends only on the level of damage ¢(0y) accumulated under
quasi-static loading. Taking into account the instantaneous damage in the form (5.1) makes it
possible to describe the experimental data only for s>+/2. In this case, the result does not
depend on the nature of damage accumulation during creep.

Now, the dependence of time to fracture t* will be described taking into account the anisotropy
of the material. When determining the long-term strength of thin-walled pipes, it is taken into
account that in the process of such pipes manufacturing the material may acquire anisotropic
strength properties (difference in material properties in different directions). To facilitate a
quantitative analysis, there are introduced anisotropy coefficients a; and a, characterising the
anisotropy of the instantaneous and long-term strength properties, respectively,

floz=/a1) = f(oee), @(0z/a2) = @(0060), (38)

Further on, these coefficients will be assumed to be equal to a1 =a,=a>1.

In Eq. (38), the components of the stress tensor in a cylindrical coordinate system are used.
Anisotropy analysis of the long-term strength characteristics of metals is described in detail in
[6,7].

Consider the kinetic equation for the components of the damage vector w; in the following
form:

dw; = wi' - [d(G;) +£,(G:)dt], i=z 0 (39)
0; represents the transformed main stresses 0, = 0,;/@, Ggo = 0o (@ > 1). Simple transfor-

mations of Eq. (39) provide the relations for the square of the damage vector length under
uniaxial and biaxial stretching, respectively:

@ =2[p(0o/a) + f(oo/) - 1],

(40)
w? = 2[p(00/a) + ¢(00) + f(oo/a) - t + f(o0) - £.
Eq. (40) allows deriving the following expressions for ¢}, ; and s:
o 0.5 — ¢(0o/a) . 0.5 — p(0o/a) — p(00)
' floo/a) 2 floo/a) +f(oo)
(41)
s fi_[floo/a) +f(00)] _[0.5— ¢(oo/a)]
f f(oo/a) (05 = ¢(oo/a) = ¢(o0)]

It is obvious from expression (41) that the value s is greater than 1 for any kinds of functions
f(x) and ¢(x), values a>1 and levels of the stress state o,.
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6. Creep and long-term strength in the presence of aggressive medium

Forecasting the life of materials and structural elements residing under conditions of pro-
longed high-temperature loading in the presence of an aggressive medium is an extremely
topical task to ensure reliability throughout the working lifespan. In this section, the influence
of an aggressive medium on the creep and the long-term strength of materials and structural
elements are considered [6, 7, 15-18]. This influence is determined by the diffusion penetration
of the medium elements into the material reducing the duration of operability.

Here, an analysis of the long-term tensile strength of a long, thin rod of a rectangular cross
section with thickness H, and width b, with Hy< <b residing in an aggressive medium, is
presented [17]. Following the accepted geometric dimensions, a one-dimensional diffusion
process in a rod along the axis x arranged along the thickness Hj is considered. Together with
the process of the aggressive medium diffusion in the rod, the accumulation of damage in the
rod material during the creep process is taken into account. Examine the coupled problem of
determining the long-term strength of a tension rod under the condition of mass transfer on its
surface. This problem statement takes into consideration a mutual dependence of the concen-
tration level of the medium c(x, ¢) in the rod material and the amount of accumulated damage
w. To this end, the dependence of the diffusion coefficient D on the level of damage w is
considered. For simplicity, the dependence D(w) is assumed to be linear:

D(w) = Do(1 + kw), Dy = const, k = const. (42)

The following dimensionless variables,

48Dy _ _ —  AciHj}
T%t, X=2x/Hy, c=c/co, A= 18D, '

E:

(43)

are introduced, where t is the time, ¢ is the concentration, o, is the nominal stress and A and #
are the material constants in the power law of creep.

Consider a simplified problem statement where w(f) is understood as an integral mean

. . . . . . Rk
damage in the rod cross section. The rod fracture criterion is considered as w(f") = 1.

In this case, the system of equations in the adopted dimensionless variables consisting of the
parabolic diffusion equation and the kinetic equation of damage accumulation has the follow-

ing form:
oc_1 (1 +kw) o
o 12 ox*’ m
dw

T Al —w) " f(en(f)),
The linear form of the function f (¢, (f)) = 1 + ac,, () is chosen,

1
where ¢,, (f) = fc(x7 t)dx is the dimensionless integral mean concentration of the medium in
0

the rod material.
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Figure 7. Dependences w(f) for constant and variable diffusion coefficients.

The initial and boundary conditions are assumed to be as follows:

P OC /N g1t oc . -
w(0) =0, ¢(x,0) =0, a(l,t) =y[e(1,f) —1], a(o,t) =0, (45)
where ¥ is the dimensionless mass transfer coefficient.
The following values of the constants are used in calculation
n=3 y=1 k=4 A=001, a=95. (46)

The dependence w(f) for constants (46) is shown in Figure 7 by a solid line, while the time to
fracture ¥ = 7.16. In Figure 7, the dashed line additionally shows the dependence w(f)
corresponding to the solution of the system of Eq. (44) at k=0 (f* = 7.65). A comparison of the
two curves w(t) at k=0 and at k=4 confirms that in the coupled problem (k>0), the diffusion
coefficient D = (1 + kw) increases with the increase of the damage so that the concentration
level increases at a greater speed and the time to fracture decreases.

7. Conclusion

Analysis of various approaches to simulation of the metal creep phenomenon shows that the
most promising is the kinetic theory concept. This concept allows describing the characteristic
features of the metal deformation under creep conditions up to the moment of fracture under
various temperature-force loading programmes.

Certain above-mentioned advantages of the kinetic theory of creep and long-term strength
compared to other theories should be emphasised. As described in this chapter, various
versions of the kinetic theory can describe deformation and long-term fracture of metals under
step loading. After the introduction of the structural kinetic parameter of damage, the kinetic
theory makes it possible to take into account the non-monotonic dependence of the creep
strain limit magnitude on the stress. Also, the kinetic theory allows considering the anisotropy
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of metal properties in simulating the long-term strength under complex stress state conditions.
Moreover, this theory enables the researchers to take into account the influence of an aggres-
sive medium on the creep and long-term strength of metals by introducing the kinetic param-
eter of aggressive medium concentration in the metal.

Apparently, it is not easy to highlight wide capabilities of the kinetic theory in one chapter.
Therefore, this chapter naturally fails to show them all. However, the following promising
research directions should be outlined:

1. Vibrocreep of metals under uniaxial and complex stress states

2. Dependence of the long-term strength under conditions of a biaxial stress state on the
short-term loading programme

3. Simulation of a long-term fracture of a plate under a nonstationary complex stress state in
the presence of an aggressive medium

4. Simulation of the blocking effect of the diffusion process.
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Abstract

We consider a new approach to the description of the collective behavior of complex
systems of mathematical biology based on the evolution equations for observables of
such systems. This representation of the kinetic evolution seems, in fact, the direct
mathematically fully consistent formulation modeling the collective behavior of biolog-
ical systems since the traditional notion of the state in kinetic theory is more subtle and it
is an implicit characteristic of the populations of living creatures.

Keywords: kinetic equation, marginal observables, scaling limit, active soft matter

1. Introduction

The rigorous derivation of kinetic equations for soft condensed matter remains an open
problem so far. It should be noted wide applications of these evolution equations to the
description of collective processes of various nature [1-14], in particular, the collective behav-
ior of complex systems of mathematical biology [13-23]. We emphasize that the considerable
advance in solving the problem of rigorous modeling of the kinetic evolution of systems with a
large number of constituents (entities) of mathematical biology, in particular, systems of large
number of cells, is recently observed [20-26] (and see references cited therein).

In modern research, the main approach to the problem of the rigorous derivation of kinetic
equation consists in the construction of scaling limits of a solution of evolution equations
which describe the evolution of states of a many-particle system, in particular, a perturbative
solution of the corresponding BBGKY hierarchy [2—4].

In this chapter, we review a new approach to the description of the collective behavior of
complex systems of mathematical biology [17, 18] within the framework of the evolution of
observables. This representation of the kinetic evolution seems, in fact, the direct mathematically
fully consistent formulation modeling kinetic evolution of biological systems since the notion of
the state is more subtle and it is an implicit characteristic of populations of living creatures.

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIEN
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One of the advantages of the developed approach is the opportunity to construct kinetic
equations in scaling limits, involving initial correlations, in particular, that can characterize
the condensed states of soft matter. We note also that such approach is also related to the
problem of a rigorous derivation of the non-Markovian kinetic-type equations from underly-
ing many-cell dynamics which make it possible to describe the memory effects of the kinetic
evolution of cells.

Using suggested approach, we establish a mean field asymptotic behavior of the hierarchy of
evolution equations for marginal observables of a large system of interacting stochastic pro-
cesses of collisional kinetic theory [24], modeling the microscopic evolution of active soft
condensed matter [14, 15]. The constructed scaling limit of a non-perturbative solution of this
hierarchy is governed by the set of recurrence evolution equations, namely, by the dual Vlasov
hierarchy for interacting stochastic processes.

Furthermore, we established that for initial states specified by means of a one-particle distri-
bution function and correlation functions the evolution of additive-type marginal observables
is equivalent to a solution of the Vlasov-type kinetic equation with initial correlations, and a
mean field asymptotic behavior of non-additive-type marginal observables is equivalent to the
sequence of explicitly defined correlation functions which describe the propagation of initial
correlations of active soft condensed matter.

2. On collisional dynamics of active soft condensed matter and the
evolution of marginal observables

The many-constituent systems of active soft condensed matter [14, 15] are dynamical systems
displaying a collective behavior which differs from the statistical behavior of usual gases [2, 4].
In the first place, their own distinctive features are connected with the fact that their constitu-
ents (entities or self-propelled particles) show the ability to retain various complexity features
[14-18]. To specify such nature of entities, we consider the dynamical system suggested in
papers [13, 24, 29] which is based on the Markov jump processes that must represent the
intrinsic properties of living creatures.

A description of many-constituent systems is formulated in terms of two sets of objects:
observables and states. The functional of the mean value of observables defines a duality
between observables and states and as a consequence there exist two approaches to the
description of the evolution of such systems, namely in terms of the evolution equations for
observables and for states. In this section, we adduce some preliminary facts about dynamics
of finitely many entities of various subpopulations described within the framework of non-
equilibrium grand canonical ensemble [2].

We consider a system of entities of various M subpopulations introduced in paper [24] in case of
non-fixed, i.e., arbitrary, but finite average number of entities. Every i th entity is characterized by:
w; = (j, u;) €J x U, wherej, € J = (1,..., M) is a number of its subpopulation, and u; € U CR? is
its microscopic state [24]. The stochastic dynamics of entities of various subpopulations is
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described by the semigroup e'* = @_ e of the Markov jump process defined on the space C,
of sequences b= (b, by, ..., by, ...) of measurable bounded functions b,(uy, ..., u,) that are sym-
metric with respect to permutations of the arguments u;, ... , u, and equipped with the norm:

n n

b :maxy— b :maxy— max max |b,(uq,...,u
Iblle, = maxlibale, = max? s max max fb(w, ... un)

where y <1 is a parameter. The infinitesimal generator A,, of collisional dynamics (the Liouville
operator of 1 entities) is defined on the subspace C, of the space C, and it has the following
structure [24]:

M
(Anba) (a1, ey ) =3 Y (A[’”](il, im)bn) (g, ..., u,) =
m=1 i Fig=1

a"(w;,, . wg,) (J AM(viw . wg) x @
m=1 i =1 Ixu

bn(u1, ceny Wi -1, V, U441, ...un)dv — bn(ul, ...7un)),

where £>0 is a scaling parameter [28], the functions a['”](uil, ..., 0; ),m1, characterize the
interaction between entities, in particular, in case of m=1 it is the interaction of entities with an
external environment. These functions are measurable positive bounded functions on (f x U)"

such that: 0<al™! (i, ..., ;) SaLm], where aLm] is some constant. The functions A"(v; u;, ...,
u; ),m>1, are measurable positive integrable functions which describe the probability of
the transition of the i; entity in the microscopic state u; to the state v as a result of the
interaction with entities in the states u; , ... ,u; (in case of m=1 it is the interaction with an
external environment). The functions A[’"](v; u, ..., w),m21, satisfy the conditions:

Jwu A" (viu,, ... w5, )dv = 1,m>1. We refer to paper [24], where examples of the functions
a1 and A" are given in the context of biological systems.

In case of M=1 generator (1) has the form 7} _; Alll(i}) and it describes the free stochastic
evolution of entities, i.e., the evolution of self-propelled particles. The case of M=m=>2 corre-
sponds to a system with the m -body interaction of entities in the sense accepted in kinetic theory
[30]. The m-body interaction of entities is the distinctive property of biological systems in com-
parison with many-particle systems, for example, gases of atoms with a pair-interaction potential.

On the space C, the one-parameter mapping ¢ is a bounded *-weak continuous semigroup
of operators.

The observables of a system of a non-fixed number of entities of various subpopulations are
the sequences O=(0g, O1(wy), ..., Ou(wy, ..., u,),...) of functions O,(uy, ..., u,) defined on
(J x W)" and Oy is a real number. The evolution of observables is described by the sequences
O()=(0o, O1(t, uy), ..., Ou(t, uy, ..., uy),...) of the functions

O,(t) = ™0, n>1,
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that is, they are the corresponding solution of the Cauchy problem of the Liouville equations
(or the Kolmogorov forward equation) with corresponding initial data O°:

9
aOn(t) = N, Ou(1),

On(t)|t:0 = Og/ nz1l,
or in case of n noninteracting entities (self-propelled particles) these equations have the form.

n

0
— 0Oy (tuy,...,u,) = Z a[]](ui) (J Al (v;u;)Op(fug, .oy Wim, V, Wiy, ... Uy, )dV.
at =1 TIxU

-0, (t,uy, ...,u”)), nx1.

The average values of observables (mean values of observables) are determined by the follow-
ing positive continuous linear functional defined on the space C,:

(0)(8) = (1,D(0)) " (O(1), D(0)) = (1,DO) " lj( duy...du, O,() D) ()

where D(0) = (1,DY, ...,DY, ...) is a sequence of nonnegative functions D', defined on (J x U)"
that describes the states of a system of a non-fixed number of entities of various subpopulations
at initial time and (I,D(0)) = > & (7xuy du...duy, D is a normalizing factor (the grand
canonical partition function).

Let L! = @ ,a"L! be the space of sequences f=(fy, fi, ..., fy -..) of the integrable functions
fu(uy, ..., u,) defined on (J x U)", that are symmetric with respect to permutations of the
arguments uy, ... , u,, and equipped with the norm:

ea (oo}

11,2 =Y a"lif llp =D o o J duydugf, (u o w)),
=0

n=0 n heT W€J

where a>1 is a parameter. Then for D(0) € L'and O(t) e C, average value functional (2) exists
and it determines a duality between observables and states.

As a consequence of the validity for functional (2) of the following equality:

(I,D(0)) " (O(t), D(0)) = (I,D(0)) " (e"*O(0) D(0)) =
(I, efA*D(O))’1 (0(0) e"* D(0)) = (I, D(£)) 1 (0(0), D(t)),

where e\ = @ et is the adjoint semigroup of operators with respect to the semigroup
e = @ _et™, itis possible to describe the evolution within the framework of the evolution of
states. Indeed, the evolution of all possible states, i.e. the sequence D(t)=(1, D1(t, wy), ..., D,(t,

uy, ..., Uy),...)E L' of the distribution functions D, (t),n=1, is determined by the formula:
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D,(t) = ™D, n>1,

where the generator A* is the adjoint operator to operator (1) and on L. it is defined as follows:

n

M
(M) (ar,m) =) et Y (J A" (v, wgy, g, )l
JIxU

o i1 Fim=1 3)

(Vo Wiy ooy Wi ), (W0 e, W1,V W 1 ey W)Y — a (o, )f, (u, ...,un)>,

where the functions A"! and 4™ are defined as above in (1).

The function D,(t) is a solution of the Cauchy problem of the dual Liouville equation (or the
Kolmogorov backward equation).

On the space L. the one-parameter mapping " is a bounded strong continuous semigroup of
operators [26].

For the description of microscopic behavior of many-entity systems we also introduce the
hierarchies of evolution equations for marginal observables and marginal distribution func-
tions known as the dual BBGKY hierarchy and the BBGKY hierarchy, respectively [26]. These
hierarchies are constructed as the evolution equations for one more method of the description
of observables and states of finitely many entities.

An equivalent approach to the description of observables and states of many-entity systems is
given in terms of marginal observables B(t)=(By, B1(t, u1), ..., Bs(t, wy, ..., uy), ...) and marginal
distribution functions F(0) = (1,1—"(1)’{(u1)7 e PP (g, ), L) €L

Considering formula (2), marginal observables and marginal distribution functions are intro-
duced according to the equality:

(0)(t) = (1.D(0)) ™ (O(t), D(0) = (B(t), F(0)),

where (I, D(0)) is a normalizing factor defined as above. If F(0) € L} and B(0) € C,, then at t ER

the functional (B(t), F(0)) exists under the condition that: y>a "

Thus, the relationship of marginal distribution functions F(0) = (l,F(l)’E,. FX¢,...) and the

CEPR S

distribution functions D(0) = (1,DY, ..., D, ...) is determined by the formula:

, e 1
FS"(u1, “.’us) = (I,D(O)) 1 E E L dugyq...dugy DSJrn(ul, ...,us+n), s>1,
n=0 : J "

xU)

and, respectively, the marginal observables are determined in terms of observables as follows:

Bs(t7u1,...7us)iz (_1') Z Os—n(t, (u, ..., us) (wj,...,u;)), s>1. 4)

n! . /
n=0 h# e Fp=1
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Two equivalent approaches to the description of the evolution of many interacting entities are
the consequence of the validity of the following equality for the functional of mean values of
marginal observables:

(B(), F(0)) = (B(0), F(t)),

where B(0) = (1, BY:, ..., BY¢ ...) is a sequence of marginal observables at initial moment.

We remark that the evolution of many-entity systems is usually described within the frame-
work of the evolution of states by the sequence F(t)=(1, F1(t, uy), ..., Fs(t, uy, ..., ug),...) of
marginal distribution functions Fy(t,uy, ..., us) governed by the BBGKY hierarchy for
interacting entities [13, 24].

The evolution of a non-fixed number of interacting entities of various subpopulations within
the framework of marginal observables (4) is described by the Cauchy problem of the dual
BBGKY hierarchy [25]:

d =1
- B(0) :/\Jr;1 LA aTB(). (5)
n—times
B(t)|—p = B(0), ©®)

where on C, the operator a* (an analog of the creation operator) is defined as follows

S
(a™b),(uy,...,us) = Z bs_1(u1, ..., w1, Uiy, ..., ug),
=

the operator A = @;,_,A, is defined by (1), and the symbol [, -] denotes the commutator of
operators.

In the componentwise form, the abstract hierarchy (5) has the form:

0 1< 1
—Bs(t7u1,...,us):AsBs(t,ul,...,u5)+Z— e

ot n=1 n'k:nH <k - 1’!)'
. )
X Z 1Al (1s -2 Ji) Z Bo_yn(t, (u, ..., us \(wiy, ..., u3,)),
17 Fp=1 i Fin € (jpoe i)
Bi(t,uy,...,us)|, = Bg’g(ul7 e lg),  s21, (8)

where the operators A, and A™ are defined by formulas (1) and the functions B”¢,s>1, are
scaled initial data.

A solution B(t)=(By, B1(t, u1), ..., Bs(t,u1, ..., ug), ...) of the Cauchy problem of recurrence
evolution Egs (7), (8) is given by the following expansions [26]:
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S S

Bs(t,ul,...7us)zz , Z Wy (t,{Y\Z}, Z) BYS,

n=0 " j . A=l )

3',._;

(U1y o W1, W 41, e W 1,0 41, 0), 521,

where the (1+n)th-order cumulant of the semigroups ¢, cr, k=1, is determined by the
formula [25]:

Wt {Y\Z},2) = > (=D (P = )t [T e, (10)
P({Y Z}Z):U ,‘Z,‘ Z,‘CP

the sets of indexes are denoted by Y=(1, ...,s), Z=(jy, ..., J.) CY, the set {Y' \ Z} consists from
one element Y\ Z=(1, ...,j1—1,j+1, ...,j,—1,j,*+1,...,5) and the mapping O() is the
declusterization operator defined as follows: O({Y'\ Z}, Z)=Y.

The simplest examples of expansions for marginal observables (9) have the following form:
By (tuy) = 2 (£, 1)By " (wy),

Bz(t, l.'l],llz) =2 (t, {1,2})3;’0(1117112) + le(t, 1,2) (B‘;’O(ul) + Bff’o(uz)),

and, respectively:
Ay (£, {1,2}) = 1),

Q’[Z(t; 1’2> — etAz(l‘Z) o efAl(l)etAI(z).

For initial data B(0) = (BO,B?’S,. BY¢,...)€C, the sequence B(t) of marginal observables

N
given by expansions (9) is a classical solution of the Cauchy problem of the dual BBGKY
hierarchy for interacting entities (7), (8).

We note that a one-component sequence of marginal observables corresponds to observables
of certain structure, namely the marginal observable B (0) = (0, (w),0, ...) corresponds to
the additive-type observable, and a one-component sequence of marginal observables
B(k)(O) = (O, v 0,0 (ug, .., ), 0, ) corresponds to the k-ary-type observable [25]. If in
capacity of initial data (8) we consider the additive-type marginal observables, then the struc-
ture of solution expansion (9) is simplified and attains the form

S
BW(t,uy,...,u5) = le(t,l,...,s)z bi(w), sx>1. (11)
=

In the case of k-ary-type marginal observables solution expansion (9) has the form
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1 S
B (tuy, ..., us) = Ap st (b (L ey NGy enfo ) s
(s —k“h#..;,k:] (12)

. . e
(]17 "'7]57}() bk (ula ceey Wi 1 U 41 e U k15 U k415 "'7”5)/ szk,

and, if 1<s<k, we have ng) (t) =0.

We remark also that expansion (9) can be also represented in the form of the perturbation
(iteration) series [25] as a result of applying of analogs of the Duhamel equation to cumulants
of semigroups of operators (10).

3. A mean field asymptotic behavior of the marginal observables and
the kinetic evolution of states

To consider mesoscopic properties of a large system of interacting entities we develop an
approach to the description of the kinetic evolution within the framework of the evolution
equations for marginal observables. For this purpose we construct the mean field asymptotics
[9] of a solution of the Cauchy problem of the dual BBGKY hierarchy for interacting entities,
modeling of many-constituent systems of active soft condensed matter [26, 27].

We restrict ourself by the case of M =2 subpopulations to simplify the cumbersome formulas
and consider the mean field scaling limit of non-perturbative solution (9) of the Cauchy
problem of the dual BBGKY hierarchy for interacting entities (7), (8).

Let for initial data B”¢ € C; there exists the limit function b? € C;

w* —lim (e *BY* - 1)) =0, s21,

e—0
then for arbitrary finite time interval there exists a mean field limit of solution (9) of the Cauchy

problem of the dual BBGKY hierarchy for interacting entities (7), (8) in the sense of the *-weak
convergence of the space C;
w* —lim (¢ °Bs(t) — bs(t)) =0, s21,

e—0

where the limit sequence b(t)=(bo, b1(t), ..., bs(t), ...) of marginal observables is determined by
the following expansions:

S
s—1 pt fat (t=t1) i /\m(k1) s (h-t) X Am(ll)
bs(t,ul,...,us):ZJ dtl...J dtye =l > AP jy)e  hEM0
n=0 70 0 h#,=1
ety X Al wooox Al
=1 s L =1
e ku 7 (jrseeesfut) Z AL (inyj,)e (s i)
irv# ]'”:1,
inefu # (s eeosfuca)

(13)
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In particular, the limit marginal observable b! (t) of the additive-type marginal observable (11)
is determined as a special case of expansions (13):

¢ tsa (t-t1) i AY(ky) s (h—t) r } A1)
bgl)(t, uq, ...,lls) = J dtl... J dts_] e k=1 Z A[Z] (il,]'l)e h=L.h7]
0 0 A, =1
(tso—ts-1) i A[l] (kn) ts—1 i A[l] (1571 )
ko1 =1 I =1
’ s
e ku# (rsesduoa)) Z A2 (is1,j, 1) € La # iy o)) x
isa# jo1=1,
bt fon 7 (iseendos)

b ((u, ...,us)\(u]-17 ...,ujH)), s>1,
for example,

(1]
bVt uy) = ™0 B (),

t 2 2
bél)(t, ul,l.Iz) = J dt1 H 6<t7h)Am(i) A[z](l,Z) Z etlA[”(/) b? (u])
0 i=1

=1
The proof of this statement is based on the corresponding formulas for cumulants of asymp-
totically perturbed semigroups of operators (10).

If e C,, then the sequence b(t)= (b, b1(t), ..., bs(t), ...) of limit marginal observables (13) is
generalized global in time solution of the Cauchy problem of the dual Vlasov hierarchy:

S

d 5 . .
&bs(t):z AUGY b+ > A7) b (bm, w1, w0, ), (14)
j=1 W75 =1

bs(t,ul,...,us)|t:0:bg(u1,...,u5), s>1, (15)

where in recurrence evolution Eq. (14) the operators A'(j) and A®)(jy, j,) are determined by
Formula (1).

Further we consider initial states specified by a one-particle marginal distribution function in
the presence of correlations, namely

2 s
9= (1,f?<ul>,gz<m,u2>ﬂf?<ui>,...,gs<u1, cus) [T ), ) (16)

i=1 i=1

where the bounded functions g;=gs(uy, ..., us),s>2, are specified initial correlations. Such
assumption about initial states is intrinsic for the kinetic description of complex systems in
condensed states.

If b(t)€C, and f €L'(J x U), then under the condition that |[f?||L1(qu) < 7, there exists a

mean field scaling limit of the mean value functional of marginal observables and it is deter-
mined by the following series expansion:
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S

(b(o).£) -y %LM)S dur...dug byt ur, . ug)g, (s, o) [ £,

i=1

Then for the mean-value functionals of the limit initial additive-type marginal observables, i.e.

of the sequences bV (0) = (0,5(w),0, ...) [25], the following representation is true:

(b(l)(t),f<c)):i: ”(j e cdug b0 (f g, g (g Hf1 u))

s
s=0 (17)
:J duy b (wy)f, (£, uy).
(TxU)
In equality (17) the function bg” (t) is given by a special case of expansion (13), namely
5 S 1]
¢ ta (t-t) ¥ Al (k1) _s (h—t) X Al (1)
bgl)(t, ul,...,us) = J th dts—l e k=1 Z A[z] (il,jl) e h=1, h#j
0 0 =1
; [
(ts-2—t5-1) % o A (ks_q) .
...e ks-1=1, kS*Hé(]l"“’]S*Z) Z A[z] (isfh]'s—l)
s # jo=1
Is1jiq 7 (jl‘ "--,].572)
S
fs—1 ¥ . ) A[l] (lsfl)
we =l bat(inedi) b (w1, ..., us)\ (wj,...omj_)), s=21,
and the limit one-particle distribution function f;(t) is represented by the series expansion:
= [ bt ol
f](t’ ul) = Z [ dty... J di’nJ duy...du,.q elt=tAT(D)
n=0 J0 0 (Ixu)"
2 n
WA, [T BN T el i) s)
h=1 =1
n n+1 n+1
x> AP0+ 1) H et (i) Srin(ur, ) [T A (W),
in=1 i=1

where the operators A", i=1, 2, are adjoint operators (3) to the operators AL}, i=1,2 defined by

formula (1), and on the space L} defined as follows:

A*m(i)fn(m, o) = [ Al (u;; v)al!l (v) x

XF, (W1, ooy W1, V, Wi 1y ooy W)dV — alll (w))f, (wy, . wy,),

2 (i7j)fl‘1(ul7 Tt un) = jjxl,{ A[Z] (ui;v?uf)a[Z] (V’ u]) X

Xf oy (U1, ooy W1, V, Wi o, W )dV — a2 (wg, w))f (g, ooy 1),

where the functions A", 4™, m=1, 2, are defined above in formula (1).
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For initial data f€L'(J x U) limit marginal distribution function (18) is the Vlasov-type
kinetic equation with initial correlations:

O fultun) = A (4 w)

19)
2 . 2 o (
+J du, AP(1,2) H @tA*’H(ll)gz(ula“Z) H e—tA*l](Q)fl(tv w)f; (uz),
TIxU =1 =1
filtw)]_y =fi(w), (20

where the function g»(uy, uy) is initial correlation function specified initial state (16).

For mean value functionals of the limit initial k-ary marginal observables, i.e. of the sequences

b (0) = (0,....,0, bg(ul7 .., w), 0, ...), the following representation is true:

=3 1 S
(b(k>(t)7f(c>) = Z = J(J . duy...du; O (twy, . u0) g, (uy, ...,us)Hf(l)(ui) =
X i=1

k k k

1) ; Al
:EJ kdul...duk bg(ul,...,uk) X Hem (1)gk(ul,...,uk)He tA <’2>Hf1(t,ui),k22,
F (T xU) =1 =1 i=1

(21)

where the limit one-particle marginal distribution function f;(¢, u;) is determined by series
expansion (18) and the functions gi(uy, ..., ux), k=2, are initial correlation functions specified
initial state (16).

Hence in case of k-ary marginal observables the evolution governed by the dual Vlasov
hierarchy (14) is equivalent to a property of the propagation of initial correlations (21) for the
k-particle marginal distribution function or in other words mean field scaling dynamics does
not create correlations.

In case of initial states of statistically independent entities specified by a one-particle marginal
distribution function, namely /) = (L), ... [T L4f%(w), ...), the kinetic evolution of k-ary
marginal observables governed by the dual Vlasov hierarchy means the property of the
propagation of initial chaos for the k-particle marginal distribution function within the frame-
work of the evolution of states [4], i.e. a sequence of the limit distribution functions has the
form f(t) = (1,f,(t,m), ..., [T L_4f (£, wi), ...), where the one-particle distribution function f;(f)
is governed by the Vlasov kinetic Eq. [26]

1 (t00) = A7 ) + | dm AL 20 () ()

We note that, according to equality (21), in the mean field limit the marginal correlation
functions defined as cluster expansions of marginal distribution functions [30, 33, 34] namely,

fs(t,ul,...,us) = Z Huicpgluil(t’ Ui), s>1,
us)=U; y

P:(ul,... ~_U,- f

81



82

Kinetic Theory

has the following explicit form [27]:
g (tw) =fi(t,wm), (22)

S

gs(t7u17”‘7us) = H e 11)85 ula ey W H eitA () H (t,ll]'), §>2,

i1=1

where for initial correlation functions (16) it is used the following notations:

gs(ulv e lg) = Z H g|U,|(Ui)’

P:(uy,...,us) =, U; UicP

the symbol }'» means the sum over possible partitions P of the set of arguments (uy, ..., us) on
|P| non-empty subsets U;, and the one-particle marginal distribution function f;(t) is a solution
of the Cauchy problem of the Vlasov-type kinetic equation with initial correlations (19), (20).

Thus, an equivalent approach to the description of the kinetic evolution of large number of
interacting constituents in terms of the Vlasov-type kinetic equation with correlations (19) is
given by the dual Vlasov hierarchy (14) for the additive-type marginal observables.

4. The non-Markovian generalized kinetic equation with initial
correlations

Furthermore, the relationships between the evolution of observables of a large number of
interacting constituents of active soft condensed matter and the kinetic evolution of its states
described in terms of a one-particle marginal distribution function are discussed.

Since many-particle systems in condensed states are characterized by correlations we consider
initial states specified by a one-particle marginal distribution function and correlation func-
tions, namely

S
FO — (1,1-"(1)/ (w),g5(u1,up) g (ug, . ug) (), ) (23)

2
i=1 i=1

If the initial state is completely specified by a one-particle distribution function and a sequence
of correlation functions (23), then, using a non-perturbative solution of the dual BBGKY
hierarchy (9), in [31, 32] it was proved that all possible states at the arbitrary moment of time
can be described within the framework of a one-particle distribution function governed by the
non-Markovian generalized kinetic equation with initial correlations, i.e. without any approx-
imations like in scaling limits as above.

Indeed, for initial states (23) for mean value functional (4) the equality holds

(B, F9) = (B(0), F(tF1 (1)), (4)
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where F(t| F1(t))=(1, F1(t), Fa(t! F1(£)), ..., Fs(t] F1(t)), ...) is a sequence of marginal functionals
of the state with respect to a one-particle marginal distribution function

oo

1 . n+1 i

Fi(t,m) = E = J duy...du, 1 2A7, (41, ...,n+1)g) (ar, ..., W) | | Fh¢(w).  (25)
n=0 """ =

(T=u)"

The generating operator 27, (t) of series (25) is the (1 +1)-order cumulant of the semigroups of

operators {e' nx1.

Yoo
The marginal functionals of the state is defined by the series expansions:

oo

s+n
F(tw, o wlFr (D)= ) — J dugiy...duge, Dyt {Y}X\Y) [ Fa(tw), (26)

= (Jxl/{)” =1

3||._x

where the following notations used: Y=(1, ...,s), X\ Y=(s+1, ...,s+n) and the generating
operators U1.,(t), n20, are defined by the expansions [31]:

n—my—...—Mi_q

n n
|
. k n:
mlJrn(ta{Y}?X\Y):Z(_l) Z (n—m — _m)|
k=0 mi=1 me=1 L k)
Kk om
Xm1+n,ml,_“,mk(t,{Y},S+17...7S+n—m1 . T Mg H
n=my = mmits=1 o S+N—M —...— 1 1 (27)
> I 7 - .
n—rrl1—...—rr!]'+s:0 =1 (kn iy —...—mj+s+1—i; k]n7m1<4.7m,'+s+2—i,> :
xA j Lizs+n—m—...—mi+1
1+k{z my—.. —m]+ s+1— 17 k]n rlzl—...—mi+s+2—:i ( rr 1
+k]s+n—m]—...—mj+2—i," ey 8N =M — L + kzs-%—n m—.. —m,+1—ij)’

where K, = m;, k”nfmlf'__fmj 1511 = 0 and the evolution operators 2, (t), n>1, are cumulants of
the semigroups of scattering operators { ethigt e, et )} J k>1. We adduce some exam-
t>

ples of evolution operators (27):

T(t, {Y)) = A (1. {Y}) =g, He*m ,

Vo(t,{Y},5+1) = Aa(t, {Y},5 + 1) — Ay (¢, {Y}) An(t,ir,s +1).

;_A

IENF1 ()1 gy < e~ (3%2), then for arbitrary t € R series expansion (26) converges in the norm

of the space L! [30].
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The proof of equality (24) is based on the application of cluster expansions to generating
operators (10) of expansions (9) which are dual to the kinetic cluster expansions introduced in
paper [35]. Then the adjoint series expansion can be expressed in terms of one-particle distri-
bution function (25) in the form of the functional from the right-hand side of equality (24).

We emphasize that marginal functionals of the state (26) characterize the processes of the
creation of correlations generated by dynamics of many-constituent systems of active soft
condensed matter and the propagation of initial correlations.

For small initial data F(l)’E e L' (J x U) [31], series expansion (25) is a global in time solution of
the Cauchy problem of the generalized kinetic equation with initial correlations:

d
—Fi(twy) = AN (1)Fy (8, ay)

ot
- g (28)
+ Z 7l duy...dugq Z A (]1, ---,]k+1)Fk+1(t, uy, ..., w1 |Fr(2)),
k=1 ' J1# o #F e €
(7w e, k+1)
Fu(t, )| = FY (). (29)

For initial data FY“ € L'(J x U) it is a strong (classical) solution and for an arbitrary initial data
it is a weak (generalized) solution.

In particular case M =2 of two subpopulations kinetic Eq. (28) has the following explicit form:

%Fl(t,ul): J AW (uy; 0)al" (0)Fy (t, 0)dv — a™ (1 ) Fy (1, 1)+
TIxU

J duz( J AP (uy;0, )0 (v, u2) Fa (£, 0, ua|Fy () )do — a (w1, u2) Fa (8, u1,u2|F1(t))),
T xU T xU

where the functions A and 4™ are defined above.

We note that for initial states (23) specified by a one-particle (marginal) distribution function,
the evolution of states described within the framework of a one-particle (marginal) distribution
function governed by the generalized kinetic equation with initial correlations (28) is dual to
the dual BBGKY hierarchy for additive-type marginal observables with respect to bilinear
form (2), and it is completely equivalent to the description of states in terms of marginal
distribution functions governed by the BBGKY hierarchy of interacting entities.

Thus, the evolution of many-constituent systems of active soft condensed matter described in
terms of marginal observables in case of initial states (23) can be also described within the
framework of a one-particle (marginal) distribution function governed by the non-Markovian
generalized kinetic equation with initial correlations (28).

We remark, considering that a mean field limit of initial state (23) is described by sequence (16),
a mean field asymptotics of a solution of the non-Markovian generalized kinetic equation with
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initial correlations (28) is governed by the Vlasov-type kinetic equation with initial correlations
(19) derived above from the dual Vlasov hierarchy (14) for limit marginal observables of
interacting entities [27]. Moreover, a mean field asymptotic behavior of marginal functionals
of the state (26) describes the propagation in time of initial correlations like established prop-

erty (22).

5. Conclusion

We considered an approach to the description of kinetic evolution of large number of
interacting constituents (entities) of active soft condensed matter within the framework of the
evolution of marginal observables of these systems. Such representation of the kinetic evolu-
tion seems, in fact, the direct mathematically fully consistent formulation modeling the collec-
tive behavior of biological systems since the notion of state is more subtle and implicit
characteristic of living creatures.

A mean field scaling asymptotics of non-perturbative solution (9) of the dual BBGKY hierarchy
(7) for marginal observables was constructed. The constructed scaling limit of a non-
perturbative solution (9) is governed by the set of recurrence evolution equations (14), namely,
by the dual Vlasov hierarchy for interacting stochastic processes modeling large particle
systems of active soft condensed matter.

We established that the limit additive-type marginal observables governed by the dual Vlasov
hierarchy (14) gives an equivalent approach to the description of the kinetic evolution of many
entities in terms of a one-particle distribution function governed by the Vlasov kinetic equation
with initial correlations (19). Moreover, the kinetic evolution of non-additive-type marginal
observables governed by the dual Vlasov hierarchy means the property of the propagation of
initial correlations (22) within the framework of the evolution of states.

One of the advantages of suggested approach in comparison with the conventional approach
of the kinetic theory [2, 3, 4] is the possibility to construct kinetic equations in various scaling
limits in the presence of initial correlations which can characterize the analogs of condensed
states of many-particle systems of statistical mechanics for interacting entities of complex
biological systems.

We note that the developed approach is also related to the problem of a rigorous derivation of
the non-Markovian kinetic-type equations from underlying many-entity dynamics which
make it possible to describe the memory effects of collective dynamics of complex systems
modeling active soft condensed matter.

In case of initial states completely specified by a one-particle distribution function and correla-
tions (23), using a non-perturbative solution of the dual BBGKY hierarchy (9), it was proved that
all possible states at the arbitrary moment of time can be described within the framework of a
one-particle distribution function governed by the non-Markovian generalized kinetic equation
with initial correlations (28), i.e. without any approximations. A mean field asymptotics of a
solution of kinetic equation with initial correlations (28) is governed by the Vlasov-type kinetic
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equation with initial correlations (19) derived above from the dual Vlasov hierarchy (14) for limit
marginal observables.

Moreover, in the case under consideration the processes of the creation of correlations gener-
ated by dynamics of large particle systems of active soft condensed matter and the propaga-
tion of initial correlations are described by the constructed marginal functionals of the state
(26) governed by the non-Markovian generalized kinetic equation with initial correlations (28).
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Abstract

This review introduces a novel mathematical description of protein assembly. Protein
assembly occurs in a substantially open non-equilibrium and non-linear kinetic system.
The goal of systems biology is to make predictions about such complicated systems, but
few have conducted stability analysis for given systems. Particularly, simulated dynamic
behaviors have not been sufficiently verified by kinetic analysis in predicting macromolec-
ular protein interactions and assembly. The non-linearity of protein assembly kinetics is
complex, and it is very difficult to determine a model of multi-protein interactions based on
numerical calculation. We studied the non-linear kinetics involved in the diffusion process
of proteins consisting of two or three species of macromolecules and set a novel model in
which non-linearity is given by the diffusion coefficient that depends on the protein con-
centration. By making the diffusion coefficient concentration-dependent, non-linearity leads
to a simple system model. Protein assembly is initiated by monomeric protein interactions
and regulated by cofactors such as guanidine triphosphate (GTP) or adenosine triphosphate
(ATP) binding to the monomer. This cofactor concentration promotes the dynamic behavior
of protein assembly and can be treated as an order parameter. Further, kinetic stability
analysis in the center manifold theory (CMT) is introduced for analyzing the behavior of
the system around the critical state. Although CMT has not been sufficiently applied for
stability analysis of protein assembly systems, this theory predicts the dynamic behavior of
the assembly system around the critical point using concentration as a cofactor. Protein
assembly theory will provide a novel framework for nonlinear multi-parametric analysis.

Keywords: protein assembly, center manifold theory, tubulin, non-linear kinetics,
non-equilibrium state, diffusion coefficient, oscillation

1. Background

Protein assembly is essential for cellular activities such as cell signaling, gene expression by tran-
scription factor complexes, cytoskeleton formation, endocytosis, and cell motility. This reaction

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIN
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system is one of the complicated systems and non-linear kinetics has been applied for under-
standing the dynamic behavior [1-8]. Among the protein assembly, tubulin and actin poly-
merization are well-known events that have been analyzed using numerous methods [9-13].
Microtubule and actin filaments consist of monomers that bind the cofactors guanidine tri-
phosphate (GTP) or adenosine triphosphate (ATP) to acquire assembly activity [14-16]. In
general, a protein interaction is controlled by an electric charge on the amino acid residue(s)
of the protein, such as tyrosine, serine, and threonine, by covalently binding to or reacting with
a cofactor such as ATP or GTP; subsequently, the monomer loses its interaction activity by
hydrolyzing ATP or GTP into ADP or GDP or through dephosphorylation, which is mediated
by the other protein’s phosphatase activity or its own enzymatic activity [17, 18].

In particular, dynamic instability in tubulin polymerization has been extensively investigated.
Dynamic instability signifies the intermittent transition between slow growth and rapid shrink-
age in polymeric assemblies of microtubules [9-13, 19]. Further, intra-polymeric Brownian
motion and fluctuation influence the structure and elasticity of tubules [20]. Zapperi and
Mahadevan presented an excellent model in which the ratio of longitudinal to lateral interac-
tions characterizes the assembly [21]. Hammele et al. presented a physical model and
suggested the physical properties of the microtubules [22]. Nucleation is the rate-limiting step
controlling the overall polymerization process [18]. The stable nucleus for polymerization is
oligomers, and the growth of aggregates through elongation/dissociation follows. For stable
growth, tubule lifespan is controlled by a GTP-cap that forms at their ends [19].

As another example of protein interactions, in the mitogen-activated protein kinase (MAPK)
signaling cascade, a set of protein kinases and protein substrates construct the signaling net-
work. The cofactor ATP/GTP transfers biological information in the reaction network to alter
gene expression [6-8]. Mathematical models of this cascade have demonstrated that the system
can act as an ultra-sensitive switch based on a combination of phosphorylation of protein
substrates and implicit feedback, leading to multi-stability [23, 24, 25]. Recently, Ueno et al.
reported that a model of MAPK signaling cascade functions as a band-path filtering system.

2. Protein interaction kinetics

2.1. Protein interaction model

Steps in protein assembly of microtubular polymerization are summarized as follows: (i) the
protein achieves an interaction active state by reversibly binding to a cofactor, which provides
the protein with assembly or interaction activity; the protein interaction activity decreases
when a hydrolyzed inactive cofactor is bound compared to an active cofactor; (ii) the protein
can hydrolyze the cofactor; (iii) the protein can exchange the inactive cofactor, such as ADP,
with an active cofactor; and (iv) active cofactors are supplied continuously and externally.
Thus, the interaction activity is self-limiting, in which the protein itself limits assembly activity,
resulting in dynamic instability [10-13, 19, 23, 26-28].

Let us consider a three-monomer model in which an active cofactor-binding protein (X),
oligomeric protein (W), and inactive cofactor-binding protein (Z) coexist. The sum of
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monomeric proteins is kept constant; this kinetics is attributed to a two-parametric analysis.
First, X can reversibly associate with the oligomer:

X + W — W(kinetic rate coefficients — k) 1)

Subsequently, Z is released from the oligomer:

W—Z (2)

Here, Pi signifies the released inorganic phosphate. Finally, in the presence of sufficient active
cofactor, Z releases the inactive cofactor, ADP or GDP (I), binds an active cofactor, ATP or GTP
(P), and recovers its interaction activity, returning to the protein

Z+P—X+1 (k) ®3)

In addition, a monomeric protein has the potential to hydrolyze the cofactor by interaction:
X+X—>X+2Z (k) )

X+2Z—2Z (ks) ®)

Formula (5) represents a self-reproducing reaction, which yields non-linear kinetics in this
reaction system.

2.2. Concentration dependence of protein diffusion

Diffusion of proteins plays an important role in protein interactions. Analysis of dilute
solutions of a macromolecule requires a greater understanding of the concentration depen-
dence of the diffusion rate because of the hydrodynamics of protein solutions involving
mutual diffusion of protein molecules. One of the approaches is applicable to the study of
self-diffusion in solutions [29-32]. In fact, proteins interact or associate with other mono-
meric proteins and phosphorylate or are phosphorylated by the proteins. In dilute solution,
proteins may diffuse in a free manner with sufficiently large vacant space that accounts for
only a fraction of the volume of a protein molecule. These vacancies are sufficiently large to
be occupied by proteins that are as large as the hydrodynamic volume. The effects of
molecular shape and size, solvent, and environment such as ion intensity and pH determine
the concentration dependence of the diffusion rate. Here, the diffusion rate Dy is set as the
probability of vacancy formation and does not depend on the velocity at which a monomer
diffuses. The probability P is given by a void adjacent to the objective protein, which is
sufficiently large to permit diffusion: D = D,P.

The probability P(V) of forming a vacancy of volume V in the solution is given by

P(V) = Dyexp [-BepV./(1 - cV,)] )

where V, is protein exclusion volume, c is the protein solution concentration, and 3 is a
constant that reflects the effects of interactions with other macromolecules and shape on the
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probability of vacancy formation. Thus, D depends on the size and shape of the protein and
likely other factors

0o

D =Dy Jv p(V)dV = Dgexp [—BepVe/(1 - cV,)] 7)

At low concentrations of the macromolecule

D = Dy(1 = BcpVe/(1 —cVe)) 2Dy (1 + (1= B)cVe) (8)

Thus, the dependence of the diffusion coefficient can be described using the protein solution
concentration (Figure 1).

2.3. Viscosity and diffusion coefficient of protein

The compatibility of Eq. (8) with the experimental data strongly suggests that the concentra-
tion dependence of the protein diffusion constant is governed by excluded volume interac-
tions, which may be predicted by calculating equilibrium protein density fluctuations. Eq. (8)
is consistent with the equation describing the viscosity 1 of concentrated protein solutions

n/n, = exp (p(n)/ (1 - p(n)(k/v))) ©)

where 1) is the solution viscosity at infinite dilution, 1 is the intrinsic viscosity of the solution, ¢
is the protein solution density, and k/v is a constant that corrects for the overlap of free volume v.

Diffusion coefficient

et concEntration
(- 1.0

Figure 1. Self-diffusion rate constants D for concentration of protein, ¢, with theoretical curve from Eq. (8) with 3 =3.0. Near
the point x ~ 0, the diffusion coefficient obeys D =1 — 2c. The vertical axis represents the diffusion coefficient D x 107 (cm?/s)
and horizontal axis represents hemoglobin concentration (g/dL). The graph is shown using new arbitrary values with ref-
erence to experimental data.
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2.4. Diffusion-limited protein association

Because protein diffusion in the viscous cytoplasm is significantly slower than other reactions
between interactions with other molecules, the protein assembly reaction is a diffusion-
controlled or diffusion-limit process. In general, the diffusion rate of monomer is given by the
concentration gradient that is the molar flux per unit area, J. This is the additional rate of
monomer X towards oligomer W multiplied by the area of the spherical surface of radius R of
the reactive end of polymer or oligomer

Rate of reaction = 47tR?] (10)

In FicK’s first law, the flux towards X is proportional to the concentration gradient at radius of
macromolecule R

N A
Jx = Dx <7> el a1

By substitution of Eq. (10) into Eq. (11), the rate of reaction v is given as

v = 4RD X* (12)

The rate of the diffusion-controlled reaction is equal to the average flow of X molecule to all
W molecules. Accordingly, the global flow of all X to Wis 4w R*DxN, XW. Similarly, the flow
of all W to X is 4m RDwIN4 WX. Further, using the sum of the diffusion coefficients of the two
species, the diffusion coefficient is rewritten as D = (Dx + Dw)/2. Then, the addition rate of X to
W is given by

Addition rate = 4nR kx’DXW (13)

In reality, the diffusion rate of oligomer is negligible relative to that of monomer, and the
addition rate is given as

Addition rate = 471R kx’DxXW = kxDxXW (14)

and

kX =4nR kXO (15)

Using the above formula, the kinetic rate of ¢; and items of interaction between monomers is as
follows [8]:

% = ijiCi +f(C,') (16)
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where f{c;) represents the sum of the reaction kinetic items of jth species, c;, except the diffusion
process. When the potential of the electric field, ¢(r), is considered, the flux is described using
spatial coordinate r

__pfde 1 de(r)
J= _D’[dr T dr } (17)

In the solvent including two chemical species, the relative movement is related to the local
concentration gradient of ¢; and potential energy. When the gradient is described using
Eq. (17), monomer X moves across the sphere with radius R surrounding W and can be
described by

ax

J = (D + D) [ 5+ o x 20 (9

when X and the active site on the oligomer or polymer W interact to assemble or elongate the
polymer, which is determined by R. The total flux will be equivalent to the chemical reaction
rate using an arbitrary kinetic coefficient k

axX

= W = —4mRY] (19)

At the steady state, flux across the sphere with a radius, or a shape parameter, r is constant for
any values. Accordingly, R in Eq. (19) is replaced with r using Eq. (18)

ax s axX 1 _do(r)
= = ~4nR(Dx + Dw) [dr S D (20)

By integration and rearrangement of Eq. (20)

X
kX = —4n(Dx + Dy)y L_X d{X, exp (¢(r)/ksT) } 1)
and here
o JR w ir (22)

Because - > o, V(r) approaches zero

4O DY 5 exp i)

_ 4n(Dx + Dw)y
1+ [47(Dx + Dw)y/kz exp (=(r) /ksT)]

47‘[ny
1+ [4nDxy /kr exp (—¢(r) /ksT)]

k

(23)
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Here, X,_r = (k/kg) X. In calculating the above formula, fluctuations of diffusion coefficients are
neglected when the concentration of X is sufficiently low and kept constant during the reac-
tion. The kinetic coefficient is controlled by the diffusion process and the aggregation or
assembly is completed through interactions between X and W; X, is set to zero. Then, k is
given by Eq. (23):

k = 4nDxR 4)

The diffusion coefficients can be altered in proportion to the fluctuation of monomeric protein
concentration [9-14]. In the derivation of Eq. (23), the diffusion coefficient is related to the
viscosity 1 by the Einstein-Stokes formula

KT
~ 6rrn(T)

(25)

By using the Gibbs-Duhem expression, the diffusion coefficient D of one macromolecule can be
written as

kgT Navq A Nav;
=B (- 1424 )ADy(1 -
0 ( M1 Cl)( + 1M1C1 + ) 0 M

D C1> (1 +2A1Mjc + ) (26)

1

where T is the temperature of the solution, kg is the Boltzmann constant, and 7; is the frictional
coefficient of the macromolecule in solution. A, is the second virial coefficient, v; is the partial
specific volume of protein with molecular weight M, and N4 is Avogadro’s number. The small
letter ¢; denotes the concentration of the solute macromolecule. Then, dependency of the
diffusion coefficient on the ith component, D, is as follows from (26):

al‘]‘ =

aD,' N AT}
— = Dyi| 2A;M; — — 27
aC]‘ 0 ( 7 M]' ( )
where v; is the partial specific volume of the polymer with molecular weight M;.

Further, the diffusion coefficient is given by extending the above formula to a mixed solution
of two macromolecules, X and Z

ksT (. N N
Dx(X,Z) = -2~ (1 L TATX e TATZ Z) (1+2AxMxX +2A;MzZ + ---)
Mx Mx Mz 28)
ksT (. N N
Dz(X,Z) = 5~ <1 L ATy ATZ z> (1+2AxMxX +2A;MyZ + ---)
Nz Mx Mz

where vy and v are the partial specific volumes of X and Z with molecular weights My and
My, respectively. Ax and Ay are the second virial coefficients.

2.5. Fluctuation of diffusion coefficient

Subsequently, let us consider the fluctuation of participant proteins using lowercase letters
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X=X, +x (29)

Z="7.+z (30)

Here, the sum of the kinetic rate of fluctuations is constant because total amount of monomeric
protein is constant

A+ +2=0 (31)

The dependency of the diffusion rate refers to the high interaction activities of X and low
interaction activities of Z. An increase in X contributes to a decrease in the diffusion coeffi-
cients Dx and Dz in fluctuation items because of the higher interaction activity that reduces
diffusion; in contrast, an increased Z contributes to increased diffusion coefficients because the
interaction between increased Z induces lower assembly activity for the interaction with
monomeric proteins, resulting in increased mobility of monomeric proteins. This dependency
gives the non-linearity fluctuation items in the kinetic equation. Here, all preparations for
kinetics are completed.

2.6. General theory of non-linear kinetic equation of protein assembly

According to the above simple reaction cascade, (1)-(5), the kinetic equation contains the
concentrations of monomeric proteins as variables. For simplification, the equations are writ-
ten as follows:

X = —kiDyWX + ksPZ — kyDyX* — ksDsXZ (32)
W =k D1WX — kaD,W =0 (33)
7 = kyDyW — k3PZ 4 kyDyX? + ksDsXZ (34)
Here,
DléMN%,DﬁD;{,DSé@ (35)

Further, for simplicity, Eqs. (34) and (36) are given by replacing the kinetic coefficients with
arbitrary coefficients

X = —ki WX + ksPZ — ks X? — ks XZ (36)

Z =k W —kPZ +ki X* + ks XZ (37)

Here, kyD1W = ky’, ksDsW = k4/, ksDs = ks’, and p = k3 P. At the steady state, setting the right
hands of Egs. (32)-(34) equal to zero

'k (kik kW)

Xe =717 ZL =
k' ki'(ki'P — ko'ks')

(38)



Non-Linear Kinetic Analysis of Protein Assembly Based on Center Manifold Theory 97

http://dx.doi.org/10.5772/intechopen.70750

Here, the fluctuation of diffusion coefficients are given by

SOk, Ok Ok,
A T el

oks ks . ks
ERC ] 9
By altering X, Z, k1’, k4, and ks" into X +x, Z+z, k" —ax + bz, ks’ — cx +dz, and k5" — ex + fz in
Egs. (36) and (37) and arranging, two dependent equations are obtained

=fx+ (f,+p)z+fo X +foxz+f.7 (40)

t=flxt () -0z 4 fo P e+ £ (41)
Accordingly, the overall behavior of the kinetics of protein assembly is given by the mono-

meric kinetics of x and z. fxz, fzx), fix"?, and fzz) represent the assembly activity between X
and Z, Z and X, X themselves, and Z themselves.

% =
Y
- - — )
Assemibly 4 N _) Inactive cofactar
cofactor = + w 2z [ (2P}
[ATR| 1 & inarganic
phashate

e
._:?*" S o .
O

Figure 2. Scheme of monomer interaction. Individual globules represent monomers Xe, and Z O, released species. The
supply of the cofactor is kept constant and inactive cofactor is released continuously. The differential coefficients a, b, c,
and d indicate the interaction activity between X and Z. The differential coefficients are given in Eq. (39). The interaction
activity between X is higher and therefore the diffusion rate of X between X becomes slower; the interaction activity
between X and Z is lower, and therefore the diffusion rate of X/Z between Z/X becomes slightly slower; the interaction
activity between Z and Z is negligible and therefore the change in the diffusion rate of Z through Z is negligible.
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In reality,

x = —{W(ki' —aX,) +2kiX, +ks'Z}x + (Wa — kg’ + 2cX, + eZ,)x*

42
+(p — bX, — ks'X, — dX.> — fX,Z.)z — (ks' + Wb — eX, + f,Z¢)xz — fX,22 “2)

i = (2k/'X, +ks'Z, — cX.* — eXoZo)x + (k' — 2cX, — eZ,)x*

(43)
+(=p+ks'Xe +dX + X, Ze)z + (ks' +2dX, — eX, +f,Z.)xz + fX 2

Thus, we determined a general formula for protein assembly. Cytoskeletal protein and protein
complexes in the signaling cascade can be described using this formula.

2.7. Linearity of cofactor supply to the assembly system

While protein assembly is a non-linear reaction involving a complicated set of reactions or
assembly steps, the supply of cofactor is simply given by the linear kinetic rate items as shown
in Egs. (36, 37, 40 and 41). This means that the supply rate will be essentially be an order
parameter of the assembly system and is controllable by altering the concentration of the
cofactor (Figure 2). Accordingly, parameter p is variable in the numerical simulation, as
described below.

3. Calculus simulation of concentration oscillation

3.1. Oscillation of monomer concentration fluctuation

In actual simulation of protein assembly, numerical calculation was performed over a suffi-
ciently long period to evaluate the trend in system behavior.

Simulation: A simulation was performed using Mathematica® version 8 (Wolfram Research,
Champaign, IL, USA).

Simulation was performed with the notation in Egs. (42) and (43), in which p is (a) 0.8, (b) 0.81,
and (c) 1.00 (Figure 3).

Below is the simulation program cord using Mathematica ver. 8 when p = 0.8:

D1 =0.27, k2 = 0.00035, a = 790, b = 650, c = 105, d = 105, e = 105, f = 105, p = 0.8, Dxx = 155,
Dxz =155, W=1.

X = k2/D1.
Z = (k2 (D1"2 W + Dxx k2))/(D1 (D1 p - Dxz k2)).

NDSolve[{x'[t] == — (W (D1 -a X) + 2 X Dxx + Dxz Z) x[t] + W a-Dxx+2 ¢ X + e Z) x[t]*2 +
(p-DxzX-bX-dX"2-fXZ)z[t] - (Dxz+ Wb -eX+fZ)x[t] z[t] - (f X) z[t]"2,

Z[t]= 2 XDxx+DxzZ-cX"2-e X Z)x[t] + (Dxx-2cX-eZ) x[t]"2+ (Dxz+2 X d-eX+{Z)
x[t] z[t] + (Dxz X - p + d X2 + f X Z) z[t], x[0] = 0.000001, z[0] = 0.000001}, {x, z}, {t, 0, 30,000},
MaxSteps - > 50,000].
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Figure 3. Numerical simulation of protein assembly. Diffusion of active cofactor binding signaling molecule (X) and
inactive cofactor binding signaling molecule (Z). The upper graph shows two parametric plots of X and Z. Red and blue
lines in the lower graph represent the concentrations of X and Z, respectively. The horizontal axis represents time (s)
(0 < t <£200) and vertical axis represents the concentrations of X and Z, respectively. When p exceeds 0.80, chaos-like
oscillation is observed. Mathematica version 8 was used.
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g001 = Plot[{X + x[t]} /. %, {t, 0, 200}, PlotRange - > All, PlotStyle - > {RGBColor[1, 0, 1]},
PlotRange - > ALL].

g002 = Plot[{Z + z[t]} /. %%, {t, 0, 200}, PlotRange - > All, PlotStyle - > {RGBColor[0, 1, 1]},
PlotRange - > All].

g003 = ParametricPlot[Evaluate[{X + x[t], Z + z[t]} /. %%%)], {t, 0, 2000}, PlotRange - > All,
AxesLabel - > {“X”, “Z”}] Show[g001, g003, AxesLabel - > {“t”, “X, Z"}].

As a result, regular oscillation with fluctuations in the amplitude and frequency can be illus-
trated in the plot following the above calculation. Plots on the right side that the oscillation
becomes definite within a limit-cycle when p = 1.5.

3.2. Oscillation frequency

In a previous study [6], an interesting relationship was observed between the average fre-
quency of simulated oscillation of the monomeric proteins and difference p — p.. The frequency
was nearly equivalent, but with irregular fluctuations, except for during the initial phase. The
relationship between average frequency < f > and p — p. is given by:

<f>=002561In (p—p,)+0.1407 (44)

These formulae imply that the amplitude of monomeric protein fluctuation provides informa-
tion regarding the outside alteration of the cofactor. Thus, outside alteration is transformed
inside into the information of assembly.

4. Center manifold theory (CMT)

4.1. Center manifold formulae

For stability analysis of the nonlinear dynamics in protein assembly, the center manifold theory
(CMT) for non-linear dynamic biological systems has been applied. Simulation is oriented to
analyze the behavior around critical values of the order parameter. CMT has been applied to
the Lotka-Volterra model of the predator-prey system to provide important simulation results
[33, 34]. However, the CMT can be applied to the protein assembly model. For stability
analysis around the critical point, Egs. (40) and (41) were formulated. When p is equivalent to
P, the Jacobian matrix L for (x, z) is given using the linear coefficients of (x, z) in Eqgs. (40) and

(41):
. (fx/ fﬁf(m)) )
fx fz _P(pc)

Particularly, the function f(p) represents the input and output of the cofactor that is the order
parameter. Using the eigenvectors of L, (I3, I,), coordinate transformation into u and v is
performed as follows:
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£[2)-dul

t[o)-ton vl

The above formulae are subsequently set as
dufdt = f,(u,v) 48)
dv/dt = £ (u,0) (49)

The center manifold around the critical point (p = p) is then given as follows:

u=h(e,v) = mv* + mve + aze” + as0° + asv’e + agve® + aze> + O(e?) (50)

The effect of changing p and ¢ (p = p.) is analyzed using the center manifold around the critical
point of the system. Subsequently

u = (dv/dt)oh(u, ) /0u + (de/dt)oh(u, €) /0e = 2a1v + mpe)f ,(u,v) (51)

Using Egs. (49) and (50)

(2010 + m€)f (1, 0) = mV* + A€ + ase” + asv° + asv’e + agve® + aze> + O(e?) (52)

Solving Eq. (52) gives the coefficients of ; in Eq. (50): a3 = a; = 0. Substituting u in Eq. (51) given
by v and ¢ into f,(u, v) in Eq. (47), the kinetic stability equation is given for fluctuation v using
the coefficients n; (i =1, ..., 7) as follows:

dv/dt = m0® + mpve + nze” + ngv® + nsve + neve” + nze> + O(e*) (53)

Independently of the numerical values in Eq. (53)
ns, ne, Ny = 0 (54)
Using this result, we have

dv/dt = M0 + Myve + 140° + nsv’e + 0(84) (55)

By setting the left-hand side of Eq. (55) equivalent to zero, a Hopf-bifurcation of the given
system is shown

—n] — ns€ £ \/(711 + 7158)2 — 4nynye
21’14

(56)

v=0,

Further approximate solutions to Eq. (56) are given as
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v=0,=ce —ni/ng (57)

Thereafter, the solution ce increases as the concentration of ATP/GTP increases. From Eq. (51),
u is formulated using an arbitrary coefficient ¢

uzO,c(nl/m)2 (58)

This result implies that the fluctuation has two different values for the amplitude of an
oscillation.

5. Prospects of protein analysis assembly

Our aim in this review was to evaluate the association between the non-linearity in protein
diffusion and assembly. Here, we reviewed studies of protein assembly or interactions [1-4]
and performed mathematical analysis of the model in addition to numerical simulations.
Because the assumptions of the model are minimal, the simulation provides insight into
assembly. The results are summarized as follows: (i) the non-linear kinetic equations including
only two independent parameters may reveal dynamic behavior in the fluctuation of the
monomer concentration, (ii) the increase near the critical concentration of the cofactor induces
oscillations in amplitude and frequency; and (iii) center manifold analysis predicts the stability
of the model system near the critical concentration, showing bifurcation with respect to the
cofactor supply value. The behavior of the system shown in the simulation indicates that the
concentration change information of a cofactor outside the system is transduced into another
type of information, e.g., frequency of the concentration oscillation of the monomer. A small
increase in the outside cofactor concentration induces an oscillation change inside the mono-
meric protein, which may be crucial for responding to transformations in the outside environ-
ment. Such a trajectory in the observed oscillation resembles a limit-cycle-like in the well-
known two-parametric Lorenz model [13, 14].

Previous systems biology models did not focus on the diffusion process of a protein in the
cytoplasm. Non-linearity in the process is critical and essential to protein assembly. Before
considering a set of simultaneous kinetic equations, non-linearity in the diffusion process
should be considered, as de novo nucleation is negligible compared with the reaction of the
monomer and oligomer. The interaction between assembly-active monomer proteins attenu-
ates the diffusion rate in a non-linear fashion because they can assemble, which inevitably
yields non-linearity. As shown in this review, CMT is useful for reducing the parameters of
detailed stability analysis around the critical state.

6. Conclusion

Protein interactions play an important role in various biological activities at the cell level.
Although protein diffusion is a rate-limiting-step, cell behavior is orchestrated by protein
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interactions, and signaling transduction, the cytoskeleton, and cell motility are dynamically
altered in processes similar to “phase transitions” in inorganic chemical reactions. This review
provides a model of phase transition affected by minimal changes in cofactor concentration;
but oscillation and bifurcation are inducible by the simple model. Systems biology multi-
parametric analysis remains important; however, a simple model sufficiently can better illus-
trate oscillations in protein concentration with a limit-cycle. Outside alteration such as cofactor
concentration change is transformed inside into the information of assembly. Stability analysis
using the CMT is a simple method for understanding protein-interacting systems.
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Abstract

The description of plasma using fluid model is mostly insufficient and requires the
consideration of velocity distribution which leads to kinetic theory. Kinetic theory of
plasma describes and predicts the condition of plasma from microscopic interactions
and motions of its constituents. It provides an essential basis for an introductory course
on plasma physics as well as for advanced kinetic theory. Plasma kinetics deals with the
relationship between velocity and forces and the study of continua in velocity space.
Plasma kinetics mathematical equations provide aid to the readers in understanding
simple tools to determine the plasma dynamics and kinetics as described in this chapter.
Kinetic theory provides the basics and essential introduction to plasma physics and
subsequently advanced kinetic theory. Plasma waves, oscillations, frequencies, and
applications are the subjects of kinetic theory. In this chapter, mathematical formulations
essential for exploring plasma kinetics are compiled and described simplistically along
with a precise discussion on basic plasma parameters in simple language with illustra-
tions in some cases.

Keywords: plasma parameters, kinetic theory, particle distribution

1. Introduction

Plasma is the fourth state of matter, and it is defined as “a quasineutral gas of charged and
neutral particles which exhibits collective behavior.” As plasma contains charged particles,
these charged particles move around and generate local concentrations of positive or negative
charges (collective behavior) which give rise to electric fields. Motion of these charges also
generates currents and hence magnetic fields [1]. Therefore, the macroscopic forces acting in
plasma are totally different from ordinary gasses and hence remarkable differences in their
physical properties are observed. The salient features of the plasma can be understood by
investigating the behavior of the electrons, by far the most mobile-charged particle in plasma [2].

I m EC H © 2018 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
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108 Kinetic Theory

Plasma physics deals with the equilibrium and non-equilibrium properties of a statistical system
of charged particles. Microscopic degrees of freedom arising from the motion of individual
particles describe the system. These statistics therefore theoretically treat the macroscopic behav-
ior of such a system [3].

The knowledge of plasma parameters helps to understand the dynamics of plasma. Electrons
being dominant mobile species play an important role in the behavior of the plasma. The most
important of these parameters include plasma temperature, electron density, Debye shielding,
and Debye length. Plasma is transient in nature. Therefore, the plasma is generally character-
ized on the basis of instantaneous observations. Charged particles, neutrals, and molecules
coexist in plasma under various circumstances. Conditions in the plasma strongly depend on
the distribution of charged particles, where electrons being lighter and highly mobile play a
dominant role. Therefore, plasma is generally represented through parameters which are
derived from the behavior of electrons in the plasma. When an external point charge is
introduced or a localized unbalanced charge is formed in the plasma, readjustment of charge
density occurs to neutralize the effect by shielding its electric field. The electrons being more
mobile than heavier ions move toward or away from the unbalanced charge faster than ions. It
gives rise to oscillations which are referred to as electron oscillations or plasma oscillations. The
frequency at which these oscillations take place is called as plasma frequency [4]. This phenom-
enon of shielding or screening a foreign charge or an unbalanced charge inside the plasma is
known as Debye shielding or sometimes referred to as Debye screening. It is specific for plasma.
Charges keep accumulating around the foreign or unbalanced charge until the static electric
field of the unbalanced charge is screened and the balance is restored. A sphere of charges that
is created around the unbalanced charge is called as Debye sphere and its radius is known as
Debye length. A detailed discussion on two of the most important plasma parameters electron
density and plasma temperature is provided in Sections 2.7 and 2.8.

Comprehensive mathematical details on certain aspects of plasma are found in published
literature. The authors aim to provide readers with an overall view of fundamental mathemat-
ical relations explaining the kinetics of plasma that are compiled simplistically in one chapter.
This can be an easy reference for the researchers interested in plasma kinetics.

2. Plasma kinetic equations

Plasma physics involves phenomena that are related to dynamical processes in statistical
mechanics. It is thus very significant to study the properties and structure of the basic kinetic
equations governing the dynamical behavior of plasma [5]. The dynamical behavior of a
system of N-interacting particles is generally investigated using the Liouville equation. A
microscopic distribution function could be used to describe the behavior of such a system. A
six-dimensional phase-space distribution function called “Klimontovich distribution func-
tion,” which obeys a continuity equation in the phase space, is defined. The system of charged
particles can then be described by Bogoliubov-Born-Green-Kirkwood-Yvon (BBGKY) hierar-
chy equations.
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2.1. Klimontovich equation

To further formalize the kinetic theory, we introduce Klimontovich’s microscopic description
and derivation of the Bogoliubov-Born-Green-Kirkwood-Yvon equations [6]. To introduce the
Klimontovich equation, we consider a classical system containing N identical particles in a box
of volume V; n = N/V denoting the average number density. Each particle in the box is charac-
terized by an electric charge g and mass m.

In the six-dimensional phase space consisting of the position r and velocity v, each of the
particle has its own trajectory; for ith particle,

Xi(t) = [ri(t), vi(t)]. @)

The microscopic density of the particles in the phase space may be expressed by the summa-
tion of the six-dimensional delta functions as

NG = (5) Yol - X ®
i=1

where X=(r,v). N(X;t) is known as the Klimontovich distribution function which satisfies the
continuity equation in the phase space,

dN ON . ON

E—E‘FX.ﬁ—O. (3)

In phase-space coordinates, Eq. (3) can be written as

dN ON . ON

where v is the acceleration at point (r, v).

The electromagnetic acceleration is very important in plasma physics,

b :% E(r,t)+§ < B(r,1)]. ®)

The electric and magnetic fields E(r, t) and B(r, t) consist of two separate contributions: those
applied from the external sources and those produced from the microscopic fine-grained
distribution of the charged particles.

E(r,t) = Ep(r, t) +e(r, £), B(r, t) = Bout(1, ) + b(r, 1). (6)

The microscopic fine-grained fields e(r, t) and b(r, t) are determined from a solution of Maxwell
equations,
10b 10e 4m

\Y% xe+z$:O, v xb—Ea:anJvN(X;t)dv, V.e=4nqn UN(X;t)dv—l}, Vb=0. (7)
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For a given N(X;t), the solution to these set of equations can generally be written; the solution,
when substituted in Eq. (5), would amount to taking account of both electromagnetic and
electrostatic interactions between the particles. The electromagnetic interactions are usually
negligible as compared with the electrostatic interactions for a nonrelativistic plasma; hence,
the microscopic fields become.

NN
e(r, 1) ffqnaj X blr) =0 ®)

Substituting Eq. (8) into Eq. (6), we get an expression for the acceleration in terms of N(X; f).
Eq. (3) can be written with the aid of such an expression as

Uaat +L(X) - JV(X, x’)N(X’;t)dx’] N(X;t) =0 ©)

L(X), as a single particle operator is defined by

0 g v 0
L(X) = 0.5+ [Eua(r,) + = % Bu(r, )] 5 (10)
And V(X, X is a two-particle operator arising from the Coulomb interaction defined by
2
i IR
v(x.X) = m {6r|r—r']'av (1

Eq. (9) is known as Klimontovich equation. The equation describes the space-time evolution of
the microscopic distribution function.

2.2. Liouville distribution

The fine-grained distribution function, which is precise in describing the microscopic condi-
tions of many particles, would not by itself correspond to the coarse-grained quantities in the
macroscopic view. There is a need to introduce an averaging process based on the Liouville
distribution over the 6 N-dimensional phase space to establish a connection between them.

In T-space, the microscopic state of the system is expressed by a point.
X=Xy, Xy, -nen. , X»), called a system point.

By following a normal procedure of the ensemble theory in statistical mechanics, it can assume
N replicas which are microscopically identical to the system under consideration. N can be
chosen to be very large so that it can approach infinity when it requires. These N replicas are
characterized by different microscopic configurations; the system points are scattered over the
T-space. Liouville distribution function [7] can then be defined as D({X}}; f) in the T-space as

[No.of system points in the infinitesimal volume d{X;}in T — space withing {X;}]

~ (12)

D{{Xi}: )d{Xi} = lim

which by definition satisfies the normalization condition.
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[D({X,-}; Hd(X;) = 1. (13)

The N system points distributed in the T-space do not interact with each other, behaving like
an ideal gas. The distribution function D({X}}; ) therefore satisfies a Liouville-type continuity
equation

D ., oD
EHX"}’FX,-}:O (14)

The distribution is conserved along a trajectory in the phase-space distribution.

We can now perform a statistical averaging of a fine-grained quantity A(X,X’,...... ;
{Xi(t)} defined at a set of points (X, X, ...) in the six-dimensional phase space. With the aid of
Liouville distribution, we follow this way:

CAXX, i) > = Jd{X,-}D{X,-}; DAX, X, ... {X:}) (15)

With respect to the conservation property, this average can be transformed equivalently into an
average over the initial distribution, such that

< AKX, oit) > = Jd{Xi(O)}D{Xi(O)}; DA, X, .o {X:(0)) (16)

where {X;(0)}; )} represents the coordinates of the system points in T-space at t under the
condition that it is located at {X;(0)} when ¢ = 0.

2.3. BBGKY hierarchy

The distribution functions can be obtained through a statistical average of products of
Klimontovich functions. A shorthand notation and numerals 1, 2, 3...... , etc., in place of X, X,
X oo , etc., can be used to simplify the presentations.

The Klimontovich Eq. (9) can therefore be written as

[a%-f—L(l)}N(l;t) = JV(L2)N(1;t)N(2;t)d2- (17)

The Liouville average of this equation can be obtained by using the methods in Eq. (16). The
averaging process commutes with differential operators involved in Eq. (17). Now, with the
aid of a single-particle distribution function

< N(X;t) > =f,(X;1) (18)

The average of the second term defines the two-particle distribution function:

11
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F(X X8 < NOGON(X 1) >= T 0(X = X (X51) 4 £,(X, X3 ). 19)
0 1
[&—f— L(l)}fl(l; ES JV(l,Z){gé(l = 2)f1(L; ) +£,(1,2;£)d2 (20)
For an arbitrary function y(1,2, ...; t), it can be proved from symmetry considerations that
JV(1,2)6(1 -2)y(1,2,.;6)d2 =0 (21)
Consequently,
{%—kL(l)]fl(l;t) = JV(l,Z)fz(l,Z;t)dZ (22)

It can start from an equation as well

{% +L(1) + L(Z)] N(1;)N(2;#) = J [V(1,3) + V(2,3)]N(L; )N(2: )N(3: )d3  (23)

Eq. (23) can be derived from a combination of Klimontovich equations. After averaging this
equation with respect to the Liouville distribution and Egs. (16) and (17), an equation involv-
ing f1, f>, and f, can be obtained. This equation can then be simplified with the aid of Egs. (21)
and (22), the result yields

{a% FLA) 4+ L) % V(1,2) + V(2, 1)}} (1,2:4) = J V(1,3) + V(2,3)]f,(1,2,3: )d3. (24)

Similarly, it is considered that a Klimontovich equation for a product of an arbitrary number of
the Klimontovich functions performs a statistical average of the equation. We therefore obtain
the BBGKY hierarchy equations expressed as

[iL(i) *%i V(i,j)]fs(l, v si b)) = iJ V(s +1f (1.5 + ;0] d(s+1).  (25)
i=1

i£] i—1

The set of equations in Eq. (25) is the basis for the kinetic theory of plasmas.

2.4. Vlasov’s equation

For identical non-interacting particles, Liouville’s equation can be written in T-space. Introduc-
ing two properties of identical non-interacting particles such as the distribution function f and
the Hamiltonian function g simplifies the problem. The distribution function written as a
function of 6N variables and time factorizes to a product of N functions, each involving only
the coordinates and momenta of one particle, and time.
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The Hamiltonian function of N non-interacting particles is the sum of N terms, each involving
only the coordinates and momenta of one particle. For identical particles, the terms of the
Hamiltonian are also identical. For weakly or occasionally interacting particles, the decompo-
sition of finto a product of factors and of g into a sum of terms is identical.

For a collection of N identical interacting particles, Liouville’s theorem can be written in the p-

BIERGIGIESCE

The right-hand side of Eq. (26) can be evaluated using the exact form of the interaction terms in
the 6N+1 Hamiltonian function variable. It is assumed that the Hamiltonian expression
involves no magnetic terms. Under such conditions, p=Mu. If the coordinate system in the p-
space is changed from x,y,z, py Py P, t0 X, 42, Vi Vy, Vv, then the corresponding volume
elements will be in the ratio M°. Hence, if the figurative points density in the (r,p) space is
constant according to Eq. (26),

52 (o) B GE)] -5 @

If magnetic terms are included in the Hamiltonian function, then p=Muv+gA. When the coor-
dinates are changed, the ratio of the corresponding volume elements can be calculated by
using Jacobian. The Jacobian is a determinant calculated by taking the partial derivative of
any coordinate of one system with respect to all the coordinates of the second system. For
instance, in the physical space, the Jacobian is

+Z

ov Oov Ox

ox; Oy, 0z

. |9y, Oy, oy
Jacobian = o dy, o
6x2 6y2 622

The value of the determinant is equal to the ratio of the corresponding volume elements. The
ratio of the volume elements, M>, is constant even in the presence of magnetic forces.

a—v = a; = Fj/M, where a = acceleration and F = external force. Introducing an operator V,,

0 o] 0
Vy=i—+j—+k 28
v 16vx+]bvy+ 00, (28)
where 4, j, and k are the unit vectors in the v,, v, and v, directions, respectively. In a vectorial
form, Eq. (27) now becomes
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of F _
a+v.Vf+A—/I.va_o (29)

Eq. (29) is known as Vlasov’s equation. F is the sum of the electric, magnetic, and gravitational
forces resulting from external fields and the macroscopic forces resulting from the plasma
itself. If we consider the viscous-like forces, Vlasov’s equation becomes

of F .|
at+v.Vf+Vv[Mf} =0 (30)
2.5. Maxwell’s equations

Maxwell’s equations express the relations between electric and magnetic fields in a medium.
Consider a current I flowing in an element of length dl. The magnetic flux density dB produced
by this current at a point P, a distance r from the element, and making an angle 6 with its axis
is known as Ampere’s law

dB = KIdlsin 0 /1> (31)

where K is a constant of proportionality defined as
K=p/4n (32)

where 1 = permeability of the medium. For vacuum, p= pio=4mx10~7 H/m. The total magnetic
flux density B produced at point P by the current flowing in a long conductor is

I (sin@
B-— Z—njr—zdz (33)

For infinite and linear conductor, B = 2%; where r = radial distance from P to the linear

conductor as shown in Figure 1.

Figure 1. Flux density near a straight wire in which current I flows where sinfdl=rd6 and
ro=71sin O.

If B is integrated around the path that encloses the wire, then

JB.dl = ul (34)

A magnetic field vector H is introduced to make the equation independent of the medium. It is
such that

B=yuH (35)

Introducing Eq. (35) into Eq. (34) and the current I by the surface integral of the conduction
current density ] over the area described by the path of integration of H,
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i - +(%)5
do > 8;
=

dl

Figure 1. Flux density near a straight wire in which current I flows where sin0dl=rd0 and ry=rsin 6.

JH.dl = ” J.ds (36)

S

The total current density = conduction current density oE; o = conductivity of the wire and
E = electric field. 0D/ot = displacement current density; D = electric flux density. Applying
Stokes’ theorem, Eq. (36) can now be written in a general form as

oD
VxH= — 37
xH=]+5 ®7)

According to Faraday’s law, the total e.m.f (V) induced in a closed loop as a function of the
total flux ®@,,/dt producing the e.m.f is given as.

V = — d®,,/dt 38)

If the total flux linkage ®; is n®,,,, then V = —d®,/dt. The total flux through the circuit is equal
to the integral of B over the area bounded by the circuit. Therefore,

V= —(%”B.ds (39)

S

The change in magnetic field produces an electric field E, thus
V= JE.dl orE=-VV (40)

Combining Egs. (39) and (40), the induced e.m.f is

JE.dl = - ﬂ (2—?) As (41)
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Applying Stokes’ theorem on Eq. (41),

0B
VxE=—(— 42
e=-(%) @)
Gauss’ law states that the surface integral of the normal component of the electric flux density
D over any closed surface equals the total enclosed charge g [8]. D is proportional to the electric
field with permittivity & of the medium as the constant of proportionality (D « ¢E). € = ¢( in free
space.

Replacing g with the integral of the charge density e, over the volume enclosed by the surface
S, the vectorial form

VD=c¢, (43)

For magnetic field, the integral of B over a closed surface is always equal to zero, thus

VB=0 (44)

Egs. (37) and (42)—(44) are known as Maxwell’s equations. The equations are satisfied in all
plasma physics phenomena.

2.6. Liouville’s theorem

In relation with the Boltzmann approach, most of the problems of statistical mechanics are best
studied in multidimensional spaces called “phase spaces.” Consider a p-space, which is a six-
dimensional and makes use of coordinates and the three components of momentum x, y, z, py,
Py P or any set of Lagrangian coordinates for a point together with the associated generalized
momenta. In this space, each plasma particle is represented by a point. If only one degree of
freedom exists, the p-space can be represented on a plane of Figure 2.

Figure 2. Trajectory of an oscillating point in the p-space.

In the p-space, the distribution function fis a function of seven variables. Thus, the probability
of finding a particle in a given volume element depends only on the coordinates and momenta
of this particle, not on those of the other particles. This is a simplified version of Liouville’s
theorem for a large number of non-interacting particles.

In the six-dimensional p-space, the particles are conservative just as they are in the ordinary
space. Hence, the conservation theorem may be applied in the phase space,

0B
a -+ Vé.(f?%) =0 (45)

where V¢ = six-dimensional divergence and w4 is a six-dimensional velocity vector whose
components are exact time derivatives of the six coordinates of the pi-space. We now write V
temporarily x4, x, x5 instead of x, 1, z,
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)

Figure 2. Trajectory of an oscillating point in the p-space.

oy {aofx»+ (77, -)] »

ot 0x; op;

or

of
aﬁz

LS AT 1
ox; ’+6pjpf +f<6x]~+6pi =0

Hamilton’s canonical equations yield

o % _ o (o) o (og)_ Fq &g _
oq; Op; aq] op; op; \0g; 0p;0q;  Oq;0p;

where g = Hamiltonian. Eq. (47) now becomes

(=)) () ()] 5

Eq. (49) is known as Liouville’s equation.

F
a2

2.7. Boltzmann’s equation

(46)

(47)

(49)

The Boltzmann equation provides the statistical analysis of all the individual positions and

momenta of each particle in the fluid (macro-system) at an instant, that is, number of particles

in a particular level and their distribution among different levels [9]. It gives relative number of

atoms in different excitation states as a function of temperature and refers to certain number of
atoms or ions in a particular excitation state with respect to the ground state. Boltzmann
equation gives a mathematical description of the state of a system and how it changes. It
describes a quantity called the distribution function, f, which depends on a position, velocity,
and the time. The function f determines the average number of particles having velocities
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within a small range from v to v + Av and coordinates within a small range from r to  + Ar in
time At.

In a hot dense gas, the atoms constantly experience collisions with each other, which lead to
excitation to the different possible energy levels. The collisional excitation follows radiative
de-excitation in timescales of the order of nanoseconds. For a constant temperature and
pressure, a dynamic equilibrium is established between collisional excitations and radiative
de-excitations, which lead to particular distribution of the atoms among different energy levels.
Most of the atoms are at low-lying levels. The number of atoms at higher levels decreases
exponentially with energy level. At low temperature, the faster the population drops at the
higher levels. Only at very high temperatures, high-lying energy levels are occupied by an
appreciable number of atoms. Boltzmann's equation gives the distribution of the atoms among
the various energy levels as a function of energy and temperature.

Let us consider a system at local thermal equilibrium (LTE) with a constant volume consisting
of “N” atoms and each of atoms has “m” possible energy levels. Suppose there are “N;” atoms
in energy level “E;.” The total number N of atoms is given as

N = N; (50)

m
i=1
The total energy “E” of the system can be written as

E= Xm: NiE; (1)

A number of ways in which “N;” atoms from total atoms “N” can occupy the first level are (I\I}Jl ) .
In the same manner, the total number of ways to arrange “N,” atoms from the remaining “N-1"
atoms is (%’2 1) and so on. Thus, the total number of microstates “X” in the system, that is, the

number of ways to arrange “N” atoms of the system, is given as

x=(x) <NN2 1) <NN3 2) ........... (N g”) 52)

By solving the above binomial

Taking log on both sides of Eq. (53),
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InX =InN!—InNy! —InN,!....... —InNjl........ — InN,,! (55)

By applying Stirling’s approximations to the factorials of all variables,
lnXglnN!—(Nllan —Nl)—(NzlnNz—Nz) ....... (56)

m
InX =~InN!'-) NinN;+N (57)
i=1

Let us maximize the InX with respect to one microstate “N;,” in a manner that is consistent
with constrains of Egs. (50) and (51). Lagrangian multiplier for the most probable occupation
of the jth level is given as

amx N OF _

— = 58
N, TN, THAN; 8)
where p and A are Lagrangian’s multipliers.
By adding values from Egs. (50), (51), and (56) in Eq. (58),
a[lnN!—(Nﬂan—N1)—(N21HN2—N2) ....... ] 6(N1++N])
+A
ON; ON;
(59)
n 6(E1N1 + ...+ E]'N]'...) —0
H N; -
On operating differential,
—InN; +A+uE; =0 (60)
A+ uE; = InN; (61)
N; = eMHh (62)
N; = e'etti (63)
N; = Cet*i (64)
In general form by multiplying both sides by “N;”, Eq. (60) can be written as
m
—Y "NilnN; + NA+ uE =0 (65)
i=1
From Egs. (57) and (65),
InX -InN!'-N+NA+uE=0 (66)

InX =InN!— (A + 1)N — uE (67)
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The change in the internal energy of the system in terms of thermodynamics equation can be
written as

dE = TdS — PdV (68)

where “T” is the temperature, “P” is the pressure, and “S” is the entropy of the system.

The change in the internal energy at a constant volume is given as

OE
(65), -7 “
oS 1
(&), -7 ”‘”
Boltzmann’s equation for entropy is
S=klnX (71)
S=kInX (72)
From Egs. (67) and (72),
S =k[InN!— (A + 1)N — uE] (73)

Differentiate with respect to the total energy at a constant volume

(g_z)v =kl 7
By comparing Egs. (70) and (74)
7= k-] @
b= 76)
By adding value of “u” in Eq. (64)
Nj = Ce*kf_; (77)

To calculate the value of “C”, let us change the subscript “j” to “i” for Eq. (77) and take
summation from “1” to “m”.

N=cC Em: o (78)
i=1
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and
N
C=——+ (79)
i€ A
Thus, Eq. (64) can be written as
Ne
e T
Ni=—=—=% (80)
Do €F
N -
i e
= (81)
N i e

In a system, most of the energy levels in an atom are degenerated, that is, atoms have several
states with the same energy. To find out the population of an atom at a particular level, the
population of each constituent state is required to be added together. Thus, each term in
Eq. (81) must be multiplied by the statistical weight (degeneracy) “@” of the level

E
Nj . w]-e kT

~=—=% (82)
N P wie’%

The term “Y_" wie’%” is called the partition function. The Eq. (82) gives the relative number of

17534

atoms in state “j” with respect to the total number of atoms in the system. The number of

17534

atoms in level “j” can also be compared with the number of atoms at the ground level

£,
N i (Dj@fﬁ (83)
No a woe’%
N.ge o
e’
N; = —Lf[ (84)
and the number of atoms in level 2 relative to level 1, where level 2 is higher than level 1
N. b
2 wZe kT
2 _ (85
Ny W1€7% :
Moo (86)

N1 o

The Einstein A coefficient gives the probability of spontaneous emission. A quantum of radia-
tion is emitted by an atom when it de-excites from an excited level to a lower level, which is
given as
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hv = AE (87)

"o

where “v” is the frequency of emitted radiation and “AE = E,-E;” is the energy difference
between two atomic states (or level) “E,” higher level and “E;” lower level.

Suppose the number of downward transitions per unit time is merely proportional to the
number of atoms “N,” at a higher state, then, the number of transition per unit time is given as

—N; = AN, (88)
where “A,;” is proportionality constant known as Einstein coefficient for spontaneous emis-
sion for transition from level “E,” to level “E;”.

As “A;1N,” is the downward transition per unit time from “E,” to “E;”, thus the rate of
emission of energy from these “N,”, that is, radiant power or flux, is given as

D = A21N2hv2 (89)

Here, “v,;” represents the frequency of radiation due to transition from level “E,” to level “E;".
As the radiation is emitted isotropically, thus the intensity is

_ AnNohvy
by ==~ (90)

From Egs. (84) and (90)

NoAyimohvy 5
e e e,

Iy = SO 1)
2.7.1. Boltzmann plot
Taking log and solving Eq. (92),

In <%) =- f—; +In <Zf£;) (93)

2.7.2. Intensity ratio method

Consider two different emission lines from level i — j and m — n, where i and m are higher
energy levels, j and n are lower energy levels. By using Eq. (92),

NDAl'thihC E

- & 4
Il] 47'(A1]U e (9 )
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N,A,whe En

L, =
=T (95)
Taking ratio of Egs. (94) and (95) and solving for temperature “T”,
In (Iij/\ijAmnwm) _ Ei—En (96)
Imn/\mnAijwi kT
Ty )
kln (I:itn/l{mrztzijr:'i)

2.8. Saha equation

The Boltzmann equation gives only the relative number of atoms or ions in a particular
excitation state with respect to the ground state and it does not provide the total number of
atoms that have been ionized. In order to determine the total abundance of a given element, it
is necessary to know how the atoms are distributed among their several ionization stages. To
quantify the number of atoms/ions in different ionization states, Saha’s equation is used which
gives an expression for the total number of ions in an ionization state relative to lower
ionization state.

For a system at local thermal equilibrium with a constant volume, the Boltzmann equation for
‘“ 7 4

the number of ions “N™ relative to atoms/ions “N*;” in the ground state of ionization state
can be written as (by using Eq. (85))

win
1

. . Ei
N  olew
Sz )
N} ;5

1 ol

a2

Taking the sum of all the excited states “j” of ionization state

75
1

, Eq. (98) can be written as

£l

i g g A
N _ o

_ j
e (99)
1 e T
, £
N 7 cew
j j=1""]
— =7 100
1 Z1 ( )

where Z; = w’ie’%, which represents the number of atoms at the ground level. The same
expression for the jonization state “i + 1” will include not only the excitation states of ion
“i + 1” but also the free electrons. Let us consider the energy of the free electron “E,” and
momentum “P,” with “E, = P,>/2m,”. Then, at any state of the system of ion “i + 1” and an

electron is characterized by the total energy ”E;H — E,” and statistical weight “w;“we(Pe)”. As
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the energies of free electrons are continuous, the Boltzmann expression analogous to Eq. (100)
over all possible momenta of free electron can be written as

Nl+1 I (Ezﬂ £l )

J @e(P,)e dP, (101)
0

// ”

The ionization potential of the ion “i” can be defined as

xi=E™ —E (102)
Thus, we can write
EV—E =E" -E"+x (103)
Eq. (101) will become
—Y aitle @.(P,)e FdP, (104)
w 1721 0
N1+1 o0 (E‘“ﬂ,) oo .
7 o Z 1= JO w.(P,)e FdP, (105)
1 e j=1
1

N{H 1 ‘ (E]’:Hﬂ(,-) 0o .
1\]1 =5 ole T J @, (P,)e FdP, (106)
1 1979 0

i+1
where Z; = waefz—_r, which represents the number of atoms at the ground level. Although the
momenta of the free electrons have a continuous distribution, but according to Heisenberg’s
uncertainty principle the electrons within a phase-space volume AV are indistinguishable,
unless they have an opposite spin orientation, that is,

AV P =1 (107)
There are two possible distinguishable electron states within phase space of AV P> = 1i*. Thus,
the statistical weight for the free electron can be written as

AV P3
h3

@(P)dP, =2 (108)

If the distribution of electron momenta is isotropic, then

AP3 = 4nP2dP, (109)
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is the number density of electron, then the differential volume per electron will be

If llne//
AV = 1 (110)
=
Thus, Eq. (108) can be written as
8mP?
w@,(P,)dP, = 3 dp, (111)
We can write the integral in Eq. (106) as
J (P, )e FrdP, — 8—72[ PefidP, (112)
0 neh” Jo
The integral can be transformed into an integral over variable “z” such that
E. P
= — = ¢ 11
2T kT T 2m KT (113)
P, = +/2m.KTZ (114)
1 2m. KT
P, = - m; dz (115)
By replacing values of P, and dP, in Eq. (112)
(116)

M

- B 4 -
J we(Pe)e’%dPe :—H(ZmEKT)yZJ Vze dz
0 n 0

The integral on the right-hand side of Eq. (116) is the Gamma function of the argument 3/2,
whichis I'(3/2) = (1/2)I(1/2) = \/7/2. By adding this value in Eq. (116)

= : 4
J @e(P,)e P, = ; (2m KT)" (v/71/2) (117)
0 Ne
= : 2
J @ (P.)e dP, = —— (2nm KT)” (118)
0 n.h
From Egs. (106) and (118),
Nit! o Efly
1 wwlgi(]n ) 23 (2mm.KT)" (119)

N 7
Nl Zl ]':1 Ne

By dividing Eqs. (100) and (119),
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(52.1)
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For a particular state,

N 202mumKT) @it! _(##en)
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N i o
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e — h3 Ni+1wl'
Eq. (90) can be written as
vt AT AT
o Ai+1C
N
A'c

From Eqs. (124)-(126),

2(27ngKT)3/2 TAI AT it 7(Ei+1;—ym)
W AT g T

ne =

3. Summary

== (2nmeKT)3/Ze’*

(120)

(121)

(122)

(123)

(124)

(125)

(126)

(127)

Kinetic theory provides the essential material for an introductory course on plasma physics as
well as the basis for advanced kinetic theory. It offers a wide-range coverage of the field.
Plasma kinetics deals with the relationship between velocity and forces and the study of
continua in velocity space. The understanding of the most important plasma parameters, that

is, plasma oscillations, plasma frequency, Debye shielding, Debye length, plasma temperature,
and electron density, is important for studying plasmas. Kinetic theory has a wide scope.
Plasma kinetics mathematical equations that will aid the readers in understanding simple
techniques on how to investigate plasma dynamics and kinetics are discussed in this chapter.
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Kinetic theory provides the basics and essential introduction to plasma physics and subse-
quently advanced kinetic theory. Plasma understanding, waves, oscillations, frequencies, and
applications are covered in kinetic theory. In fact, we have attempted to present a precise
discussion of plasma kinetic theory which includes the basic plasma parameters mathematical
formulation for an easy understanding to the reader.
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