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Abstract

The fluctuating motion of a tracer attached to non-equilibrium environments is
theoretically studied as the rectifier. We clarify the following three properties
of the fluctuating motion under non-equilibrium conditions in this thesis.

At first, we consider the motion of an adiabatic piston under sliding friction,
which is located between two ideal gases in equilibrium characterized by two
different temperatures and densities. In the absence of the sliding friction, the
direction of the piston motion is known to be determined from the difference
of temperature of two gases. However, if the sliding friction exists, we show
that the direction of motion depends on the amplitude of the friction, and
nonlinearity of the friction. Thus, the direction of momentum flux rectified
from the fluctuation piston is not determined by temperature difference if the
piston is attached to non-equilibrium environments. The fluctuation theorem
under dry friction, which deviates from the conventional fluctuation theorem, is
derived.

At second, the dynamics of a rotor under viscous or dry friction is investi-
gated as a non-equilibrium probe of a granular gas numerically and analytically.
To demonstrate a role of the rotor as a probe for a non-equilibrium bath, we
perform the molecular dynamics (MD) simulation of the rotor under viscous or
dry friction surrounded by a steady granular gas under gravity. We theoretically
derive a one-to-one map between the velocity distribution function (VDF) for
the granular gas and the angular one for the rotor. With the aid of the MD
simulation, we demonstrate that the one-to-one map works well to infer the
local VDF of the granular gas from the angular one of the rotor, and vice versa.

At third, we consider the cycle containing heating and cooling processes
for an elastic hard core gas enclosed by a fluctuating piston. We study the effi-
ciency at maximum power output (MP) for a passive engine without mechanical
controls between two reservoirs. We enclose a hard core gas partitioned by a
massive piston in a temperature-controlled container and theoretically analyze
the efficiency at MP for heating and cooling protocols without controlling the
pressure acting on the piston from outside.



Chapter 1

Introduction

1.1 Fluctuating motion under non-equilibrium
situations

Studies on fluctuating motion have a history of nearly 200 years. An English
botanist, Brown found the random motion of pollen grains on water, through
his observation through a microscope in 1827 [1]. Although it is fascinating to
observe the random motion of inactive grains as if they are organisms, the quan-
titative theory did not exist in the 19th century. In 1905, Einstein proposed the
theory on the Brownian motion using a stochastic theory [2]. Einstein’s work
has greatly influenced the development of statistical mechanics, molecular ki-
netic theory and stochastic processes in the 20th century. Theory of Brownian
motion has been developed by many researchers, including Langevin, Smolu-
chowski, Ornstein, and Uhlenbeck [3-9].

Equilibrium thermodynamics prohibits extracting work from a single en-
vironment without any energetic cost. However, one can expect to extract
work from an isotropic thermal fluctuating environment such as the Feynman-
Smoluchowski ratchet [10,11]. Note that the ratchet has been originally pro-
posed by Smoluchowski [10]. The symmetric vanes are connected to an asym-
metric wheel with a pawl to rotate in one direction (Fig. 1.1). We call the whole
system including vanes and the pawl “the ratchet.” If the ratchet is placed in
thermal equilibrium environment, we might expect to rectify the work from the
single thermal equilibrium environment, which is in contradiction with the sec-
ond law of equilibrium thermodynamics. To solve this contradiction, thermal
fluctuation plays a key role. When the vanes are attached to the thermal equi-
librium environment, they thermally fluctuate. As a result, the pawl thermally
fluctuates and it does not work correctly. Thus, the ratchet cannot extract any
work from the fluctuation in the single thermal equilibrium environment [10,11].
See Ref. [12] for the critical analysis of the ratchet as engines.

Nowadays, non-equilibrium Feynman-Smoluchowski ratchet is experimen-
tally realized in a granular gas environment [13], where the asymmetric vanes



Figure 1.1: A schematic figure of the Feynman ratchet. The symmetric vanes
are connected to the asymmetric wheel, where the pawl is placed to force the
wheel to rotate in one direction. As is well known, no work can be rectified.

having coated the surfaces of different restitution coefficients are placed in the
granular gas (Fig. 1.2). The difference of restitution coefficients corresponds
to the pawl in the original Feynman-Smoluchowski ratchet, and thus, the vanes
can rotate in one direction. It is essential that the ratchet is attached on a non-
equilibrium environment. Because the kinetic energy of the granular gas is much
higher than the room temperature and the asymmetric vanes can be regarded
as the system attached to the zero-temperature environment, where thermal-
ization of the pawl can be ignored. The realization of such a non-equilibrium
Feynman-Smoluchowski ratchet has raised the natural question: what can we
rectify from the fluctuating motion under non-equilibrium? This is the question
addressed in this thesis.

The spirit of asking the previous question is as follows. Looking back the
early history of equilibrium thermodynamics in the middle of 19th century, we
should note that work of Carnot is remarkable [14]. Besides the discussion for
the identity of heat, Carnot is the first person who considered the extraction
of work from thermal equilibrium environments ! and its maximum bound. In
this thesis, we consider the extraction of work from environments including
non-equilibrium ones.

1.2 Dry friction as a non-equilibrium environ-
ment

One of the typical couplings between the system and an environment is dry fric-
tion, when two solid bodies are in contact. Dry friction is ubiquitous throughout
nature from a biological surface to an atomic-scale surface [15-17]. Recent devel-
opments in experimental technique enable us to control small systems and non-

INeedless to say, real engines are not in thermal equilibrium exactly.



Asymmetric vanes

Granular gas

Figure 1.2: Schematic figure of the Feynman ratchet in a granular gas. The
asymmetric vanes, whose surfaces are coated to have different restitution coef-
ficients, are placed in granular gas.

equilibrium systems, such as nano-scale systems, single colloidal systems, and
biological systems, to clarify their thermodynamic structures in detail [18-20].
One of the most important applications of manipulation techniques for small
systems is the design of nano-machines or sub-micron machines [21-23]. The
difficulty to realize efficient small machines is the existence of dry friction, be-
cause the dry friction wears down the small machines [24]. Thus, to control
systems under dry friction is indispensable to invent small machines. There are
many unavoidable obstacles which play central roles in small realistic systems,
such as dry friction, wear, adhesion, electrification, and so on [25-28]. Experi-
ments for macroscopic systems under dry friction reveal that the dry friction has
an important role to extract work from an equilibrium environment 29, 30,32].
The motor interacting with its supporting axis via dry friction rotates even
in an equilibrium fluid. Recent studies on the Brownian motion under dry
friction clarify that the motion of particles is characterized by non-Gaussian
statistics [31,33-43].

Although dry friction plays essential roles in non-equilibrium transport [24—
28], the energetics for systems under dry friction has been elusive so far. For sys-
tems without dry friction, there exists the energetics in the Langevin description
so-called stochastic energetics [44-46], in which the first law of thermodynamics
holds at the level of single trajectory of a tracer particle. The original form of
stochastic energetics has been restricted to systems of a single particle driven by
a Gaussian white noise, while it is extended to those driven by a non-Gaussian
white noise by introducing the new stochastic products [47].



1.3 Fluctuating motion of a symmetric rotor

In the previous section, we have shown that the asymmetry of vanes induces
the directed motion. Then, we can ask a question: can we rectify useful quan-
tities from the fluctuating motion of a symmetric rotor? From the fluctuation-
dissipation relation (FDR), we expect that the fluctuation motion of symmetric
vanes is directly related to the temperature of a non-equilibrium environment.
Temperature is one of the most important quantities in equilibrium thermody-
namics [48,49]. One can generalize the concept of temperature to characterize
various non-equilibrium systems. Although many authors have proposed non-
equilibrium temperatures, their validity has not been sufficiently clarified so
far [50-52]. Indeed, there are some reports that the effective temperatures in
non-equilibrium systems do not satisfy the fundamental laws of thermodynam-
ics, such as the zeroth law [53-57].

There are many attempts to introduce effective temperatures even for gran-
ular systems [58-61]. One of the most famous ones is the Edwards temperature,
which is associated with the compactivity and is mainly used for static ensem-
bles of granular particles [62-69]. Another well-known temperature is the kinetic
temperature or the granular temperature, which is the second-order cumulant
of the velocity distribution function (VDF) and is related to the kinetic energy
of granular particles [70-86]. The latter effective temperature is appropriate in
describing the granular flows even in the vicinity of jamming transition, whereas
we do not have the consensus of what temperature is useful for general setups of
granular systems [83-86]. Moreover, we have to take into account the effects of
higher-order cumulants explicitly to characterize granular assemblies, because
granular assemblies have non-Maxwellian nature of the VDF, i.e., the existence
of higher-order cumulants [33,57,87-89)].

For local thermal equilibrium gases, the local temperature can be measured
through the observation of the motion of a Brownian tracer, because the sec-
ond cumulant of the VDF of the tracer is directly related to the temperature
according to the FDR. On the other hand, it is nontrivial whether we can infer
the distributions of non-equilibrium environments only observing the motion of
the tracer attached to environments such as granular gases [90,91]. Kanazawa
et al. suggested that such a characterization is possible through the analysis of
a non-Gaussian Langevin equation [92,93], where an inverse estimation formula
is derived to infer the non-equilibrium granular VDF from the observation of
the tracer. Although the usefulness of the inverse formula has already been nu-
merically verified on the basis of the Boltzmann-Lorentz equation for spatially
homogeneous and isotropic granular gases [3,7,8,94-97], the model may not be
sufficiently realistic because inhomogeneity and anisotropy exist in real granular
gases such as vertically vibrated granular systems under gravity [88]. This im-
plies that more realistic formulation is necessary for experimental measurement
of high-order cumulants by observation of the tracer dynamics.



1.4 Efficiency with finite power

Equilibrium thermodynamics reveals the relation between work and heat, and
the upper bound for extracted work from an arbitrary heat cycle [98,99]. The
milestone of equilibrium thermodynamics is that thermodynamic efficiency for
any heat cycle between two reservoirs characterized by the temperatures Ty and
T, (Ty > T1,) is bounded by the Carnot efficiency:

(1.1)

achieved by a quasi-static operation [100]. There are many studies on the effi-
ciency of engines including both external and internal combustion engines. The
steam engines and steam turbines belong to the former category whose ideal
cycles are the Carnot cycle, the Stirling cycle, and so on [100,101]. The diesel
and free-piston engines are examples of the latter, and their ideal cycles are the
Otto cycle, the Brayton cycle, and so on [102,103]. It is also known that the
maximum efficiency for the ideal external combustion engines is 7, while that
for the ideal internal ones is usually smaller than nc. For a practical point of
view, an engine with n¢ is useless, because its power is zero.

The extension of thermodynamics toward finite-time operations, so-called
finite time thermodynamics, has been investigated by many authors [104-129].
Chambadal and Novikov independently proposed, and later Curzon and Ahlborn
rediscovered that the efficiency at maximum power (MP) output is given by the
Chambadal-Novikov-Curzon-Ahlborn (CNCA) efficiency [104-109]:

T
ncAzlf,/T—L. (1.2)

Recently it is found that Reitlinger originally proposed nca in 1929 [104,105].
The validity of the CNCA efficiency near equilibrium has been justified through
the linear irreversible thermodynamics [111], molecular kinetics [112,113] or
low-dissipation assumption [114]. It is believed that the CNCA efficiency is, in
general, only the efficiency at MP near equilibrium situations. Indeed, there are
many situations to exceed the CNCA efficiency in idealized setups [112,114,116].
Although there are several studies for finite time thermodynamics including
external and internal combustion engines or fluctuating heat engines [125-129],
they are mostly interested in force-controlled engines [112,113,115-118,121-126,
128,129], where a piston or a partitioning potential is controlled by an external
agent. On the other hand, the efficiency at MP for an engine without any
external force control, which we call a passive engine, has not been well-studied
so far.

1.5 The aim of this thesis

The aim of this thesis is to clarify the role of the fluctuating motion of the
tracer under non-equilibrium conditions as a rectifier. In this thesis, we study



the motion of the tracer (piston or rotor) attached to no-equilibrium baths in
the following three setups: (i) an adiabatic piston under sliding friction, (ii) a
rotor in granular gases and (iii) a piston attached to a hard core gas under cyclic
heating and cooling operations. The aim of this thesis is to verify the properties
of a rectified quantity, such as work, from the observation of the tracer motion.

1.6 The organization of this thesis

This thesis is organized as follows: In Chapter 2, we review studies of finite time
thermodynamics including the early history of equilibrium thermodynamics. In
Chapter 3, basic relations, techniques, and definitions of stochastic calculus
including recent results used in this thesis are summarized, which would be use-
ful to readers. We review basic relations of the energetics on the basis of the
Langevin equation, i.e. stochastic energetics and the fluctuating engine in Chap-
ter 4. In Chapter 5, we study the fluctuating motion of an adiabatic piston un-
der the sliding friction, which is located between two equilibrium environments
characterized by two different temperatures and densities. The direction of the
piston motion is known to be determined from the difference of temperature
of two gases. However, if sliding friction exists, we show that the direction of
motion depends on the amplitude of the friction, and nonlinearity of the friction
if the piston is attached to non-equilibrium environments. We also derive the
fluctuation theorem under dry friction. In Chapter 6, the dynamics of a rotor
under viscous or dry friction is investigated as a non-equilibrium probe of a
granular gas numerically and analytically. To demonstrate a role of the rotor as
a probe for a non-equilibrium bath, we perform the molecular dynamics (MD)
simulation of the rotor under viscous or dry friction surrounded by a steady
granular gas under gravity. In Chapter 7, the efficiency at MP for a passive en-
gine without mechanical controls between two reservoirs is studied. We enclose
a hard core gas partitioned by a massive piston in a temperature-controlled
container and analyze the efficiency at MP for heating and cooling protocols
without controlling the pressure acting on the piston from outside. In Chapter
8, we conclude a thesis with some remarks. In Appendix A, we explain the
detailed derivation of the fluctuation relation under dry friction. In Appendix
B, we show the benchmark test of the simulation of the granular rotor. In Ap-
pendices C and D, we show both the detailed theoretical calculations and the
numerical procedure for the rotor under viscous and dry frictions, respectively.
In Appendix. E, we review the kinetic theory and the Boltzmann equation.
Transport coefficients for granular flow are also summarized in this appendix.
In Appendix. F, we discuss the velocity autocorrelation function for the pis-
ton. We discuss the definition of work for a passive engine in Appendix. G and
the effect of side-wall friction on the efficiency in Appendix H. Throughout this
thesis, variables with “~” denote stochastic variables.



Chapter 2

Finite time
thermodynamics

Abstract

In this chapter, we review equilibrium thermodynamics and finite time ther-
modynamics focusing on thermodynamic efficiency. In Sec. 2.1, we briefly
summarize historical achievements of equilibrium thermodynamics. In Sec. 2.2,
we classify heat engines and explain their ideal theoretical cycles. In Sec. 2.3,
we review the progress on the efficiency at MP for heat and chemical engines.

2.1 Equilibrium Thermodynamics

Equilibrium thermodynamics is one of the most established achievements in
classical physics. It is well known that many scientists struggled to establish
equilibrium thermodynamics. In Sec. 2.1.1, we briefly explain the early history
of equilibrium thermodynamics to see the important contribution by Carnot,
who brings the viewpoint of work into thermodynamics. We call thermody-
namics before Carnot’s work “thermology” to distinguish them. In Sec. 2.1.2,
we explain the Carnot theorem in a sophisticated manner on the basis of the
entropy function. In Sec. 2.1.3, the chemical version of the Carnot cycle is
explained.

2.1.1 Early History of Equilibrium Thermodynamics

In the late 18th century and the beginning of the 19th century, heat and tem-
perature are thought to be extensive and intensive quantities for caloric, re-
spectively. Today, they are well-established concepts: heat is a kind of energy
transfer, and temperature can be defined the efficiency of an ideal thermody-
namic cycle [14]. Let us briefly summarize the early history of equilibrium
thermodynamics, following the historical books written by Yamamoto [14].



The modern view of nature starts from the mathematical positivism and
the mechanistic view of nature, where targets are abstracted to be geometrical
objects. Although such views of nature are not directly related to the beginning
of thermodynamics, Galileo is the first person to quantify the heat phenomena
as the volume change of the gas. One of the early significant discoveries in the
science of gases would be the existence of atmospheric pressure and vacuum,
through experiments for columns of mercury by Torricelli and Pascal, and the
demonstration by von Guericke, who invented a vacuum pump [130-132].

The discovery of atmospheric pressure and vacuum had been succeeded to
Boyle and Hooke, who examined the first qualitative law for gaseous physics,
known as Boyle’s law, though Boyle was interested in the “elasticity” of the
air. Boyle’s law states that the pressure of the gas is inversely proportional to
the volume. Hooke, who performed the experiments as an assistant of Boyle,
revisited Boyle’s law from the viewpoint of the elastic theory for spring. Boyle
and Hooke regard gas as a static object, e.g. elastic wool. Then, they regarded
its vibration as the heat. Their idea is not succeeded to the kinetic theory
by Maxwell and other people in the late 19th century. However, it should be
stressed that they came up with the idea that the motion (vibration) can be
transformed into heat [133].

The reason why the idea by Boyle and Hooke is not succeeded to the kinetic
theory is the strong influence of Newtonian mechanics. Newton showed that
the pressure of the gas is inversely proportional to the volume, if repulsive
force between gas particles is inversely proportional to their distance [134]. In
those days, people believed that the origin of the pressure is not the collision of
particles, but the repulsive force between static gas particles.

The origin of thermology is the proposal of materia ignis, which is the inert
substance playing a role of all of the thermal phenomena, by Boerhaave [135].
He assumed the existence of materia ignis. Franklin considered the conservation
and its equilibrium of materia ignis, as a principle, through the analogy between
electric and thermal phenomena. In 1774, de Lavoisier, who is known to be a
giant of chemistry, proposed caloric, which is the similar concept of materia
ignis. Then, the caloric theory had been popular in the late 18th century.

Besides the prosperity of thermology, Black indicated the difference between
temperature and heat introducing the concept of heat capacity [136]. Black
revisited the idea of equilibrium, not as the principle, but as the experimental
and empirical fact: the fact that two systems are in thermal equilibrium is
recognized by the observation of a thermometer. Emphasizing the important
role of a thermometer, he distinguished temperature from heat. Although Black
distinguished them, he avoided answering the question: what is heat? Because
the concept of heat capacity is consistent with the idea that the heat is a matter
(a calorific matter or a matter of heat), the heat had been thought as a static
matter yet.

de Lavoisier tried to formulate thermology more concretely. He and Laplace
formulated thermology at the level of mathematical physics. For example, they
introduced the conservation law for the caloric, which is in contrast to the first
law of thermodynamics [137]. Although Rumford, who is known as Sir Ben-



jamin Thompson, experimentally showed that frictional heat is inexhaustible in
1798, where the heat produced by boring a cannon could boil water, his exper-
imental facts without any new theoretical support seemed to be too weak to
deny thermology [138].

Carnot is the first person to bring the viewpoint of work into thermology,
which gives the birth to the Carnot theorem and its corollaries [100]. It is
surprising that the work by Carnot was almost ignored by the community in
those days. Although Carnot presented his theory in 1824 and Clapeyron re-
formulated the work by Carnot in 1834, almost nobody mentioned his papers
until 1844. In 1848, at last, Thomson, who is known as Lord Kelvin, found and
spread papers by Carnot. Carnot proved that the maximum work obtained be-
tween two heat sources corresponds to the material-independent function called
the Carnot function, which is now called the Carnot efficiency. Clapeyron and
Thomson tried to identify the Carnot function experimentally, though their ac-
curacy were not sufficient. Right after the discovery of papers by Carnot, the
first law of thermodynamics was established by Mayer, Joule, Clausius, Clapey-
ron, Thomson.

2.1.2 Heat Engine

Here, let us introduce the modern proof of Carnot’s theorem [139]. We consider
a heat cycle which is connected with a hot and a cold system. Let S, = S, (U,)
be the entropy for the engine Sg, the hot system (H) Sy, the cold system (L) St,,
external system Sey, and U, (v = E,H, L, and ex) is the internal energy of each
system. S, = S, (U,) is assumed to be a concave function of U,. We assume
that the external system is thermally insulated from H or L. Note that H and
L are not necessary reservoirs, and, therefore their internal energy can change.
During the cycle, the engine converts the energy gain Qg from H to the work
W toward the external system and @Qr, flows into L. After the cycle, the internal
energy for hot and cold reservoirs, respectively, changes as Uy — Uy — Qg and
U, — UL + (Qu — W). Because the total entropy increases after the cycle, we
obtain the following inequality:

Se+ Su(Un — Qu) + Su(UL + Qu — W) + Sex + ASex
> Sg + Su(Un) + SL(UL) + Sex, (2.1)

where Sex represents the entropy change of the external system. It should be
noted that Sg does not change after the cycle because the engine is assumed to
come back to the initial state. Equation (2.1) can be rewritten as

{Su(Un — Qu) — Su(Un)} + {SL(UL + Qu — W) = SL(UL)} + ASex > 0. (2.2)
Recalling the following inequality for an arbitrary concave function f(x):

(z —20) f'(v0 £0) > f(x) — f(xo), (2.3)
Eq. (2.2) is reduced to

—Qu n Qu—W
TH(UH) T1,(UL)

+ ASex > 0. (2.4)



T,(U,) = (05,/0U,)~! has the meaning of temperatures follows. Because tem-
perature is a monotonic function of the internal energy, Ty (Un) > Tu(Un — Qu)
and T1,(Uy,) < T1,(Up +Qu — W) hold. Ty (Uy) and T1,(UL,), respectively, means
the hottest and coldest temperatures for H and L during their contact to the
system. If H and L are reservoirs, i.e. their changes of the internal energy are
negligible, Uy — Qu ~ Uy and Uy, ~ U, + Qu — W. We write Ty = Tu(Un) and
T1, = T1,(UL) as abbreviation. Using Eq. (2.4), we obtain the inequality for the
efficiency ng—w = W/Qu:

T, TiASk
noow <1 — L 4 TLBSex

Th Qu
Note that ASex > 0 and ASex = 0 for a reversible work source. If no_w
is realized for one system, the external work source can be replaced by the
reversible one with the identical efficiency ng—w. Therefore we can choose
ASex = 0in Eq. (2.5), and the inequality becomes more strict. Thus, Carnot’s
theorem is proved:

(2.5)

no-w <1——. (2.6)

Here, the equality is realized for a quasi-static operation, if H and L are reservoirs
and the temperature of the engine and that of the reservoir are the same when
they are attached.

2.1.3 Multi-component Chemical Engine

One can consider a chemical engine, where the work is extracted from particle
reservoirs. For example, living systems use adenosine triphosphate hydrolysis as
one of energy sources. Let us introduce the following general chemical reaction
[140] at temperature T as

i=1

where v; and M; represent the stoichiometric coefficient and the symbol for ¢ th
component, respectively. Note that v; > 0 is a product and v; < 0 is a reactant
of the reaction. There are n = n, 4+ n, kinds of chemical substances, where
n, products are produced from n, reactants. We consider an isothermal engine
consisting of n uptake or release processes and n expansion or compression
processes as discussed in Ref. [140]. The schematic figure is shown in Fig. 2.1.
The volume of the solution in the container V.., is perfectly controlled by the
external agent through the pressure control from the outside. The container can
uptake or release the ith substance to the ith particle reservoir of the chemical
potential 1 through a semipermeable membrane. This configuration is similar
to the Van’t Hoff reaction box [141]. The change of the number of ith component
dN; is caused by the change due to the chemical reaction dN/® and the exchange
from the reservoir dN;*:

dN; = dN™++dNg~. (2.8)
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In chemical thermodynamics, d N is expressed in terms of the extent of reaction

& ‘
AN™ = y;de. (2.9)

Let p; < 0 and pf < 0 be the chemical potential for i th component in the
container and that for the particle reservoir, respectively. It is convenient to
introduce the chemical affinity:

AY == ", (2.10)

which represents how far from the chemical equilibrium the reaction is, or equiv-
alently, the sum of the Gibbs free energy per a unit mol. We assume that the
affinity is positive A® > 0, which means that the reaction proceeds in the direc-
tion that the amount of products increases.

Tempertaure 1’

0
241
V::ont
0
25
0
Moy,

Reaction box
Particle reservoirs

Figure 2.1: The schematic figure of the chemical engine [140]. The container can
uptake or release the ith substance to the ith particle reservoir of the chemical
potential u? through a semipermeable membrane. This configuration is similar
to the Van’t Hoff reaction box [141].

The protocol for the engine is the following 2n steps: Initially, we assume
p1 = u§. (1): By changing Veon, the container absorbs (releases) 1st component.
(2): The volume of the solution Vot is changed to satisfy the relation uy = ,ug.

(3): ---. (2¢ —1): By changing Viont, the container absorbs (releases) i th
component. (2i): The volume of the solution Vo is changed to satisfy the
relation piy1 = pdyy. (2i+1): ---. (2n): The volume of the solution Veopt is

changed to satisfy the relation u; = u. For isothermal chemical engine, the
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efficiency 7cpem is defined as

Nehem = —Wéhe‘“, (2.11)
JF

n 21

Wenem = / dNF, (2.12)
=1 2i—1
27

G o= > ol AN, (2.13)
v; >0 2i-1

Using the relation §dN; = 0 and Egs. (2.8)-(2.10), we obtain the following
expressions:

Wehem = 721/:“9 fdfa (214)
G = - uu?j{dg. (2.15)

v; >0

Introducing the chemical affinities for products and reactants,

AL = = wl, (2.16)
v; >0

A% = N, (2.17)
;<0

the efficiency for the equilibrium chemical engine is expressed as the ratio of
chemical affinities for products and reactants:

_AL-aAr AT (2.18)
Nchem = A(_);'_ - A(_)t,_ =T1cc, .

which we can called the chemical Carnot efficiency. We comment on the special
case with n, = 0,n, = 1,11 > 0, where any reactions do not exist [142]. In
this case, because all molecules absorbed in the container are removed in the
quasi-static limit, the efficiency is apparently nchem = 1.

2.2 Classification of engines and ideal theoreti-
cal cycles

In this section, we classify heat engines and explain their ideal theoretical cycles.
Heat engines are categorized into two types, external (Sec. 2.2.1) and internal
combustion engines (Sec. 2.2.2), in which the heat sources are prepared outside
and inside the engine, respectively. Although real engines are influenced by
friction or wear, idealized engines consisting of ideal gases and frictionless piston
are analyzed for the estimation of the maximum efficiency.
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2.2.1 External combustion engine

External combustion engines are the engines, where the working fluids inside the
container are heated or cooled by external heat sources. The merit of external
combustion engines is the broad utility. We can use any materials as heat sources
for an external combustion engine, while this is not true for internal combustion
engines. The demerit of the external combustion engine is the limitation of the
size. We cannot gain sufficient work from small external combustion engines.
Right after the industrial revolution, external combustion engines became pop-
ular because of its broad utility. At present, external combustion engines can
be found as thermal or nuclear power plants. For example, steam engines are
external combustion engines, because working fluid heated by an external heat
source rotates the turbine. The Carnot cycle and the Stirling cycle are exam-
ples of ideal theoretical cycles. Note that the maximum efficiencies for both the
Carnot and Stirling cycle are identical to 7¢.

2.2.2 Internal combustion engine

Internal combustion engines are the engines, whose works are extracted by the
explosion or reaction of working fluids [103]. The name of internal combustion
engine comes from the fact that the source of work is inside the engine. We
usually pour the mixture of air and reactant into the container and collect their
products. To keep the inside of the container clean, we cannot choose arbi-
trary substances in contrast to external combustion engines. However, internal
combustion engines can work well, even if the size is small. Therefore, internal
combustion engines can be found in many places, e.g. the engine of motorcycles.
To discuss the efficiency of internal combustion engine, hydrodynamics or ther-
mal conduction of reactants and explosion processes of reactants are important.
However, we usually replace explosion processes by heating or cooling processes
to consider the efficiency for ideal theoretical cycles. The Otto cycle and the
Brayton cycle are typical examples. Note that the maximum efficiency for an
internal combustion engine is usually smaller than 7¢.

2.3 Efficiency at Maximum Power Output

We have discussed the maximum efficiency of the engine up to the previous sec-
tion. Although the maximum efficiency derived in equilibrium thermodynamics
is general, the thermodynamic bound itself is practically useless when we dis-
cuss an actual engine. Indeed, the power of the quasi-static cycle, i.e. the work
per a unit time is zero, while the actual engine has the finite power. From the
practical point of view, we are interested in the efficiency at MP. The energetics
considering a finite-time cycle is now called finite time thermodynamics. In this
section, we review the recent progress on the finite time thermodynamics. In the
following, we discuss the efficiency for the engine, when the power is maximized.
In Sec. 2.3.1, we introduce the derivation of the CANA efficiency by Curzon and
Ahlborn in Ref. [109]. In Sec. 2.3.2, we derive the CNCA efficiency on the basis
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of the linearly irreversible thermodynamics [111]. In Sec. 2.3.3 and 2.3.4, we
discuss the efficiency at MP under nonlinear non-equilibrium situations on the
basis of the low-dissipation assumptions and the extended Onsager relations,
respectively. In Sec. 2.3.5, we derive the efficiency at MP for chemical engines
on the basis of the low-dissipation assumption.

2.3.1 Derivation by Curzon and Ahlborn
The most famous formula known as the efficiency at MP is the CNCA efficiency:

T
nCAzl—,/T—L. (2.19)

For the simplicity of the derivation by Curzon and Ahlborn [109] in 1975, nca
is sometimes called the CA efficiency, while Eq. (2.19) has already been derived
by Reitlinger in 1929 [104,105].

Let us derive Eq. (2.19) following the argument by Curzon and Ahlborn
[109]. Let Tf(lw) and T]Ew) be, respectively, the temperatures of the working flu-
ids when hot Ty and cold Ti, reservoirs are attached. We assume that the heat
fluxes through the vessel containing the working fluid are proportional to the
temperature difference, i.e. the heat fluxes from Ty and T}, are, respectively,
assumed to be ap(Ty — TI({w)) and ofg, (Téw) —T1,). Here, ag and oy, are con-
stants which depend on thermal conductivity of working fluid. In the isothermal
expansion and compression processes, the input energy Wy and the discarded
energy Wp, can be written as

Wu = outa(Ta —T), (2.20)
WL = apt,(T™) - Ty), (2.21)

where ty and ¢, are the operation times for heating and cooling processes, re-
spectively. During the adiabatic processes, we assume that there is no heat ex-
change with the surroundings. Requiring that adiabatic processes are reversible,
we obtain the condition

Wu _ W
T}(Iw) T]Ew)
i.e.
tn o TR — 1)
t T (T — T)

(2.22)

where ty and ¢, are not independent. Assuming that the adiabatic processes
spend the same time to the isothermal ones !, the power P of the engine is given

'In the original paper [109], the adiabatic processes are assumed to take (yaq — 1)(tg +1t1,),
where v,q is a constant. However, the assumption does not change the maximum power
condition.
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p_Wu-Wo (2.23)
Q(tH + tL)
Using the relation (2.22), we eliminate ¢y /t;, from Eq. (2.23):
p _ wuom rpry (T — Ty — o0 — L) (2.24)
2 oapTyxy +oglixeg + JTH.’IﬁL(OéH - OéL>
ey = Tu—T" (2.25)
o, = T -1 (2.26)

The maximum power conditions 9P/dz = 0 and 0P/0y = 0 are written as

on 1= VT Th (2.27)
Tw l-i-\/OéH/OéL7 '
o VIu/T -1 (2.28)
11, 1+\/04L/04H' .

Thus, we obtain the expression for the efficiency at maximum power output:

_ Wa-Wi_ | LY Tuty
K Wy TI({w) Ty —x

11,
1—4/— = 2.2
\ 7, = e (2.29)

which is independent of ay and af,.

2.3.2 Derivation from linearly irreversible thermodynam-
ics

Although derivation by Curzon and Ahlborn is simple, their derivation contains
some strong assumption. Moreover, the applicability of their derivation for
a cycle consisting of isothermal and adiabatic processes is not clear. Van den
Broeck has proved that the CNCA efficiency is the universal one at MP, at least,
for systems near equilibrium by using the linearly irreversible thermodynamics
[111].

We consider an engine working between two temperature reservoirs, where
the temperature difference is sufficiently small so that linearly irreversible ther-
modynamics can be used. The engine performs work W; = —F,x; toward the
external force F,y with a conjugate thermodynamic variable x; (e.g. the po-
sition of the piston or the volume of the working fluid). The corresponding
thermodynamic force is X; = Fex /T, where T denotes the temperature of the
system. The thermodynamic flux is Jy = &; = da;/dt. The power of the engine
is described as

P=W,=—Fni =-7XT. (2.30)
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The engine gains the energy from the hot reservoir, which is the corresponding
thermodynamic flux J, = Qu. The corresponding thermodynamic force is the
temperature difference X = 1/711, — 1/Ty ~ AT/T?, where AT = Ty — T1, and
T = Ty. Then the Carnot efficiency is ne = AT/T.

Linearly irreversible thermodynamics stems from the fact that the fluxes J;
are linear combination of thermodynamic variables X; [149]:

Ji = LiiX+ LipAs, (2.31)
Jo = Lot Xy + Lo Ao, (2.32)

where the Onsager coefficients L;;(i,j = 1,2) satisfy the relation

L1120, Lag >0, Li1Lay — Lia2Lo >0, (2.33)
and the microscopic irreversibility leads to the reciprocal relation
Lig = Log. (2.34)
Let us introduce the coupling strength ¢ as
L
g = —2 (2.35)

VLiiLay'
with —1 < ¢ < 1.
Assuming that the control parameter for the power of the engine is only X7,
we can write the maximum power condition:

o 10

ox = TTam
Thus, &} for MP is given by

L1 X7 + Lo X X5) = 0. (2.36)

1 LioX,
XMP — 2 2.37
e (237)
The obtained efficiency at MP is described as
W ataw
7 Qu T J2Xo
1AT ¢
= ——— 2.38
2T 2—¢? (2:38)

Taking the tight coupling limit |g| — 1, where the fluxes and forces are tightly
coupled, the efficiency corresponds to nca ~ AT/2T, which is the half of the
maximum efficiency n¢ in AT/T < 1 limit and is identical to the CNCA effi-
ciency in this limit.

So far, we have considered a finite power engine in the linear non-equilibrium
regime. In the following two subsections, to go beyond the linear regime, we
introduce two methods for finite power engines in the nonlinear non-equilibrium
regime. It should be noted that although two methods result in the same results,
the obtained efficiency does not always correctly predicts the efficiency for real
engines.
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2.3.3 Asymptotic derivation of the Chambadal-Novikov-
Curzon-Ahlborn efficiency

Instead of assuming linear non-equilibrium relations (2.31) and (2.32), we start
from the following low-dissipation assumptions:

Qu = Tu (AS S0 (t52)> , (2.39)
H
QL = 1Ty (—AS — % + O (th)) , (240)

where AS represents the entropy change in the long time limit ¢y, ¢, — oo.
Yu and Xy, represent the amounts of dissipation induced by the heat currents
from hot and cold reservoirs, respectively [114]. It is easy to recover the Carnot
efficiency in tg,t;, — oo limit as n = (Qu + QL)/Qu = 1 — T1./Tw = nc from
the relations (2.39) and (2.40). When the power

tg + 1L

is maximized, we obtain the conditions for ¢y and t;, by solving equations
OP/0ty = 0 and 9P/dt;, = 0. Their physical reasonable solutions are

b= —rrag VSR (VERTa+ VEIT). (242)
- m\/&ﬂ (VT + VST ) - (2.43)

Thus, we obtain the efficiency at MP under the low-dissipation assumption:
neo = nuo (Tu/Th, XL/ Xu)

ST

Tr, > e (1+ EIET;)

D Ta Sn = —2 . N (2.44)
(1 y/3ede) + 5 (1-3)

It should be noted that Eq. (2.44) recovers the CNCA efficiency in the sym-
metric dissipation limit ¥y = X.:

. T XL Ty
1 _ =1 — = . 2.45
ZL/IZIE—& LD (TH ’ ZH > TH fca ( )
On the other hand, by taking the asymmetric limit Xy, /Xy — 0, +00, we obtain
. Ty Xy nc
| e = = 2.46
g fm_ Lo <TH’EH) 5 = (2.46)
. T, XL nc
| — = = = =q_. 2.47
ZL/XllII:lHoo D <TH’ ZH) 2 " ( )
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We can show the relation
N- < NLD = 74 (2.48)

Expanding Eq. (2.44), in terms of 7¢, we obtain

2
nc Ule; 3
=—+ —=——+4+0 . 2.49
LD B) A4 /7ZL/EH (770) ( )

Thus, the analysis on the basis of the assumptions (2.39) and (2.40) recovers
the CNCA efficiency in the limit nc — 0. It is interesting that the inequality
(2.48) is consistent with the efficiency of actual power plants as is shown in Fig.
2.2 [114)].

T
L\ --= TCA
0.8 ‘\‘ — TN+
\ S
@ | N — M- 1
. . O
S ool . Power plant]|
2
2
g 0.4 F b
5 L%
02 o
0 : : : :
0 0.2 0.4 0.6 0.8
11, /Tw

Figure 2.2: The comparison between results in Sec. 2.3.3 and efficiencies for the
actual power plants. Although the assumptions (2.39) and (2.40) are strong,
Eq. (2.48) works well even for actual engines. The data points are obtained
from Ref. [114].

2.3.4 Minimally nonlinear irreversible heat engines

In the previous subsection, we start from phenomenological assumptions and
obtain the reasonable expression for the efficiency at MP. In this subsection, we
introduce the engine called “the minimally nonlinear irreversible heat engine”
[115] by extending the Onsager relation as

Ji = L X+ Lig Ay, (2.50)
T2 Lot Xy + LaoXo — AuJL. (2.51)
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The last nonlinear term with the constant 4y > 0 in Eq. (2.51) is introduced in
addition to the conventional linear relations (2.31) and (2.32). Here, we consider
the heat flux from the cold reservoir J3 as

T =Qr=W —Qu=-NXT — T (2.52)

We rewrite the relations (2.50) and (2.51) in terms of J> and J5 as

L
Jo = Li Ji+ Laa(1 — ¢*)Xo — AuJL, (2.53)
Lo T;
Tz = —Z2 L7 — Loo(1— A — LT2, (2.54)
L11Tw

where a new positive constant is introduced 71, = (T1./L11) — 71 > 0. When
we use equations (2.53) and (2.54), instead of Egs. (2.50) and (2.51), J; is the
control parameter.

The power and efficiency for the minimally nonlinear irreversible heat engine
is P=-7XT, =7+ J3 and n = W/Qu = P/Js, respectively. Considering
the maximum power condition 9P/, = 0, the efficiency at maximum power
output can be obtained as

2

nc q
== — . 2.55
2 2-¢*(1+nc/{2(0+3L/78)}) (25
It should be noted that the obtained efficiency is bounded as
n? <n<ni, (2.56)
where we have introduced
nc g
T = = 2.57
nt 55 & (2.57)
2
nc q
nt = (2.58)

22-¢*(1+n0/2)

By taking the asymmetric dissipation limit 1, /4n — +oo and /9y — 0,
Eqgs. (2.57) and (2.58) are derived, respectively. It is interesting that the tight
coupling limit || — 1 reduces the previous results as n? — n_ and n% — 7.

2.3.5 Efficiency at maximum power output for multi-component
chemical engine

Although the low-dissipation assumptions for heat engines (2.39) and (2.40) in
Sec. 2.3.3 are simple, their results are consistent with the efficiency for actual
power plants. Let us adopt the low-dissipation assumptions to the chemical en-
gine in Sec. 2.1.3. In this subsection, we extend the result of a single-component
chemical engine in Ref. [142] toward a multi-component chemical engine. Here
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we assume that the chemical solution is well stirred to avoid the phase sep-
aration, where the system can be described by the kinetic equations without
spatial inhomogeneity. To treat the phase separation effect, we need to take
into account the Doi-Peliti formalism [143-148] for finite-time thermodynamics.

Once the operation is performed in the finite-time {¢;}7 1, Nchem cannot
reach noc, because p; # pd for the (2i — 1)th step and the container cannot
absorb or release ideal molar number for the ¢ 4+ 1th molecule in the (2¢)th
step [142]. On the basis of the low-dissipation assumption, the chemical energy
collected or produced through the cycle are expressed as

T 7'42
Wenem({t:41) = (A9 — 42) fdf—}ijafti fduo(é),(m)

) 2
Agjfdg -y af:—: %d£+0 (;) , (2.60)

v; >0

G ({ti}i)

where af > 0 and 7; are the loss of the chemical energy due to the finite-time-
operation and the relaxation time for the change of the ith molecule number,
respectively. The power P, of the chemical engine can be defined as

Zi ti '

{t;}"_, at MP is derived from 0P, /0t; =0 (i =1,2,--- ,n):

2./ast; i
MP i
i = > Jast | (2.62)
+ - j=1
Thus, the efficiency at maximum power output can be derived as

-1
Net ({tMP n ) _ Nce 1_ Ticc Zui>0 V afi:Ti (2 63)
chem i i=1 2 5 271 \/a,zcifrl . .

P, = (2.61)

If the dissipation is symmetric: a§m = a§me = -+ = a$7,, Eq. (2.63) becomes
simpler:
n ncc noc np\ 1
Nehem ({87 Y1) = 5 ( - TWP) (2.64)

We note that the efficiency at MP is given by the half of the maximum efficiency
Nehem ({tMF} 1) ~ ncc/2 in the linear non-equilibrium limit noc — 0.
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Chapter 3

A Short Course of
stochastic analysis

Abstract

In this chapter, we briefly summarize the formulas of stochastic analysis used in
this thesis. We only consider white processes, where the noise is delta-correlated.
In Sec. 3.1 we introduce stochastic integrals and derive formulas for the master
equation of the given stochastic differential equation (SDE), in Sec. 3.2. In
Sec. 3.3, we apply the derived formulas to physical systems. We discuss the
system size expansion method proposed by van Kampen [7] and its extension
to non-Gaussian processes [92,93] in Sec. 3.4.

3.1 Stochastic integrals

For stochastic quantities, it is well-known that the integral depends on the
method of the discretization. The familiar methods of the division are called
the It6 type and the Stratonovich type, which are, respectively, represented as
- and o. In this section, we introduce the corresponding stochastic integrals.
For a white Gaussian noise £g(t), the Wiener process B(t) is defined as

B(t) = /O £a(s)ds (3.1)

and its time differential dB(t) are introduced for convenience. Formally, we
write the time differential as {g(t)dt = dB(t). For the Wiener process, we know
the convenient properties

dB? = O(dt), dB™ = o(dt) (n > 3). (3.2)
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In parallel to the Gaussian noise, we introduce the Lévy process ﬁ(t) as

L(t) = /0 Enc(s)ds, (3.3)

where fNG represents the non-Gaussian noise. We can formally write the time
differential as dL(t) = {ng(t)dt. We should note that

dL™ = O(dt), (3.4)

is satisfied, which is the significant difference from Eq. (3.2).

3.1.1 Ito6 type stochastic integral
In this subsection, we define the It6 type stochastic integral:

N

dm 3 AL #0) ) (35)

/0 dsb(s, #(s)) - Enal(s)

where we have introduced ¢; = iAt, At = t/N, ty+1 = t and Ai(tk) =

L(tg+1) — L(tx). b(t,x) is a continuous function of ¢ and xz. The important
property for the It6 type stochastic integral is martingale, i.e.,

(b(s, 2(s)) - dL(s)) = (b(s, &(s)))(dL(s)), (3.6)

where (---) represents the ensemble average. Because Eq. (3.6) is useful to

calculate the average, the It6 type integral is often used. For {i, we can define
the integral replacing {ng by &g

3.1.2 Stratonovich type stochastic integral

The Stratonovich product is often used for thermal processes, such as the
stochastic energetics, which will be discussed in Chapter 4. We note that the
corresponding product is ill-defined for the Lévy process. We introduce the
Stratonivich product for the Wiener process

N

/Ot dsb(s, 3 (s)) o €a(s) = AlirBOkZO{AB(tk)b (tkW)} (3.7)

It should be noted that martingale property Eq. (3.6) is no longer valid for the
Stratonivich product, while the ordinary calculus, e.g. dh(Z(t)) = h'(&(t))odz(t)
for an arbitrary analytic function h(x), can be used for the Wiener process as
is shown later. Instead of the Stratonovich product, a different product “«” is
used for the ordinary calculus of the Lévy process as is discussed in Ref. [47].
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3.2 Stochastic differential equation and master
equation

Let us consider the following stochastic differential equation (SDE) driven by a
non-Gaussian noise &g (£):

dz

o = ot 2(t) + b(t, &(1))éna (1)- (3.8)

This equation is ambiguous because the product for b(t, #(t))énc(t) is not ex-
plicitly declared. The SDE with the It6 type stochastic integral is called the It6

type SDE:

dz R . 2
i a(t,z(t)) + b(t, (1)) - Ena (t). (3.9)
If b(t, &) does not depend on Z, the SDE is called to be additive, otherwise, it
is called multiplicative. In this section, we define the It6 type SDEs and derive

the corresponding Master equation.

It6 type SDE driven by a non-Gaussian noise

We write the evolution of a stochastic quantity Z(t) by the discretized method:
N

(1)~ 2(0) =Y {Ata(tk, #(tr)) + AL(tr)b(tr, fc(tk))} . (3.10)
k=0
Taking the continuous limit At — 0 for Eq. (3.10), we obtain the stochastic
integral equation for Zng(t):

&(t) — £(0) :/0 dsa(s, &( / dsb(s, &(s)) - Ena(s). (3.11)

The stochastic differential equation for z(t) is defined as the differential of Eq.
(3.11):
dz ) N ¢
i a(t,z(t)) + b(t, £(t)) - Enc(t). (3.12)
Similarly, we can define the It6 type SDE driven by a Gaussian noise.
Here, let us derive the time evolution for the distribution f(z,t) = Prob(z =
#(t)), following Ref. [8]. For an arbitrary analytic function g(x), its derivative

is calculated through the Taylor expansion:

dg(z) = g(@+dz)—g(2) (3.13)
= O"g (dz)"

- 63:2 ( n!) (3.14)

= Z S w (3.15)

= aA dt+z { )} (3.16)
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It should be noted that dL™ = O(dt) holds. By taking the ensemble average of
Eq. (3.16), we obtain

growis = [ drglatto s

+Z/dw% <bn(;;x) <djtn>f(a:,t)> (3.17)
—all, )f(.’);‘,t))

+Z/dwg p {(_b(i’!”f)")fgnf(m)}, (3.18)

where we have introduced <dﬁ”> = K,dt. Here, we have used the martingale
property Eq. (3.6). Because g(x) is an arbitrary function, we obtain Master
equation for Eq. (3.12):

Il
\
= i
g =
—
~—
gl
—
—
~
S

((?9{ %( (t .23 $ t + Z O {n!))an(xat)} . (319)

Ito type SDE driven by many independent non-Gaussian noises

Because the extension toward the SDE driven by many independent non-Gaussian
noises &, (t)(v = 1,2, -+ ,n) is straightforward, we skip the derivation. The SDE
driven by many independent non-Gaussian noises is defined as

Cclzf = a(t,@)+ ) _bu(t3)- &), (3.20)
L,(t) = /Oalsé,,(s)7 (3.21)
@dLr@) = KQdt. (3.22)

The corresponding master equation is represented as

U0 (ata Z a {Z WK£”>f<x,t>}. (3.23)

v=1

Stratonovich type SDE driven by a Gaussian noise

Let us consider the Stratonovich type SDE driven by a Gaussian noise. Similar
to Eq. (3.10), we discretize Z(t) as

N

B(t) —2(0) = {Ata(tk,fa(tk)) + AB(tg)b (tk, JMW) } . (3.24)

2
k=0
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By taking the continuous limit At — 0, we obtain the stochastic integral equa-
tion for &(t)

#(t) — #(0) = /0 dsa(s, #(s)) + /0 dsb(s, () o €a(s).  (3.25)

Taking the differential of Eq. (3.25), we can define the SDE for &(¢) driven by
a Gaussian noise:

di _
dt
We can derive the Master equation for Eq. (3.26) as follows.

a(t,&(t)) + b(t, #(t)) o Eg (1) (3.26)

) >, 9"g (adt +bo dB)"
dg(&) = > 8332 ladi b0 dB)" o ) (3.27)
n=1 ’
B 1 (g g -
= 7; o {&%adt + ErD (bodB) } (3.28)

We note that the martingale property cannot be used when we take the ensemble
average of Eq. (3.28). From Eq. (3.2), the master equation for Eq. (3.26) can
be obtained as:

O _ 0 (Catm)flet)+ { (-g0te.0)) f(m)} S 329)

Here, we have assumed (dB(t)) = 0 and (dB2(t)) = dt.

For later convenience, we derive the formula, which connects the Itd type
stochastic integral with the Stratonovich one. For an arbitrary analytic function
h(z), the differential is given by

dh(2(t) = W (2(t))da(t) +

} dz(t) + - - (3.30)

= W(i(t) o di(t). (3.31)

Introducing the H(z) = h/(x) and comparing Egs. (3.30) and (3.31), we obtain
the formula:

H@() 0 di(t) = H(@(0)) - die) + T2 (a2, (3.32)
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where we have abbreviated “” in the second term on the right-hand side for
simplification. For example, substituting Eq. (3.26) and H = b(%(t),t) into Eq.
(3.32), we obtain the It6 formula:

b(#(t), 1) o dB(t) = b(2(t), 1) - dB(t) + b@(g)’t) 8b((?i((tt)),t)

dt, (3.33)

which enable us to transform Eq. (3.26) into the Itd type SDE.

3.3 Application to physical systems
In this section, we apply the obtained formulas in the previous section to physical

systems.

3.3.1 Langevin equation driven by a Gaussian noise
Langevin equation without potential under a Gaussian noise

A Langevin equation without potential under a Gaussian noise is written as

M% = 4V + V2ykpTEG (), (3.34)
a(t)) = 0, (3.35)
(€a)éal(s)) = d(t—s) (3.36)

We use the relation between Egs. (3.12) and (3.19), changing 2 — V, a —
—yV/M, and b — /2vkgT/M, to obtain the master equation. The corre-
sponding master equation for Eq. (3.34) is obtained as

of _ 90 v
ot oVM
We note that K, =0 (n > 3).

kT O

VI+ e ave

(3.37)

Langevin equation with potential under a Gaussian noise

A Langevin equation with potential under a Gaussian noise is written as

v . oU
M- = —vV—%Jr\/ZvlfBTgG(t), (3.38)
dX .

- =V (3.39)

The corresponding master equation is written as

of @ 0 ouU

y ’kaTa2f
Vf+(MV+>f+

M2 ov?

ot 0X ov 0X (340)
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3.3.2 Langevin equation driven by non-Gaussian noises
Langevin equation driven by a state-dependent Poissonian noise

We consider the Langevin equation driven by a state-dependent Poissonian noise
whose amplitude is I and the birth rate is .

= T 7) (3.41)
SptV) = > o(t—t) (3.42)
Lpt,V) = ; Ep(s,V)ds (3.43)

(L%, V)Y = XV)dt (3.44)

The Poissonian noise is state-dependent in the sense that A(V') depends on V.
Replacing v — V,a — —V, b — I and K,, — A(V) in Eq. (3.19), we obtain
the corresponding Master equation:

%{ = % (WVIV.E)+ Z:ZI s {”) A<V>f<v,t>} . (3.45)

n!

Stochastic equation of motion driven by many state-dependent Pois-
sonian noises

We consider the following SDE:

dv R
M

- = ba (3.46)

F o= > P(V)-&EHV) (3.47)
Lo(t) = /0 Eu(s|V)ds (3.48)
(dLM(t)) = A(V)dt (3.49)

By setting @ — 0, b, — P,/M and K? — \,, the corresponding Master equation
is obtained from Eq. (3.23):

% B i (;% zv: { (_EY /\I;E!V)f(V,t)}. (3.50)

n=1

We note that the obtained equation corresponds to the one-dimensional Boltzmann-
Lorentz equation, if we interpret A, (V) and P, as

MW(V) = Jo=V|pSé(v)do, (3.51)
PV) = 2P, (3.52)
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respectively and replace Y, by the integral [. This is known as the Rayleigh
piston (Fig. 3.1) [150]. Here, pS is the one dimensional density and ¢(v) is the
VDF for colliding elastic molecules of mass m. A,(V) represents the collision
probability of a molecule with the velocity between v and v + dv against the
massive tracer M. P, is the momentum change due to the collisions.

o(v) ° .o v cb(:)
@em m
v v

M

Figure 3.1: A schematic figure of the Rayleigh piston. The piston moves one
dimensionally in the bath whose VDF is given by ¢(v).

3.4 System size expansion method

We introduce the system size expansion methods to derive state-independent
SDEs from master equations.

3.4.1 van Kampen’s system size expansion

We consider a stochastic variable V', which represents, for example, the velocity
of the piston moving in one-dimensional direction without any side-wall friction
(the Rayleigh piston). The time evolution of the probability distribution func-
tion (PDF) P = P(V,t) = Prob(V(t) = V) driven by the state-dependent white

noise can be described by the Boltzmann-Lorentz equation [7,8]:
oP
5 = /dy {(Weo, (V —ysy) P(V =y, t) = We, (Viy) P(V, 1)}, (3.53)

where W, (V;y) represents the transition probability of the jump amplitude
y when the piston velocity is V, i.e. the noise is state-dependent. We have
also introduced the small parameter g, which corresponds to the inverse of the
system size. We note that W, (V;y) satisfies the relation with Y = y/eq

W(V;Y)dY = W, (V;y)dy, (3.54)

where W is eq independent [7].
Introducing and substituting the scaled variables

Vv
Vo = —, 3.55
G = (3.55)
T = eqt (3.56)
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and P(©) = PO (Vg, 1) = \JeqgP(\eaVa,T/eq) into Eq. (6.6), we obtain the
Fokker-Planck equation in the limit eq — 0:

oP(G) 0 K (O)V P(G) N 92 K (O)P(G) . O(r) (3 57)
= o o) € .
or Ve ! G 3V§ 2 Q)
Kuv) = [y iy, (3.58)
which is equivalent to the Langevin equation
AV . .
M—= = —6Va + V216 Tenéa(7), (3.59)

Here, 76 = MKY(0), (€a(r)) = 0 and (€a(r)éa(r)) = d(r1 — ). We have
introduced the effective temperature Tog as

_ MK,(0)
Tor = "ty (3.60)

Therefore, as expected, the steady state distribution function PS(SG) = lim, o P(@

is Gaussian:
M MV2
P& = ——_G|, 3.61
s VorTg P | 2Ty (3.61)

3.4.2 Generalized system size expansion

We consider the case that a stochastic variable coupled with two environments.
One is the same as Eq. (6.6), and another one is the viscous environment
Fri = —isV [92,93]. Note that the detailed discussion when F; is a nonlinear
function or Fy; is driven by a noise is found in Ref. [93]. The starting point is

or vis 0
o = e{gpvrt s [t - PO - ) - Wi P0L).

v
(3.62)

We assume that the friction satisfies the relation ~yis/v¢ = O(1). Introducing

the scaled variable:
y=" (3.63)
€Q
and taking the limit e — 0 in Eq. (3.62), we obtain the time evolution for
P=PV,t) =eqP(eqV,t):

P {;‘)w} + [ Z AYW) {PV = V,1) = PV, 1)} , (3.64)

which is equivalent to the Langevin equation driven by additive non-Gaussian
noises:

dv N
M% = —YisV + &nc (t) (3.65)
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Here, the transition rate for éng(t) is given by W(Y) = W(V = 0;)). The
steady state distribution function for Eq. (3.64) is solved by introducing the
Fourier transform Py(s) = [dVe'*V Py (V) with Py = limy o P(V, 1) [151]:

Py(s) = exp [M /0 ) @(f/) ds’}, (3.66)

Vvis S

where ®(s) represents the cumulant generating function:

d(s) = / b dYW () (" —1). (3.67)

— 00
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Chapter 4

Stochastic Energetics

Abstract

In this chapter, we briefly review the stochastic energetics proposed by Sekimoto
[44-46]. After the brief introduction in Sec. 4.1, we explain and derive basic
relations for stochastic energetics in Sec. 4.2, and discuss the attainability of
the Carnot efficiency within the framework of stochastic energetics, following
Ref. [152] in Sec. 4.3. In Sec. 4.4, we explain a recent experimental result on
the finite-time thermodynamics on the basis of stochastic energetics.

4.1 Introduction

There are three levels of understanding the nature. One relies on microscopic
Hamiltonian dynamics, where the system is completely deterministic. Another
is based on thermodynamics or hydrodynamics described by a few slow vari-
ables. The other understanding is by mesoscopic description, where some de-
gree of freedom are traced out, and thus, a stochastic description in terms of
the Langevin equation is necessary. Equilibrium thermodynamics provides the
universal relations in terms of ensemble averaged quantities, while stochastic
energetics provides the corresponding relations even for a single trajectory of
the Langevin equation [44,45].

4.2 Basic relations for stochastic energetics

We consider the one-dimensional underdamped Langevin equation driven by a
Gaussian white noise:

di .
£ _ (4.2)
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where a = a(t) represents an external control parameter. A single colloidal
particle trapped by an optical tweezer is a typical example to realize Egs. (4.1)
and (4.2) and a represents the width of the tweezer [44,45].

First law of thermodynamics in the single realization

By multiplying © to Eq. (4.1), we obtain the following equations.

dE = dW +dQ (4.3)
E = mTﬁerU(:%;a), (4.4)
W= / %Z(:z;a)da, (4.5)
Q = [(-ro+ VETée() o b (4.6)

Here, E and W represents the total energy of the Brownian particle and the
work done by the external agent. Q represents the work done by the viscous en-
vironment, which can be interpreted as the heat. Thus, Eq. (4.3) is interpreted
as the first law of thermodynamics in the single realization. We note that the
ensemble average of Eq. (4.3) leads to the conventional first law of equilibrium
thermodynamics.

The heat current (4.6) is rewritten as

~ 2 ~2 T ~
o= 2 (ﬂ;v_?) dt + /29T - dB, (4.7)

where we have used Eq. (3.32) and dB? = dt. By taking the ensemble average,
we obtain the expression for the heat current:

(dQ) = —%dt <<m2UQ> - g) . (4.8)

It should be noted that the direction of the heat is completely determined by
the difference between kinetic energy of the Brownian particle and the bath
temperature, where the current is independent of potential U. Equation (4.8)
can be rewritten as

(dQ) d { / Ededp] —da / %Pdwdp

oP
/Eadxdp, (4.9)

where we have introduced the energy E(z,p,a) = p?>/m + U(z,a) and the mo-
mentum p = mv. P = P(x,p,t) represents the PDF for the Brownian particle.
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Recalling that the Kramers equation can be written in a compact form:

oP 0J,  0Jp
o _ _2p 4.10
ot Ox op’ (4.10)
p
= = 4.11
Iz mP, ( )
_ ou P 0
we obtain
A OF OF
= — — . 4.1
d0) = dt [ / ( et 5 Jp) dxdp} (4.13)
H-theorems
Let us define the Shanon entropy Sg of the Brownian particle:
Sp = —/Plog Pdxdp, (4.14)

where we have adopted the dimensionless unit for the entropy. The total deriva-
tive of Sg leads to

N 2
m Op

d¢ T d | PT

which means that Sp — (Q)/T is non-decreasing. The second term on the left-
hand side of Eq. (4.15) represents the entropy changes of the heat bath.

Following the similar procedure, we can obtain expressions for first law of
thermodynamics, the average heat current, and the total entropy change for the
overdamped Langevin system:

ou dz

0=~ 55 (@a(t) — v + &), (116)

We summarize the formulas as follows:

AU = dE+dQ, (4.17)
o - 2 [())+(3)
- dt/ {‘Zgjx} d, (4.18)
%_;g@ — [ E =0 (4.19)
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4.3 Attainability of Carnot’s efficiency for a Brow-
nian engine
Within the framework of stochastic energetics, we discuss the Brownian engine

whose attainable efficiency is given by n¢ in a quasi-static operation following
Ref. [152].

(@

k

Figure 4.1: (a) A schematic figure of the Brownian heat engine, whose effi-
ciency under the quasi-static operation is given by the Carnot efficiency. (b) A
schematic figure of the attachment and detachment potential.

Setup

The schematic setup is shown in Fig. 4.1 (a) [152]. We consider the single
particle & connected to a harmonic spring U (Z; k) = —k#2/2 and heat baths via
2m-periodic interacting potentials ¢, (2; x,) (v = H or L):

dp ) b, .

— = —ki- —YviXv), 4.2
“ P Y i) (4.20)
i P

—_— = = 4.21
o — (4.21)

where g, represents the stochastic variable attached to a heat bath v = H or L.
The heat baths are assumed to be characterized by the overdamped Langevin
equations:

dAV 2 8 VoA ~
0= 771/% + V Q’YDTufG(t) - 8?2 (x - yv;Xu)v (422)

where max,{¢,(z;x, = 1)} > T and ¢,(2,x, = 0) = 0 hold. Here, 0 <
X» < 1 represents the detachment/attachment parameter as follows. x, = 1
corresponds to the attached state, where the system % and the bath g, are
tightly coupled, i.e., the probability for & — ¢, = 2l7(l = 0,1,2,---) with the
integer [ is almost 1. On the other hand yx, = 0 corresponds to the detached
state, where the system & and the bath g, are not correlated at all. See Fig.
4.1 (b) for the schematic figure of ¢, (2, x,).
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The reason why we have introduced the stochastic variable g, and the pa-
rameter x, is to discuss the cost of attachment/detachment [152]. Once an
isolated system is attached to a heat bath, its energy fluctuates in time. After
the detachment, the relaxation time toward the canonical distribution diverges,
because the energy of the isolated system is fixed. Thus, it is necessary to
consider the cost of operations [45].

Operation protocol

The schematic figure of the operation protocol is shown in Fig. 4.2, where
the attachment/detachment protocols are represented by x, axes. Initially, the
system is at the state Ag. The spring constant is strengthened to be the state By
(adiabatic process). The heat bath Ty is attached to the system (By — Bp).
The isothermal expansion process change the state from By to Cy. Then,
the heat bath is detached (Cy — Cp). After the adiabatic expansion process
Cy — Dy, we attach and detach to compress the system isothermally and the
system comes back to the initial state (Dyg — Dy, — Ap, — Ap).

Bol k
e Fi— AL

| 2 |
Cu /Iv) [ —— 51DL

B

XL

)

XH 1

Figure 4.2: Operation protocol in Ref. [152]. Attachment and detachment pro-
cesses are explicitly shown as x, (v = H or L) axis.

Efficiency

We can show that the average work for the attachment and detachment processes
are cancelled by choosing a proper choice of the ratio between the expansion
and compression as follows. The Helmholtz free energy is calculated to be

e FTkx)/Te = /dxdpdyu exp [—{H(z,p, k) + ¢u(x — yu. x0) }/T0)]

/dxdpe*H(m’p’k)/T”/dze*d’”(z’x”)/T”, (4.23)
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i.e.

T, T2 (47)4
F(T,,k,x,) = —7111%

+ F(T,,x,) + Const., (4.24)
where we have introduced the Hamiltonian H(x, p, k) = p?/2m+U (z; k). Here,
F is defined by F(T,,x,) = —T,log [ dzexp[—¢,(z;x,)/T,]. The sum of the
following works for four processes is equal to zero:

W(AL — Ag) = F(TL, ka,0) — F(Ty, ka, 1), (4.25)
W(Dy — D) = F(Ty,kp,1) — F(T1, kp,0), (4.26)
W(By — By) = F(Ty, ks,1)— F(Tq,ks,0), (4.27)
W(Do— DL) = F(Tu, kc,0)— F(Ty, ke, 1), (4.28)

because W(AL — Ao) + W(Do — DL) = 0 and W(BQ — BH) + W(Do —
Dy,) = 0 hold from Eq. (4.24) [45].

Works during the adiabatic operations (along k axis in Fig. 4.2) can be
cancelled as follows. Let us recall that there exists an adiabatic invariant for a

harmonic oscillator:
E /m
I(Ek)= —4/—. 4.2
(B.8) = o[ (429)

Thus, before and after the adiabatic processes, the energy is changed as £ —
E' = E\/k'/k, where ' represents the quantities after the processes. The average
work for each adiabatic process is given by

(W(Ao — By)) = Ti ( kg 1) 7 (4.30)

The sum of Egs. (4.30) and (4.31) is vanished, if we choose the condition

kg Tu kp 11,
= === 4.32
ka Tu' Vke Tu ( )

Therefore, the average work for the attachment and detachment processes can
be regarded as zero by the proper choice of the expansion and compression ratio.

The work in isothermal processes can be calculated by the integration of the
free energy. The total work in a single realization is given by

Ty —T1,, kc

Wit = W(BH — CH) + W(DL — AL) = 5 ln?. (433)
B
From the energy balance, we obtain
QH(BH — CH) = AE(BH — CH) - W(BH — CH), (4.34)
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where AE(By — Cpy) denotes the energy change from the state By to Cy. From
Eq. (4.24), the average energy (E(By — Cn)) = —TA0(F(Tu,k,1)/Tu)/0Tu
does not depend on k. Hence, we obtain (AE(Bg — Cq)) = 0 and

_ Tu, kc

B

From Egs. (4.33) and (4.35), the efficiency is given by the Carnot efficiency:

_ *Wtot _
T QuBa—Cw) @

(4.36)

4.4 Finite time engine for stochastic energetics

In this section, we briefly explain an experimental setup corresponding to a
finite-time thermodynamic cycle in a fluctuating system. We can use the analogy
between a gas partitioned by a piston and a single colloidal particle trapped by
an optical tweezer, where the volume for the former corresponds to the width of
the optical tweezer for the latter. Thus, repeating heating and cooling processes
and changing the width of the optical tweezer, the single particle heat engine
can be realized experimentally [128]. Figure 4.3 represents the schematic figure
of Ref. [128], where a Brownian particle is trapped by the optical tweezer and
operated cyclically in two different baths at Ty and 71,. In Ref. [128], a single
melamine bead of diameter 2.94 pm trapped by a parabolic potential in water
is heated or cooled by a laser and the efficiency at MP agrees with nca within
experimental errors.

Expansion

TH. ™| Tu @

Heating Cooling

-
Compression

1y, @ 11, @

Figure 4.3: Schematic figure of the experimental realization for a micrometer-
sized stochastic heat engine in Ref. [128].

37



Chapter 5

Adiabatic piston problem
under nonlinear friction

Abstract

The motion of an adiabatic piston under nonlinear sliding friction is investigated
to clarify the roles of the sliding friction in the fluctuating motion of an adiabatic
piston. We clarify that dry friction can reverse the direction of the piston motion
and causes a discontinuity or a cusp-like singularity for the VDF's of the piston.
Furthermore, we show that the direction of the piston motion depends on the
amplitude of the friction and nonlinearity of the friction. We also show that the
heat fluctuation relation is modified under dry friction.

5.1 Introduction

Friction is ubiquitous in nature from a biological surface to an atomic-scale sur-
face [15-17,25]. However, the ubiquitousness yields problems, such as wear and
rupture, in manufacturing small machines. We study energy transfer, such as
momentum or heat transfer, of a fluctuating object subjected to sliding fric-
tion. For this purpose, we study the motion of an adiabatic piston under the
mechanical equilibrium, which is located between two equilibrium environments
characterized by two different temperatures and densities. Lieb suggested that
the equilibrium thermodynamics cannot tell us whether the adiabatic piston
moves or not [153,154]. This problem is solved analytically by using Boltzmann-
Lorentz equation [155] and is recently phenomenologically understood through
the concept of the momentum transfer deficit due to dissipation (MDD) [156].
However, the motion of the adiabatic piston under nonlinear sliding friction
including dry friction is little known.

Let us clarify the difference from previous studies [38-40]. Although the roles
of dry friction in the asymmetric granular piston with the different restitution

38



coefficient have already been discussed in Ref. [38], its roles in the symmetric
piston exposed to two thermal gases of different temperatures have not been
analyzed yet. Baule and Sollich have studied a solvable model for a fluctuat-
ing piston whose two faces are respectively kicked by a single state-independent
Poissonian noise under dry friction, assuming an exponential distribution for the
amplitude and the constant event probability for each noise [39,40]. However,
the motion of the piston surrounded by the two thermal gases, which are char-
acterized by state-dependent compound Poissonian noises, under dry friction
has not been analyzed yet.

Figure 5.1: Schematic picture for the system with a fluctuating boundary un-
der sliding friction. Blue zigzag lines represent the sliding friction. Ideal gas
molecules are enclosed in a container and the piston with a finite mass M sepa-
rate gas into two regions. Molecule mass for the left and right gas is respectively
given by my, and my. Gas densities ny,, ng and temperatures 71,, Tr are assumed
to be constants.

5.2 Setup

We consider the fluctuating piston of mass M and area S, which moves along the
frictional cylinder one-dimensionally, attached to two environments as follows.
The density of the gas, temperature and molecule mass are respectively given
by n,,T, and m, (v = L or R). See Fig. 5.1. The time evolution of the
probability distribution function (PDF) for the piston velocity V is given by
the Boltzmann-Lorentz equation:

oP | 9 Fu
ot oV M

P = / AV (WL (V — V)P(V', 1) = Wi (V' — V)P(V,1)}
+ [ RV = VPO, — WV = VP 0),
= JL + JR. (51)
where we have introduced the transition rate W, (V' « V') and velocity-dependent

side-wall friction Fg; = Fgi(V). See also Chapter 3 for the Rayleigh piston prob-
lem. We assume that Fy;(V) is an odd function of V' as Fpi(—=V) = —Fpi (V).
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We have introduced the collision integral J,(v =L or R) as

J, = mS / dvlv — VI{AO( (V" — ")\ P(V", )", Ty )
—0(e"(V —v))P(V.1)¢(v, T, mu) }, (5.2)

where v” and V" represent the pre-collision velocities of the molecule vertical to
the piston and those of the piston, respectively, which lead to the correspond-
ing velocities v and V, and A = 1/e?. Here, we have introduced the area of
the piston S, Maxwell distribution ¢(v, T, m) = \/m/27T exp(—mwv? /2T, and
Heaviside function ©(x) = 1(z > 0) and ©(x) = 0(z < 0) with e = —1 and
eR = +1. PY represents the one-dimensional momentum change of the piston
for each collision between the gas molecule of velocity v in v side and the piston.
The Kramers-Moyal expansion of Eq. (5.1) results into

{efAL(V) + g ALV P (5.3)

OP 0 Frni,  ~= (=" o"
a Tav il T ; al ovn

Here we have introduced the small parameter ¢, = m, /M, and

AL = Giii)nvylmsml (:L) , (5.4)
AR — (—Hi;‘)nvgﬂmsm (:}i) : (5.5)
(n=1,2,---). We also define
Kiw) = [ dybnie -, (5.6)
Ko@) = [ dydulm)y - o, (5.7)

x

where ¢, (v = L or R) is the dimensionless VDF for each bath. Assuming the
symmetric property of the VDF ¢,(x) = ¢,(—x), K (x) has the symmetric
property and the recurrence relation:

Kj(-x) = K;(o), (5:8)

n

n

Kio@) = oki, @)+ (1+5) K@), (5.9)
whose derivations are straightforward. We should note that the Botlzmann-
Lorentz equation Eq. (5.1) is equivalent to the SDE driven by the state-

dependent compound Poissonian processes:

av . . .

M= = Fui(V) + FL(6V) + Fr(t V), (5.10)
where Fl,(u =L or R) is the stochastic force acting on the piston due to the kick
from v side of the piston, and V denote the stochastic velocity of the piston. We
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assume that the stochastic forces F), can be described by the state-dependent
compound white Poissonian process:

E, = va CEN(HV), (5.11)
S 1 + e, 263 N
PY(V) = 1L M(v—V), (5.12)

(v = L or R), where £2(|V') is one-sided Poissonian noise whose probability is
equivalent to collision probability for gas molecules of the velocity between v
and v 4+ dv on the piston:

M = dvlo — V|- O (V —v))n,Ad(v, T,). (5.13)

Let us prove the equivalency between the stochastic equation of motion Eq.
(5.10) and the Boltzmann-Lorentz equation (5.1). See also Chapter 3. For an
arbitrary analytic function h = h(V), its differentiation dh(V) = h(V + dV) —
h(V) can be represented as

() = i(dv)”. O"h

n—1 nl ovr v=v
n
=1 Py Py Ffm A"h
= - L dLY Y. 4Ly dt .

4L On
v=v M OViy_y

R o"h
Z v, dle/) } . -
n=1 " u_L,R{ v <M oV

+o(dt), (5.14)

where we substitute dV = 3" (PY - dL%/M) + Fpidt/M into the Taylor ex-
pansion of h and plck up only O(dt) terms Here, we have introduced the

total differentiation dL? of LY (t|V) = fo (s|V)ds (v = L or R), noting that
(dLE)™ = O(dt), dL¥ - dL% = o(dt) and dLY - dLY = o(dt) for v # v'. The
ensemble average and the partial integral of Eq. (5.14) leads to

oP 9 [Fum = (=1 o PY\"

T e Lo S E (5 v
o a Ffri
- W{va,t)}

Z o [T (5) - visw )} P
n!aVnLV”M“ UL

{nRA/ dv( 5) |U—V|¢)(’U,TR)}P
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where we have used the martingale property of Ité product as ((PY(V)/M)" -
dLY) = (PY(V)/M)™){((dLE)™) = (PY(V)/M)™\dt. The last equation in Eq.
(5.15) is well known to be derived through the Kramers-Moyal expansion of
the right-hand side of Eq. (5.1) [7]. Thus, Eq. (5.10) is equivalent to the
Boltzmann-Lorentz equation Eq. (5.1). In the macroscopic piston limit e, and
er — 0 and in the absence of sliding friction, Eq. (5.10) is reduced to the
Langevin equation driven by a Gaussian noise without drift. To observe the
motion with non-zero average velocity, the finiteness of €;, and eg necessary.

5.3 Fluctuating motion of adiabatic piston un-
der dry friction

We consider the case with my;, = mg and p = n,Tg = nrTR called the adiabatic
piston problem. We define the small parameter € = /e, = /€r.

Here, the piston is assumed to move along the container under the influence
of dry friction from the side walls

Fri = —eFaifu(V), (5.16)
fui(V) = sgn(V) (5.17)

where sgn(x) = z/|x| is the sign function [33-40], and Fy; will be determined
later.

Let us derive the average velocity of the piston under dry friction. At first,
we derive the steady VDF for the piston, and then we derive the average velocity.
Truncating Eq. (5.3) at O(€?), we obtain the Fokker-Planck-like equation for
P = P(V,t) up to O(e?):

op 7 [0 ‘ vz, &P
ot ‘M L?V Vot povrsen(VIHP + 5550
2020 [0 V2, vr, O°P 3
+e CM [8‘/ or YRETE +O(e). (5.18)

Here, the first two terms on the right-hand side of Eq. (5.18) proportional to the
first derivative term in Eq. (5.18) represents the force. Thus, the proportional
constant of the friction force in Eq. (5.16) can be determined as

Ffri = Mo’)/oUTe (519)

with vo =1 + R,

2(L+e) pS
% Vroour,

(v = L or R), the effective temperature T, = (1 + ¢)v/T.Tr/2 and the friction
constant jp. The steady state VDF Py (V) up to O(e) can be readily obtained

(5.20)
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from Eq. (5.18):

Pu(V) = (1+ear(V)+O0(2)Py(V), (5.21)
P(V) = %exp {—2]\1{(1/2 + 2uovTe|V|)} , (5.22)
2
a (V) = C{,uosgn(V) <JMTV 1) (5.23)
v V3
+(12N(2))UT€3U%6}7
C = /T, (\/}TL - \/%) , (5.24)

where we have introduced the normalized constant Z = \/mur, e“gerfc(,uo), It
should be noted that the restitution coefficient only appears through o and 7.

3

o = 1.0 ‘

2.5 17 /TR 010 1.0 10.0 |

Figure 5.2: The obtained steady state VDFs Eqgs. (5.21) - (5.24) for o = 1.0 and
e = 0.9 are verified through the simulation of Eq. (5.10). We average the data
over 1000 ensembles with the time average for 0 < ¢/t < 400. Purple triangles,
red squares and blue circles are data for T1,/Tr = 0.10,1.0,10.0, respectively,
where the corresponding theoretical curves are represented by solid lines and
dashed lines denote discontinuity at V = 0.

References [37—40] reports the existence of the discontinuity and the cusp
singularity in VDFs of a stochastic motion of the piston under dry friction.
As we expected, we obtain the consistent results with those in the previous
studies, i.e. there exists a discontinuity at V' = 0 for Ty, # Tg, and the cusp-like
singularity appears at V' = 0 for 71, = Tg. The obtained singularity is close
to that in Ref. [38,39], while the singularities appear at V' # 0, in addition to
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V =0 in Ref. [40]. We note that the amount of gap at V' = 0 increases linearly

We numerically solve Eq. (5.10) for 0 < t/ty < 400 and average the data
over 1000 ensembles, to obtain the data for VDF and compare it with Eq. (5.21)
in Fig. 5.2 for e = 0.9 and pg = 1.0. As can be seen from Fig. 5.2, it is obvious
that our theory precisely reproduces the results of the simulation.

0.08
0.04
N
»n ol
> N
-0.04 1
T./Tr 010 1.0 10.0
0.08 | A O O
0 O‘.2 O‘.4 O‘.6 O‘.8 1

Ho

Figure 5.3: Reverse motion of the adiabatic piston against the friction constant
o is verified for e = 0.9. We numerically solve Eq. (5.10) and take steady
state average for 0 < t/ty < 400. The numerical data are obtained from the
ensemble average over 1000 samples. Purple triangles, red squares and blue cir-
cles are data for Ty, /Tr = 0.10, 1.0, 10.0, respectively, where the corresponding
theoretical curves are represented by solid lines.

To examine our theoretical consideration below, we adopt the velocity Verlet
method for time integration of Eq. (5.10) with time interval dt/to = 0.01, where
we have introduced ¢y = zo/vr,, and g = M ’U%R /pS. We discretize the jump
rates A\ by replacing dv by Av,, = vp, /50 and v by v; with —10vr, < v; < 10vp,
for v =Lor R and 1 <4 < 1000, with the thermal velocity vr = /2T/M of
the temperature T. e = 0.9 and € = 0.1 are fixed for our simulations.

In the absence of dry friction, it is known that the piston moves toward the
high-temperature side under the condition ny, 71, = ngTr and Ty, # Tgr. As will
be shown, however, the direction of the piston motion can be reversed under the
dry friction. Indeed, the averaged steady state velocity of the piston defined by
Vss = [dVV P(V) is given by:

Ves = V. {1+4 ( i ! + 1 )}
ss = Vad Ho{ Ho— "3 6y/merderfc(ug)  3v/meHderfe(u)

+0(€?), (5.25)
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where we have introduced V,q as the steady velocity of the piston without any

dry friction:
1 1
Vad = eﬁv% ( — > . (5.26)
4 ¢ vy, UTg

The notable fact in Eq. (5.25) is that the direction of the piston motion is
changed around po ~ 0.46 (see Fig. 5.3).

The validity for Eq. (5.25) is verified through the direct simulation of Eq.
(5.10) and is shown in Fig. 5.3, where we average the data for 0 < t/ty < 400
and the ensemble average is taken over 1000 samples. As can be seen in Fig.
5.3, Eq. (5.25) correctly predicts the accurate behavior of Eq. (5.10).

Through the expansion in terms of € up to O(e?), Eq. (5.10) under the
steady state average is reduced to

C .
0 = —eylVss+ eZﬁ <V2>Ss — GQCFfrif(,uo), (5.27)

e

where we have introduced the positive function

3 2

Fooy_ Ho | Mo 2 — 1y
= + =+ —>0. 5.28
F(ro) 3 3y/merfe(ug)etd (5.28)

Here, the second term on the right-hand side of Eq. (5.27) is the force due to
MDD ([156], and the direction of the steady friction force is opposite to MDD,
from which the change of direction of the piston motion originates. As the
friction force becomes larger, it can be shown that the sign of Vgg is switched,
because (V2) . > 0 and f(u0) > 0. Thus, in contrast to systems without any
dry friction, the direction of the piston motion under the dry friction does not
correspond to that of the force due to MDD.

5.4 Roles of nonlinearity of sliding friction

We have discussed the inverse motion of the adiabatic piston under dry friction
and the origin of the inverse motion on the basis of the Boltzmann-Lorentz
equation in Sec. 5.3. One can ask whether the inverse motion is generic. Here,
we consider several types of velocity dependence of the side-wall friction [25] and
find that any nonlinear friction reverses the piston motion, while the linear one
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does not. We consider the following velocity dependences of friction Fy;(V):

Dry friction:  Fpi(V) = —popSsgn(V), (5.29)
Velocity weakening + strengthening Fui(V) = —pgpS (5.30)
x {1+ (V/vg — sg‘n(V))2} sgn(V)

v
Dry + Viscous friction : Fai(V) = —uopS {v + sgn(V)} ,
R

(5.31)
. . ’ V
Smoothed dry friction : Fei (V) = —popS tanh , (5.32)
UR
. . LV
Viscous friction : Fri(V) = —,quSv—, (5.33)
R

where we have introduced a new dimensionless friction coefficient uf. In Fig.
5.4, we plot the friction coeflicient dependence of the average steady velocity of
the piston Vsg fixing T1,/Tr = 10.0. It is remarkable that nonlinear frictions
such as dry (squares), weakening and strengthening (diamonds), dry and viscous
(piles), and smoothed dry (triangles) friction inverse the direction of the piston
motion, while linear friction (circles) does not.

0.15 :
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01 L '
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Figure 5.4: Average velocity of the piston Vgg against uj. Nonlinear frictions
such as dry (squares), weakening and strengthening (diamonds), dry and viscous
(piles), and smoothed dry (triangles) friction inverse the direction of the piston
motion, while linear friction (circles) does not.

The absence of the inverse motion of a piston under linear friction can be
understood as follows. Let us write the side-wall friction as

Fin(V) = =iV (5.34)
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where 7, represents the viscous friction coefficient. Taking the steady state
average of Eq. (5.10), we obtain

Cy
0 = —epl 22 (V) o — Yin Vs 5.35
€YoVss + € 201, ( >ss n (5.35)
Hence, the average velocity is written as
V‘ld
Vog = ——m88—, 5.36
I ) (5.36)

where the sign of Vs turns out to be the same as V,4. The remarkable difference
between Eqgs. (5.27) and (5.35) is the third term on the right-hand side. The
third term in Eq. (5.27) depends on C, while the one in Eq. (5.35) does not.
We can conclude that the direction of piston motion depends on the amplitude
and the nonlinearity of the velocity dependence for the side-wall friction.

5.5 Fluctuation theorems under dry friction

Let us discuss the large deviation property [157] for the work done by the
system under dry friction. Fluctuation relation is one of the universal rela-
tions in non-equilibrium systems found in the last a few decades [158-162].
The fluctuation relation for frictionless granular systems has been reported re-
cently [163]. The fluctuation relations under dry friction are derived for the
work done by the non-fluctuating external system under the dry friction in
Ref. [166], and experimentally discussed in Ref. [30, 164, 165]. However, the
work done by the fluctuating gas under dry friction has not been investigated.
Here, we derive a fluctuation relation for the work done by the gas under
dry friction, considering the excess work defined by dWﬁ = dWy, — FyVdt,
AWy dt = 3 {M(V? = V") /2} - €& (t|V'), with the pre-collisional velocity V*
and Fy = (FL(V = 0)) = (1 + e)pS/{2(1 + €2)} in terms of the perturbation of
small g, as shown in Appendix. A. Introducing the distribution for the excess
power P(pu,t) = (§(W.(t) — pwt)), we obtain the fluctuation relation under dry
friction up to O(e, po):

. 1 P(pwut) Ffri
1 —-In——"" = AB.pw B(pw)pw
tl)r(r)lo . nP(—pw,t) BePw + S (Pw)p
+O(€%, 1), (5.37)

where we have introduced the difference of inverse temperatures

2 1 1
ABe = ———, .
g 1+e (TR TL) (5.38)

and the nonlinear function of p,,

vr, VO (pw) (5.39)

U, (1 + e)Te
1+ (T1/4 _ T71/4)2
1+ 27 (pw/epSvr, )2 /(1 +€)3

B(pw) =

0*2(pw)

(5.40)
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Figure 5.5: The fluctuation relation under dry friction Eq. (5.37) is verified
through our simulation for uo = 0.1,e = 0.9 and ¢/ty = 20.0, where theoretical
curves are represented by solid lines. The number of samples is 2.5 x 10°. Blue
circles in (a) and red squares in (b) are the numerical data for 71, /Tr = 10.0, 1.0,
respectively. The blue and red dashed lines are theoretical lines without dry
friction for T1,/Tr = 10.0, 1.0, respectively. The events satisfying p,, < —p$2 for
T1./Tr = 10.0 are so rare events that they could not be detected through our
calculation, while numerical data for 71,/Tr = 1.0 agree with the theoretical
curve for large |py, /pS

with T'= Ty, /Tr. See Appendix A for the derivation of the fluctuation relation.
We solve Eq. (5.10) with o = 0.1 and e = 0.9 for 0 < t/tg < 20.0 to verify
the validity of Eq. (5.37) as shown in Fig. 5.5 (a) for 71,/Tr = 10.0 and
(b) for T1,/Tr = 1.0, where the number of samples is 2.5 x 10°. Blue circles
of Fig. 5.5 (a) and red squares of Fig. 5.5 (b) are the numerical data for
T1./Tr = 10.0, 1.0, respectively, and the solid curves denote the corresponding
theoretical curves. The blue and red dashed lines are theoretical lines without
dry friction for T1,/Tr = 10.0, 1.0, respectively. Here we use the scaled p,, by
the corresponding steady state value p?* = 0.2099 for 71,/Tr = 10.0 and p5 =
0.01281 for T1,/Tr = 1.0, respectively. We only plot the data for |p,/p¥| < 1
for T1,/Tr = 10.0 because the events satisfying p,, < —p5 are so rare events
that they could not be detected through our calculation. On the other hand,
numerical data for T1,/Tg = 1.0 agree with the theoretical curve even for large

|Pw /Do

5.6 Summary and discussion

In this chapter, we have clarified the roles of nonlinear sliding friction in the fluc-
tuating motion of an adiabatic piston surrounded by two thermal temperatures.
Through the analysis of the Boltzmann-Lorentz equation Eq. (5.1) under dry
friction, we have found the singularities only at V' = 0 as those in Ref. [38,39],
while they are different from those in Ref. [40]. VDF of a fluctuating piston has
a cusp-like singularity for 71, = Tr and a discontinuity at V = 0 for 1y, # TR,
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as in Egs. (5.21) - (5.24) and Fig. 5.2. For dry frictional case, we have obtained
the friction dependence of the velocity of the piston motion in Eq. (5.25), whose
direction is changed above the threshold of the friction const g, as in Fig. 5.3.
The change of the direction of the piston motion has not been reported in the
previous studies for the fluctuating piston under dry friction [38—40]. We have
clarified the role of nonlinearity of sliding friction, by considering the various
velocity dependences of the friction and have found that an arbitrary nonlinear
friction can reverse the motion of the piston, while the linear (viscous) friction
cannot. We have also demonstrated that the conventional fluctuation relation
for the fluctuating work is modified due to the existence of dry friction.
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Chapter 6

Non-equilibrium Brownian
motion as a non-equilibrium
probe

Abstract

The dynamics of a rotor under viscous or dry friction is investigated as a non-
equilibrium probe of a granular gas numerically and analytically. In Sec. 6.2,
we briefly explain the theory on a frictionless rotor introduced in Ref. [94]. We
explain the setup of our simulation in Sec. 6.3 and show that the VDF for
granular gases is cylindrically symmetric. In Sec. 6.4, we briefly explain the
theoretical setup to derive the inverse formula for the cylindrically symmetric
granular gas [92,93]. In Sec. 6.5, we show the existence of formulas between the
VDF for the gas and the angular VDF for a rotor under a viscous friction around
a rotating axis. The validity of these formulas is also numerically verified in this
section. In Sec. 6.6, we discuss the position dependence of the viscous rotor.
In Sec. 6.7, we examine the angular VDF for a dry frictional rotor using the
numerical VDF for the granular gas under gravity. In Sec. 6.8, we conclude this
paper with some remarks. In Appendix. B, we examine the rotor under viscous
friction in an elastic gas without gravity as a benchmark test of our simulation
and formulation, where the angular VDF for the rotor is analytically obtained.
In Appendices C.1 and D.1, we show the detailed calculation of our analytic
formulas for the viscous and dry frictional rotors, respectively. We explain the
detailed procedure to apply our formulas to the viscous and dry frictional rotors
in Appendices C.2 and D.2, respectively.
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6.1 Introduction

In the previous chapter, we have rectified the motion of the piston from the
temperature difference between two gases, where the fluctuations of the left and
right gases are different. In this chapter, we consider a symmetric rotor in a
single granular gas to clarify the role of the rotor as a non-equilibrium probe.
We ask a question: can we rectify useful quantities from the fluctuating motion
of the rotor? The molecular dynamics (MD) simulation of a realistic granular
rotor is performed to demonstrate the role of a rotor as a probe to measure the
VDFs of vibrating granular beds [29-32,167-169]. We perform an event driven
MD simulation of a rotating rotor around a fixed axis in a vertically vibrated
granular gas under gravity as in Ref. [60].

6.2 Theory on a frictionless granular rotor

Before considering the motion of the rotor under the axial friction, let us re-
view the theory on a frictionless granular rotor [94]. The fluctuating motion of
the arbitrarily shaped rotor without the axial friction can be described by the
following Boltzmann-Lorentz equation [3,7,8,94-97]:

oprP

&= [ e Pl 0 - W, @pPen), 6D

where the transition rate W, is introduced as

Erotwemt(w;y) ph/ fdQ/dU¢(U)@(Vn(Q) —’Un)

| Vi (0) — vp|8 <ef’0t - Aw) , (6.2)
V(o) = we, xr(0), (6.3)
Ao = (1+e)g}g§>lf’;r;;’;’(g), (6.4)
9(0) = %- (6.5)

Here, t(p) = e, x n(p), Ry = /I/M are introduced, where the subscript n and
t represent the normal and tangential component of the corresponding vector
variable, respectively. m and t are normal and tangential unit vector on the
surface of the rotor, respectively(Fig. 6.1). €0t = m/M represents the small
parameter with the mass of the rotor M and that of a granular particle m. The
restitution coefficient between rotor and particles are represented by e. The
integral fsurf do represents the integral along the surface of the rotor (Fig. 6.1),
which depends on the shape of the rotor. Note that such a set of equations
is widely used in systems, such as granular gases activated by a white noise
thermostat [72,170-174].
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Figure 6.1: Schematic picture of an arbitrary shaped rotor

From next section, we analyze the dynamics of the rotor in vibrating granular
beds to derive the relationship between the angular VDF of the rotor under
viscous or dry friction and the VDF of the granular gas [92,93]. We demonstrate
that the angular VDF of the rotor is correctly predicted from the VDFs of the
granular gas, and is vice versa using our derived formulas. Because the motion
of the rotor in vibrating beds can be easily observed in experiments, our method
is, in particular, useful in the following two situations: Experiments for both
vibrating granular gases deep inside a three dimensional container and the gases
in an opaque container. Furthermore, we demonstrate that our formulas are
valid even for the rotor near the boundary of the container. We thus indicate
that the granular rotor under viscous or dry friction can be used as a local probe
for a realistic granular gas.

6.3 Simulation Setup

A schematic figure of our setup is illustrated in Fig. 6.2. We prepare N = 100
frictionless grains of diameter d = 0.02v/A and mass m under gravity ¢ in
a quasi-two-dimensional container (area A = L __, height Hpox = 0.1Lpox).
The VDF is different from the Gaussian for inelastic grains under gravity and
vibration (e4 < 1). Following Refs. [175,176], we adopt e, = 0.71 for inelastic
grains, which is the effective restitution coefficient for low-density polyethylene.
The restitution coefficient between grains and the side wall is chosen to be

identical to that for collisions between grains. We do not consider neither the
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rotational motion of grains nor the tangential contact force between grains in
this paper because the effect of the tangential friction of spherical grains can be
absorbed into the effective normal restitution coefficient if the duration time of
grains is negligible [177-180].

Gravity Rough Wall

/]
[
@
© -
- - ©
@ Granular gas

® Vibration

Figure 6.2: Schematic picture of our simulation.

The origin of the system in the laboratory frame (z,y, z) = (0,0, 0) is chosen
to be the bottom center of the container at t = 0. We introduce a thin rotor
of mass M rotating around the fixed axis (z,y) = (xo, yo) under the frictional
torque Nfri(d)) with width w = 0.1Lyp0x and height h = Hyox — d (Fig. 6.3 (a)
and (b)). We introduce the restitution coefficient e between the rotor and grains
and adopt e = e, = 0.71. The density of the granular gas is p = N/h(Lpox —d)?.
We introduce the typical velocity of grains as vg = v/¢Lpox. We assume that
the rotor is sufficiently macroscopic, i.e., €. = 0.01 < 1. The local VDF
for the granular gas is measured near the rotating axis in the region of r =
V(@ = 20)2+ (¥ — ¥0)% < Tobs = 2w and zp < 2z < 29 + Hpox.

Rough walls are introduced both on the top and the bottom of the con-
tainer to distribute the energy into the horizontal direction. (See Fig. 6.3
(b).) When a grain collides against the rough wall, the post-collisional direc-
tion m’, is randomized, while the kinetic energy is conserved during the colli-
sion. The scattered angles (05, ¢5) are chosen from uniform random variables
in0 < ¢s <7/2,0 <6, <2m. (See Fig. 6.3 (c).) Note that the probabil-
ity density per a unit solid angle for small ¢ is higher than that for large ¢,
while that for the horizontal direction 6 is uniform. The rough walls corre-
spond to the walls where sandpapers are glued [181]. We inject energy into
the granular gas by vertically vibrating the container in a piece-wise manner
with a constant speed [182]. Figure 6.3 (d) illustrates the time evolution of the
bottom wall z = zy3. The direction of the container motion is changed every
twall = 0.1Lbox/vo. The maximum height of the bottom is zmax = 0.02Hpex.
It should be stressed that the rough wall is different from the thermal wall,
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(a) Top View (b) Side View
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Figure 6.3: Schematics of (a) the top view and (b) the side view of our simu-
lation. The rotor rotates around a fixed axis (xo,yo), and the origin O is the
center of the container. Note that the size of the rotor is exaggerated. (c¢) The
rough wall reflects the grain in random direction. (d) The container is vibrated
vertically in a piece-wise linear manner. The time evolution of the bottom of
the container is shown.

where the magnitude of velocity is randomly chosen from the Maxwell distri-
bution function [183]. See Appendix B for the results of a simulation of grains
associated with a thermal wall.

We here emphasize that the VDF for the gas is cylindrically symmetric. We
observe the VDF in the two regions; the areas (i) and (ii). Here, the center of the
area (i) is (x,y) = (0,0), and that of the area (ii) is (z,y) = (—Lpox/4, —Lbox/4)
(Fig. 6.4 (a)). The VDFs ¢, for a = x,y, z directions are shown in Fig. 6.4
(b), where the data are taken in the area (i). We note that VDFs even for
horizontal direction deviate from Gaussian (dotted line) exp(—x?/2)/v/2m with
x = vo/vg. Because the rotor rotates around the vertical axis, the axis parallel
to the z-axis, and the rotor cannot detect VDF for the z direction in our setup,
we do not consider the VDF for v,. Thus, we formulate the inverse formula for
cylindrically symmetric gases on the basis of the Boltzmann-Lorentz equation.
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Figure 6.4: (a): The area (i) is the cylindrical area with the radius rops around
x = 0,y = 0, and the area (ii) is the one around © = —Lpox/4,y = —Lpox/4-
(b): VDFs for @ = x,y, z directions are shown. The data are taken in the area
(i). VDFs for horizontal direction are different from Gaussian (dotted line).
VDF in the z direction is asymmetric due to the gravity. (c): The VDFs for

v = (/vZ+ v in the areas (i) and (ii) are shown as open squares and filled

circles, respectively. It should be noted that the VDF for the area (i) differs
from that in the area (ii) due to the wall. Our observed VDFs cannot be fitted
by the theoretical VDFs in Ref. [72] represented by the chain line and the dashed
line for the area (i) and (ii), respectively.

We have confirmed that the VDF's are invariant whether the rotor is present or
not. In Fig. 6.4 (c), the numerical data of VDFs for v = /v + v2 are shown

for both the areas (i) and (ii). It should be noted that the VDF in the areas
(i) (open squares) differs from that in the area (ii) (filled circles) because of the
influence of the wall. In this paper, we consider only the area (i) in Secs. 6.5
and 6.7, while we discuss the data for both area (i) and (ii) in Sec. 6.6.

Let us compare our obtained VDFs with that for granular gases activated
by a white noise thermostat [72], which is phenomenologically used for the
analysis of vibrating granular gases [76]. We note that our observed VDFs
cannot be fitted by that in Ref. [72], which is written as éng(v) = (1 +
a2 (v?/v))ba (v/ven) /v, with ¢c(z) = exp(—2?/2) /27, as = 16(1 —ey)(1 —
2¢2) /{185 — 153¢e, + 30(1 — eg)ez}, and Sa(z) = /2 — 2z + 1. Here, vy, corre-
sponds to a fitting parameter in our setup. The fitting results are shown in Fig.
6.4 (c) and vy, /v = 0.935587 and vy, /vo = 0.900656 for the areas (i) (chain
line) and (ii) (dashed line), respectively.

6.4 Theoretical starting point
We explain our theoretical starting point for the cylindrically symmetric granu-
lar gases. We only consider the two-dimensional VDF ¢ = ¢(v,, v,) for grains to

calculate the angular VDF for the rotor. The time evolution of the PDF of the
angular velocity of the rotor P = P(w,t) can be described by the Boltzmann-
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Lorentz equation [3,7,8,94-97]:
oP 0 o0
A, 7Nrip = €r - Y P )
ot +{8w t } /_Oody{W,m(w YY) P(w =y, t)
~We,. (wiy) P(w, 1)}, (6.6)

2w fe%s)
erotWe,, (w;y) = ph/ dg/ dvydvy@(vy, vy)O (Vi (0) — vy)
0 —00

% [Via(0) = vn]0 ( v Aw) : 6.7)
rot

We have introduced ¢ as a coordinate variable along the surface of the rotor,
running over 0 < ¢ < 2w [94]. According to Chapter. 3 and Refs. [92, 93],
Eq. (6.6) is reduced to a Langevin equation for 2 = w/€,o driven by the state-
independent non-Gaussian noise in the large system size limit €,,y — 0 when
the axial friction is sufficiently strong. In the following, we consider the two
types of the axial friction, the viscous friction Ng; = —vyw and the dry friction
Ngi = —Asgn(w) [33-40] and discuss the steady state distribution Ps(Q2) =
lims—, 00 P(Q,t) with P(Q, 1) = erot P€rotf2, t).

6.5 Granular Rotor under Viscous Friction

In this section, we consider the role of the rotor under viscous friction Ng; =
—~w as a probe of the granular gas. In Sec. 6.5.1, we analytically derive forward
and inverse formulas, which connect the granular VDF with the rotor PDF. In
Sec. 6.5.2, we verify the validity of the forward formula at first, where we
estimate Pss(£2) using the numerical data for ¢(v). Next, in Sec. 6.5.3, we solve
the inverse problem, i.e., we derive the granular VDF ¢(v) from a given Py(Q),
which enables us to infer the properties of granular gases from the motion of
the probe, i.e., the rotor.

6.5.1 Analytic formula for PDF of the rotor

As is shown in Chapter 3 and Ref. [151], the steady angular VDF in the Fourier
transform Py (s) = [7°_ dQe’? Pi(€2) can be expressed as

/ | I/@(s')ds’] , (6.8)

where the cumulant generating function ®(s) = Y72, Ki(is) /I = [ W(Y) (™Y~
1) with K; = [7_dYY'W(Y) and the scaled transition rate W(Y) can be rep-
resented by an integral transform of ¢(v) for the cylindrically symmetric case:

2phwugy

52

B(s) = — /0 h dzg(z) {—(wsz)mHy(w3x)

+2(wsz)*} . (6.9)

u~)2
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Here, we have introduced dimensionless variables w = (1+e)w/2R;, 5 = svg/Rr,x =
v/vo, and ¢(x) = v3¢(vox). We have used the Struve function H, (z) with v = 0
defined by Eq. (C.6) [185]. See Appendix C.1 for the detailed derivation. We
note that Eq. (6.9) is valid not only for the linear (viscous) frictional rotor but
also for the nonlinear (dry) frictional rotor. Substituting Eq. (6.9) into Eq.
(6.8), we obtain

T L dib (Y o ) = [ e
s {k %IDPSS (1[)) + Bk } —/0 dxxd(x)Ho(kz),
(6.10)

where we have introduced B = (2/7) [;° dzxz?¢(z), a dimensionless variable
k = s, and a scaled friction coefficient ¥ = v/(2phwlvg). The integral on
the right-hand side of Eq. (6.10) is known as the Struve transformation, and
its inverse transformation is the Y transform, which are kinds of the Bessel
transformations [186]. Introducing the Neumann function N, (z) with v = 0
[185], we obtain the inverse estimation formula:

b)) = /Ovais(k)No(kx)kdk, (6.11)

5 (ad = [k )
vis k = - k 71 Pss - Bk . ]_2
Giis (k) ok { a (w> + } (6.12)

The VDF of the granular gas can be determined from Eqs. (6.11) and (6.12)
only through the observation of the rotor dynamics. This implies that the rotor
is regarded as a thermometer for the granular gas with the aid of the inverse
formula Egs. (6.11) and (6.12). The constant B in Eq. (6.12) can be determined
numerically by the condition limy_ s, Gyis(k) = 0.

6.5.2 Forward problem for viscous rotor

Before considering the inverse problem, we discuss the forward problem, i.e.,
the determination of the PDF for the rotor from the VDF for the granular gas.
We verify the validity of the formulas (6.8) and (6.9) using the numerical data
of the VDF ¢(v) for the granular gas under gravity. In the following numerical
simulation, we adopt v/mLyexvg = 2.0, which corresponds to 4 = 1.15248. In
Fig. 6.5 (a), we plot Pss(£2) by the solid line on the basis of Eqs. (6.8) and (6.9)
and the numerical data for ¢(v) and the results of the MD simulation (circles).
The agreement between the theory and the simulation is good except for the
point near 2 = 0, where the numerical error would be decreased by smaller
bin-width for ¢(v). We adopt the bin-width of the numerical histogram for ¢(v)
as 5.0 x 1073vg. See Appendix C.2.1 for the detailed procedure to obtain the
solid line in Fig 6.5 (a).

6.5.3 Inverse problem for granular gas

In this subsection, we show that the VDF for the granular gas can be inferred
only through the numerical data of a steady distribution for the angular velocity
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Figure 6.5: The demonstration of the applicability of our formulas (6.8)-(6.12)
under viscous friction on (a) the forward and (b) the inverse estimation prob-
lems. The Fourier transform of Eq. (6.8) is shown as the solid line (a), which
agrees with the directly measured MD data. (b) Our formula (6.11) represented
by open squares are compared with the numerical data for the VDF ¢(v) near
the rotor (filled circles) We can successfully estimate the VDF for the granular
gas only observing the angular VDF for the rotor. Note that there exists the
numerical error for large v/vg.

of a frictional rotor by using the formula Eq. (6.11) associated with Eq. (6.12).

The result for the inverse formula in Egs. (6.11) and (6.12) is shown in Fig.
6.5 (b), where the parameter B is estimated as B = 0.365556 and we have used
the bin-width 8.660211 x 10%vy/R; for Pss. The dotted line is véng(v), and
our formula (6.11) represented by open squares correctly predicts the numerical
data for the VDF ¢(v) near the rotor (filled circles). We adopt the bin-width
for Py as 8.660211 x 10~5vg/R;. Although numerical oscillation exists for large
v/vg, our estimation for the granular bath based on Eq. (6.11) agrees well with
the directly measured VDF of granular particles in the MD simulation. This
implies that the inverse formula (6.11) supplemented by Eq. (6.12) enables us
to use the motion of the rotor as a non-equilibrium thermometer. See Appendix
C.2.2 for the detailed procedure to obtain the estimated VDF.

6.6 Position dependence of the rotor

We now discuss the utility of the rotor as a local non-equilibrium probe. In Sec.
6.5.3, we have already demonstrated that the VDF for the surrounding gas in
the area (i) can be inferred from the angular VDF for the viscous rotor P.
Here, we discuss whether we can infer the local VDF in the area (ii) from the
motion of the rotor using Eqs. (6.11) and (6.12).

In Fig. 6.6, we show that the VDF in the area (ii) can be also inferred from
the angular VDF of the rotor. The estimated data and the directly measured
data are represented by squares and circles, respectively. See also Appendix

98



O Estimated
@ Area (ii)
(Direct Measurement)

0.1

2
v/vg

Figure 6.6: The demonstration of the inverse formula for the local VDF in
the area (ii). Although the accuracy is a little worse than that in Fig. 6.5,
the estimated data (squares) correctly predicts the direct measurement data
(circles).

C.2.2 for the detailed procedure to obtain the estimated ¢(v). Here, the param-
eter B is estimated as B = 0.40278. There also exists the numerical oscillation
for large v/vg. Although the accuracy is not as good as Fig. 6.5 (b), the es-
timated data are consistent with those obtained by the direct measurement.
The reason for the small discrepancy would be the violation of the cylindrical
symmetry because of the influence of the wall.

6.7 Granular Rotor under Dry Friction

We, now, consider a rotor under dry friction Ng; = —Asgn(w), because real
experimental rotors are influenced by dry friction [33-40]. In Sec. 6.7.1, we
derive an analytic formula for the angular VDF of the rotor, and verify its
validity in Sec. 6.7.2. Note that we here only study the forward problem on the
basis of the perturbative method developed in Ref. [93,95].

6.7.1 Analytic formula for PDF of the rotor

The steady angular VDF P (Q2) can be obtained perturbatively in terms of
1/A" with A’ = A(1 + e)/(erot I phvddm) > 1. The first-order solution in terms
of 1/A is known as the independent kick model, which is originally introduced
in Ref. [95] and can be systematically derived in Refs. [92,93]. Introducing
the Bessel function .J, (z) [185], Py for the rotor under the dry friction can be
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rewritten as:

- k w? 1 1 9
Py <’(I}) = 1+ ﬁg |:27T + C1k* — Gdry(k)
+O(1/A?), (6.13)
Gary(k) = / drxd(z)Jo(kz), (6.14)
0
where we have introduced Cy = — [;° dzx3¢(z)/4. See Appendix D.1 for the
detailed derivation.
(a) — MD (b) 10000 0O MD Dry Frictional Rotor
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Figure 6.7: Py(€2) for the dry frictional rotor is calculated using the VDF
represented (the solid line in (a)). The steady state angular VDF for the dry
frictional rotor is shown in (b). The squares and the solid line are histogram
for MD and the Fourier transform of Eq. (6.13), respectively. Our observed
histogram in MD simulation can be correctly predicted by the Fourier transform
of Eq. (6.13)

6.7.2 Forward problem for dry frictional rotor

Now, let us examine whether Egs. (6.13) and (6.14) are consistent with the re-
sult of MD. For the MD simulation, we adopt A/mvZ = 20.0, which corresponds
to A’ = 31.36531. The bin-width for P is set to be 8.660211 x 10~%vy/R;.
As shown in Fig. 6.7 (b), the obtained PDF Ps(€2) in the MD simulation is
correctly predicted by the Fourier transform of Eq. (6.13) using the numerical
data of VDF for the granular gas ¢(v) (Fig. 6.7 (a)). We have also checked
that the VDF for the granular gas is invariant even if we change the frictional
torque Ny of the rotor. We stress that the VDF of the granular gas obtained
in MD cannot be fitted by that activated by the white noise thermostat [72].
In Fig. 6.7 (b), the squares and the solid line are histograms for MD and the
Fourier transform of Eq. (6.13), respectively. For a given VDF of the granu-
lar gas, our framework agrees with the results of the MD simulation without
introducing any fitting parameters. It should be noted that one can find the

60



small discrepancy between the theoretical result and the data for large QR; /vy,
because the independent kick model is correct only for small QR;/vg. See the
detailed implementation of Egs. (6.13) and (6.14) in Appendix. D.2.

We here discuss the difficulty for the inverse estimation problem under dry
friction in the present theoretical analysis. A possible reason is as follows:
Although Eq. (6.13) can be formally solved in terms of 6, the formal inverse
formula is practically useless because the independent kick model under dry
friction is only valid for small QR;/vg and the inverse Fourier transformation of
Eq. (6.13) does not work well. Indeed, the exponential tail is reported for the
dry frictional rotor for large QR;/vo in Ref. [93], which cannot be captured by
the independent kick solution.

6.8 Summary and Discussion

We have shown the role of a granular rotor as a local non-equilibrium probe
through the MD simulation of the rotor in vibrating granular beds under grav-
ity (Figs. 6.2 and 6.3). We have approximately observed the cylindrically sym-
metric and spatially inhomogeneous VDF's (Fig. 6.4). We have formulated the
inverse formula (6.11) in cylindrical coordinates to apply the MD simulation of
a realistic viscous rotor. Starting from the Boltzmann-Lorentz equation (6.6),
we have derived an analytic result Eq. (6.11) supplemented by Eq. (6.12) for
the viscous frictional rotor. Using Eq. (6.11), we have numerically calculated
the angular VDF for the rotor from the data of VDF for the granular gas near
the rotor, and vice versa in Fig. 6.5. Furthermore, we have demonstrated that
our inverse formula can be used even if the location of the rotor is different from
the center of the container as shown in Fig. 6.6. Thus, the granular rotor is
useful as a local probe for non-equilibrium baths.

For a dry frictional rotor, we have considered only the forward problem, and
the result agrees with the MD result, as shown in Fig. 6.7. In other words,
we cannot solve the inverse problem for the dry frictional rotor. To derive an
alternative valid inverse formula for the dry frictional rotor, we expect that an
appropriate interpolation is necessary between Eq. (6.13) and the exponential
tail of the VDF for the rotor.
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Chapter 7

Efficiency at maximum
power output for a passive
piston

Abstract

We study the efficiency at MP for a passive engine, which is an idealized model
of internal combustion engines without mechanical controls. We consider a hard
core gas confined by a massive piston in a chamber, where the piston freely moves
in one-direction by the pressure difference (See Fig. 7.1). We use the molecular
dynamics (MD) simulation of hard core gases to examine a theoretically derived
efficiency at MP on the basis of an effective model, which we call stochastic
mean field model (SMF). We explain our setup and operation protocol for the
temperature of the thermal wall T}, in Sec. 7.2. We introduce SMF in Sec.
7.3 to analyze the power and efficiency. We examine the validity of SMF in Sec.
7.4 comparing the time evolution of MD simulation and that of SMF. In Sec.
7.5, we obtain the efficiency at MP for our passive engines containing dilute hard
core gases theoretically, which is close to the CNCA efficiency in the massive
piston limit. We also find that the efficiency at MP for moderately dense gases
is smaller than the CNCA efficiency even in the linear non-equilibrium regime.
In Sec. 7.6, to clarify the efficiency in the linear non-equilibrium regime, we
derive the Onsager matrix explicitly. We clarify the finite density effect for the
efficiency and stress the importance of the heat flux when we attach a bath at
Thath on the efficiency at MP in this section. We discuss the difference between
our results and previous works in Sec. 7.7 and conclude this chapter with some
remarks in Sec. 7.8. In Appendix E, we review the kinetic theory of both elastic
and inelastic hard core gases. In Appendix F, we consider the velocity auto-
correlation of the piston attached to a dilute stationary gas. In Appendix G,
the definition of the work and heat for our system is discussed and the effect of
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the sidewall-friction on the piston is discussed in Appendix H.

7.1 Introduction

Up to now, we have examined the tracer motion attached to steady state gases.
In this chapter, we consider the motion of the piston attached to a hard core
gas under cyclic heating and cooling processes. The aim of this chapter is to
clarify the efficiency at MP for the passive engine, which is an idealized model of
internal combustion engines without mechanical controls. We consider a hard
core gas confined by a massive piston in a chamber, where the piston freely
moves in one-direction by the pressure difference (See Fig. 7.1). We use the
MD simulation of hard core gases to examine a theoretically derived efficiency
at MP on the basis of an effective model, which we call stochastic mean field
model (SMF).

Thermal wall: Tbath X Fluctuating Piston: )/
3 @ mass m #, (*)
/ @ T
@ @ out
) iZjin. P “Thass: m
[*) | -
S Nin @ o
] ® Nout
5 w [
=0 N particle system

Figure 7.1: Schematic picture of our setup, where IV identical hard core particles
are enclosed in a container partitioned by an adiabatic piston of mass M at
z = X. The density noys and the temperature Ty, for the outside gas = > X
are kept to be constants. The temperature T},,tp, of the thermal wall at z = 0
is controlled by an external agent, while thermodynamic quantities such as the
density n;, and the temperature Tin fluctuate in time.

Because the engine we consider is an internal combustion engine, the max-
imum efficiency is smaller than the Carnot efficiency. Our study is relevant
from the following two reasons. Firstly, we can find many situations, where the
direct mechanical control of a piston is difficult. For example, the structure
of internal combustion engines is usually too complicated to control inside me-
chanically [103]. Therefore, we need to clarify the effect of the uncontrollable
motion of a piston on the efficiency. Secondly, the study on passive engines is
important even for finite time thermodynamics. In the absence of mechanical
control of a piston or a partitioning wall, heat flow when we attach a thermal
wall is inevitable. Because heat flow from a reservoir is not usually taken into
account in conventional finite time thermodynamics, it is important to verify
whether the existing theoretical results should be changed, even if such heat
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flow exist [107-126]. Indeed, we will show that conventional results are only
valid for our system when the heat flow is negligible as in dilute gases. Thus,
we believe that the detailed analysis of our system which is the simplest passive
engine from a thermodynamic point of view is important.

7.2 Setup

In our system, N hard core particles of each mass m and diameter dj, are en-
closed in a three-dimensional container partitioned by an adiabatic piston of
mass M and the area A on the right side of z-direction, a diathermal wall at-
tached with a thermal bath on the left side of z-direction and four adiabatic
walls on the other directions (Fig. 1). We assume that adhesion between par-
ticles and the walls of the container as well as the one between particles can
be ignored. The piston is assumed to move in one dimension without any side-
wall friction. Post-collision velocity (v’, V') and pre-collision velocity (v, V) in
z-direction for a colliding particle and the piston are related as:

1

", V) = v——P, 7.1

J(V) = v-—P, (7.1)
1

Vv, V) = V 4+ =P, 7.2

(v, V) + 27 (7.2)

where the contribution from the horizontal motion of particles to the wall is
canceled as a result of statistical average. Here, P, = P,(V) = M(V' = V) =
I+ eymM(v —V)/(m+ M) represents the momentum change of the piston
because of the collision for the particle of velocity v, where e is the restitution
coefficient between the particles and the piston. The reason why we introduce
the restitution coefficient is that the wall consists of a macroscopic number of
particles and part of impulses of each collision can be absorbed into the wall as
the excitation of internal oscillation.

We adopt the Maxwell reflection rule for a collision between a particle and
a diathermal wall attached with the bath at Ti,.¢,,. The post-collisional velocity
v’ = (v, v, v.) toward the wall at z = 0 is chosen as a random variable obeying

xr Yy Yz

the distribution

2 2
1 m mv’
/ /
v, T = — v, exp | — 7.3
Pwan (V', Thatn) om (Tbath) 2 OXP |~ — (7.3)
whose domain is given by 0 < v}, < oo and —oo0 < vy, v, < 0.

Let us consider a heat cycle for heating Thatn = T > Tout and cooling
Thath = 11 = Tout processes (Fig. 7.2). Initially, the enclosed gas and the gas
outside are in a mechanical equilibrium state, which satisfies ]5in = P, and
Ti = Tout = Thath- At t = 0, we attach a heat bath at Ty on the diathermal
wall. For 0 < t < t., Thatn is kept to be Ty (Fig. 7.2 (a)), and at t = t., Thatn
is switched to be T1, simultaneously, and is kept to be this state until ¢t = 2t..
Then, we again replace the bath at 7, by the one at Ty simultaneously (Fig.
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Hot Thermal Bath Cold Thermal Bath

Figure 7.2: The operation protocol. We attach the heat bath 73 on the diather-
mal wall at ¢ = 0. (a) For 0 < t < t¢, Thath is kept to be Thatn = Th, and at
t = tc, Thatn 18 switched to be T, simultaneously, and (b) Thatn is kept to be
this state until ¢ = 2¢.. Then, we again replace the bath by Ty simultaneously.
After repeating the switching of Ti,an, the heat cycle reaches a steady cycle.

7.2 (b)). After repeating the switching and attaching of the baths, the heat
cycle reaches a steady cycle. It should be noted that the enclosed gas is no
longer thermal equilibrium during the cycle. During the operation, we ignore
the time necessary for the switching the heat bath. The finite switching time
only lowers the power but does not affect the efficiency of the cycle and what
the maximum-power-output process is.

In this paragraph, we explain some additional remarks in the MD simulation.
We assume that particles are colliding elastically each other and with side walls.
The collision rule between the piston and a particle is given by Egs. (7.1) and
(7.2). We introduce typical length and time scale as Xini = NTout/Pous A and
to = Xinin/ M /Tyt for later convenience. The number of particle N = 200 is
fixed through our simulation. The collisional force from outside the piston is
modeled by Fou as will be defined in Eq. (7.6).

7.3 Stochastic mean field model

Let us introduce the stochastic mean field (SMF) model to describe the dynam-
ics of the piston and the energy balance of our system by using two independent
stochastic variables: fluctuating density 7, (t) = N/AX () and fluctuating tem-
perature T, (t). Here, fiy(t) and V = dX /dt satisfy the stochastic equations:

d’ﬁ/in ﬁin >
= ——V 7.4
o 7, (7.4)
dv A
ME = Fin +F0ut, (75)

where the stochastic force F’V(u = in, out) is introduced as

E, = > P-&tV,n,.T,). (7.6)
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Here, é}j (v = in, out) denotes Poissonian noise of the unit amplitude whose
event probability is given by

A A {1 + 4ci>g0(<i>)} , (7.7)

A= dojy = V|0 (V — v)|Ango(v,T,), (7.8)

where we have introduced the radial distribution function at contact go [191],
e = —1, and €°** = +1. The symbol “-” in Eq. (7.6) represents Itd type
stochastic product [7,8]. ©(z) is Heaviside function satisfying ©(x) = 1 for
x> 0 and O(z) =0 for z < 0. The density and temperature for the gas outside
are kept to be constants in time, i.e., Moyt = Nous and Tout = Tout- We note that
a set of Egs. (7.5) and (7.6) is an extension of the SDE discussed in Chapter
5 toward a finite density hard core gas when the density and the temperature
change in time. We adopt the equation of state for hard core gases of volume
fraction ® = fy,md?/6 given by [192]

Next, we propose the time evolution for Tin. The differential of the internal
energy for the gas Uy, = 3NT},/2 is given by

dUi = deall + dQcond + dEpiS7 (710)
dQua A . [oh
%ﬁ s = Anin(Tbath - T‘m) m 5 (711)
dEpis _ m 12 -~ 2 v Yy A ~
dt = ;E{U (U7 V)—’U }'gin(vanmva);
(7.12)
A 45 A
dQcond = _W\/%JinAdt- (713)

Here, deaH and dend denote the heat flow from the thermal bath at Ti,.p
[112] and heat flux due to the thermal conduction jin, respectively. dE’piS de-
notes the kinetic energy transfer from the piston to the gas. In summary, our
SMF model consists of two coupled equations: the equation of motion for the
piston (7.5) and the energy equation for the enclosed gas (7.10).

It is known that VDF for a hard core gas under the heat flux Ji, [192,193]
is given by

brux(®) = (14 v9(0)Jin) d0(v), (7.14)

where we have introduced ¢o(v) =[],_, , . ¢o(vp, Tin) and

. m va}
0, Tin) = | —=—exp | —— . 7.15
ol i) = [ cxp |22 (7.15)
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In Eq. (7.14), g(v) is written as

4 mu? 5
v = — | —— —=]. 7.16
a(v) St Tin (2T 2) (7.16)

The energy flows deaH /dt and dQCOHd /dt can be calculated as follows. The
heat flows outgoing ¢°U% and incoming ¢, through the wall are, respectively,

given by
o] 0 2
it = { [ ano, [ a0 Ao}

(7.17)
. 0o 0
ool = {/ dvydvz/ dvx(—vz)'fbinA¢ﬂux(/U)}
00 o] 2
X {/ dvydvz/ dvm%(bwall(va Tbath)} .
—o00 0
(7.18)

Substituting Eqs. (7.17) and (7.18) into dQuwan + dQcond = (gin ) — Gout))dt, we
obtain Egs. (7.11) and (7.13).

The heat flux Jiy is estimated from the solution of the heat diffusion equation
for the temperature profile 7 = 7 (z, t):

0T Kk O*T
= _ 22— 7.19
ot n Oz2 ’ (7.19)
under the situation that the thermal conductivity x and density 7y = n are
constants in space and time, where the piston position is fixed at X = L.
Imposing the boundary conditions 7 (z,t = 0) = Tini, 7 (x = 0,t) = Thatn and
0.7 (x = L,t) =0 on Eq. (7.19), the solution of Eq. (7.19) is given by

o0
4 1w \2 kt lmx
T = Thatn — Toan — Ton) 3 —e GE) % gin (22 ) (7.2
(x,1) bath — (Thatt ); —e sin ( 5] ) (7.20)
AAssuming tha:n Tiniy L, k and n change in time adiabatically, i.e. Ti,; — Tin(t), L —
X(t),k — /%(q)(t) Tin(t)) [192,193] and n — 74y, (t), we obtain the approximate

heat flux Ji, = fo —k0, T (z,t)dz/L as

~ o0 . 2 A
Tn®) = B = T 3 T —( n ) A

X (t) =1

(7.21)

where we have adopted expressions in Refs. [192, 193] for density and tempera-
ture dependence of the thermal conductivity &(®,T') = (75+/T /7 /64mdZ, go(®))[{1+
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(12890 (P)/5)}% + (46082 go(P)/225m)]. See Appendix E for transport coeffi-
cients of inelastic hard core gases and the review for the kinetic theory.

Because the heat conduction relaxes very fast for the dilute gas, we can
simplify Eq. (7.10) as

AUy, = dQuan + dEps, (7.22)

although heat conduction exists. Indeed, we compare the dynamics of tempera-
ture in Fig. 7.3 for SMF and the dilute approximation of SMF using Eq. (7.22),
the difference between two methods is negligible. Here we have adopted the
initial volume fraction as ® = 1.05 x 10~*. We will also show that dQonq does
not affect the efficiency at MP for the dilute gas later. Thus, we use Eq. (7.22)
for the dilute gas instead of Eq. (7.10).

5
S5t =
y E}

A 4 i=F ——SMF ]
5 . X  SMF(Dilute)
~ 0 0.04 0.08
23 t/to
g
~ 2 L

—— SMF
¥  x SMF(Dilute) N
0 08 0 24 32

t/to

Figure 7.3: Comparison between SMF and the dilute approximation of SMF for
din/\/z = 0.01. The initial volume fraction is calculated to be ® = 1.05 x 10—*.
The solid line and the cross points represent the dynamics of temperature for
SMF and the dilute version of SMF, respectively. The inset represents the
detailed time evolution for 0 < t/ty < 0.08.

In this paragraph, let us explain the numerical details of SMF. The numerical
integration is performed through Adams-Bashforth method, with dt/ty = 0.01e
and € = y/m/M. Calculating él”i, v and dv are respectively replaced by v;
and Av, where v; = (AU — Upax(i = 1,2, ,600), Umax = 6.0/ kT, /M(v =
in,out) and Av = vpax/300. Because Eq. (7.10) turns out to be unstable if
the heat conduction in Eq. (7.13) is larger than that of Eq. (7.11), we impose
the condition dQcona = 0 if dQcona > dQwan through the simulation for the
numerical stability of our model. The simulation data are averaged in steady
cycles, where the averaged quantity is represented by (---)sc.
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Figure 7.4: The time evolutions of steady cycles for Ty /71, = 5.0. They are
categorized into two types: damped oscillating type for e = 0.01 (left) and over-
damped type for ¢ = 0.1 (right). The time evolutions for the piston position
((a) and (b)), the temperature ((c) and (d)), and the piston velocity ((e) and
(f)) are plotted. Time evolutions for the corresponding physical quantities for
MD simulation (solid line) agree with those for the SMF model (dashed line).

7.4 Time evolution

To verify the validity of our effective model, we compare the time evolution
of the MD simulation and SMF. We examine the dilute and moderately dense
gases in Sec. 7.4.1 and 7.4.2, respectively.

7.4.1 Dilute case

We consider a dilute gas of the diameter dj,/ VA = 0.01 which corresponds to
® = 1.05 x 10~ at t = 0. Time evolutions of the volume (the position of the
piston) for Ty /Ty, = 5.0 are drawn in Fig. 7.4 (a) for e = 0.01, ¢./tp = 1.60 and
(b) for € = 0.1, t./to = 8.0. The simulation data are averaged from 11th cycle
to 20th cycle, where the solid and dashed lines, respectively, represent the data
for MD simulation and those for simulation of our SMF model. Similarly, Figs.
7.4 (c) and (d) are the time evolutions for the temperature of the gas, and Figs.
7.4 (e) and (f) are the time evolutions for the piston velocity. Dot-dashed lines
represent the operation protocol of Tyaty- It is remarkable that our SMF model
correctly predicts the time evolution of MD.

Let us explain the behavior of the system shown in Fig. 7.4. When the
heating process starts, the enclosed gas starts expanding, to find a new me-
chanical equilibrium density determined by the condition Pin = P,ut, because
the pressure for the enclosed gas becomes larger than that for the outside after
the heating. Similarly, the gas is compressed when the cooling process starts.
It should be stressed that the heating (cooling) and expansion (compression)
processes take place simultaneously.

The time evolutions of the physical quantities can be categorized into two
types: (a) damped-oscillating type and (b) over-damped type depending on the
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mass ratio e = y/m/M. Taking the average of Eq. (7.22) and assuming that
the piston is heavy € <« 1, the time evolution of the averaged temperature is
written as

Tin(t) = Thaen (1 —aoV(t)) + O(e?), (7.23)
ay = ST (7.24)

Assuming that the displacement of the piston is small 2/ Xjn; = (X — Xini) / Xini <
1, the average of Eq. (7.5) is written as
dVv P()utA X

da M X

Vv (7.25)

where we introduced the viscous friction coefficients ¥ = (Vgas + a0 Pout4)/M
and Ygas = 4(1 + €)Pout Ay/m/2nT5u. The right-hand side of Eq. (7.25) is
equivalent to the force acting on a harmonic oscillator in a viscous medium. If
the viscous drag is sufficiently small, i.e. € — 0, the motion of the piston is
the damped-oscillating type (Fig. 7.4(a)), while the motion turns out to be the
over-damped type, if € is not small (Fig. 7.4(b)).

7.4.2 Moderately dense case

Let us examine the validity of SMF for a moderately dense gas. We adopt
din/\/Z = 0.1 which corresponds to ® = 0.105 at ¢t = 0. In Fig. 7.5, simulation
results for MD, SMF, and the dilute approximation of SMF are plotted. Al-
though the time evolution of MD for small t/tg is well predicted by SMF (See
the inset of Fig. 7.5), the agreement is relatively poor for 0.1 < t/tg < 0.5.
The agreement for 1.6 < t/ty < 2.0 is also not good, though the difference is
not large. Note that the discrepancy for 1.6 < ¢/ty < 2.0 is not relevant for
the efficiency at MP, because we need only QQg. The improvement of SMF for
0.1 < t/tg < 0.5 is left as a future work.

7.5 Existence of Maximum Power and its Effi-
ciency

In this section, we discuss the efficiency of the engine at MP. We show that
the efficiency at MP for the dilute gas corresponds to the CNCA efficiency if
the piston is sufficiently massive and elastic in Sec. 7.5.1, while that for the
moderately dense gas is smaller than the CNCA efficiency as will be presented
in Sec. 7.5.2
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Figure 7.5: The time evolution of temperature for MD, the SMF, and the dilute
approximation of SMF are compared. For heating regime t/ty < 1.6, the dilute
SMF overestimates the heat gain, while the SMF works better than the dilute
version, in particular, for small ¢/ty. The inset represents the detailed time
evolution for 0 < t/ty < 0.08, where SMF captures the MD simulation results.

7.5.1 Dilute case

Let us illustrate that the MP ezgists for our engine. We define the work th
and the heat spent per a cycle Qy as

~ 1 N N

Wit = jzf ;e(Pi — Pou)AdX, (7.26)

Qu = / dQuan, (7.27)
Tu

where ¢ and fT represent the integral over a single cycle and the integral for
7

the bath at Thatn = T, (1t = H or L), respectively, with the definition of dQwan
in Eq. (7.11). The validity for the definition of work Eq. (7.26) is discussed in
Appendix ??. The efficiency for a single operation protocol [194] is defined as

W,
f= = (7.28)
Qu
We also introduce the conventional efficiency, which is defined as
Wio
7= Wiov)sc (7.29)
(Qu)sc
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Figure 7.6: The average power is plotted against t.. Apparently, there exists ¢,
for the maximum power operation, which corresponds to the necessary time for
gas to expand toward the mechanical equilibrium. The dotted curve drawn as
the guide line proportional to 1/t..

In this section, we average the data from 11th cycle to 110th cycle.

The contact time dependence of the power p,, = Wtot /2t., for the under-
damped type € = 0.01 (squares) and the over-damped type € = 0.1 (circle) are
shown in Fig. 7.6, where Ty;/T1, = 5.0 and e = 1.0 are fixed and py = Tout/%o-
Apparently, the MP is achieved at time t}¥, which corresponds to the necessary
time for the gas to expand toward the mechanical equilibrium. We note that
the long time heating or cooling ruins the power, because the extracted work is,
at most, N(Ty — T1,)In(Ty/11,). Thus, the power decreases as a function of ¢.:
{(Pw)sc o 1/t. for t. > tMP which is drawn as a dashed line in Fig. 7.6.

We, here, explain that the obtained work is balanced with the work done by
the viscous friction for gases. Multiplying V onto Eq. (7.25) and integrating
over the cycle, we obtain Wiy = f M#AVdX > 0, because the integral of the
left hand side of Eq. (7.25) is zero. Thus, the obtained work is balanced with
the work done by the viscous friction for gases.

We present the results for the efficiency at MP (Fig. 7.7) for (a) ¢ = 0.01 and
(b) € = 0.1. The main figures represent the results for the elastic piston (e =
1.0), and the insets are those for the corresponding inelastic piston (e = 0.9).
The open squares (7])sc and triangles 7 are the simulation data for the SMF for
the dilute gas characterized by Eq. (7.22), while filled ones are the data for the
corresponding MD simulation. Although 7 and (#)sc are different quantities,
they agree with each other. As a comparison with previous studies, we plot
the CNCA efficiency nca (dotted lines). Our SMF model correctly predicts the
efficiency at MP for MD simulations, at least for ¢ = 0.01, while our model is
lower than the CNCA efficiency for ¢ = 0.1. We note that the efficiency for our
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Figure 7.7: Efficiencies at maximum power operations for dilute gases for (a)
€ = 0.01 and (b) e = 0.1. The main figures represent the results for the elastic
piston case, and the insets are those for the corresponding inelastic piston. In
the main figure of (a), we plot the result of SMF (open piles). The open squares
(M)sc and open triangles 7 are simulation data for the dilute approximation of
SMF, while filled ones are the data for the corresponding MD simulation. For
the elastic piston of e = 0.01, the observed efficiencies are close to nca (dashed
line) and Eq. (7.35)(solid line).

model with e = 1.0 and € = 0.01 are close to the CNCA efficiency.

Here, we derive the semi-analytical expression on 77 on the basis of SMF in
the limit € — 0. In this limit, Tin rapidly relaxes to bath temperature, right
after Thatn is switched. The average of the work Eq. (7.26) can be approximated
by

(Wiot)sc ~ N(Ti — Tp)InX (t.), (7.30)

where we have introduced the volume change of the gas through the cycle
X(te) = (X(t.))sc/{X(0))sc and choose e = 1. Integrating the equation of
the energy conservation (7.22), we obtain

(H)
pis

AU = Qu+F (7.31)

where we have introduced AU = 3N (Ty — T1,)/2 and EA}()ibS[) =

aging Eq. (7.31) and expanding in terms of ¢, we obtain

fTH dE'pis. Aver-

(On)sc = gN(TH “TL) + NTulnX () + O(e), (7.32)

where we have ignored the heat leak due to the fluctuation of the piston O(e).
Therefore, the efficiency 7 is given by

_ Ty — Ty, nc
’[7 = 3 T 7T = 3 n . (733)
Tu+3 1&@5 I+3 lantc)
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Assuming that X (£MP) depends on the power of Ty /Tt:

xe) = (

Ty

TL) =(1-nc) 7, (7.34)

we obtain the analytical expression on 77 for MP:
L3 e\
e 2acIn(1 —ne)

1 3 1\, a+6/ 1 \°, .
= _— —_ PR - O
1+%n0+4a (1_’_23a> N + ]2 (14_230[) N + (770),

MP

(7.35)

which is shown in Fig. 7.7 by solid lines. The exponent « is estimated from
the simulation of SMF, where @ = 1.5 for ¢ = 0.01 and a = 0.79 for € = 0.1
(Fig. 7.8). Asis shown in Fig. 7.7, Eq. (7.35) agrees with the results of MD for
€ = 0.01, while the agreement is not good for ¢ = 0.1. The integration of O(e)
term would be necessary for the better agreement of ¢ = 0.1. We expect that
the exponent « is reduced to @ = 3/2 in the limit ¢ — 0 and e — 1, as follows.
Although there exist the tiny heat leak during the expansion process, we may
approximately ignore the leak because the heating process is almost isochoric,
as will be discussed in Sec. 7.7. Recalling Poisson’s relation for an adiabatic
process of ideal gases between state 1 and 2: (7’1512)/7}(111))3/2(X(2)/X(1)) =1,
where X (@) and Tigla) (a = 1,2) respectively represent the position of the pis-
ton and temperature for the state a, the exponent o = 3/2 agrees with the
simulation result. In Sec. 7.6, we will prove that & = 3/2 corresponds to the
tight coupling condition for the Onsager matrix in linearly irreversible thermo-
dynamics. Substituting the obtained o = 3/2 for € = 0.01 into Eq. (7.35), we
obtain

2 5 3
= 2o 2oy oml) (7.36)

MP 2 T8 T 96

We note that Eq. (7.36) is identical to the expansion of nca up to O(n2):

2 3
_e e e o
noa = + 3 + 16 +O(ne). (7.37)
However, the existence of € lowers the efficiency from nca even at the leading
order O(n¢), because a = 0.79 < 3/2 for e = 0.1. We thus conclude that the
efficiency at MP for passive engines confining dilute gases is the CNCA efficiency

if the piston is sufficiently massive and elastic.

7.5.2 Moderately dense case

We have analyzed the efficiency for dilute gases in the previous subsection. Here,
we discuss the efficiency at MP for a moderately dense hard core gas. The
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Figure 7.8: The volume change of the enclosed gas at MP X (tMP) is plotted
against Ty /71,. The main figure is for e = 0.01, and the inset is € = 0.1.

efficiency at MP is plotted in the main figure of Fig. 7.9, where SMF model
almost correctly predicts the results of our MD simulation. The data for SMF at
Ty /Ty, = 1.2,1.3,1.4 are averaged over 1.0 x 10% cycles after 10 cycles for initial
relaxation to improve their numerical accuracy. The other data are averaged
from 11th cycle to 110th cycle. We find that the efficiency for moderately dense
hard core gases is smaller than that for dilute ones to compensate the heat flux
Jin as will be shown in the next section.

7.6 Linearly irreversible thermodynamics

In the previous section, we have suggested that the efficiency at MP output
for the dilute gas can be described by the CNCA efficiency in the limit ¢ —
0 and e — 1, while that for the moderately dense gas is smaller than the
CNCA efficiency. In this section, we show that results in linear non-equilibrium
situation n¢ — 0 can be understood by the relations between the currents J;
and the thermodynamic forces X; on the basis of the Curie-Prigogine symmetry
principle [149]:

J1 = L1 X+ Lo X, (7.38)
Jo = Lot Xy + Lo Ao, (7.39)

Li1Los — L1sLo; > 0. In the following, we assume that the piston is elastic
e = 1.0 and massive limit ¢ — 0, and we abbreviate the average of an arbitrary
stochastic quantity A as A = (A)sc. We examine the dilute gas in Sec. 7.6.1
and clarify the finite density effect in Sec. 7.6.2.

where the Onsager matrix satisfies L11,L22 > 0,L12 = Lp; and det L;; =

(6]
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Figure 7.9: The main figure represents the efficiency at MP for moderately dense
hard core gases. SMF almost correctly predicts the efficiency for MD simulation.
We note that the efficiency is much smaller than the CNCA one, which is caused
by the inevitable heat flux dQconq. The inset represents the expansion ratio for
the dense gases. The exponent « is estimated to be a = 1.141 £ 0.009.

7.6.1 Dilute case

Let us derive the Onsager matrix L;; in our setup for the dilute gas following
Refs. [113,115]. We consider the linear non-equilibrium situation as Ty =
T + AT/2, where T and AT are the mid-temperature T' = (Ty + 11,)/2 and
the temperature difference AT = Ty — T1,, respectively, satisfying AT/T < 1.
Here, the total entropy production per a unit cycle Ac = —Qu /Ty — Qr/TL is
rewritten as

Wiot = AT
—— e Qn, (7.40)

where we have used Wioy = Qu + QL and AT/T < 1. On the basis of the
relation

Ao =

Ao
T+ T2 Ao, (7.41)
2t
J; and &; are respectively given by
T Qu
- = e 7.42
J 2t 2= or, (742)
Whot AT Tic
1 T2 ) 2 T2 T ( )

Let us derive L1 and Loy by taking ne = AT/T — 0. Wi is written as
Xugx

Wiot ~ NneTlnX (t,) — 2aoNT / Vs (7.44)
XL
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The first term on the right-hand side of Eq. (7.44) vanishes in the limit nc — 0.
Then, from Eqgs. (7.38), (7.42), and (7.43) we obtain

T2 1
11 4tcNE el 0; (7 5)
. Koo ax
E = / agV —. (7.46)
X1, X

Here, we have introduced E as the inevitable dissipation due to the finite velocity
of the piston. Now the heat Qy is given by

3 AT AT . AT X dx
(7.47)
which can be rewritten as

Qu  T?’WX(t.)—E [ W T2 InX (t.)

2t,  At. E T2 )~ 4, E A, (7.48)
2 ~

L = =InX(t.), 7.49
21 i (te) (7.49)

in the leading order of Wit /T and the limit no — 0. Next, let us determine
Lqis and Los. Lio can be determined from the condition Wiy, = 0, i.e., the
work-consuming state:

Wiot = NXoT?InX (t.) —2NTE = 0. (7.50)

Then, we obtain the reciprocal relation

T2 ~
Ly = _InX(t.) = Loy 7.51
12 i (te) = Lo (7.51)

Taking terms depending only on AT in Eq. (7.47), we obtain

Qu 1 (3. o NT? AT

o = g (NTP X () ) (7.52)
1 (3 NT?

Ly = — (=NT? InX(t.) ) > .

n = g (o7 Tnge) 2o (7.53)

where we have ignored the higher order term including ag. Equations (7.45),
(7.49), (7.51) and (7.53) are the explicit expressions of the Onsager matrix.

Here, we show that o = 3/2 corresponds to the tight coupling limit of the
Onsager matrix, where fluxes [J; is proportional to 7. Because the determinant
is readily calculated as

T (3  anc > T <3 >
det L;; = ==+ ———a| ~ | =-—a] >0. 7.54
! 8t2E <2 2 8t2E \ 2 (7:54)
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The tight coupling limit det L;; = 0 corresponds to o = 3/2, which is equal to
the value obtained in Sec. 7.5. The CNCA efficiency is derived on the basis of
Egs. (7.38) and (7.39) in the tight coupling limit, following the similar procedure
in Ref. [111]. Tt should be noted that the control parameter for our engine is
not X; but Ji, in contrast to Ref. [111].

7.6.2 Moderately dense case

We stress that the efficiency at MP of the engine for the moderately dense gas is
much smaller than the CNCA efficiency even in linear non-equilibrium regime
nc < 1, which is the result of the inevitable loose coupling of the Onsager
matrix Lj; as follows. Solving the average of Eq. (7.10) in terms of T},, we
obtain

Ti() = Than(l —al(t)V () + O(e?) (7.55)

* _ ag
0 = 00 @) + n) (7.:56)

where we have introduced the scaled flux ji, = {Tvath/ (Thath — Tin) }dQcona /dt.
See also Eq. (7.24) for the comparison with the dilute case. Because the addi-

tional heat flux dQeong exists, Egs. (7.40) and (7.47) are, respectively, replaced
by

_ Wiot AT 1
Ao = — T + WQH + TQcond7 (757)
AT AT ~
Qu = §N—T—&—N T+ — lnX(tc)—Fngd
2 T 2
AT\ [XH dx
N |T+ — SV — .
<+2>/XL eay(H)V ==, (7.58)
where we have introduced
Qcond = Z ngnd (759)
p=H,L
étond = 7/T dQcond- (760)

I

Note that the sign of Qi{ond and ngnd are positive and negative respectively,
and they are O(AT), while Qeona > 0 is O(AT?) (See Egs. (7.13), (7.21), and
(7.60)). Thus, we obtain the Onsager matrix as

T2 1
Ly, = _— > .61
11 4tcNE* —07 (76 )
2
L = —InX(t,) = L%,, 7.62
no= LK) =1 (7.62)
1 /3 NT?
Ly = o (2NT2 + = InX () +q) >0, (7.63)
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where we have introduced E* = ;(LH (V/X)ag(t)dX and ¢ = Qcona/NAT +
Q1 T/NAT? > 0. We have checked that ¢ ~ 2.04 for the operation of MP

cond

with Ty /71, = 1.5 through the simulation of SMF. The tight coupling condition
for Lj; is, thus, reduced to

3+~>
o= -
5 T4

On the other hand, we find that o < 3/2 holds, which might be justified by
the parallel argument to that in Sec. 7.5. With the aid of Eq. (7.9), Poisson’s
relation for a moderately dense gas can be derived as:

TiEaZ) 3/2 x @\ Y

Here, ¥ represents the correction term due to the finite density effect:

(7.64)

N W

P2 ) 4 — 3(@(2) + q>(1)) + 202 @)

myy (- PP

dhl
x@)°

v

~ 4 (7.66)
where ®(®)(a = 1,2) represents the volume fraction for the state a. Hence, we
expect a = 3/{2(1 + ¥)} ~ 1.07, which agrees with o« = 1.141 4+ 0.009 < 3/2 in
the simulation of SMF shown in the inset of Fig. 7.9. Although this agreement
may be accidental because the heat leak exists in the process, it is interesting
to look for the reason why Poisson’s relation works well. Thus, the system does
not satisfy the tight coupling condition for moderately dense gases because of
the existence of dQcond-

7.7 Discussion

Let us discuss the difference between our results and previous works. Here, we
explain that our engine contains isochoric and quasi-adiabatic heating/cooling
processes, i.e., our engine is similar but different from the Otto engine. The
pressure-volume graph for ¢ = 0.01 and Ty /71, = 5.0 is plotted in the main figure
of Fig. 7.10. We also plot the time evolutions of the heat flux (solid line), the
piston position (chain line), and the pressure (dashed line) for 0 < ¢/tg < 1.6 in
the inset of Fig. 7.10, where the heat flux is scaled by o = 5.0 x 10T}, /to. We
notice that the heating process ends very fast t/tg ~ 0.1, and it can be regarded
as the isochoric process. Then, the system expands with smaller heat flux which
is less than 10% of the isochoric regime for ¢/t < 0.5. For 0.5 < t/ty < 1.6,
the system is approximately adiabatic, i.e. the heat flux is negligible. Thus, our
engine is similar but different from the Otto engine.

Let us explain the reason why the heat flux dQ.onq for a moderately dense
gas is relevant to the efficiency at MP in contrast to the conventional finite time
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Figure 7.10: The main figure represents the pressure-volume figure for ¢ =
0.01,7y/T1, = 5.0. The inset represents the time evolution of the heat flux
from the thermal wall (solid line), the position of the piston (chain line) and the
pressure for the enclosed gas (dashed line) for 0 < t/¢y < 1.6. The heat process
ends fast, and can be regarded as an isochoric one.

thermodynamics. As a counter example, let us consider the finite time Carnot
cycle, which contains isothermal and adiabatic processes. When we attach the
thermal bath to the gas, the amount of heat flux for a finite time Carnot cycle
is too small and dQ.onq does not exist, because the temperature of the gas and
that of the bath are essentially identical as the result of the adiabatic processes
with mechanical control of the piston. On the other hand, the amount of heat
flux for our engine is large because the temperature of the gas and that of the
bath are different when we attach the bath onto the gas. Thus, the effect of the
heat flux dQcong is significant for the efficiency for the passive engine.

For a macroscopic piston in the limit ¢ — 0, the one-dimensional momentum
transfer model (Egs. (7.1) and (7.2)) is too simple for the realistic motion of
the piston, where the side-wall friction [240], the excitation of atoms on the
piston surface [241] and tilting of the piston, etc. should be relevant for the
real piston motion. In Appendix H, we discuss the effect of side-wall friction
on the efficiency for our protocol and show that the side-wall friction lowers the
efficiency.

7.8 Conclusion

In this chapter, we have investigated the efficiency at MP for a passive engine.
We have considered an operation protocol for a hard core gas partitioned by a
massive piston (Figs. 7.1 and 7.2). SMF has been proposed and its relevance
has been demonstrated from the comparison of its result with the result of the
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MD simulation for the dilute gas (Fig. 7.4) and the moderately dense gas (Fig.
7.5). We have found the existence of the MP in Fig. 7.6 and examined the
efficiency at MP for the dilute gas in Fig. 7.7. The efficiency at MP for dilute
gases is close to the CNCA efficiency for an elastic and massive piston. We have
derived the analytical expressions for the efficiency at MP on the basis of SMF
as Egs. (7.35) and (7.36). To understand the linear non-equilibrium regime,
we have derived the Onsager matrix explicitly Egs. (7.45), (7.49), (7.51), and
(7.53), and have found that the tight coupling condition is satisfied for the
dilute gas. In contrast to the dilute gas, we have found that the efficiency at
MP for moderately dense gases is smaller than the CNCA efficiency even for an
elastic and massive piston in linear non-equilibrium regime (Fig. 7.9). We have
clarified the importance of the heat flux when T}y is switched, which induces
the inevitable loose coupling for the Onsager matrix.
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Chapter 8

Discussion and Summary

Let us summarize the thesis with some remarks. In Chapter 5, we have examined
the roles of sliding friction in the fluctuating motion of the adiabatic piston.
We have found that an arbitrary nonlinear friction can reverse the direction of
the motion of the piston, while the linear one cannot. We have also derived
the fluctuation relation under dry friction. In Fig. 5.4, we have discussed
the steady state velocity of the piston as a function of the friction coefficient.
Notice that the velocity of the piston under nonlinear friction exhibits a peak
around pf ~ 1.0 and the peak height depends on the functional form of the
nonlinear friction. It is interesting and important to clarify the optimal friction
to maximize the piston velocity on the basis of Ref. [93].

In Chapter 6, we have clarified the role of a granular rotor as a probe of the
VDF of a non-equilibrium bath. We have shown that there exists a one-to-one
relation between the VDF of a non-equilibrium bath and the angular VDF of the
rotor, using the molecular dynamics simulation of a vibrating granular bed. Let
us discuss the possible extension of results in Chapter 6. We have assumed the
restitution coefficient of grains is constant [175,176]. The restitution coefficient

for a sphere depends on the impact velocity vimp as €(Vimp) = 1 — Blvilrfl‘; +
-+ (By > 0) [61,187]. As discussed in Ref. [188], the velocity dependence of the
restitution coefficient can be also analyzed in our theory within the framework
of the Boltzmann-Lorentz equation. The effects for the tangential interaction
and the mutual rotation between grains are also necessary to be analyzed. The
extension of the Boltzmann equation toward denser gas is known as the Enskog
equation [73,74] (See also Appendix E). It is possible and interesting to apply
our framework to the rotor in dense granular media [189] or denser granular
liquids near the jamming transition beyond Enskog equation [86] by modifying
the transition probability W, , in Eq. (6.6) [190]. As a future problem, it is
also necessary to estimate the amount of the errors in particular for the inverse
estimation formulas Egs. (6.11) and (6.12).

In Chapter 7, we have theoretically analyzed the efficiency at MP for a
passive engine, which is the simplest model of internal combustion engines. We
have illustrated that the efficiency at MP for an elastic massive piston confining
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a dilute gas is given by the CNCA efficiency, while that for a moderately dense
gas is smaller than the CNCA efficiency even for an elastic and massive piston
in the linear non-equilibrium regime. We have shown that the heat flux when
Thatn is switched induces the inevitable loose coupling for the Onsager matrix.
We should note that such a loose coupling would appear not only for a passive
engine but also other engines, e.g. the finite time Carnot cycle if the temperature
of a working fluid is different from Ty,,¢n. Thus, we conclude that the heat flux
when Ty atn is switched should be suppressed for higher efficiency at MP.

The model considered in Chapter 7 might be unrealistic if the gas is re-
garded as a molecular gas because the mass of a real piston must be much
larger than the mass of each molecule and adhesion between molecules and
walls cannot be ignored in such a small engine. Our model, however, would
be experimentally realized through two kinds of setups: colloidal suspensions
with a semi-permeable membrane and a highly excited granular gas with a
movable piston. Although the hydrodynamic interaction between colloids is
important, the osmotic pressure between two dilute solutions separated by a
semi-permeable membrane is described by van’t Hoff’s formula which has an
identical form to the equation of states for ideal gases. Inhomogeneity and non-
Gaussianity of granular gases can be suppressed, at least, for a specific setup
of a highly agitated granular gas [29-31]. Thus, our model can be regarded as
a simplified and idealized one for such systems. It would be interesting to con-
sider the stochastic version of the multi-component chemical engine discussed
in Chapter 2 and the non-equilibrium engine consisting of an inelastic hard core
gas whose transport coefficients are given in Ref. [193] and summarized in Ap-
pendix E. To improve SMF model, we need to solve hydrodynamic equations
under the moving boundary in contrast to the treatment in this paper. We also
need to investigate the nonlinear Onsager matrix to understand the efficiency
in the nonlinear non-equilibrium regime [114,115]. Finally, because thermody-
namic studies of engines without any force controls are little known so far, their
experimental studies will be expected near future.
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Appendix A

Derivation of fluctuation
relation under dry friction

In this appendix, we derive the fluctuation relation under dry friction Eq. (5.37),
writing W = W] and dW = dWy, — FyVdt. Let us derive a Master equation for
the joint probability f(V, W, t) = (f(V (t), W{.(t))) with f(V(£), W{.(t)) = 6(V —
V(£))3(W — WY (1)) following Ref. [8]. For an arbitrary function g = g(V, W),
the differentiation dg(V, W) = g(V 4 dV, W + dW) — g(V, W) is given by

dg(V. W) = L(;dﬁi'PJ {(51)/* Va?v) }
+W<Zdig.g?>~{(£/+ Va%)zg}

v 89 v 2 829
+L <ZdL 1,) 8V+2M2 (ZdL P ) 5772

dg Ffri dg
V- 8Wdt i a(V)- 8vdt
+O(Xdt). (A.1)

It should be noted that (3", dL - P71y = O(e™dt). By taking the ensemble
average of Eq. (A.1) and expanding it up to O(e), the Master equation for
F(V,W,t) is derived [8]. Introducing Laplace transformation of f(V,W,t) as

fo= [awe ™ pvaweo, (A2)
we obtain the time evolution for fg:

fﬂ (LB + Lgi) fa + O(€%), (A.3)
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where Lg and Ly denote the linear operators on fg as
L — ’U% 82 + 1 + B’YiL E iv él —_—
o= T2 a2 vV Tk | oV 27\/T
M Ty 3
— 1 A4
+705< - TR4> o (A.4)

o (V). (A.5)

0
Ly = ,LLO’UTEW

with 3 = 2kgT./3. The eigenvalues r, and eigenfunctions for the operator (A.4)
and its adjoint operator Lg are discussed in Ref. [162] :

Lion(V) = knon(V) (A7)

o) = e - (1) Zgj (fnv )

(A.9)
wn(8) = 51—+ 2mm(0)}, (4.10)
no) = J 1 VIGRRTR 5005 ) (A1)
1+ VT)?2
where Hermite polynomials are defined as H,(z) = (—1)"ew2 (ol/dgc)”e_””2 and

[ dze="H,(z)H)(z) = /72"1!8,(n,1 = 0,1,---). k,(0) has the Gallavotti-

— OO0

Cohen-type symmetry as k., (AB. — ) = kn(8) [159,161], which leads to the
conventional fluctuation relation without dry friction:

P(puw, )

— 2
t—oo P(_pu},t) - Aﬁepw + 0(6 ) (A12)

Let us solve eigenvalue problem for Lg + Lg; perturbatively up to O(e, o),
assuming that po is small:

(LB + Lfri) @n(v) = Rn(ﬁ)in(v)’ (A'l?’)

We assume that Re(k,) < Re(R,) for n > m, where Re(a) represents the real
part of any complex number a. Multiplying ¢, (V') on both sides of Eq. (A.13),
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integrating them over V' and substituting &, (8) = #,(3) + ,uo,%g)(ﬁ) +O(pd),
(V) = (V) + O(po) into Eq. (A.13) for n = 0, we obtain:

(D _ M Vi‘/? , A
o = B (1)

The largest eigenvalue of the operator eyo(Ls + Lgi)/M is known to be equal
to the scaled cumulant generating function [236]:
t—o0

1 i’
lim + Infe~?WE®) = e%ko(ﬁ) (A.15)

Thus, according to Ref. [157], the large deviation property for Wﬁ under the
dry friction is characterized by the Legendre transformation of the maximum
eingenvalue of Lg + Lgi:

. 1 * — *
Jim 2P (py,t) = puB* + g 1Ro(BY), (A.16)

where §* = [*(pw) gives the minimum for p, 0 + eyoRo(8)/M. Taking the
asymmetric part in terms of p,,, we obtain Eq. (5.37).
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Appendix B

Benchmark Test for
Simulation

10

O MD simulation
— Analytical Solution

PSS

0.1 ¢

0.01 ¢

0.001 2 _'1 0 /
QR /v

Figure B.1: The results of MD simulation for the rotor under viscous friction
(squares) and our analytical solution are compared. The solid line represents
the Fourier transform of Eq. (B.1). Our exact solution perfectly agrees with
the MD simulation data.

In this appendix, we show that P observed in our MD simulation for the
granular rotor can be analytically predicted when the gas is elastic (e, = e =1)
without gravity g = 0 and vibration, fixing 2z,,,x = 0 as a benchmark test. We
analyze a container heated by the thermal wall at the bottom. The top and the
side walls of the container are chosen to be smooth elastic walls. The thermal
wall is chosen to be the diffusive wall, i.e, the post collisional velocity of a grain
v = (g, vy, v,) against the thermal wall is chosen to be random, following the
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distribution ¢wan(v, Thatn) = (m/Twa11)2 v, exp [—mv2/2TwaH] /27 [183]. We
choose the typical velocity in this setup v = +/Twan/m instead of vy as in
Sec. 6.3. We have numerically checked that the VDF for the elastic gas can be
regarded as the Gaussian ¢(z) = ¢q(x) with & = v/v). Ps can be obtained
analytically from our theory. The obtained solution is compared with the MD
simulation data in Fig. B.1 for the viscous rotor.

With the aid of Egs. (6.8) and (6.9), we obtain the analytic solution for

Py () as
- k 1 k2 1,1] k2
Po(=)=exp|-——"0F (5 |- B.1
(w) exp[ 3&\/%2“(2,3 2)} )

where we have used the following formulas 4B = 1//2mw, 7k fooo drxog(x)Ho(kx) =
kDp (k/V?2) //7, and

Vs ds' [ Dp(s') AL
o &\ s )T T 67\2,3

Here, Dp(x) is the Dawson function [185]:

—’“2> . (B.2)

Dp(x) = e*w2/ et dt (B.3)
0
and ,F), is the generalized hypergeometric function [185,238]:

_ e (an)i(a)i- - (ag)i 2
z) = Z (b1)1(ba)r -~ (by)y 11 (B.4)

=0

a1,0a2, - Q
F, ’ 4
TP by, ba, by

where we have introduced the Pochhammer symbol as (a); = I'(a+1)/T'(a) with
I > 0. To plot Fig. B.1, we adopt v/mLpoxvo = 1.0, which corresponds to
4 = 0.57624. The histogram for the angular velocity is shown in Fig. B.1 and
the analytical solution (solid line) is consistent with the MD simulation result
(squares), which ensures the accuracy of our MD code for the granular rotor
and the validity of our framework.
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Appendix C

Detailed calculation for a
viscous frictional rotor

C.1 Derivation

In this appendix, we show the detailed derivation of the analytic results for
the viscous frictional rotor in Sec. 6.5. Introducing Y = y/eot, the transition
rate given by W()) = W(w = 0;)) is independent of €, and . We note
that W, (w;y) satisfies the relation W(w;Y)dY = W, _, (w;y)dy up to the
leading order. We obtain the reduced time evolution equation for P = P(Q,t)
in €0 — 0 limit from Eq. (6.6) when the axial friction is sufficiently strong,
according to the generalized system size expansion method [92,93]. For general

frictional torque Ng; = Ngi(w), we obtain

&= muer)+ [ owe) -y - P,
(C.1)
W) = o[ Cdo [ oo, 0,)0(-) — 05 (V- 25, (C2)
A& = T (g, (C.3)

where we have introduced the rescaled friction Nfri(Q) = Ngi(€otQ)/€rot- It
should be noted that Nfri(ﬂ) = 0O(1) is assumed in €04 — 0 limit.

The scaled friction is written as Ng; = —4Q in Eq. (C.1) for the case of
viscous friction with 4 = ~/(2phwlvg). We calculate the cumulant generat-
ing function ®(s). For an even integer I, the cumulant K; = [dYY'W(Y) is
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calculated as

2w

h d

f e
w/2 2

= ph(lglle) /w/2 (R1> / dvu/ df¢(v)O(—v cos §)(—v cos §)! !

(L+e)t, [ (e ray 0 D5

ph " 4/0 do (RI)/O dov ¢(U)F(”T3)\/7T—

A+ T (HR) 4 pwn e
= e rE e () AR (C.4)

K = dvgdvyd(vg, vy)O(—vy,)| — v |[(AD)!

We have changed the coordinate variable o to ¢’ satisfying —w/2 < ¢’ < w/2,
and used the front- back symmetry for the rotor. Here, I'(y) represents the
Gamma function I'(y) = [;° s¥"te~*ds. Then, ®(s) is written as

© witl l+2 14 (2
/ dvop(v Q\F/)hz Rl )111).6) FEI«E:%;

—/0 doo()2/phu ( : )2

1+e
> (1)) I'(y) 1+ewsv\¥
X{Z(2J—1>!F(j+l)( 2 R%) }

- /O dv ¢(5)2phwv0{ (w3D)wHo (50) + 2(w50)%}, (C.5)

D(s)

5202

where we have introduced the Struve function

1)ly2+1
Z {( 2l + 1 2 (C.6)
Because ®(s) and Py satisfy the relation
v d
D(s) =s-—1 .
(5) =57 NPy, (C.7)
we obtain
o d . =~ 2phwlvg . o S
3 _ 2
3 %MPSS = / dop(v {(w5v)THo(w50) — 2(ws50)*} . (C.8)
Introducing variables k = ws and x = v, we obtain
d k o0 -
{k?’ Py, (w> +Bk2} — rk / dwad(x)Ho(kz), (C.9)
0

where we have introduced B = (2/7) [;* dza?¢(x). Thus, we obtain the formula
(6.10).
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C.2 Detailed procedure

C.2.1 Forward problem

Let us explain the detailed numerical technique to obtain Py(Q2) using Egs.
(6.8) and (6.9). It contains the following four steps (a)-(d):

(a) Measure the VDF for the granular gas ¢(z) around the rotor.

(b) Obtain the extrapolated data for z¢(x) in  — oo limit. We fit the data
in the range z_ < = < x4 by a function by exp(—bex). We replace the data
for x > x.u and extrapolate the data by the fitting function in & < xeng. We
have checked whether the results are invariant if we use Gaussian as a fitting
function instead.

(c) Apply the Struve transform in Eq. (6.9) using Eq. (C.6).

(d) Obtain the Fourier transform Py(s). Note that P () has a sharp peak
around 2 = 0, which is serious for the numerical Fourier transformation in terms
of convergence. To solve this problem, we use the double exponential formula,
which is a numerical technique for singular functions [237].

In Sec. 6.5.2, we adopt the fitting ranges as z_ = zcy = 3.0,24 = 5.0, and
Zena = 60.0, and obtained fitting parameters are by = 5910.96 and by = 5.64439.

C.2.2 Inverse estimation problem

Let us explain the detailed numerical technique to obtain ¢(v) on the basis of
Egs. (6.11) and (6.12). It contains the following seven steps (a)-(g), to obtain
¢ from the data of Pg(Q).

(a) Obtain the data of Ps(€).

(b) Obtain the extrapolated data of Pss(£2) for 2 — oco. We fit the data in
the range Q_ < Q < Q4 by the function b} exp(—b5$2). Replace the data for
Q > Q¢ and extrapolate the data € < Qgnq by the fitting function. We have
also checked that the results are invariant if we use the Gaussian fitting function
instead.

(c) Obtain the Fourier transform Py (s). We have applied the double expo-
nential formula [237], similarly to the forward problem.

(d) Estimate the parameter B. Fit the data of k3dlog P/dk for k — co by
the function ¢’ — Bk?. In our analysis, we fit the data in the region k; < k < k.

(e) Calculate Gyis(k) using Eq. (6.12).

(f) Fit the numerically obtained data of Gyis(k) in the procedure (e) by
¢/k + d/k® in the k — oo limit. In our analysis, we fit the data in the region
k. < k <k}, and replace and extrapolate the data for k., < k < k4 by the
fitting function, where the cutoffs satisfy k; <k, < kI.

(g) Apply the Y transform (6.11) using the data of Gy;s(k) obtained in the
procedure (e).

Fitting ranges used in Sec. 6.5.3 are listed as 2_ = 4.0vy/ Ry, Q4+ = 5.0v9/ Ry,
Qeut = 4.000/ Ry, Qend = 20.0Que, by = 3.0,kF = 5.0,k = 2.5,k = 3.5d =
0.603414, k.., = 3.0, and k.4 = 5.968133 x 10*, and obtained fitting parameters
are b} = 0.438068 Ry /vg, by = 1.26993R; /vy, ¢’ = 0.40721, and ¢ = 0.0942702.
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In Sec. 6.6, fitting ranges and parameters are listed as Q_ = 4.0vy /Ry, Q4 =
5.0UQ/R[, /1 = 0.463788R[/U0, /2 = 1.31134R[/’U0,cht = 4.0U0/R1,Qend =
20.0Qcu, k, = 3.0,k = 5.0,¢ = 0.660408,k, = 2.5,kF = 3.5,c = 0.169773,
d = 0.557026, k..., = 3.0, and k._, = 5.968133 x 10%.
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Appendix D

Detailed calculation for a
dry frictional rotor

D.1 Derivation

In this appendix, we show the detailed derivation of the analytical results for
the dry frictional rotor in Sec. 6.7. The scaled dry friction in Eq. (C.1) is
written as Ngi(€2) = —Asgn(Q), where we have introduced A = A/e,or. The
independent kick solution is written as

Y40

Pu(s) = 1+i/_°;dyw(y>/o 7 e = ]+0<Al ) (D-1)

sgn(Q

Equation (D.1) is rewritten as

A - Yodo & (isQ)!
— (P —1
I( 5 ) / dYW( /0 sgn (2 ;

(is)' sgn(Y) Y
Z /_ AYW) == —

{!
=1

3527+2

— 2
- Y SR [ onie);

j=1
(D.2)

By noting the following relations for an even integer I:
2

o0 . ~ Aph(14e)ttt 1+2 143 ™/ Lo
/;OO dy|y|y W(y) — m (5) /0 dvv ¢(’U) /_W/Z df cos 0
+

4ph(1 + e)lJrlﬁ (E)IH [+4 (% + %)' /oo d'UUl+3¢(’U)
R +2) N2/ 1 (54 2)! |

(D.3)
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/W/Q do COSZ+2 ) = \/EF (HTS>

/2 I (54
L4 3y
_ Lrafprg) (D.4)
L+3 (£ +2)!

i+ G+3) 1 2
@+3G+2) ﬁ(W) ! (D-5)

°© (_1)jx2(j+1)

Jo(l') = 1 - Z 2(5+1 - 27 (D6)
we obtain
A~ (k k> dmphvd [® - k222
I{PSS (ﬁ;) —1} (12;) = 1. /0 dwxqb(a:){l— 1 —Jo(kx)}.
(D.7)
We introduce coefficients here for Appendix D.2:
C = D / h dex® () (D.8)
221N ’

with a positive integer [ = 1,2,---. We thus obtain Eq. (6.13) and (6.14) from
Eq. (D.7).

D.2 Detailed procedure

We, here, explain the detailed techniques to use the analytic PDF formulas
(6.13) and (6.14). There are the following six steps (a)-(f) to obtain P(f2)
numerically.

(a) Observe the granular velocity around the rotor and make a histogram to
numerically obtain the VDF ¢(z).

(b) Introducing the sufficiently large 2_ and x; (x_ < x4 ), obtain the ex-
trapolated data for z¢(z) in the z — oo limit. We fit the data in the range
x_ < x < x4 by the exponential function by exp(—bax). We replace the data
for x > xcy and extrapolate the data by z < zenq by the fitting function. We
have also checked that the results are invariant if we use Gaussian as a fitting
function instead. ~

(c) Obtain Gary(k) as the Bessel transform of ¢ Eq. (6.14), and calculate
Cy and Cy according to Eq. (D.8).

(d) Replace the data of Gayy (k) for k < ki, by 1/2m + C1k? + Cok?*, which
corresponds to the Taylor expansion of Eq. (6.14) to avoid the numerical di-
vergence of the second term in Eq. (6.13) in the k¥ — 0 limit. In the range
ky <k< k‘;, fit the data of Gayy(k) by di exp(—dak?). We extrapolate the
data by d; exp(—dyk?) in the region k > k-

cut*
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(e) Calculate P = limg_, o0 PSS(S) = 1—|—C11D2/A’7 which corresponds to the
delta function for Py (Q), and obtain the data for Py(s), following Eq. (6.13).

(f) Apply the Fourier transform to the data for Py(s) — Piut, and obtain the
smooth part PSMe°th(Q). We note Py (Q = 0) = PSmeoth() + P /AQ. Here,
AQ is the data mesh for Q. Finally we obtain Py(Q) = Ppd(Q) + PSmeoth(Q),

We extrapolate the data in the procedure (b) and (d), because a large number
of data are necessary to numerically perform integral transforms twice, in the
Fourier and Bessel transform (6.13) and (6.14). The data are extrapolated also
in Sec. 6.5.3, for the same reason.

In Sec. 6.7, we adopt the fitting ranges as x_ = 3.0,24 = 5.0,Zeng =
20.02_, Teys = T, ko = 0.5,k = 1.5,kF = 2.0, and k', = 1.75, and obtained
fitting parameters are by = 5910.96,b; = 5.64439,d; = 0.204485, and dy =
0.527407.
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Appendix E

Kinetic theory for hard core
gases

In this appendix, we briefly review kinetic theory for both elastic and inelastic
hard core gases. We review the history of kinetic theory such as Boltzmann equa-
tion, Enskog equation, Chapman-Enskog expansion, BBGKY hierarchy, Choh-
Uhlenbeck equation and Revised Enskog equation. In Sec. E.1, we summarize
the Boltzmann equation for elastic hard core gases and the Chapman-Enskog
expansion. In Sec. E.2, we explain the Bogoliubov-Born-Green-Kirkwood-Yvon
(BBGKY) hierarchy, which clarifies the foundation of the Boltzmann equation.
In Sec. E.3, the extensions of the Boltzmann equation toward the moderately
dense gases are summarized. In Sec. E.4, the kinetic theory for granular gases
are summarized. The transport coefficients for moderately dense granular gases
is summarized in Sec. E.5 !. There are many textbooks for the kinetic the-
ory [196-203]. The history of the kinetic theory is also summarized and the
original paper for Chapman-Enskog methods or Enskog theory is reprinted in
Ref. [203]. In this appendix, the symbol “” represents an inner product of
vectors.

E.1 Boltzmann equation

The Boltzmann equation, which is a time evolution equation for the one-body
distribution function, is introduced to understand the second law of thermody-
namics from mechanical point of view in 1872. The velocity before the collision
v; and after the collision v; of [ th elastic particles (I = 1,2) and the same mass
are related as

vi = v — (k-vi2)k (E.1)
'Ué = vo+ (k . ’Ulg)k, (EQ)

LA part of this chapter overlaps with the review part of the author’s master thesis, Nu-
merical Analysis of Granular Jet Impacts [195]
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with the unit vector k = (ry —71)/|ra — 71| and relative velocities v1a = v; — vs.
We introduce the pre-collision velocities v}, which lead v; after the collision:

’Uil = V1 — (k . ’Ulz)k (E-?))
’l)g = vo+ (ki . ’012)’{7. (E4)

Equations (E.1) and (E.2) are called direct collisions and Eqgs. (E.3) and (E.4)
are called inverse collisions.
The Boltzmann equation for elastic gases without external force is described

as
% + vy - Vlfl = /dB’UQkoS(k . ’012)( {/fé/ - fle)v (E5)

ot
with the scattering cross section S(k-vi2) = 02|k -v12|0(k-v12), where we have
introduced Heaviside function ©(x) with ©(z) = 1(x > 0) and O(x) = 0(z < 0)
and the particle diameter o, with abbreviation f; = f(rs,v;)(i = 1,2) and
I = f(ry,v)') at the position of i th particle ;. The right hand side on Eq.
(E.5) is called the collision integral

La(f. f) = / B osPkS (K - v12) (F Y — fufa). (E.6)

The first term of the collision integral denotes the increase of the probability
f1 after the collision and the second term denotes the decrease of f;. The
Boltzmann equation has been used not only for classical gases but for electron
gases or plasma [204,205]. It is also known that the Boltzmann equation for
elastic gases is equivalent to the direct simulation of Monte Carlo (DSMC)
method [206-209].

Hydrodynamical equations can be derived from the Boltzmann equation
by integrating over [d®v; after multiplying ¢y = 1,v14,v7, which are zero
eigenvectors of the collision integral:

/d?’vﬂhfel(f, f) /d%ld%Wl/deS(glz)( V2 = fif2) (ET)

1

= 1 /d301d302{¢1 + by — ) —P5)} (E.8)
x/dsz(glg)( VfY = fife)

- 0, (E.9)

with g12 = k- v12. The time reversal symmetry during local collisions is used to
derive the second equation, and the last equation results from the conservation
of mass, momentum and kinetic energy. Because the derived hydrodynamical
equations contain unknown functions such as the stress tensor or the heat flux
we need the explicit expressions for f;. The systematic perturbative method to
obtain f; is known as the Chapman-Enskog expansion.
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Chapman-Enskog expansion

The explicit calculation of the shear viscosity and the heat conductivity is per-
formed in 1917 by Chapman and Enskog, where the Boltzmann equation (E.5)
is perturbatively solved by assuming that the distribution function f; depends
on space ant time variables through hydrodynamic variables a(r,t) = {n(r,t),
U(r,t), T (r,t)} [210], i.e. the local density n(r,t), the local velocity field U(r, t)
and the local temperature 7 (r,t): f1(v1,7,t) — fi(vi|n,U,T) defined by

nrt) = [doifi(onro) (E.10)
U(r,t) = ﬁ/dvlvlﬁ(vl,r,t), (E.11)
T(r,t) = ﬁ/dm% (v —UP(r,1)) fi(v1, 7, t), (E.12)

(E.13)

Namely, 0:f1 — (9f1/0a)0:a. Because there is a large scale separation be-
tween the kinetic and the hydrodynamical regime, the small expansion param-
eter €, ~ lp0y, which denotes the non-uniformity parameter, is introduced as
a systematic expansion parameter with a mean free path ly. The distribution
function is expanded as f; = far + e, f) + O(el ), with local Maxwellian fas
and [ d*v1 far = n. Here, O(},) and O(e},) denote the Euler and Navier-Stokes
order solutions, respectively. In summary, the Chapman-Enskog method is the
method to solve following equations:

%+Elovl vlf = Icl(faf>, (E14)
f = fu+teafP+0(), (E.15)
flor,rt) = foi|n(r,t),U(r,t), T (r,t)). (E.16)

E.2 BBGKY hierarchy

Let us show the relation between the Boltzmann equation Eq. (E.5) and the
microscopic equations of motion for N particles, following Ref. [202]. The dy-
namics of the system can be described as the trajectory of a phase point in
the 6N dimensional phase space (7%, p") with momenta p" = p;,---py and
vV =r,--- ,ry. Let H be the Hamiltonian of the system, which we write in

general form as
H(r™, p") = Kn(p") + Vn (™), (E.17)

with the total kinetic energy Ky = Y. p?/2m and potential energy Vy(r’),
where equations of motion are

oH . OH
apiv D = 87“1')

;=

(E.18)
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(i=1,---N). We introduce a phase-space probability density fIN (", p",t).

/drNdef[N](rN,pN,t) =1. (E.19)

The time evolution of the probability density in phase space is governed by
the Liouville equation, which is a 6/N dimensional analogue of the equation of
continuity of an incompressible fluid:

dafiyr o] d LN 9 N

We rewrite Eq. (E.20) for convenience by introducing the pair force f;; between
7 th and j th particles:

9 Pi 0\ v _ ot
<8t+ — m 8r>f __%:'f”. op; ' (E:21)

with f;; = 0. Because we are usually interested in the behavior of a subset of s
particles, we introduce a reduced phase-space distribution function f(*):

NI
/dr(N g)dp(N S)f ( N,t), (E.22)

SO =

with r® = rq,---7rs, p° = p1,- - Ps, p(N=s) = Tst1, Ty and p(N_S) =
Psi1,---pn. The time evolution for f(*) can be calculated by integrating Eq.
(E.21) over drN=)dp(N=2)

0 D s % af(s> N!
<8t+ i an)f - ]Zlf” T V=9
o fINV]
xZZ/dr(N DdpN =) f - 5»
i=1 j=s+1 pi

(E.23)

Because fIV] is symmetric with respect to interchange of particle labels and the
sum of terms for j = s+ 1 to N in Eq. (E.23) is replaced by N — s times the
value of any one term. Thus, Eq. (E.23) can be simplified as

P 9 s 0f-*Y
ot Zem’ 6n Zf” G Z/drsﬂdp”lf”“ Cop

(E.24)

The exact equation (E.24) which relates f(*) with f(*1) is known as the Bogoliubov-
Born-Green-Kirkwood-Yvon (BBGKY) hierarchy. The important case is s = 1:

9., P, o _ / f‘” of

99



Although Eq. (E.25) is exact, we need all f(")(n > 1) to obtain f(*). Thus, an
approximate closure relation is necessary to obtain f(). If we choose

O _ 1 0
(3) =1, (5.26)

we obtain the Boltzmann equation (E.5). Therefore, the assumption of the
Boltzmann equation is that the two-body distribution function can be approx-
imated as the product of the one-body distribution function. The transport
coeflicients for rarefied gases can be calculated via the Boltzmann equation sup-
plemented by the Chapman-Enskog expansion. Because the Boltzmann equa-
tion is only suitable for dilute gases, it has been extended to treat moderately
dense gases.

E.3 Extension of Boltzmann equation

There is a long history to extend the Boltzmann equation for dense fluids [211—
221]. In 1922 [211], Enskog proposed one of the generalization of the Boltzmann
equation for hard sphere fluid, which is now called “Standard Enskog Theory
(SET).” f® is replaced as

f(z) — g(|’l"12| = a)f(rl, ’Ul,t)f(’l"l — kO’, ’Ug,t), (EZ?)

i.e. the product of the distribution function for the two colliding spheres and
g(0), which denotes static two-body correlations or the radial distribution func-
tion for a hard sphere fluids. For the SET, the static correlation g is the function
of the number density as in fluid in uniform equilibrium evaluated at the con-
tact point (r1 + r2)/2. SET has been criticized for the absence of the Onsager
reciprocity relations in the case of a binary mixture of hard-sphere fluids [218].

After the formulation of the BBGKY hierarchy, in 1958, Choh and Uhlen-
beck [212] extended the Boltzmann equations to include triple collision term

K(f. 1. )

O o) A =1l 1)+ KL D) + (.25)

and performed the density expansion, where the density dependence of the trans-
port coefficients are calculated with the density of the system as an expansion
parameter. Here, the correction in Eq. (E.27) is included in I (f, f). Choh and
Uhlenbeck calculated the first order correction of the transport coefficient in
three dimensions and Green and Cohen derived the formal structure of I-tuple
collision terms (I = 2,3,4,---). McLennan showed that the first correction
term corresponds to the results from the Green-Kubo formula [213]. However,
Dorfman and Cohen, Weinstock, as well as Goldman and Frieman show that the
density expansion contains the logarithmic divergent in the second-order correc-
tion term in 3D and the first-order correction in 2D. Therefore, the convergence
of the density expansion is questionable. Kawasaki and Oppenheim were the
first to re-sum the divergent term, i.e. ring diagrams [214]. The details of the
work by Choh Uhlenbeck are summarized by Ernst [221].
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Revised Enskog Theory

The recent accepted phenomenological theory for the kinetic theory is called
“Revised Enskog Theory (RET), ” which is constructed in 1972 by van Beijeren
and Ernst. [215-217,219]. The RET equation is written as

(%”L”l'vl)f(“’”lvt) = Jgry, vilF (1), (E.29)

with the new collision operator

JrL,v|f(t)] = / Boyd®kS(k - v12){f P (11, 0] 71 + ok, vl 1)
— @ (r, o157 — ok, a3 1)}, (E.30)
where the closure for the two body distribution f(2)
FO(r1, 01519005 t) = x (1, 7o |n(1)) f (711, 01, 1) f (1, va, 1), (E.31)

is adopted. The difference of RET from SET is y, which is the functional of n
as in a fluid in non-uniform under the local equilibrium [191]. RET dose not
contradict to the Onsager reciprocal relation [217]. Haro and Garz6 showed that
the difference between SET and RET emerges in the case of a binary mixture
of hard-sphere fluid at Navier-Stokes order [218] or a monatomic fluid at the
Burnett order [220].

E.4 Kinetic Theory for Granular Flow

Boltzmann equation for granular flow

Let us derive the Boltzmann equation for granular gases intuitively, following
Ref. [61]. The Boltzmann equation for granular gases consists of the collision
integral I(f, f), which denotes the increase or decrease of fid®r; after the col-
lision per unit time. The number of direct collisions v~ and that of inverse
collisions v* that occur during At and whose geometry is specified by d2k are
described as

vT = fifod®vid®veS(k - vi2)d*kALdr (E.32)
vt = flfdl ol S(k - vy d* kAtdPry
= Af]fidPvdPvaS(k - v12)d?kAtd3ry (E.33)
with -
A= L0 ve) (E.34)
eg O(v1,v2)
Here, the Jacobian yields
vt vy) _ i7 (E.35)

8(1)1,1)2) €g
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for inelastic hard core gases with a constant restitution coefficient e, < 1. Thus,
the Boltzmann equation for granular gases follows from the conservation of
probability:

% + vq - vlfl = /d3U2d2kS(k} . ’012) <12 {/ 2” - f1f2> . (E36)

t €

The difference from elastic gases is that the existence of the homogeneous cooling
state (HCS) due to the inelastic collisions. Because the kinetic energy dissipates
through inelastic collisions, 7,4, which is called the granular temperature, goes
to zero as time passes. Although the exact solution is not known, the homo-
geneous solution for Eq. (F.36) is conventionally analyzed by using the Sonine
polynomial expansion:

f(v7t) = fm

1+ i aps,,(c‘l)] , (E.37)

p=1

with ¢ = v1/4/27,(t)/m and the Sonine polynomials S,(z)(p = 0,1,2,---),
which satisfy the orthogonality conditions:

2
e ¢ 1
/deSp(c2)Sp/ (02) = 26})1)’ (p + 2> ' (E38)
The first few Sonine polynomials in 3D read
3 z? 5z 15
=1 =— - =— - — 4+ —. E.
So(@) =1, Si@)=-z+3, Se)=G -2+ (.39)
The corresponding coefficients for f are known to be a; = 0 and
16(1 —eg)(1 — 2€2
as 0=~ ) ) (E.40)

T 81— 17¢y + 30e2(1 — ¢,)’

which are derived by van Noije and Ernst [72] on the basis of an earlier calcu-
lation by Goldstein and Shapiro [227]. The validity of the Sonine polynomial
approximation is verified via the DSMC simulation [223]. We note that one-
dimensional granular gas violates equipartition of energy [224].

RET for granular flow
We adopt RET to treat moderate dense granular flow [193]:

(gt + ;- V1> f(ri,v1,t) = Jg[ry,vi|f(t)], (E.41)
where the collision operator is introduced as
Jelrywlf(t)] = /dszdsz(k ) {Af P (r, v 71+ ok, VY5 t)
— (1, v1ir1 — ok, v 1)} (E.42)
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Here, two-body distribution function is approximated as

f(2)(7’1, v1; 72, v2;t) = X(r1,72|n(t)) f(r1,v1,t) f (12, V2, 1), (E.43)

with the equilibrium pair-correlation function x as a functional of density n and
the Jacobian for constant restitution coefficient case A =1/ 63,

From the RET equation (E.41), the continuity equation for a physical quan-
tity ¢ = t(v1) can be calculated through the integration [ d3v, after multiply-
ing ¢ on Eq. (F.41):

0 0

= W)y = —@Jaw +1(¥), (E.44)

where (-++); = [ d3v1 f(x1,v1,t) -+ and J, = JS + J¥ with

JE = (vad)s (E.45)

Je = % / A3y dPuyd? /O 1d/\S(v12-k:)ka (E.46)
A'pfD(ry + ok(l — \),v1;7 — Aok, va; t),

I(y) = % / o1 dPvad?kS (v - k)AYfP) (11 4 ok, vy; 11095 1), (E.AT)

with A’y = (P — 1) — (¥ — 1be) and Ay = (] — 1) + (s — b2). Hydro-
dynamical equations are derived by integrating over [ d3v, after multiplying
1,014, and v /2:

Oy +Ugdg)n = —ndpls, (E.48)
1

(O +Us0) Uy = 7%850045, (E.49)
2

(O +Us0p)T; = —5 {0345 + (Osla)oap} — ¢y, (E.50)

with the density n = (1), the velocity field U, = (uqa)s/n, the granular tem-
perature 7, = (mu2>f/3n and uq = viq — Uy. Here, the stress tensor ong, the
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heat flux ¢,, and the cooling rate ¢ are introduced:

Oag = 0(]25 +04s (E.51)
02[, = m(uialig)f, (E.52)
. o3m(l+e
Oag = %/dvi’dvg/d%@(glz)gﬁ
kak‘ﬂf@)(rl +ok(1—\),v1;71 — Aok, va; t), (E.53)
Go = qo+d5 (E.54)
g6 = mluaui)s/2, (E.55)
= T Bdedke(gn)20 2
G = v1a°V2 (912)2(1 + €4) 912
Viggkgkaf® (r1 + ok(1 = \),vi;71 — Aok, va;t),  (E.56)
I(mv?)
= _ E.57
¢ ekl (B57)

with gi2 = V12 k, ‘71204 = ‘/1204 — Ua, and ‘/12 = (’Ul + ’02)/2. The detailed
derivations for Egs. (E.44) and (E.48)-(E.50) are shown in Ref. [195].

Treatment of the rotational degrees of freedom

To solve hydrodynamical equations for frictional grains is laborious work. In-
cluding the collision rule of frictional grains, hydrodynamical equations can be
derived from the Enskog equations. However, in addition to equations for the
translational degree of freedoms (n,U, 7,), those for the angular velocity fields
@ = >, w; and the rotational temperature Zror = >, In(w; — @)?/2 with mo-
ment of inertia of grains I are necessary, which are quite complicated [225-233].
This difficulty can be avoided in the case of the slightly frictional grains, i.e.
small frictional coeflicient cases, where the effect of the tangential contact in
collisions can be absorbed in the renormalized restitution coefficient [177,178].
For slightly frictional spheres, Jenkins and Zhang [177] suggested that hydro-
dynamical equations for frictional grains are reduced to those for translational
degree of freedoms by introducing an effective restitution coefficient e,

_ m 9
€9 =€~ 5hp T 5/112; +0(u3), (E.58)

as an expansion about the friction coefficient between grains p,, if 1, is small.
The validity of three-dimensional theory [177] has been tested by Xu et al [234]
and Jenkins and Zhang [177]. The latter is consistent with Lun and Bent [235]
in part. The validity of the case for slightly frictional disks [178] has been veri-
fied by Saitoh and Hayakawa [179]. Although the correlation between velocity
and angular velocity of grains has been argued at the level of VDF's [230,233],
the transport coeflicients for the large p, case have not been derived to our
knowledge.
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E.5 Transport coefficients for inelastic hard core
gases

In this section, we summarize the results known as transport coefficients for
inelastic hard core gases. We have used x in the elastic limit e, = 1 in Chap.
7. Let the one body VDF for hard core gas f, viscosity n, thermal conductivity
K, thermal conductivity from inelasticity pu. The superscript * in this appendix
represents the dimensionless quantities, normalized by the corresponding di-
mensional ones, such as

5 m

= —,/— E.59
o 1602\ 71, ( )
15m0
= — E.60
Ko am ( )
= nT, (E.61)
k
w = 2. (E.62)
7o
The dimensionless quantities are defined as
n = 17 K=—7=—5t = l,;— )
Mo Ko Mo Kolg
«_ P * C * Vn * Yy
p pk7C V07V7] I/O’VN V,u Vo ( )

Transport coefficients are summarized in Table. E.1, where n* represents the
dimensionless density n* = no3. We introduce

~ mu? 57,
S = u (- ) = e (5:64)
~ mu? 2 5mu? 15
E(u) = ( ) _— 1+ —. (E.65)
27, 27, 4
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Table E.1: Transport coefficients for moderately dense inelastic hard core gases
in [73].

f=fudl+ %E(u) — 5721% Zl:x,y,z (Hkaﬂ' + ,ukam) gl(u)
2k
T Y (OU; + U = 365 0, 5Wl) +epBne(W) Yy y - ‘91Ul}

fur = st () ot
™

n*=n* [1 %WTL x(1 —|—eg)] + %'y*
= ( vy = %C(O ) [ 115(1 +eg)(1 — 3657)77”*9(]

7= Zrnx(1+ey) (1- %)

K* = Kk [1 + Zn*x(1+ eg)] + %n*zx(l +eg) (1 + g;c*) .
* * * ok T % 1+e —1 *
R = 2 — 2001 (1+ Lot x(L 4 eg)? {2e, — 14 eal’ 10, 1)

M* T ,uk* [1 + %’I’L*X(l +8g)]
pk* =2 (2u7 —3¢0) {(1 + ndpIny)¢O*kF* + B2 (1 + nd, Inp*)c*

~ 2 (1 + 301+ ¢g) (e — €2+ & + @lrealer) )

(0)* -1 «
cp = 1,10 {C +v+ 5604 (1 + ) x(1— eg)} [24’\5 Ty + (p* — 1)(% - eg)c*}

p* — 1+ 1"’2))69

m™m*x

¢ = (O 4 ¢ (O = By -e2) (14 %5)
(0 = [l = 1)+ F(1—e2) (14 35 ) xop) Ziey . DU,

¢ = 32(1 — e)(1 —2¢}) [81 — 17e, + 3063 (1 —¢,)]

M= 3(1+4ey) [(1 —eg)(5€2 + deg — 1) + 5 (159, + 3¢2 — 19¢, — 1563)} :

u*:X{l—i(l—eg)Q}(l—g—zl)
vi = v = L B e) + e

v = Ly [128 96¢, + 1562 — 15¢3 + & (153 — 15¢2 + 498¢, — 434)]

~
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Appendix F

Velocity auto-correlation

We demonstrate the utility of the SMF for the velocity auto-correlation func-
tion for a fluctuating piston in this appendix. In Ref. [239], the overdamped
Langevin description is not adequate for the autocorrelation function for the
piston velocity. Here, we compare the velocity autocorrelation function C(t) =
(V(#)V(0))/(V2(0)) obtained by MD for a dilute gas, by choosing Thath = Tut-
As can be seen in Fig. F.1 (a), due to the implementation of the fluctuation of
Tin, the SMF model (solid line) agrees with the behavior of C(t) for MD sim-
ulation with € = 0.01, which is better than that obtained by an underdamped
Langevin equation at a constant temperature.

Taking the average of the SMF (7.5) and (7.22), the solid line in Fig. F.1(a)
is derived. By solving Eq. (7.25), we obtain an analytic expression for C(t) for
the SMF Csyr(t) as:

€y

Comp(t) = e <7t/2 {cos(wt)f%sin(wt)}, (F.1)

PoutA EzMNTOut
= 1-— . F.2
n Vo T Tapz a2 (F-2)

Equation (F.1) reproduces the result of the under-damped Langevin Cy,(¢) [239]
replacing 4 — 7gas. The only difference between the Langevin equation and
the SMF is the back action of the temperature Eq. (7.23) due to the motion of
the piston. It should be noted that the difference between Cp,(t) and Csyr(t)
becomes smaller as N — oo as is shown in Fig. F.1 (b).
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Figure F.1: (a) The comparison of results for the SMF model (solid line) and
MD (squares) in terms of C'(¢). The SMF model correctly predicts the MD data
and shows better agreement with MD than the prediction of the underdamped
Langevin equation (dotted line), due to the implementation of the time evolution
of Ty (b) The difference of the autocorrelation functions between MD and SMF
is shown for 0 < t/tg < 1 in the main figure. As N — oo, the difference becomes
smaller. The inset represents the results for 0 < ¢/tg < 0.1.
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Appendix G

On the definition of work
for a passive engine

In Chapter 7, we have defined the work as “Pressure x Volume change,” which
is not trivial. In this appendix, we justify the definition, i.e. we decompose
the change of the kinetic energy of piston into heat and work by consider-
ing the path probability of (X(¢),V(t)) under Tin(t) = Tin. The discussion
here is the extension of Ref. [242] toward the case that the volume of the en-
closed gas fluctuates in time. Let us consider the path probability for the for-
ward evolution P([X,V|r) of (X,V) during the interval 7 from (X (0),V(0))
to (X(7),V(r)) and the backward one P([X,V]t|r) from (X(7),=V (7)) to
(X(0), =V(0)), where n collisions between the piston and particles take place at
time {t;}7, with 0 =ty < t; < -+ < t, = 7. The jump rates for the piston ve-
locity from V;_; = ‘A/(ti,l) toV; = f/(ti) at the piston position X;_; = X(ti,l)
caused by collisions from particles inside and outside the container are, respec-
tively, written as

oo
WinVi = Viet|Xiet) = nin(Xio1)A / dolo — V|
— 00

%61 = Vie1)o(v, T1)0 (v; V- P<V1>) |

o0
Wout(Vi — Viiy) = noutA/ dofo — Vi
— 00

XO(Vie1 = )6 (v, Tout)d (m- v - P<V1)> |

Wiot (Vi — Vic1|Xiz1) = Win(Vi — Vi1 Xiz1) + Wow (Vi — Vizq). (G.3)

109



The escape rate per a unit time «(V;_1|X;_1) for (X;_1,V;_1) is represented as

(Vi | Xisy) = / AV Wit (V! Vi 1| X, )
== nln i—1 A/ ‘U_ i— 1|¢0( 1n)
Frou A / 0= Vit |go(v, Tou)dv.  (G.4)

Thus, P([X, V]|7) and P([X,V]T|7) are represented as

PIXVIT) = ew|-Y [ i“m(vz-X(si))dsi] TT Woen (Vi = Viea| X 1)
L =07t

Li=1

|

(G.5)

PUX,V]T|r) = exp Z_:/+ K(—Vi| X (1)) dsi letot(m_1Hm|Xi_1)].
L i=0“l 1 Li=1

Here, the position of the piston at time t; < s; < t;41 is given by X(s;) =
X; + Vi(s; — t;). We obtain

tit1 X+1
[ ) = wvX s = —Nln( A
t

%

) + noutAV( i+1 — tz)

' Xit1
= 7ﬁin/ nln(X)ﬂnAdX
X
+ﬁoutpoutA‘/j (ti+1 - ti)v (G7)

2 _ .2
ln{ Wtot(vl — V|X) } _ ﬁinM = /BinAEin(V/ > V) (G8)

Wiot(=V «— =V’ X mv'F—v?

tot - 1X) ﬁout% = Bout Aot (V' < V),

Here we have introduced the inverse temperature 3, = 1/T, and the energy
change of v side gas AFE, through the piston fluctuation (v = in, out). Using

Egs. (G.7) and (G.8), we obtain the following expression on the definition of
the work:

P(X, V]|
1 YV ) = inA in ou A ou ASine s G.9
D{P([X,V]TT) B Q +ﬁ t Q t + 1 ( )
™1
AB, = AQu— / ;eanmAdX (G.10)
Xll]l

1
AEwout - AQout + ;e outA/ dX (Gll)

1—e [X
ASinel = 9 {ninﬂn - Pout} AdX (G12)

Xini
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where we have introduced the abbreviation Vo = V(0), X, = X(r) and V, =
V(T) From Eq. (G.10), the change of the internal energy for the enclosed gas
AFE;, is apparently decomposed into the change of work and heat. Thus, we
adopt the definition of work Eq. (7.26).
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Appendix H

Effect of side-wall friction
on a passive engine

In this appendix, we discuss the effect of the side-wall friction on the efficiency
for a passive engine, which exists for realistic situations. We implement the
linear friction on the side-wall as Ffri = —'y]inV. Then, the equation of motion
Eq. (7.5) turns out to be

ML = Fiut B + P (1.1)
We assume that i, does not depend on € and Vin/Veas = O(1), where the
motion of the piston becomes the over-damped type, even if the piston is heavy.
Because the side-wall friction can be regarded as that attached with a zero
temperature bath, we define the efficiency under friction [240] by introducing
the frictional heat:

eri = % ’}/1111‘72 dt (HQ)
W,
i = (H.3)
Qu + Qi

The simulated data for the efficiency at MP with iin/Ygas = 2.0 and e = 1.0
are plotted in Fig. H.1. The asymptotic behavior of (7})sc and (fji)sc in the
limit € — 0 for Ty /Ty, = 5.0 are shown in Fig. H.1 (a). In Fig. H.1 (b), we
plot the temperature dependence of (7})sc and (fgi)sc at MP with e = 0.001,
where the efficiencies are lower than nca(see Fig. 7.7 (a)). Thus, as expected,
the friction on the sidewall lowers the efficiency.
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Figure H.1: The efficiency at MP under side-wall friction.
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