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Preface

A material structure assembled from a layer or cluster of atoms with size of the
order of nanometers is called a nanostructure. A nanometer is about four atom
diameters or 1/50,000 of a human hair. (Our fingernails are growing about a
nanometer while reading this). What is so special about nanometer length scales
that create so much excitement the world over? To answer this, let us consider a
bulk piece of silicon having certain band gap, a feature that is a key property in
electronics. If this silicon piece is shrunk to 0.1 ym (100 nm) length, the band gap
will increase significantly causing silicon to emit visible light. In other words,
understanding the physics of a structure at the atomic scale can help us to
manipulate its properties in its bulk form. This can result in mind boggling
applications that were hitherto not thought of by our research community.

There are many events such as the discovery of scanning electron microscopy
that gave fillip to nanotechnology research. However, with the discovery of a new
allotrope of carbon in the late 1980s and early 1990s, namely the fullerene, carbon
nanotubes and graphene, a new chapter in nanotechnology research has emerged.
These have become the basic building blocks for many nanodevices such as
nanosensors, nano actuators, nano gyroscopes, etc. All of these devices are
packaged under Nano Electro Mechanical Systems (NEMS) or Nano Opto
Mechanical Systems (NOMS) devices. The key elements in these devices are the
nanobeams, nanorods, nanoplates and nanoshells, respectively. This book deals
with mathematical modelling of nanorods, nanobeams, nanoplates and nanoshell,
which make up for the bulk of NEMS or NOMS devices.

In the mathematical modelling of physical systems, it is necessary to represent
the physics of the system as accurately as possible. Understanding the physics of a
material system at nanoscale level is indeed a great challenge. Performing
experiments to understand its physics and formulate hypothesis is not an easy task
due to extremely small sizes of the nanoscale system. Most of the behaviour has to
be understood through mathematical modelling. Any modelling method should
account for small-scale effects associated with these nanoscale systems. There are
two different modelling methods, one based on atomistic assumptions, and the
other based on continuum assumptions. In the former, we consider a group of
connected atoms (typically of the order of thousands if not millions) and solve
Newton’s second law of motion on each atom considered. Here again, we should
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make some assumptions to get the interatomic interactions. This approach is
computationally prohibitive if we consider a large number of atoms in the mod-
elling. This book mainly deals with modelling using continuum assumptions,
wherein the small-scale effects are brought in through the use of non-local elas-
ticity theory. We adopt such a modelling scheme throughout this book to study the
wave propagation behaviour in nanostructures. Obviously, such modelling scheme
is computationally fast and in fact all the simulations performed in this book are
programmed in the general-purpose mathematical code MATLAB.

This book mainly addresses the topic of wave propagation in nanostructures.
Most of the nanostructures are subjected to heavy and sometimes violent vibra-
tions at the nanoscale, which sets up stress waves in these structures that propagate
and interact with boundaries and create new waves. These waves are in the range
of terahertz range and they exhibit band gap behaviour over certain frequency
bands. Unlike the bulk structures, these terahertz waves have tremendous energy
and their best utilization in the future generation nanodevices requires deep
understanding of wave propagation in these structures.

The material developed in this book is the result of sustained research done by
the senior author over the last 20 years in the area of wave propagation and the last
5 years in the area of nanostructures by both the authors. A book of this kind is an
effort toward filling the need for bringing out a comprehensive textbook on wave
propagation in nanostructures that will be helpful to scientists/researchers involved
both in basic and applied research in the area of nanoscience and technology.

The book is written in modular form consisting of 11 chapters. Chapters 1-4
present the introductory material on nanostructures, wave propagation, different
modelling schemes and a basic introduction to non-local elasticity. These topics
form the basis for all the chapters that follow. Chapter 5 deals with nanostructure
material property evaluation and small-scale effects parameter determination.
Chapters 6-11 deal with core wave propagation problems in different nano
waveguides such as nanorods, nanobeams, nanotubes carrying fluids, coupled nano
systems, multi-wall nanotubes and graphene structures. The material presented in
this book can be used to develop a graduate level course in the topic of wave
propagation in nanostructures. Also, this book can form as a reference material on
the course of wave propagation in complex mediums. While writing this book, we
have assumed that the reader has the basic engineering mechanics and graduate
level mathematics background.

The completion of this book would not be possible without the support of the
families of the authors. Dr. Gopalakrishnan deeply thanks his wife Anu and his
children Karthik and Keerthana for their continuous patience, understanding and
support, without which this book would not have been possible. Mr. Narendar
thanks his parents and brothers for their constant encouragement and support.

Bangalore, India, March 2013 Srinivasan Gopalakrishnan
Saggam Narendar
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Chapter 1
Introduction to Nanostructures

The word nano normally signifies one billionth or 10~ part of an unit considered. In
terms of length scales, we use meters and hence a nanometer normally referred to as
I nmis equal to 10~° mor 1073 jum or equal to 10 A (Angstrom Unit). Nanostructures
refers to material system that are in the range of 1-100 nm. In a nanostructures, elec-
trons are normally confined in one of the dimensions while in the other dimensions
they are free to move in all directions. Depending upon the nature of confinement,
nanostructures can be classified as the following"

e Quantum Well: In this type of nanostructures, the electrons are confined in one
dimensions and free to move in the other two dimensions.

e Quantum Wires: Here, the electrons are confined in two dimensions while they are
free to move in the other dimension.

e Quantum Dots: In this type of nanostructure, the electrons are confined in all the
three dimensions.

Nanostructures have unique properties when compared to their individual atoms or
molecules or their bulk macroscopic properties. For example, bulk material such as
Copper wire, their intrinsic properties, say density or conductivity, are independent
of its size. That is, if a 1 m long Copper wire, when cut into few pieces, and for these
pieces, if the density or conductivity is measured, one will find they are same as the
original Copper wire. If the dividing process is done indefinitely, then the property
invariance will still remain. However, if the division is made at the electron, proton
or neutron levels, that is at the nanoscale levels, we can certainly expect significant
change in the property of the nanostructures. The properties of the nanoscale material
systems can get significantly affected by the following three phenomenon:

e Quantum Confinement: The confinement of electrons in the nanoscale dimensions
will result in the change in the energy and momentum of the nano material system,
which in turn significantly alters its properties.

e Quantum Coherence: This phenomenon relates to the phase relation of the wave
function in nano material system, that is preserved in the nanomaterial system.
The quantum coherence property is well maintained in atoms and molecules but

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 1
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_1,
© Springer International Publishing Switzerland 2013



2 1 Introduction to Nanostructures

not always in nanostructures due to inherent defects present in these structures.
This results in the change of properties in the nano scale and hence it is necessary
to consider both the quantum coherence and de-coherence effects while dealing
with nanostructures

e Surface Effects: Vast majority of the atoms in a nanostructures are located either
at the surfaces or interfaces. The properties of these surface atoms can be quite
different than that of those, which are located in the interior.

The above factors significantly alter the properties of the nanostructures as compared
to their bulk material. For a nanomaterial systems, both the crystalline state and
surface/interface state is very important. These materials are often in metastable
state. Their atomic configuration depends on the kinetic process in which they are
fabricated or grown. Therefore, the properties of nanostructures can be adjusted or
manipulated by changing its size, shape or the process by which it is made, which
can often lead to some rich and surprising outcomes.

The potential of nanostructures in various branches of science and engineering is
immense. In 1959, physicist and future Nobel Prize winner Richard Feynman gave
a lecture to the American Physical Society called "There’s plenty of Room at the
Bottom". The focus of his speech was about the field of miniaturization and how
he believed man would create increasingly smaller, powerful devices [1]. In 1986,
K. Eric Drexler wrote *Engines of Creation” and introduced the term nanotechnology.
Scientific research really expanded over the last decade. Inventors and corporations
aren’t far behind today. More than 13,000 patents registered with the U.S. Patent
Office have the word nano in them [2].

Nanotechnology is a vast field by itself spread across various disciples that
includes applied physics, materials science, interface and colloid science, device
physics, supramolecular chemistry (which refers to the area of chemistry that focuses
on the non-covalent bonding interactions of molecules), self-replicating machines
and robotics, chemical engineering, mechanical engineering, biological engineering,
and electrical engineering. As this is a multidisciplinary field, much speculation ex-
ists as to what may result from these lines of research. Can we imagine a thousand
machines being able to fit in an area the size of a pinhead, or a spaceship that can
repair itself mid-flight? All these are made possible by nanotechnology. Although
the research in nanotechnology are in the early stage, nanoscale intelligent materials
such as carbon nanotubes, compound nanotubes, nanobelts, and other nanoscale ma-
terials have produced great excitement in the research community. These materials
have found to have extraordinary mechanical and electrical properties, which have
potential for tailorability and it is these features of nanoscale materials that is the
cause of excitement among the research community. Currently, most of the focus is
on nanotube based nanoscale materials, which are found to have novel strain sensing
and force actuation properties. Although nanoscale materials, in particular Carbon
Nanotube (CNT) have extraordinary properties, utilizing the properties both at the
nano and the macro scale is major challenge that the scientists and engineers have to
address.
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This chapter deals with the background of the nanostructures and the their clas-
sification in detail and also the various modelling techniques available to study the
static and dynamic response of these materials.

1.1 Historical Perspectives

American physicist Richard Feyman in his talk at the American Physical Society
(APS) in the year December 1959 at California Institute of Technology on There’s
plenty of room at the bottom, where he predicted that how one can arrange the
atoms/molecules in a way that one wants to get a desired property to achieve some
unbelievable applications. This trigged the imagination of scientists and researchers
world over. The next major invention that contributed to the growth of nanotechnol-
ogy is the invention of Scanning Tunneling Microscope (STM) in the year 1981 by
Gerd Binnig and Heinrich Roher at the IBM Zurich Research Laboratory, for which
they received the Nobel Prize in the year 1989. The invention of this instrument en-
abled scientist to image the material at the atomic level. This led to the discovery of
CNT and Fullerenes some years later. Binnig, Calvin Quate and Christopher Gerber,
in the year 1986, invented the first Atfomic Force Microscope (AFM). The word Nan-
otechnology was first used by Nario Taniguchi of the Tokio University of Science in
the year 1974, wherein he described the semi conductor processes such as film deposi-
tion and ion beam billing, which exhibit the characteristic of the order of nanometers,
as an atom-to-atom process. In the year 1991, the first Ph.D thesis in this area was from
K. Eric Drexler from the MIT Media Lab. His thesis was titled Molecular Machinery
and Manufacturing with Applications to Computation. The first real use of STM was
demonstrated by IBM researcher Don Eigler, wherein he was the first to manipulate
the 35 Xenon atoms.

The real take-off of nanostructures research and technological exploitation started
with the accidental discovery of Fullerenes by Richard Smalley and his co workers
Harry Kroto and Robert Curl in the year 1985. They received the Nobel prize in the
year 1996 for their work. They found strange results in mass spectra of evaporated
carbon samples. Fullerenes are large, closed-cage, carbon clusters and have several
special properties that were not found in any other compound before. Therefore,
fullerenes in general form an interesting class of compounds that surely will be used
in future technologies and applications. Before the first synthesis and detection of the
smaller fullerenes C60 and C70, it was generally accepted that these large spherical
molecules were unstable. However, some Russian scientists already had calculated
that C60 in the gas phase was found to be stable and it had a relatively large band gap.
With the stability of fullerenes in gas phase proven, the search for other fullerenes
started.

The discovery of carbon nanotubes (CNT) is mainly due to Sumio Iijima [3].
However, existence of CNT prior to 1991 is reported in the literature[4]. Iijima
initially discovered multi-wall carbon nano tubes (MWCNT) in the insoluble material
of arc-burned graphite rods. while Mintmire, Dunlap and White, independently found
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that single wall carbon nanotubes (SWCNT) can be mode and their initial experiments
showed that these exhibited remarkable conducting properties [5]. The works of these
two groups created lots of excitement among the research community in the area
of CNT’s. Subsequent works on SWCNT by Bethune et al. [6] and lijima et al. [7]
greatly accelerated the nanotube research. These research have shown that the CNT’s
exist in large lengths (up to several microns) and small diameter (a few nanometers),
which result in CNT having a large aspect ratio. They can be seen as the nearly one-
dimensional form of fullerenes. Therefore, these materials are expected to possess
additional interesting electronic, mechanic and molecular properties. Especially in
the beginning, all theoretical studies on carbon nanotubes focused on the influence
of the nearly one-dimensional structure on molecular and electronic properties.

Today, the nanotechnology is spread across many disciplines. Many unbelievable
applications are conceptualized by the scientists and Engineers. For example, in the
New York Times article on Today’s Vision of Science of Tomorrow dated January
4, 2003, the article says that nanotechnology will lead to aerospace vehicles with
98 percent less structural mass. However, it is difficult to speculate the time that
aerospace companies will take to meet this prediction. We see that major aircraft and
engine companies such as Boeing, Airbus, General Electric and Pratt & Whitney are
heavily investing in nanotechnology.

1.2 Hybridization of Carbon Nanostructures

Carbon is a remarkable element that has a unique structures which make it amenable
to combine with other elements and compounds to get a new compound. It is said
that carbon has the ability for form close to 10 million different compounds. It is
present in the food we eat, the clothes we wear, the cosmetics we use and also in
the fuel that drives our cars. Carbon exists in four different allotropes, namely the
amorphous, the graphite, the diamond and the fullerene. The Amorphous carbon
structure is visually a highly disordered structure. It is for this reason that it lacks
structural integrity . This carbon structure forms at the edges or is the residue of other
elemental compounds. The disorder of this structure allows it to have many available
bonds and is responsible for building more complex carbon based molecules. Some
of the properties of the carbon are as follows:

e Atomic number is 6

e Atomic mass is 12.011

e Density is 2.267 g/cm’

e Wave velocity 18, 350 m/s.

Carbon has an atomic number of 6, which means it has 6 electrons out of which 4 of
them are on the valance of outer shell as shown in Fig. 1.1a. Out of these 4 electrons,
one is called the s electron while the other three are called the p electrons. The electron
configuration shown in Fig. 1.1a can be misleading. It gives the impression that the
electrons are circling the nucleus in orbits like planets around the sun. Actually it is
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(@) (b)

Fig. 1.1 a Structure of carbon atom. b Energy level graph

not possible to know exactly where the electrons are located . Alternatively, one can
view the carbon atom by looking at the energy level graph shown in Fig. 1.1b. In this
figure, all electrons are represented by arrows and the direction of the arrow represents
the direction of the electron spin. From this figure, we see that two electrons are found
in the ls orbital close to the nucleus. The next two will go into the 2s orbital. The
remaining ones will be in two separate 2p orbitals. This is because the p orbitals have
the same energy and the electrons would rather be in separate orbitals. Hence, the
actual location of electrons in a carbon atom cannot be determined with certainty
and the electrons appear to be ‘smeared’ into orbitals . The above configuration can
be represented as 152 252 2 p}c 2 p;, 2 pg. This configuration represents two half-filled
orbitals, which makes carbon bivalent. However, it is well known that carbon is
tetravalent. In order to account for this tetra valency, one electron from 2s orbital
jumps to 2p, orbital. Thus the electron configuration becomes 1s2 2s! 2 pl2 p;,
2 p;. In addition, it has been observed that carbon atom forms two types of bonds,
three of one type (those formed from the three 2p orbitals) and 4th of another type
(formed from 2s orbitals), since s and p orbitals are different with respect to energy
and shape. However, it is a well-established fact that all the four valencies of carbon
are equivalent. Therefore, it has been suggested that all the four orbitals mix together
to form new orbitals of equivalent energy. This is the basic concept of hybridization.

Hence, Hybridization may be defined as the phenomenon of mixing of atomic
orbitals of nearly equivalent energy, involving redistribution of energy, to form new
orbitals of equal energy known as hybrid orbitals. The number of hybrid orbitals is
equal to the number of the orbitals hybridized. The properties of the hybrid orbitals
are in between the properties of the orbitals which are hybridized. The number of
p-orbitals that take part in the hybridization is called the hybridization Index, nor-
mally represented as "m" and it is related to the bond angle («) as

cos(a) = —_71 (1.1)
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Based on hybridization index, we can classify hybridization into following three
categories.

1. sp® or Tetrahedral Hybridization: In this hybridization, one 2s and three 2p or-
bitals take part resulting in the formation of sp> hybridized orbitals. The direction
of the orbitals and also the center of mass are to be determined by the specific
contributions of the p-orbitals and the s-orbital. A combination of the hybrid
orbitals produces a tetrahedral assembly with the center of masses in the corners
as shown in Fig. 1.2a. The bond angle as per Eq. 1.1 is equal to —cos~'(1/3),
which is equal to 109.5°. The assembly of many sp> hybridized carbon atoms
leads to a diamond structure, where the binding strength of each atoms are same
and they are very strong. This structure exhibits large band gaps (close to 5eV)
and hence their electrical conductivity is very low. The example compound that
came out of this hybridization is Methane C H 4.

2. sp? or Trigonal Hybridization: Here, one 2s orbital and two 2p orbitals, namely
px and py, take part in this hybridization. resulting in three sp? orbital. They
contribute together to a planar assembly (see Fig. 1.2b) with a characteristic bond
angle of 120° (& = —cos~'(1/2) between hybrid orbitals forming a o-bond.
The additional p.-orbital is perpendicular to the sp2-hybrid orbitals and forms
a r-bond. A typical example of a sp>-hybridized crystal structure is graphite. It
consists of parallel carbon layers. Within a layer the planar sp>-hybrid orbitals
align themself to a structure with strong binding. Between the layers the  -orbitals
give rise to weak Van-der-Waals-forces. As a result graphite is one of the softest
materials known and is used in pencils

Fig. 1.2 Hybridization of carbon (a) sp>-Tetrahedral hybridization (b) sp>-Trigonal hybridization
(¢) sp-Linear hybridization
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3. sp or Linear Hybridization: This hybridization is shown in Fig. 1.2c. Here, one
2s and one 2p or py orbital take part in hybridization, resulting in the formation
of two hybrid orbitals known as sp hybrid orbitals. The bond angle in this case
as per Eq. 1.1 is 180°. The example compound that came from this hybridization
is Acetylene (Cy H»).

With this basic understanding of the carbon hybridization, we will explain the
structure of carbon nanotubes in the next subsection.

1.2.1 Nanotubes

There are many definitions to nanotubes. The simplest definition of nanotube is that
it is a nanometer scale structure that resembles a tube. There are both organic and
inorganic nanotubes. Organic nanotubes are the carbon nanotubes or CNT. With
respect to CNT, a nanotube can be defined as a long cylindrical carbon structure
consisting of hexagonal graphite molecules attached at the edges. Some nanotubes
have a single cylinder while others have two or more concentric cylinders. Nanotubes
have several characteristics, namely wall thickness, number of concentric cylinders,
cylinder radius, and cylinder length. Some nanotubes have a property called chirality,
an expression of longitudinal twisting.

It was mentioned earlier that crystal structure of a graphite is a layered structure
and the carbon atoms within a layer are strongly bonded to their neighbors at room
temperature. However, the layers are loosely coupled by van-der-Waals forces, which
makes graphite highly deformable substance in a particular direction, which is one of
the reasons why they are extensively used in pencils. A Single Wall CNT (SWCNT)
can be constructed by rolling up the graphite sheet as a tubular shell with carbon atoms
covalently bonded to its neighbors. The bonding mechanism in CNT is similar to
that of graphite, which is sp? hybridization. The characteristic of sp? hybridization
is the existence of o -bonds and 7 -bonds. The o -bonds are strong covalent bonds that
binds the atom in a plane, due to which CNT exhibits high stiffness and strengths. In
contrast, the -bonds is a very weak bond, which represents the inter-layer interaction
of atom pairs.

As mentioned earlier, there are also several non carbon nanotubes, which are
reported in the literature. The commonly mentioned non-carbon variety are made
from boron nitride, or from silicon. These noncarbon nanotubes are most often re-
ferred to as nanowires. The dimensions are variable (down to 0.4nm in diameter)
and one can also get nanotubes within nanotubes, leading to a distinction between
multi-walled and single-walled nanotubes. Apart from remarkable tensile strength,
nanotubes exhibit varying electrical properties (depending on the way the graphite
structure spirals around the tube, and other factors, such as doping), and can be super-
conducting, insulating, semiconducting or conducting (metallic). Nanotubes can be
either electrically conductive or semi conductive, depending on their helicity, leading
to nanoscale wires and electrical components. These one-dimensional fibers exhibit
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electrical conductivity as high as copper, thermal conductivity as high as diamond,
strength 100 times greater than that of steel at one sixth its weight, and high strain
to failure. A nanotube’s chiral angle is the angle between the axis of its hexagonal
pattern and the axis of the tube, which determines whether the tube is metallic or
semiconducting.

1.2.2 Structure of Carbon Nanotubes

CNT is a cylindrical molecule composed of carbon atoms. Typical single-walled
carbon nanotube (SWCNT) structures are illustrated in Fig.1.3. A major feature
of the structure is the hexagon pattern that repeats itself periodically in space. As
a result of the periodicity, each atom is bonded to three neighboring atoms. Such
structure is mainly due to the process of sp? hybridization [8], which was explained
earlier. Based on the chirality [9], SWCNTs can have three different configurations.
They are armchair (see Fig. 1.3a), zigzag (see Fig.1.3b) and chiral (see Fig.1.3c)
configurations; denoted as (n, n), (n, 0) and (n, m), respectively [9], where n and m
represent the number of steps along the carbon bonds of the hexagonal lattice. The
Armchair and Zigzag CNTs are generally named as achiral nanotubes since they
exhibit a mirror symmetry plane, perpendicular to the tube axis [10].

As mentioned earlier, the bonding in carbon nanotubes is sp?, with each atom
joined to three neighbours, as in graphite. The tubes can therefore be considered
as rolled-up graphene sheets (see Fig.1.4) [11]. The three distinct ways in which
a graphene sheet can be rolled into a tube was explained earlier. The armchair and
zig-zag CNT have a high degree of symmetry. The terms armchair and zigzag refer
to the arrangement of hexagons around the circumference. The third class of tube,
which in practice is the most common, is known as chiral, meaning that it can exist in
two mirror-related forms. The chiral vector C, also known as the roll-up vector, can
be described by equation C = na + mb, where the integers (n, m) are the number of
steps along the zigzag carbon bonds of the hexagonal lattice, a and b are unit vectors
[12]. The chiral angle determines the amount of twist in the tube.

The chiral angles are 0° and 30° for the two limiting cases which are referred to as
zigzag and armchair, respectively. In terms of the roll-up vector, the zigzag nanotube
is denoted by (n, 0) and the armchair nanotube as (n, n). The roll-up vector of the
nanotube also defines the nanotube diameter.

In the coming chapters, we will consider the wave propagation analysis armchair,
zig-zag and chiral type of CNTs (see Fig. 1.3). The hexagonal arrangement of car-
bons in these structures are shown in Fig. 1.4. The physical properties of carbon
nanotubes are sensitive to their diameter, length and chirality. In particular, tube
chirality is known to have strong influence on the electronic properties of carbon
nanotubes. Nanotubes can be either metallic or semiconducting, depending on tube
chirality. Single walled carbon nanotube can undergo enormous bending and believed
to behave elastically. The common type of CNT is the multi walled carbon nanotube
(MWCNT), which is composed of concentric graphitic cylinders and the spacing
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Fig. 1.3 a (10, 10) arm- (a)
chair type of CNT of length

34.6717 nm, consists of 580

carbon atoms, b (10, 0) zig-

zag type of CNT of length

34.47 nm, consists of 340

carbon atoms, and ¢ (10, 5)

chiral type of CNT of length

34.563 nm, consists of 450

carbon atoms
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between each graphite layer is 0.34 nm. Both single walled and multi walled carbon
nanotubes are being used as key components in the production of high strength com-
posites and advanced sensors, electronic and optical devices, catalysts, batteries and
fuel cells. For the geometric relations of the structure of SWCNT see Refs. [15, 16].
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Fig. 1.4 Definition of roll-up Avsichale
vector as linear combinations / \

of base vectors (a) and (b)

b Chiral

1.2.3 Properties of Carbon Nanotubes

The strength of the sp? carbon-carbon bonds gives carbon nanotubes amazing me-
chanical properties [15, 16]. The mechanical and electrical properties of carbon
nanotubes have been the subject of numerous studies ever since the discovery of
nanotubes, largely because of the wide recognition of carbon nanotubes as important
nanoscale systems and also because of various envisioned novel applications. Car-
bon nanotubes which are formed of seamless cylindrical grapheme layers represent
the ideal carbon fiber and should presumably exhibit the best mechanical properties.
This feature is probably the most promising for applications of nanotubes given the
importance of extremely strong lightweight composites. The mechanical stiffness
and strength of carbon nanotubes are expected to be very high.

It is remarkably difficult to directly measure the mechanical properties of single
nanotubes due to their small diameters and their tendency to form bundles. The stiff-
ness of carbon nanotubes was recently measured by a thermal vibration technique
and Young’s modulus was reported to be in the range of 1-5TPa [17]. The Young’s
modulus of the best nanotubes can be as high as 1,000 GPa which is approximately
5 % higher than steel. The tensile strength, or breaking stress of nanotubes can be up
to 63 GPa, which is around 50 % higher than steel. These properties, coupled with
the lightness of carbon nanotubes, give them great potential in applications such
as aerospace. The electronic properties of carbon nanotubes are also extraordinary.
The unique physical and chemical properties of CNTs, such as structural rigidity
and flexibility continue to generate considerable interest. Additionally, CNTs are
extremely strong, about 100 times stronger (stress resistant) than steel at one-sixth
the weight [16]. CNTs can also act as either conductors or semiconductors depend-
ing on their chirality, possess an intrinsic superconductivity, they are ideal thermal
conductors, and they can also behave as field emitters. Currently, amazing properties
of this material enable us to foresee more than 60 potential applications of carbon
nanotubes, in various fields like electronic, aerospace, biomedical etc. (see Refs. [15,
16]). The properties of carbon nanotubes such as the elastic modulus, Poisson’s ratio
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Table 1.1 Young’s modulus and tensile strength of carbon nanotubes compared with some other
materials [13]

Material Young’s modulus (TPa) Tensile strength (GPa)
SWCNT ~1 (from 1 to 5) 13-53

Armchair SWCNT 0.94 126.2

Zig-zag SWCNT 0.94 94.5

Chiral SWCNT 0.92 90

MWCNT 0.82-0.90 150

Stainless steel ~0.2 ~0.65-1

Kevlar ~0.15 ~0.35

and bulk modulus have been shown to exhibit strong dependence on their helicity
and diameter, which in turn influences the stiffness, flexibility and the strength of
carbon nanotubes. These aspects have motivated researchers world over to study the
fundamentals of this material and explore their applications in different fields. In
the next few paragraphs, we will list out the key properties (Mechanical, electrical,
thermal, optical etc) of CNT

1. Mechanical properties: Following are the key mechanical properties of CNT:

100 times stronger than steel (from stress point of view) and 6 times lighter.
Unlike carbon fibers, CNTs have high flexibility.

Expansion by charge injection.

High Young’s modulus and tensile strength.

Large current density and high aspect ratio.

The Young’s modulus and tensile strength of carbon nanotubes with the other
materials are shown in Table 1.1.

2. Electrical properties: Some of the key electrical properties of CNTs are listed
below:

e One can tailor the conducting behavior of CNT. That is, CNTs can be made
metallic or semiconductor behavior, according to chirality’s (way a graphene
sheet is rolled on itself). This means that one make CNT as conductive as
copper and as insulative as a ceramic. Curvature effects seem to have an effect
on its electrical properties.

e CNTs can be made as turnable field emission.

3. Thermal properties: The key thermal properties are the following:

e Theoretical work predicts a room-temperature thermal conductivity that is
larger than graphite or diamond. Measurements show a room-temperature
thermal conductivity over 200 W/mK for bulk samples of SWCNTSs and over
3,000 W/mK for MWCNT.

e Addition of epoxy can double the thermal conductivity of CNTs.
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e CNTs are stable at very high temperature, which means it can be used for
applications such as thermal barrier coatings used in re-entry space vehicles.

e CNT’s are said to be good conductors along the tube axis and good insulators
laterally.

e Carbon nanotubes can resist strong acid effects, especially at high temperature
because of their perfect conjugated system. Acid and heat are often applied to
purify carbon nanotubes.

4. Physico-chemical properties: Some of the important physical and chemical
properties of CNTs are the following:

e CNTs high specific area, which means several hundreds of square meters per
gram of CNT.

e They have cavities enabling molecules storage inside the carbon nanotube.

e Chemical treatment on carbon nanotubes can be done for enabling to fix other
molecules of the carbon nanotubes.

e CNT’s have high thermal resistance (up to 1,500 °C under vacuum).

5. Field emission properties: CNTs have excellent materials properties which make
them have attractive field emission characteristics such as

e Large aspect ratio (>1,000)
e Atomically sharp tips

e High temperature and chemical stability
e High electrical and thermal conductivity.

In comparison to usual metallic emitters, the applied voltages needed for field
emission were are lower in CNT for a comparable emitted current. Carbon nan-
otubes can be used as electron sources in two different types of set-ups, namely
single and multiple electron beam devices. One possible application of a single
electron beam instrument is an electron microscope that uses a single nanotube
as a field emission electron gun to produce a highly coherent electron beam.
Conversely, flat panel displays are the most popular example of multiple beam
instruments where a continuous or patterned film of nanotubes provides a large
number of independent electron beams.

6. Optical Properties: Some of the key optical properties of CNTs are summarized
below:

e Optical properties of the CNT derive from the electronic transitions within
the 1-D density of states, which can be assessed by looking at the peaks in the
energy levels. These energy levels can be changed by modifying the nanotube
structure, which in turn changes the opto-electronic properties of the CNT.

e CNTs have good Luminescence property, which has applications in the single
molecule light emitters.

e Photoluminescence from SWCNT, as well as optical absorption and Raman
scattering, is linearly polarized along the tube axis. This allows monitoring of
the SWCNTSs orientation without direct microscopic observation.
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e A material is said to be perfectly light absorbing material if its emissivity is
close to 1.0, which is very difficult to achieve. SWCNT forests also called
buckypaper is said to have emissivity close to 0.98-0.99 from ultra violet
wavelengths (200 nm) to infra red wavelengths (200 pum)

Here only few important properties is listed for the sake of completeness. As is
obvious, the amount of literature available on the various properties of CNTs are
plenty. For details on these, the reader is encouraged to see Refs. [15, 16].

1.3 Need for Wave Propagation Analysis in Nanostructures

Increasing emphasis of miniature devices have made the scientists to look for newer
and novel materials which can be handled at the atomistic scales. In this regard,
Nanoscale materials and structures with nano thicknesses have attracted consider-
able interest from the scientific community in the fields of microelectronics and
nanotechnology. More and more nanostructures, e.g. ultra-thin films, nanowires
and nanotubes, have been fabricated and served as the basic building blocks for
nano-electro-mechanical-systems (NEMS). For long-term stability and reliability of
various devices at nanoscale, researchers should possess a deep understanding and
knowledge of mechanical properties of nano-materials and -structures, especially the
time dependent or dynamic properties.

Among many techniques, high-frequency acoustic wave technique has been re-
garded as one of very efficient nondestructive methods to characterize elastic media
with nanostructures. Hernaandez et al. [ 18] used high-frequency laser-excited guided
acoustic waves to estimate the in-plane mechanical properties of silicon nitride mem-
branes. Mechanical properties and residual stresses in the membranes were evaluated
from measured acoustic dispersion curves. The mean values of the Youngs modu-
lus and density of three nanocrystalline diamond films and a free standing diamond
plate were determined by analyzing the dispersion of laser-generated surface waves
by Philip et al. [19].

Nanostructures such as CNTs can propagate waves of the order of terahertz (THz).
THz waves in nanoscale materials and nano-photonic or nano-phononic devices has
opened a new topic on the wave characteristics of nanomaterials [20-22]. They also
have applications in CNTs and other applications[23-25]. As dimensions of the ma-
terial become smaller, however, their resistance to deformation is increasingly deter-
mined by internal or external discontinuities (such as surfaces, grain boundary, strain
gradient, and dislocation). Although many sophisticated approaches for predicting
the mechanical properties of nanomaterials have been reported, few addressed the
challenges posed by interior nanostructures such as the surfaces, interfaces, struc-
tural discontinuities and deformation gradient of the nanomaterials under extreme
loading conditions. The use of atomistic simulation may be a potential solution in
the long run. However, it is well known that the capability of this approach is much
limited by its need of prohibitive computing time and an astronomical amount of data
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generated in the calculations. Wave propagation analysis using continuum models,
especially using non-local elasticity models can used to address the above problems.

Wave propagation studies mainly include the estimation of wavenumber and wave
speeds such as phase and group speeds. The concept of group velocity may be useful
in understanding the dynamics of carbon nanotubes, since it is related to the energy
transportation of wave propagation. The primary objective of this book is to study the
wave propagation in nanostructures, so as to examine the effect of length scales on
the wave dispersion from the viewpoint of group velocity or energy transportation. To
describe the effect of microstructures of a nanostructures on its mechanical properties,
itis assumed that the model of the nanostructure is made of a kind of non-local elastic
material, where the stress state at a given reference location depends not only on the
strain of this location but also on the higher order gradient of strain, so as to take
the influence of the microstructures into account. It is reported that both local elastic
models (where effects of nano scale is not considered) and non-local elastic models
(where the effect of scale is considered) can offer the correct prediction when the
wavenumber is lower. However, the results of the elastic model remarkably deviate
from those given by the non-local elastic model with an increase in the wavenumber.
As a result, the microstructures play an important role in the dispersion of waves in
nanoscale structures. Since terahertz physics of nanoscale materials and devices are
the main concerns in wave characteristics of CNTs, the small-scale effect must be
of significance in achieving accurate dispersion relations as the wavelength in the
frequency domain is in the order of nanometers.

In addition, recent progress in nanomaterials science has made it possible to
produce nanofibers of dielectric, ferroelectric, and other smart polymeric materials,
which are potential candidates for nanosensors and transducers and also can be di-
rectly integrated into polymeric matrix to form smart nanocomposites. In the case of
dynamic characterization and device design based on these functional nanofilamen-
tary materials, studies reported in the literature were mainly focused on their linearly
elastic behavior. However, in many cases, wave phenomena may happen in materials
with large prestretch. Without a doubt, examination of wave phenomena in polymer
nanofibers is a topic of interest in exploring their promising industrial applications.
It is expected that the dynamic response of polymer nanofibers may exhibit some
unique characteristics owing to their nanoscale geometries.

Since controlled experiments at the nanoscale are difficult, and with atomistic
simulation being computationally expensive, continuum modeling can prove to be
very valuable in the advancement of nanoscale structures but it needs further im-
provement and development. Continuum elastic beam models have been effectively
used to study vibrations and wave propagation in nanostructures. In view of growing
interest in terahertz vibrations and waves of nanoscale materials and devices, it is
relevant to systematically study terahertz wave propagation in individual nanostruc-
tures. Since terahertz physics of nanoscale materials and devices are major concerns
for nanostructure’s wave characteristics, small-scale effect needs be considered in
the mathematical models (especially the continuum models) as the wavelength is
normally of the order of nanometer. The main scope of this book is to apply nonlocal
continuum modelling to study wave characteristics of all type of nanostructures.
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1.4 Outline and Scope of the Book

The entire book is organized into 10 chapters. In Chap. 2, we first present a brief in-
troduction to concepts of wave propagation in structures and all the necessary tools
required for wave propagation studies. In particular, the spectral analysis, determina-
tion of general spectrum and dispersion relations are addressed for some important
waveguides. The available approaches to obtain the wavenumber and the wave ampli-
tudes are also presented in this chapter. In Chap. 3, the basic concepts of the nonlocal
elasticity theory are discussed. Various types of nonlocalness, properties of nonlocal
kernels and the constitutive relations in various coordinate systems are also briefly
outlined. In Chap.4, an introduction to Molecular Dynamics (MD) simulations and
the application of MD simulations in studying the wave propagation characteristic
of nanostructures are presented. Chapter 5 addresses a self-consistent method of es-
timation of nonlocal scale parameter for armchair, zigzag and chiral type nanotubes
based on molecular structural mechanics and wave propagation methods. Nonlocal
scale effects on length dependent in-plane stiffness of nanotubes with various end
conditions are also given in this chapter. In Chap. 6, axial/longitudinal and torsional
wave propagation in nanorods is presented. Various nonlocal models are used for
formulating the governing equations for nanorods. Extraction of second and fourth
order strain gradient models from nonlocal stress gradient model is also presented.
Nonlocal spectral finite element formulation for studying the axial and torsional
wave propagation in nanoscale rods is also given in this chapter. Wave propagation
in nanobeams is discussed in Chap.7. Nonlocal governing equations for Bernoulli-
Euler and Timoshenko beam models are also obtained. Generally encountered prob-
lems in nanoscience community, like rotating nanotubes, fluid carrying nanotubes,
magnetic field effects and surface effects on wave propagation are also presented
in detail. In Chap. 8, nonlocal scale and van-der-Waals effects on wave propagation
in multi-walled carbon nanotubes are presented with examples of single-, double-,
and triple-walled CNTs. In Chap. 9, wave dispersion characteristics of coupled one-
dimensional nanosystems are discussed. These coupled systems are formulated based
on basic axial rod model, Euler-Bernoulli and Timoshenko beam models. Chapter 10
addresses the two-dimensional wave propagation in nanoscale plate like structures
such as grapheme is presented. Problems involving substrate effects, temperature ef-
fects and surface effects are also formulated based on nonlocal elasticity theory and
discussed in detail. Three dimensional wave propagation in empty and fluid filled
nanoshells is presented in Chap. 11. The coupling among axial, flexural, shear and
contraction wave modes is also formulated and discussed.

1.5 Summary

In this chapter, the basic structure of CNT and the types of CNTs are discussed
briefly. The properties of CNTs along with their applications are discussed in this
chapter. The different hybridization of the carbon nanostructures is discussed next


http://dx.doi.org/10.1007/978-3-319-01032-8_2
http://dx.doi.org/10.1007/978-3-319-01032-8_3
http://dx.doi.org/10.1007/978-3-319-01032-8_4
http://dx.doi.org/10.1007/978-3-319-01032-8_5
http://dx.doi.org/10.1007/978-3-319-01032-8_6
http://dx.doi.org/10.1007/978-3-319-01032-8_7
http://dx.doi.org/10.1007/978-3-319-01032-8_8
http://dx.doi.org/10.1007/978-3-319-01032-8_9
http://dx.doi.org/10.1007/978-3-319-01032-8_10
http://dx.doi.org/10.1007/978-3-319-01032-8_11

16

1 Introduction to Nanostructures

followed by a section on the need for wave propagation analysis. The chapter ends
with a outline and scope of this textbook

References

W=

10.

11.

12.

13.

19.

20.

21.

22.

R.P. Feynman, There’s plenty of room at the bottom. Eng. Sc. 23, 22-36 (1960)

. WWW.uspto.gov
. S. Iijima, Helical microtubes of graphitics carbon. Nature 354, 56-58 (1991)
. M. Monthioux, V. Kuznetsov, Who should be given the credit for the discovery of carbon

nanotubes? Carbon 44(9), 1621-1623 (2006)

. J.W. Mintmire, B.L. Dunlap, C.T. White, Are fullerene tubules metallic? Phys. Rev. Lett. 68(5),

631-636 (1992)

. D.S. Bethune, C.H. Klang, M.S. De Vries, G. Gorman, R. Savoy, J. Vazquez, R. Beyers, Cobalt-

catalyzed growth of carbon nanotubes with single-atomic-layer walls. Nature 363, 605607
(1993)

. S. Iijima, T. Ichihashi, Single-shell carbon nanotubes of 1-nm diameter. Nature 363, 603605

(1993)

. T.L.L. Brown, B.E. Bursten, H.E. Lemay, Chemistry: The Central Science, 8th edn. (Prentice-

Hall, London, 1999)

. N. Hamada, S. Savada, A. Oshiyama, New one-dimensional conductors: graphitic microtubes.

Phys. Rev. B 68, 1579 (1992)

M. Meo, M. Rossi, A molecular-mechanics based finite element model for strength prediction
of single wall carbon nanotubes. Mater. Sci. Eng. A 454, 170-177 (2007)

B.I. Yakobson, J. Brabec Bernholc, Mechanical properties of carbon nanotubes, in Nanome-
chanics, Carbon nanotubes: Synthesis, Structure, Properties and Applications, ed. by M.S.
Dresselhaus, G. Dresselhaus (Springer, New York, 1996)

C. Li, T.W. Chou, A structural mechanics approach for analysis of carbon nanotubes. Int. J.
Solids Struct. 40, 2487-2499 (2003)

M.S. Dresselhaus, G. Dresselhaus, R. Saito, Physics of carbon nanotubes. Carbon 33(7), 883—
891 (1995)

. S. Saito, D. Dresselhaus, M.S. Dresselhaus, Physical Properties of Carbon Nanotubes (Imper-

ical College Press, London, 1998)

. M.J. O’Connell, Carbon Nanotubes: Properties and Applications (CRC Press Taylor & Francis

Group, Boca Raton, 2006)

. M. Endo, S. Ijima, Carbon Nanotubes (Elsevier Science Ltd, The Boulevard, Langford Lane,

1996)

. L. Vaccarini, C. Goze, L. Henrard, E. Hernandez, P. Bernier, A. Rubio, Mechanical and elec-

tronics properties of carbon and boron-nitride nanotubes. Carbon 38, 1681-1690 (2000)

. C.M. Hernaandez, T.W. Murray, S. Krishnaswarmy, Photoacoustic characterization of the me-

chanical properties of thin films. Appl. Phys. Lett. 80(4), 691-693 (2002)

J. Philip, P. Hess, T. Feygelson, J.E. Butler, S. Chattopadhyay, K.H. Chen, L.C. Chen, Elastic
mechanical and thermal properties of nanocrystalline diamond films. J. Appl. Phys. 93(4),
2164-2171 (2003)

R. Ramprasad, N. Shi, Scalability of phononic crystal heterostructures. Appl. Phys. Lett. 87,
111101 (2005)

A. Sampathkumar, T.W. Murray, K.L. Ekinci, Photothermal operation of high frequency
nanoelectormechanical systems. Appl. Phys. Lett. 88, 223104 (2006)

D. Schneider, T. Witke, T. Schwarz, B. Schoneich, B. Schultrich, Testing ultra-thin films by
laser-acoustics. Surf. Coat. Technol. 126, 136-141 (2000)


www.uspto.gov

References 17

23. C. Sirtori, Bridge for the terahertz gap. Nature 417, 132-133 (2002)

24. T. Jeon, K. Kim, Terahertz conductivity of anisotropic single walled carbon nanotube films.
Appl. Phys. Lett. 80, 34033405 (2002)

25. G.A. Antonelli, HJ. Maris, Picosecond ultrasonics study of the vibrational modes of a nanos-
tructure. J. Appl. Phys. 91, 32613267 (2002)



Chapter 2
Introductory Concepts of Wave Propagation
Analysis in Structures

Wave propagation is a transient dynamic phenomenon resulting from short duration
loading. Such transient loadings have high frequency content. The main difference
between the structural dynamics and wave propagation in structures arises due to
high frequency excitations in the later case. Structures very often experience such
loadings in the forms of impact and blast loadings like gust, bird hit, tool drops etc.
Apart from these, the wave propagation studies are also important to understand the
dynamic characteristics of a structure at higher frequencies due to their various real-
world applications. Structural health monitoring or detection of damage is one such
important application. As wave propagation deals with higher frequencies, diagnostic
waves can be used to predict the presence of even minute defects, which occur at
initiation of damage and propagate them till the failure of the structure. In many
aircraft structures, the undesired vibration and noise transmit from the source to the
other parts in form of wave propagation and this requires control or reduction, which
is again an important application of wave propagation studies.

A structure, when subjected to dynamic loads, will experience stresses of varying
degree of severity depending upon the load magnitude and its duration. If the temporal
variation of load is of large duration (of the order of seconds), the intensity of the load
felt by the structure will usually be of lower severity and such problems fall under the
category of structural dynamics. For such problems, there are two parameters which
are of paramount importance in the determination of its response, namely the natural
frequency of the system and its normal modes (mode shapes). The total response of
structure is obtained by the superposition of first few normal modes. Large duration
of the load makes it low on the frequency content, and hence the load will make only
the first few modes to get excited. Hence, the structure could be idealized with fewer
unknowns (which we call as degrees of freedom). However, when the duration of
load is small (of the order of microseconds), the stress waves are set up, which starts
propagating in the medium with certain velocity. Hence, the response is necessarily
transient in nature and in the process, many normal modes will get excited. Hence,
the model sizes will be many orders bigger than what is required for the structural
dynamics problem. Such problems come under the category of wave propagation.

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 19
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_2,
© Springer International Publishing Switzerland 2013
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In Sect. 1.3, the need to study wave propagation in structures was highlighted. It
is quite well-known that nanostructures can propagate waves of the order of tera-
hertz. Propagation of waves in such structures can be studied using various modeling
techniques highlighted in Chap. 3. For example, modeling technique such as ab intio
atomistic modeling or molecular dynamics methods can be employed to study wave
propagation in such nanostructures. However, the main limitation of these meth-
ods is the computational time that these methods will take. Some researchers have
used finite element method coupled with molecular mechanics model to solve such
problems. However, if the frequency content of the problem is of the terahertz level,
then for FE modeling, one needs a FE mesh compatible with its wavelength, which
is extremal small at the terahertz frequency. These limitations can be overcomed
to some extent by using Spectral Finite Element Method (SFEM), which is the FE
method in the frequency domain. It uses the spectral analysis to understand the
physics of wave propagation, whose results will be directly used in the SFEM for-
mulation. This chapter mainly deals with the spectral analysis of motion, which will
tell about the nature of waves that is propagating in the medium and the speed with
which the waves are propagating.

2.1 Introduction to Wave Propagation

The key factor in the wave propagation is the propagating velocity, level of attenuation
of the response and its wavelengths. Hence, phase information of the response is
one of the important parameters, which is of no concern in the structural dynamic
problems [1].

The wave propagation is a multi-modal phenomenon, and hence the analysis
becomes quite complex when the problem is solved in the time domain. This is
because, the problem by its nature is a high frequency content problem. Hence, the
analysis methods based on the frequency domain is normally preferred for wave
propagation problems. That is, all the governing equations, boundary conditions,
and the variables are transformed into the frequency domain using any of the integral
transforms available. The most common transformation for transforming the problem
to the frequency domain is the Fourier Transforms. This transform has the discrete
representation and hence amenable for numerical implementation, which makes it
very attractive for its usage in the wave propagation problems. By transforming the
problem into frequency domain, the complexity of the governing partial differential
equation is reduced by removing the time variable out of picture, making the solution
simpler than the original equation. In wave propagation problems, we are concerned
about two parameters, namely the wavenumber and the speeds of the propagation
(normally referred to as group speeds).

There are many types of waves that can be generated in structure. Wavenumber
reveals the type of waves that are generated. Hence, in wave propagation problems,
two important relations are very important, namely the spectrum relations, which is
plot of the wavenumber with the frequency and the dispersion relations, which is a
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plot of wave velocity with the frequency. These relations reveal the characteristics
of different waves that are generated in a given structure.

2.2 Spectral Analysis

Spectral analysis determines the local wave behavior for different waveguides and
hence the wave characteristics, namely the spectrum and the dispersion relation.
These local characteristics are synthesized over large number of frequencies to get the
global wave behavior. Spectral analysis uses discrete Fourier transform to represent
a field variable (say displacement) as a finite series involving a set of coefficients,
which requires to be determined based on the boundary conditions of the problem
[1-3].

Spectral analysis enables the determination of two important wave parameters,
namely the wavenumbers and the group speeds (discussed in next section). These
parameters are not only required for spectral element formulation [1], but also to
understand the wave mechanics in a given waveguide. These parameters enable us
to know whether the wave mode is a propagating mode or a damping mode or a
combination of these two (propagation as well as wave amplitude attenuation). If
the wave is propagating, the wavenumber expression will let us know whether it is
nondispersive (that is, the wave retains its shape as it propagates) or dispersive (when
the wave changes its shape as it propagates). More details on spectral analysis and
applications to several problems can be found in Refs. [1, 4, 5]. In the next subsection,
we will define some of the commonly used wave propagation terminologies.

2.3 Wave Propagation Terminologies

1. Waveguide
Any structural element is called a waveguide as it guides the wave in a particular
manner. For example, a bulk or a nano rod essentially supports only the axial
motion and hence it is called axial or longitudinal waveguide. In the case of a
beam, only bending motion is possible and hence the beam is called the flexural
waveguide. In the case of shafts, the only possible motion is the twist and hence
they are called torsional waveguide. In case of laminated composite beam, due
to stiffness coupling both axial and flexural motions are possible. In general, if
there are n highly coupled governing partial differential equations, then such a
waveguide can support n different motions.

2. Wavenumber
This is a frequency-dependent parameter that determines the following:

e Whether the wave is propagating or nonpropagating or will propagate after
certain frequency.
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o It also determines the type of wave, namely dispersive or nondispersive wave.

Nondispersive waves are those that retain its shape as it propagates, while the
dispersive waves are those that completely change its shape as it propagates.
That is if the wavenumber (k) is expressed as a linear function of frequency (w)
as k = cjw, (c1 is a constant) then the waves will be nondispersive in nature.
Wavenumber in rods and in general for most second-order system, will be of this
form and hence the waves will be nondispersive in nature. However, if the wave
number is of the form k = ", (c2 is a constant) the waves will essentially be
dispersive. Such a behavior can be seen in higher order systems such as beams
and plates. In such cases, the wave speeds will change with the frequencies.
The plot of wavenumber with the frequency is usually referred to as spectrum
relations.

. Phase speed

These are the speeds of the individual particles that propagate in the structure.
They are related to the wavenumber through the relation

C _ [0)]
P Real(k)

2.1)

If the waves are nondispersive in nature (that is k = aw ), then the phase speeds
are constant and independent of frequency. Conversely, if the phase speeds are
constant, then such a system is nondispersive system. Phase speed is not asso-
ciated with transfer of any physical quantity (e.g., mass, momentum or energy)
in a waveguide.

. Group speed

Group velocity is associated with the propagation of a group of waves of similar
frequency. During the propagation of waves, groups of particles, travel in bun-
dles. The speeds of each of these bundle are called the group speed of the wave.
They are mathematically expressed as

w

nga—k

(2.2)
Again here, for nondispersive system, the group speeds are constant and inde-
pendent of frequency. Hence, the time of arrival of all waves will be based on
this frequency. The plot of phase/group speeds with the frequency is called the
dispersion relations. This is a velocity of the energy transportation and it must
be bounded. Monograph [1] derives the expression for the wavenumbers and
group speeds for some commonly used metallic and composite waveguides in
engineering.

. Relation between group and phase speeds

Since from Eq.(2.1) we have

k= (2.3)

w
Cp
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Substituting Eq. (2.1) into Eq. (2.2) gives

-1 -1 -1
d dc dc
ngdw[d(ﬁ)} =dw —w—a)—zp = C? [Cp—w—p]
Cp Cy Cp P dw

Using w = 27 f,

C, = C? [c —( t)di]_l (2.5)
s =G | S UNG Gy '

where ft denotes the frequency times thickness.

o When the derivative of C;, with respect to ft becomes zero, Cy = C.
o As the derivative of C, with respect to ft approaches infinity (that is, cut-off
frequency), C, approaches zero.

6. Cut-off Frequency
In some waveguides, some waves will start propagating only after certain fre-
quency called the cut-off frequency. The wavenumber and group speeds before
this frequency will be imaginary and zero, respectively. In the next section, we
will outline a procedure to compute the cut-off frequency for the second- and
fourth-order systems.

2.4 Spectrum and Dispersion Relations

Here, two important frequency-dependent wave characteristics, namely, spectrum
and dispersion relations, are obtained for a generalized system defined by the second-
and fourth-order partial differential equations (PDE). These relations are the fre-
quency variation of the wave parameters termed as wavenumbers and wave speeds,
respectively. These parameters are essential to understand the wave mechanics in
a given waveguide and are also required for SFEM formulation. These parameters
provide information like whether the wave mode is a propagating mode or a damp-
ing mode or a combination of these two (propagation as well as wave amplitude
attenuation). Next, for a propagating mode, the nature of frequency variation of
wavenumbers gives information whether the mode is nondispersive, i.e., the wave
retains its shape as it propagates or dispersive where the shape changes with propaga-
tion. In this section, these parameters are explained using the example of a generalized
one-dimensional second- and fourth-order systems.
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2.4.1 Second-Order PDE

The spectral analysis starts with the partial differential equation governing the
waveguide. Considering a generalized second-order partial differential equation
given by

3%u ou 8%u

S ta—-=r—> (2.6)
ox

P ax a2

where p, g, and r are known constants depending on the material properties and
geometry of the waveguide. u(x, t) is the field variable to be solved for with x being
the spatial dimension and t the temporal dimension. First, u(x, ¢) is transformed to
frequency domain using discrete Fourier transform (DFT) as

N-1

u(x,t) = Z fin (x, wp)el ! (2.7)

n=1

where w, is the discrete circular frequency in rad/sec and N is the total number of
frequency points used in the transformation. The w, is related to the time window
by

nw n n
= = -z (2.8)

w, = nlAw = =
N N At T

where At is the time sampling rate and w  is the highest frequency captured by Az.
The frequency content of the load decides N and consideration of the wrap around
and aliasing problem decides Aw. More details and associated problems are given
in Ref. [1].

Here, i1, is the nth DFT coefficient and can also be referred to as the coefficient
at frequency wj,. i, varies only with x. Substituting Eq. (2.7) into Eq. (2.6), we get

d%a, di,
P dx? ta dx

+r02i, =0, n=0,1,...N—1 (2.9)

Thus, through DFT, the governing PDE given by Eq.(2.6) is reduced to N ODE.
Equation (2.9) being constant coefficient ODEs, have a solution of the form i, (x) =
A, el knx where A, are the unknown constants, which will be computed from the
boundary values and k, is called the wavenumbers corresponding to the frequency
wy . Substituting the above solution into Eq. (2.9), we get the following characteristic
equation to determine k;,,

(— PR + s +r@?) Ay =0 (2.10)
The subscript n is dropped hereafter for simplified notations. The above equation is

quadratic in k and has two roots corresponding to the incident and reflected waves.
If the wavenumbers are real, then the wave is called propagating mode. On the
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other hand, if the wavenumbers are purely imaginary, then the wave damps out
as it propagates and hence is called evanescent mode. If wavenumbers are complex
having both the real and imaginary parts, then the wave with such a wavenumber will
attenuate as they propagate. These waves are normally referred to as inhomogeneous
waves. The set of the wavenumbers obtained by solving the characteristic Eq. (2.10)
is given as

2 2
q rw
ki=j—+,——=+—
2 P> p
2 2
. q 9> ro

ky = j0 — [t — 2.11)
2p 4p?  p

Equation (2.11) is the generalized expression for the determination of the wavenum-

bers. Different wave behaviors are possible depending upon the values of the radical
2 2 . .
rer 4. Asan example, for a case with ¢ = 0, the wavenumbers are given as

2 4p2-
k= a)\/Z
p
ky = —a)\/Z (2.12)
p

For such a case, the wavenumbers are real and hence the corresponding waves are
propagating. When rw?/p < g2 /4 p?, then the wavenumber is purely imaginary and
the system will not allow any way to propagate. However, when rw?/p > ¢*/4p?,
the wavenumber will be complex and in this case, the waves will attenuate as they
propagate.

Next, two other important wave parameters, namely, phase speed (C ) and group
speed (Cy), are briefly explained.

Let us consider the previous example where wavenumbers vary linearly with
frequency as given by Eq. (2.12). Correspondingly, the wave speeds are obtained as
follows:

P

r

dw p
=—= /= 2.13
Co=F =" (2.13)

We find that both group and phase speeds are constant and equal. Hence, when
wavenumbers vary linearly with frequency w, the wave retains its shape as it prop-
agates. Such waves are called nondispersive waves. When wavenumbers have a
nonlinear variation with frequency, the phase and group speeds will not be constant
but will be function of frequency. As a result, each frequency component will travel



26 2 Introductory Concepts of Wave Propagation Analysis in Structures

with different speeds and the wave shape will not be preserved with wave propaga-
tion. Such waves are called dispersive waves. For nonzero values of p, ¢ and r, the
expression for phase and group speeds become

Cp, =Re @
ro? g%
P 4p?
re? _ g%
_Rre |V a2 2.14
C, =Re o (2.14)

Here “Re” represents real part of the expression. Thus, it can be seen that the wave
speeds Cp, and C,, are not the same and hence the waves are dispersive in nature. The
value of the radical, however, depends on frequency and there can be a frequency
after which the wavenumbers transit from being purely imaginary to complex or real
wavenumbers resulting in propagation of the wave mode. This transition frequency
is called the cut-off frequency (w.) and can be derived by equating the radical to zero.
The expression for the cut-off frequency for this second-order system is given as

g
“e= o pr

Once the wavenumbers are determined the solution of the transformed ODEs given
by Eq.(2.9) can be written as

(2.15)

i(x, w) = Aje /M% 4 Aje IR (2.16)
The unknown constants A and A» can be evaluated in terms of the physical boundary
conditions of the one-dimensional waveguide. This can be done in a formal manner

using the spectral finite element technique which will be explained in details later.
For ¢ = 0 the above equation is of the form,

G(x, w) = Aje R 4+ Arel® k= w\/Z (2.17)
p

where A represent the incident wave coefficient while A, stands for the reflected
wave coefficient.

2.4.2 Fourth Order PDE

Next, let us consider a fourth-order system and study its wave behavior. Consider
the following governing PDE
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a*w 3w 0 218
where w(x, t) is the field variable and p, ¢, and r are arbitrary known constants
depending on the material and geometric properties of the waveguide as in the case
of the second-order system. The above equation is similar to the equation of motion
of a Euler-Bernoulli beam on elastic foundation. The DFT of w(x, ¢) can be written

in a similar form as Eq. (2.7),

N—1
wix, t) = Z VW (x, wp)ed ! (2.19)

n=1

Substituting Eq. (2.19) into the governing PDE given by Eq. (2.18) we get the reduced

ODE:s as

d*i,
dx*

pg-+ (a = rel) =0 (2.20)
The above ODEs have constant coefficients and hence the solution will be of the form
W (x) = A,elknx, Substituting this solution into Eq. (2.20) we get the characteristic
equation for solution of the wavenumbers. Again the subscript n is dropped hereafter
for simplified notations and all the following equations have to be derived for n
varying from O to N-1. The characteristic equation is of the form

Pkt g —ro* =0 or k*-— (sz—g) =0 (2.21)

p D

This is a fourth-order equation and will give two sets of wavenumbers. The type of
wave is dependent upon the numerical value of %wz — %. For %aﬂ > %, the solution
of Eq. (2.21) will give the following wavenumbers,

ki =+a, kr=—«a
ks =+4ja, ks =—ja (2.22)

1/4
wherea = (%wz - %) .Inthe above equation, k1 and k> represent the propagating

wave modes while k3 and k4 are the damping or evanescent modes. From the above
equations, we find that the wavenumbers are nonlinear functions of the frequency,
and hence the corresponding waves are expected to be highly dispersive in nature.
Also, using the above expression we can find the phase and group speeds for the
propagating mode from Eq. (2.13).

Next, consider the case when %a)
are given by

2 < 4 For such conditions, the wavenumbers

IR
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1+ 1+
= t—Ta k=g
V2 V2
4 14
St o VR S o' 9 (2.23)

NI

From the above equation, we see that the change of sign of Zw? — < has completely
changed the wave behavior. Now, all the wavenumbers have both real and imaginary
parts. Hence, all the wave modes are propagating as well as attenuating. The initial
evanescent mode also becomes a propagating mode after the cut-off frequency w.
The expression for the cut-off frequency obtained by equating %wz — % to zero
is
We = — (2.24)
r

Again, if g = 0, the cut-off frequency vanishes and the wave behavior is similar to
the first case, i.e., it will have propagating and damping modes. In all cases, however,

the waves will be highly dispersive in nature.
The solution of the fourth-order governing Eq. (2.20) can be written as

Wix, w) = Aje /% + Bie™ + Are/®* + Bye™ (2.25)

As in the previous case, A1, Bj are the incident wave coefficients and A, B; are the
reflected wave coefficients. These unknown constants can be determined in terms of
the physical boundary conditions of the beam.

From the above discussion, we see that the spectral analysis gives an insight
into the wave mechanics of a system defined by its governing differential equation.
Though spectral analysis can be done similarly using wavelet transform, it is not
as straightforward as Fourier transform-based analysis. This is because the wavelet
basis functions are bounded both in time and frequency unlike the basis for Fourier
transform which is unbounded in time. This has been explained in greater detail with
application to nanostructures in the other chapters.

In the last section, the parameters, wavenumber, and wave speed were explained
with the examples of generalized second- and fourth-order partial differential wave
equations. The wavenumbers k were obtained as a function of frequency by solving
second- and fourth-order polynomial equations, respectively. The computation of
wavenumbers is, however, not so straightforward for structures with higher com-
plexities (especially for the cases when the characteristic equation for solution of
wavenumbers is of the order greater than 3). For one-dimensional structures such
cases arise when the governing equation is a set of coupled PDEs and a couple of
such examples are Timoshenko beam and other higher order beams. In a Timoshenko
beam, the governing equations consist of two coupled PDEs with transverse and shear
displacements as the variables. Another common example of structure having a set
of coupled PDEs is the governing equations for a composite beam with asymmetric
ply lay-up resulting in elastic coupling. In addition to the different one-dimensional
structures, computation of wavenumbers for two-dimensional structures is also dif-
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ficult primarily, because the wavenumbers here are a function of both frequency and
wavenumber in the other direction.

In order to handle such problems, generalized and computationally implementable
methods have been proposed to calculate the wavenumbers and associated wave
amplitude. The two different approaches to solve the problem are based on singular
value decomposition (SVD) and polynomial eigenvalue problem (PEP) methods.
The methods are described briefly in refs. [1, 4, 5].

2.5 Summary

In this chapter, a brief introduction to wave propagation is given. First, the different
terminologies used in wave propagation are defined. This is followed by a brief
description of wave characteristics for systems defined by second- and fourth-order
PDEs. The wave behavior is described based on wavenumbers and group speeds.
Existence of cut-off frequencies in these two systems is also highlighted.

The PDEs that govern the nano waveguides described by nonlocal elasticity
(which is the focus of this book) are normally defined by either second- or fourth-
order PDEs. However, their form is entirely different than what is described in this
chapter. The concepts outlined in this chapter will be very important and necessary
for the reader to understand the wave propagation in different nano waveguides that
are outlined in the later chapters of the book.
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Chapter 3
Various Modeling Techniques
for Nanostructures

Mathematical modeling of structures at the micro and macroscales are quite well
known and the methods have been well established. The laws of physics, which
is fundamental to any modeling, is pretty well understood at these scales. At the
nanometer levels, we need to deal with atoms, molecules, and their interactions. The
laws of physics, at these scales, are not that well understood. The main difference lies
in representing the models in different scales. That is, the philosophy of modeling
at different scales are different. At the nanoscales, forces have no meaning, while
at the micro and macroscales, they are the main drivers. At the nanoscales, it is
the interatomic potentials [1], that plays an important part in understanding the
behavior of the nanostructures. A number of different interatomic potentials have
been propounded by many scientists for different conditions and the Ref. [1] gives
a good overview of these potentials. As mentioned earlier, one can modify the bulk
properties of the material by manipulating the atoms and molecules at the nanoscales.
That is, using the interatomic potentials and the laws of physics at the nanoscales,
one has to predict the bulk properties such as phase information, structural property
information, etc., as illustrated in Fig.3.1.

The most common approach to materials modeling is based on the divide and con-
quer strategy wherein methods appropriate to particular lengths and timescales are
used to address aspects of materials phenomena that operate only over those scales.
This has led to several independent methodological streams, which can be broadly
categorized as ab initio density functional theory, molecular dynamics, statistical
methods based on Monte Carlo algorithms and continuum mechanics as shown in
Fig.3.2. Each of these methods is computationally intensive in its own right, and
hence most of the initial efforts was directed in optimizing algorithms, potentials,
and parameters for each method individually, rather than generating information for
input into other methods. The Fig.3.2 clearly show the length and timescales over
which these methods are valid. However, the expanding capabilities of computational
methods due to the increasing power of computers and continuing development of
efficient algorithms, together with advances in the synthesis, analysis, and visualiza-
tion of materials at increasingly finer spatial and temporal resolutions, has spawned a
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Fig. 3.1 Simulations as a bridge between microscopic and macroscopic

huge effort in the multiscale descriptions of materials phenomena. In this section, we
describe the building blocks of these methods. The following section will describe
how these are combined within multiscale modeling strategies.

3.1 First-Principles Methods (Atomistic Simulations)

With respect to theoretical tools of computational materials science, one can broadly
divide them into two groups; empirical methods and ab initio (first principles) meth-
ods. In empirical methods, one employs classical (such as pair potentials) or quantum
mechanical modeling (such as tight-binding) using various functional forms with
adjustable parameters fitted to experimental observations or accurate calculations.
Calculations based on empirical methods are generally quite fast from a computa-
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cut-off r. and the pseudofunctions are smooth inside the core region
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tional point of view, but they may often lack the degree of accuracy and reliability
needed to examine individual microscopic material properties. In ab initio methods,
on the other hand, one uses quantum mechanical modeling with no adjustable para-
meters and few well-justified and tested approximations, and the atomic numbers of
the constituent atoms are the only input to the calculations. These methods offer a
level of accuracy one needs to understand most physical properties in a wide range
of materials. However, compared to empirical methods, the high degree of accuracy
and reliability of ab initio calculations is compensated by the large computational
demand that they impose. One important class of such methods that have been very
extensively used in the past two decades are the ab initio density functional methods.

The observable properties of solids are governed by quantum mechanics, as
expressed by solutions of a Schrodinger equation for the motion of the electrons
and the nuclei. However, because of the inherent difficulty of obtaining even grossly
approximate solutions of the full many-body Schrodinger equation, one typically
focuses on reduced descriptions that are believed to capture the essential energetics
of the problem of interest. Hohenberg, and Kohn [2], formulated a theory based on
the electron density, in terms of which the solution of the Schrodinger equation could
be given a sound mathematical basis. This method is based on two hypotheses, which
can be stated as:

1. The total energy of an electron system in an external potential is a unique func-
tional of the total electron density; and

2. The density that minimizes the energy is the ground-state density, and this min-
imum energy is the ground-state energy of the system.

3.1.1 Density Functional Theory

Density functional theory (DFT) provides a tractable way of solving the quantum
equations of motions for a system of interacting electrons under an external potential,
such as the electron-ion interaction potential vjo, in a solid. In 1964, Hohnenberg and
Kohn [2] proved a famous theorem, which states that the ground-state energy of an
electron gas with a nondegenerate ground state under an external potential is a unique
functional of the electron charge density p (r) and that this energy functional assumes
its minimum value (ground state energy) for the correct (ground state) p(r). A year
later, Kohn and Sham [3] expressed this charge density in terms of ortho-normal
single particle wave functions {y, (r)} as

p(r) = D Y@ 3.1)

n,occ.

where the sum is over occupied single particle orbitals. This allowed them to write
the ground-state energy of the electron gas as
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Elp(r)] = _*Z/W Vv wn(r)+/p(r)vlon(r)dr+ //p(r)p(f rdr/
-

+Exc[p(r)]
(32)

In this expression, the first term is the kinetic energy of a noninteracting electron
gas at the same density, the second term is the potential energy due to the electron-
ion interaction. The third term is the classical Hartree energy, and the last term is
the so-called exchange-correlation energy. Treating ¥, (r) and v, as the variational
parameters, one arrives at a single particle Schrodinger equation, given as

1
(—Evz + vefr[r, ,O(r)]) Yn(r) = €, (r) (3.3)

where the effective potential vegr[r, p(r)] is given as

POt velp®)] (3.4)
r—r]

Vetr [T, p(F)] = vion (£) + /

where
S Exc

Veelp(r)] = ) (3.5)

is the exchange-correlation potential. Due to the dependence of vegr on p(r), which
depends on the solutions v, (r) of the Schrodinger equation, Egs. (3.1), (3.3), and
(3.4), known as the Kohn-Sham (KS) equations, have to be solved self-consistently.

In actual implementation of DFT for investigating material properties, there is a
large number of different approaches with respect to algorithms, basis functions, rep-
resentation of the electron-ion interaction, computational space, and approximation
to the exchange-correlation potential. Of all the different DFT methods, the ab initio
pseudopotential total energy method is perhaps the most widely used state-of-the-art
method of choice [4]. This method, which can be implemented in both momentum
and real space, has a very good track record for investigating structural, electronic,
and optical properties of a large variety of materials. In fact, an examination of major
breakthroughs in ab initio materials modeling over the past two decades shows that
pseudopotentials have played an invaluable role in this respect.

3.1.2 Ab initio Pseudopotentials

The pseudopotential method relies on the separation (in both energy and space) of
electrons into core and valence electrons and that most physical and chemical proper-
ties of materials are determined by valence electrons in the interstitial region. One can
therefore combine the full ionic potential with that of the core electrons’ to give an
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effective potential (called the pseudopotential), which acts on the valence electrons
only. On top of this, one can also remove the rapid oscillations of the valence wave-
functions inside the core region such that the resulting wavefunction and potential
are smooth. Figure 3.3 shows a schematic representation of a pseudopotential and a
pseudowavefunction along with the corresponding all-electron counterparts. Beyond
a chosen cut-off radius r., the all-electron and pseudofunctions (potential and wave-
function) are identical, while inside the core region both the pseudopotential and
pseudowavefunction are smoothly varying. After the construction of these pseudo-
functions for a single atom and ensuring that their scattering properties are almost
identical to those of the all-electron functions, they can be used in any chemical
environment without any significant loss of transferability [5].

3.2 Molecular Dynamics

An introduction to classical molecular dynamics simulations especially for wave
propagation analysis in nanostructures is presented in this section. Quantum mole-
cular dynamics simulations are limited to system sizes of a few hundred atoms and
to elapsed real times of a few picoseconds. Accordingly, the first step in the coarse
graining of the full quantum mechanical description of a dynamical process is to
remove the electronic degrees of freedom from the problem. This is accomplished
by first using the BornOppenheimer approximation to separate the electronic and
nuclear coordinates. The total energy is then calculated for each set of N nuclear
positions R;, fori = 1,2, ..., N; from this the forces exerted on each atom by all
other atoms can be determined. Interpolation between these points yields a potential
energy surface U ({R;}). Regarding the atoms as classical particles moving on this
surface, the quantum mechanical motion governed by the Schrodinger equation is
replaced by Newton’s equation of classical mechanics:

d’R;

Tl (3.6)

Fl’ =m;

where m; is the mass of the ith atom and the force Fj acting on this atom is calculated
from the interatomic potential energy according to

F;, = —-V;U (3.7

Thus, the classical Hamiltonian .77 of the system is

1 2
Hip = 5 Zmivi +U (3.8)
1
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where V; is the velocity of the ith atom. These are the equations of the molecular
dynamics method [6, 7].

There are two primary aspects to the practical implementation of molecular
dynamics: (i) the numerical integration of the equations of motion together with
the boundary conditions and any constraints on the system; and (ii) the choice of
the potential. For a system of N particles, Eq. (3.6) represents a system of 3N
second-order differential equations. This system can be expressed as 6N first-order
differential equations by introducing the velocity as a separate variable:

dR; dVv; dF;

dt ~— " dt ~— m; (3-9)

The systems of Egs. (3.6) or (3.9) are solved numerically with finite difference

methods to obtain the trajectories of the atoms on the potential energy surface. The

most common integrators are based on the Verlet algorithm [8, 9] and its descendents,

and predictor corrector methods [10]. When applied to the system in Eq. (3.9), these

algorithms are used to iteratively update the forces, the velocities, and the positions

over the timescale of the simulation. Parallel computing with spatial decomposition

[11] has extended the system sizes that can be studied with molecular dynamics to
N ~ 10° — 10° [12].

3.2.1 Potential Functions

A good account of various inter atomic potentials is given in ref. [1]. The choice
of potential for a molecular dynamics simulation is determined by factors such as
the bond type, the desired accuracy, transferability, and the available computational
resources. Potentials can be categorized broadly as

1. Pair potentials,
2. Empirical many-body potentials and
3. Quantum mechanical potentials.

Two-body, or pair, potentials, such as the Lennard-Jones [13] and Morse [14]
potentials, are used for large-scale simulations where computational efficiency is
paramount, and in addition, a generic description is sufficient, rather than detailed
comparisons with a particular materials system. For systems where multibody inter-
actions are important, the Stillinger—Weber [15], Tersoff [16], and Brenner [17]
potentials are often used for covalent materials, and embedded-atom [18], effective
medium [19] and Finnis—Sinclair potentials [20] are common choices for metals.
Such potentials are empirical in that they are parametrized by fitting either to a set of
experimental measurements or to quantum mechanical calculations of representative
atomic configurations. Typical properties used for such parametrizations are the lat-
tice constant, binding energy, elastic constants, and vacancy formation energies. The
basic assumption of this approach is that the fitting captures the essential features of
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the interatomic potential for the phenomenon of interest. However, large local depar-
tures from the coordination or bonding used for the parametrization can take such
potentials outside their domain of validity and lead to unreliable results. This has
fostered efforts at deriving interatomic potentials directly from quantum mechanical
principles. Foremost among these are potentials based on [21] and derived from [22]
tight binding theory and those based on the Kohn-Sham equations using generalized
pseudopotential theory [23].

The basic limitation of the molecular dynamics method is that the processes
such as atomic diffusion are inherently multiscale phenomena. The integration time
step must be small enough to capture the dynamics of the vibration modes of the
system, with frequencies of the order of 10'3 s~!. This requires time steps in
the femtosecond range. However, the residence time of an atom between hops is
of the order of microseconds, and the interactions responsible for aggregation phe-
nomena occur over a timescale of milliseconds to minutes. This ‘time gap’ is evident
from the trajectories of atoms, which have their complex orbitals localized around
their initial sites with only rare excursions to neighbouring sites [24]. Several meth-
ods have been developed for accelerating molecular dynamics process with such
rare events based on stimulating the transitions to occur faster than in an ordinary
simulation [25]. In favorable circumstances, molecular dynamics simulations can be
extended to microseconds.

3.3 Molecular Dynamics for Wave Propagation in CNT

First we will review some of the relevant literature pertaining to molecular dynam-
ics applied to CNTs. In addition to continuum mechanics models, atomistic simu-
lations have been carried out to explore the vibration characteristics of CNTs. Li
and Chou [26] employed the molecular structural mechanics method and modeled
the SWCNT as an equivalent space frame-like structure to examine the feasibil-
ity of using SWCNT as a nanoresonator. The predicted fundamental frequencies
of clamped-free or clamped SWCNTSs were sensitive to dimensions such as length,
diameter as well as boundary conditions, but the frequencies are relatively insensi-
tive to chirality of the tubes. Later, Li and Chou [27] extended their work to assess
the vibration behavior of MWCNTsCarbon nanotube!Multi-Wall by considering the
van-der-Waals interaction between the adjacent tubes. They observed that the fre-
quencies of SWCNTs and DWCNTSs were not sensitive to vibration modes, which
are in contradiction with the results reported by Cao et al. [28]. By using the same
model, Li and Chou [29] assessed the SWCNTSs as nanomechanical resonators in
the presence of the axial strain or pressure. It was reported that the fundamental
frequencies of the SWCNTSs decreases with increasing tensile strain, a trend that
is in conflict with experimental results of Sazonova et al. [30]. The contradictory
results presented by Li and Chou [27, 29] may be due to the simplified molecular
structural mechanics model in which only the deformed positions of carbon atoms
are computed while neglecting the more important stretching energy term which
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accounts for the effects such as bond length and angle changes caused by the sur-
rounding atoms [28, 31]. A comprehensive molecular dynamics study based on the
COMPASS (Condensed phased Optimized Molecular Potential for Atomistic Sim-
ulation Studies) force field and continuum analysis was carried out by Cao et al.
[31] to investigate the fundamental frequency shift of deformed clamped-clamped
SWCNTs under axial loadings, bending and torsion. The results given by the beam
model or the cylindrical shell model are in good agreement with those obtained from
MD simulations, provided that the Young’s modulus and wall thickness are carefully
selected. Yao and Lordi [32] performed MD simulations using the universal force
field (UFF) to determine the Young’s modulus of various clamped-free SWCNTs
from their thermal vibration frequencies by using the frequency equations based on
the Euler beam theory. The atomistic studies performed on the vibration behaviors of
CNTs so far are limited. Most of the available continuum beam models for the free
transverse vibration of CNTs provide analytical natural frequencies of CNTs under
various boundary conditions but the accuracy of the results is questionable. More
experimental or atomistic simulations works are required to validate the applicability
of the continuum models. Zhang et. al. [33] provided the complete characteristics of
vibrating CNTs by performing MD simulations based on the well-known reactive
empirical bond-order (REBO) potential [34].

As mentioned earlier, molecular dynamics simulation is indeed a powerful tool
for the analysis of nanoscale systems. The basic concept of MD simulations is to
simulate the time evolution of a system of atoms. The atoms in the system are treated
as point-like masses that interact with one another according to an assumed potential
energy. The second-generation REBO potential [34] is adopted to simulate SWCNTSs
by Zhang et. al. [33]. This potential can reproduce more accurately the realistic
chemical bond properties of hydrocarbon molecules. The second-generation REBO
potential relative to its earlier version [35] contains improved analytical functions and
an expanded database, which leads to a significantly better description of chemical
and mechanical properties for hydrocarbon molecules and diamond [36] that compare
reasonably well to first principles prediction.

The REBO potential is given by the sum of energy over the bonds, i.e.,

Ep = > [VR(i)) = bijVa(rij)] (3.10)

i j>i

where V denotes the inter-atomic repulsion (core-core, etc), V4 the attraction from
the valence electrons, r;; is the distance between pairs of nearest-neighboring atoms
i and j, and b; ; is the reactive empirical bond order depending on local bonding
environment. In the simulations, the bonding atomistic interaction in SWCNTSs is
described by the REBO potential while the nonbonding interaction is neglected
to enhance the computational efficiency since it has been proven to have minimal
contribution to the total strain energy.

The successful application of continuum models into CNTs depends strongly on
the selected Young’s modulus E and effective thickness 4. In order to determine the
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Young’s modulus, one needs to estimate the thickness first. However, the thickness
of SWCNTs with a single layer of atoms is ambiguous. Conventionally, the inter-
layer spacing of graphite # = 0.34nm is taken as the CNT thickness. On the other
hand, considerable atomistic simulations in the literature have presented scattered
thicknesses for SWCNTs in the range of 0.066 — 0.34 nm. Huang et al. [37] bypassed
atomistic simulations and developed an analytical approach to explain the ambiguity.
It is found that the thickness, and therefore elastic moduli, depends on loading type,
interatomic potential, nanotube radius and chirality. This dependence explains why
the thickness obtained from prior atomistic simulations are scattered. Huane it et al.
[37] obtained the longitudinal wave velocity in nanotube as 1.91 x 103 m/s. Similar
value was also obtained by Zhang it et al. [33] from the REBO potential. They also
presented results of molecular dynamics on vibration characteristics of nanotubes.

The MD simulation technique (using NanoHive-1 software [38]) is used to simu-
late torsional wave propagation on (6,6) and (10,10) armchair nanotubes by Khade-
molhosseini et al. [39]. The simulations are based on the Adaptive Intermolecular
Reactive Empirical Bond Order (AIREBO) potential [40] which is widely used for
simulating CNTs. They estimated the wave group and phase speeds in (6,6) and
(10,10) CNTs using MD simulation and the results are compared with the nonlocal
continuum shell (nonlocal elasticity models are explained in Sect. 3.9 and in Chap. 4
in detail) results to estimate the nonlocal scale parameter. Their results are used in
the later chapters for comparison with the other nonlocal elasticity models. Taking
into account that the group velocity governs the flow of energy in a system, this error
could be a significant factor in the design of devices such as torsional oscillators or
electro-mechanical delay elements based on CNT torsion, and has to be accounted
for. The superiority of the nonlocal model over the classical model in predicting the
real dispersion behavior of torsional waves in CNTs is also established in the later
chapters.

Chen et al. [41] investigated the mechanical wave propagation in single-walled
carbon nanotubes induced by two oscillating tips, using molecular dynamics sim-
ulations. They found a mandatory correlation condition between the tip oscillation
frequency and magnitude in order to generate a quasi-steady-state standing wave
with a characteristic wavelength and frequency changing with the tube radius, but
independent of tip conditions. Their findings suggest the possibility of using SWC-
NTs as nanopumping systems for potential applications of fluid transport and drug
delivery.

Hu et al. [42] have shown that the molecular dynamics simulations for wave
dispersion prediction by the nonlocal elastic cylindrical shell theory are in good
agreement with that of the MD simulations in a wide frequency range upto the
terahertz region. The nonlocal elastic shell theory provides a better prediction of the
dispersion relationships than the classical shell theory when the wavenumber is large
enough for the carbon nanotube microstructure to have a significant influence on the
wave dispersion. The value of parameter e is estimated based on the MD result to
predict the dispersion of transverse wave in CNTs through the usage of nonlocal shell
models. The results of their study indicate that the nonlocal elastic cylindrical shell
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model is able to offer a better prediction for transverse and torsional wave dispersion
in CNTs than the local elastic shell model when the wavenumber is large enough.

Lin et al. [43] pursued the MD simulation to study the propagation and scattering
of longitudinal sinusoidal and humped waves in SWCNTs. Their research results
are summarized here. For SWCNTs with a smooth bend, the wave experiences no
barrier in propagation when the wave length is comparable or smaller than the radius
of the bending curvature. A different situation is encountered for buckled SWCNTs.
Reflection is observed for all bending angles.

3.4 Molecular Dynamics Simulation for Wave Propagation
in Graphene

Very few studies are available for wave propagation in graphene based on MD sim-
ulations. Recently, Wang et al. [44] developed a nonlocal elastic plate model that
accounts for the scale effects is for wave propagations in graphene sheets. Moreover,
a finite element model developed from the weak-form of the elastic plate model is
reported to fulfill a comprehensive wave study in the sheets and realize an application
of the sheets as gas sensors. The applicability of the finite element model is verified
by molecular dynamics simulations.

The studies show that the nonlocal finite element plate model is indispensable in
predicting graphene phonon dispersion relations, especially at wavelengths <1 nm,
when the small-scale effect becomes dominant. Moreover, the nonlocal parameter
eoa, a key parameter in the nonlocal model, is calibrated through the verification
process. The dependence of the small-scale effect and the width of sheets on the
dispersion relation is also investigated, and simulation results show that the phase
velocity decreases to an asymptotic value with the width of sheets reaches a suffi-
ciently large size. These results are also verified with the nonlocal models presented
by the authors in the later chapters.

Conducting experiments are appropriate ways to analyze the behavior of the
nanostructures. However, it suffers from the drawback that controlling every parame-
ter in nanoscale is a difficult task. Further, employing the MD simulations requires
large time and high computational resources. Because of the above-mentioned lim-
itations in the mechanical analyses of nanostructures, theoretical and mathematical
modeling becomes an important issue concerning its nanoengineering applications.
Continuum models of nanostructures have thus received more attention and few
studies are available for wave propagation in graphene based on MD simulations.
Recently, Wang et al. [44] developed a nonlocal elastic plate model that accounts
for the scale effects is for wave propagations in graphene sheets. Moreover, a finite
element model developed from the weak-form of the elastic plate model is reported
to fulfill a comprehensive wave study in the sheets and realize an application of the
sheets as gas sensors. The applicability of the finite element model is verified by
molecular dynamics simulations.
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3.5 Monte Carlo Methods

The next step for coarse graining is to address the ‘time gap’ problem of molecular
dynamics. The basis of Monte Carlo methods [45] is that the deterministic Eq. (3.6)
of the molecular dynamics method are replaced by stochastic transitions for the
slow processes in the system. The name ‘Monte Carlo’ was coined by John von
Neumann [46] and refers to the random sampling of numbers, in analogy to gambling
in Monte Carlo, Monaco, a city renowned for its casinos. In their most general
form, Monte Carlo methods are stochastic algorithms for exploring phase space, but
their implementation for equilibrium and nonequilibrium calculations is somewhat
different. We first review the Metropolis algorithm, which is the basis of applications
to equilibrium systems.

3.5.1 The Metropolis Algorithms

Consider the thermodynamic average (y) of a variable with values y; in state i that
has energy Ej;,
_ Zi Yi Di

(y) = S

(3.11)

in which the probabilities is given by p; = e Fi/k8T  where kp is Boltzmann’s

constant and 7 is the absolute temperature. If the system is initially in a state i,
detailed balance requires that the rate of transitions 7;; from state i to state j satisfies
the equation

1ij
Tj

_Pi_ e (Ej—ED/ksT (3.12)
Di

The right-hand side of this equation is known, and hence to generate a set of states
with the distribution p;, the T;; are chosen as

1. ifpj > pi (Ej < El')l Tij =1

2. if pj < pi (Ej = Ei): Ty; = = i ED/ksT

A random number r € (0, 1) is then selected and the system is moved to state j only
if r < e~ (Ei=ED/k8T This is the Metropolis algorithm [47].

3.5.2 Kinetic Monte Carlo Simulations

Suppose that the probability of finding a system in state o at time ¢ is P (o, t) and
that the rate of transitions per unit time from o to o’ is W (o, ¢’). The equation of
motion for P is the master equation [48]:
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Kinetic Monte Carlo (KMC) methods are algorithms that solve the master equation by
accepting and rejecting transitions with probabilities that yield the correct evolution
of a nonequilibrium system.

The KMC method represents an additional level of abstraction beyond the mole-
cular dynamics method. The effect of fast dynamical events is taken into account by
using stochastic transition rates for slower events. These transition rates are often rep-
resented as the product of an attempt rate and the probability of success per attempt,
which is taken as an exponential involving the energy barrier to the process. Every
event i is assigned a rate r;:

ri = ve EilksT (3.14)

where v; is a frequency prefactor, typically of the order of a vibrational frequency
(1013 s=1) for surface processes [49], E; is the free energy barrier for the process
and T is the absolute temperature. Although the details of the underlying mecha-
nism for kinetic processes are lost, the explicit calculation of atomic trajectories is
avoided. Hence, KMC simulations can be performed over real times, running into
seconds, hours, or days, as required. In essence, the factor v; in Eq. (3.14) represents
the timescale of the fastest process, which is computed explicitly in the molecular
dynamics method, but the exponential factor increases this timescale in the KMC
method to that of the actual transitions. The KMC method thereby offers consid-
erable advantages over the molecular dynamics method, both in terms of the real
time over which the simulation evolves, and the number of atoms included in the
simulation, because much of the computational overhead in molecular dynamics is
used to evolve the system between rare events.

The construction of a model for a KMC simulation can often benefit from a
related classical or quantum molecular dynamics simulation to identify the important
physical process and estimate the prefactors and kinetic barriers. The transition rates
are particular to the processes of interest and must be determined either by direct
calculation, from a first-principles calculation or a molecular dynamics simulation,
or inferred from experiment. The feasibility of performing detailed simulations over
experimental timescales allows various parametrizations to be tested and models
of kinetic phenomena to be validated. Such simulations play a key role in several
multiscale modeling strategies.

3.6 Continuum Modeling

Continuum equations, typically in the form of deterministic or stochastic partial
differential equations, are at the pinnacle of the coarse-graining hierarchy. The under-
lying atomic structure of matter is neglected altogether and is replaced with a con-
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tinuous and differentiable mass density. Analogous replacements are made for other
physical quantities such as energy and momentum. Differential equations are then
formulated either from basic physical principles, such as the conservation of energy
or momentum, or by invoking approximations within a particular regime. For exam-
ple, the standard equations of fluid mechanics are derived from conservation laws,
but are asymptotically valid only in the limit where the timescales of molecular
motion are much shorter than those of the fluid flow [50]. This can be justified for
simple fluids, but not for fluids composed of complex molecules such as polymers.
The rheology of complex fluids is modeled with constitutive relations that account
for the deformation history of the fluid and acknowledge the molecular origins of
deformation and flow.

There are many benefits of a continuum representation of materials phenomena.
Foremost among these is the ability to examine macroscopic regions in a space
over extended periods of time. This is facilitated by extensive libraries of numeri-
cal methods for integrating deterministic and stochastic differential equations. The
best known of these is the finite element method [S1]. This is a general method
for solving differential equations whereby the region of interest is tessellated with
a uniform or nonuniform mesh determined by contiguous components called ‘ele-
ments’. The solution of the differential equation is discretized on the mesh points,
called nodes, and interpolated within the elements. A partial differential equation
is thereby replaced by a set of coupled ordinary (algebraic) equations and solved
numerically for the values of the solution at the nodal points. The main advantage
of the finite element method is the flexibility in modeling geometric complexity,
material inhomogeneities, and anisotropies, all within a computationally efficient
framework.

We will now briefly describe the finite element process. This is a well-established
numerical method and there are many classic texts that are available on the subject.
The main aim here is to provide a bird’s eye view of the method so that the reader can
understand as to where the finite element method stands as regards the modeling of
nanostructures. Consider the deformation of a material from a reference state rg to
a deformed state r, which may vary with time. The displacement vector field u(r, ¢)
is defined in terms of these states as

u(r,t) =r() —rp (3.15)

Within the framework of linear elasticity, the components ¢;; of the strain tensor are
given in terms of the components (1, 12, u3) of u by

Eij =0.5(8jui ~|—3,-uj) (3.16)

where
Ok

(3.17)
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and (ry, rp, r3) are the components of r. The Hamiltonian 7 is expressed as the
sum of kinetic and potential energy contributions as

1 1
T = E/pﬁzdr+§/5ijcijkl8kldr (3.18)

where p is the mass density of the material, C;; are the components of the elasticity
tensor and summation is implied over repeated indices.

The finite element representation of the displacement field is defined at the nodes
of the elements, and shape functions (sometimes called interpolation functions or
basis functions) are used to extend this field throughout each element. Denoting by
¢; (r) the shape function for the ith node, the displacement field is

N,

u(r, 1) = > ¢i(ui(n) (3.19)

i=1

in which N, is the number of nodes and w; (¢) is the displacement at the i th node. This
relation implies two important properties of shape functions [51] : (i) a shape function
takes the value O or 1 at a nodal point r; : ¢;(r;) = §;;, where §;; is the Kronecker
delta; and (ii) the sum of all shape functions at any point r is unity: X;¢; (r) = 1.

A common choice for the shape function is linear interpolation, whereby the basis
function has the value unity at a given node and decreases to zero linearly at the nearest
neighbor nodes, and is zero elsewhere. This is also a convenient choice for coupling
to methods with atomic resolution because it permits a one-to-one correspondence
between nodes and atoms. Upon substitution of Eq. (3.19) into (3.18), we obtain the
finite element approximation to the elastic Hamiltonian:

e

Nys N,
1 <& ol
g = 5 E E (ufMguf + ufo;-u{Z) (3.20)
ij=1t=1

where N, is the number of elements and M and K are the finite element mass and
stiffness matrices, respectively. For atomic-size elements, the mass can be collapsed
onto the nodes rather than being uniformly distributed, in which case the mass matrix
becomes diagonal: M;; = m;d;;. Equations of motion for the displacement at the
nodes, in the form of a set of coupled ordinary differential equations, can now be
obtained from the finite element Hamiltonian in terms of the forces from the sur-
rounding nodes. Complementing the numerical solution of partial differential equa-
tions is the vast analytic methodology for identifying asymptotic scaling regimes and
performing stability analyses.

Additionally, if a continuum equation can be systematically derived from atom-
istic principles, there is the possibility of discriminating between inherently atomistic
effects and those that find a natural expression in a coarse-grained framework. Con-
tinuum equations also provide the opportunity for examining the effect of apparently
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minor modifications to the description of atomistic processes on the coarse-grained
evolution of a system which, in turn, facilitates the systematic reduction of full models
to their essential components.

3.7 Methods of Multiscale Modeling

Each of the methods described in the preceding section is best suited to a particular
level of accuracy, as dictated by the successive elimination of the original degrees
of freedom. Density function methods provide a quantum mechanical description
of electrons and nuclei, which is appropriate for processes such as crack formation,
chemical reactions, and surface kinetics. In these cases, the chemical bonds deviate
appreciably from their equilibrium configurations and,especially in extreme cases,
such as fracture, break. Where deviations from equilibrium are small but atomistic
resolution is still necessary, molecular dynamics offers many computational advan-
tages over a full density functional calculation. Monte Carlo methods are especially
useful for obtaining statistical information about a system from the transition rates
between configurations, whether in equilibrium or driven away from equilibrium.
Finally, continuum equations provide a reduced description in terms of continuous
fields for the coarse-grained evolution of the system.

The fundamental tenet of multiscale modeling is that the information at each scale
is systematically incorporated in a manner that transcends the single-scale descrip-
tion. There are two basic strategies for accomplishing this: sequential and concurrent.
In the sequential approach, the information from a calculation over particular length
and timescales is used as input into a more coarse-grained method. This approach
presumes that the phenomenon of interest can be separated into processes that operate
at distinct length and timescales. In concurrent multiscale modeling, these disparate
scales are combined within a single hybrid scheme, typically involving atomistic
and continuum calculations. The main theoretical challenge is to merge the two
descriptions in a manner that avoids any spurious effects due to this heterogeneity.
This approach is well suited to the simulation of fracture, where the complex feed-
back between the atomic-scale interactions and the macroscopic stresses preempts a
clear-cut separation of scales.

Several methodologies have been implemented within the sequential and concur-
rent frameworks. In the next few sections, we will review the main approaches and
provide examples of each methodology. Methods of sequential multiscale model-
ing include sequential parametrization, interface propagation, and systematic coarse
graining. Concurrent strategies typically combine an atomistic method, such as an
ab initio density functional calculation or molecular dynamics simulation, with con-
tinuum equations that are solved with a finite element method or some other dis-
cretization. An introduction to several multiscale methods may be found in the ref-
erence [52].
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3.8 Overview on Length Scales

Single-scale methods such as ab initio quantum mechanical methods or molecular
dynamics (MD) will have difficulty in analyzing such hybrid structures due to the
limitations in terms of the time and length scales that each method is confined to.
Because of the availability of accurate interatomic potentials for a wide range of
materials, classical MD simulations have become prominent as a tool for elucidating
complex physical phenomena. However, the length and timescales that can be probed
using MD are still fairly limited.

For the study of nanoscale mechanics and materials, we must model up to a
scale of several microns, consisting of billions of atoms, which is too large for MD
simulations. Therefore, the need arises to couple atomistic methods with approaches
that operate at larger length scales and longer timescales.

Continuum methods have in contrast had much success in the macroscale model-
ing and simulation of structures. Finite element (FE) methods are now the standard
numerical analysis tool to study such diverse problems as the modeling of crash-
worthiness in automobiles, the fluid-structure interaction of submarines, plasticity
in manufacturing processes, and blast and impact simulations. Therefore, the logi-
cal approach taken by many researchers in the desire to create truly multiple scale
simulations that exist at disparate length and timescales has been to couple MD and
FE in some manner.

The major problem in multiscale simulations is that of pathological wave reflec-
tion, which occurs at the interface between the MD and FE regions. The issue is that
wavelengths emitted by the MD region are considerably smaller than that which can
be captured by the continuum FE region. Because of this and the fact that an energy
conserving formulation is typically used, the wave must go somewhere and is thus
reflected back into the MD domain. This leads to spurious reflections from the FE-
MD interface and spurious heat generation in the MD region, and a contamination
of the simulation. The retention of heat within the MD region can have extremely
deleterious effects, particularly in instances of plasticity where heat generated within
the MD region is trapped; in such an extreme situation, melting of the MD region
may eventually occur.

A separate, but related issue to effective multiscale modeling is that of extending
the timescale available to MD simulations. This issue still remains despite the efforts
of the current multiscale methods to limit the MD region to a small portion of the
computational domain. Despite the reduction in the MD system size, limits still exist
on the duration of time that the MD system can be simulated. Research has been
on-going in the physics community to prolong the MD simulation time, particularly
for infrequent events such as surface diffusion. Two excellent examples of the types
of methods currently under investigation can be found in the works of Voter et al.
[53, 54].

This size limit of computation is far short to reach the macroscale such that
molecular dynamics alone cannot predict the properties and response of macroscopic
materials directly from their nano- and microstructures. Other atomistic methods also
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have difficulties for large systems. For example, the widely used conjugate gradient
method in molecular mechanics , the computational effort is of the order— N 2 where
N is the system size. It is therefore not suitable for large systems, nor for the rapid
simulation of nanoscale components that are up to a few hundred nanometers in size.

On the other hand, the conventional continuum methods such as the finite ele-
ment method (FEM) are not applicable to nanoscale components because they are
developed for macroscale problems. The macroscale material behaviors are incor-
porated in the conventional continuum FEM via the constitutive models of solids,
which are usually empirical and are determined from macroscale experiments such
as simple tension tests. These constitutive models represent the collective behavior
of many atoms, and cannot accurately predict the response of discrete atoms. For
example, for a uniform deformation on the macroscale (as in a simple tension test),
the atomic motion may not be uniform at the atomic scale even for a perfect atomic
structure without defects [55]. Furthermore, most atomistic interactions are multi-
body in nature, i.e., the energy in an atomic bond between a pair of atoms depends
on the positions of atoms both in and outside the pair (e.g., [56]). This ‘nonlocal’
dependence of energy is inconsistent with the macroscopic, local constitutive model
in the conventional FEM.

Since the atomistic simulations and continuum FEM have difficulties to scale up
and scale down, respectively, multiscale computation methods have emerged as a
viable means to study materials and systems across different length scales (e.g., [57—
60]). The basic idea is to combine the atomistic simulation methods which capture
the nanoscale physics laws with the continuum FEM, which represents the collective
behavior of atoms but significantly reduces the degrees of freedom. One approach is
to use the atomistic simulation methods for domains in which the discrete motion of
atoms is important and must be accounted for, and use the continuum FEM for the
rest where the response of materials and systems can be represented by the contin-
uum models. Such an approach involves artificially introduced interfaces between
domains of atomistic and continuum simulation methods. It requires the interface
conditions, which add significant computational efforts, and may lead to computa-
tion errors. Another approach in the atomistic continuum linkage is quasicontinuum
method [61-63]. The interatomic potential is directly incorporated into the contin-
uum FEM method via the Cauchy Born rule (e.g., [5]) to obtain the continuum strain
energy density from the energy stored in atomic bonds. The quasicontinuum method
involves both discrete atoms and continuum solids, and the method can also account
for the nonlocal effect [63], i.e., the multibody atomistic interactions. However, the
spurious or ghost force appears at the interface between the domains of (local) con-
tinuum and (nonlocal) atomistic simulations in the quasicontinuum method [61].
The quasicontinuum analysis uses the conjugate gradient method [62], which is an
order—N? method and is not suitable for large problems. Recently, Wagner and
Liu [60] coupled the atomistic and continuum simulations using a bridging scale
decomposition.
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In standard continuum mechanics, a solid body is decomposed into a set of idealized,
infinitesimal material volumes, each of which can be described independently as
far as the constitutive behavior is concerned. Of course, this does not mean that the
individual material points are completely isolated, but their interaction can take place
only on the level of balance equations, through the exchange of mass, momentum,
energy, and entropy.

Constructing a material model, one must select a certain resolution level below
which the microstructural details are not explicitly ‘visible’ to the model and need to
be taken into account approximately and indirectly, by an appropriate definition of
effective material properties. Also, one should specify the characteristic wavelength
of the imposed deformation fields that can be expected for the given type of geometry
and loading. Here, the notion of characteristic wavelength has to be understood in
a broad sense, not only as the spatial period of a dynamic phenomenon but also as
the length on which the value of strain changes substantially in static problems. If
the characteristic wavelength of the deformation field remains above the resolution
level of the material model, a conventional continuum description can be adequate.
On the other hand, if the deformation field is expected to have important components
with wavelengths below the resolution level, the model needs to be enriched so as to
capture the real processes more adequately. Instead of refining the explicit resolution
level, it is often more effective to use various forms of the so-called enriched or
generalized continuum formulations.

The enrichments are in general referred to as nonlocal, but this adjective must be
understood in the broad sense, covering both strongly nonlocal and weakly nonlocal
formulations. Precise mathematical definitions of strong and weak nonlocality were
given by Rogula [64] and are also explained in Bazant and Jirasek [65]. Here, we
only note that strongly nonlocal theories are exemplified by integral-type formula-
tions with weighted spatial averaging or by implicit gradient models, while weakly
nonlocal theories include for instance explicit gradient models. Entire concept of this
book is based on nonlocal elasticity, that is, we bring in the scale information in con-
tinuum formulation. The Chap.3 deals with the formulations concerning nonlocal
elasticity equations.

Let us now explain how the nonlocal theory is different from the local or standard
continuum theory. In standard continuum elasticity it is assumed that the density of
elastic energy stored per unit volume, w, depends only on the strain tensor, which is
directly related to the deformation gradient, i.e., to the first gradient of the displace-
ment field. The elastic energy stored by the entire body, W, is then evaluated as the
spatial integral of the elastic energy density. In the one-dimensional setting, one can
write

W:/W(u’(x))dx (3.21)
L
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where u’ = du /dx is the strain, further denoted as ¢, and L is the interval representing
geometrically the one-dimensional body. In linear elasticity, the elastic energy density
is given by

w(g) = %Eez (3.22)

is a quadratic function of strain.

In the standard continuum theory, propagation of waves in a homogeneous one-
dimensional linear elastic medium is described by the hyperbolic partial differential
equation

pii — Eu =0 (3.23)

where p is the mass density, E is the elastic modulus, u(x, ) is the displacement
and, as usual, over dots stand for derivatives with respect to time ¢ and primes for
derivatives with respect to the spatial coordinate x. Since p and E are constant
coefficients, Eq. (3.23) admits solutions of the form

u(x, t) = e kx=on (3.24)

where i is the imaginary unit, w is the circular frequency, k is the wavenumber, and
¢ = w/k is the wave velocity. In the next few subsections, we will discuss how
enrichments can be introduced to bring in ceratin scale parameter in the continuum
equations.

3.9.1 Strain-Gradient Elasticity

One class of enrichments is based on the incorporation of higher gradients (or deriva-
tives) of the displacement field. In general, the elastic energy dens1ty can be assumed
to depend on higher derivatives of displacements such as u , u , u'’, etc. The sim-
plest strain-gradient theory of elasticity uses enrichment by the second displacement
gradient, u//, which is equal to the strain gradient, &', further denoted as 5. If we
consider one single material point only, the strain gradient is locally independent of
the strain value. In the linear case, the enriched elastic energy density potential is
written as

1, 1,
w(e, n):EEs ~|—§C77 (3.25)

where C is a higher order elastic modulus. The variation of elastic energy density is
given by
ow ow

b = b6 + 3—5;7 = 08e + xon (3.26)
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whereo = %—2 = E¢isthe (Cauchy)stressand y = g—‘; = Cnisthe so-called double
stress. Based on the extended form of the principle of virtual work, it is possible to

derive the static equilibrium equation
(c—x)Y+b=0 (3.27)

where b is the body force density. In dynamics, b is replaced by the inertial force
density, —pii. Combining this with the constitutive equations 0 = E¢ and x = Cn
and with the kinematic equations ¢ = u” and n = u”, we obtain the wave equation
of strain-gradient elasticity

pii — Eu +Cu’” =0 (3.28)

which differs from the standard wave Eq. (3.23) by the presence of a term with the
fourth spatial derivative of displacement.

When C = 0, the model reduces to standard elasticity. In strain-gradient elasticity
it is usually assumed that the higher order modulus C is positive. This assumption
leads to a convex energy potential and permits to generalize certain uniqueness
theorems known from standard elasticity. However, for C > 0, the phase veloc-
ity increases with increasing wavenumber. We know that the discrete mass-spring
model exhibits the opposite trend, and this is also confirmed by measurements of
dispersion curves in real crystals. Even for heterogeneous continua, the dispersion
curves (determined experimentally or by analytical solution of some simple cases)
typically have negative curvature. So the strain-gradient theory gives a reasonable
approximation of the dispersion effect only if the higher order modulus C is negative.
Convexity of the elastic potential is then lost and uniqueness cannot be guaranteed.

Indeed, if C = —E¥¢2, where ¢ is a model parameter with the dimension of
length, the phase velocity of a harmonic wave with wavenumber k¢ = 1/¢ vanishes.
This means that the equation of motion (3.28) is satisfied by a stationary wave of
wavelength 27 / kerir = 2 €. A similar result was found for the discrete mass-spring
model, but in that case the stationary wave in reality represented a uniform translation,
because the values of the displacements had physical meaning only at discrete points
with spacing equal to the critical wavelength. In contrast to that, a stationary wave
in a continuous elastic medium is physically inadmissible [66].

3.9.2 Models with Mixed Spatial-Temporal Derivatives

Due to the unstable behavior of short waves, Eq. (3.28) is sometimes called the bad
Boussinesq problem. This equation can describe dispersion of waves with moderate
wavenumbers but leads to instabilities if waves shorter than the critical wavelength
2m ¢ are involved. If the body of interest is discretized by finite elements, the minimum
wavelength that can be captured by the numerical approximation is proportional to
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the element size. Therefore, for meshes that are sufficiently coarse with respect to
the material length parameter ¢, the numerical solution leads to reasonable results.
However, upon mesh refinement, the solution becomes polluted by unstable modes
rapidly oscillating in space.

Several modifications of the bad Boussinesq problem were proposed in the liter-
ature. Fish et al. [67] replaced the term with the fourth spatial derivative, u’", by a
term with a mixed derivative, ii . Their arguments can be rephrased and expanded
as follows: For small wavenumbers, the fourth-order term in Eq. (3.28) is negligible
with respect to the second-order terms, so we can write £ U~ pii. Differentiating
this twice with respect to x, we obtain Eu’’ ~ pii. Finally, replacing in Eq. (3.28)
u'’ by (,o/E)ii” and C by —E¢? yields a modified wave equation

pii — Eu' — pl%i =0 (3.29)

which was called by Fish et al. [67] as the good Boussinesq problem. This problem
can be expected to have similar solutions to the original bad Boussinesq problem at
low wavenumbers, however, we can expect a different asymptotic behavior for high
wavenumbers.

With a proper choice of parameters, the model can reasonably approximate disper-
sion and it does not suffer any unstable behavior at shorter wavelengths. Its disadvan-
tage is that the presence of the fourth derivative u'” requires either a C'-continuous
finite element approximation (which is hard to construct on general meshes in mul-
tiple dimensions) or a mixed approach with independent approximations of several
fields (e.g., the displacement field, stress field, the strain field, etc.). Also, nonstan-
dard higher order boundary conditions are needed on the physical boundary of the
investigated body.

3.9.3 Integral-Type Nonlocal Elasticity

Another class of enrichments is based on weighted spatial averaging. The simplest
model of this kind can be derived from the elastic potential

W= l//E(x,g)g(x)s(s)dxdg (3.30)
2J)uJL

where E (x, &) is a function describing the generalized elastic modulus. The variation
of elastic energy is evaluated as

SW = l//E(x,S)Ss(x)e(é)dxdé—i—l//E(x,é)a(x)z?s(é)dxdé (3.31)
2 LJL 2 LJL

This implies
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1
ow =3 [ 1B+ etz (3.32)
LJL

This can be written in the usual form 6W = f ; 0 (x)8e(x)dx if the stress is defined
as

o (x) = /L E,(x. £)e(8)de (3.33)

where |
Es(x,8) = 5 [E(x,8) + E(, x)] (3.34)

is the elastic modulus function symmetrized with respect to its arguments. The corre-
sponding equilibrium equations derived from the principle of virtual work by keeping
this in their standard form, ¢’ + b = 0. Consequently, the wave equation for this

model reads 5
a9 e
o =5 [ B ™ g =0 (335)

Since function E(x, &) reflects the strength of long-distance interaction between
points x and &, its value can be expected to be negligible if the distance between x
and ¢ is large compared to the internal length of the material (which corresponds to
the characteristic size and spacing of major heterogeneities). For functions E; with
a sufficiently fast decay, the integrals in Egs.(3.33) and (3.35) make sense even if
the integration domain L is considered as the entire real axis. If the body is infinite
and macroscopically homogeneous, function E(x, &) should depend only on the
distance between x and &. Bearing in mind these restrictive assumptions, we present
the modulus function in the form

Es(x,§) = Epao(x — §) (3.36)

where Ej is a reference value of the elastic modulus and «q is a dimensionless even
function, further called the nonlocal weight function.

Substituting the assumed harmonic form of an elastic wave into the transformed
wave equation

9%u(x, 1) oo D*u(€, 1
——— — E —&)———d&=0 3.37
P o/_oo ap(x —§) 222 § (3.37)
we obtain the dispersion equation
— pw* + Eok’a (k) =0 (3.38)
in which
+00 )
ab (k) = / ao(r)e * dr (3.39)
—00
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is the Fourier image of the nonlocal weight function oo (r). Relation (3.38) shows
that there is a unique correspondence between the dispersion law and the Fourier
image of the nonlocal weight function.

The transformation of the model of Fish et al. [67] into a integral-type nonlocal
model can also be performed directly. At a fixed time instant, Eq. (3.29) can be

written as
" 2. E
i — 0% = —u (3.40)
0

and interpreted as an ordinary differential equation for the unknown acceleration i,
with the current displacement u considered as known. Equation (3.40) has the form
of the so-called Helmholtz equation, and its solution satisfying conditions of bound-
edness (which play the role of boundary conditions at plus and minus infinity) can
be expressed as

E +w "
ii(x, &) = ;/ Gr, &y (&, O (3.41)

—00

where G (x, &) is the Green function of the Helmholtz equation, formally obtained as
the solution of this equation with the Dirac distribution & (£) on the right-hand side.
It turns out that the Green function in this case given by

1wl
G(x,€)=ﬁe C (3.42)

and so Eq. (3.41) is in fact equivalent with Eq. (3.37) if the nonlocal weight function
Ir|

o is selected according to formula o (r) = ﬁe [

The common denominator of all examples presented in the preceding sections is
that the characteristic wavelength of the deformation field becomes comparable to the
characteristic size of the internal material structure. Here, the notion of characteristic
wavelength has to be understood in a broad sense, not only as the spatial period of
a dynamic phenomenon, but also as the length on which the value of strain changes
substantially in static problems. Such a more general definition could be based, e.g.,
on a suitably normalized ratio between the maximum strain and the maximum strain
gradient (both in absolute values). Thus the characteristic wavelength is necessarily
close to the internal material length if the size of the specimen is not much larger than
the size and spacing of major heterogeneities, or if strain localizes due to softening.

The enrichment terms introduced by various generalized continuum theories have
a differential or integral character, but all of them can be considered as nonlocal, at
least in the weak sense. They always introduce a model parameter with the dimension
of length, which reflects the internal length scale of the material.

The nonlocal enrichments can be useful in a wide range of mechanical problems.
Unfortunately, so far there is no general and universally accepted theory covering
this entire range within one unified framework. Although the first nonlocal theories
were pioneered in the 1960s, there are many problems that still remains open and
many issues unresolved. Some of the most challenging questions include the correct
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formulation of boundary conditions, micro—mechanical justification of models with
nonlocal internal variables, or identification techniques for the internal length para-
meter and its possible evolution.

The limitation of the applicability of the classical or local continuum modeling,
such as beam and shell models, is partly due to the fact that the classical model-
ing does not admit intrinsic size dependence in elastic solutions of inclusions and
inhomogeneities. It is thus concluded that the applicability of classical continuum
modeling to revealing small scales is questionable, since the material microstructure
at small size, such as the lattice spacing between individual atoms, becomes increas-
ingly important and the discrete structure of the material can no longer be homoge-
nized into a continuum. Therefore, newly proposed continuum modeling rather than
the classical continuum modeling is expected to take into account the scale effect
while handling large-scale nanomaterial analysis. At nanometer scales, size effects
often become prominent, the cause of which needs to be explicitly addressed with
an increasing interest in the general area of nanotechnology. The modeling of such
a size-dependent phenomenon has become an interesting subject nowadays.

The scale effect was accounted for in elasticity theory by assuming the stress at a
reference point to be a functional of the strain field at every point in the body by the
nonlocal elasticity theory (it will be discussed in detail in the preceding chapters).
In this way, the scale effect could be considered in the constitutive equations simply
as a material parameter, while the classical elasticity theory cannot account for the
scale effect, since the stress state is dependent uniquely on the strain state at the same
point. Askes and Aifantis [68] present their discussion on the controversy regarding
dynamic nonlocal elasticity and static nonlocal elasticity.

Chapter 4 details the nonlocal elasticity theory in greater depth. A lot of emphasis
is given to this theory in this book since the focus of this is book is to bring in the
role played by the scale parameter in the wave propagation in CNTs and Graphene
structures.

3.10 Summary

This chapter gives a brief outline of all the available mathematical modeling methods
for nanostructures. The major part of the chapter deals with explanation of different
modeling schemes for nanostructures, where the atomistic, molecular dynamics, con-
tinuum modeling, and multiscale modeling schemes are described in detail. Among
the atomistic models, ab initio models and the models based on density functional
theory are reviewed in detail. Next, the molecular dynamics modeling procedure is
given. In particular, molecular dynamics models for wave propagation in CNTs and
Graphene are reviewed in detail. This is followed by a brief review of Monte Carlo
methods. Among the continuum modeling schemes, the nonlocal elasticity models,
which is primary focus of this book, is dealt in detail. Here, different enrichment
schemes, each of which introduces a scale parameter, are discussed in great detail in
this chapter
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Chapter 4
Theory of Nonlocal Elasticity

Continuum theories describe a system in terms of a few variables such as mass,
temperature, voltage, and stress, which are highly suited for direct measurements
of these variables. Their successes, expediency, and practicality, have been demon-
strated and tested throughout the history of science through explaining and predicting
diverse physical phenomena.

The physical world is composed of atoms moving under the influence of their
mutual interaction forces. These interactions at microscopic scale are the physical
origin of many macroscopic phenomena. Atomistic investigation helps to identify
macroscopic quantities and their correlations, and enhance our understanding of
various physical theories. To explain the fundamental departure of microcontinuum
theories from the classical continuum theories, the former is a continuum model
embedded with microstructures to describe the microscopic motion, or a nonlocal
model to describe the long-range material interaction. This extends the application
of the continuum model to microscopic space and short-time scales. Micromorphic
theory [1, 2] treats a material body as a continuous collection of a large number of de-
formable particles, with each particle possessing finite size and inner structure. Using
assumptions such as infinitesimal deformation and slow motion, micromorphic the-
ory can be reduced to Mindlin’s microstructure theory [3]. When the microstructure
of the material is considered rigid, it becomes the micropolar theory [1]. Assuming a
constant microinertia, micropolar theory is identical to the cosserat theory [4]. Elimi-
nating the distinction of macromotion of the particle and the micromotion of its inner
structure, it becomes couple stress theory [5, 6]. When the particle reduces to the
mass point, all the theories reduce to the classical or ordinary continuum mechanics.

4.1 Need for Nonlocal Elasticity for Nanostructures

The nanostructures length scales are often sufficiently small, and hence for the
applicability of classical continuum models, we need to consider the small length
scales such as lattice spacing between individual atoms, grain size, etc. Although
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solution through molecular dynamics (MD) simulation is a possibility for such prob-
lems, its large computational cost prohibits its use for a general analysis. The con-
ventional continuum models cannot handle scale effects. Hence the best alternative
is to use those methods which provide the simplicity of continuum models and at the
same time incorporate the effects of scale in such chosen continuum models.

The length scales associated with nanostructures like carbon nanotubes are such
that to apply any classical continuum techniques, we need to consider the small
length scales such as lattice spacing between individual atoms, grain size, etc. This
makes a consistent classical continuum model formulation very challenging. Hence,
the Eringen’s nonlocal elasticity theory [7-10] is useful tool in treating phenomena
whose origins lie in the regimes smaller than the classical continuum models. This
theory takes account of remote action forces between atoms. This causes the stresses
to depend on the strains not only at an individual point under consideration, but at
all points of the body. In this theory, the internal size or scale could be represented in
the constitutive equations simply as material parameters. Such a nonlocal continuum
mechanics has been widely accepted and has been applied to many problems in-
cluding wave propagation, dislocation, crack problems, etc. [11]. Recently, there has
been great interest in the application of nonlocal continuum mechanics for modeling
and analysis of nanostructures such as CNTs and graphene sheets. Application of
nonlocal continuum theory to nanotechnology problems was initially addressed by
Peddison et al. [11], in which the static deformation of a beam structures based on a
simplified nonlocal model was analyzed.

4.2 Introduction to Nonlocal Elasticity

Eringen’s nonlocal theory of elasticity accommodates an equivalent effect due to
nearest neighbor interaction and beyond the single lattice in the sense of lattice
average stress and strain. This theory assumes that the stress state at a reference
point X = (x1, x2, x3) in the body is regarded to be dependent not only on the strain
state at x but also on the strain states at all other points x of the body. This is in
accordance with atomic theory of lattice dynamics and experimental observations
on phonon dispersion. The most general form of the constitutive relation in the
nonlocal elasticity type representation involves an integral over the entire region of
interest. The integral contains a nonlocal kernel function, which describes the relative
influences of the strains at various locations on the stress at a given location. The
constitutive equations of linear, homogeneous, isotropic, and nonlocal elastic solid
with zero body forces are given by [§]

ok +p(fi —u) =0 4.1

o (X) = /g a(jx = x|, Hop (x)d2(x) (4.2)
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o (X') = Aepr (X0 + 2per (X)) (4.3)

1 (auk(x/) " aul(X/))

N — —
en(x) = 2 0x; 0x;,

4.4)

Equation (4.1) is the equilibrium equation, where oy, p, fi, and u; are the stress tensor,
mass density, body force density, and displacement vector at a reference point X in
the body, respectively, at time 7. Equation (4.3) is the classical constitutive relation
where o, (x') is the classical stress tensor at any point x” in the body, which is related
to the linear strain tensor ey; (x') at the same point through the lame constants A and .
Equation (4.4) is the classical strain—displacement relationship. The only difference
between Egs. (4.1)—(4.4) and the corresponding equations of classical elasticity is
the introduction of Eq.(4.2), which relates the global (or nonlocal) stress tensor
o to the classical stress tensor of,;(x’) using the modulus of nonlocalness. The
modulus of nonlocalness or the nonlocal modulus a(|x — x'[, £) is the kernel of the
integral equation (4.2) and contain parameters which correspond to the nonlocalness
[12]. A dimensional analysis of Eq.(4.2) clearly shows that the nonlocal modulus
has dimensions of (length) 3 and so it depends on a characteristic length ratio a/¢
where a is an internal characteristic length (lattice parameter, size of grain, or granular
distance) and £ is an external characteristic length of the system (wavelength, crack
length, size, or dimensions of sample) [10], £2 is the region occupied by the body.
Therefore the nonlocal modulus can be written in the following form:

a=a(x=x1.9. £=° (4.5)
where e is a constant appropriate to the material and has to be determined for each
material independently [10].

Making certain assumptions [10], the integro-partial differential equations of
nonlocal elasticity can be simplified to partial differential equations. For example,
Eq. (4.2) takes the following simple form:

(1 — 22V (x) = 0§, (X) = ChimnEmn(X) (4.6)

where C;jy is the elastic modulus tensor of classical isotropic elasticity and ¢;; is the
strain tensor. Where V2 denotes the second order spatial gradient applied on the stress
tensor oy x and & = epa /L. The validity of Eq. (4.6) has been justified by comparing
the expressions for frequency of waves from the nonlocal model above with those
of the Born-Karman model of lattice dynamics [10]. Eringen reports a maximum
difference of 6 %, and a perfect match for nonlocal constant value of eg = 0.39 [10].
To the best of authors knowledge, no experiments have been conducted on CNT
to determine the value of e, which has been assumed as a constant appropriate to
each material in the published literature. In the upcoming sections, a summary of the
works done so far to estimate the nonlocal scale parameter is presented.
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Generally used kernel function a(|x — x'|, £) is given in [9] is of the form

1 VXX
Ko
2mE202 &l
where K is the modified Bessel’s function.

As ¢ — 0, o must revert to the Dirac delta measure so that classical elasticity
limit is included in the limit of vanishing internal characteristic length, that is,

a(|x], §) =

4.7

lim a(ix =X, = (x ~ ) 438)

We therefore expect that « is a delta sequence.

In the theory of nonlocal elasticity, the stress at a reference point x is considered
to be a functional of the strain field at every point X in the body. For homogeneous
isotropic bodies, the linear theory leads to a set of integro-partial differential equations
for the displacement field, which are generally difficult to solve. For a spacial class of
kernels, these equations are reducible to a set of singular partial differential equations
for which the literature is extensive.

The selection of the appropriate class of kernels is not ad hoc but fairly general,
based on mathematical conditions of admissibility and physical conditions of verifia-
bility. For example, the dispersion curves available from lattice dynamics and phonon
dispersion experiments provide excellent testing on the success of these kernels. Ul-
timately, these kernels should be expressed in terms of interatomic force potentials
or correlation functions. Presently, several solutions obtained for various problems
support the theory advanced here. For example, the dispersion curve, obtained for
plane waves are in excellent agreement with those of the Born-Karman theory of
lattice dynamics. The dislocation core and cohesive (theoretical) stress predicted by
nonlocal theory are close to those known in the physics of solids. Moreover, nonlocal
theory reduces to classical (local theory) in the long wavelength limit and to atomic
lattice dynamics in the short wavelength limit. These and several other considerations
lead us to the exciting prospect that by means of nonlocal elasticity, excellent approx-
imation may be provided for a large class of physical phenomena with characteristic
lengths ranging from microscopic to macroscopic scales. This situation becomes spe-
cially promising in dealing with imperfect solids, dislocations, and fracture, since in
these cases, the internal (atomic) state of the body is difficult to characterize.

The solution of nonlocal elasticity problems are however difficult mathematically,
since little is known on the treatment of integro-partial differential equations, espe-
cially for mixed boundary value problems. Therefore, the treatment of these problems
by means of singular differential equations is promising. This is born out, at least,
with the treatment of two problems here, namely the screw dislocation and Rayleigh
surface waves. Results for both problems are gratifying in that they are supported by
atomic lattice dynamics and experiments.

For nonlocal elasticity, there exists a differential form for the stress—strain rela-
tion [8],
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2 9272
(I —=&74°V9oij = Cijucn 4.9

where the operator V2 is the Laplacian operator. Notice that in the nonlocal elasticity,
the effect of small length scale is considered by incorporating the internal parame-
ter length into the constitutive equation. One may also see that when the internal
characteristic length a is neglected, i.e., the particles of a medium are considered
to be continuously distributed, then ¢ = 0, and Eq. (4.9) reduces to the constitutive
equation of classical elasticity.

4.3 Types of Nonlocality

The local dependence of a physical quantity (the effect r) at a point x of space at
time 7(r(x, y, z, 7)) on another physical quantity (the cause p) at the same point
x and at the same time 7(p(x, y, z, 7)) has the general form

r(x, y, z, ) =r(px, y, z, 7)) (4.10)

1. Spatial nonlocality
It means that the effect R at the point x at time 7 depends on the causes at all
points x” at the same instant of time:

R(x, vy, z, T) :/ a(x=x1, r(pC’, ¥y, 2, ) dx'dy dz’ (4.11)
\%

2. Temporal nonlocality (materials with memory)
The effect R at the point x at time 7 depends on the history of causes at the point
x over all preceding time and at the present instant:

R(x, y, z, T) =/ B(r—1, Qripx, y, z, 7)) dr’ 4.12)

—00

3. Mixed nonlocality
It is the simultaneous effects of memory and spatial nonlocalness. For this case
we have an effect R at the point x at time 7 that depends on the causes at all
spatial points X’ and at all times 7/ < T:

R(x, y, z, ) :/ /’y(lx—x/|, =1, & QOrp’, ¥, 2, 7)) dx' dy' dZ’ dr’
ey 4.13)
Here V is the volume occupied by the body.
The moduli of nonlocalness «(|x —x/|, §), B(r—7. (), v(x—x,
T =17, (, &), the kernels of the integral relations Egs. (4.11)-(4.13), contain
parameters that correspond to the nonlocalness:
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_ Lint

(4.14)
5 Lext
Tine

= (4.15)
C Text

where Ly is the internal characteristic length (the lattice parameter, or size
of grain), L¢y; is the external characteristic length (wavelength, or size of the
sample); Tiy is the internal characteristic time (relaxation time, time for a signal
to travel between molecules), Tex is the external characteristic time (the time of
application of the external action, period of vibration and so forth) [13].

If we consider the stress—strain state of a rigid body, the cause is the strain €, and
the effect is the stress o. The corresponding local and different types of nonlocal
linear equations of state have the following form:

e Local or Classical constitutive relation:
O-ij(-xv ys <, T):Cijkmgkm(-xv ys 2, T)v (416)
e Spatial nonlocalness:

oij(x, ¥, 2, T) =/ ijkm (X =X, &) exm(x’, ¥, 2/, 7) dx" dy’ dZ,
%

4.17)
e Temporal nonlocalness:

-
oij(x, y, 7, T) =/ Bijim (T =7, ) im(x, y, z, THdr',  (4.18)
—0o0
e Mixed nonlocalness (both spatial and temporal):

oij(x, ¥, z, T) =/ / Yijiem (X =X'|, 7 =7, & Qewm’, ¥, 2/, ) dx" dy’ d2’ d7'.
—ocoJV

(4.19)

It is obvious that the local elastic body is obtained from Eq. (4.17) by passing to the

limit as & — 0, since

%iilz)aijkm(|x_x/|v§) = Cijimd(Ix —x') (4.20)

Hence in the long-wave limit the nonlocal theory of elasticity reduces to the classical
theory of elasticity, and in the short-wave limit it agrees with the theory of the atomic
lattice.
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4.3.1 Properties of the Kernels

We may express « in a more appropriate form as

a=a(x—x|0, £= %

where e is a constant appropriate to the material.

—

The nonlocal modulus has the following interesting properties.

. Tt acquires its maximum at X’ = x attenuating with |x — X/|

When £ — 0, a must revert to the Dirac delta measure so that classical elasticity
limit is included in the limit of vanishing internal characteristic length

fliH})a(IX—X’I,é“) =0(x —x']) (4.21)

We therefore expect that « is a delta sequence. That is, nonlocal dependence
becomes local in passage to the limit,

. For small internal characteristic lengths, i.e., when £ — 1, nonlocal theory

should approximate atomic lattice dynamics

. By matching the dispersion curves of plane waves with those of atomic lattice

dynamics (or experiments), we can determine a for a given material. Several
different forms have been found (some of the most important forms are also
given in this section)

. We observe that all nonlocal moduli given above are normalized so that their

integrals over the domain of integration (line, surface, or volume) give unity.
Moreover, they are all § sequence, i.e., when £ — 0 we obtain the Dirac delta
function, Because of this property, nonlocal elasticity in the limit £ — O reverts
to classical elasticity as can be seen by letting £ — 0 in Eq.(4.2), to obtain
Hooke’s law of classical elasticity.

. We now exploit the above observation further by assuming the following: When

« takes on a Greens function of a linear differential operator .7, i.e.,
La(x —x|) = (x —x|) (4.22)
the nonlocal constitutive relation Eq. (4.2) is reduced to the differential equation

Loyj = of, (4.23)

and the integro-partial differential equation (4.1) is correspondingly reduced to
the partial differential equation

oij + 2 (fi — pii;) =0 (4.24)
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By matching the dispersion curves with lattice models, Eringen [8, 9] proposed
a nonlocal model with the linear differential operator .Z defined by

L =1-(epa)*V? (4.25)

where a is an internal characteristic length (lattice parameter, granular size or
molecular diameters) and e is a constant appropriate to each material for adjust-
ing the model to match some reliable results by experiments or other theories.
Therefore, according to Egs. (4.2), (4.3), (4.4), and (4.9), the constitutive rela-
tions may be simplified to

(1 - (eoa)zvz) 01j = 0f; = Cijuien (4.26)

For simplicity and to avoid solving integro-partial differential equations, the
nonlocal elasticity model, defined by the relations given by Egs. (4.23)—(4.26),
has been widely adopted for tackling various problems of linear elasticity and
micro-/nanostructural mechanics.

Eringen [9] has studied the properties of the functions « (|X - x|, f) and pro-

posed some specific expressions for these kernels, which are in good agreement
with the results of the theory of crystal lattice. For example, the following are some
examples which have found applications:

One-Dimensional Moduli:

alfx —x1.§) = é (1 - 'X;;/'), x— x| < ¢
=0, |x—x|> £ 4.27)
| Ix — x| 428
a(|x—x|,§)_%exp(— € ) (4.28)
(Ix —x], &) = L . (_ﬂ) (4.29)
«a , _E\/ﬂ'_f Xp 7 .

Two-Dimensional Moduli:

a(x—x1, €

! ( Vix = Xq) (4.30)

- K
2re2e2 O\ e

where K is the modified Bessel’s function.

/ _ 1 |X_X/|2
o (|x —-Xx|, 5) = % exp | — %€ 4.31)
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Three-Dimensional Moduli:

1 — <7
o(x—x|, €) = e P (—%) (4.32)

1 _ /12
a(x—x|, &) = Y (—%) (4.33)

where n = al2 / (4C2); ay is the lattice parameter; C is the corresponding constant,
which can be determined either by experiment or by applying the results of the theory
of the atomic lattice.

4.4 Nonlocal Constitutive Relations

In this section, we will give the nonlocal constitutive relations for 1D, 2D, 3D, and
axisymmetric problems, which will be extensively used in the later chapters for
deriving the dispersion relations for different nano waveguides.

4.4.1 Nonlocal Constitutive Relation for 1D Problems

According to nonlocal elasticity, the constitutive relation of nonlocal elasticity for
1D problems is expressed as

d2
xx — (eoa)z% = Ecyy (4.34)
X

4.4.2 Nonlocal Constitutive Relations for 2D Problems

According to nonlocal elasticity, the constitutive relations of nonlocal elasticity for
2D problems are expressed as

8o 8o E

oex — (e0a)? [ T 8;2“] =ty @39)
o o E

oy — (e0a)® [ ax? - By;yi| = T3 +vEw) (4.36)
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= (4.37)

0T
Txy — (e()a)2 |: ad + = 2(1 n l/) Vxy

827xy E
Ox2 0y?

4.4.3 Nonlocal Constitutive Relations for 3D Problems

According to nonlocal elasticity, the constitutive relations of nonlocal elasticity for
3D problems are expressed as

Oox — (e9a)? [8;?? + 8;‘;’5" + a;;’;“_ = (e Hvey e (439)
oyy — (e0a)? [a;z;y + a;;;y + a;‘z’;y' = _EV2 (Eyy + Vexy + vezz) (439)
o2; — (e0a)” [a;;f;z + a;;rf - 8;;“_ =1 fyz (g2 + veyy +vEr) (4.40)
Tey — (e0a)’ [a;;y a;;;y + a;;”: =3 (1]1 5 (4.41)

Ty: — (e0a)? [5;;1 n 3;;;z 8;;;: _ 2(1i 0 (4.42)

ex — (eo@)’ [8;;,( + 8;;? a;?: - 2(1‘Ljr ) = (443)

where oy, oy, 0, are the normal stresses, Tyy, Ty;, Ty are the shear stresses,
€xx> Eyy, Ez are the normal strains, yyy, 7yz, 7Vzx are the shear strains. E is the
Young’s modulus of the material, v is the Poisson ratio, and the parameter epa is the
scale coefficient that captures the small scale effect on the response of structures in
nano-size.

4.4.4 Nonlocal Constitutive Relations for Cylindrical Shell
Problems

Carbon nanotubes may be modeled by nonlocal cylindrical shells. Hence, for the case
of cylindrical shells, the nonlocal constitutive relations in polar coordinate system
(R, 0) are given by

0o 1 9%¢ E
oxx — (e0a) [ 52 TR 39;"‘] = T3 (Exx +vE) (4.44)
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82099 1 82099 E
2
ogo — (eoa) [ TR o ] = 7200+ vex) (4.45)
9T 0 1 0°Typ E
2 X X
w0 — — = n 4.46
Txo — (eoa) |:8x2 +R2 892] 2(1+V)’ye (4.46)

where R is the radius of the shell.

4.5 Summary

A brief introduction and the concepts of the nonlocal elasticity are presented in
this chapter. The fundamental governing equations of nonlocal elasticity are also
presented and the properties of the kernel functions are also discussed. The major
properties of the kernel are the following:

« (|X — x|, 5) has a maximum at [x — x'|,
(|X — x|, ) tends rapidly to zero as |x — X'| increases,
(|x —X/|, £) is a continuous function of |x — x/|,
( x —X'|, £)isadeltasequence, tending to the Dirac delta function (§) as & — 0:

Jye (Ix—x L §)dV) = 1.

Finally, the simplified nonlocal constitutive relation is given in cartesian and cylin-
drical coordinate systems, which are useful for formulating the governing equations
of nanostructures. The nonlocal theory and the equations presented in this chapter
forms the basis for the study of wave propagation in nano waveguides, which are
presented in the following chapters of the book.
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Chapter 5
Material Property and Nonlocal Scale
Parameter Estimation for Carbon Nanotubes

The estimation of mechanical material properties such as Young’s modulus, shear
modulus, and Poisson’s ratio for CNTs has always been difficult to measure due to
their small sizes. Researchers have always used mathematical models to roughly esti-
mate these properties. In addition, the value of nonlocal parameters which introduces
the scale effects in continuum models, has been extensively reported in the literature
with different researchers reporting values of this parameter and they are found to
have a large scatter. In this chapter, we will outline a few modeling procedures to
determine the in-plane stiffness (Young’s modulus) and the nonlocal scale parameter.

Material properties of carbon nanotubes, such as the in-plane stiffness, shear
modulus, and bending rigidity, have been explored experimentally and numerically.
Krishnan et al. [1] estimated the Young’s modulus of SWCNTSs to be 0.9 ~ 1.7 TPa
by observing their freestanding room temperature vibrations in a transmission elec-
tron microscope. Salvetat et al. [2] used an atomic force microscope and a special
substrate to estimate the elastic and shear moduli of an SWCNT to be of the order
of 1 TPa and 1 GPa, respectively. The length-dependent in-plane stiffness and shear
modulus of chiral and achiral SWCNTs subjected to axial compression and torsion
were discovered via molecular simulations [3]. It is expected that nonlocal elasticity
can be applied to reveal the scale effect on the material properties of CNTs. Wang
et al. [4], estimated the length-dependent stiffness from the nonlocal elasticity and
verified through molecular simulation results and recommended that the nonlocal
parameter is about 0.7 nm for the application of the nonlocal theory in analysis of
carbon nanotubes. However, there is currently no consensus on the value of the non-
local parameter that should be used to model CNTs and this could be the subject of
further research.

This chapter presents the estimation of material property, length-dependent in-
plane stiffness, and the nonlocal scale parameter for armchair, zigzag, and chiral
nanotubes.

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 71
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_5,
© Springer International Publishing Switzerland 2013
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5.1 Length-Dependent In-plane Stiffness of Carbon Nanotubes

In this section, the length-dependent in-plane stiffness of SWCNTs is investigated via
Eringen’s theory of nonlocal elasticity. The SWCNT is modeled as an Euler-Bernoulli
beam subjected to axial compression. From the derived nonlocal governing equation,
a closed-form solution for the material property of SWCNT is obtained for various
boundary conditions.

5.1.1 Governing Equations for SWCNT

Consider a CNT shown in Fig.5.1a and the corresponding hollow circular beam
idealization shown in Fig.5.1b.

For the present analysis the CNT is modeled as a Euler-Bernoulli beam. Based
on the Euler-Bernoulli beam theory the displacement field is given as

ow
u=-z—, v=0, w=wkx) 5.1
ox
where w is transverse displacements of the point (x, 0) on the middle plane (i.e.,
z = 0) of beam. The only nonzero strain of this beam theory is

Exx = —ZI7—> (5.2)

This is also called as bending strain. The equations of motion of the Euler-Bernoulli
beam theory are given by

Fig. 5.1 a A typical CNT (a)
b Hollow circular beam ide-

laization of CNT subjected to

axial compression
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d
90 _ 0 (5.3)
0x

2M 9 ow

— ——(rP=)=0 (5.4)

ax2  dx ax

where
Q=/O’xdi, M=/zaxdi (5.5)
A A

Here, Q, M, and P are the axial force, bending moment, and the axial compressive
load, respectively, and o, is the axial stress on the yz—section in the direction of x.

Using the nonlocal constitutive relation, one can express stress resultants in terms
of strains. As opposed to the linear algebraic equations between the stress resultants
and strains in a local theory, the nonlocal constitutive relations lead to differential
relations involving the stress resultants and the strains. In the following, we present
these relations for homogeneous isotropic beams. The nonlocal constitutive relation
takes the following special form for one-dimensional case:

oxx — (eoa) —3 7 = Eéexx (5.6)
X

where FE is the Young’s modulus of the beam. Using Eqgs. (5.5) and (5.6), we have

0~ (' 22 = a2 (5.7)
— (epa =EA_— :
0 52 dx
,°M
M — (epa)” —5 = Elk. (5.8)
ox
where I = [, z>d A is moment of inertia of beam cross section and k, = —g%v is

bending strain of the beam.

With the help of nonlocal constitutive relation and equations of motion, the bend-
ing moment can be expressed in terms of the generalized displacements. By substi-
tuting Eq. (5.8) into Eq. (5.4), we get

92w

S+ (epay* - (Pa—w) (5.9)
0 0x 0x

M=—El—
X

Substituting M from Eq.(5.9) into Eq. (5.4), we obtain the governing partial differ-
ential equation of motion of Euler-Bernoulli beam under axial compressive load (P)

as
dtw L, T8 [ ow d [ dw
—El— — | —{(P— )| ——|P— )= 5.10
dx* + (e0a) dx?2 |:8x ( 8x):| dx ( 8x) (5.10)
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Assuming axial compressive load P = P = constant and also constant material and
geometric properties, the governing equation can be rewritten as

d*w S ~dtw S 9%w

—FEI
dx2

If we assume epa = 0, the classical Euler-Bernoulli beam equation can be recovered.

5.1.2 Solution of Governing Equations

By integrating Eq. (5.11) twice with respect to x, one can obtain

d2W zAdZW S
—El— + (epa) " P— — Pw=Tix+ T, (5.12)
dx? dx?

where T7 and 7> are constants of integration, determined from the boundary con-
ditions. The solution of this second-order ordinary differential equation consists of
a homogeneous solution and a particular solution. The homogeneous solution is
obtained from

w=0 (5.13)

where

- 5.14
EI — (ega)?P (5.14)

The complete solution is

1
w(x) = SysinAx + Sr cos Ax + ﬁ(Tlx + 1) (5.15)
or
dw(x) . 1
= SiAcosix — Soisinix + =T (5.16)
dx A2

The four constants Sy, Sz, 71 and 7> are determined using the four boundary
conditions of the problem. For the present problem, once X is known, the buckling
load can be determined using Eq. (5.14). Using the buckling load expression one can
easily obtain the length-dependent in-plane stiffness. Now we will solve the problem
for three different boundary configurations of CNT as shown below.
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5.1.3 In-plane Stiffness Ratio Estimation

In this section, the procedure to determine the in-plane stiffness of different SWC-
NTs is outlined. The procedure will be based on the solution to nonlocal elasticity
beam equations with in-plane axial loads. The procedure is outlined for beams with
three different boundary conditions, namely simply supported, clamped-clamped,
and clamped-free boundary conditions.

5.1.3.1 Simply Supported SWCNT

The boundary conditions for the simply supported problem are

2 2
Wloo =0, M(0) = (~EIS80 + (0a?PA2)| =0,

2 2
w)l=p =0, M(x) = (—El% + (eoa)zP%)\x:L =0 (5.17)

Substitution of Eq. (5.15) in the above boundary conditions leads to
SisinAL =0, $=0, T1 =0, T =0 (5.18)
For nonzero deflection (w # 0), we must have
S1 #0, sinAL=0 (5.19)

which implies A = %*. Using Eq. (5.14), the buckling load for the simply supported
case is obtained as 5
EIL ()

P= S —
1+ (e0a)? (%)

(5.20)

The critical buckling load, i.e., the smallest value of P at which the beam buckling
occurs is n = 1. Now the critical buckling load is obtained as

B, = El il (5.21)

which shows the equivalent size-dependent Young’s modulus in the form of

E = Lz (5.22)
[T

This stiffness ratio (E’/ E) is purely a function of nonlocal scaling parameter and the
length of CNT.
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5.1.3.2 Clamped-Clamped SWCNT

Assume the case where both the ends of the beam are clamped and are subjected to
axial compressive load. The boundary conditions for this case are given as

dw(x)
w(x)| =0 =0, 1 =0,
X x=0
d
Ww()ly—p =0, v;(x) =0 (5.23)
X x=L

Substitution of Eq.(5.15) in the above boundary conditions leads to the following
transcendental equation:

2(cosAL — 1) + ALsinAL =0 (5.24)
which can be solved by an iterative method (such as Newton’s method) for various

roots of the equation. The smallest root of this equation is A = 2, and the critical
buckling load becomes

~  EI 42
Py = 12 # (5.25)
1+4 (OL—Q) 2
which shows the equivalent size-dependent Young’s modulus in the form of
, E
E (5.26)

1+4 [—(6%)2] 2
The stiffness ratio obtained for the clamped case is also a function of nonlocal scaling
parameter and the length of the CNT.
5.1.3.3 Cantilever SWCNT

The boundary conditions for this case are given as

dw(x)
w(x)|y=0 =0, d—( =0,
X x=0

OM)y=L =0, M)|y=L =0 (5.27)
Substituting Eq. (5.15) in the above four boundary conditions, we get

S1 =0, S)cosAL=0, T} =0, Th+SHr>=0 (5.28)
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For nonzero solution of w(x), we have

cosAL =0 (5.29)
which gives

_ @n—-Drn
© 2L

A (5.30)

and the critical buckling load becomes

~ EI n? (5.3D)
cr — T 5 - i~ .
L2 | 44 ((e%ﬂ) 2
which shows the equivalent size-dependent Young’s modulus in the form of
E
! (5.32)

REOR:

It can be seen from the above formulations that the stiffness ratio is purely a function
of the nonlocal scaling parameter and the length of the CNT.

5.1.4 Numerical Results and Discussion

In this section, the dependence of the in-plane stiffness ratio (E’/E) on the length of
SWCNT for various nonlocal scaling parameters is analyzed. For the present analysis
the nonlocal scaling parameter values are assumed as 0.5, 1.0, 1.5 and 2.0nm.
Various carbon nanotubes having lengths ranging from 2 to 20 nm are considered for
the analysis.

The length-dependent in-plane stiffness variation of simply supported SWCNT is
shown in Fig. 5.2. The figure shows that the stiffness ratio decreases as epa increases.
It can also be seen that the stiffness ratio difference for different nonlocal scaling
parameters dips as the length of CNT increases. For very long CNTs the stiffness
ratio is almost equal to unity, so that the stiffness ratio will not vary with epa for
very long CNTs. In other words, the impact of the nonlocal effect on the stiffness
ratio is negligible for CNTs of micrometer scale length. But when the length of
CNTs reaches the nanoscale, the nonlocal effect becomes important, especially for
the shorter CNTs.

Stiffness ratio variation of clamped—clamped SWCNT is shown in Fig.5.3. As in
the case of simply supported SWCNT, the stiffness ratio is very high foregpa = 0.5nm
and is small for ega = 2.0nm. The stiffness ratio difference for various nonlocal
scaling parameters is very high for short CNTs and very small for long CNTs (See
Fig.5.3). Even for very long CNTs the stiffness ratio is not converging to unity for
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this case. As ega increases the variation of the stiffness ratio with length of the CNT
is almost linear.

For cantilever SWCNT the stiffness variation with length of the CNT is different
from simply supported and clamped cases. Figure 5.4 shows that the stiffness ratio
difference for various epa values is very small for long CNTs. As the length of the
CNT increases the stiffness ratio tends to unity and is independent of the nonlocal
scaling parameter.

A comparison of the in-plane stiffness ratio of SWCNTs with various boundary
conditions is shown in Fig.5.5. This figure shows that, for a given egpa, the stiffness
ratio of the cantilever SWCNT is very high compared to the simply supported and
clamped SWCNTs. The clamped SWCNT has very low stiffness ratio compared to
the simply supported and cantilever cases. The variation of the ratio is observed again
from the figure, indicating the lower stiffness for shorter SWCNTSs and an asymptotic
stiffness for longer CNTs. These results are also presented in [5].
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Fig. 5.4 In-plane stiffness
ratio of cantilever single-
walled carbon nanotubes with
various lengths

Fig. 5.5 A Comparison of
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for nonlocal scaling parameter
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In the following section, these results are utilized to estimate the nonlocal scale
parameter for the analysis of carbon nanotubes.

5.2 Material Property Estimation: A Comparison with Nonlocal

Rod Model

Typical single-walled carbon nanotube structures are shown in Fig.5.6. A major
feature of the structure is the hexagon pattern that repeats itself periodically in space.
As a result of the periodicity, each atom is bonded to three neighboring atoms. Such
structure is mainly due to the process of sp? hybridization [6] (which is explained in
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Fig. 5.6 Single-walled car-
bon nanotubes under com- (a)
pression: a armchair, b zigzag
and c¢ chiral
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Chap. 1) during which one s-orbital and two p-orbitals combine to form three hybrid
sp2-orbitals at 120° to each other within a plane. Based on the chirality [7], SWCNTSs
can have three different configurations. They are armchair (see Fig.5.6a), zigzag
(see Fig.5.6b), and chiral (see Fig. 5.6c) configurations; denoted as (n, n), (n, 0) and
(n, m), respectively [7]. Armchair and zigzag CNTs are generally named as chiral
since they exhibit a mirror symmetry plane, perpendicular to the tube axis [8].

In the classical (local) elastic model, the stress state at a given point is regarded
as being determined uniquely by the strain state at that same point. In the nonlocal
model, on the other hand, the stress state at a given point is regarded as being deter-
mined by the strain states of all points in the body. This recognizes the finite range
of interatomic and intermolecular forces. While the constitutive equation of classical
elasticity is an algebraic relationship between the stress and strain tensors, that of
nonlocal elasticity involves spatial integrals which represent weighted averages of
the contributions of the strain tensors of all points in the body to the stress tensor at
the given point. Under certain conditions , these integral constitutive equations can
be converted into equivalent differential constitutive equations.

Material properties of CNTs, such as the in-plane stiffness, shear modulus, and
bending rigidity, have been explored experimentally and numerically [1-3]. It is
expected that nonlocal elasticity can be applied to reveal the scale effect on the ma-
terial properties of CNTs. Recently, Wang et al. [4] estimated the length-dependent
stiffness of carbon nanotubes based on the nonlocal rod theory and verified through
molecular simulation results and recommended the nonlocal parameter as 0.7 nm
for the application of the nonlocal theory in analysis of carbon nanotubes. However,
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there is currently no consensus on the value of the nonlocal parameter that should
be used to model CNTs and this could be the subject of further research. In the last
section, the length-dependent in-plane stiffness of SWCNTSs was investigated based
on nonlocal Bernoulli-Euler beam theory. The value of nonlocal scale parameter
recommended by Wang et al. [4] will be applicable only for axial deformation of
nanostructures. Their model did not consider the transverse deformation due to axial
compression. Such effect is considered in the present problem to obtain the non-
local scale parameter by estimating the length-dependent in-plane stiffness. From
the present analysis, the value of the scale coefficient is recommended to be about
0.11nm for the application of the nonlocal theory in analysis of carbon nanotubes.
Wang’s work is applicable only where the axial displacement of the nanostructures
is the main concern. It is not applicable to the structures undergoing flexural/lateral
deformation. In this section, the nonlocal parameter is estimated for the case of the
flexural deformation of nanotubes. Most of the modeling and analysis problems of
nanostructures, such as bending, buckling, vibration, etc., are based on the flexural
deflection of the nanotubes. For all modeling and analyses based on flexural dis-
placement, an accurate estimate of nonlocal scaling parameter is required. Such an
attempt is made in this work. Hence, the nonlocal parameter obtained in this work
is directly useful in the analysis and design of next-generation nanostructures.

Usually, the magnitude of the nonlocal parameter epa (where a is carbon-carbon
bond length), determines the nonlocal effect in the analysis. The modeling and analy-
ses of nanostructures based on flexural displacement require an accurate estimate of
nonlocal scaling parameter. Such attempt is made in the present section.

In the previous section, the SWCNT is modeled as an elastic continuum beam
model incorporating the nonlocal effects to determine the in-plane stiffness prop-
erties. The governing equation for this CNT in nonlocal continuum is presented in
Eq.(5.10). In the previous section, for clamped—clamped SWCNT, the equivalent
size-dependent Young’s modulus has been shown in the form of

E

E=—
1+4 [—(e%)z]nz

(5.33)

In the following section, this size-dependent Young’s modulus derived from the
nonlocal elastic beam theory will be verified from the molecular simulation results
given in [3], and an estimate of the scale coefficient is proposed for the application
of nonlocal elasticity for analysis of CNTs based on the verification.

5.2.1 Numerical Results and Discussions

In this section, the in-plane stiffness ratio (E’/E) (see Eq.(5.33)) obtained from the
nonlocal elasticity theory is compared with molecular dynamic simulation results [3],
to obtain the nonlocal scaling parameter (epa) for the analysis of nanotubes. Wang
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[3] conducted the molecular mechanics simulations via the commercial software
Materials Studio to study the in-plane stiffness of (8, 0), (8, 8), and (8, 4) SWCNTs
with various lengths, subjected to compression (see Fig.5.6a, b and c, respectively,
for zigzag, armchair, and chiral SWCNTSs under compression). The simulations were
carried out at a temperature of 1 °K to avoid the thermal effect. In view of the current
debate on the thickness of CNTs, the derivation of the in-plane stiffness, E X h,
rather than the modulus E, would avoid arguments on the values of the effective
thickness of CNTs [4]. In the simulations [3], the two ends of three SWCNTs of
various lengths were clamped through prohibiting any motions on all atoms on the
two edges. In compression motion of CNTs, the incremental displacement step was
chosen as 0.1 A. The present simulations investigate the ratio of the length-dependent
in-plane stiffness obtained from the nonlocal elastic beam theory, which depend on
the length of CNT. In the simulations, the lengths of CNT are chosen as follows:

e Zigzag (8,0) SWCNT: L = 2.218, 4.159, 6.099, 8.041, 10.121, 11.993nm
e Armchair (8,8) SWCNT: L = 2.656, 4.349, 6.283, 8.692, 11.574nm
e Chiral (8,4) SWCNT: L = 2.204, 4.419, 6.628, 8.837, 10.109, 12.151 nm

The in-plane stiffness ratio of the zigzag (8,0) CNTs obtained from molecular
simulations is shown in Fig. 5.7 by the solid line. It was determined that the stiffness
increases from Eh = 354.001J/m? to Eh = 375.181J/m? from the shorter size,
L = 2.218nm, to the larger size L = 11.993nm. The asymptotic value is indepen-
dent of the size of the CNTs, and hence can be viewed as the in-plane stiffness of the
structure based on local/classical elastic beam theory. Therefore, the stiffness ratio
is calculated by the ratio of the in-plane stiffness of CNTs at every specific length
to the asymptotic value. Obvious scale effect on the in-plane stiffness is secured for
tubes shorter than 10 nm.

The stiffness ratio versus the length of zigzag CNTs is plotted in Fig.5.7. It
has been shown that the values of in-plane stiffness of zigzag CNTs obtained from
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molecular mechanics simulations match with the nonlocal beam theory results at
nonlocal scale coefficient of egpa = 0.11nm. The simulations are again compared
with the results obtained by Wang et al. [4]. They suggest that the scale coefficient
in the nonlocal theory is about 0.7 nm for the application of the nonlocal theory in
analysis of carbon nanotubes based on nonlocal rod theory. The in-plane stiffness
ratio results obtained from the present nonlocal beam theory (for epa = 0.11nm)
match exactly with the results obtained from nonlocal rod theory (for epa = 0.7 nm)
and also with that of the molecular mechanics simulations. Hence, it is reccommended
that the value of epa should be 0.11 nm for the application of the nonlocal theory in
analysis of CNTs, where CNT is modeled as an elastic beam.

The variation of the in-plane stiffness ratio is clearly observed from the dotted
markers, and is qualitatively in agreement with the molecular simulation results. It
is shown that the ratio is less than a unit for shorter CNTs, but approaches to a unit
at larger sizes, showing a low stiffness of the material for shorter sizes. Overall,
the comparison of the ratio between the nonlocal theory and the molecular simula-
tion results first verifies the applicability of the nonlocal elastic beam theory in the
estimation of the length-dependent stiffness. Furthermore, the comparison results
provide a good estimate of the scale coefficient, in particular for the evaluation of
stiffness of CNTs. So far, there is no rigorous study made on estimating the scale
coefficient. It is concluded that the scale coefficient should be different for different
physical applications. The estimate of the value egpa = 0.11 nm in this section is only
recommended for the estimation of the stiffness of CNTs subjected to axial loading,
where CNTs are modeled as Bernoulli-Euler type of beam.

The stiffness ratio versus the length of armchair CNTs is plotted in Fig.5.8.
Similarly, the stiffness ratio is calculated by the ratio of the in-plane stiffness of
CNTs at every specific length to the asymptotic value. The variation of the ratio is
observed again from Fig. 5.8, indicating the lower stiffness for shorter SWCNTSs and
an asymptotic stiffness for longer CNTs. Again here, the values of in-plane stiffness
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of armchair CNTs obtained from molecular mechanics simulations match with the
nonlocal beam theory results at nonlocal scale coefficient of ega = 0.11 nm.

The stiffness ratio versus the length of achiral CNTs is plotted in Fig.5.9. The
length measurements of the chiral CNTs are more tedious than those of achiral
CNTs since the repeated units display themselves in a helical direction, and not a
straight longitudinal direction in achiral tubes. Therefore, the solid line represents the
molecular simulations result and is not as smooth as those for achiral tubes because
of the coarse length measurement for the chiral CNTs. From the comparison of the
stiffness ratio via the nonlocal elasticity and the molecular simulations, the length-
dependent stiffness for shorter CNTs is again examined. It has been shown that
the values of in-plane stiffness of achiral CNTs obtained from molecular mechanics
simulations match with the nonlocal beam theory results at nonlocal scale coefficient
of epa = 0.11 nm . The simulations are again compared with the results obtained by
Wang et al. [4]. Hence, it can again be emphasized that the value of epa should be
0.11 nm for the application of the nonlocal theory in analysis of achiral CNTs. The
present model can also be used for longer length nanotubes.

5.3 Prediction of Nonlocal Scale Parameter: A Molecular
Structural Mechanics and Nonlocal Elasticity Model

In this section, Eringen’s nonlocal elasticity theory’s [9] small-scale parameter is
obtained analytically. This theory assumes the stress at a reference point to be a
function of the strain field at every point in the body. It allows one to account for the
small-scale effect that becomes significant when dealing with micro and nanostruc-
tures, especially those effects due to atomic orbital interaction, quantum-mechanical
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tunneling, and electron-phonon interaction. Also, a method of identifying the small
scaling parameter ep in the nonlocal theory is not yet known. Eringen proposed
eo = 0.39 by matching the dispersion curves via nonlocal theory for plane wave
and Born-Karman model of lattice dynamics applied at the Brillouin zone bound-
ary (k = %), where a is the distance between atoms and k is the wavenumber in
the phonon analysis [10]. On the other hand, Eringen proposed ep = 0.31 in his
study [11] for Rayleigh surface wave via nonlocal continuum mechanics and lattice
dynamics. Sudak [12] proposed that e9 = 112.7. Also, no experiments have been
conducted to determine the value of eg for CNT. Wang and Hu [13] proposed that

ey = \/% and used this value in a nonlocal beam model of SWCNT. Zhang et al.

[14] estimated that ey ~ 0.82 by matching the theoretical buckling strain obtained
by the nonlocal thin shell model of CNT obtained by Zhang et al. [15] to those from
the molecular mechanics simulations given by Sears and Batra [16]. Wang [17] esti-
mated that ega < 2.0nm (which give eg = 14.08) for an SWCNT wave propagation
at frequencies greater than 10 THz.

A review of the above studies naturally force us to assume that the scale parameter
(ep) is actually a function of atomic structure, chirality, and frequency. This problem
of identification of the functional relation is what the present section will focus on.

In this section, we present a simple analytical molecular structural mechanics
model incorporating the modified Morse potential function [18] to estimate elastic
constants and stress—strain relationships of nanotubes under tensile and torsion load-
ings. The analytical model originated from [19] and was extended to model the torsion
behavior of carbon nanotubes. By incorporating the modified Morse potential, it is
possible to predict the the stress—strain relationships, hence, the strength and strain to
failure of nanotubes. Detailed derivations are presented and the predicted results are
demonstrated and discussed with a few computational examples. This study shows
that it is possible to develop analytical methodologies based on molecular mechanics
and nonlocal elasticity theory to quantify mechanical behavior of a nanotube.

For obtaining these nonlocal constitutive relations according to our formulation,
we elaborate them as

Oxx — (e();xa)2v20xx = C11(&xx + vegg) (5.34)
ogo — ()’ a)?V2ope = C11(g00 + vexy) (5.35)
T — (e’ a)* V119 = Cos Vo (5.36)

where V2 = %22 + %%, R is the radius of carbon nanotube, C1; = E/(1 — vz),
Ces = E/(2(1 + v)). Here, we assume different values of nonlocal scale parameters
for different directions of the single-walled carbon nanotube. If we want to solve for
eo using the above three equations, then we need to approximate the gradient term
(V?). The stress field depends on the displacement field, so that for a harmonic wave
field in an SWCNT, the displacement field can be written in complex form as [20]:
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Fig. 5.10 A (10, 10) arm-
chair type of single-walled
carbon nanotubes of length
34.6717 nm, consists of 580
carbon atoms arranged in
hexagonal array fashion

u(x, 1) = te kixeikel g—jet (5.37)

Here  is the frequency amplitude of displacement field of SWCNT. k| and k; are the
wavenumbers in axial and circumferential directions, respectively,  is the angular
frequency of the wave motion, and j = +/—1.

The gradient term with the nonlocal scaling parameter e( in nonlocalconstitutive
relation with T = ega /¢ is supposed to capture the small-scale effect on the dynamic
mechanical response of the nanotube. In our study we consider a = 1.42 A, and the
scaling parameter (eq) is derived using molecular mechanics and geometry of CNT.
In this section, the estimation of ¢ is presented only for armchair (see Fig.5.10) and
zigzag (see Fig.5.11) type of SWCNTSs. However, the procedure is general and can
be extended for all types of CNTs.

5.3.1 Armchair SWCNTs

The total potential energy (E;) of an SWCNT subjected to small strains can be
expressed as the sum of energies (U,) and (Up) associated with the variation of
bond length and bond angle, respectively [21] given by

1 1
Ei=U,+ U=, EKP(Ari)2 +>° EKQ(AGJ-)Z (5.38)
i j
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Fig. 5.11 A (10, 0) zigzag
type of single-walled carbon
nanotube of length 34.47 nm,
consists of 340 carbon atoms
arranged in hexagonal array
fashion
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where Ar; is the elongation of ith bond and A6); is the variation of jth bond angle
and K, and Ky are the related force constants respectively.

We consider the stick-spiral model [19] and analyze the equilibrium of the local
structure of the SWCNT. In this model, an elastic stick with an axial stiffness of K,
and an infinite bending stiffness is used to model the force-stretch relationship of the
C-C bond, and a spiral spring with a stiffness of Ky is used to model the twisting
moment resulting from an angular distortion of the bond angle [21].

Observe that the total potential energy of SWCNT in Eq. (5.38) is a function of the
change in the bond lengths and the bond angles. So we need to express these in terms
of strains (axial, circumferential, and shear strain) and then differentiate the total
potential energy expression with respect to these strains to get the respective stresses.
The stress relations obtained in this way can then be substituted in the assumed
nonlocal constitutive relations, which contains the nonlocal scaling parameter (e).
With this, it would then be possible to determine e, which is the main idea in this
section.

An armchair nanotube (n, n) subjected to a longitudinal tensile stress is studied
first. Figure 5.12a and b shows an equilibrium configuration of the tube and the
associated forces and moments in three chemical bonds a, b, b, and three bond
angles o, B, B resulting from a bond elongation Aa and two bond angle variances
Aa and AB. The relationship between stress and the bond stretch and bond angle
variation can be determined through equilibrium and geometry of the tube structure.
Similar to the idea of modeling the molecular structure as an effective stick-spiral
system by Chang and Gao [19], we use a stick with

F(Ar) = 2BD,(1 — e P4y~ P4 (5.39)
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Fig. 5.12 Schematic illus-
tration of an armchair carbon
nanotube a analytical model
for tension (F) and b analyti-
cal model for shear (1), « and
B are the bond angles, a, b and
c are the C—C bond lengths

(a) rm

(b)

Table 5.1 Parameters of Brenner potential

Parameter Value Units

D, 0.6031 nN-nm

B 26.25 nm™~!

Ky 1.42 nN-nm/rad?
K, 0.754 rad*

to model the force-stretch relationship of the CC bond and a spiral spring with
M(AOQ) = Ko Ab [l + SKP(A9)4] (5.40)

to model the angle bending moment resulting from an angular variation of bond
angle. The stick is assumed to have an infinite bending stiffness. The parameters
calibrated by Belytschko et al. [18] with the Brenner potential are given in Table5.1.

The axial strain (g, ), circumferential strain (gg¢), and shear strain (yyg) of arm-
chair carbon nanotube can be calculated as [18, 19, 22]:
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Absin (§) + %’ cos (§) Ax
= 41
Eax b sin (%) (5-41)

oo — Abcos (5) — % sin (%) A« (5.42)
a+ bcos (%)

aAB + Absin (%) N 2Ab cos (%)
b(1 +cos (%)) 2bsin (%)

Yxo = (5.43)

Solving for Ax and Ab from Eqgs. (5.41) and (5.42) and AB from Eq. (5.43) as

Ab = bsin® (%) Exx + [a + b cos (%)] cos (%) £00 (5.44)

Aa = 2cos (%) sin (%) Exx — % [a + bcos (%)] sin (%) £00 (5.45)

AB = g [1 + cos (%)] Veo—2 {Z sin (%) Exx + % [a + b cos (%)] 800}
2

(5.46)

The armchair single-walled carbon nanotube are subjected to tension (see Fig. 5.12a)
and torsion (see Fig. 5.12b) loadings, only bond stretching and angle variation terms
are significant in the total system potential energy.

For an armchair carbon nanotube, the number of the hexagonal carbon ring units
along the circumferential direction is 2n. Assuming that the number of the hexagonal
carbon ring units along the axial direction is N, thus there are 2N n hexagonal carbon
ring units, and 4 Nn bonds b in an armchair carbon nanotube. In addition, there are
4Nn angles « and 8Nn angles B in an armchair carbon nanotube for a hexagonal
carbon ring unit composed of two angles « and four angles . Based on the above
hypotheses, we can find that the length of a (n, n) carbon nanotube is, L = J3Na.
Hence the total molecular potential energy of an armchair carbon nanotube is

Urpe =Up + Uy + Ug 5.47)

where - _
Up = 4Nn EKp(Ab)2 (5.48)

- 2_
Uy = 4Nn | = Ko(Act) (5.49)

Ug = 8Nn %KQ(A;;)Z (5.50)
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This implies
Urpe = 2NnK ,(Ab)* + 2NnKg(Aa)® +4NnKg(AB)> (5.51)

The axial, circumferential, and shear stresses are obtained by differentiating the above
total molecular structural potential energy with respect to the corresponding stresses
as

) +8NnKyAB (‘3?’3

oAb
oxx =4NnK,Ab (8

Exx

0Aa
+4NnKyAa 5

Exx

) (5.52)

XX

39Ab 9A 9
006 = 4NnK, Ab( )+4NnK9Aa(8 O‘)+8N KgA,B( ﬂ) (5.53)
£p €60

€06
dAb 0Axa dAB
g = 4NnK,Ab +4NnKg A + 8NnKgAB (5.54)
V6 yxo dYxo

Simplifying the above-mentioned stresses and writing in matrix form as
{0} = [Uaml{e} (5.55)

Here the size of the matrices {0}, [Ug;,] and {e} are 3 x 1,3 x 3 and 3 x 1, respec-
tively. The elements of the matrix [U,,,] are (Ué%), i, j=1,2,3)

Ua(;lnl) =4nN |:Kpb2 sint (2) + 4Ky cos (2) sin (%) + 8K, (S)zsinz (%)]

(5.56)
Uéi,lz) = Uﬁf) =4nN (a + b cos (%))

e () () - s (§) s (5) #5503

(5.57)

0 = wm_MNpm(ﬂRLm%@»m49} 559

U(%Z) — 4nN (a + bcos (%)2) [Kp cos? (%) + ;21(9 sin (2) + 8K96% cos (%)}

(5.59)

beos (§

Uey — e MNijai%@+wqg)@+m%@»}

(5.60)
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a3 b\? @y\)2
USY = anN [21(9 (5) (1+cos(§))j| (5.61)

It should be noted that the angle @ and 8 of armchair nanotubes have been found
from ab initio calculations [23] where & &~ 277/3 and 8 = 7 — cos ™! [0.5 cos (27’—”)]
Based on the assumption of the displacement field (Eq. (5.37)), the nonlocal consti-
tutive relations (Eqgs. (5.34)—(5.36)) become

_ 2N
1+ (") (k12 + R—zz) oxx = Ci1(exx + vege) (5.62)
_ 2\
1+ (ef’a)* | kT + R—22 o0 = C11(e06 + vexy) (5.63)
kZ
L+ () | &7 + R_22 7o = Ce6Yx0 (5.64)

Assuming that k; = 27& /a and ko = 2mn/a (&, n are integers) are wavenumbers
in axial and circumferential direction, R is the radius of the CNT and a is the C-C
bond-length (1.42 A). Rewriting Egs. (5.62)—(5.64) in matrix form as

[Eol{o} = [Cl{e} (5.65)
where
2 k% . 2 600 2 0 N2
[Eol = [11+ | & + 25 ) diag [(egxa)  (@Pa)?, (e ] (5.66)
Cii vCi1 O
[Cl=|vCi Cii O (5.67)
0 0 Ces

where [/]is a 3 x 3 identity matrix and diag represents diagonal matrix.
Substituting Eq. (5.55) into Eq. (5.65) leads to

[Eol[Uaml{e} = [Cl{e} (5.68)
This is an eigenvalue problem. We need to solve for the nonlocal scaling parameters
which are the eigenvalues of the system given by Eq. (5.68). Let us assume A = epa,

and solving the eigenvalue problem (Eq. (5.68)) as

[C] = [EollUam]| = |[F5] — A*[Fe]| = 0 (5.69)
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where .
[Fs5] = ([C]— [Uan]l) (5.70)

k2
[Fol = (k% + R—ZZ) [Uam] (5.71)

One can get three expressions for A (eige values), which are ¢j*, eo and e % and are
obtained as:

1/3 2
1 (s, 65183 — 28
et = _ 2B g, (5.72)
3a$) 2 53/3
o _ 1 8" 38185 — 83 AL 57 68183 —282]
0 = 1/3 2 1/3
3a$; 4 So 2 2 So
- (5.73)
1/3 . 3 7]
o | 87 3818583 V3 (57 68153 —282
0o = /3 2 /3
3as$ 4 S 2 | 2 S
B (5.74)
where the parameters Sy, S1, S2 and S3 are given below.
So =36515,83 — 1085285, — 855 + 124/38) (43155 — 5382
22 3 172
— 188152834 + 275753 + 453 54) (5.75)
S = — FIUFPFR + FUFPF? + FAF2FP — F2UFPF?
— FRFEPR + FPF2F! (5.76)

Sy =FZ2FNFP + FPFUF? — FPFNFP — FP2FRVFR + FUUFZP RS
_ F511F623F632 _ F512F621F33 _ F12F21F633 _ F513F621F631 + F532F613F621
— F2'FPER - FPFPFB + FPFP RN + F2 PR — FRFZ R
— FEFPFI + FFPF — FI'FPFZ (5.77)
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Sy = — FPFPF + FPFPF! — F'FPFP — FI'FPFE + P FP F?
+ FIVFRFR + FRFPFR? - FRF2FP 4 FAFPF? - P2 FBF?
_ F513F521F632 _ F521F532F613 _ F512F523F631 + F513F522F531 _ F512F531F523

— FPRF2 + FRFIF? + FRRRM (5.78)

Sy = F512F523F531 _ F513F522F531 + F513F521F532 + F511F522F533 _ F511F523F532
— FPF2FS (5.79)

Fi'=cy —UlP F2 =vey —UBD, F8 = —ulh

am am am
F'=vC = UL F? = Cu — UGl FS = —UGY,
P! = U, P — U, FP = Coo - USD. (5:80)

11 kB 11 12 kB 12 13 kB 13
Foo =\ ki + R2 Ul Fer=\ki+ R2 ULy, Fod=ki+ 2 ULy,

21 kB el 22 kB 22) 23 kB 23)
F6 = kl“‘ﬁ Uam’ F6 = kl"‘ﬁ Uam’ F6 = kl"’ﬁ Uam’

k2 k2 k2
31 2 2 31 32 2 2 32 33 2 2 33
o =(k1+—R2)U‘5m)’ o Z("1+ﬁ)"‘5’")’ E z(’“ﬁ Ui’

(5.81)

Here So, Si, S> and S3 are functions of chirality (n, m) of SWCNT and axial
and circumferential wavenumbers k1 = 2w&/a and ko = 2mn/a, respectively. The
variation of the nonlocal scaling parameters for armchair SWCNT are plotted in
Fig.5.13, for various modes of wave propagation.

Let us now discuss the variation of ¢g for an armchair CNT. The variation of the
nonlocal scaling parameter with respect to SWCNT diameter (or chirality) for arm-
chair type of SWCNTs is shown in Fig. 5.13, for various modes of wave propagation.
For (¢ = 1, n = 0)—first axial mode, (¢ = 0, n = 1)—first torsional mode, and
(¢ =1, n = 1)—first coupled axial—torsional mode. This figure shows that for a
given wave branch, the variations in the nonlocal scaling parameters over the CNT
diameter are identical (see Fig.5.13). This implies that ¢j* = ege = 669 = ¢p. From
Fig.5.13, one can observe the following phenomena for armchair type of CNTs.

(i) The value of ¢g is almost constant for &€ = 1, n = 0, which means that there is
only axial mode of wave propagation in SWCNT. The value of e starts from a very
small value for smaller diameters of CNT and the value saturates at ~ 0.3617.
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Fig. 5.13 Nonlocal scaling 1.4

parameter variation with CNT k,=2n&a —— =1 1=0

diameter for armchair carbon 121 k, =2m/a —4—&=0n=1 .
nanotube for the case of

longitudinal (§ = 1, n = 0), 1
torsional (¢ = 0, n = 1) -
and coupled (§ = 1,n = 1) ° gl
modes of wave propagation, S
ky and ky are the axial and

circumferential wavenumbers

0.4r

0.2r

darmchair

(ii) The variation in e is linear with the SWCNT diameter for £ = 0,n =1, i.e.,
when there is only torsional type wave propagation in SWCNT.

(iii) Finally, when there is a coupled axial-torsional mode of wave propagation
in the SWCNT, i.e., (§ = 1, n = 1), then the value of eg approaches to the value of
e obtained in the case of purely axial mode of wave propagation for large diameters
and purely torsional mode of wave propagation for small diameters of the SWCNT.
This value saturates at ~ 0.3458.

5.3.2 Zigzag SWCNTs

Consider a zigzag SWCNT (n, 0) with the stick-spiral model as shown in Fig.5.14a
and b, subjected to tensile loading and torsional loading, respectively. Now, the axial
strain (&, ), circumferential strain (¢9g) and shear strain (yxg) of zigzag CNT can be
obtained from the geometrical deformation of the stick-spiral model as [18, 19, 22]:

Ab 4 Aacos(m — «) + asin(m — o) Ax
Exx = (5.82)
b+ acos(mr — )

cop — Aa sin(mw — a.) —acos(m —a)Aa (5.83)
asin(wr — a)

bAa + Aasin(mr —a) 2Aacos(m — )
Vxo = + - (5.84)
a (14 cos(r —a)) 2a sin(mr — o)

Solving Egs. (5.82)—(5.84) for Aa, Ab and A« as
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Fig. 5.14 Schematic illus- (a)
tration of a zigzag carbon f f
nanotube a analytical model M M

for tension (F') and b analyt-
ical model for shear (), o
and B are the bond angles,
a, b, and ¢ are the C-C bond

lengths
B
b
(b) (1
T T
2f| +—4—
C
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{A} = [Uz11{e} (5.85)
where
(A} ={Aa Ab Aa)T (5.86)
fe} = {exx 200 va0)' (5.87)
a2 _ ab sin?(7 — a)
ZL 7 (b +acos(r — a)) sin?(r — a) + a(l + cos(r — &) cos2(r — )
(5.88)
y13 _ a%(1 + cos(r — a)) cos(w — &) sin(r — @)
ZL 7 (b +acos(r — a)) sin?(r — a) + a(l + cos(r — &) cos2 (T — )
(5.89)
@) asin®(r — a) (a + (a — b) cos(m — @)
2l 7 (b +acos(m — a)) sin?(r — a) + a(l + cos(r — @) cos2 (T — )
90)
@) _ a®sin(w — a)(1 + cos(r — a))
2™ (bt acos(mr —a))sin?(r — a) + a(l + cos(r — &) cos2(r — a)
(5.91)
32 _ a(l + cos(r — a)) sin(mr — @)
@™ (b +acos(n —a)) sin?(r — &) +a(l + cos(r — &) cos2 (7 — )
(5.92)
ye _ a(l + cos(r — a)) sin®(r — @)
2L 7 (b +acos(m — a)) sin?(r — ) + a(l + cos(r — &) cos2 (T — )
(5.93)
USY =b+acos(t — ) (5.94)
Ul =U5 =0 (5.95)

The relationship between the bond angles « and B is

AB =

2cosa T
cos [ —

=0

) A« (5.96)

n
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For simplicity we express Eq.(5.96) as
AB =T Axa (5.97)

where )
=% s (f) (5.98)

B
cos (7) n

For a zigzag carbon nanotube, the number of the hexagonal carbon ring units along
the circumferential direction is n. Assuming that the number of the hexagonal carbon
ring units along the axial direction is N, there are Nn hexagonal carbon ring units,
and 2Nn bonds b in a zigzag carbon nanotube. And there are 2Nn angles « and 4Nn
angles B in a zigzag carbon nanotube for a hexagonal carbon ring unit composed
of two angles « and four angles 8. Hence, the total molecular potential energy of a
zigzag carbon nanotube is

Urpe=Us +Up + Uy + Ug (5.99)
where - _
U, =2Nn 5Kp(Aa)2 (5.100)
- 2_
Up =2Nn | S K,(Ab) (5.101)
- 2_
Us =2Nn | = Ko(Aa) (5.102)
- 2_
Up =4Nn | ZKo(AB) (5.103)

This implies that
Urpe = NnK,(Aa)* + NnK ,(Ab)* + NnKg(Aa)? +2NnKg(AB)* (5.104)
Simplifying the above equation as
Urpe = NnK, [(Aa)2 + (Ab)z] + NnKg [1 + 2F2] (Aar)? (5.105)
The axial, circumferential, and shear stresses are obtained by differentiating the above

total molecular structural potential energy with respect to the corresponding stresses
as
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U 0A dAD] 0A
o = IPE _onNK, | 20222 + Ab +21NKp (1 +2r2) Aa 2
0xx [ Oexx d€xx ] Exx
(5.106)
U A dAD] 0A
000 = —LE —2uNK, | Aa=— + Ab——" | + 2nNKy (1 + 2r2) Aa T2
dego | Jgo0 dego | €00
(5.107)
U [ 0A dAD 0A
o = P _0uNK, | Aas=L 4 Ab +2nNKy (1 +2r2) Y e
ayx@ L 3%:9 3)/x0 i 8yx9
(5.108)
Simplifying the above three equations and writing in matrix form as
{o} = [Uz2l{e} (5.109)
where the elements of the matrix [U,,»] are (U, 2(2]2) i,j=1,2,3)
2
vy =Nk, (U2)) (5.110)
12 2N @D (22
U,y =U_." =2nNK,U_ U (5.111)
13) (€))) (21)7,(23)
U,y =U;, =-2nNK,U_"U7; (5.112)

2 2 2
U =N [Kp (V2P) + K, (UED) + ko (1+20%) (USD) } (5.113)

zzl

v =v) =2 [K,UL UL - K UEPUE 4 Ko (14202) UG USD ]

222 T Yzz2 zzl “zzl zzl “zzl zzl “zzl
(5.114)
U =N [Kp (Uz(j?)z + K, (szf))z + Ko (14212 (szf))z} (5.115)
Substituting Eq. (5.109) into Eq. (5.65) gives
[EollUz2l{e} = [Cl{e} (5.116)

This is an eigenvalue problem. We need to solve for the nonlocal scaling parameters
which are the eigenvalues of the system given by Eq.(5.116). Assuming A = eqpa,
and solving the eigenvalue problem (Eq.(5.116)) as

[C] = [EollUzall = |[F7] — A*[Fg]| =0 (5.117)

where o
[F7] = (IC]— [U.22]) (5.118)
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2, kB
[Fg] = ki + R2 [Uz:2] (5.119)

. . . 00 9
One can get Fhree expressions for A (eigenvalues), corresponding to e, e;” and e}
and are obtained as:

1/3 2
1 (x 6X1X3 —2X
iF = . =X (5.120)
3aX, 2 X,
oo _ | ( xy . 3X X3 — X2 Xor iv3[xy’ . 6X1X3—2X§')
(U - 1/3 o 1/3
3aX 4 X, 2 i 2 X, |
(5.121)
w1 x)”?  3%X3 — X2 v i3 [x,”  6x1x3 —2x2 ]
€0 T 3ax,\ 4 + x1/3 TArT T, ) + X173
0 L 0 m
(5.122)

where the parameters Xo, X1, X» and X3 are given below.

Xo =36X1X2X; — 108XT Xy — 8X3 + 12V3X, (4X,X] - X3x3

172
—18X1 X2 X3X4 + 27X2X2 +4x§x4) (5.123)
Xi=-R'FPR+ R PR+ KRR - KRR
— FPFP R+ FPFPF! (5.124)

X, = FPFIUFP + FPEIVFP — FP RV — FPRUVER + FIFP RS
11 223 =32 12 =21 1~33 12 =21 1~33 13 =21 =31 32 713 =21
— B TR — BT F By — Byt FgFT — FR R Fy D+ TR
— FIFPEP - PP FPFP + FPFRP R + FPUFE R — FPRFPF!
— FPFPFR + PR — F'FP F? (5.125)

X3 = — FPAFPFN 4 FRE2EN — FUFRFS — FUFPE? + FIVEPF?
+ F7]]F732F823 + F7]2F733F812 o F712F72]F833 + F72]F733F812 o F72]F733F812
_ F713F721F832 _ F721F732F813 _ F712F723F831 + F713F722F731 _ F712F731F723
— FPRE'F? + FRFFP + FPF R (5.126)
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Xy =FPFPE — FPEPE 4+ FRRIE? 4+ IV FPES - FVEPE?
— F2R2 R (5.127)

F'=cy-v'), FP=vey -U%), FP=-uS),

722 222 z
12 22 32
F'=ven -UY, FP=cy-U% FP=-U%,
13 3 23 33
Fl'=-vy), F?=-U%, FB=Ce—-US). (5.128)

k2 k2 k2
1n_ {2 2 (11) 12_ ;2 2 (12) 13_ {2 2 (13)
Fg —_ (kl + ﬁ) UZZZ 5 Fg —_ (kl + ﬁ) UZZZ 5 F8 _ (kl + ﬁ UZZZ 3
21 > KB Y en om LR T LR TR
Fﬁ == kl + ﬁ UZZZ N Fg == kl + ﬁ UZZZ 5 F8 = kl + ﬁ UZZ2 N

k2 k2 k2
31 2 2 (€2 32 2 2 (32) 33 2 2 (33)
F8 :(kl +F)UZZZ 5 F8 Z(kl +F)UZZZ N FS Z(kl +F UZZ2 .

(5.129)

Here, X9, X1, X7 and X3 are functions of chirality (n, m) of SWCNT and axial
and circumferential wavenumbers k1 = 2w & /a and ko = 2w n/a, respectively. The
variation of the nonlocal scaling parameters for armchair CNT is plotted in Fig. 5.15,
for various modes of wave propagation.

Let us next discuss the variation of eg for zigzag CNTs. The variation of the
nonlocal scaling parameter with respect to SWCNT diameter (or chirality) for zigzag
type of SWCNTs is shown in Fig. 5.15, for various modes of wave propagation. For

Fig. 5.15 Nonlocal scaling 0.8
parameter variation with CNT
diameter for zigzag carbon
nanotube for the case of
longitudinal (¢ = 1, n = 0),
torsional (¢ = 0, n = 1),
and coupled (6 =1,n = 1)
modes of wave propagation,
ki and k, are the axial and
circumferential wavenumbers

k1=2nEja

zigzag
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(¢ = 1, n = 0)—first axial mode, (¢ = 0, n = 1)—first torsional mode, and
(¢ = 1, n = 1)—irst coupled axial—torsional mode. This figure shows that for a
given wave branch, the variations in the nonlocal scaling parameters over the CNT
diameter are identical (see Fig. 5.15). This implies that ef* = ¢’ = ¢’ = eo.

From Fig.5.15, one can observe the following phenomena for zigzag type of
CNTs.

(i) The value of g is almost constant for &€ = 1, n = 0, which means that there is
only axial mode of wave propagation in SWCNT. The value of ey starts from a very
small value for smaller diameters of CNT and the value saturates at ~ 0.3617.

(i1) The variation in e is linear with the SWCNT diameter for £ = 0,n = 1, i.e.,
when there is only torsional type wave propagation in SWCNT.

(iii) Finally, when there is a coupled axial-torsional mode of wave propagation
in the SWCNT, i.e., (§ = 1, n = 1), then the value of ey approaches to the value of
e obtained in the case of purely axial mode of wave propagation for large diameters
and purely torsional mode of wave propagation for small diameters of the SWCNT.
This value saturates at & 0.3221.

The study performed in this and in the previous section helps one to use these
obtained values of ey based on the CNT diameter (or chirality), to analyze the wave
dispersion behavior in CNTs via nonlocal continuum mechanics.

5.3.3 Chiral SWCNTs

The previous sections dealt with the estimation of nonlocal scale parameter for differ-
ent types of nanotubes separately. In this section, we formulate a generalized model
to estimate the nonlocal scale parameter for all types of nanotubes just by changing
the indices m and n. The present model results are also compared with the previous
sections’ results.

An SWCNT can be viewed as a hexagonal graphene sheet (see Fig.5.16) rolled
into a seamless tube. The graphene sheet can be rolled up with various different
angles, which is quantified as a chiral angle. The CNTs obtained from graphene
sheet are one atom thick. The fundamental structure of SWCNTSs can be classified
into three categories as zigzag, armchair, and chiral (see Figs.5.16 and 5.17) in terms
of the chiral vector C and chiral angle ¢. The chiral vector is defined as

C = nby + mbs. (5.130)

where by and by are unit vectors, the integer pairs (n, m) are the chiral parameters,
which describe the structure of the CNTs. The chiral angle is given by

¢=cos_l 2”# (5.131)
2VnZ ¥nm+n2)’ -
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Fig. 5.16 Schematic diagram
of graphene sheet of 40 A x
40 A, consisting of 390 carbon
atoms arranged in hexagonal
array showing base vectors
(by, bz). The schematic figure
also shows the three possible
types of chirality to form
the respective single-walled
carbon nanotubes

The symmetry groups of CNTs are denoted as zigzag CNT (n, 0) (¢ = 0) and the
armchair CNT (n, n) (¢ = 7/6). If n # m, the CNT is called chiral CNT (n, m)
(0 < ¢ < m/6). The modulus of the chiral vector represents the circumference of
the tube from which the tube diameter is obtained as

3
dyy = V3a V2 + nm +m2, (5.132)

T

where a is the C—C bond length (for SWCNT, a =~ 0.142nm). The modulus of the
translation vector (T) represents the length of the tube (see Fig.5.17).

The total potential energy (E;) of a single-walled carbon nanotube (SWCNT),
see Fig. 5.18, subjected to small strains can be expressed as the sum of energies (U),)
and (Up) associated with the variation of bond length and bond angle, respectively
(see Chang et al. [21]). In this discussion we will consider the SWCNT subjected to
axial force only, so that the other energies associated with inversion, torsion, van der
Waals, electrostatic interactions etc., are negligible. Now, the total potential energy
can be written as

1 1
E =U,+ Uy =Z§K,,(Ar,~)2+zzl<9mej)2 (5.133)
' j

1

where Ar; is the elongation of ith bond and A6, is the variation of jth bond angle
and K, and Ky are the related force constants respectively.

As before, we consider the ’stick-spiral’ model proposed by Chang and Gao [19]
and analyze the equilibrium situation of the local structure of the SWCNT. The



5.3 Prediction of Nonlocal Scale Parameter

Fig. 5.17 Schematic diagram
of graphene sheet (30 A® x
30 A%) consisting of 390
carbon atoms (generated in
MatLab), showing chiral
vector (C), chiral angle (¢),
translation vector (T) and base
vectors by = a, b, = b to
define an SWCNT and n, m
are the chiral parameters

Fig. 5.18 A schematic of
(10,5) chiral type of single-
walled carbon nanotube of
length 34.563 nm, consists of
450 carbon atoms arranged in
hexagonal fashion
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procedure to determine the nonlocal parameter is similar to what was presented in

the previous section.
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(a)

y
A
i 3 ()
|

Tube axis

Fig. 5.19 a Thickness coordinate and cross section of the single-walled carbon nanotube, b top
view of the local structure shows the torsion angles, ¢ out-of plane rotations in the fop view of the
local structure, and d schematic diagram show the nearest neighbor interaction (side view)

Let us consider an SWCNT with chirality (2, m) subjected to an axial force F, an
internal pressure Py, and an axial torque M. First, we express the strains in terms of
the change in the bond lengths (Ar;) and the bond angles A6; and chirality (n, m) of
the SWCNT. These equations are solved for the (Ar;) as a function of the three in-
plane strains. These axial, circumferential, and shear strains are calculated by Chang
et al. [21] with the geometric description of the lattice structure in the SWCNT (see
Fig.5.19) as follows:

gxx = A [2n 4+ m)rycos¢p) — (n — m)rp cos o — (2m + n)rz cos ¢3]

(5.134)
ggp = BA [mrysing) — (n 4+ m)ry sin ¢y + nr3 sin @3] (5.135)
o = aA[(2n + m)ry singy — (n — m)ry singy — (2m + n)rz sin ¢3]

(5.136)

V= —¢€9p/Exx (5.137)
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where (n, m) is the chirality of SWCNT and ¢1, ¢, ¢3 are the chiral angles defined
in Fig.5.19d and v is the Poisson’s ratio, and

1
o= , (5.138)
3a~/n? + nm + m?
1
B = (5.139)
V3avn? + nm + m?
The chiral angles (¢;) for an undeformed (n, m) SWCNT are given as
2
¢ = cos™! ( ntm ) (5.140)
2v/n? + nm + m?
4
¢ = 3 + ¢ (5.141)
2w
¢3 = KR + & (5.142)
Equations (5.134)—(5.136) are rewritten in matrix form as
{e} = [N1{A¢} + [T21{Ar} (5.143)
where
{e} = {exx €00 va0}' (5.144)
{Ad) = (A¢1 Ady Ags}! (5.145)
(Ar} = {Ary Ary Ars)T (5.146)
—a(2n+m)rysing; a(n —m)rysingy,  o(2m + n)rz sin @3
[T1] = Bmry cos ¢y —pB(n + m)ry cos ¢o Bnr3 cos @3
a(2n +m)rycos¢py —a(n —m)ry cos ¢y —a(2m + n)r3 cos P3
(5.147)

oa(2n + m)cos¢p; —a(n — m) cos o —a(2m + n) cos ¢3
[T»] = Bm sin ¢y —B(n + m) sin ¢, Bn sin ¢3 (5.148)
a(2n +m)sing; —a(n —m)singy —a(2m + n) sin ¢3

It should be noted that A¢; is dependent on Ar; geometrically. This geometrical
relationship is determined by using the equilibrium of lattice due to the force field
as expressed below.

We considered the (n, m) SWCNT as subjected to an axial force F, an internal
pressure Py, and an axial torque Mr. The relationship between the external and
internal forces is
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F=0m+m)fi +mf (5.149)
Py = —T—IR[(n —m)si + (2n 4+ m)s;] (5.150)
Mr =[(n 4+ m)s; +msy] X R (5.151)

where R is tube radius, T is the magnitude of the translation vector T and f;, and s; are
forces on the C—C bonds along axial and circumferential directions (see Fig.5.19),
respectively. Now the equilibrium of the local structure of the SWCNT needs

fi+fHL+f=0 (5.152)
s1+8s2+s53=0 (5.153)

The force equilibrium and the moment equilibrium of the three C—C bonds can be
obtained as, respectively,

ficos; +s;sing; = KpAr, i =1,2,3 (5.154)

% (fi sing; — s; cos ;) = Ko (A0 cos Qi + Aby cos i) ,
k=123 i) £k (5.155)

where £2;; (can be seen clearly from the top view of the CNT) is the twist angle
between the plane through r; and parallel to the nanotube axis and the plane of 6,
(tangential to the tube) as shown in Fig.5.19d. This twist angle £2;; (Fig.5.19c¢) is
obtained as

cos §2;j = (cos ¢; sin ¢y cos@; —sing; cosPy)/sinb;, i, j, k=1,2,3; 1 #j #k
(5.156)
The chiral angles ¢;, the out-of plane torsion angles ¢; (see Fig.5.19b), and the bond
angles 6; are defined in Fig. 5.19d. The geometry of the lattice of an SWCNT satisfies
the following relation:

cosf); = sin¢; sin ¢y cos g;+cosjcosey, i, j, k=1,2,3; i # j#k (5157)

From Egs. (5.156) and (5.157), the change in bond angle (A6;) is obtained as
Ab; = —(Apjcos 2j; + Apcos ), i, j,k=1,2,3;i#j#k (5.158)
Substituting Eq. (5.158) into Eq. (5.155), the moment equilibrium equation becomes

ri .
m (fising; — s;cos¢;) = Ajj Ag; + Ajj A + Ai Ady,

iLjk=1,23,i#j#k (5.159)
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where
Aji = —(cos® £2;; + cos” 2y (5.160)
Ajj = —cos £2;) cos 2 (5.161)
Ajk = —COS £2j COS £} (5.162)

The cylindrical structure of an SWCNT is characterized by its chiral vector, the
dislocation between the head and the tail of the chiral vector, which should be zero
under stress-free condition. This feature actually gives compatible equations for a
stress-free SWCNT as follows:

Almrycos ¢y — (n + m)rp cos ¢y + nrycos¢pz] =0 (5.163)

Now, we introduce two series of internal forces p; and ¢g; through Eqgs. (5.154) and
(5.155), which are expressed as

ficos¢; +sising; = K,Arp =p;, i =1,2,3 (5.164)
Ti : —A A _ Tigi
2K, (fising; —sicos;) = AjiAgi + AijAdj + Aix Ady = 2Ky’
i, j,k=1,2,3; i #j#k (5.165)
This implies that the internal bond forces f; and s; are given as
fi = picos¢i +qising;, i=1,2,3 (5.166)
si = pising; —gjcosi, =123 (5.167)

Substituting Eqs. (5.166) and (5.167) into Egs. (5.149)—(5.153), we get
F = (n+m)(p1cos¢i + g1 sin 1) + m(pacos gz + g2 sin ¢o) (5.168)
1 . .
Py= “TR [(n —m)(p1sing; — gy cosPy) + (2n + m)(p2 sin g — g2 cos ¢2)]
(5.169)

M7 = R[(n +m)(p1sing; — g1 cos 1) +m(p2sing, —gacosgp)]  (5.170)

(p1sin gy + pasingy + p3sings) + (g1 cos Py + g2 cos ¢ + g3 cos ¢3) =0
(5.171)

(p1cos g1 + prcos @y + p3cosds) — (g1 singy + g2 singy + g3 singz) =0
(5.172)
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Once two of the external forces (Py and M7) are known, p; can be expressed as a
function of g;. We assume that the SWCNT is subjected only to an axial force F, thus
we have internal pressure Py = 0 and axial torque M7 = 0. Using this information
in Egs. (6.27), (5.170) and (5.172) and rearranging in p; and ¢;, one has

D1 cotg; O 0 q1
P2 = 0 cotg, O q2 1 = [M]{q} (5.173)
D3 0 0 cotgs q3

Combining Eqgs. (5.163), (5.165)—(5.167) and (5.171) and eliminating f;, s;, and p;,
we get

q1 q2 q3
B A B A B3 A C —+C —+C — =0 (5.174
1A¢1 + B2 Ady + B3Ags + 1S + 2az + mage ( )

Digi + D2g> + D3q3 =0 (5.175)

where
{B1, By, B3} ={msin¢;, —(n + m)sin¢y, nsin¢ps} (5.176)
{C1, Ca, C3} = —=2{mcos¢;, —(n+m)cos¢y, ncosesz}[M] (5.177)

{Dy, Dy, D3} = {cos¢, cosgr, cos¢ps}[M]+ {sin¢;, sin¢py, sin@3}

(5.178)
Using Eq. (5.164), we have
Kp{Ary ={p} (5.179)
Substituting Eq. (5.173) into Eq. (5.179) we get
Kp{Ar} = [M{q} (5.180)

For undeformed SWCNT, r; = r» = r3 = a and from Egs. (5.164), (5.174) and
(5.175), we obtain the following relations:

Api = Vi Ap3 (5.181)
qi =2uKy,aQi A3 (5.182)

where
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Xi + Yyilk

;= 5.183
Vi X3+ Y31 ( )
Zi
L 5.184
0; X3+ 3 ( )
Ky
= 5.185
"= ( )

xi = (AigDi + AjxDj + A Di)Bj — (A;jD; + Aj;jD; + A D) By (5.186)
yi = (AiuDi + AjiDj + A Di)(AjjCi + Aj;Cj 4 Ay Cr)
—(AijDi +AjjDj+ ApiDi)(AixCi + AjrCj + A Cr) (5.187)
7 = [Ajx(AgjDx + Aj;Dj) — Ajj(Api Dy + Aji Dj)1B; + [A;i (Agk Dy
+AjikDj) — Aik(Aki D + Aji Dj)]1Bj + [Ajj(Aki D + Aji Dj) —
Aii (A Dy + AjjDj))By (5.188)
with i, j, k are counted in clockwise direction. Using Eq. (5.182) in Eq. (5.180), we

get
{Ar} =2pua[M){Q}Ads (5.189)

where

{0} =101 02 03} (5.190)

and the parameters Q; and p are defined in Eq. (5.184) and Eq. (5.185), respectively.
From Eq. (5.189), one can have three expressions for A¢3 as given below:

A
Apy = — 1 (5.191)
2ua Qg cot )
Ary
Apy = —— = 5.192
# 2ua Qs cot ¢y ( )
AV3
Apy = —— = 5.193
4 2ua Q3 cot ¢3 ( )

Combining Egs. (5.181), (5.182), and Egs. (5.191)—(5.193) we obtain the nontrivial
solution in A¢; as

Ady = 1 Ay = Y —T (5.194)
21a Q1 cot g,

Ay = v Ay = Yy —2 (5.195)
2ua Qs cot ¢

Substituting Eqs. (5.194) and (5.195) into Eq. (5.145), we get
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a0 s s N 0 A
{Ag} = 0 smosm O Ary | = [Wl{Ar}  (5.196)
0 0 A9 Ars

2pa Q3 cotds

Eliminating A¢ in Eq. (5.143) with the use of Eq.(5.196) and solving for {Ar} as

(Ar) = (ITW] + [T2]) " e} = [N1]{e) (5.197)

Having determined the relationship between the bond elongation { Ar} and continuum
strain {&} from the original Eq. (5.143), the other variables Af; are expressed also in
tems of {¢} as follows. The expression for the change in bond angles A6); is given in
Eq. (5.158) and is written in matrix form as

0 —Cos §271 — cos £231
{AB} = | —cos 212 0 —cos 23 | {A¢} = [T3]{A¢} (5.198)
— COS §213 — CcOS £223 0

Substituting Eqs. (5.196) and (5.197) into Eq. (5.198), we finally get

{40} = [BIVI{Ar} = ][] ((T11W] + [T2])_1 {e} =[Ll{e}  (5.199)

To this end, Egs. (5.197) and (5.199) map the atomistic variables ({Ar} and {A6})
into continuum variable {e}.

From Egs. (5.197) and (5.199), we have closed-form expressions for the change
in bond lengths and the change in bond angles as functions of the three in-plane
strains. Notice that these expressions are given for the assumed model of lattice
structure as shown in Fig. 5.19d. Substituting these two expressions for strain in the
atomic potential energy (see Eq. (5.133)) and differentiating with respect to the three
in-plane strains, we get the respective stresses (axial, circumferential, and shear) as

1 BEZ aArl
= — = K Ar;
o VL%” Z
1 0E;
o0 = 5 / ol z r,
1 0E; 8Ar
w=7 =2 Kol |

1) 8Vx9

8A9~

(5.200)

dA0;
Z Ko AG; (5.201)
0egp

BAQ-

(5.202)

where i, j = 1,2, 3; & is the domain of interest, V is the volume occupied by the
3-atom system, which can be obtained as V- = A(r3 sin §£231+2h), where A is the area
of the three atom system, 2/ is the thickness of the SWCNT sheet (approximately
the s-orbital diameter of carbon atom), r3 is the bond length of the third atom, and
£231 is the twist angle as shown in Fig.5.19c. The area of the three atom system is
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obtained as
1| sing; —rpsingy 13 sin @3
A= 3 r1 COS¢y FpCOS¢@r —F3COSP3 (5.203)
1 1 1

Equations (5.200)—(5.202) can be rewritten as

9 9
oxx = Kp{Ar)’ (Ar} 4+ Ko{A0}T (A6} (5.204)
aé‘xx aexx
T 0 T 0
009 = Kp{Ar} ——{Ar) + Ko{A6) ——{A6)} (5.205)
0899 dego
T d T 0
T = K, {Ar) {Ar} + Ko{AB) (A6) (5.206)
8)/)(0 ayxﬂ

Substituting Eqs. (5.197) and (5.199) into Egs. (5.204)—(5.206), we get

d d

o = Kple) LTI 4 Kgle) A1 12100 (5207)
0 0

009 = Kp{e}T[Jl]T[Jl]%: + Ke{S}T[Jz]T[Jz]%: (5.208)
d 0

o = Kp{e} (1117 1] e}, Ke{e}T[Jz]T[mﬁ (5.209)

d€Exp 0Exp

Introducing [F1] = [J117[/1] and [F>] = [J]7[J2], and then simplifying
Egs. (5.207)—(5.209), we get the continuum equivalentconstitutive relation for the
lattice as

{o} =[J3l{e} (5.210)

where
{0} = {oxx 090 Oxp) (5.211)

Ko Fl' + Kg ) Ky F2' + Ko FP' K, F3 + Ko F3!
(31 = | K, F{? + KoFy? K,F?? + Ko F3% K, F{% + Ko F5? (5.212)
K, F3 + KgF)? K FP + KoF3? K F{3 + Ko F3°

Equation (5.210) is the stress—strain relation obtained from the molecular mechanics
model of an (n, m) chiral SWCNT. Our next step is to find the nonlocal scaling para-
meter (ep) which appears in the nonlocal constitutive equations. This nonlocal model
corresponds to the entire SWCNT as one-dimensional tubular structure. For obtain-
ing these nonlocal constitutive relations according to our formulation, we elaborate
nonlocal constitutive relations as
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oxx — (60" a)*V2oux = Cii(exx + vE0p) (5.213)
o000 — ()’ a)* Vo9 = C11(gg + VEry) (5.214)
Tvo — (8 a)* V21 = Cop¥ro (5.215)

2 2 .
where V2 = 2 + -1 2 (R = radius of the CNT), C1; = ﬁ Cos = z(]—ﬁu). If
we want to solve for eq using the above three equations, we need to approximate the
gradient term (V2). For a harmonic wave field in an SWCNT, the displacement field
can be written in complex form as (because stress field depends on the displacement

field), see Gopalakrishnan et al. [20]:
u(x, ) = te /Ke¥emikel gmiet (5.216)

where 1 is the frequency amplitudes displacement of SWCNT, k, and ky are the
wavenumbers in axial and circumferential directions, respectively, w is the angular
frequency of the wave motion, and j = /—1.

By substituting the displacement field (Eq.(5.216)) in the nonlocal constitutive
relations (Egs. (5.213)—(5.215)), we get

k +(ep'a)? (ki + Z—’i) xx = C1(exx + vege) (5.217)
_1 + (e§a)? (k§ + 2—922) 000 = C11(€00 + VExy) (5.218)
I <e39a>2(k3 + 2—’2) o = Co6V0 (5.219)
where k, = % and kg = 27;—" (here & and 7 are integers) are wavenumbers in axial

and circumferential directions, respectively, R is the radius of the CNT, and a is the
carbon—carbon bond-length (~ 1.42 A) in SWCNT. Equations (5.217)—(5.219) are
rewritten in matrix form as

[Eol{o} = [Cl{e} (5.220)
where
2\ [ e 0 0
[Eol =[I1+ (ki + R—ez) 0 () 0 (5.221)
0 0 (efa)
Ci1 vCi1 O
[Cl=|vCi Cii O (5.222)

0 0 Ces
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where [/]is a 3 x 3 identity matrix. Equation (5.220) describes the assumed nonlocal
constitutive relations. Substitution of Eq.(5.210) into Eq. (5.220) leads to

[Eol[J3]{e} = [Cl{e} (5.223)
This is an eigenvalue problem. We need to solve for the nonlocal scaling parameters

which are the eigenvalues of the system in Eq.(5.223). Introducing A = (epa)? in
(Eq. (5.223)), one has

Det [[C] — [Eol[J3]] = Det [[F3] — A[F4]] =0 (5.224)
where
[F3] =[C] - [J3] (5.225)
2, K
[Fal =\ ki + o [J3] (5.226)

There are three eigenvalues for the system in Eq. (5.223), which can be written as

1/3 2
1 L 6L L3 —2L
VA=t =+ 0o _ 271 31/3 2_p, (5.227)
3al, 2 LO
1/3 2 . r,1/3 2
1 L 3L1Ly—L jV3 | L 6L1L3 —2L
[y 060 _ _ -0 2 _ SN 0 2
2 =< _i3aL1( 4 173 bt =17 [E
0 L n
(5.228)
1/3 2 . r,1/3 2]
\/EZeXGZ:I: 1 _LO 3L1L3 —L; _Lz_]ﬁ Ly, 6L1L3 —2L5
0 3aLy 4 L1/3 2 2 1173
0 L i
(5.229)

where the parameters Lo, L1, Ly and L3 are given below.
Lo =36LiLyLs — 108L3Ly — 8L3 + 124/3L, (4L1L§ — 1312

12
—18LyLyL3Ly +27L3L% + 4L§L4) (5.230)

L= — F411F422F433 + F411F423F32 + F51F31F33 _ FZIF413F£2
— FPFPF + FPFPF)! (5.231)
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Ly =FPFFP + FPEVE? - FPFEVEP? — FPENFP + FUVFPE)
— FVFPFP? - FPFPFP - FPFRPFP — FRFP R + FPFEPFEY
_ F321F£2F23 _ F321F22F413 + F3]2F4%3F21 + F421F423F21 _ F313F422F21
— FPFPFN + B'FPF — F'FPFP (5.232)

Ly=— FPFPFN + FRFPRY — FVFPEP — FUYVFPFP + FU P F}?
4 F311F332F423 4 F312F§3F£2 _ F312F321 F23 + F321F333F412 _ F321F333F412
— FPFPE? - FRFPEP — FPFP R + FRFP R — FP2RVFP

— FPREP? 4+ FP R FP + FPFE)* (5.233)

Ly = F312F323F\31 _ F313F322F331 + F313F321F332 + F3“F322F\33 _ F3“F323F332
— F2FF (5.234)

Fi'=Cy = K, Fl' = KoF)', Fi? =vCyy — K, FP' — Ko F,

F? = —K,F}' —KoF5', F' =vCy — K, F|* — KgF,?,

F{? = C1 — K, FP2 — KgF3* F{? = —K,F{* — Ko F5°,

F' = —K,F? —KoFy®, F3? = —K,F{® — Ko F3>,

F§® = Co6 — K, Fi* — Ko F3°. (5.235)

11 2 kg 11 12 2 kg 12 13 2 kg 13
F4 = kX_i_ﬁ J 5 F4 = kX_i_ﬁ J3 5 F4 = kx+ﬁ J 5
2 2
k _ L7

(5.236)

Here Lo, L;, Ly and L3 are functions of chirality (n, m) of SWCNT, and the axial
and circumferential wavenumbers are k, = 27w & /a and kg = 27 n/a, respectively.
The values used for the constants of SWCNTs are given in Table 5.2. The variation
of the nonlocal scaling parameters for chiral types of SWCNTs are shown in Fig. 5.20,
for various modes of wave propagation. For (§ = 1, n = 0)—first axial mode,
(¢ =0, n = 1)—first torsional mode, and (§ = 1, n = 1)—first coupled axial—
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Table 5.2 Properties of SWCNTSs used for the analysis

Property Value Units

Young’s modulus (E) 1.05 TPa
Density (p) 2700 kg/m?
Thickness (t) 0.34 nm
Axial stiffness of bond (K) 742 nN/nm
Angular stiffness of bond (Kp) 1.42 nN nm

Fig.5.20 Nonlocal parameter 1.8
variation for chiral type of ——
SWCNTs (n # m) for the case 1er —— 1=t
of longitudinal (¢ = 1, = 0), ——=11=0
torsional (§ = 0, n = 1), and
coupled ¢ = 1, n = 1)
modes of wave propagation,
k. and kg are the axial and
circumferential wavenumbers
respectively. The result also
shows that the nonlocal scale

parameters are all equal, i.e.,
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torsional mode. The figure shows that for a given wave branch, the variation in the
nonlocal scaling parameters over tube diameter are identical (see Fig.5.20). This
implies that ¢y = 89 = e(’gg = eg.

From Fig. 5.20, one can observe the following phenomena for chiral type of SW-
CNTs.

(i) The value of ¢ is almost constant for & = 1, n = 0, which means that there
is only axial mode of wave propagation in SWCNT. The value of ey = ¢5* = 689 =
689 ~ 0.314 — 0.318 for chiral type of SWCNTs.

(ii) The variation in e is linear with the SWCNT diameter foré =0, n = 1,i.e.,
when there is only torsional type wave propagation in SWCNT.

(iii) Finally, when there is a coupled axial-torsional mode of wave propagation
in the SWCNT, i.e., (§ = 1, n = 1), then the value of ep approaches to the value of
eo obtained in the case of purely axial mode of wave propagation for large diameters
and purely torsional mode of wave propagation for small diameters of the SWCNT.

These observations are similar to those observed for the armchair and zigzag type
of SWCNTs given in the previous section and these results are also given in [24].



116 5 Material Property and Nonlocal Scale Parameter Estimation for Carbon Nanotubes

Fig.5.21 Nonlocal parameter (a)
variation for a armchair and 25
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Next, if we use n = m and m = 0 in the present formulation, the variation
eop can be obtained for armchair and zigzag type of SWCNTs, respectively. The
variation of the nonlocal scaling parameter with respect to SWCNT diameter (or
chirality) for armchair and zigzag type of SWCNTs are shown in Fig.5.21a and
b, respectively, for various modes of wave propagation. The value of ¢( is almost
constant for £ = 1, = 0, which means that there is only axial mode of wave
propagation in SWCNT. The value of ¢y = ¢5* = e89 = e(’gg ~ (0.3298 for armchair,
0.3906 for zigzag type of SWCNTSs. The other observations are similar to that of
chiral type of SWCNTs.

The values of ep for armchair and zigzag type of SWCNTs obtained from the
present formulation exactly match with those obtained by Narendar et al. [24]. Hence,
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the present formulation is a generalized one and can be easily applicable for all the
three types of SWCNTs.

5.4 Summary

This chapter investigated the application of nonlocal elastic beam theory in estimation
of length-dependent stiffness of SWCNTs. The results from the nonlocal elasticity
demonstrate that the length-dependent stiffness is small for shorter SWCNTSs and
is large (maximum unity) for longer SWCNTs. It has been found that the clamped
SWCNT has very low stiffness and that of the cantilever SWCNT has very high
stiffness for a given nonlocal scaling parameter.

An approximate estimation of nonlocal scale parameter is also presented in this
chapter. The length-dependent stiffness is revealed from the nonlocal elasticity and
verified through molecular simulation results. From the analysis, the value of the
scale coefficient (epa) in the nonlocal theory was recommended to be about 0.11 nm
for the application of the nonlocal elasticity theory in the analysis of single-walled
carbon nanotubes, where CNTs are modeled as beam. The modeling and analyses of
nanostructures, based on flexural displacement, require an accurate estimate of non-
local scaling parameter. Such attempt was made in this chapter. The presented value
of epa can provide useful guidance for the study and design of the next generation
of nano devices that make use of the properties of single-walled carbon nanotubes.

Next, an expression for the nonlocal scaling parameter are derived as a function
of the geometric properties of the SWCNTs. Following that a self-consistent method
is developed for the linearization of the ultrasonic wave propagation in SWCNTSs.
The obtained nonlocal parameters show that the general three-dimensional elastic
problem leads to a single nonlocal scaling parameter (eq). This value of eq is almost
constant irrespective of the chirality of the CNT for an axial mode of wave prop-
agation and shows a linear variation with the chirality for torsional mode of wave
propagation. When there is a coupled axial-torsional mode of wave propagation
the value of ey approaches to the value of ey obtained in the case of purely axial
mode of wave propagation for large diameters, and a purely torsional mode of wave
propagation for small diameter of the SWCNTs.

At the end, an expression for the nonlocal scaling parameter was derived as a
function of the geometric properties of the chiral type (n # m) of SWCNTs. Even in
this case, the obtained nonlocal parameters show that the general three-dimensional
elastic problem again leads to a single nonlocal scaling parameter (eg). This value
of e( is almost constant irrespective of the chirality of the CNT for an axial mode
of wave propagation and shows a linear variation with the chirality for torsional
mode of wave propagation. When there is a coupled axial-torsional mode of wave
propagation, the value of ep approaches to the value of ey obtained in the case of
purely axial mode of wave propagation for large diameters, and a purely torsional
mode of wave propagation for small diameter of the SWCNTSs. The values of ¢q for
armchair and zigzag type of SWCNTs obtained from the present formulation exactly
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match with those available in the literature. This formulation was a generalized one
and can be easily applicable for all the three types of SWCNTs to calculate the
nonlocal scale parameter.

Because of the future promising exploration in nanotechnology, focus is being
put in the miniaturization of mechanical and electromechanical devices. Attention
is sought toward the development of nanodevices and nanomachines. The length
scales associated with such nanostructures are that to apply any classical continuum
techniques, we need to consider small length scales such as the lattice spacing be-
tween individual atoms, surface properties, grain size, etc. This makes a physically
consistent classical continuum model formulation very challenging. So, the next
chapter presents the application of nonlocal elasticity theories such as stress gradi-
ent, second- and fourth-order strain gradient theories to analyze the wave dispersion
behavior of one-dimensional nanostructures such as nanorods. Here, the subject of
interest is only the dispersion of the axial and torsional waves in nanorods. Next,
the spectral finite element (SFE) formulation of nanorods is also presented. The ex-
act frequency-dependent shape functions and the dynamic stiffness matrix for the
nanorod are obtained as functions of non-classical scale parameter.
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Chapter 6
Wave Propagation in 1D-Nanostructures:
Nanorods

A nanostructure is defined as a material system or object where at least one of the
dimensions lies below 100 nm. Nanostructures can be classified into three different
categories: zero-dimensional (OD); one-dimensional (1D); two-dimensional (2D).
0D nanostructures are materials in which all three dimensions are at the nanoscale.
A good example of these materials is buckminster fullerenes [1] and quantum dots [2].
1D nanostructures are materials that have two physical dimensions in the nanome-
ter range while the third dimension can be large, such as in the carbon nanotube
[3]. 2D nanostructures, or thin films, have one of their dimension in the nanometer
range and are used readily in the processing of complimentary metal-oxide semi-
conductor transistors [4] and micro-electro-mechanical systems (MEMS) [5]. The
focus of this chapter is on one-dimensional nanostructures. 1D nanostructures (here
we call them nanorods or nanoshafts) have stimulated a great deal of interest due to
their importance in fundamental scientific research and potential technological appli-
cations in nanoelectronic, nanooptoelectronic and nanoelectro-mechanical systems.
Rod-shaped viruses, such as tobacco mosaic viruses and M13 bacteriophage, have
been utilized as biological templates in the synthesis of semiconductor and metal-
lic nanowires [6]. They were also proposed as elements in the biologically inspired
nanoelectronic circuits. Vibrational and wave modes will affect the properties of the
inorganic-organic interface [6].

The length scales associated with nanostructures like carbon nanotubes,
nanofibers, nanowires, nanorods, graphene sheets are such that to apply any clas-
sical continuum techniques, we need to consider the small length scales such as
lattice spacing between individual atoms, surface properties, and grain size. This
makes a physically consistent classical continuum model formulation very challeng-
ing. The Eringen’s nonlocal elasticity theory [7] discussed in Chap. 4, is a useful tool
in treating phenomena whose origins lie in the regimes smaller than the classical
continuum models. In this theory, the internal size or scale could be represented in
the constitutive equations simply as material parameters. Such a nonlocal continuum
mechanics has been widely accepted and has been applied to many problems includ-
ing wave propagation, dislocation, crack problems, etc [8]. Recently, there has been

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 121
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_6,
© Springer International Publishing Switzerland 2013


http://dx.doi.org/10.1007/978-3-319-01032-8_4

122 6 Wave Propagation in 1D-Nanostructures: Nanorods

great interest in the application of nonlocal continuum mechanics for modeling and
analysis of nanostructures.

In this chapter, the nonlocal elasticity theory has been incorporated into classical
rod/bar model to capture unique features of the nanorods under the umbrella of
continuum mechanics theory. The nonlocal behavior will be brought out through
nonlocal stress and strain gradient models. We will call these models as NLSGM
for NonLocal Stress Gradient Models and NLStGM for NonLocal Strain Gradient
Models. Two variants of NLStGM will be discussed, one based on second-order
gradient models and the second one will be based on fourth-order gradient models.
Some of the stability issues of the second-order gradient models will be discussed in
depth. The effect of lateral inertia on the strain gradient models and their stabilizing
effectis discussed in this chapter. The analysis will then be extended to study torsional
wave propagation in nanoshafts. The chapter ends with a brief introduction to spectral
finite element(SFE) and its application to nanorods.

6.1 Axial Wave Propagation in NLSGM Nanorod

In Chap.3 and Sect.3.9.1, we had introduced both the stress and strain gradient
nonlocal models. In this chapter, we dwell on these models in more detail. In this
section, we will study the axial wave propagation behavior in a nanorod, which is
modeled using nonlocal stress gradient models.

6.1.1 Governing Equations for NLSGM Nanorods

For one-dimensional nonlocal elasticity, there exists a differential form for the stress—
strain relation as
(1 =§2V3oij = Cijuen (6.1

where the operator V2 is the Laplacian operator. Notice that in the nonlocal elasticity,
the effect of small length scale is considered by incorporating the internal parame-
ter length into the constitutive equation. One may also see that when the internal
characteristic length a is neglected, i.e., the particles of a medium are considered
to be continuously distributed, then & = epa/¢ = 0, and Eq.(6.1) reduces to the
constitutive equation of classical elasticity.

Figure 6.1 schematically describes a nanorod under discussion and serves to intro-
duce the axial coordinate x, the axial displacement u = u(x, t), the length L, the
Young’s modulus E, and the density p. The displacement field and strain for this
nanorod are given by
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Fig. 6.1 A Nanorod, showing ,—) u

length L, Young’s modulus E, A
A and longitudinal displace-

ment u I J
I~ I 1
u=u(x,t) (6.2)
ou
Exx = 72 (6.3)
0x

For thin rods Eq. (6.1) can be written in the following one dimensional form

26, ou

9
Oy — (eoa)za—x = Egyy = E— (6.4)

x2 dx
where E is the modulus of elasticity, oy, and &y, are the local stress and strain
components in the x direction, respectively. The equation of motion for an axial rod
can be obtained as

N 3%u

ov _ 0u 6.5
ax e 6.5

where N is the axial force per unit length for local or classical elasticity and is defined
by

N— / oerdA 6.6)
A

Using Eqgs. (6.4 and 6.6), we have

92N du
N — 2 _FEA— 6.7
(eoa) P ™ (6.7)

Substitution of the first derivative of N from Eq. (6.5) into Eq. (6.7), we obtain

du 2 du
N=EA— A 6.8
ax T PAT R ©8)
Substituting N from Eq. (6.8) into the equation of motion (6.5), we obtain
EATY 4 (coaron -t Pu 6.9)
— + (epa = pA— .
ox2 OV P TP

Equation (6.9) is the consistent fundamental governing equation of motion for non-
local rod model. When ega = 0, it is reduced to the equation of classical rod model.
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6.1.2 Wave Characteristics in NLSGM Nanorods

In this section, using the wave propagation concepts highlighted in Chap.2, we
will determine two important wave parameters, namely the wavenumber and the
two different wave speeds (phase speeds and group speeds). We will also study the
special features that nonlocal scale parameter will introduce in these variables and
their implications in the wave propagation.

The axial wavenumber in a nanorod is computed as follows. For analyzing the
ultrasonic wave dispersion characteristics in nanorods, we assume that a harmonic
type of wave solution for the displacement field u(x, t) and it can be expressed in
complex form as [9, 10]

P—10-1

u(x,t) = z z i (x, a)q) e (kpx—wqt) (6.10)

p=0 g=0

where P and Q are the number of time sampling points and number spatial sampling
points respectively. w, is the circular frequency at the ¢ h time sample. Similarly, k p
is the axial wavenumber at the pth spatial sample point. Substituting Eq. (6.10) into
the governing partial differential equation Eq. (6.9), we get the dispersion relation
as follows. Hereafter the subscripts p and g in Eq. (6.10) are dropped for simplified
notations. Here j = +/—1.

— k> + (e0a)’n**k> + n*w? =0 6.11)
where n = \/% . This dispersion relation is solved for the wavenumbers as

o>

kip ==+ (6.12)

1 — (epa)?nw?
The wave frequency is a function of wavenumber k, the nonlocal scaling parameter
eoa, and the material properties (E & p) of the nanorod. If ega = 0, the wavenumber
is directly proportional to wave frequency, which will give a nondispersive wave
behavior (for more details refer to Chap.2). The cut-off frequency of this nanorod
is obtained by setting k = 0 in the dispersion relation Eq.(6.11). For the present
case, the cut-off frequency is zero, that is, the axial wave starts propagating from
zero frequency.

The spectrum relation plot as a function of nonlocal scale parameter ega is shown
inFig. 6.2. From this figure, one can observe that at certain frequencies, the wavenum-
ber is tending to infinity and value of this frequency, which is called the escape fre-
quency, decreases with increase in the scale parameter. Its value can be analytically
determined by looking at the wavenumber expression Eq. (6.12) and setting k — o©.
Which is given as
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The escape frequency is inversely proportional to the nonlocal scaling parameter and
is independent of the diameter of the nanorod. The variation of the escape frequency
with nonlocal scaling parameter is shown in Fig.6.3.

Next, we will compute the two different wave speeds, namely the phase speeds
and the group speeds , whose expressions are given by

Fig. 6.3 Escape frequency 35 : : : :
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o 1 1/2

Cptase = = [1 = (com’n’e] (6.14)
Jo 1 32

Coroup = o= = ;[1 ~ (eoan0? | (6.15)

These wave speeds also depend on the nonlocal scaling parameter. When epa = 0,
both the wave speeds are equal (i.e., Cppase = Cgroup = 1/ = E/p), which is
already proved for local or classical bars/rods [10]. The phase speed and group speed
dispersion curves with wave frequency are shown in Figs. 6.4 and 6.5 respectively.

Next, based on the equations derived above, we will generate wavenumber and
dispersion plots as a function of scale parameter ¢p for NLSGM model. For the
present analysis, a SWCNT is assumed as a nanorod. The values of the radius,
thickness, Young’s modulus, and density are assumed as 3.5 nm, 0.35 nm, 1.03 TPa,
and 2300 kg/m?, respectively.

Figure 6.2 shows the real and imaginary parts of the axial wavenumber of a
nanorod. The thick lines represent the real part and the thin lines show the imag-
inary part of the wavenumbers. From Fig.6.2, for a nanorod, it can be seen that
there is only one mode of wave propagation, i.e., axial or longitudinal. For local or
classical model, the wavenumbers for the axial mode have a linear variation with
the frequency which is in the THz range. The linear variation of the wavenumbers
denotes that the waves will propagate nondispersively, i.e, the waves do not change
their shapes as they propagate. On the other hand, the wavenumbers obtained from
nonlocal elasticity have a nonlinear variation with the frequency, which indicates that
the waves are dispersive in nature. However, the wavenumbers of this wave mode
have a substantial real part starting from the zero frequency. This implies that the
mode starts propagating at any excitation frequency and does not have a cut-off fre-
quency. At the escape frequency, which was defined earlier, the wavenumbers tend
to infinity as shown in Fig. 6.2. Hence, the nonlocal elasticity model shows that the
wave will propagate only up to certain frequencies and after that the wave will not
propagate.

The escape frequencies are purely a function of the nonlocal scaling parameter.
The variation of the escape frequency with nonlocal parameter is shown in Fig. 6.3.
It shows that, as epa increases the escape frequency decreases, such variation can
also observed from Fig. 6.2. For very small values of epa, the escape frequencies are
very large, and at higher values of epa the escape frequencies are very small and
approach to a constant value.

Figures 6.4 and 6.5, plot the wave speeds for the nanorod obtained from both local
and nonlocal models. Because of the linear variation of wavenumber with wave
frequency from local elasticity, the phase speed (C,, = Real (%)) and group speed

(Cg = Real (‘fi—‘f)) for the axial mode has a constant value for all the frequencies,
and hence the wave does not change its shape as it propagate. It can also be observed
that the axial wave speed is similar for local and nonlocal cases at zero frequency.
In nonlocal elasticity, at escape frequency, the wavenumber tends to infinity, and
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Fig. 6.4 A comparison of
the phase speed dispersion
in a nanorod obtained from
local (epa = Onm) and
nonlocal (epa = 0.5 nm and
epa = 1.0nm) elasticity
theories

Fig. 6.5 A comparison of
the group speed dispersion
in a nanorod obtained from
local (epa = Onm) and
nonlocal (epa = 0.5 nm and
epa = 1.0nm) elasticity
theories
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hence the phase and group speeds tend to zero, indicating localization and stationary

behavior.

It can be concluded that the wave dispersion characteristics in a nanorod is drasti-
cally different for local and nonlocal models. The local model predicts that the wave
will propagate at all frequencies, while the nonlocal model shows that the wave will
propagate up to certain frequencies only depending on the nonlocal scaling parame-
ter [11]. The results presented in this section can provide useful guidance for the
study and design of the next generation of nanodevices that make use of the wave
propagation properties of carbon nanotubes.
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6.2 Axial Wave Propagation NLStGM Nanorods

Strain-gradient elasticity is widely used as a suitable alternative to size-independent
classical continuum elasticity to, at least partially, capture elastic size effects at the
nanoscale. The strain-gradient elasticity may be of practical importance for materials
possessing a nonhomogeneous microstructure like amorphous silica and polymers.
In other words, it is believed that nonlocal, and in particular, strain-gradient elasticity
is largely irrelevant for most material systems except at impossibly small sizes. As
evident, polymers and amorphous materials appear to be the exceptions. Covalent
semiconductors like Silicon, however, possess higher nonlocal length scales com-
pared to metals which may be attributed to the short-ranged nature of inter-atomic
forces in metal.

Although the strain-gradient elasticity is irrelevant for most crystalline metals
and ceramics, we wish to point out that under certain circumstances, strain-gradient
elasticity is quite useful even in materials exhibiting small nonlocal characteristic
length scales such as, in analysis of defects. In this regard, the reader is advised
to see the recent work of Zhang et al. [12] who have shown the utility of using
nonlocal elasticity for the analysis of defects in graphene. In addition, materials
with a microstructure such as foams or composites may be fruitfully modeled using
strain-gradient elasticity.

Classical continuum theories assume that the stresses in a material point depend
only on the first-order derivative of the displacements, that is on the strains, and not
on higher order displacement derivatives. As a consequence of this limitation on the
kinematic field, a classical continuum is not always capable of adequately describing
heterogeneous phenomena. For instance, unrealistic singularities in the stress and/or
strain field may occur nearby imperfections. Furthermore, severe problems in the
simulation of localization phenomena with classical continua have been encountered,
such as loss of well posedness in the mathematical description. To avoid these types
of deficiencies, it has been proposed to include higher order strain gradients into
the constitutive equations, so that the defects of the classical continuum may be
successfully overcome [13, 14]. The second-order strain gradients that are normally
used for these purposes, introduce accessory material parameters that reflect the
microstructural properties of the material. These were earlier discussed in Sect. 3.9.1.

The higher order gradients can improve the performance of the classical contin-
uum in the sense that the dispersive behavior of the discrete model is reproduced
with a higher accuracy, [15-17]. This is a direct consequence of the procedure that
is commonly used to enhance the classical continuum with higher order gradients.
Homogenization of the discrete medium may lead to higher order gradients in a
direct and straightforward manner. If regularization of singularities or discontinu-
ities is required, higher order gradients are used for smoothing the nonuniformity or
singularities in the strain field. On the other hand, if a more accurate representation of
the discrete microstructure is desired, the higher order gradients are used to introduce
a nonuniformity in the strain field.
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Expansion of the general integral constitutive equation of nonlocal elasticity (see
[7]) for epa/L << 1, retention of only the first two terms, and simplification to the
case of uniaxial stress produces

dzg(x)) (6.16)

o(x)=E (e(x) + (e0a)* —
dx
This is a second-order strain gradient model with nonlocal scale effects.
In the same way, retention of only the first three terms, and simplification to the
case of uniaxial stress produces

(6.17)

d%e(x) d*e(x)
a5

o(x)=E (s(x) + (ega)?

This is a fourth-order strain gradient model with nonlocal scale effects. Next, we will
derive the governing equation of motion for nanorod based on the above mentioned
two constitutive relations Egs. (6.16 and 6.17).

6.2.1 Governing Equations for Second and Fourth-Order NLStGM
Nanorods

We will first derive the governing differentional equation for second-order NLStGM
nanorod. Figure 6.1 schematically describes a nanorod under discussion and serves
to introduce the axial coordinate x, the axial displacement u = u(x, t), the rod length
L, the rod Young’s modulus E, and the density p. The displacement field and strain
for this nanorod are given by

u=u(x,t) (6.18)
ou
o= (6.19)

First, we derive the governing differential equations for the nanorod using second-
order strain gradient model (see Eq.(6.16)). The potential (I7) and kinetic (I") ener-
gies of the nanorod are

2
1 = l/ o(x)e(x)dV = l/ (8(x) + (eoa)28 g(x)) e(x)dV (6.20)
2 74 2 74 8x2

1 du(x,1)\>
r_z/vp( o )dV (6.21)

Here superscript s represents for the second-order strain gradient model. Assuming
a uniform nanorod, Eqgs. (6.20 and 6.21) rewritten as
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I 9?
7 = —A/ e(x) + (eoa)? &%) e(x)dx (6.22)
2 0 3)62
1 L dulx, 1)\
' =—pA d 6.23
5P /O ( o7 ) X (6.23)
Applying Hamilton’s principle
15) %)
8/ L*dt = 5/ (r*—=Imdt=0 (6.24)
131 51

Expanding this, and integrating by parts, we obtain the nonlocal governing partial
differential equation for the nanorod obtained from the second-order strain gradient
model as

5 0%u(x, 1) L EA P ulx,1) oA du(x, 1) _

EAleoa) =373 x> Ye

0 (6.25)

This is a fourth-order governing differential equation for nanorod based on nonlo-
cal second-order strain gradient model. One can substitute epa = 0 in Eq.(6.25),
to recover the local or classical rod equation, which is a second-order differential
equation.

Next, we will derive the governing differential equation for fourth-order NLStGM
nanorods. Now assuming the same displacement field and strain-displacement rela-
tions (given in Eqgs. (6.18 and 6.50)) and using the fourth-order strain gradient model
(see Eq. (6.17)), the kinetic and potential energies can be expressed as

1 1 ,d%e(x) 4dte(x)
nf =3 /V o(@e(dV = > /V (s(x>+(eoa) T+ (e — = Jedv
(6.26)

2
rle/vp(a”("”)) av 6.27)

2 at

Here superscript f represents the fourth-order strain gradient model. For a uniform
nanorod, Egs. (6.26,6.27) rewritten as

1. (L d? a*
m=iaf (8(x)+(eoa)2 0 4 (o di(f))eu)dx (6.28)

1 L /du(x,)\?
rfzsz/O (M(axt )) dx (6.29)

Applying the Hamilton’s principle,

15 . 1% .
5/ LTdt = 3/ (rf —mhder =0 (6.30)
3| 1
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and integrating by parts, the nonlocal governing differential equation for the nanorod
from fourth-order strain gradient model is derived as

=0
(6.31)
This is a sixth-order governing differential equation for nanorod based on fourth-
order strain gradient model, and again we observe that when epa = 0, local/classical
rod equation can be recovered.

a%;(x,t) 5 d%u(x, 1) +EAB2u(x,t) _pAaZM(x,t)

EA(€00)47 + EA(epa) Fye 9x2 912

6.2.2 Uniqueness and Stability of Second-Order NLStGM
Nanorods

Strain gradients can be used to introduce heterogeneity into the continuum. As a
result, the dispersive character of waves observed in experiments, and hence the dis-
crete material models can be simulated with a higher accuracy [17, 18]. By homoge-
nizing a discrete medium, a second-gradient model of the type given in Eq. (6.16) can
be derived. To derive the uniquness of the model, we need to first establish the analyt-
ical solution of second-order constitutive strain gradient model given by Eq. (6.16).
This is done by combining the constitutive equation with the uniaxial equilibrium
equation g—‘; = 0 (no body forces are considered) and the kinematic relation Eq. (6.3).
The use of Eq. (6.16) leads to an analytical solution for # of the form

i = C + Cax + Cssin (i) + Cycos (i) (6.32)
eoa eoa

where C; are constants that have to be determined according to the boundary condi-
tions. The response of the classical continuum is given by the constants C; and C»
only.

We will next examine the uniqueness of the obtained analytical solution following
[19], the uniqueness of the static analytical solution is investigated next. To this end,
it is assumed that two different solutions # and u» exist that satisfy the equilibrium
equation and the nonhomogeneous boundary conditions. For a proof of uniqueness,
the difference between these two solutions Au = u; — uy should vanish. This dif-
ference solution should then satisfy the equilibrium equation and the homogeneous
boundary conditions. A specimen of length L is considered, and the boundary condi-
tions for the difference solution are taken as Au = 0 and 33% = Obothatx = 0and
at x = L. The four boundary conditions lead to the following system of equations:
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C
sin L) :
eoa ()

) COoS
C3

L 1 L C
01 Lcos (eoa) —7 sin (eoa) 4

By eliminating C; and C», a reduced coefficient matrix for C3 and Cy4 according
to Eq.(6.16) can be determined. For finding a nontrivial solution for Au (which
corresponds to nonuniqueness) the determinant of this reduced coefficient matrix
should vanish, i.e.,

_/—\
A,_.

(6.33)

)
S o OO

. L L L
sSin (eo_a) — eo_a COS (e()_a) —1 —0 (634)
cos (L) —1 —sin (L)
eopa epa
that implies

L . L L
—— sin (—) + 2 cos (—) —-2=0 (6.35)

epa epa epa

which is satisfied when eo% = 2ma with @ an arbitrary integer. Thus, uniqueness

cannot be guaranteed for the model of Eq.(6.16) in the case eoLa =2ra.

In the above procedure, the higher order boundary conditions are taken as pre-
scribed values for the first derivative of the displacement. The use of different higher
order boundary conditions leads to different considerations with respect to unique-
ness. Taking prescribed second-order derivatives of the displacement can also lead
to nonunique solutions With the model of Eq.(6.32). Although not shown here, in
this case, the values of - for which nonunique solutions are obtained coincide with
those obtained via Eq. (6 35)

Next, we have to establish the stability of the second-order NLStGM. The stability
of the second-order strain gradient model of Eq.(6.16) is studied by means of the
potential energy density 9, given by

N =/ode (6.36)
&

Substitution of the constitutive equation Eq. (6.16), integrating the higher order terms
by parts, and carrying out the integration results in the following equation.

Ne L E 2 (2 6.37
=z g2 — (ega) (E)x) (6.37)

In the derivation procedure above, the boundary integrals are assumed to vanish. This
has severe implications for the stability of the model: positive terms have a stabilizing
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effect on the overall response, while negative terms are destabilizing. Thus, the model
according to Eq. (6.16) may become unstable.

In summary, the second-order strain gradient model can become unstable and
uniqueness is not guaranteed. This model bears the closest relation with the dis-
crete model (a positive sign in front of the higher order term). However, the use
of this model in engineering practice is limited due to the possible emergence of
nonuniqueness and instability, which may have a devastating effect on its response
[20].

6.2.3 Wave Characteristics of Second-Order NLStGM Nanorods

For analyzing the ultrasonic wave dispersion characteristics in nanorods, we assume
that a harmonic type of wave solution for the displacement field u(x, ) and it can be
expressed in complex form as [9, 10]:

u(x,t) =i (x, w) e I *x=eD (6.38)

where i (x, ) is the frequency domain amplitude of the longitudinal displacement, k
is the wavenumber and o is the angular frequency of the wave motion and j = +/—1.
Substituting Eq. (6.38) in the nonlocal governing equation of nanorod obtained from
the second-order strain gradient model Eq.(6.25) gives the following dispersion
relation,

(e0a)*k* — k> + n*w® =0 (6.39)

where n =,/ %. This dispersion relation is solved for the wave frequency as

o =5 (epa)2k? (6.40)
n

The wave frequency is a function of wavenumber k, the nonlocal scaling parameter
eoa and the material properties (E & p) of the nanorod. For the present analysis,
we are considering both wave speeds (phase and group speeds) of the wave and are
given by

w’ 1
CS = — = /1 — (ega)2k? (6.41)
14 k n
o5 = do' 1 —2(eoa)’k?
7 0k 1= (eoa)?k?]

(6.42)

These wave speeds also depend on the nonlocal scaling parameter. When epa = 0,
both the wave speeds are equal (i.e., C), = C; = 1/n = /E/p), which is already
proved for local or classical bars/rods [10].
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We will next compute some of the important features of second-order NLStGM.
First, we will compute the critical wavenumber. We call crtical wavenumber as a
wavenumber at zero frequency. From the dispersion relation Eq. (6.39), by setting
the wave frequency (w) to zero, gives the critical wavenumber as

1
Jeoa

The critical wavenumber is purely a function of internal length scale only.

Next, we can compute the number of waves along the nanorod. The number of
wavelengths (N) along the nanorod is defined as N = L /A, where L is the length of
the nanorod and A is the wavelength. The wavelength is related to wavenumber as A =
21/ k, here the wavenumber is critical Eq. (6.43). Thus the number of wavelengths
along the nanorod is given by

kch:f:

(6.43)

N=_—_—— (6.44)

6.2.4 Wave Characteristics of Fourth-Order NLStGM Nanorods

As in the case of second-order models, we will compute the wavenumber, phase
speed and group speeds for this case. Substituting Eq. (6.38) in the nonlocal governing
partial differential equation of nanorod obtained from the fourth-order strain gradient
model Eq. (6.31) gives the following dispersion relation,

— (e0a)*k® + (e0a)*k* — K> + n*0* =0 (6.45)

Solving this dispersion relation for wave frequency as

k
ol = ZV/1 = (e0a)2k2 + (ega)*k* (6.46)
n

The phase and the group speeds of an ultrasonic wave in nanorod are given as

|
¢l = “’7 = ~/1 = (ega)k? + (epa)*k* (6.47)
n

doof 1 — 2(epa)*k* [1 — (eoa)*k?]
ok n{l— (eoa)2k2 1 — (eoa)*k?]}

cl = (6.48)

On substitution of ega = 0in Eqs. (6.47 and 6.48), gives C}y = CJ = 1/ = JE/p.
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6.2.5 Numerical Results and Discussion

For the present analysis, a SWCNT is assumed as a nanorod. The values of the
diameter (d), Young’s modulus (E) and density (p) are assumed as 5nm, 1.06 TPa,
and 2270 kg/m?, respectively.

The spectrum and dispersion curves for nanorod obtained from both strain gradient
models (assuming epa = 0.02 nm. as length increases epa/L << 1) are shown in
Fig. 6.6. The results obtained from classical continuum model are also shown in those
figures for comparison.

The spectrum and dispersion relations obtained from the classical continuum
model show that the waves in nanorod are nondispersive, i.e., the wavenumber has
a linear relation with the wave frequency or the phase or group speeds are constant
(see Figs.6.6-6.9). Both the strain gradient models show that the waves in nanorod
are dispersive in nature. It can also be seen that the fourth-order strain gradient
model give improved approximation over the second-order strain gradient model, as
compared to the classical continuum model. And also the results are compared with
the Born—Karman model [21], and the stress gradient model [22].

The instability of the second-order strain gradient model can be seen developing
in Fig. 6.6 for wavenumbers larger than \/%07, where the angular frequency and the
phase velocity become imaginary. This means that waves with larger wavenumbers
(or, equivalently, with smaller wavelengths) cannot propagate through this medium.
Instead, the imaginary frequency and velocity imply that the response occurs every-
where in the medium instantaneously. This is physically unrealistic. Therefore, these
smaller wavelengths should not be considered. Filtering shorter waves occurs auto-
matically in a discrete medium, where wavelengths smaller than two times the particle
size cannot be monitored. However, in a continuous medium, all wavelengths can
in principle be present. Especially when shock waves are investigated, waves with
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all wavelengths are triggered by the loading. The imaginary angular frequency (or
phase velocity) of these high-frequency waves prohibits a proper wave propagation
simulation with this model. The cut-off value for the wavenumber occurs atk = Teca
(see Fig. 6.6). In the response of the fourth-order strain gradient model, the effect of
these high frequency waves is of minor importance. In summary, the wave behavior
in second and fourth-order NLStGM is quite different and in addition, instability in
the second-order model can be clearly seen.

The effect of epa on the wave behavior in nanorods is shown in Figs.6.7-6.9.
Figure 6.7 shows the effect of epa on wavenumber dispersion in nanorod obtained
from different models. As ega increase, the wavenumbers obtained from both strain
gradient models will decrease with wave frequency. And the corresponding wave
speeds will decrease (as epa increases) as shown in Figs.6.8 and6.9. The phase
speeds obtained from the second-order strain gradient model are zero at a particular
wave frequency (i.e., at critical wavenumber) and this critical wavenumber is also
decreases with increase in epa (see Fig.6.8). A similar type of phenomena is also
observed for group speed variation as shown in Fig.6.9.

As shown in Fig. 6.6, for the case of the second-order strain gradient model, the
wave frequency is zero at zero wavenumber and also at the value of 2.02 nm™~!. The
wavenumber at which the wave frequency is zero is called as critical wavenumber k-
(see Eq. (6.43)). This critical wavenumber is purely a function of the nonlocal scaling
parameter (epa). As epa increases, the critical wavenumber decreases as shown in
Fig.6.10. It is found that, for second-order strain gradient model, for wavenumbers
higher than k., the waves cannot propagate through this medium.

The effect of the nonlocal scaling parameter on the number of waves (V) along the
nanorod is shown in Fig. 6.11, for rod lengths of 10, 50 and 100 nm. A relation among
the number of wave N, nonlocal scaling parameter ega, and the length of the rod L is
shown in Eq. (6.44). This relation is obtained from the second-order strain gradient
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model only. For number of waves along the nanorod are directly proportional to the
length of the nanorod. The number of waves along the nanorod will decrease as epa
increases (see Fig.6.11). For very small values of epa, the number of waves along
the nanorod are very high, for long length nanorods. For epa > 0.1 nm, the number
of waves along the rod is almost constant and this constant number is different for
different lengths of nanorod.

Finally, the wave dispersion behavior of nanorods, incorporating a constitutive
law that includes a length scale, can be analyzed using a direct Newtonian approach
(stress gradient model) and a variational approach (strain gradient model). The latter
approach provides the governing field equations and the variationally consistent sets
of boundary conditions. Incorporation of small length scale effects is found to signif-
icantly affect the wave dispersion behavior in nanorods. Strain-gradient elasticity is
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quite useful even in materials exhibiting small nonlocal characteristic length scales.
More details on these concepts can also be found in [23].

Noting the significant computational costs of MD simulations, other approaches
such as the present one have emerged for the modeling of CNTs. The present model’s
computational costs is negligible compared to the MD calculations and provide for
efficient parametric studies. The presented nanorod wave propagation solutions based
on nonlocal stress model should be useful to engineers who are designing micro- and
nanoelectromechanical devices. Moreover, the higher order strain gradient solutions
serve as benchmarks for reference, convergence, and accuracy of numerical solutions
for static and dynamic analysis of nanostrucutres obtained from other mathematical
and computational approaches such as molecular dynamics simulations.
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6.3 Axial Wave Propagation in Nanorods with Lateral Inertia

The dynamic testing of materials and components often involves predicting the prop-
agation of stress waves in slender rods. Time-domain analysis of wave propagation
in nanorods has received less attention. However, the nonlocal scale effect has been
incorporated in the one-dimensional wave equation, which is valid within a certain
frequency range. For elastic bars, the effect of lateral inertia was predicted by Love
[24] a century ago. Love defined the kinetic and strain energy in an elastic rod and
derived an equation that incorporated the effect of lateral motion on axial waves
using the calculus of variations (see [24, 25]). It is not possible to repeat this analy-
sis for a nonlocal nanomaterial as the necessary expressions for strain energy are
not derivable. An alternative derivation is presented here. Due to the Poisson’s ratio
effect, there is kinetic energy in lateral as well as in the axial direction. This kinetic
energy is used to define a new concept called the effective density, which is related
to the density via a differential operator. Thereafter, expressing Newton’s second law
in terms of the effective density results in a fifth-order partial differential equation
(PDE), which represents longitudinal waves in a nolocal bar.

6.3.1 NLSGM-Based Governing Equations for Nanorods
with Lateral Inertia

Figure 6.12 schematically describes a nanorod under, which has a axial coordinate x,
lateral coordinate y, the axial displacement u = u(x, t), the Young’s modulus E, the
density p, the Poisson’s ratio v, and cross sectional area A. The displacement field
(X —direction), strain, strain rate, and particle velocity associated with the displace-
ment field in X —direction for this nanorod are given by

= u(x, 1) (6.49)
9

oy = o (6.50)
dx

) dery  0%u
98xx _ 651

S =TT T axor 6.51)

dJu
Vep=t 6.52
" ot ( )

Due to Poisson’s ratio v, there are displacement fields v and w in Y- and Z-
directions, respectively. For example, the strain and the derivative of the displacement
with time in the Y- direction are, respectively,

Eyy = —VExyx (6.53)
V= —Vy&yy (6.54)
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Fig. 6.12 A nanorod, showing Young’s modulus E, density p, Poisson’s ratio v, diameter d, cross-
sectional area A, longitudinal displacement u = u(x, t), strain along X- direction &, and strain
along Y- direction &,

The kinetic energy of the infinitesimal length Ax of the rod (see Fig.6.12) is
1
AMT* = SpAAx (V2 + vzgzé,%x) (6.55)

where p is the density, A is the cross-sectional area and ¢ is the radius of gyration
of the solid circular cross-section. Lagrange’s equation of the second kind is used
here to derive an equation of motion of the system. The behavior of the system is
analogous to that of a completely plastic in-line collision of two unequal masses,
that is, the rigid falling mass and the effective mass of the two plates. The effective
mass of the plates consists of two terms. These two terms represent the longitudinal
and transverse inertia of the actual specimen. Here, an effective density is used to
incorporate the effect of lateral inertia in a one-dimensional wave equation. The
mathematical rigor of the derivation of the effective mass in [26] is not attempted.
Rather, it is postulated that the effect of lateral inertia effect can be incorporated in
a wave model using the concept of effective density. The validity of the approach is
supported by comparison with two other wave theories. It is then shown that the new
wave equation is equivalent to Love’s equation for stress waves in elastic bars when
rate dependency is removed from the material model.

Hence, an effective density is used to incorporate the effect of lateral inertia in a
one-dimensional nonlocal wave equation. An effective density o, is now introduced
such that the kinetic energy of the element Ax is AH:ff, where
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[, = L puranxv? 6.56
i = gPes AAX (6.56)

Using Newton’s second law, the net longitudinal force acting on the element Ax (see
Fig.6.12) is
2

0“u
Aoyx X A = pefrA— o2 X Ax (6.57)

In the limiting case as Ax — 0, Eq.(6.57) can be written as

= Peff W (6.58)

To find the relationship between p,7r and p, a functional |, is defined as the kinetic
energy error when using the effective density, i.e.,

U. = // [ame - amg, Jaxa
- // BpA (v2 + v2g2e§x) —~ (%peffsz)] dx dt (6.59)

substituting for strain rate and particle velocity in Eq. (6.59), the minimization of | J,
requires minimization of the following functional:

N, //HPV2 pv3e (aV)Z—PeffVZdedt (6.60)

The functional in Eq. (6.60) can be written interms of the displacement u as

ﬂe://[(p_peff) [88—” + pvic [aazg ﬂdxdt (6.61)

The integrand of the functional (), is

f(a_” 32_”)_( _ )[3_”} + [32”]2 6.62)
ot axor) T P T PN G| TRV K axot '

92u
at’ det

In order to minimize (), in Eq. (6.61), the integrand f (
following equation:

) should satisfy the

—— | ——% =0 (6.63)




142 6 Wave Propagation in 1D-Nanostructures: Nanorods
Therefore, Eq. (6.63) is identical to the following partial differential equation:

3%u 3%u 5 5 3t
Peff 55 =Po7 — PV ¢

(6.64)

Equation (6.64) gives the relationship between the effective density and the density

that minimizes the effective density error, UL,, defined in Eq. (6.59), over the length

of the nanorod and the time of motion. Substituting this expression in Eq. (6.58)
gives

00 9%u

ox o2

2,2

- 6.65
R v (6.65)
The constitutive model employed here is that obtained from the theory of nonlo-
cal/nonclassical continuum mechanics. For thin rods Eq.(6.1) can be written in the

following one-dimensional form

92 9
orr — 0’ = — Fey = B (6.66)
9x2 0x

where E is the modulus of elasticity, oy, and &, are the local stress and strain

components in the x direction, respectively and @ = epa, nonlocal scaling parameter.
Differentiating the Eq. (6.66) with respect to x on both sides, gives

A0y 28 oxx dexx 3%u
R =FE =F— 6.67
dx (eoa) dx ax2 (6.67)

Substituting Eq. (6.65) in Eq. (6.67) leads to

3%u 3%u 5 5 % ,  dtu
vV —
=P TPV e Y P e

6.68
ax2 at2 ( )

+a?pvic?

48t2

Equation (6.68) is the consistent fundamental governing equation of motion for non-
local rod model including the effect of lateral inertia/Poisson’s ratio effect [27]. When
a = ega = 0and v = 0, it is reduced to the equation of local or classical rod model.

6.3.2 Wave Characteristics of Nanorods with Lateral Inertia

For analyzing the ultrasonic/terahertz wave dispersionterahertz wave dispersion char-
acteristics in nanorods, we assume that a harmonic type of wave solution for the
displacement field u(x, ¢) and it can be expressed in complex form as:

P-10-1
u(x,t) = Z Z u (x, a)q) eI (kpx—aqt) (6.69)

p=0 ¢=0
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where P and Q are the number of time sampling points and number spatial sam-
pling points respectively and j = /—1. wq is the circular frequency at the g’ h time
sample. Similarly, k,, is the axial wavenumber at the pth spatial sample point. Sub-
stituting Eq. (6.69) into the governing partial differential equation Eq. (6.68), we get
the characteristic equation (dispersion relation).

_ k2 + n2a2w2k2 + n2w2 + T)2U2§2(¥20)2k4 + 7721)2;'2602/(2 =0 (6.70)

where n = ‘/%. The dispersion relation is solved for the wavenumbers or wave
frequencies as

-1, £ T, — 4T, Ty
k1234 = ﬂ:\/ (6.71)

2Ty
where Ty = n?v220%w?, T = n*a?w? +n*v2c%w? — 1 and Ty = n?w?. The wave
frequency is a function of wavenumber k, the nonlocal scaling parameter @ = epa
and the material properties (E, v & p) of the nanorod. This shows a nonlinear rela-
tion between wavenumber and wave frequency, i.e., the obtained axial waves in
nanorod are dispersive in nature. The present results are compared with the results
obtained from classical continuum model, second & fourth-order strain gradient
models, stress gradient model and Born—-Karman model. If « = 0&v = 0, the
wavenumber is directly proportional to wave frequency, which will give a nondis-
persive wave behavior (more details are given in ref. [9, 10]).

We will now generate some numerical results and compare the results obtained by
the present lateral inertia model with all the other formulated models. This will bring
out the effects that lateral inertia has on the wave parameters, namely the wavenumber
and the group speeds. For the present analysis, a single-walled carbon nanotube is
assumed as a nanorod. The values of the radius, thickness, Young’s modulus and
density are assumed as 3.5 nm, 0.35 nm, 1.03 TPa, and 2300 kg/m3, respectively.

The present results are compared with the results obtained from the following
models, whose summary of equations are as follows :

1. Classical/Local Continuum Model
a. Constitutive relation:
o(x) = Ee(x) (6.72)

b. Governing differential equation:

9%u p 0%u
—_— = = 6.73
ax2  E 912 (6.73)
c. Dispersion relation:
oLy —0 (6.74)
E
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2. Second-Order NLStGM (See Sect.6.2)

a. Constitutive relation:

5 828(x)]
92x

ox)=E |:s(x) +
b. Governing differential equation:

C0tu  %u p du
a"— + =
ox*  oxZ  E 912

c. Dispersion relation:
204 2, P 2
kT —k"+ =" =0
E

3. Fourth-Order NLStGM (See Sect.6.2)

a. Constitutive relation:

,0%e(x) 4% (x)

ox)=F |:8(x) + o

b. Governing differential equation:

4 3% Ctu  %u p d%u
=t S =
ax0 ax*  9x2  E 3t?

c. Dispersion relation:
— o kB =0
4. NLSGM (See Sect.6.1)

a. Constitutive relation:

5320 (x)
ax2

o(x) —« = Ee(x)

b. Governing differential equation:
9%u o 5 9*u 0 9%u
—_ —_— — = — —
0x2  E 0x%0t2 E 9t?
c. Dispersion relation:

e %aza)zkz + %wz —0

9x2 ax4

(6.75)

(6.76)

6.77)

(6.78)

(6.79)

(6.80)

6.81)

(6.82)

(6.83)
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5. Born—-K arman model (Based on Lattice Dynamics) [12]

a. Dispersion relation:

2 [E [k
w="= —sin( X"). (6.84)
a 2

Figure 6.13 shows the variation of axial wavenumber of a nanorod with wave
frequency. From Fig. 6.13, for a nanorod, it can be seen that there is only one mode
of wave propagation, i.e., axial or longitudinal. For local or classical models, the
wavenumbers for the axial mode have a linear variation with the frequency which is
in the tera-hertz (THz) range. The linear variation of the wavenumbers denoted that
the waves will propagate nondispersively, i.e, the waves do not change their shapes
as they propagate. On the other hand, the wavenumbers obtained from strain gradi-
ent/nonlocal stress gradient models have a nonlinear variation with the frequency,
which indicates that the waves are dispersive in nature. However, the wavenumbers
of this wave mode have a substantial real part starting from the zero frequency. This
implies that the mode starts propagating at any excitation frequency and does not
have a cut-off frequency (refer Fig. 6.13).

The spectrum curves for nanorod obtained from both second and fourth-order
strain gradient models are also shown in Fig.6.13, for comparison. Both the strain
gradient models exhibit dispersive nature of waves. It can also be seen that the fourth-
order strain gradient model give improved approximation over the second-order strain
gradient model, as compared to the classical continuum model (such observations

Fig. 6.13 A comparison of
the wavenumber dispersion
with wave frequency in a
nanorod obtained from classi-
cal/local and nonlocal theories
suggested in the literature with
the present result, to show the
effect of lateral inertia
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Frequency (THz)
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—#&— Second order strain gradient model

—<— Stess gradient model with lateral inertia [Present]
—&— Stess gradient model without lateral inertia
—— Born- Karman model

—&— Fourth order strain gradient model




146 6 Wave Propagation in 1D-Nanostructures: Nanorods

are also made in Ref. [9]). Also, the results are compared with the Born—Karman
model, as well as the nonlocal stress gradient model. It can be concluded that the
instability of the second-order strain gradient model can be overcome by considering
the inertia gradients used in the fourth-order NLStGM.

The effect of the scaling parameter on the wave dispersion relation in nanorod
is shown in Fig.6.14. As the nonlocal scaling parameter (¢ = epa) increases, the
frequency of the wave will decrease with an increase in wavenumber. Here o values
are assumed from 0.0 to 1.0 nm. As « tends to larger value, the wave frequency
becomes very small at higher values of wavenumber as shown in Fig.6.14. It can
be seen that while dealing with the nonlocal elasticity theory including the effect
of lateral inertia, one should not neglect the scaling parameter. Hence, the scaling
parameter plays an important role while dealing with the dynamics of nanostructures.

The effect of radius of nanorod, on the wave dispersion relation based on the
present formulation, is shown in Fig.6.15. For the present analysis, we consider
three different radii of nanorodsi.e., 1.0, 2.0 and 5.0 nm. For comparison, the results
obtained from local/classical elasticity are also shown in the same figure. As the
radius of the nanorod increases, the wave frequency becomes almost constant for
wavenumbers larger than 5.0 1/nm. The effect of the lateral inertia shows that as
the radius of the nanorod increases, the wavenumber decreases and will not become
constant irrespective of the wavenumber.

It can be concluded that the wave dispersion characteristics in a nanorod is drasti-
cally different for local and nonlocal models. The local model predicts that the wave
will propagate at all frequencies, but the nonlocal model shows that the wave will
propagate only up to certain frequencies depending on the nonlocal scaling parame-
ter. It has also been shown that the unstable second-order strain gradient model can
be replaced by considering the inertia gradient terms in the formulations.

Fig. 6.14 Wavenumber dis- 25
persion (including the effect
of lateral inertia) with wave
frequency in a nanorod for
various values of the nonlocal
scaling parameter (o)

Classical rod model __

Frequency (THz)

Wavenumber (1/nm)



6.4 Torsional Wave Propagation in NLSGM Nanoshafts 147

Fig. 6.15 Wavenumber dis- 25
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6.4 Torsional Wave Propagation in NLSGM Nanoshafts

The majority of the literature on nonlocal elasticity exists pertaining to the free trans-
verse and longitudinal vibration of micro/nanobeams (CNTs), nanoplates (graphene
sheets), and nanoshells (carbon nanotubes). This is because the transverse modes are
more prone to get excited by common types of external excitations. On the contrary,
only limited works on nonlocal elasticity have been devoted to the torsional vibration
and wave propagation of nanostructures. Nanorods when used as electromechani-
cal resonator can be externally excited and they exhibit both axial and torsional
vibrations. Therefore, there is a strong scientific need to gain an understanding of
the torsional wave propagation of complex nanoshafts system and the mathematical
modeling of such phenomena.

Torsional wave propagation of CNTs is important to the design of different CNT-
based torsional devices including but not limited to sensors, oscillators, gyroscopes,
and torsional pendulums. It is therefore necessary to have a clear understanding of
CNT behavior under torsional vibrations. In this section, a study of the dynamic
torsional properties of CNTs is presented and dispersion relations of torsional waves
are derived using a nonlocal shaft model and compared with those of classical models
and results from molecular dynamics simulations.

Will will first derive the governing differential equation. For this, let us consider a
nanoshafts as shown in Fig. 6.16. The nanorod is assumed to be of length L. General
physical model to represent carbon nanotube include the nonlocal shell, nonlocal
beam, or nonlocal shaft model. Here we will consider a simple one-dimensional
nonlocal shaft model. The present work can also be extended to nonlocal beam and
shell models. The nonlocal constitutive relation for shear stress in one-dimensional
differential form can be simplified as
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Fig. 6.16 A nanoshaft, show-

ing length L, shear modulus 0(x,t)
G, density p, polar moment Al
of inertia I, and torsional NANOROD Glpp O
displacement 0 (x, ) =
ZLos = Geg (6.85)

where ¥ = 1— (eoa)2v2, G is the shear modulus, € is the shear strain and o is the
shear stress of nanorod. The stress resultant due to shear stress is Qg = f 405 dA
and the torque relation is Ts = [ 4 05z dA. Now using these shear stress resultant
and the torque can be written as follows using Eq. (6.85)

320

ZQs = Qs — (e0a)? 8x2S = GAsg, (6.86)
92T 20

PLTs = Ts — (epa)? 23 = Glp— (6.87)
ax2 9x

where 6 is the angular displacement and /p is the polar moment of inertia of the cross-
sections of the nanoshaft. Now considering an element of nanoshaft, the equation of
motion can be written as

aTs %0
Ts+ —dx ) — Ts + Tegxrdx = plp—dx (6.88)
dx at2

where Ts and Tgx7 are the induced torque and the external torque per unit length,
respectively. The term plp %dx on the right hand side of Eq. (6.88) represents the
inertia torque acting on the element of nanoshaft. The symbols p and ¢ are the density
of nanoshaft and time, respectively. Using Eqs. (6.87 and 6.88), we have

3

00 070 oTExT
Ts =Glp— + pl 2 — 222
S poote p(eoa) 51972 (eoa) ox

(6.89)

Using Eqgs. (6.87 and 6.89) ignoring the external torque we get the nonlocal gov-
erning equation of motion for torsional wave propagation in nanoshafts as

2 2 4
Glpg — plpaan + plp (eoa)z% =0 (6.90)
when we neglect the nonlocal small-scale effect (i.e., epa = 0), we get the conven-
tional scale-free equation for torsional wave propagation in shafts.
Next, we will compute the wave numbers, group speeds and the escape velocities
for the present model. For analyzing the ultrasonic wave dispersion characteristics
in nanorods, we assume that a harmonic type of wave solution for the displacement
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field u(x, #) and it can be expressed in complex form as [10],

N—1
0 (x.0)=> 0 (x,w,)e /ox—on) 6.91)
n=0

where, N is the number of time sampling points. w,, is the circular frequency at the
nth time sample and j = +/—1. Substituting Eq.(6.91) into the governing partial
differential equation Eq. (6.90), we get the dispersion relation as follows. Hereafter,
the subscript n in Eq. (6.91) is dropped for simplified notations.

— kj + (e0a) n* ek} + Pew” =0 (6.92)
where n = %. This dispersion relation is solved for the wavenumbers as
2.2
k91,2 == e (693)

1 — (epa)*n*w?

The torsional wavenumber ky is a function of the wave frequency w, the nonlo-
cal scaling parameter epa and the material properties (G & p) of the nanoshaft. If
epa = 0, we get the local wave behavior. Rest of the behavior for this model is very
similar to the axial wave propagation of the NLSGM nanorods.

Figure 6.17 shows the spectrum relation plot as a function of nonlocal scale para-
meter egpa. From the figure, we see that at certain frequencies, the wavenumber is
tending to infinity and this frequency value decreases with increase in the scale
parameter. Its value can be analytically determined by looking at the wavenumber
expression Eq. (6.93) and setting kg — oo. Which is given as

Fig. 6.17 Wavenumber dis- 10
persion (spectrum relation)
for a nanoshaft obtained from
both local and nonlocal elas-
ticity models

-1

Torsional mode (Nonlocal)

® Axial mode (Nonlocal)

Axial mode (Local)

Wavenumber (axial & Torsional) (nm

Frequency (THz)
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1 1 G
Wescape = 7~ = — 4| — (6.94)
(eoa)n  epal p

The escape frequency is inversely proportional to the nonlocal scaling parameter and
is independent of the diameter of the nanoshaft. The variation of the escape frequency
with nonlocal scaling parameter is shown in Fig. 6.18.

Wave velocities can be computed as before. That is,

1) 1 1/2

Cptase = 1= [ 1 = (coay’ne’] (6.95)
dw 1 3/2

Cgroup = % = Zl:l — (é'()a)znza)z:l (696)

These wave speeds also depend on the nonlocal scaling parameter. When epa = 0,
both the wave speeds are equal (i.e., Cppase = Cgroup = 1/ = /G/p), which is
already proved for local or classical bars/rods [10]. The phase speed and group speed
dispersion curves with wave frequency are shown in Fig. 6.19a, b, respectively.

6.4.1 Numerical Results and Discussion

For the present analysis, a single-walled carbon nanotube is assumed as a nanoshaft.
The values of the radius, thickness, Young’s modulus, Poisson’s ratio, and density
are assumed as 2.0nm, 0.1 nm, 3.03 TPa, 0.19 and 2300 kg/m3 [28], respectively.
Figure 6.17 shows the real and imaginary parts of the torsional wavenumber of a
nanoshaft. The thick lines represent the real part and the thin lines show the imaginary

Fig. 6.18 Escape frequency 35
variation with nonlocal scaling
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Fig. 6.19 Torsional and axial wave velocities in nanorod and nanoshaft (a) Phase velocity and (b)
Group velocity

part of the wavenumbers. From Fig.6.17, for a nanoshaft, it can be seen that there
is only one mode of wave propagation, that is the torsional mode. For local or
classical models, the wavenumbers for the torsional mode have a linear variation
with the frequency which is in the THz range. As in the case of NLSGM nanorods,
the wavenumbers obtained from nonlocal elasticity have a nonlinear variation with
the frequency, which indicates that the waves are dispersive in nature. At escape
frequency, as in the case of other nanorod models discussed earlier, the wavenumbers
tend to infinity as shown in Fig.6.17, beyond which no propagation occurs. For
comparison, the axial wavenumbers in nanorod are also shown in Fig.6.17. It can
be observed that the axial wavenumbers in nanorod are higher than the torsional
wavenumbers.

One important outcome of the nonlocal elasticity is the realistic prediction of
the dispersion curve that is, frequency-wavenumber/wavevector relation. As shown

in Eringen [29], the dispersion relation Cilk = (1 + (eoa)zkz)il/ 2, the nonlo-
cal scale parameter epa, closely matches with the Born—Karman model disper-
sion ‘(‘:’—7 = 2sin (%) when ep = 0.39 is considered. However, among the two
natural conditions at the mid-point and end of the first Brillouin zone , we have,

Z—‘;{’ k0 = Cy; ‘é—‘é’}k:l = 0 and among these relations, only first one is satisfied.

It was suggested that tvil/o—parameter approximation of the kernel function will give
better results. This is reiterated by Lazar et al. [30] that one parameter (only epa)
nonlocal kernel function will never be able to model the lattice dynamics relation and
it is necessary to use the Bi-Helmbholtz type equation with two different coefficients
of nonlocality to satisfy all the boundary conditions. It is to be noted that the simple
forms of the group and phase velocities that exist for isotropic materials permitted
to tune the nonlocality parameters, so that the lattice dispersion relation is matched.
Further, by virtue of the Helmholtz decomposition, only one-dimensional Brillouin
zone needs to be handled. Although the general form of the boundary conditions,
i.e., group speed is equal to phase speed (at k = 0) or zero (at k = m/a), is still
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applicable, the expressions are difficult to handle. This is because, the Brillouin zone
is really a two-dimensional region where four boundary conditions are involved.

The escape frequencies are purely a function of the nonlocal scaling parameter.
The variation of the escape frequency with nonlocal parameter is shown in Fig. 6.18.
It can also be observed that, the escape frequencies of axial waves in nanorod are
higher than the torsional waves. It shows that, as epa increases the escape frequency
decreases, such variation can also observed from Fig. 6.17. For very small values of
eoa, the escape frequencies are very large, and at higher values of epa the escape
frequencies are very small and approach to a constant value.

Figure 6.19, plots the wave speeds (i.e., both phase and group) for the nanoshaft
obtained from both local and nonlocal models. It is now well-known that in nonlocal
elasticity, the wavenumber tends to infinity at escape frequencies, so that the phase
speeds (see Fig. 6.19a) and group speeds (see Fig. 6.19b) are tending to zero at those
frequencies, indicating localization and stationary behavior. Both the wave speeds
are higher in axial wave case as compared to the torsional wave case in the nanorod.
These predictions are similar to other nonlocal models.

6.5 Spectral Finite Element Formulation

A structure can be thought of as a system of connected waveguides that transmits
different types of waves in a system. As we have seen in this chapter, wave propagation
analysis is always based on the governing elastodynamic equations. This is best
accomplished by performing spectral analysis, which gives the wavenumbers and
wave speeds, as was shown in this chapter. The solution of wave equation can be
expressed as a combination of different waves, and these are expressed in terms of
complex exponentials containing the wavenumbers. Using the variational approach
in the frequency domain, by using the exact solution to the wave equation as in
interpolation function, we can derive a dynamic stiffness matrix for each waveguide
segment. Thus, the response of each and every structural member is described by
a stiffness matrix in the frequency space, which is appropriately called a spectral
finite element. The classical static stiffness matrix is actually obtained from the
spectral stiffness matrix in a zero-frequency limit. By connecting all the elements (or
waveguides) according to the spatial geometry, a global stiffness matrix is constructed
and a global response due to a specified impulse is studied first by going over all
the frequencies and then by transforming to the time domain, which is conveniently
done by the fast Fourier transform (FFT). The details of this method are given in
[9, 10, 31].

Application of the finite element method (FEM) for wave propagation requires
a very fine mesh to capture the mass distribution accurately. The mesh size should
be comparable to the wavelengths, which are very small at high frequencies. Hence,
the problem size increases enormously. Many applications in smart structure appli-
cations, such as structural health monitoring or active wave control in composite
structures, require wave-based modeling since one has to use high-frequency inter-
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rogating signals. If one needs online diagnostic tools in structures, wave-based mod-
eling is an absolute one. For such problems, the FEM by itself cannot be used as a
modeling tool as it is very expensive from the computational viewpoint. Hence, one
needs an alternate formulation wherein the frequency content of the exciting signal
is not an issue. That is, we need a modeling tool that can give a smaller problem
size for high-frequency loading, at the same time retaining the matrix structure of
the FEM. Such a technique is feasible through the spectral finite element (SFEM)
technique [9, 10].

It is not enough to have the expressions of the wavenumbers or phase speeds
with matched dispersion relation. To visualize the manifestation of these speeds, it
is necessary to develop a tool for analyzing the nonlocal media subjected to high
frequency loading. The convolution integral form of the nonlocal theory of elasticity
naturally suggests that integral transform-based method of solving partial differential
equation will enjoy superiority as compared to the conventional FEM. One such
method is the SFEM.

The SFEM, popularized by the senior author of this book [10], is an integral
transform-based method with the matrix structure of FEM. The SFEM is the FEM
formulated in the frequency domain and wavenumber space. That is, these elements
will have interpolating functions that are complex exponentials or Bessel functions.
These interpolating functions are also functions of the wavenumbers. For example, a
governing partial 1-D wave equation, when transformed into the frequency domain
using DFT, removes the time derivative and reduces the PDE to a set of ODEs, which
have complex exponentials as solutions. In the SFEM, we use these exact solutions as
the interpolating functions. As a result, the mass is distributed exactly and hence, one
single element is sufficient between any two discontinuities to get an exact response,
irrespective of the frequency content of the exciting pulse. That is, one SFEM can
replace hundreds of FEMs normally required for wave propagation analysis. Hence,
the SFEM is an ideal candidate for developing online health monitoring software. In
addition to smaller system sizes, other major advantages of the SFEM include the
following:

e Since the formulation is based on the frequency domain, system transfer functions
are the direct byproduct of the approach. As a result, one can perform inverse
problems such as force identification/system identification in a straightforward
manner.

e The approach gives the dynamic stiffness matrix as a function of frequency, directly
from the formulation. Hence, we have to deal with only one element of dynamic
stiffness as opposed to two matrices in the FEM (stiffness and mass matrices).

e Since different normal modes have different amounts of damping at various fre-
quencies, by formulating the elements in the frequency domain one can treat the
complex damping mechanisms more realistically.

e The SFEM lets you formulate two sets of elements, one is the finite length element
and the other is the infinite element or throw-off element. This throw-off element
acts as a conduit of energy out of the system. There are various uses of this infinite
throw-off element, such as adding maximum damping, obtaining good resolution
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of the responses in the time domains and also in modeling large lengths, which
are computationally very expensive to model in the FEM.

e The SFEM is probably the only technique that gives you responses in both the
time and frequency domains in a single analysis.

The SFEM can be formulated in a similar manner to the FEM by writing the
‘weak form’ of the governing differential equation and substituting the assumed
functions for displacements and integrating the resulting expression. Since the func-
tions involved are much more complex, integration of these functions in the ‘closed
form’ takes a longer time. In addition, by this approach we cannot obtain the dynamic
stiffness matrix of the ‘throw-off element’, as the latter is normally complex. Hence,
we adopt an equilibrium approach of element formulation, which eliminates integra-
tion of the complex functions. In this chapter, we show this formulation for a simple
isotropic rod element, while the procedure remains the same for other elements.

Formulation of the spectral elements requires determination of the spectrum rela-
tion (wavenumber vs. frequency). The SFEM begins with transformation of the
governing equation into the frequency domain by using a discrete Fourier transform.
The solution of this transformed equation becomes the interpolating function for the
spectral element formulation. The procedure of formulating the SFEM for a simple
1-D nanorod is illustrated below.

Figure 6.20 shows a rod subjected to dynamic forces at two ends. The fundamental
equation on the longitudinal wave in a nanorod element is obtained first.

6.5.1 Frequency Dependent Shape Functions

The nonlocal elastodynamic equation governing the axial response of a nanorod
(assuming zero external forcing) is given in Eq. (6.9). This time-domain equation is
transformed into frequency domain using Discrete Fourier Transform (DFT). Here
the main variable that needs transformation is the axial deformation u(x, t) and its
DFT can be written as

u(x,t) = thn(x, W)€’ = fi(x, )’ (6.97)

n

j where w, are the circular frequencies and u,, are the spatially dependent Fourier
coefficients, often named the spectral components of axial displacement. For short-
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hand, the summation and subscript n will be omitted in the following, as shown in
the last part of Eq. (6.97).

Substituting Egs. (6.97) into Eq. (6.9) will yield the Helmholtz equation corre-
sponding to the 1-D wave Eq. (6.9) set up over the domain X of size L,

d%i @? R
4 (—) i=0, (6.98)

dx? n — (epa)’w?

where n = /p/E. Then, the spectral matrix expresses a connection between the
kinematic and the dynamic quantities, i.e., {ii;, iz} with {ﬁ 1, 1:"2} at both ends of
the rod: 1 and 2. The hat signifies that the quantities are in the frequency space. The
derivation of the spectral stiffness matrix is carried out as follows.

The wave solution of Eq. (6.98) for a finite nanorod element with length L can be
obtained as

i(x, @) = C]E_iklx + Cze_ikl(L_x) — [e—ikx e—ik(L—x)] H g; ] (6.99)

where k; is the wavenumber of the nanorod defined in Eq.(6.93) with boundary
conditions u(x = 0) = iy, u(x = L) = iip,. The coefficients C; and C> can be
represented in terms of the nodal displacements ] and i1, defined at two end nodes
1 and 2 of the rod element, as follows

Cy 1 1 —e kL i
[Cz] = 12k |:_e—ikL | iy (6.100)

The spectral displacement i (x) of Eq.(6.99) can be rewritten in terms of the nodal
displacements i) and i1, by substituting Eq. (6.100) into Eq. (6.99). That is

a(x, ) = G(x)iy + Ga(x)ity (6.101)
where
R e—ikx _ o—ik(2L—x)
Gi(x) = =TT (6.102)
R e ik(Ltx) 4 p—ik(L—x)
Gr(x) = =Ty (6.103)

Functions G(x) and G, (x) are the frequency dependent rod shape functions or
exact shape functions. The significance of these shape functions is that the complete
description of the element is captured in the two nodal degree of freedom i and 1.
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6.5.2 Dynamic Stiffness Matrix

Since the spectral element can be very long then the ability to compute the response
between nodes is necessary. This can be done conveniently using the shape function
and the nodal values. Thus, the displacements and membrane forces are obtained
simply as

0(x, ) = G ()i + Ga(x)iia (6.104)

N, @) = (A - pAenaye® %) — (EA — pA(ega)’e?) {dcl () 5, 4 2020
dx dx dx

(6.105)

The member loads at each end of the rod are related to the displacements by (see
Fig.6.16)

N =—N(x =0) = —(EA — pA(epa)’e?) [dGl(x) - dGar(x)
dx dx
x=0 x=
(6.106)
Ry = 48 = L) = +(EA — pAtega)?a?) | L9101 4 49201
dx =L dx =L
(6.107)

The dynamic stiffness of the two-noded element can now be written in matrix form
from Eqs. (6.106,6.107),

& _ dGi() _ dGrx) .

1| _ _ 2 2 Rk dx — K dx |,._o uip

[1%] = (EA — pA(epa) o) 461 () 46(x) [ftz ] (6.108)
dx |, dx |,

Here, the frequency-dependent dynamic element stiffness matrix for the nanorod is

_d6w| _ d6w
. dx dx K11 K ]
. 5 o _ —o0 | _ | Kin K2
K =(EA — pA(epa) . * A . =
[(KaynlsFEM = ( pA(ega) ™) 4610 462 (x) [K21 K2
dx dx
x= x=L

(6.109)
The simplified dynamic stiffness matrix can be obtained by using Egs.(6.102
and 6.103), which gives a symmetric matrix. The elements of the dynamic stiff-
ness matrix are function of the nonlocal scaling parameter. In general, the dynamic
stiffness is complex but in special case of a simple rod with no damping, the matrix
is real only. This is discussed more detail in the next subsection. For comparison,
we write the dynamic stiffness of a conventional finite element for a local elasticity
model is given by
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6.5.3 Numerical Results and Discussion

The frequency-dependent exact shape functions (él (x) and éz(x)) of the nanorod
obtained from local and nonlocal elasticities are shown in Figs.6.21 and 6.22 for
various frequencies [32]. The Gl (x) variation with nondimensional length of nanorod
(x/L) is shown for 1, 5, 10,and 15 THz frequencies. These functions occur in pairs,
where one member of the pair is the mirror image of the other. It has been observed
that the shape functions are also affected by the nonlocal scale at higher frequencies
(see Figs.6.21 and6.22). For epa = 0 and epa = 0.5 nm, the difference between
shape function variation at various frequencies is negligible. At egpa = 1.0 nm, the
difference is not negligible especially at higher frequencies. The effect of epa on
the frequency-dependent shape functions is considerable at higher frequencies,i.e.,
for > 10 THz. This effect is same for both the functions,i.e., G1(x) and Gz(x).
Such effects are helpful in analyzing the wave behavior and the vibration behavior
in nanoscale structures very accurately using spectral finite element method. Hence,
both the frequency-dependent shape functions and the dynamic stiffness matrix are
considerably altered due to scale parameter e.

A special characteristic of two-noded spectral elements is that they have a infinite
frequency. That is, all the vibrational modal information is contained in the 2 x 2
spectral stiffness matrix given by Eq. (6.109). Figure 6.23 gives a comparison of some
stiffness coefficients of the SFEM and FEM at very low and medium frequencies. We
see that at low frequencies they practically match each other. At medium frequencies,
we see that the stiffness coefficients differ substantially. We can make the FEM
stiffness match the spectral stiffness if we use many elements to model the rod. This
is one of the reasons why the model sizes of the SFEM are very small.

The conventional stiffness is monotonic in frequency and K1, for example, goes
through zero only once. The spectral dynamic stiffness, on the other hand, has many
zeros as seen from broader frequency plot of Figs.6.24b and 6.25b. The SFEM
computer code has many resemblances to the FEM code. That is, as in the FEM, the
element dynamic stiffness matrix is generated, assembled,and solved. However, all of
these operations have to be performed for each frequency. Since the system sizes are
small, these do not pose a major computational problem. The significant difference,
from a practical point of view, between the two formulations is that the number
of rod segments in the present formulation need only coincide with the number of
discontinuities. Thus, only one element needs to be used per uniform segment. This
can result in an enormous reduction in the size of the matrices to be solved.

The frequency-dependent dynamic element stiffness is plotted against lower and
higher frequencies in Figs. 6.24 and 6.25 for local and nonlocal elasticity theories. It
has been observed that there is a perfect matching of the dynamic stiffness elements
(13 11 and K 12) for frequencies <~1THz (clearly seen from Figs.6.24a and 6.25a),
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Fig. 6.22 Frequency-
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Fig. 6.23 Dynamic stiffness comparison between spectral finite element method (SFEM) and
conventional finite element method (FEM)
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for egpa = 0, 0.5 and 1.0 nm. For higher frequencies the effect of ega on dynamic
stiffness of nanorod is quite considerable. In Fig. 6.24b, it can be seen that the relation
between dynamic stiffness and frequency can be seen upto certain frequencies only
depending on the values of nonlocal small-scale parameter. Such frequencies are
called as escape frequencies. For epa = 0, the escape frequency occurs at infinite
frequency. For ega = 0.5 nm and 1.0 nm, the escape frequencies are 6.803 THz and
3.338 THz, respectively. Such behavior can also observed from Fig. 6.25b.

Spectral FEM approach is limited to only those waveguides whose governing par-
tial differential equation is exactly solvable. For many complicated nonlocal models,
the governing equations are difficult to solve. In such cases, the matrix methodology
of the present method enables the coupling of the SFE and the conventional finite
element as was done in [33] to model cracks and holes in a macro waveguide with
discontinuities.

The governing equation for nonlocal torsional wave propagation is very similar to
that of the axial wave propagation model. Hence, the form of the dynamic stiffness for
torsional wave propagation in nanoshafts is very similar to the axial wave propagation
model Eq. (6.109). That is, the same matrix can be used to perform the torsional wave
propagation studies in nanoshafts with the following substitution:

1. u(x,t) replaced by 6(x, t) in Eq. (6.97)
2. n = /p/E in Eq. (6.98) be replaced by n = +/p/ G (for more details see [34]).

6.6 Summary

The nonlocal elasticity theory has been incorporated into classical rod model to
capture unique features of the nanorods. The strong effect of the nonlocal scale para-
meter has been obtained, which leads to substantially different axial wave behav-
iors of nanorods from those of classical rods. Explicit expressions are derived for
wavenumbers and wave speeds of nanorods. The studies also show that the nonlocal
scale parameter introduces certain band gap region (without any periodicity) in axial
wave mode where no wave propagation occurs. This is manifested in the spectrum
curves as the region where the wavenumber tends to infinite (or wave speed tends to
ZEero).

Next, the ultrasonic wave dispersion characteristics of a nanorod are analyzed
using nonlocal second and fourth-order strain gradient models. It is shown that the
second-order strain gradient model can become unstable and uniqueness is not guar-
anteed. The wave analysis in nanorod shows that the fourth-order strain gradient
model gives prediction that is better than the second-order strain gradient model.
The second-order strain gradient model gives a critical wavenumber at certain wave
frequency, where the wave speed is zero. The ultrasonic wave characteristics of
the nanorod obtained from the nonlocal strain gradient models are compared with
the classical continuum model. A relation among the number of waves along the
nanorod, the nonlocal scaling parameter, and the length of the nanorod is obtained
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from the nonlocal second-order strain gradient model. The effect of nonlocal scaling
parameter and the length of the nanorod on the number of waves along the nanorod
are also captured in this work. Finally, the dynamic response behavior of nanorods
is explained from both the strain gradient models. After this, the nonlocal elastic-
ity theory has been incorporated into classical rod model by considering the lateral
inertia effect to capture unique features of the nanorods. It is shown that the unstable
second-order strain gradient model presented in the literature can be made stable by
considering the inertia gradient terms in the formulations. The effect of the nonlocal
small-scale parameter and the size of the nanorod on the wavenumber dispersion
relation are also investigated in the present chapter.

Toward the end, the SFE formulation of nanorods is presented. The exact shape
functions (frequency dependent) and dynamic stiffness matrix are obtained as func-
tion of nonlocal scale parameter. It is found that the small scale parameter, consid-
erably alters the exact shape functions and the elements of the dynamic stiffness
matrix.

In the next chapter, we will discuss the the flexural wave propagation in one-
dimensional nanostructures such as nanobeams as a logical extension of this chapter.
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Chapter 7
Wave Propagation in 1D-Nanostructures:
Nanobeams

Nanobeams are those which undergo flexural or transverse motion in lateral
directions. The cross-sections of such nanostructures could be rectangular or circular.
Some of the nano thin films, which find applications in Nano Electro Mechanical
Systems (NEMS) is normally idealized as nanobeam with rectangular cross-section,
while SWCNT undergoing transverse vibration, are normally idealized as nanobeams
with circular cross-section. There are two different theories that describe the motion
of beams. The first is the Euler—Bernoulli beam theory, which is also called the ele-
mentary beam theory. In this theory, rotation of the cross-section is derived from the
transverse motion and the plane sections are assumed plane before and after bend-
ing. The second theory is called the Timoshenko beam theory, which is also called
the First-order shear deformation Theory (FSDT). In this theory, the rotation of the
cross-section is considered as independent motion and not derived from transverse
deformation. Due to shear deformation effects, the plane sections do not remain plane
after the bending of the section. The main aim of this chapter is to study the effect
of nonlocal scale parameter on the transverse wave propagation in nanobeams. As
before, we will use spectral analysis, outlined in Chap. 2, to perform this study. Some
of the analysis performed in this chapter are the following:

e Wave propagation in general 1D nanobeams using NLSGM,

e Wave propagation in rotating nanobeams,

e Wave propagation in SWCNT carrying fluids,

e Wave propagation in nanobeams subjected to magnetic field, and
e Surface effects on flexural wave propagation in nanobeams.

7.1 NLSM for Euler-Bernoulli Nanobeams

Nanobeams such as carbon nanotubes are central elements to new devices. Let us
consider a nanobeam under the action of stress resultants shown in Fig.7.1.
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o(x,t) = 2 M w(x, t); N
e e
" Tw(x, t); Q 1

X

Fig. 7.1 A nanobeam under the action of its stress resultants

Considering the elementary Euler—Bernoulli theory of beams, the axial and trans-
verse displacement fields of a rotating beam can be represented [1]

u(x,z,t) =u0—za—w (7.1)
0x
w(x,z,t) =w(x,t) (7.2)

where w is transverse displacements of the point (x, 0) on the middle plane (i.e.,
z = 0) of the beam. The only nonzero strain of the Euler—Bernoulli beam theory,
accounting for the strain is the axial strain given by

ou aud 9w
_ e _ v 0w 7.3
S = 5% ax  “ox? (7-3)

This is also called as bending strain. The equations of motion of the Euler—Bernoulli
beam theory in terms of stress resultants are given by

90 9%u”
= = pA—— 7.4
ax P (7.4)
oM _ 9w 5)
ax2 PO '
where
0= / oxydA, M = / 70, ,dA (7.6)
A A

and oy, is the axial stress on the yz-section in the direction of x, Q is the axial force
and M is the bending moment.



7.1 NLSM for Euler-Bernoulli Nanobeams 167

Using the nonlocal constitutive relation, we can express stress resultants of Euler—
Bernoulli beam theory in terms of the strains. As opposed to the linear algebraic
equations between the stress resultants and strains in a local theory, the nonlocal
constitutive relations lead to differential relations involving the stress resultants and
the strains. In the following, we assume the nanobeam to be homogeneous and
isotropic. The nonlocal constitutive relation take the following special form for one-
dimensional beams:

XX

O(xx) — (eoa) 952 = Eégyy (7.7)

where E is the Young’s modulus of the beam. Using Eqs. (7.6) and (7.7), we have

920 au’
0 — (eoa)’ —== = EA—— (7.8)
M
M = (epa)’ ——= = Elx. (7.9)

where I = f A z2dA is the moment of inertia of the beam cross-section and k, =
9w . .
—?)TV{ is the bending strain of the beam.
With the help of the nonlocal constitutive relations and the equations of motion
presented, the moment can be expressed in terms of the generalized displacements
as, by substituting Eq. (7.9) into Eq. (7.5), we get

2 8%w

M= —E12" 4 (coa)pA (7.10)
= — e eod —_— .
ax2 O PAGS

Substituting M from Eq.(7.10) into Eq.(7.5), we obtain the equation of motion of
nonlocal Euler beam as

dtw 3w 5 tw
It + pA— — pA(eoa) 3

El —_— =
912 x2912

(7.11)

where w = w(x, t) is the flexural deflection, p is the mass density, A is the cross-
sectional area, E [ is the bending rigidity of the beam structure, and epa is the nonlocal
scaling parameter. It is observed that if the internal length scale a is identically zero,
then the local Euler—Bernoulli beam model is recovered.

7.1.1 Wave Dispersion Characteristics

Next, we will compute the parameters that describe the wave characterestics of
the nanobeams, namely wavenumbers and wave speeds. The time variable can be
eliminated from the governing partial differential equation of the nonlocal beam
Eq.(7.11) by using the Fourier transformation [1, 2], for transverse displacement
given by
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N
w(x,t) = Z W (x, wp)et®n! (7.12)

n=1

where w,, the circular frequency of the nth sampling point and N is the Nyquist
frequency. The sampling rate and the number of sampling points (N7) should be
sufficiently large to have relatively good resolution of response both at high and low
frequencies. Substitution of Eq.(7.12) into Eq.(7.11), we get

d*w
dx?

N 450
aw —~
Z |:EI—4 — ,oAa),le + ,()Aa),zl(eoa)2

font — () 7.13
T ]e (7.13)

n=1

This equation must be satisfied for each n and hence can be written as the ordinary
differential equation (ODE) in single variable x.

d*w 5 [~ ,d*W

where W is the amplitude of the wave motion is, k is the wavenumber, and w is the
frequency of the wave motion. Now using the complete solution of this ODE is [1]:

W(x) = We Hhn (7.15)
Substitution of Eq. (7.15) into Eq. (7.14) yields
{Elk;1 — pAw? (ega)* k2 — ,oAa)2} W=0 (7.16)
For nontrivial solution of the amplitude W, this implies that
EIK* — pAw? (epa)’ k> — pAw® =0 (7.17)
this is known as the dispersion or characteristic equation for the assumed nonlocal

Euler—-Bernoulli beam. The wavenumbers are obtained by solving the characteristic
Eq.(7.17) as

pAw?(eoa)? + \/ pAw? (AET + pAw?(eoa)*)
ki34 == 2E] (7.18)

These wavenumbers are functions of the nonlocal scaling parameter, wave frequency,
and other material parameters of the beam. Out of these four wavenumbers two are
purely real and the other two are purely imaginary. The real part gives rise to the
propagating component while the imaginary part gives rise to the spatially damped
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mode. From Eq. (7.14) it is obvious that, there is no possibility for a cut off frequency,
above which the spatially damped mode turns to be propagative.

The phase speed which is defined as C, = Real (%) is different for different
wy, which is not the case for a local elasticity nanorod model. In addition, it should
be noted that the phase speed is defined with respect to real k,, since the real part

represents the propagative component of the wave. As a result, the speeds change
with frequencies, which makes the wave highly dispersive.

The group speeds can be evaluated using the expression C, = Real ( %‘,‘;’l’ ) . Thisis

the speed one has to use for calculating the arrival of reflections. The group velocities
of waves in nonlocal beams are derived as

_ 2EIk} + pAc? (e0a)” ko
e pAw (1 + (epa)? kZ)

(7.19)

where o = 1, 2, 3, 4, corresponding to four wave modes . From this expression we
can have the dispersion relation, which is a plot of group velocity and wave frequency.
This plot will give full description of the wave propagation in beams. Both the speeds
are also a function of nonlocal scaling parameter and wave circular frequency.

Next, we will discuss the wave dispersion characteristics of the beams (of cross-
section b x h) using the nonlocal Euler-Bernoulli model. The spectrum curves
(wavenumber vs. frequency) and dispersion curves (group speed vs. frequency) are
shown for both local and nonlocal continuum models in Fig.7.2a, b.

There is no existance of cut-off frequency as is clear from Eq.(7.14). In local
elasticity (epa = 0 nm) solution, the wavenumbers for the flexural mode has a non-
linear variation with the frequency which is in the THz range. The nonlinear variation
of the wavenumbers denotes that the waves will propagate dispersively, that is, the
waves change their shapes as they propagate. However, the wavenumbers of this
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Fig. 7.2 a Spectrum curves (wavenumber dispersion), for a nonlocal beam obtained from both
local and nonlocal Euler-Bernoulli beam theories. b Dispersion curves (group speed dispersion),
for a nonlocal beam obtained from both local and nonlocal Euler-Bernoulli beam theories
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flexural wave mode have a substantial real part starting from the zero frequency.
This implies that the mode starts propagating at any excitation frequency and does
not have a cut-off frequency. In nonlocal elasticity (epa = 0.5 nm) solution, the
wavenumbers behave pretty much the same way as local elasticity solution. How-
ever, the slopes of the two solutions are quite different indicating the changes in the
group speeds. The wavenumbers obtained from nonlocal elasticity calculations are
higher as compared to the local elasticity solution. As the nonlocal scale coefficient
increases, the wavenumber also increases. At low frequencies, that is, below 1 THz
the increasing rate of wavenumber with frequency is very small. However, at higher
frequencies the, wavenumber increases at a faster rate compared to wavenumbers at
lower frequencies as shown in Fig.7.2a.

The group speed variation for both local and nonlocal Euler—Bernoulli beam
theories is shown in Fig.7.2b. Slope changes in the wavenumber manifests in the
changes in the group speeds. The crucial difference is that the nonlocal speeds are
numerically small compared to the speeds computed from the local models and it
attains a constant value at higher frequencies.

7.2 NLSGM for Timoshenko Nanobeam

Next, we present the wave characterestics of the nonlocal stress gradient Timoshenko
nanobeam model. As stated earlier, these models are also refereed to as FSDT models.
These models can be used either to model nanothin films (of rectangular crosss
section) or SWCNT (of hollow circular cross section). For the nonlocal Timoshenko
beam theory, the Hook’s law of CNT can be expressed as the following partial
differential forms:

2 9%0,x
oxx — (eoa) 2 Eexy (7.20)
ox
9t
e — (e0a)? Bx;Z = GVy; (7.21)

where oy is the axial stress, T, the shear stress, €y, the axial strain, y,, the shear
strain, £ the Young’s modulus, and G the shear modulus.

Based on the Timoshenko beam theory, the displacement field at any point can be
written as

Ui(x,z,0) = u®(x, 1) — z¢ (x, 1) (7.22)
Uy(x,z,t) =0 (7.23)
Us(x,t) =w(x,1t) (7.24)

where x is the longitude coordinate, z the coordinate measured from the mid-plane
of the CNT and v (x, t) the rotation of the cross-section. The terms u%(x, 1) and
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w(x, t) are the axial and transverse displacements, respectively, of the point (x, 0)
on the mid-plane (i.e., z = 0) of the CNT. The nonzero strains are expressed as

au;  oud v

= = 7.25
Erx 0x 8x E)x ( )
U,
— 220 7.26
Eyy 3y (7.26)
ou,  oU;  ow
I AT 7.27
Vxz 9z + ax ax Y ( )

For establishing the dynamic equations of the SWCNT, the bending moment M and
the shear force Q are used as

M:/ 70, ydA (7.28)
A

0= / Ty dA (7.29)
A

where o, is the normal stress, 7, is the transverse shear stress, and A is the cross-
sectional area of the CNT. Using Eqgs. (7.20), (7.21) and (7.25)—(7.29) one can obtain
the nonlocal constitutive relations for Timoshenko beam as

2M Y
2_ — —_—
= (eoa)" - = Ele— (7.30)
2
0 - (eoa)2 Q = GAck (g—:—w) (7.31)

where « is the shear correction factor used to compensate for the error due to constant
shear stress assumption. This value varies with the cross-section [3]. A value of
k = 0.877 was used by Reddy and Pang [4] for analysis of CNTs. /. represents the
moment of area of the cross-section. Note that the bending moment and shear force
given in Egs. (7.30) and (7.31) reduce to that of the local Timoshenko model when
the characteristic length is set to zero.

Now consider a small beam element of length dx. The dynamic equations for the
beam element subjected to nonlocal bending moment and shear force are given as

9 32

99 iv — pet. T ax = 0 (7.32)

ox 8t2
M 0d LY e 2o (7.33)
—dax — X — —ax = .
ox Pele

Here p. is the density of the CNT. The bending moment M and shear force Q in
the Timoshenko beam theory are related to the bending displacements w and y by
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(from Egs. (7.30) to (7.33))

Y 532w , 3w
M = Elca + pcAc(eoa) a2 + pclc(eoa) 95912 (7.34)
ow , 3w
Q=GAcx | o2 =V ) + peAclena)” =7 (7.35)

Substitution of Egs. (7.34) and (7.35) into Eqs. (7.32) and (7.33) leads to the following
nonlocal governing equations of motion for SWCNT as:

GA W 9w s 92w Au(eoa)? a%w 0 (7.36)
K| —— —= — — epa) —5——5 = .
“\ox ~ ax2 B T P e

3%y aw %y , Aty
E]LW + GACIC (a — 'g//) — ,OCIC (W — (eoa) 8x28t2) =0 (737)

where G = ﬁ is shear modulus of the beam, v is the Poisson’s ratio, « is the
shear adjustment coefficient, vary with the cross-section of the beam [3], /. is the
moment of inertia of the cross-section of the beam, A, is the cross-sectional area,
and p. is the mass density of the beam. It is observed that if the internal length scale
a is identically zero, then the local Timoshenko beam model is recovered.

7.2.1 Wave Dispersion Characteristics

Next, we perform spectral analysis to determine the wave characteristics of this
model. As in the case of nanorods, we will first transform the governing PDE
Eqgs. (7.36) and (7.37) to a set of ODE through DFT, which is given by

N
w1 = W, op)e (7.38)
n=1
N
¥ (e t) =D Wix, o) (7.39)
n=1

Substituting the solutions Egs. (7.38) and (7.39) into Egs. (7.36) and (7.37), leads to

N

oV 22w 5 [~ ,2W\1
Z [GACK (ﬁ - W) — pcAcw;, (W — (epa) W)} e’ =0 (7.40)

n=1



7.2 NLSGM for Timoshenko Nanobeam 173

ZN: |:EI >y + GAk (ﬂ - @) + pelow? (@ — (e a)zﬂ)] |

& 9x Pl c 9x Pclcwy 0 9x2 =
(7.41)

These two equations must be satisfied for each n and hence can be written as

the ordinary differential equations in single variable x as (note that subscript n is
dropped from expressions)

dv  d®W N ,d*W
GACIC (dx W) — pCACa) (W — (e()a) W) =0 (742)
d>w dw - 5 [~ ,d*V
EI dx = + GACK E -+ ,OCICC() v — (an) W =0 (743)

The complete solutions of these ODEs are of the form
W (x) = We & (7.44)
U (x) = Weikx (7.45)

where W is the amplitude of deflection of the beam, and U is the amplitude
of the slope of the beam due to bending deformation alone. By substituting the
solutions Eqs’.\(7.44) Aand (7.45) into Eqgs. (7.42) and (7.43), leads to two algebraic

equations in W and W, and rewriting them in matrix form as

GAckk? — peAc? (1 + (epa)? k2) iG Ackk [ W ] H 0 }
—iGAcxk — i (ega)? k3 pelecw? (1 + (ega)? k2) —GAk—ELK2 |l¥] (0
(7.46)

By assuming the nontrivial solution for the amplitudes W and U, Eq.(7.46) can be
rewritten as

S2k> +S1k+Sp =0 (7.47)
where 5
—GAck — peAc(epa) w 0

- 7.48
52 [ 0 —El + pcle(epa)’*w? (7.48)

_ 0 iGAx
S1 = [_iGAcK 0 } (7.49)

[ —pcAc0? 0

So = [ 0 —GAx+ pclca)2:| (7:50)

The wavenumbers and hence the group speeds are solved from Eq. (7.47) by using
Polynomial Eigenvalue Problem (PEP) [1]. Equating the determinant of matrix in
Eq.(7.46) to zero (for the nontrivial solution of W, and \Il) will give the charac-
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teristic polynomial in terms of wavenumber k of the order 4, solution of which is
quite difficult. PEP converts the characteristic polynomial equation into a matrix of
size 2 x 2, whose eigen values form the solution of the equation. After obtaining
the wavenumbers, group speeds are extracted. This form is amenable to solution of
wavenumbers through PEP. From Eq.(7.47), we can clearly see the dependence of
nonlocal scale parameter epa on wavenumber.

Looking at the matrix Sy in Eq. (7.50), we can clearly see the existance of a cut-
off frequency. The cut-off frequencies of this nonlocal beams are obtained by setting
k = 0 in the dispersion relation (Eq.(7.47)) that is, for the present case of PEP, one
can set |So| = 0, for the cut-off frequencies as

wgexural =0, wgheaf — i}ck (7.51)
Pcle

We have seen in Chap. 6 that for the case of nanorods, the nonlocality introduced
certain band gaps in the group speed plots at certain frequency, beyond which the
group speed goes to zero. We called this frequency as escapefrequency. In other
words, at the escape frequency, the wavenumber tends to infinity. Its value can be
analytically determined by looking at the wavenumber expression (Eq.(7.47)) and
setting k — o0. This amounts to setting the |Sz| = 0, which gives

wteiexural — 1 GAck i a)zhear — ; ﬂ (7.52)
(epa) V PcAc (eoa) | pcle

flexural shear

where o, and w; " are called “escape frequencies” in flexural and shear modes,
respectively. Next, we will derive the expressions for the wave speeds. Differentiat-
ing the Eq. (7.47) with respect to the wave frequency (w), one can obtain the group
speeds as

2pcw(1 + (e0a)’k*YHCq + (2kS2 4 S1) = 0 (7.53)

— A, 0
H:[ : IC] (7.54)

where C; = (dw/0dk) is the group speed of a wave in the beam and the matrices Sy
and S; are given in Eqs. (7.48) and (7.49). This is again a PEP in terms of C, and one
can solve it for group speeds of respective modes (That is, for flexural and shear),
which is again a function of nonlocal scale parameter. These are discussed next.
The spectrum and dispersion curves obtained from local and nonlocal Timo-
shenko beam theories are shown in Fig.7.3a, b. Figure 7.3a shows the variation of
the wavenumbers with the wave frequency for both local (or classical) and nonlocal
elasticities. This figure shows two modes namely, flexural and shear. Flexural wave
mode starts from zero wave frequency and shear wave mode propagates only after
shear cut-off frequency, the frequency at which the imaginary part of wavenumber
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Fig. 7.3 a Spectrum curves (wavenumber variation: Real wavenumbers—thick lines; Imaginary
wavenumbers—thin lines). b Dispersion curves (group speed variation)

becomes real. The values of the cut-off frequency are calculated from Eq. (7.51). In
the present study for a rectangular thin film of area 1 x 2 nm beam, we have shear
cut-off frequency at 3.25 THz. It can be observed from Eq. (7.51) that these frequen-
cies are independent of the nonlocal scaling parameter, and hence same frequencies
are obtained from both local and nonlocal theories (see Fig.7.3a).

For epa = 0, which is the case of local theory of elasticity solution, wavenumbers
increase monotonically with the increase in frequency, which is shown in Fig.7.3a
and correspondingly, the group speeds, shown in Fig. 7.3b increases with increase in
wave frequency. However, at higher frequencies, they attain a constant value, which
is typical of Timoshenko beam solution. However, with the introduction of nonlocal
scale effects, the wave behavior is altered drastically. Both the flexural and shear
wave modes escape to infinity at escape frequency, beyond this frequency there is
no wave propagation. The value of escape frequency decreases with increase in the
scale parameter ega, for both wave modes. Equation (7.52) gives the expression for
escape frequencies in nonlocal FSDT beam. From this expression it is clear that,
escape frequencies are independent of slenderness ratio of the beam (ratio of the
width to thickness of the beam), for both wave modes. However, the group speed
amplitudes may change. Figure 7.4 shows the variation of escape frequencies of
flexural and shear wave modes with the nonlocal scaling parameter. It shows that
as epa increases, the escape frequency decreases. At higher values of epa, escape
frequencies approach to very small values. The detailed variation in escape frequency
for these beams as a function of nonlocal scale parameter is shown in Fig.7.5 for
eoa = 0.5nm, 1.0nm and 2.0 nm, respectively. It shows the effect of b/h and the
nonlocal scaling parameter (ega) on the escape frequencies of the flexural and shear
wave modes, more clearly. The escape frequencies for both flexural and shear modes
are constant with various sizes of the beams. The values of escape frequency are
decreasing with increase in the nonlocal scale coefficient (see Fig.7.5) and are still
constant with b/h.
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Fig. 7.4 Escape frequency
variation of nonlocal beams
with nonlocal scaling parame-
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Fig. 7.5 Escape frequency
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The shear cut-off frequency variation with slenderness ratio of the beam (b/h)
is shown in Fig.7.6. This figure shows that, as the slenderness ratio of the beam
increases, the shear cut-off frequency increases and at lower values of b/ h, the shear
cut-off frequency approaches to very small values. Hence, it can be concluded that
for large values of scale parameter, shear deformation on the beam has negligible

effect and beam behaves more like elementary beam.

We have limited ourselves with few parametric studies, especially with respect to
those Timoshenko beam of rectangular cross-section. Some more studies using this
theory is performed in the next chapter, which will address the wave propagation in
MWCNT, where in the cross-section will be modeled as hollow circular sections.
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7.3 Rotating Nanotubes: An Introduction

Because of future promising exploration of nanotechnology, focus is being put in the
miniaturization of mechanical and electromechanical devices. Attention is sought
toward the development of nanodevices and nanomachines [5]. Nanomachines are
systems in the nanometer realm with moving parts [6]. Nanostructures undergoing
rotation include nanoturbines, nanoscale molecular bearings, shaft and gear, and
multiple gear systems. These nanostructure machines are expected to receive con-
siderable attention in the near future. Researchers have thus reported the feasibility
of nanoscale rotating structures. Examples include the study of molecular gears [5],
fullerene gears [7], and carbon nanotubes gears [8, 9]. Srivastava [10] has reported the
rotational dynamics of carbon nanotubes and carbon nanotubes gears under a single
applied laser field. A typical carbon nanotubes gear is shown in Fig.7.7. Lohrasebi
and Tabar [11] carried out computational modeling of rotating nanomotor. Dynamics
of the rotary nanomotor was simulated using stochastic molecular dynamics method.
Zhang et al. [12] carried out atomistic simulations of double-walled carbon nanotubes
as rotational bearings. Recently, Fennimore et al. [13] reported the feasibility of ro-
tating nanostructures. They showed the construction and successful operation of a
nanoscale electromechanical actuator. The rotating nanostructural system consists
of a rotatable metal plate, with a multi-walled carbon nanotube serving as the key
motion-enabling element. For efficient design of these rotating nanomachines, proper
understanding of its mechanical behavior such as bending, vibration, and buckling
is required. The development of simplified models for the dynamics of complex
nano-technological systems is thus necessary. This is because for many cases, fully
atomistic simulations would be computationally expensive and prohibitive.
Recently, there has been great work done on vibration analysis of CNTs under
rotation. Pradhan and Murmu [14] developed a single nonlocal beam model and
applied to investigate the flap wise bending-vibration characteristics of a rotating
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(b)

Fig. 7.7 Carbon nanotube gears: A molecular diagram

nanocantilever. Differential quadrature method (DQM) was utilized and nondimen-
sional nonlocal frequencies were obtained. They also discussed the effects of the
nonlocal small scale, angular velocity, and hub radius on vibration characteristics
of the nanocantilever. Murmu and Adhikari [15] investigated the nonlocal effects in
bending vibration of an initially prestressed single-walled carbon nanotube via nonlo-
cal elasticity. The carbon nanotube was assumed to be attached to a molecular hub and
was undergoing rotation. They also utilized the differential quadrature method and
the nonlocal bending frequencies of the rotating system were determined. The effects
of the initial preload on vibration characteristics of rotating carbon nanotube were
examined. Further, influence of nonlocal effects, angular velocities, hub radii, and
higher mode frequencies were also studied. Hence, it is worth looking in to the wave
dispersion characteristics of the nanotubes under rotation, which are found as blades
of a nanoturbine and also important for practical development of nanomachines.

In the present section, the wave dispersion characteristics of a rotating nanotube
modeled as SWCNT are studied using the spectral analysis. The rotating SWCNT is
modeled as a Euler—Bernoulli beam. The governing partial differential equation for
a uniform rotating beam is derived incorporating the nonlocal scale effects and the
variable coefficient for the centrifugal term is replaced by the maximum centrifugal
force. The rotating beam problem is now transformed to a case of beam subjected to
an axial force. Even though this averaging seems to be a crude approximation, one
can use this as a powerful model for analyzing the wave dispersion characteristics
of the rotating CNT.

7.3.1 Governing Equations for Rotating Nanotube

Nanotubes are central to new rotating devices such as miniature motor. A rotating
CNT can be represented as a cantilever beam (see Fig.7.8a) having displacements
perpendicular to the plane of rotation. The detailed coordinate system on this rotat-
ing beam is shown in Fig.7.8b. Considering the elementary Euler—Bernoulli theory
of beams, the axial and transverse displacement fields of a rotating beam can be
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Fig. 7.8 a A schematic of rotating carbon nanotube system with mathematical idealization to
rotating nanobeam and b Coordinate system and degree of freedom

represented
0
u(x,y, 2,0 =u' — 70~ (7.55)
ax
w(x, y,z,1) = w(x,1) (7.56)

where w is transverse displacements of the point (x, 0) on the middle plane (i.e.,
z = 0) of the beam. The only nonzero strain of the Euler—Bernoulli beam theory,
accounting for the von Kédrmadn strain is given by

ou aud 92w
= —=——7— 7.57
S = 5% ax “ox? (7.57)

This is also called as bending strain (or curvature).
The equations of motion of the Euler—Bernoulli beam theory are given by

90 3%u”
= pA—— 7.58
ax P (7.58)
M N 9 I )aw Aazw (7.59)
—— — x — = —_— .
x| ox ax ) P
where
Q:/axdi, M=/ 70,xdA (7.60)
A A

and oy is the axial stress in the direction of x, Q is the axial force, M is the bending
moment and 7 (x) is the axial force due to centrifugal stiffening due to rotation and
is given as
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L
T(x) = / pAR2%xdx (7.61)

X

Here, p is the mass density, A is the beam cross-section area and §2 is the rotation
speed. The nonlocal constitutive relations take the following special form for beams:

oxx — (eoa) 8— = Eéyy (7.62)

where E is the Young’s modulus of the beam. Using Eq. (7.60) in (7.62), we have

52
Q ou
Q- (eoa)2 = EA_~ (7.63)
2°M
— (epa) 912 = FEl«k, (7.64)

where I = f 42 z2dA is the moment of inertia of the beam cross-section and Ke =

B Y is the bending strain of the beam. With the help of the nonlocal constitutive

relatlons and the equations of motion, the moment can be expressed in terms of the
generalized displacements as, by substituting Eq. (7.64) into Eq. (7.59), we get

9w [ 3w @
M = —EI— + (eoa) [pA— -— ( (x)—)} (7.65)
ox

Substituting M from Eq. (7.65) into Eq. (7.59), we obtain the equation of motion of
rotating nonlocal Euler beams as

E184 T ) 32 Aazw 9 I )aw N 9 T )8w Aa2w
—EIl—+(epa — = — X)— — xX)— | = —
axd 0 PR~ ax ax ax ax) P

(7.66)

If we assume a uniform rotating beam, then 7' (x) can be replaced by the maximum
force (at the root, i.e., at x = 0) given by

L
) pAR*L?
Thax = | pAR2°xdx = — (7.67)
0

This allows us to represent the governing equation as a constant coefficient nonlocal
partial differential equation. Finally, the nonlocal governing differential equation for
transverse displacement (w(x, t)) of a rotating cantilever beam is derived as

84W 82 4 82 4

w w "w
El-— = T + Tmax(€0a)’ = + pA——5 = pA(ega)’ 55 =0 (7.68)
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7.3.2 Wave Dispersion Analysis

For analyzing the dispersion characteristics of waves in nanotubes, the primary vari-
able in the analysis (w(x, t), the transverse deformation) is transformed into fre-
quency domain using DFT and it is given by [1]

N
w(x, 1) = Z W (x, ) e/ kx—enD) (7.69)

n=1

where w (x, w,) is the frequency domain amplitude of the flexural deformation of
CNTs, k is the wavenumber and w,, is the angular frequency of the wave motion at
nth sampling point, N is the number of samples and j = +/—1. Eliminating the time
variable from Eq. (7.68) using the above spectral approximation of the displacement
gives,

N 4~ 2~ 4~

"W (x, wp) W (x, wp) "W (x, wp) R
Z El 4 2 — Tiax B =4 Tmax(eoa)2 —a n_ ,OAa)zw (x, wn)
= X 0x 0x

2% .
+pA(eoa)2w2Wi| e/®nl = (7.70)

Equation (7.70) must be satisfied for each n and hence can be written as

d*w d*w ,dYw " 5 L d*W

Elw — Tmaxﬁ + Tmax(eoa) W — pACl) w+ ,OA(e()Cl) ﬁ =0 (771)

For the sake of simplicity in the analysis, we express this equation in a nondimen-
sional form. Now define new variables as

_ X W
X=—; w=—;
L L
dw _dw W W LW dw gd'Wd'w
e -, L L = —=, L 71
dx  dx dx2  dx2’ 7 dx3  dx dx* — dxt
eoa
T = 7.72
A (7.72)
The nondimensional form of the Eq.(7.71) is
1 d*w 1 d*w , 1 ad*w ) 1.d*w
Elﬁ 9 TmaxL 972 + Tmax(e()a) L3 d)74 — pAw LW+,0A(eOa) u) 2ﬁ7;30)

Rearranging and defining a new variable
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1 [EI
Wstr = 2 p_A (7.74)

Equation (7.73) changes to

(2N | dw 12N Lo\ d (o) -
I+t — s\ ) =t ) =) v= 0
2 \ wgr dx 2 \wg ] dx wsr ) dXx Wstr

(7.75)

Since the differential equation is a constant coefficient one, it has the solution

of the form w = We™/%*_On substituting this solution in Eq.(7.75), we get (for
W #0),

2N (12N LfoN], (o)
l+o- | — K+l ={—) — | — k“—{—) =0 (7.76)
2 \ wsr 2 \ wsr Wstr Wstr

where k is the wavenumber. This is the dispersion/characteristic equation of the
rotating uniform beams. One can solve for the wavenumbers as

L@@ )= @) @) sl @) @)
2 [1 +12l (%)2]
7.77)

The wavenumbers are mainly a function of the nonlocal scaling parameter (epa),
rotational speed of the beam (£2), and the wave circular frequency. The corre-
sponding wave speeds, namely, Phase speed (C, = Real(%)) and Group speed

(Cy = Real(%—‘;)), are obtained from Eq. (7.77). A detail discussion on these para-
meters is presented next.

For Numerical Experiments, a nanobeam is assumed as a (5,5) SWCNT and
the diameter of the SWCNT is d = 0.675 nm, length L = 10d, Young’s modulus
E = 5.5TPa, and the density p = 2, 300 kg/m°>.

The spectrum curves (that is, nondimensional wavenumber (k x h), h are the
thickness of the nanotube versus nondimensional wave frequency (@/ws)) for the
rotating SWCNT are shown in Fig. 7.9 for different values of the nondimensional
rotational speed £2 /wg for T = ega/L = 0 (i.e., local elasticity calculation). It can
be seen that for nonrotating CNT (that is, £2/ws = 0), the nondimensional flexural
wavenumber shows a nonlinear variation with wave frequency, i.e., the waves will
change their shape as they propagate. As the rotational speed of the CNT increases,
the nondimensional wavenumbers tend to become nondispersive in nature as shown
in Fig.7.9. It means that the waves will not change their shape as they propagate in
the medium. Also, the wavenumber shows an inverse dependence on rotation speed.
For a nonrotating CNT, the spectrum relation is dispersive in nature. However, for a
rotating beam, at higher speeds, the above nonlinear relation shifts to a linear nature
due to the relatively negligible contribution from the w term, especially for lower
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Fig. 7.9 Wavenumber disper-
sion in rotating nanotube for

T = epa/L = 0 for different

values of £2 /wgr

Nondimensional wavenumber (k*h)
N

20

Rotating Speed (fyuxsﬂ)

values of w . That is, the variation of k is dominated by the centrifugal force term at
high 2 /ws;-

Figure 7.10 shows the spectrum curves for rotating and nonrotating CNTs for var-
ious values of the nonlocal scaling parameter. Figure 7.10a shows that as we move
from local elasticity to nonlocal elasticity solution, the spectrum curve becomes lin-
ear at higher values of the wave frequency. The wavenumbers also increase as the
nonlocal scaling parameter increases. The matching of local and nonlocal solutions is
limited only upto < 0.2 THz frequency. After this frequency, the difference between
the wavenumbers predicted is very large. If the rotational speed of the CNT increases
from 2 /wg = 0to 2/wgy = 10 (Fig.7.10b), the spectrum curve is slightly non-
linear as compared to nonrotating case. The wavenumbers obtained from local and
nonlocal cases are same upto 0.45 THz frequency. The wavenumbers are showing an
increasing tendency as the nonlocal parameter increases. If the rotational speed of
the CNT increases to very high values like £2 /wg, = 30, 50 and 100, the local and
nonlocal calculations are almost similar upto 1 THz, 1.6 THz and 2.5 THz frequen-
cies, respectively (see Fig. 7.10c—e). As the rotational speed of the CNT increases
to very high values, the nonlocal scaling parameter effect on the spectrum curves is
negligible. It means that if the CNT rotates at very high speeds, the local elasticity
and nonlocal elasticity calculations give almost similar spectrum relations. It can
also be observed that as the rotational speed of the CNT increases, the wavenumbers
become very small and the dispersive nature changes to nondispersive nature (see
Fig.7.10).

The nondimensional phase speed (C,/Co) and nondimensional group speed
(Cq4/Co), where Cy = E/p,dispersions of the rotating CNT are shown in Fig. 7.11,
obtained from the local elasticity calculations (i.e., T = ega/L = 0). Thick lines
represent the phase speed variation and the thin lines show the group speed variation.
It can be seen that the phase speed of the rotating CNTs is higher than the group
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Wstr

speed. Because of the nonlinear relation of the wavenumber with wave frequency,
for nonrotating CNT, the phase and group speeds also show a nonlinear variation
with frequency. As the rotational speed of the CNT increase to higher values, both
the speeds will saturate to a constant velocity, because of the linear variation of
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the wavenumber with wave frequency. The difference between the phase and group
speeds of the rotating CNTs is negligible at higher rotational speeds as shown in
Fig.7.11, which is a characteristic of any nondispersive system. In the limiting case,
we can say that they become equal and constant for all wave frequencies. For a non-
rotating beam, both phase and group speeds are dispersive and show that the speeds
approach infinity for very high frequencies. This unreasonable limit is due to the
limitation of Euler—Bernoulli beam theory.

Figure7.12 shows the nondimensional phase speed and nondimensional group
speed variation with both the wave frequency and the nonlocal scaling parameter for
rotations and nonrotating CNTs. Figure 7.12a shows that, for nonrotating CNT, the
phase and group speeds will decrease as the nonlocal scaling parameter increases,
because the wavenumbers are increasing with increase in t (see Fig.7.10). Also, the
difference between the phase and group speeds dips at higher values of 7. As the
rotational speed of the CNT increases, both phase and group speeds will also increase
as shown in Fig.7.12b—e. For small rotational speeds, and large values of 7, both
speeds show a decrease in nature at smaller frequencies and they become constant
at higher wave frequencies. Such difference will also vanish at higher rotational
speeds as shown in Fig. 7.12e. On the other hand, one more interesting feature of the
nonlocality is that the difference between both the wave speeds is considerable at
smaller rotational speeds and 7 as well as at the higher rotational speeds and 7 and
this aspect can be clearly seen from Fig.7.12.

The wave propagation analysis procedure illustrated here can be extended to study
the wave propagation analysis of rotating graphene sheets. This would be helpful in
understanding the wave dispersion characteristics of future rotating nanomachines.
One such nanomachine is the nanoturbine. For efficient designing of these nanoma-
chines, proper understanding of its mechanical behavior is required. The nanotur-
bine is characterized by a rotating blades modeled as a rotating nanotube. Rotating
nanocantilever rotates at an angular velocity about the hub axis. The performances
of these nanoturbines are extremely dependent on dynamic properties of their beam-
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like elements. In summary, this study would be useful in understanding the scale

effects in rotating nanostructures.
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7.4 Fluid Carrying SWCNTs

Currently, the study of the CNT filled with fluids is of great interest and is a chal-
lenging topic for researchers. This is because CNT promise many new applications
in nanobiological devices and nanomechanical systems such as fluid conveyance and
drug delivery because of their excellent mechanical properties, chemical and thermal
stability, and hollow geometry [16, 17]. Numerous studies of mechanical properties
of CNT are available in the literature [18-20], while only a limited amount of work
is concerned with the aspect of conveying fluid due to involving of a complicated
wave behavior.

The interaction of water with SWCNT is experimentally studied by Babu et al.
[21] and demonstrated that the CNT can be used for fabricating nanofluidic devices
that involve transport of aqueous fluids. Storage and transport of fluids (or gases)
inside CNTs have been the subject of several studies [22—-24]. For more details on
the topic of fluid inside CNTs, the interested reader is referred to the recent review
articles reported by Whitby and Quirke [25] and Mattia and Gogotsi [26]. However,
the literature concerning on the study of CNT conveying fluids are relatively scarce.

A few studies are reported on wave propagation in CNTs, especially in fluid-filled
CNTs with consideration of nonlocal scale effects. Therefore, it is very significant to
study the wave propagation of CNTs conveying fluid. The present section presents
a theoretical approach to investigate the wave propagation of SWCNTSs conveying
fluids. The SWCNT is modeled as a Nonlocal Timoshenko beam stress gradient
model. The fluid inside the CNT is assumed as water. Using the proposed method,
the influence of fluid properties on the wave propagation in CNTs conveying fluid
is analyzed the same problem can be modeled differently. That is, the SWCNT can
be modeled as long hollow cylindrical shell and to this the fluid loading can be
introduced. The wave propagation study of such a model is reported in Chap. 11 of
this book.

7.4.1 Nonlocal Governing Equations of Motion

Consider the uniform flow of an inviscid fluid through SWCNT regarded as an elastic
hollow cylinder, as shown in Fig.7.13. The SWCNT has an equivalent Young’s
modulus E, shear modulus G, Poisson’s ratio v, cross-sectional area A, length L
inner radius R, and thick ness ¢. Let its transverse displacement be w = w(x, ¢),
where time ¢ and the spatial coordinate x.

The Timoshenko beam theory is considered here, and this theory incorporates
the effects of rotary inertia and transverse shear deformation on the terahertz wave
propagation characteristics of the fluid-conveying SWCNT. In this study, we neglect
the gravity effect of the fluid and assume that the SWCNTS are not subjected to an
axial load. According to the force and moment balances to a differential element
of a CNT and using the procedure adopted in Sect.7.2, the governing differential
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Fig. 7.13 A fluid carrying Fluid OUT
SWCNT of length L, x and
z are the axial and transverse
directions, respectively. Co-
ordinate system shown for a
(10, 10) SWCNT of 8.147nm
length and consisting of 1340
carbon atoms

equation of motion for CNTs conveying fluid using nonlocal elasticity theory can be
written as

GAK(%—Zﬂ—W)+M 02 omte e 4 e 4 vy Y
ax  9x2 FrF g2 o axar CT R
— Mc(epa)? o _ (7.78)
at29x2

%y aw %y , Yy
EI—— —GA —— )=+ Jr) — + J, — =0 (7.79
12 K(l/f Bx) (e +Jp) 55 +Jcleoa)” 550 (7.79)

where [ is the second moment of inertia of the SWCNT. v (x, ¢) is the rotation angle
of the cross-section perpendicular to the longitudinal axis. M¢ and MF are the mass
per unit axial length for SWCNT and fluid, respectively. Jc and Jr are the mass
moment of inertia for SWCNT and fluid, respectively. Ur is the uniform mean flow
velocity of conveying fluid. « is the shear correction factor of the SWCNT.

Next, we will perform the wave dispersion analysis. For this we will undertake
spectral analysis on Eqgs.(7.78) and (7.79) and obtain the relavant equations for
wavenumbers and group speeds. For analyzing the dispersion characteristics of waves
at terahertz level frequency in fluid filled SWCNT, we assume that a harmonic type
of wave solution for the displacement field w(x, ¢#) and ¥ (x, ¢), and they can be
expressed in complex form as [1, 2].

w(x, 1) =W (x, w) e kx=en (7.80)
Y (x,0) = P (x, @) e/ Fxmen (7.81)

where W (x, w), @ (x, w) are the frequency domain amplitudes of the flexural and
the slope of the beam due to bending deformation of CNTs, respectively. k is the
wavenumber and o is the angular frequency of the wave motion and j = +/—1.

Substituting Eqgs. (7.80) and (7.81) into Eqgs. (7.78) and (7.79) yields two homo-
geneous equations in terms of w and I/A/ as
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OnQOnl|w]| _
|:Q21 Q22:| ( v ] =0 (7.82)

where

011 = GAkK> — MpU2k* + 2MpUrpkw — (Mc + Mp)o* — Mc(epa)*k*w?,
Q12 =—02 = —jGAkk,
0» = —EIk* — GAk + (Je + Jp)w?* + Je(epa)*w?k?.

The wavenumbers and hence the wave speeds (phase and group speeds) are solved
from Eq.(7.82) by using Polynomial Eigenvalue Problem (PEP) [1]. Equating the
determinant of matrix [Qgp] (a, b = 1, 2) to zero (for the nontrivial solution of w,
and ) will give the characteristic polynomial in terms of wavenumber & of the order
4, solution of which is quite difficult. PEP converts the characteristic polynomial
equation into a matrix of size 2 x 2, whose eigenvalues form the solution of the
equation. After obtaining the wavenumbers, wave speeds are extracted. The details
of computation of wavenumbers using PEP for this SWCNT are given below.

The resultant equation (Eq. (7.82)) can be written in matrix form as

S2k> +S1k+So =0 (7.83)
where
s, — | GAx — Mc(ega)’w® — MpUF 0 (7.84)
2= 0 —EL + Jc(eoa)2w2 ’

| 2MpUrw — jG Ak
Si = [ iGAx 0 ] (7.85)

[-Mc + Mp)o? 0
So = [ 0 ~GAk + (Je + ]F)w2i| (7.86)

Equation (7.83) is the PEP in k for the present problem. This form is amenable
to solution of wavenumbers through PEP. From Eq. (7.83), we can clearly see the
dependence of nonlocal scale parameter egpa on wavenumber.

It is well-known that Timoshenko beam model always exhibit cut-off frequency
beyond which shear mode starts propagating. The cut-off frequencies of this SWC-
NTs are obtained by setting k = 0 in the dispersion relation (Eq. (7.83)), i.e., for the
present case of PEP one can set |Sg| = 0, for the cut-off frequencies as

ohexural _ - shear _ ﬂ (7.87)

c ’ c Jo + JF

The shear cut-off frequency is a function of the mass moment inertial of the fluid,
that is, mass density of the fluid. It will also depend on the SWCNT cross-sectional
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properties. Observe that it is independent of the nonlocal scaling parameter. Next,
we will investigate the presence of band gaps or in other words the existance of
escape frequencies in the group speed plots. The value of escape frequency can
be analytically determined by looking at the wavenumber expression and setting
k — oo. This amounts to setting the |Sz| = 0 in Eq. (7.83), which gives

2
llexural _ 1 E pshear _ 1 GAx — MpUg (7.88)
‘ o)\ Jo~ ¢ (eoa) Mc .

where @ and @S are the escape frequencies in flexural and shear wave

mode, respectively. The escape frequencies are inversely related to nonlocal scaling
parameter. These frequencies are again a function of the fluid velocity (Ur) in the
SWCNT.

The next important parameter in wave dispersion analysis is determination of wave
speeds. By definition, phase speed is given as Cphase = Real(%). Differentiating the
Eq. (7.83) with respect to the wave frequency (), one can obtain the group speeds
(Ceroup = %_C;()) as

2 S, 9So
ow dw

R —] Ceroup + 2kS2 4+ S1 =0 (7.89)

where the matrices S, St and Sg are given in Egs. (7.84) and (7.86). This is again
a PEP in terms of Cgoup and one can solve it for group speeds of respective modes
(i.e., for flexural and shear), which is again a function of nonlocal scale parameter.

Next, studies on the effect of nonlocal scaling parameter and the fluid density on
the terahertz wave propagation in fluid-carrying SWCNT is performed. The radius
of the SWCNT is assumed as R = 3.5 nm, thickness ¢ = 0.34 nm, density pc =2,300
kg/m? and Young’s modulus E = 1.03 TPa. In order to know the effect of nonlocal
scaling parameter on the wave characteristics of the SWCNT, we assumed that the
flow liquid in the SWCNT is water (density pw = 1,000 kg/m?).

The spectrum and dispersion curves of the fluid-filled SWCNTs (the uniform
velocity of the fluid in SWCNT is assumed as Ur = 1,000 m/s) with and without
nonlocal effects are shown in Figs.7.14 and 7.15. Figure 7.14a shows the effect of
fluid in SWCNT on the variation of the wavenumbers with the wave frequency
for local elasticity. This figure shows the two fundamental modes namely, flexural
and shear. Flexural wave mode starts from zero frequency and shear wave mode
propagates only after shear cut-off frequency, the frequency at which the imaginary
part of wavenumber becomes real. The values of the cut-off frequency are calculated
from Eq. (7.87). In the present study for a 3.5 nm radius SWCNT, we have shear cut-
off frequency at 0.6256 THz, without fluid and 0.5493 THz, with fluid (water). It can
be observed from Eq. (7.87) that these frequencies are independent of the nonlocal
scaling parameter, and hence same frequencies are obtained from both local and
nonlocal theories (see Fig.7.14).
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@ )

Shear 30 5
25 (without fluid) o H
ear %

(with fluid) Shear

25 (without fluid)
20 — /
Flexural Flexural
wimom fluid) (with fluid)
10f

.

Shear

20 (with fluid)

Flexural
15 (without fluid)

Phase velocity (km/s)
@
Phase velocity (km/s)

Flexural
(with fluid)

0 1 2 3 4 5 6 7 8 0 1 2 3 4 5 6 7 8
Frequency (THz) Frequency (THz)

Fig. 7.15 Phase speed dispersion in SWCNT with and without fluid effect obtained from (a) local
elasticity (epa = 0 nm) and (b) nonlocal elasticity (epa = 0.5 nm)

For epa = 0, which is the case of local theory of elasticity solution, flexural
wavenumbers have a nearly linear variation with frequency, especially at higher
frequencies, which is shown in Fig.7.14a and correspondingly, the phase speeds,
shown in Fig.7.15a, show constant variation. When the fluid loading is considered
in the CNT, the wavenumbers increases and the corresponding wave speeds are
decreased. Because of the fluid, the shear cut-off frequency also decreased as shown
in the inset of Fig.7.14a.

However, with the introduction of nonlocal scale effects, the wave behavior is
altered drastically. Both the flexural and shear wave modes escape to infinity at escape
frequency, a phenomenon we are seeing for most of the nonlocal elasticity models.
The spectrum and dispersion curves shown in Figs.7.14b and 7.15b are plotted for
epa = 0.5 nm. The effect of the presence of fluid in SWCNT from nonlocal elasticity
is same as the local elasticity. From Figs.7.14b and 7.15b, it can be observed that the
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escape frequencies of the flexural and shear wave mode are not affected by the fluid
in SWCNT. The escape frequencies of the flexural and shear wave modes (with and
without fluid in SWCNT) are 3.159 and 6.729 THz, for egpa = 0.5 nm, respectively.

The effect of the fluid density on the spectrum and dispersion curves of the SW-
CNT is shown in Figs. 7.16 and 7.17. Here, for observing the effect of nonlocal scale
parameter on the terahertz wave propagation in SWCNT, three different types of fluid
are used with densities p s = 500, 1,000 and 2,000 kg/m3, respectively. As the fluid
becomes denser, the wavenumbers of the flexural and shear wavemodes are increas-
ing and the corresponding wave velocities are decreasing (see Figs.7.16 and 7.17).
It is clearly seen that from Fig.7.16 that as the fluid in SWCNT becomes denser,
the shear cut-off frequency slightly decreases. The escape frequencies of the flexural
and shear wavemodes are not affected by the fluid density as shown in Figs.7.16b
and 7.17b (here epa = 0.5nm). It can be seen that the escape frequencies of the
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shear wavemode are function of fluid density and the fluid velocity in SWCNT (see
Eq.(7.88)). It is observed that the effect of the fluid velocity and the density are neg-
ligibly small on escape frequencies. The observations made in Figs.7.14 and 7.15
for ega = 0 and epa = 0.5 nm are still valid for Figs.7.16 and 7.17.

The variation of the shear cut-off frequency with the radius of the SWCNT is
shown in Fig.7.18. We have already discussed that the shear cut-off frequency is
affected by the presence of the fluid. Figure 7.18a shows that the shear cut-off fre-
quencies are smaller with the presence of the fluid as compared to the empty SWCNT.
For R < 1 nm, the difference between the shear cut-off frequencies is negligible. As
the radius of the SWCNT increases the shear cut-off frequency decreases as shown
in Fig.7.18a. The effect of the fluid density on the shear cut-off frequency is shown in
Fig.7.18b. As the fluid becomes denser and at higher values of the SWCNT radius,
the shear cut-off frequency decreases. We also observe that, as the fluid becomes
denser, the shear cut-off frequencies are almost same for R < 1 nm. Figure7.18a
shows that, as the radius of the nanotube increases, the shear cut-off frequency de-
creases and at higher values of R, the cut-off frequency approaches to very small
values.

The escape frequency variation with nonlocal scaling parameter epa for flexural
and shear waves is shown in Fig.7.19. The value of escape frequency decreases
with increase in ega, for both wave modes. For very small values of epa, the escape
frequencies are very high. The escape frequencies of both wave modes are not affected
by fluid density and the uniform fluid velocity in CNT. From Eq. (7.88), it is observed
that GAk > MpUZ. Obviously, fexural < pshear (see Fig.7.19).
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7.5 Magnetic Field Effects on SWCNT

Recently, growing interest in terahertz physics of nanoscale materials and devices has
drawn more attention to CNTs phonon dispersion relation, especially in the terahertz
frequency range. In recent years, the microwave absorbing effect and electromag-
netic characteristics of CNTs has also attracted considerable interest for theoretical
and practical importance in fundamental science and application [27, 28]. Hence,
understanding the effect of magnetic field on the characteristics of wave propagation
in CNTs is essential and may give a useful help in applications for nanoengineering.
Wang et al. [29] studied the effect of magnetic field on wave propagation in CNTs
embedded in elastic matrix. In some applications of nanoengineering, the investi-
gation on dynamic characteristic of CNTs under magnetic field is useful. Slepyan
and Maksimenko [30] studied the electromagnetic wave propagation in CNTs. They
reported the discrete relation of wave propagation in CNTs by using molecular dy-
namics theories. Li and Wang [31] studied the different wave modes coupled in
longitudinal or transverse magnetic field. More recently, authors [32] published a
work on the vibration analysis of nonlocal Fliigge shell model for SWCNTs un-
der the longitudinal magnetic field based on wave propagation approach. This work
covers axial, circumferential, and radial degree of freedom in the formulations. The
analysis here shows that vibration frequencies of CNTs drop dramatically in the
presence of the magnetic field for various circumferential wavenumbers. Such effect
is also observed for various boundary conditions of the CNT. Through this work,
it is observed that the effect of longitudinal magnetic field on ultrasonic vibration
of CNTs are useful in the design of nanodrive device, nano-oscillator and actuators
and nanoelectron technology, where carbon nanotubes act as basic elements. Except
for the above works, the effect of magnetic field on wave propagation in embedded
SWCNTs using nonlocal elasticity theory is studied sparsely in the open literature.
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The next section studies the effect of longitudinal magnetic field on wave prop-
agation in carbon nanotubes based on nonlocal continuum mechanics theory. The
SWCNT is assumed to be embedded in Pasternak type of elastic medium, which is
different from the Winkler foundation model. In the former, the foundation considers
both the shear and transverse constraints, while in the latter, the shear constraints are
not considered. Wave propagation equations in CNTs are derived by considering the
Lorentz magnetic forces applied on CNTs induced by a longitudinal magnetic field
through Maxwell equations. The wavenumber characteristic curves of CNTs under
a longitudinal magnetic field are obtained by solving the governing equation. The
effects of longitudinal magnetic field and the elastic matrix on wave propagation in
CNTs are discussed through numerical results. The present work mainly focus on
the flexural wave properties of the SWCNTs under longitudinal magnetic field using
the nonlocal scale effects.

7.5.1 Maxwell’s Relations

Let the current density (J), strength vectors of electric field (e), disturbing vectors
of magnetic field (h), the vector of displacement (U), then, the Maxwell equations
[33] are given by

J=Vxh (7.90)
\Y% oh 91
X e = —ng (7.91)
Veh=0 (7.92)

oU
e=—n (E X H) (7.93)
h=V x (Ux H) (7.94)

. . . . _ i’.‘ i’-\ i N . .
where the Hamilton arithmetic operatoris V. = 7-i+ ayd T 92 k and 7 is the magnetic

permeability. For simplifying the analysis, we apply a longitudinal magnetic field
vector H = (Hy, 0, 0) exerted on the carbon nanotube. Let the displacement vector

U = (u, v, w), then

v aw\s o dve . dwe
h=vxWUxH=-H(Z+ )i+ o025+ 0k (7.95)
ay 0z ax ax

J=VxheH 82v+82w S 82v+82w+82w A
= =\ Toxaz " axay “Noyaz ~oax2 922 )!

9%y 9%y 2w\ ~
H{—+—+—])k 7.96
+ (ax2 + dy? + ayaz) (7.96)
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The Lorentz force (f) induced by the longitudinal magnetic field is

f=fi+ fi+ fk=nJ x H)

i + B2 3%y n 3%y n 3w S L2 3w n 3w n 3%y i
= 1 _— e _— —_— _ [
i \ox2 T2 Tayaz )I T a2 T a2 T avez

(7.97)
Therefore, Lorentz force along the x, y, and z directions are
fr=0 (7.98)
gy =2 (20 B 2 (7.99)
YEM A2 T 52 T ayez '
fom gt (L B O (7.100)
T2 T 92 T ayaz '

For the present wave propagation analysis in SWCNT, we assume that w = w(x, f)
only, so that the Lorentz force in z—direction is written as

32w
_ 2
fe=nH o (7.101)

Here f, denotes the body force.

7.5.2 Nonlocal Governing Equations of Motion Including
Magnetic Field Effects

In the present work, ultrasonic wave dispersion characteristics of single-walled car-
bon nanotubes embedded in elastic medium are presented. The chemical bonds are
assumed to be formed between the carbon nanotube and the elastic medium (see
Fig.7.20). The elastic matrix is described by a Pasternak foundation model, which
accounts for both normal pressure and the transverse shear deformation of the sur-
rounding elastic medium. When the shear effects are neglected, the model reduces
to Winkler foundation model. The normal pressure or Winkler elastic foundation
parameter is approximated as a series of closely spaced, mutually independent, ver-
tical linear elastic springs where the foundation modulus is assumed equivalent to
stiffness of the springs. The normal pressure and the incompressible layer that resists
transverse shear deformation by Pasternak foundation model is expressed as

92w

=K Ksoo
p(x) ww+ Ks o3

(7.102)
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Fig.7.20 Schematic of single-walled carbon nanotube embedded in Pasternak type elastic medium
(consists of both shear layer with stiffness K5 and Winkler layer with stiffness Ky ) under the
longitudinal magnetic field. Here Cp represents the wave propagation velocity

where the first parameter Ky is the Winkler foundation modulus, the second para-
meter K is the stiffness of the shearing layer. The values of Ky and Kg are per unit
area.

A slender SWCNT can be modeled using Euler—Bernoulli beam theory. Con-
sidering the elementary Euler—Bernoulli theory of beams, the axial and transverse
displacement fields can be represented as

3
w(x,y.z.t) =u — g0 (7.103)
dx
w(x,y,z,1) =w(x,1) (7.104)

where w is transverse displacement of a point (x, 0) on the middle plane (i.e., z = 0)
of the beam. The only nonzero strain of the Euler—Bernoulli beam theory is

ou ud 9w
= —=——7— 7.105
S = ox ax  “ox? ( )

The equations of motion of the Euler—Bernoulli beam theory are given by

90 32u°

M 9w
ol 'OAF + f(x) — px)=0 (7.107)
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where

Q:/oxdi, M:/zaxdi (7.108)
A A

and p(x) is force exerted by the elastic matrix per unit area, oy, is the axial stress
in the direction of x, Q is the axial force, M is the bending moment and f(x) is
a function of space to incorporate the longitudinal magnetic force, p is the mass
density, and A is the beam cross-section area.

The nonlocal constitutive relation takes the following form for beams:

2820“
oxx — (eoa) 9x2

= Eeyy (7.109)

where E is the Young’s modulus of the beam material. Using Egs. (7.108) and (7.109),
we have

920 du
0 — (e0a)? 7= EAa (7.110)
,3°M
— (eoa) 7 = Elke (7.111)

where I = f 42 z2dA is the moment of inertia of the beam cross-section and Ke =

2w Y is the curvature of the beam.

Wlth the help of the nonlocal constitutive relations and the equations of motion
presented, the moment can be expressed in terms of the generalized displacement as,
by substituting Eq. (7.111) into Eq. (7.107), we get

2 2

9°w 0w
M = —Elﬁ + (eoa)? [ A8_2 —fx)+ p(x)} (7.112)

Substituting M from Eq.(7.112) into Eq. (7.107), we obtain the equation of motion
of nonlocal Euler—Bernoulli beams as

84 32 82 32w
_E]W—i-(eoa) |:,0A f(x)+p(X)]+f(x)—P(x) 912 =0
(7.113)

The present problem assumes a longitudinal magnetic field in SWCNT. Here
f(x) # f;, since f, is a body force and f(x) denotes the force per length. Hence,
f(x) can be written as

82w

fx)=f; x A=nAH XB — (7.114)
This allows us to represent the Eq.(7.113) as a constant coefficient nonlocal par-
tial differential equation. Finally, the nonlocal governing differential equation for

transverse displacement (w(x, t)) of a beam is derived as
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e _ AHzaz +nAH( )234W YK kY _k ( )282W
— epa)” — w—Ks— — e0a)” —

ax x g2 A g TR Sox2 Wl
dtw 32 , tw

+Kg(eoa) 7T pPA— — pA(epa)"——— =0 (7.115)

a2 912092

Using the derived governing differential equation (Eq. (7.115)), a spectral analysis
needs to be performed to determine the effect of nonlocal parameter and magnetic
field on wave dispersion. Equation (7.115) can be transformed into frequency domain
using Fourier transform [1],

N
w(x, 1) =D Wx)e (7.116)

n=1

where w is the amplitude of the wave motion, w, the circular frequency of the nth
sampling point and N is the Nyquist frequency. The sampling rate and the number of
sampling points should be sufficiently large to have relatively good resolution of both
high and low frequencies, respectively. Substitution of Eq.(7.116) into Eq. (7.115),
we get

NI atw Ld% s od 4% ,d%
> El—7 = nAH; -3 +nAHZ (ega) —+KWW KSW—KW(eOa) 3
n=1
d4A ,d*W Jio
—|—KS(eoa) — ,oAa)nw—f—pA(eOa) a) "2 nl = (7.117)
X

This equation must be satisfied for each n and hence can be written as the ordinary
differential equation in single variable x as

Py AL LT +nAHX( )2‘14® + Ky — K g ( )2d2w

— — epa) — wW—Kg—> — epa) —

dxt O g TR g v S dx? WO 432

1 Ks(e0a)? Y — pAwti + pAepa)to? S Y =0 (7.118)
dx4 dx?

where k is the wavenumber, and w is the frequency of the wave motion. Substituting
W(x) = we k¥ into Eq. (7.118) yields

[Elk;‘ + nAHZKZ + nAHZ (epa)’kit + Ky + Ksk2 + Ky (c0a) k2 + Kg(eoa) kit

—pAw? — pAa)z(eoa)zk,%] w=0 (7.119)
For nontrivial solution of the wave amplitude w, this implies that

[EI + nAH2(e0a)? + KS(e()a)2] K+ [nAHf + Kg + Ky (ega)? — ,oAa)z(eoa)2] K2

+Kw — pAw® =0 (7.120)
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this is the dispersion or characteristic equation for an equivalent continuum structure
(ECS) of an embedded SWCNT. The wavenumbers are obtained by solving the
characteristic equation (7.120) as

1 1 2
hy =+ |24 [ (22) -2 (7.121)
2 a4 4 \oy oy

where g = EI + nAsz(eoa)2 + Ks(eoa)z, oy = nAsz + Kg + KW(eoa)2 —
,oAa)2 (epa)? and ap = Ky — ,oAa)z. Note that the above wavenumber can also be
obtained by rewriting the above equation in PEP form and solving it. These wavenum-
bers are functions of the nonlocal scaling parameter, wave frequency, longitudinal
magnetic field strength, stiffness of elastic medium, and other material parameters
of the beam. Out of these four wavenumbers two are real and the other two are imag-
inary. The real and imaginary parts correspond to propagating and spatially damped
modes, respectively. From Eq.(7.121) if Kw = 0, there is no possibility for a cut-
off frequency, above which the spatially damped mode becomes propagation mode.
From Eq. (7.120), by equating the constant term to zero or substituting k = 0, we
can get that the cut-off frequency w, as

Kw

7.122
oA ( )

We =

The flexural wave cut-off frequency is a function of Winkler foundation parameter
Kyw and the geometrical properties of the CNT. It is also independent of the strength
of the magnetic field.

The phase speed is defined as

wp
Cp =Re (—) (7.123)
kn
It is different for different w,,. Again, group speeds can be obtained as before, where

Cy =dw/dk.

Based on the formulations obtained above with the nonlocal Euler—Bernoulli
beam model, the wave dispersion characteristics of embedded SWCNT under the
influence of the longitudinal magnetic field are investigated and discussed here. The
discrete model of the SWCNT with the coordinate system is shown in Fig.7.20. In
example calculations, the effective radius of SWCNT r, = 3.5 nm the wall thick-
ness of SWCNT /& = 0.34nm(Eh = 360J/m?), and the mass density of SW-
CNT, p = 2,300 Kg/m3 , are assumed. The properties of the elastic matrix such
as Winkler modulus Ky = 1.13 x 10'® Pa/m and polymer matrix shear modulus
K5 = 1.13 Pa/m are taken from Ref. [34].

The wave speed variation, with frequency for the SWCNT under longitudinal
magnetic field without elastic matrix, obtained from both local and nonlocal theories
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is shown in magnet 1. The local elasticity calculation shows that the wave speed
dispersion is nonlinear with frequency at higher frequencies. The nonlocal elasticity
calculation shows that the wave speeds are almost constant at higher frequencies as
shown in Fig.7.21b, c. Also wave speeds obtained from the nonlocal elasticity are
small as compared to those obtained from the local elasticity calculations. The applied
longitudinal magnetic field changes the dynamic characteristic of wave propagation
in SWCNT at lower and higher frequency regions (see Fig.7.21). Such changes are
captured in both local and nonlocal elasticity calculations. Over the frequency region
studied here, the wave velocity increases with an increase in longitudinal magnetic
field strength. However, the longitudinal magnetic field has little influence on wave
velocity when its magnitude is very small (< 2.0 A/m) over the entire frequency
range. With the increase in the nonlocal parameter, the wave velocity is found to
be decreasing as shown in Fig.7.21. For egpa = 2.0nm, the magnitude of wave
velocity is almost constant for all wave frequencies at higher magnetic filed strength
(Fig.7.21c). It means that the application of magnetic field makes the SWCNT stiffer.

For two values of H,; 0 and 2 A/m, the effect of the elastic medium (Pasternak
foundation) is shown in Fig 7.22 for ega = 0. The effect of elastic matrix shows that
the wave will have a cut-off frequency (see Fig. 7.22a, b). In the presence of the elastic
medium, the flexural wave modes are having a frequency band gap region. Within
this frequency band gap, the corresponding wavenumbers are imaginary. Thus, the
flexural modes are attenuated at frequencies lying within this band. Hence, these
wavenumbers have a substantial imaginary part along with the real part, thus these
waves attenuate as they propagate. It is found that the presence of the magnetic
filed will not alter the frequency band gap; however, it will change the shape and
magnitude of the wave dispersion curve as shown in Fig.7.22b. For H, = 0, the
dispersion relation is nonlinear whereas it is almost linear for H, = 2 A/m. The
effect of the elastic medium for ega = 2.0 nm is shown in Fig. 7.23 with and without
the presence of the longitudinal magnetic field. The presence of magnetic field,
the wave dispersion relations is almost constant for higher frequencies. The band
gap region is also not affected by the nonlocality (see Fig.7.23a, b). The cut-off
frequency is found to be inversely proportional to the radius of ECS of the SWCNT.
So, the cut-off frequency decreases, as the radius of CNT increases. In accordance
with Eq.(7.122), the cut-off frequency increases with the stiffness of the Winker
foundation parameter.

7.6 Surface Effects on Flexural Wave Propagation
in Nanobeams

Surface effects are significant to nanostructure materials and can influence the physi-
cal and chemical properties of nanomaterials due to the increase in surface-to-volume
ratio. Therefore, many studies have been performed to investigate the surface effects
on nanostructures [35-37]. For example, He and Lilley [35] studied the surface effects
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Fig. 7.21 Wave speed dis- (a)
persion with wave frequency 140
in a single-walled carbon
nanotube under the influ-
ence of longitudinal magnetic
field effect obtained from
(a) local/classical elasticity
(epa = 0nm), (b) nonlocal
elasticity (epa = 1.0nm)
and (c) nonlocal elasticity
(epa = 2.0nm). In this sim-
ulations, the elastic matrix is
not considered, i.e., Ky = 0
and Kg =0
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Fig. 7.22 Wave speed dispersion with wave frequency in a single-walled carbon nanotube embed-
ded in Pasternak type elastic medium obtained form local or classical elasticity (epa = 0nm) for
the longitudinal magnetic field strengths of (a) Hy = 0 A/m and (b) H, = 2.0 A/m
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Fig. 7.23 Wave speed dispersion with wave frequency in a single-walled carbon nanotube
embedded in Pasternak type elastic medium obtained form nonlocal elasticity (epa = 2.0nm)
for the longitudinal magnetic field strengths of (a) Hy, = 0 A/m and (b) Hy = 2.0 A/m

on the elastic behavior of static bending nanowires using the Euler—Bernoulli beam
theory. Wang and Feng [36] examined the surface effects on axial buckling and the
transverse vibration of nanowires using the Timoshenko beam theory. They found
that the surface effects with positive surface constants tend to increase the critical
axial force and the natural frequency and shear deformation tends to decrease the
critical axial compression force and the natural frequency.

Furthermore, classical theories can also be generalized to be able to properly
describe the mechanical behavior of thin films at nanoscale [38, 39]. Lu et al. [40] fol-
lowed this approach to derive the generalized differential equations of static, dynamic,
and stability of ultra thin films including surface effects. Assadi et al. [41] modified
the laminated plate theory to include the effects of surface properties and tempera-
ture on the dynamic behavior of rectangular nanoplates. Farshi et al. [37] studied the
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size-dependent flexural vibration of nanotubes with consideration of surface effects
using a modified beam theory. Lim and He [39] studied size-dependent nonlinear
vibration of thin films based on classical plate theory. Gurtin and Murdokh [42]
predicted the presence of surface additional properties for elastic solids based on
equilibrium equations. Zhou and Huang [43] demonstrated that the surface excess
elasticity can be positive or negative for different materials and their crystal orien-
tations. Molecular dynamics and atomistic calculation methods are frequently used
to obtain the magnitudes of surface stresses and surface elasticity effects for differ-
ent materials. Lee and Chang [44], studied the surface and small-scale effects on
vibration analysis of a nonuniform nanocantilever beam.

In the next section, nonlocal beam theory is employed to describe the wave prop-
agation analysis of nanotubes including the surface effects.

7.6.1 Governing Equation of Motion Including Surface
Residual Stress

Consider a SWCNT with a cross-section shown in Fig. 7.24. The nonlocal constitutive
relations for one-dimensionalcase (Eq.(7.7)), for moment given in Eq.(7.6) can be
rewritten as
YL (7.124)
8 ax2 T a2 '

where w = w(x, t) is the transverse displacement, which depends on the spatial
coordinate along the longitudinal axis X, M the resultant bending moment, I" the
effective flexural rigidity, which includes the surface bending elasticity on the beam
and its flexural rigidity, and g = ega is the nonlocal scale parameter, which is used to
modify the classical elasticity theory and is limited to application on a device on the
nanometer scale. Here a is an internal characteristic length, e.g., length of C—C bond
(0.142nm), granular distance etc., and eq is a nonlocal scaling parameter, which has
been assumed as a constant appropriate to each material.

In addition, based on the Euler beam theory, the equation of transverse vibrations
for a beam is expressed by

00 _ 4, 0 _ 8w (7.125)
ax = Pnt Ant 372 Oaxz .
. oM
0="" (7.126)
0x

where Q is the resultant shear force on the cross-section A, Hy the surface parameter,
which is determined by the residual surface tension, and p the density of the beam.
Here, the parameters I' and Hy are defined as
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Fig.7.24 A alumina nanotube with inner and outer thin surface layers and the cross-section of the
nanotube

T = Eply + 1Ey (R;',t3 + R,‘j,3) (7.127)

Ho = 410 (Ri, + R}, (7.128)

In the above equation, E,; is the Young’s modulus of CNT, Ej is the Young’s modulus
of the surface film, I, is the area moment of inertia of the CNT, R!, is the inner
radius of the CNT, R}, is the outre radius of the CNT, and 7y is the thickness of the
CNT. Using Eqgs. (7.124)—(7.126), the nonlocal bending moment M can be expressed
as
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M=% 2 (ooa, 2 g W (7.129)
- axz g lol’lt nt atz 0 axz .

Therefore, substituting Eq. (7.129) into Eq. (7.124), the governing equation of trans-
verse wave propagation for the CNT with consideration of both surface and nonlocal
effects can be expressed as

d%w 3%w atw a%w a*w

r— Ant— — PutAnt 8 ——— — Ho—5 + Hog*—5 =0 (7.130

8x4 +,0nt nt 8[2 Pnt Ant§ 8t28X2 Oaxz + 08 8X4 ( )

If the nonlocal scaling parameter g is zero, and the surface layer properties are

neglected then the above governing differential equation of motion becomes classical
governing equation for an Euler—Bernoulli beam.

7.6.2 Wave Propagation Analysis

As before, we first transform the governing differential equation (Eq. (7.130)) to the
frequency domain using DFT, which is given by

P—10-1

w0 =D D (x, ) eI Crymedt) (7.131)

p=0 g=0

where w is the amplitude of the wave motion, P and Q are the number of time
sampling points and number spatial sampling points respectively. wy is the circular
frequency at the ¢*" time sample. Similarly, k p is the wavenumber at the p’ h spatial
sample point and j = +/—1. Substituting Eq.(7.131) into the governing partial dif-
ferential equation (Eq. (7.130)), we get the dispersion relation as follows. Hereafter,
the subscripts p and g in Eq. (7.131) are dropped for simplified notations.

(1 + g2 Ho) K* + (Ho = pur Awe?) K = puAyes® = 0 (7.132)

This dispersion relation is solved for the wavenumbers. These wavenumbers are
functions of the nonlocal scaling parameter, wave frequency, and other material pa-
rameters of the CNT and surface layers. Out of the four wavenumbers, two are purely
real and the other two are purely imaginary. The real part gives rise to the propa-
gating component while the imaginary part gives rise to the spatially damped mode.
From Eq.(7.132) it is obvious that, there is no possibility for a cut-off frequency,
above which the spatially damped mode turns to be propagative. From Eq. (7.132),
by equating the constant term to zero or substituting k = 0, we can get that the cut-off
frequency w,, which is zero for the present formulation.

In order to know the effect of relative parameters on the wave propagation analysis
of nanotubes, we consider the material properties of an anodic alumina nanotube
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with crystallographic of (111) direction (obtained from Ref. [37]) as follows: E,;; =
70 GPa, p,; = 2,700kg/m>, E; = 5.1882 N/m, 79 = 0.9108 N/m.

The surface effects on wavenumber dispersion with wave frequency are shown
in Fig.7.25, obtained form both local/classical and nonlocal calculations. From
Fig.7.25, it can be found that the flexural wavenumbers with surface effects are
high as compared to that without surface effects. It can also be observed that, with
consideration of surface effects, the flexural wavenumbers are showing a compres-
sive nature. If we consider the small scale effects (nonlocal), the wavenumbers show
an increasing tendency (see Fig.7.25a—c). At higher frequencies, the difference in
wavenumbers, obtained by considering with and without the surface effects, increases
with the increase of the nonlocal small-scale parameter. With surface effects, the zero
wavenumber bands are 0 < k < 5.104 x 108 m~1,0 < k < 5.278 x 103 m~! and
0 < k < 5.935 x 108 m™!, respectively, for small-scale parameters of g = 0.0m,
0.5 x 107" m and 1.0 x 10~% m, respectively. As a result, if one employs the wave
dispersion relation to determine the nanotube’s material properties ignoring surface
effects (E; = 0; 19 = 0), their values may be significantly underestimated or
overestimated. It should be mentioned that the wavenumber size dependence can be
different if different material and surface properties are used.

Figure7.26 shows the surface effects on the wave frequency variation with the
nonlocal small-scale parameter for different values of the wavenumber. It can be
observed that the wave frequency will decrease with an increase in nonlocal small
scale parameter. For k = 0.5 x 10 m~!, the surface properties have no effect on the
wave frequency for a given small scale parameters (see Fig. 7.26a). As the wavenum-
ber increases, the flexural wave stop band can be observed in the nanotube that
has substantial surface effect. For k = 1.0 x 10°m™! and k = 2.0 x 10°m™!,
the flexural wave propagation region is within the 0 < g < 1.724 x 10~ m and
0 < g < 1.931 x 1072 m scale range, respectively. For scale parameters larger than
the above-mentioned range, the angular frequency become imaginary. This means
that waves with larger wavenumbers (or, equivalently, with smaller wavelengths)
cannot propagate through this medium. Instead, the imaginary frequency implies
that the response occurs everywhere in the medium instantaneously. This is phys-
ically unrealistic. Therefore, these smaller wavelengths should not be considered.
Filtering shorter waves occurs automatically in a discrete medium, where wave-
lengths smaller than two times the particle size cannot be monitored. However, in
a continuous medium, all wavelengths can in principle be present. Especially when
shock waves are investigated, all wavelengths are triggered by the loading. From
Fig.7.26a, the most notable feature is that the scale effect is not obvious for smaller
wavenumbers and the influence becomes prominent with the wavenumber increasing
in Fig. 7.26b—c. Moreover, all of the wave frequencies become smaller with the scale
coefficient increasing.

Figure 7.27 shows size-dependent effects on flexural wave propagation in the nan-
otube with radius of the nanotubes being R, = h and R{}, = 2h. For comparison,
the curve for nanotube without the surface effects is also included in Fig. 7.27. Com-
paring the results with those in Fig.7.26, similar size and surface effects upon the
flexural wave propagation can be observed. It can be observed that as the size of the
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Fig. 7.25 The surface ef-
fects on spectrum curves
(wavenumber dispersion), for
a nanotube obtained from
(a) local/classical elasticity
g = 0 m, (b) nonlocal elas-
ticity g = 0.5 x 10" m
and (c) nonlocal elasticity
g=10x10"m
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Fig. 7.26 The surface ef-
fects on wave frequency
dispersion with nonlocal
scaling parameter, for a nan-
otube with wavenumbers (a)
k= 05x10°m™", (b)
k=1.0x10°m! and (c)
k=2.0x10"m™!
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Fig. 7.27 The surface effects
on wave frequency dispersion
with nonlocal scaling para-
meter, for different radii of
nanotubes with wavenumbers
(@) k =05 x 10°m~!, (b)
k=1.0x10°m! and (c)
k=2.0x10"m™!
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CNT increase, the wave frequency as well as the scale coefficient range also increase
(see Fig.7.27a—c). It means that when the wavenumber increases or the wavelength
decreases, the small-scale effects will be obvious.

7.7 Summary

In the present chapter, the strong effect of nonlocal small scale on wave characteristics
of nonlocal beams was studied using both nonlocal Euler—Bernoulli and nonlocal
Timoshenko beam models. The governing equations were given for both the beam
models and the wave dispersion analysis was performed using spectral analysis. The
study shows that, for nonlocal Timoshenko beams, the scale parameter introduces
certain band gap region in both flexural and shear wave modes where no wave
propagation occurs. This is manifested in the wavenumber plots as the region where
the wavenumber tends to infinite and the corresponding group speed tends to be zero.
The bandgap region occurs for both flexural and shear wave modes. The strength of
the band gap region decreases as the nonlocal small-scale increases. It means that,
as we consider very high scale the structure behaves more or like classical behavior.
The estimation of the bandgap region can provide useful guidance for the study and
design of the next generation of nanodevices that make use of the wave propagation
properties of carbon nanotubes.

Next, the wave dispersion characteristics of a rotating nanotube (such as SWCNT)
were studied using the spectral analysis and nonlocal scale theory. The rotating nan-
otube was modeled as a Euler—Bernoulli beam. The governing partial differential
equation for a uniform rotating beam was derived incorporating the nonlocal scale
effects and a powerful model was derived in analyzing the wave dispersion character-
istics of the rotating nanotube. Some of the interesting features of the wave behavior
in rotating nanotubes were observed. It has been shown that the dispersive flexural
wave tends to behave nondispersively at very high rotation speeds. Understanding
the dynamic behavior of rotating nanostructures is important for practical develop-
ment of nanomachines. At the nanoscale, the nonlocal effects often become more
prominent. Such observations are helpful in designing the nanomotors and the other
CNT-based rotational nanodevices where CNT acts as a basic element.

The effect of nonlocal scaling parameter on the terahertz wave propagation in
fluid-filled single-walled carbon nanotubes (SWCNTs) was also studied in this chap-
ter. The SWCNT was modeled as a Timoshenko beam, including rotary inertia and
transverse shear deformation by considering the nonlocal scale effects. The analysis
shows that, for a fluid filled SWCNT, the wavenumbers of flexural and shear waves
will increase and the corresponding wave speeds will decrease as compared to an
empty SWCNT. The nonlocal scale parameter introduces certain band gap region in
both flexural and shear wave modes where no wave propagation occurs. The effect of
fluid density on the terahertz wave propagation in SWCNT was also studied and the
analysis shows that as the fluid becomes denser, the wave speeds will decrease. The
escape frequency decreases with the increase in nonlocal scaling parameter, for both
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wave modes. We also show that the effect of fluid density and velocity is negligible
on the escape frequencies of flexural and shear wave modes.

Next, the effect of longitudinal magnetic field on ultrasonic or terahertz wave dis-
persion characteristics of an equivalent continuum structure of single-walled carbon
nanotubes embedded in elastic medium was studied. Nonlocal governing equation
of motion for an ECS of SWCNT under a longitudinal magnetic field was derived by
considering the Lorentz magnetic force obtained from Maxwell’s relations. The re-
sults show that the velocity of flexural waves in SWCNTSs increases with the increase
in the strength of the longitudinal magnetic field for all frequency bands studied in
that particular section. The effect of the magnetic field strength, elastic matrix stiff-
ness, and nonlocal parameter on the ultrasonic wave dispersion properties of SWCNT
was also investigated.

Lastly, small-scale/size-dependent wave propagation properties of nanotubes un-
der the effect of surface properties were also investigated. Nonlocal elasticity theory
was used to derive the general differential equation based on equilibrium approach
to include those scale effects. Scale and surface property-dependent wave charac-
teristic equations were obtained via spectral analysis. It was observed that the effect
of surface properties on the flexural waves of nanotubes is more significant. It can
be found that the flexural wavenumbers with surface effects were high as compared
to that without surface effects. It has been shown that with consideration of surface
effects, the flexural wavenumbers were showing a compressive nature. The effect of
the small scale and the size of the nanotube on wave dispersion prosperities was also
captured in the present chapter.

References

1. S. Gopalakrishnan, A. Chakraborty, D. Roy Mahapatra, Spectral Finite Element Method
(Springer, London, 2008)

2. J.F. Doyle, Wave Propagation in Structures (Springer, New York, 1997)

3. A. Graff, Wave Motion in Elastic Solids (Dover Publications, New York, 1995)

4. J.N. Reddy, S.D. Panga, Nonlocal continuum theories of beams for the analysis of carbon
nanotubes. J. Appl. Phys. 103, 023511 (2008)

5. K.E. Drexler, Nanosystems: Molecular Machinery, Manufacturing, and Computation (Wiley,
New York, 1992)

6. P.V.M. Rao, M. Singh, V. Jain, Carbon nanotubes as machine elements-a critical assessment.
Nanotechnology 2, 250-253 (2005)

7. D.H. Robertson, B.L.. Dunlap, D.W. Brenner, J.W. Mintmire, C.T. White, Fullerene/Tubule
based hollow carbon nano-gears. Mater. Res. Soc. 349, 283 (1994)

8. J. Han, A. Globus, R. Jaffe, G. Deardorff, Molecular dynamics simulation of carbon nanotube
based gears. Nanotechnology 8, 95-102 (1997)

9. R.Jaffe, J. Han, A. Globus, Rotor Blade With a Paddle-Type Tip, NASA Technical Report No.
NASA-97-006, 1997.

10. D. Srivastava, A phenomenological model of the rotation dynamics of carbon nanotube gears
with laser electric fields. Nanotechnology 8, 186-192 (1997)
11. A. Lohrasebi, H. Raffi-Tabar, Computational modeling of an ion-driven nanomotor. J. Mol.

Graphics Model. 27, 116-123 (2008)



References 213

12.

13.

14.

15.

18.

19.

20.

21.

22.
23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

S. Zhang, W.K. Liu, R.S. Ruo, Atomistic simulations of double-walled Carbon nanotubes
(DWCNTS) as rotational bearings. Nanotechnol. Lett. 4, 293-297 (2004)

A. Fennimore, T.D. Yuzvinsky, W.Q. Han, M.S. Fuhrer, Rotational actuators based on carbon
nanotubes. Nature 424, 408—410 (2003)

S.C. Pradhan, T. Murmu, Application of nonlocal elasticity and DQM in the flapwise bending
vibration of a rotating nanocantilever. Physica E 42(7), 1944-1949 (2010)

T. Murmu, S.Adhikari, Scale-dependent vibration analysis of pre-stressed carbon nanotubes
undergoing rotation. J. Appl. Phys. 108(12), 123507 (2010)

. D. Tomanek, R. Enbody, Science and Application of Nanotubes (Kuwlar/Plenum, New York,

2000)

. G. Pastorin, W. Wu, S. Wieckowski, J.P. Briand, K. Kostarelos, M. Prato, A. Bianco, Double

functionalization of carbon nanotubes for multimodal drug delivery. Chem. Commun. 21,
1182-1184 (2006)

J.R. Xiao, J.W. Gillespie, Nonlinear deformation and progressive failure of multi-walled carbon
nanotubes under internal radial pressure. Phys. Rev. B 76, 155404 (2006)

S.C. Fang, W.J. Chang, Y.H. Wang, Computation of chirality- and size-dependent surface
Young’s moduli for single-walled carbon nanotubes. Phys. Lett. A 371, 499-503 (2007)

X. Chen, G. Cao, A structural mechanics study of single-walled carbon nanotubes generalized
from atomistic simulation. Nanotechnology 17, 1004-1015 (2006)

S. Babu, P. Ndungu, J.C. Bradley, M.P. Rossi, Y. Gogotsi, Guiding water into carbon nanopipes
with the aid of bipolar electrochemistry. Microfluid. Nanofluid. 1(3), 284-288 (2005)

G.E. Gadd, M. Blackford, The world’s smallest gas cylinders? Science 277, 933-936 (1997)
J. Li, T. Furuta, H. Goto, T. Ohashi, Y. Fujiwara, S. Yip, Theoretical evaluation of hydrogen
storage capacity in pure carbon nanostructures. J. Chem. Phys. 119(4), 2376-2385 (2003)

A. Skoulidas, D.M. Ackerman, K.J. Johnson, D.S. Sholl, Rapid transport of gases in carbon
nanotubes. Phys. Rev. Lett. 89, 185901 (2002)

M. Whitby, N. Quirke, Fluid flow in carbon nanotubes and nanopipes. Nat. Nanotechnol. 2,
87-94 (2007)

D. Mattia, Y. Gogotsi, Review: static and dynamic behavior of liquids inside carbon nanotubes.
Microfluid. Nanofluid. 5(3), 289-305 (2008)

G. Fedorova, A. Tselevb, D. Jimenezc, S. Latild, N.G. Kalugine, P. Barbarab, D. Smirnova,
S. Rochef, Exploring the magnetically induced field effect in carbon nanotube-based devices.
Physica E 40, 1010-1013 (2008)

A. Wadhawan, D. Garrett, J.M. Perezb, Nanoparticle-assisted microwave absorption by single-
wall carbon nanotubes. Appl. Phys. Lett. 83, 2683-2685 (2003)

H. Wang, K. Dong, F. Men, Y.J. Yan, X. Wang, Influences of longitudinal magnetic field on
wave propagation in carbon nanotubes embedded in elastic matrix. Appl. Math. Model. 34(4),
878-889 (2010)

G.Y. Slepyan, S.A. Maksimenko, Electrodynamics of carbon nanotubes: dynamic conductivity,
impedance boundary conditions, and surface wave propagation. Phys. Rev. B 60, 17136-17149
(1999)

W. Li, Y.N. Wang, Electromagnetic wave propagation in single-walled carbon nanotube. Phys.
Lett. A 333, 303-309 (2004)

S. Narendar, S. S. Gupta, S. Gopalakrishnan, Ultrasonic vibration analysis of single-walled
carbon nanotubes under longitudinal magnetic field using nonlocal elasticity and wave propa-
gation approach. Adv. Sci. Lett. (2011). doi:10.1166/as1.2011.1878

K.D. John, Electromagnetics (McGrawHill Inc., USA, 1984)

S.C. Pradhan, J.K. Phadikar, Small scale effect on vibration of embedded multilayered graphene
sheets based on nonlocal continuum models. Phys. Lett. A 373, 1062-1069 (2009)

J. He, C.M. Lilley, Surface effect on the elastic behavior of static bending nanowires. Nano
Lett. 8, 1798-1802 (2008)

G.F. Wang, X.Q. Feng, Timoshenko beam model for buckling and vibration of nanowires with
surface effects. J. Phys. D: Appl. Phys. 42, 155411 (2009)



214 7 Wave Propagation in 1D-Nanostructures

37. B. Farshi, A. Assadi, A. Alinia-ziazi, Frequency analysis of nanotubes with consideration of
surface effects. Appl. Phys. Lett. 96, 093105 (2010)

38. D.W. Huang, Size-dependent response of ultra-thin films with surface effects. Int. J. Solids
Struct. 45, 568-579 (2008)

39. C.W. Lim, L.H. He, Size-dependent nonlinear response of thin elastic films with nanoscale
thickness. Int. J. Mech. Sci. 46, 1715-1726 (2004)

40. P.Lu,L.H. He, H.P. Lee, C. Lu, Thin plate theory including surface effects. Int. J. Solids Struct.
43, 4631-4647 (2006)

41. A. Assadi, B. Farshi, A. Alinia-ziazi, Size dependent dynamic analysis of nanoplates. J. Appl.
Phys. 107, 124310 (2010)

42. M.E. Gurtin, A.I. Murdokh, Surface stress in solids. Int. J. Solids Struct. 14, 431-440 (1978)

43. L.G. Zhou, H. Huang, Are surfaces elastically softer or stiffer? Appl. Phys. Lett. 84, 1940
(2004)

44. H.L. Lee, W.J. Chang, Surface and small-scale effects on vibration analysis of a nonuniform
nanocantilever beam. Physica E 43, 466469 (2010)



Chapter 8
Wave Propagation in Multi-Walled Carbon
Nanotubes

Multi-walled carbon nanotubesconsist of multiple layers of graphite rolled in on
themselves to form a tube shape. There are two models which can be used to
describe the structures of MWCNT. In the Russian Doll model, sheets of graphite
are arranged in concentric cylinders, for example, a (0,8) SWCNT within a larger
(0,10) single-walled nanotube. In the Parchment model, a single sheet of graphite
is rolled in around itself, resembling a scroll of parchment or a rolled newspaper.
The interlayer distance in multi-walled nanotubes is close to the distance between
graphene layers in graphite, approximately 3.3 A (330 pm). While SWCNT can be
metallic or semiconductor depending upon its chirality (or diameter), MWCNT is
mostly metallic in character. The walls in a MWCNT are held together by van der
Waals force. A typical MWCNT is shown in Fig. 8.1.

Application of nonlocal continuum theory to nanotechnology problems was ini-
tially addressed by Peddison et al. [1], in which the static deformation of a beam
structures based on a simplified nonlocal model was analyzed. Ru [2] has presented
awork related to the linearized column buckling of a multiple-column model of MW-
CNT. Yoon et al. [3] presented a work on vibration of MWCNTs, which focused on
the resonant frequencies and the associated vibrational modes. Yoon et al. [4] also
studied the effects of rotary inertia and shear deformation on transverse wave propa-
gation in individual carbon nanotubes. Chakraborty et al. [5] modeled a MWCNT as
an assemblage of cylindrical shell elements connected throughout their lengths by
distributed springs to investigate the elastic waves of very high frequency in carbon
nanotubes and to give the dispersion relation between the group velocity and the
wavenumber. These studies have shown that both elastic models of a beam and a
cylindrical shell are valid to describe the vibration or wave propagation of carbon
nanotubes in a relatively low-frequency range. Chakraborty et al. [6] have devel-
oped spectral element-based model of wave propagation in MWCNTs. Their studies
show that a N-walled MWNCT exhibits N — 1 cut-off frequencies corresponding
to shearing modes which appear at Tera-Hertz scale. Mitra and Gopalakrishnan [7]
have studied the characteristics of wave dispersion in MWCNTs using Flugge’s shell
theory.

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 215
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_8,
© Springer International Publishing Switzerland 2013
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Fig.8.1 A (10, 10) @ (20,20) @ (30, 30) multi-walled carbon nanotube (MWCNT) of 10.043 nm
length consisting of 1660 @ 3320 @ 4980 carbon atoms (generated in MATLAB)

Several researchers have used non-local elastic models with the second-order
gradient of stress to study the vibration and wave propagation of both single- and
multi-walled carbon nanotubes in a higher frequency range. These studies have shown
that the nonlocal continuum model work as efficiently as molecular dynamics models
at high frequencies. From these studies, it is clear that most wave propagation studies
performed by various researchers using nonlocal continuum models were limited to
SWCNT. The previous wave propagation studies using local continuum models have
shown that the wave behavior in a SWCNT is drastically different compared to the
behavior of MWCNT. Hence, the main objective of this chapter is to bring out the
main effects that the nonlocal scale parameter to the flexural wave propagation in
MWCNTs.

In this chapter, a nonlocal multiple Timoshenko beam model is used for analyzing
the wave propagation in MWCNTs. Each carbon nanotube in MWCNT is modeled
as a Timoshenko beam and the van der Waals interaction is assumed as a distributed
spring system. The effect of nonlocal scaling parameter (epa) on the wave propaga-
tion in MWCNTs and also the variation of the escape and cut-off frequencies with
nanotube radius and ega is studied in detail. Here ega = 0.5, 1.0 and 2.0 nm are used
in simulation, where a = 0.142 nm (C—C bond length).
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8.1 van der Waals Forces

Modeling van der Waals forces between the concentric nanotubes is a key component
in this study. The principle of modeling this force in the form of distributed springs
all along the circumference of each adjacent concentric nanotube is shown in Fig. 8.2.
If the interaction pressure per unit area exerted on nth tube by the (n + 1)th tube is
denoted by p(u)n+1) and is given by [2]

P+ = Cy(n+1) Wnt1 — W) (8.1

where w,, is the inward transverse deflection of the nth tube, van der Waals interaction
coefficient ¢(y)(n+1) 1s given as [8]

320(2R,) 5

0.1642 erg/cm (8.2)

Cm(n+l) =

where d = 1.42 A (the length of carbon—carbon (C—C) bond),n =1,2,..., N — 1,
R,, is the center line radius of the ith tube.
Let p(u+1)(n) stands for the pressure on (n + 1)th tube due to (n)th tube, we have

Ry
Rn+1

Pntl)(n) = — P+ n=12,..,N—1 (8.3)
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Fig. 8.2 A MWCNT model showing the van der Waals interaction
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where R,, is the radius of the nth tube. In the mathematical model for MWCNT
discussed in next section, the van der Waals interaction is modeled as distributed
springs as shown in Fig. 8.2.

8.2 Governing Equations for NLSGM MWCNT

We consider the modeling of MWCNTs using the Timoshenko beam model for wave
propagation analysis.

The consistent basic equations of the nonlocal Timoshenko beam model based on
the nonlocal constitutive relations for a single SWCNT are given as (see Sect.7.2)
for derivation of these equations)

Gan (22 Z Y4 02 a2 =0 (8.4)
—_— — — —|w—C(epa)"—5 ) = .
“Noxz " ax ) TP 0 o2
aw %y 92 , 0%
Gar (2 - E1ZY o1 (v - “¥)=0 @85
“’(ax w)+ ol (w (e0a) axz) (8.5)

where x is the longitudinal coordinate measured from the left end of the beam, w is
the transverse displacement, ¥ is the total section rotation measured on the mean-
line of the beam, A is the cross-sectional area of the tube and / is the moment of
inertia of the tube. It is assumed that all tubes share the same Young’s modulus E,
shear modulus G, and Poissons ratio v. « is shear correction factor that accounts for
the difference in the constant state of shear stress in the Timoshenko beam theory
and the parabolic variation of the actual shear stress through the depth of the cross
section.

As mentioned earlier, van der Waals interaction between the concentric tubes is
modeled as distributed springs as shown in Fig. 8.2. Equations (8.4) and (8.5) will get
modified with the introduction of van der Waals pressure p,,+1),n =1,2,..., N,
given by Eqs. (8.1)—(8.3). Note that the van der Waals interaction springs couples the
displacements of itself and its immediate neighbor. Equations (8.4) and (8.5) can be
extended to N-walled MWCNTs as

92 9 92 92
GAk (ﬂ — ﬂ) + pA1— (w1 — (eoa)za—M;l)
X

dx2 ox 1512
) 8
+ [612(W2 —w) = (e0a)” o5 c1a(w2 — Wl)i| =0 (8.6)
dwy 3%y 32 5 3%
GA —_— = Elh— — pl1 — — =0 8.7
1€ ( 9% lﬂ) tEh— 7 —phoz |\ V1= () =3 (8.7)


http://dx.doi.org/10.1007/978-3-319-01032-8_7

8.2 Governing Equations for NLSGM MWCNT 219

2wy Yo 92 582wy
GA Ky —— — —— |+ Ary— Wy —(éepad) ——=—
2 ( x2 0x P 28t2 2~ (e0a) 9x2

52
+ [023(W3 —wp) —crp(wa —wp) — (eoa)zaxfz(m (w3 —wp) —cipwz2 —wp)) [ =0
(8.8)
own 821ﬁ 92 2 82W2
GA —_— — Elh— — ph— — =0 8.9
2K(8x 1/f2)+ 257 —Phy g | V2~ (ea) = (8.9)

32WN VN 92 282WN
GA TN 4 panZ (wy -
N K( %2 ox ) PANG2 (WN (c0a)" 52 )

82
—~ [cw]w(wN —wN-_1) — (eoa)zﬁcwqw(w - wN_n] =0 (8.10)

321//1\/ 82

0%yy
W—Ple (WN — (e0a)®

ax2

GAnk (a;V—XN—wN)—i-EIN ):o 8.11)

It is worth pointing out that when the van der Waals interaction coefficients are
infinitely large, all the differences of the deflections between any adjacent tubes
should be infinitely small to make the interaction terms bounded in Egs. (8.6)—(8.11).
This indicates that all the deflections are equal to each other and then w, = w
forn = 1,2,..., N. For this extreme case, the deflection of MWCNTSs can be
described by a single deflection curve and therefore a single beam model can be
used for MWCNTs instead of a multibeam one. One can substitute eg = 0 in the

Eqgs. (8.6)—(8.11), to recover the local or classical Timoshenko beam model for the
MWCNTs.

8.2.1 Generalized Wave Dispersion Analysis in MWCNTs

For analyzing the dispersion characteristics of waves in MWCNTs, we assume that
a harmonic type of wave solution for the displacement field w, (x, ¢) and v, (x, t)
(n=1,2,..., N), and they can be expressed in complex form as

N
Wi (6, 1) = D o (r, @) e T = 1,2, N, (8.12)

n=1
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(8.13)

where w,, (x, w), 1@,1 (x, w) are the frequency domain amplitudes of the flexural and

the slope of the beam duo to bending deformation of CNTs, respectively. k is the

wavenumber and o is the angular frequency of the wave motion and i = /—1.
Substituting Egs. (8.12) anc} (8.13) in Eqgs. (8.6)—(8.11) yields 2N homogeneous

equations in terms of w, and ¥, (n = 1,2, ..., N) as

011 012
021 02
O3

031

Oon-2,1 Oan-22
Oonv-1,1 Oan—1,2
| Oava Oawn2

OrN-22N-2
Q2N—12N—1
02N 2N

Jd2Nx2N

= {0}ayx1

2N x1
(8.14)

where the detailed expressions for Qup (@ = 1,2,...,2N; b = 1,2,...,2N) are
shown below for single, double, and three-walled CNTs.
(a) For single-walled carbon nanotubes: (Note this was studied in Chap.7)

011 = —GAkk*> + pA &° (1 + (eoa)3k2) ,

012
O»

—021 =iGAik,

—ELK® + plo? (1 4 (eoa)3k2) — GAx.

(b) For double-walled carbon nanotubes:

O
012
013

O»n

033
QO34
Qa4

(8.15)
(8.16)
(8.17)

—GAKk® — c1 (1 n (eoa)zkz) + pAL0? (1 n (eoa)2k2) . (8.18)
— 021 =iGAkk,
031 =c12 (1 + (eoa)2k2) ,

—ELK® + plo? (1 4 (eoa)zkz) — GAyx,

(8.19)
(8.20)

(8.21)

—GAWk® — c1y (1 n (eoa)zkz) + pAre? (1 n (eoa)zkz) . (8.22)
— Q43 = iGAxkk,
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Q14=023=0u=0»n=04 =0s0=0.

(8.23)
(8.24)
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(c) For three-walled carbon nanotube:

011 = —GAkk® — ¢ (1 + (eoa)zkz) + pA10® (1 + (eoa)zkz) . (829

Q1 =—02 =iGAkk, (8.26)
013 = 031 = ciz (1 + (0 #?), (8.27)
O0m = —ENLK? + pl? (1 + (eoa)2k2) — GAjx, (8.28)
033 = —GAxkk® — c1p (1 n (eoa)zkz) + pAre? (1 + (eoa)zkz) . (829)
034 = —Q43 = iGAokk, (8.30)
Q35 = 053 = 23 (1 + (eoa)zkz) : (8.31)
Ou = —EDLK> + phao? (1 + (eoa)2k2) — GAx, (8.32)
055 = ~G A = c23 (1 + (e0a)*k?) + pAse? (14 (o), (8.33)
056 = — Q5 = iGA3xk, (8.34)
06 = —ELk> + pl30? (1 + (eoa)sz) — GAsx, (8.35)

Q14 =015=016 =023 =024 = Q025 = Q026 = 03 = 036 = Q41 =
Q4 = 045 = Q46 = 051 = Q50 = Os4 = O61 = U2 = O3 = Qs = 0.
(8.36)

The wavenumbers and hence the group speeds are solved from Eq. (8.14) by using
Polynomial Eigenvalue Problem (PEP) [6, 9]. Equating the determinant of matrix
[Qap] to zero (for the non-trivial solution of w;,, and 1},,) will give the characteristic
polynomial in terms of wavenumber k of the order 2N, solution of which is quite
difficult. PEP converts the characteristic polynomial equation into a matrix of size
2N x 2N, whose Eigen values form the solution of the equation. After obtaining the
wavenumbers, group speeds are extracted. The details of computation of wavenum-
bers using PEP for single, double, and three- walled CNT is shown in the later part
of this section.

In the later part of this section, some numerical examples are given to observe
the effect nonlocal scaling parameter (ep) on wave propagation in MWCNTs. We
consider double-walled carbon nanotubes (DWCNT) and triple-walled carbon nan-
otubes (TWCNTs) in the next section to analyze the wave behavior with respect to
the nonlocal scaling parameter. The properties of the CNTs assumed for the for the
present analysis are shown in Table 8.1.
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Table 8.1 Properties of

CNTs used in this chapter Property Value
Young’s modulus (E) 1.03TPa
Density (o) 2700kg/m?
Inner tube radius (Rjn) 3.5nm
Thickness (t) 0.35nm
Poisson ratio (v) 0.25
Shear correction factor (k) 0.8
Shear modulus (G) 0.4TPa

8.2.2 Wave Dispersion in SWCNTs

We studied Timoshenko beam theory in the context of 1-D nanobeams of rectangular
cross section in Sect. 7.2. Its adaptation for SWCNT is straight forward by replacing
the area of cross section of area moment of inertia in all its expression with the
hollow circular area and area moment of inertia of SWCNT. In this chapter, we
will deduce the SWCNT equations from MWCNT equations (Egs. (8.6)—(8.11)).
The main difference here in this chapter is that we will perform parametric studies
on wave characteristics pertaining to SWCNT. By setting N = 1 in the nonlocal
governing partial differential equations (Egs. (8.6)—(8.11)) of MWCNTs , one can
derive the nonlocal governing equations for SWCNTs as

Gaw (B Y, 0 2 ( )282w1 0 (837)
K| —5 — — — —(epa)"— ) = .
P\ x2 ~ Tax ) TP g2 M TR0 s

2 2 2
GAk (% - l[’l) s (wl - <eoa)2%) —0 (838)
where wi = wy (x, t) and Y1 = ¥ (x, t) are the flexural deflection and the slope of
the bending deformation of the beam, A| and /| are the cross-sectional area and the
moment of inertia of the SWCNT. Equations (8.37) and (8.38) are transformed into
frequency domain by assuming the displacement field to be harmonic (see Egs. (8.12)
and (8.13)). Substituting Egs. (8.12) and (8.13) into Eqgs. (8.37) and (8.38) and rear-
ranging, the resultant equations can be written in matrix form as

S2k> +S1k+So =0 (8.39)

where Sy, S1 and S¢ are given by Eqgs. (7.48)—(7.50), respectively.

This form is amenable to solution of wavenumbers through PEP. From Eq. (8.39),
we can clearly see the dependence of nonlocal scale parameter epa on wavenumber.
The expressions for cut-off frequency, the escape frequencies and wave speeds were
already derived in Chap. 7 (see Egs. (7.51)—(7.53)) and hence not repeated here.
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Here, we will study some key observation that were not highlighted in Sect. 7.2
is presented. The spectrum and dispersion curves of the SWCNTSs with nonlocal
effects are shown in Fig. 8.3. Figure 8.3a shows the variation of the wavenumbers
with the wave frequency for both local (or classical) and nonlocal elasticity. This
figure clearly shows the two modes namely, flexural and shear. Flexural wave mode
starts from zero wave frequency and shear wave mode propagates only after shear
cut-off frequency, the frequency at which the imaginary part of wavenumber becomes
real. The values of the cut-off frequency are calculated from Eq. (7.51). In the present
study for a 3.5 nm radius SWCNT (other properties of CNT are given in Table 8.1),
we have shear cut-off frequency at 0.7585 THz. It can be observed from Eq.(7.51)
that these frequencies are independent of the nonlocal scaling parameter, and hence
same frequencies are obtained from both local and nonlocal theories.
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For ega = 0, which is the case of local theory of elasticity solution, wavenumbers
increase monotonically with the increase in frequency, which is shown in Fig. 8.3a
and correspondingly, the group speeds, shown in Fig.8.3b increases with increase
in wave frequency. However, at higher frequencies, they attain a constant value,
which is typical of Timoshenko beam solution. These results are similar to what
is presented in Sect.7.2. However, with the introduction of scale effects, the wave
behavior is altered drastically. Both the flexural and shear wave modes escapes to
infinity at escape frequency, beyond this frequency there is no wave propagation. The
value of escape frequency decreases with increase in the scale parameter ega, for
both wave modes. The spectrum and dispersion curves shown in Fig. 8.3 are plotted
for ega = 0, 0.5, and 1.0nm, for a 3.5 nm radius SWCNT.

Equation (7.52) gives the expression for escape frequencies in SWCNT. From
this expression it is clear that, escape frequency values are independent of SWCNT
diameter, for both wave modes. However, the group speed amplitudes may change.
Figure 8.3c shows the group speed plots for epa = 0.5nm for different radii of
SWCNT. From this figure, one can see that the increase in radius yields higher wave
speeds. Figure 8.4a shows the variation of escape frequencies of flexural and shear
wave modes with the nonlocal parameter. It shows that as epa increases, the escape
frequency decreases. At higher values of epa, escape frequencies approach to very
small values. The shear cut-off frequency variation with radius (R) of SWCNT is
shown in Fig. 8.4b. This figure shows that, as the radius of the nanotube increases,
the shear cut-off frequency decreases and at higher values of R, the cut-off frequency
approaches to very small values. Hence, it can be concluded that for large values of
scale parameter, shear deformation on CNT has negligible effect and beam behaves
like more like elementary beam. Although the wave behavior of SWCNT is similar
to the to wave behavior of 1-D nanobeams presented in Chap 7, the occurrence of
band gap or escape frequencies in these two cases are quite different.
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8.2.3 Wave Dispersion in DWCNTs

When we substitute N = 2 in the nonlocal governing partial differential equations
of MWCNTs (Egs. (8.6)—(8.11)), one can get the nonlocal governing differential
equation of motion for double-walled carbon nanotubes as

2 2
GAk (M - 81//1) + pAI— 0 (Wl - (an) )

ax? ox a2

82
+ [mz(Wz —wp) — (600)27012(W2 - Wl):| (8.40)

2 2
GAk <% - lﬁl) + Ellw 8 (wl — (e ()a)2 Iﬁ]) =0 (841
ox dx

2wy dYn 92 2 0°W2
GAle(a > —W)'FPA 31 ) (WZ_(EOQ) ax2)+

32
[—Clz(wz —wp) — (eoa)zﬁ(—m(wz - wm] =0 (8.42)

2 2
G Ak (% - wz) 1 Elz% - aaﬂ (1//2 - 1/’2) =0 (8.43)
where the subscripts 1 and 2 in Egs. (8.40)—(8.43) represents for wall-1 (inner) and
wall-2 (outer) of the DWCNT (see Fig. 8.2), respectively. Here wi = wi(x, 1), ¥ =
Yi(x, t) and wy = wy(x, t), Yo = Y (x, t) are the flexural deflections, cross-section
rotations of the inner and the outer walls, respectively and cy; is the van der Waals
interaction coefficient between wall-1 and wall-2 a of DWCNT (calculated from
Eq.(8.2). A1, As and Iy, I are the cross-sectional area and moment of inertia of the
wall-1 and wall-2, respectively.

For analyzing the wave behavior in DWCNTSs, we again assume that the harmonic

type of wave solution for the displacement field as

N
wp (x,1) = vap (x,w) e k=D —1 2, (8.44)
n=1
N .
Yy (x0) =D Uy (x ) e BT p =12, (8.45)

n=1

where W, (x,w) (p = 1,2) and 1@ » (x, ) (p = 1,2) are the frequency domain
amplitudes of deflection of the beam and the slope of the beam due to bending defor-
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mation, respectively. Substitution of the displacement field (Eqs. (8.44) and (8.45))
in the nonlocal governing differential equation of motion of DWCNTs (Eqgs. (8.40)—
(8.43)) leads to the following polynomial eigenvalue problem

where

The diagonal elements of the matrices D, and Dy are given below.

D2k> + D1k +Dg =0

D" 0 cnepa)? 0

o bf¥ 0 0
D; = > (33)
cip(epa)- 0 Dy 0
0 0 0 D
0 iGAik 0 0
p. _ | “iGAik 0 0 0
1= 0 0 0 iGAx
0 0 —iGAx O
D(()ll) 0 c12 0
22)
Dy—| 0 D5 0 0

c12 0 D(()33) 0
o 0o o DM

Déll) =—GAik + (—c12 + ,OA]C()Z)(EOa)za
0522) = —EI + pli(ega)’w?,
D§33) = —GAxk + (—c12 + pArw?)(epa)?,
DS = —EDL + ph(epa)’o’.

D"V = —cip + pA10?,
D = —GAik + pho?,
D(()33) = —c1p + pAre?,
DS = —G Ay + pho?.

(8.46)

(8.47)

(8.48)

(8.49)

(8.50)
(8.51)
(8.52)
(8.53)

(8.54)
(8.55)
(8.56)
(8.57)

This dispersion relation, which is also in the form of PEP (Eq. (8.46)) is solved for
wavenumbers, which is a function of material properties of the CNTs and the nonlocal
parameter (ega). ForaDWCNT, the nonlocal Timoshenko beam model gives four cut-
off frequencies and four escape frequencies in wave dispersion analysis. These cut-off
frequencies are obtained by substituting £ = 0 in the dispersion relation of DWCNTs
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(Eq. (8.46)) or by solving |Dg(w)| = 0, which gives four cut-off frequencies as

GAk GAsx c12(Ay + Az)
w1 =0, o= |——, 03= |[——, 04 = |——F—— (858)
V' ol ph V' pAIA

One can observe that these cut-off frequencies are independent of the nonlocal scaling
parameter (epa). The escape (or asymptotic) frequencies are obtained by substituting
k — oo in the dispersion relation (Eq. (8.46)), that implies |D2 (w)| = 0, which gives

1 EL 1 EDL
WEl = — | ——, WE2 = —_[— (8.59)
epa\ ply epa\l plp

AyQH, + Hy) + \/ (QH? + H3) + (H3 — Hs)  (8.60)

_ 1 \/
“E = A (eoa)

=—/AsQH + H)) —\/2H{ + Hy;) + (H3; — H. 8.61
WE4 V2A,(epa) @ ) \/( : )+ (0 v :

where the parameters A, and H, (p = 1,2, 3, 4) are given below.

H; = Gpk Ay, (8.62)
Hy = ciapAy(epa®), (8.63)
H; = 2Gkp’cia(ega)’> ALA_, (8.64)
Hy = 2Gkp? A (Gk Ay + c12(epa)’A_), (8.65)
A, = A A, (8.66)
AL = Al + Ay, (8.67)
A_= A, — A, (8.68)

These escape frequencies are function of the material properties of CNTs and are
inversely proportional to the nonlocal scaling parameter. Differentiating the disper-
sion relation of DWCNTSs (Eq. (8.46)) with respect to the wave frequency (w), we
get the PEP for group speeds as

oD 9D
K2 4 2200y 4+ 2kDy + Dy =0 (8.69)
ow ow

where Cgy = (dw/0k) is the group speed of a wave in DWCNTs and the matrices
D;, Dy and Dy are given in Eqgs. (8.47)—(8.49).

The spectrum and dispersion plots for DWCNTSs are shown in Fig. 8.5. In the case
of DWCNT, most of the observations made for the SWCNT are still valid, That is, as
expected, scale parameter introduces the escape frequency where the wavenumber
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Fig. 8.5 a Spectrum curves (Real wavenumbers—thick lines; Imaginary wavenumbers—thin
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Riy = 3.5nm and ¢ Dispersion curves for DWCNTs for various radii of wall-1 (for epa = 0.5nm)

k tends to infinity and the group speed tends to zero and the values of the escape
frequencies decreases with the increase in scale parameter. In addition, when epa = 0
nm, the flexural speeds of the second wall slightly decreases at low frequencies and
slightly increases and attains the speeds of the first wall. This phenomenon is clearly
shown in Fig. 8.5b. The value of the cut-off frequency does not change appreciably
with the increase in scale parameter. For epa = 0 the shear mode group speeds at
high frequencies remain almost constant.

Figure 8.5¢ shows the dispersion plots for various inner radii of the CNTs for a
given scale parameter (epa = 0.5nm). From the figure, it is clear that the escape
frequencies for various modes does not change with the increase in the inner radius.
The only change in escape frequency is observed in the shear wave mode of the wall 1.
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The detailed variation in escape frequency for both the walls as a function of
nonlocal scale parameter is shown in Fig.8.6 for epa = 0.5 and 2.0nm. It shows
the effect of the radius of the nanotube (wall-1) and nonlocal scaling parameter (eg)
on the escape frequency of DWCNTSs more clearly. The escape frequencies for both
flexural and shear modes of the wall-2 are same and are constant with respect to the
radius of the tube. These values of escape frequency are decreasing with the nonlocal
scale coefficient epa (see Fig. 8.6a, b). As in the wall-2, the escape frequencies of the
flexural modes of wall-1 are constant with nanotube radius and they also decrease
with increase in nonlocal scaling parameter. The escape frequencies of the shear
wave modes of the wall-1 are deceasing with the increase in radius of the tube and
also with the increase in nonlocal scaling parameter (see Fig. 8.6).
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Fig.8.7 aEscape (or asymptotic) frequency variation of DWCNT's with nonlocal scaling parameter
(epa), b Cut-off frequency variation of DWCNTSs with inner nanotube (wall-1) radius
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The variation of escape frequency (for all modes of both walls) with nonlocal
scaling parameter (for wall-1 radius of 3.5 nm) is shown in Fig. 8.7a. It shows that the
escape frequencies of the flexural and shear wave modes of both walls are decreasing
with increase in epa. At small values of ega (<~0.5), the escape frequencies are
very high and are saturating to smaller values of frequency at large values of epa
(see Fig.8.7a). The cut-off frequency variation with inner nanotube (wall-1) radius
is shown in Fig. 8.7b, where the cut-off frequencies are decreasing with the increase
in nanotube radius. For higher values of tube radius, the cut-off frequencies of the
shear mode of wall-2 and that of the flexural mode of wall-1 are almost same (see
Fig.8.7b).

The spectrum and dispersion curves for a DWCNT of inner wall radius of Rj, =
3.5nm and two SWCNTs of radii equal to the inner and outer wall radius of the
DWCNT (thatis, SWCNT;: R; = 3.5nm and SWCNT,: R, = 3.85nm), are shown
in Fig.8.8. Here these curves are shown for epa = 0.5nm. Here, the flexural and
shear wavenumbers of the wall-1 of the DWCNT are in between the values of the
SWCNT; and SWCNT,. SWCNT3; has higher wavenumbers and lower wave group
speeds as compared to the wall-1 of DWCNT and SWCNT—1. This variation is
clearly shown in the insets of Fig. 8.8a, b. The vdW interaction in DWCNT, will be
there only on the outer wall (wall-2) wave modes (both flexural and shear). The outer
wall wave modes of the DWCNT are not affected by the two individual SWCNTs as
mentioned above.
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8.2.4 Wave Dispersion in TWCNTs

Substituting N = 3 in the nonlocal governing differential equations of TWCNTs
(Egs. (8.6) to (8.11)) one can obtain the nonlocal governing differential equations of
motion for the TWCNTSs as

3wy Yy 92
GAk (W — ox ) + pA— 8t2 (W] — (eoa )
) 97
+ [mz(Wz —wy) — (epa) TCIZ(WZ - Wl):| (8.70)
ow 321ﬁ1 32 2 W1
GAk (——¢)+Ell—— (%—( 0@) )_o (8.71)
X ax2

Pwy 9y 92 232wy
GAw | =2 — 222 Ar o wy — 272
2 ( x2 ax tri2 912 w2 = (e0a) ax2

5 92
+ [023 (w3 —wp) —cpp(wy —wp) — (eoa) (623(W3 —wp) —cr2(wz —wyp))

(8.72)
2 82
ax2 8t2

9 9 92 9%ws
(ﬂ - ﬂ) + A3 ( — (a5 )

82
+ [—623(W3 —w2) — (e0a)” ez (elws — Wz))] =0 (8.74)

21#2

3W2
G Ask (W — wz) +EDL (wz — (epa)? ) 0 (8.73)

9 92 92 92
G As (% - ws) ER2 ol (wz — (epa)’ I”3) —0 (875

ax2 ax2

where the subscripts 1, 2 and 3 in Egs. (8.70)—(8.75) represents for wall-1 (inner),
wall-2, and wall-3 (outer) of the TWCNT (see Figs. 8.1 and 8.2), respectively. Here
wp =wp(x, 1), ¥p = ¥p(x, 1) (p = 1,2, 3) are the flexural deflections and cross-
section rotations of the three walls (1, 2, and 3), respectively. ¢ and c»3 are the van
der Waals interaction coefficients between the walls 1-2 and 2-3, respectively, and
are calculated from Eq.(8.2). A, and I, (p = 1, 2, 3) are the cross-sectional areas
and the moment of inertias of three walls, respectively.

For analyzing the wave dispersion in TWCNTSs, we assume a harmonic type of
wave solution for the displacement field in complex form as
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N
wp (x, 1) = Zw,, (x,w) e "kx=en = — 12 3, (8.76)
n=1
N .
Yp () =D Yy (x,w)e BT p=1,2,3. (8.77)

n=1

where w, (x, w) (p = 1,2, 3) and g@p (x, ) (p =1, 2, 3) are the frequency domain
amplitudes of deflection and the slope of the beam for the three walls, respectively.
Substitution of the displacement field (Egs. (8.76) and (8.77)) in the nonlocal gov-
erning differential equation of motion of TWCNTs (Eqgs.(8.70)—(8.75)) leads to the
following polynomial eigenvalue problem

Tak> + Tik+Tp =0 (8.78)
where
Y0 cn(ea)? 0 0 0 7
o 7 0 0 0 0
2 (33) 2
0 T 0 0
T, = c12(eoa) > o c23(epa) (8.79)
0 0 0 T 0 0
0 0 enoa)* 0 TV 0
0 0 0 0 0o 7%
0 iGAik 0 0 0 0
—iGAik 0 0 0 0 0
0 0 0 iGAx 0 0
Ti= 0 0 —iGAx O 0 0 (8.80)
0 0 0 0 0 iGAsk
0 0 0 0 —iGAsk O

™ 0 ¢ 0 0 0 7]
o7 0 0 0 0
(33)
cn 0 T 0 c¢3 O
To = 8.81
¢ o 0 o0 T1™ 0o o (®:8D
0 0 ¢ 0 7V 0
Lo o o o o T
where the diagonal elements of the matrices T and Ty are given below.
73" = —~GAik + (—ci2 + pA10?) (e0a)?, (8.82)

7.2 = —EIL + pli(e0a)’?, (8.83)
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T3 = G Ay + (—c1z + pArw?) (eoa)?, (8.84)
T\ = —ED + ph(eoa)*o?, (8.85)
TZ(SS) = —GAsk + (—c23 + pAsw?)(eoa)?, (8.86)
7% = —EI3 + pli(epa)* e’ (8.87)
" = —c1a + pAj0?, (8.88)
18 = ~GAwe + pho?, (5.89)
T — iy 4 psa (8.90)
TO(44) — —GA2K + ,012602, (891)
T()(Ss) = —c23 + pA30?, (8.92)
T0(66) = —GAzx + pI3a)2. (8.93)

This polynomial eigenvalue problem is solved for the wavenumbers. As before,
the cut-off frequencies are obtained by setting k& = 0 in the dispersion relation
(Eq.(8.78)). In the present case one can get the cut-off frequencies by solving
|To(w)| = 0. The closed form expressions of cut-off frequency are very big, so
we are not elaborating those expressions here. One can derive those expressions by
solving | To(w)| = 0. The escape frequencies can be obtained by setting k — o0 in
Eq. (8.78) or by solving the | Tz (w)| = 0.

Differentiating the dispersion relation (Eq. (8.78)) with respect to the wave fre-
quency (w) for obtaining group speeds as

aT, 9T
K2+ 20y + 2k Ty + Ty =0 (8.94)
dw dw

where Cy3 = (0w/0k)3 is the group speed of a waves in TWCNTSs and the matrices
T,, Ty and Ty are given in Egs. (8.79)—(8.81). This is also a PEP, one can solve it
for group speeds of respective modes (that is, for flexural and shear) of all the three
walls.

The spectrum and dispersion curves for TWCNTs are shown in Fig.8.9a, b,
respectively. The wave behavior is similar to DWCNT case and all the observations
made are also valid here. For a given nonlocal parameter (say epa = 0.5nm) the
group speed dispersion curves are shown for various radii of the CNTs in Fig. 8.9c.
The escape frequency variation of the flexural and shear modes of the three walls
can be clearly seen from Figs.8.9c and 8.10. The escape frequencies are inversely
proportional to the nonlocal parameter, so as the nonlocal parameter increases the
escape frequencies decrease as shown in Fig. 8.10a, b. The escape frequencies of the
flexural and shear modes of the wall-3 for a given nonlocal parameter are constant
for all radii of the CNT. The similar phenomena is observed for the flexural modes
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of wall-1 and wall-2 (see Fig.8.10). The only escape frequencies of the shear wave
modes of the walls-1 and 2 are decreasing with the wall radii.

As in the cases of SWCNTs and DWCNTs, the escape frequencies of flexural
and shear wave modes of the three walls are decreasing with the nonlocal scaling
parameter.

The variation of the cut-off frequencies of all modes of TWCNTs are plotted in
Fig.8.11. These cut-off frequencies are independent of the nonlocal scaling para-
meter. As the radius of the CNTs increases the cut-off frequencies show a decrease
in nature. For higher values of the tube radius the cut-off frequencies of the shear

mode of wall-1 and the flexural modes of walls 2 and 3 are almost same as shown in
Fig.8.11.
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8.2 Governing Equations for NLSGM MWCNT
(a) (b)

7 7

—_ DR Sasti At Gheie sntn et aate oy —_ Flexural mode: Wall 3

ﬁ 6 e a=05nm n“z 6 = = = Shear mode: Wall 3

- 0 [ —4— Flexural mode: Wall 2

~ ~ —p— Shear mode: Wall 2

> 5 > 5 —<— Flexural mode: Wall 1

2 \’.\w e —e— Shear mode: Wall 1

q:'s) Al —e—o— ¥ g 4

o o

o o

w 3 Flexural mode: Wall 3 w3 €= 2.0nm

8 = = = Shear mode: Wall 3 8

c 2 —4— Flexural mode: Wall 2 o 2

o —p— Shear mode: Wall 2 ) e

g —<— Flexural mode: Wall 1 g m
1 —— Shear mode: Wall 1 1 |

1 2 8 4 5 6 7 8 9
Inner Nanotube Radius (nm)

10 1 2 3 4

5 6 7 8 9

Inner Nanotube Radius (nm)

Fig. 8.10 Variation of escape (or asymptotic) frequency with inner nanotube radius for (a) ega =

0.5nm and (b) ega = 2.0nm

Fig. 8.11 Cut-off frequency 3

variation of TWCNTSs with

nanotube radius 25

Cut-off Frequency (TPa)

=—p— Shear mode: Wall 1
——@— Flexural mode: Wall 2
—4— Shear mode: Wall 2
Flexural mode: Wall 3
—&— Shear mode: Wall 3

Inner nanotube radius (nm)

According to the spectrum and dispersion results of the SWCNTs, DWCNTs and
TWCNTs, one can generalize the effect of nonlocal scaling parameter on wave prop-
agation in MWCNTs as explained below. When we consider the wave propagation in
N-walled CNT (modeled as N-layered Timoshenko beams connected by distributed
sprigs) with nonlocal scale effects, based the study performed sofar, it leads to the

following conclusions.

1. For a given nonlocal parameter (ega) the flexural and shear the wave modes of
Nth wall of the N-walled CNT have same escape frequencies, which are constant
for all the radii of the CNT, and decreases with the increase in nonlocal scaling

parameter.

2. The flexural wave modes of the remaining N — 1 walls (1,2, ..., N — 1) will also
have a fixed escape frequency for different radii of the tubes. As epa increases
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this frequency decreases. For a given epa this frequency is smaller than that of
the Nth wall.

3. The escape frequencies, for a given epa, of the shear wave modes of these N — 1
walls have different frequencies for different nanotube radii. As the tube radius
and/or epa increases these escape frequencies decreases.

4. Because of the van der Waals interaction among the tubes, nonlocal effect is found
only on the escape frequencies of the shear wave modes of the N — 1 walls.

5. For a N-walled CNT, the cut-off frequencies of flexural and shear wave modes
are independent of the nonlocal scaling parameter.

8.3 Summary

In this chapter, a nonlocal Timoshenko beam model was developed for a multi-
walled carbon nanotube by modeling the van der Waals interaction between the
tubes as the distributed spring system. Effect of nonlocal elasticity on the wave
dispersion in multi-walled carbon nanotubes (MWCNTs) was studied using single,
double and three walled CNTs, and the results were generalized for MWCNTs. We
have shown that the escape frequencies of the flexural and shear wave modes of the
Nth wall of a N-walled CNT were constant with increase in radius of the CNT. These
frequencies decreases with the nonlocal scaling parameter. The flexural wave modes
of the remaining N — 1 walls were also having a constant escape frequency and it
will not vary with the radius of CNT and also deceases with increase in epa. The
shear wave modes of the N — 1 walls show different escape frequencies and they
decreases with the increase in radius of CNT and also nonlocal scaling parameter.
This variation is because of the van der Waals interaction between the tubes. The
significant influence of nonlocal effects were observed only on the shear wave modes
of the N — 1 walls. We also show that the cut-off frequencies of the N-walled CNTs
are independent of egpa.

All the problems studied in this chapter will provide the reader a clear methodology
of using spectral analysis to obtain wave behavior in MWCNT. In the next chapter, we
will extend the spectral analysis method to study the wave dispersion characteristics
of coupled one-dimensional nanosystems based on nonlocal continuum mechanics
theory.
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Chapter 9
Wave Propagation in Coupled 1D-Nanosystems

The wave propagation in 1-D nanorods was studied in detail in Chap. 6, while 1-D
nanobeams (both Euler-Bernoulli and Timoshenko beam models) were discussed
in Chap.7. In Chap. 8, the wave propagation in connected 1-D beams was studied
(MWCNT), where the connection is along the circumference of multiple nanotube
walls through van der Walls forces . In this chapter, we will study the wave prop-
agation in 1-D nanorods/nanobeams, which are explicitly connected elastically all
along the length through a series of distributed springs. Such structures are prevalent
in nano electro mechanical systems (NEMS) , nano opto-mechanical systems , nano
oscillators etc. Again, we will use non local elasticity formulation and the main ob-
jective here is to study the effect of non local scale parameter and coupling stiffness
on the wave behavior of such nano systems. It should be said here that the literature
available on this important topic is not large. There are a few works reported on
coupled nano rod systems. Murmu and Adhikari [1], studied the longitudinal vibra-
tion of a double-nanorod system (DNRS) based on nonlocal elasticity theory. Their
study highlights that the nonlocal effect considerably influences the axial vibration
of DNRS. Zhang and Sharma [2], studied the size dependency of strain in arbitrary
shaped anisotropic embedded quantum dots due to nonlocal dispersive effects. The
size dependency of strain in lattice-mismatched embedded quantum dots based on
the mechanism of nonlocal interactions (included in the form of higher-order strain
gradients). They concluded that, qualitatively, their nonlocal solutions exhibit strain
profiles that are more physical than those obtained from classical elasticity, that is,
discontinuities across interfaces are smoothed out and singularities in the cases of
corners in polyhedral shapes are eliminated. Although there are a number of works
on the dynamics of couple continuum beams, the works reported on the vibration
and wave propagation in a doubly coupled nano beam (DNBS) is quite scarce. Some
of these are reviewed under the section dealing with double nanobeam system.
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9.1 Governing Equations of Motion for Double Nanorod System

In the present section, the small-scale effects on the DNRS are investigated by
employing nonlocal continuum mechanics. The effect of nonlocal scaling parame-
ter (epa) on the wave propagation in DNRS and also the variation of the escape
frequency with ega is studied in detail in this section. Here, epa = 1.0nm and 2.0
nm are used, where a = 0.142 nm (C—C bond length). Wave propagation analysis
in DNRS is also carried out after deriving the nonlocal governing equations. The
explicit expressions for the wavenumbers as a function of wave frequency for the
coupled nanorod system are derived. Also the relation between the escape frequency
and nonlocal scaling parameter is derived. Important numerical results are presented
on the wave dispersion in DNRS.

Figure 9.1 schematically describes a double nanorod system coupled by springs
under discussion and serves to introduce the axial coordinate x, the axial displacement
u = u(x,t), the length L, the Young’s modulus E, and the density p. This topic was
discussed in detail in Chap. 6. The governing differential equation for a single nano
rod system is given by

T )

Fig. 9.1 A Coupled single walled carbon nanotube system modeled as a coupled nanorod system:
a Discrete model b Equivalent continuum model, here K., denote the stiffness of coupled spring,
Young’s modulus E, density p, cross-sectional area A, and longitudinal displacement u = u(x, t)
along X —direction
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A32 A 3u A32u L2 f 0 |
E ﬁJrgp e PAGZ T8 5 g = O.1

We will use Eq. (9.1) for the development of coupled double-nanorod system.

Consider a double-nanorod system (DNRS) as shown in Fig.9.1. Here we
assumed that the coupled SWCNT (see Fig.9.1a) as double-nanorod. Both nanorods
are separated by axially distributed springs. The springs are used to substitute the
effect of elastic medium forces due to nano-optomechanical effect or van der Waals
forces (vdW) between the two nanorods. The coupled springs are assumed to have
a stiffness K. In general, the two nanorods have different Young’s modulus, cross
sectional area, and density. These parameters are assumed to be constant along each
nanorod.

The longitudinal displacements over the two nanorods are denoted by uj(x, )
and us(x, t) (see Fig.9.1b). Based on Eq.(9.1), the governing equations of motion
for the axial wave propagation of DNRS can be expressed as

9%u; 9%u, 0%u, 82f1
E|A Al——— — P14} —— =0 9.2
1 132+gm o292 AT + fi— 12 9.2)
Pur 9*ur 9%uy 2% f2
EyAy—— Ay———= — ;pA> —g—= =0 9.3
TR N v Rl roal e ©-3)

Here the distributed forces on nanorod-1 and nanorod-2 are given as

f1 = Keg (uz —uy) 9.4)
S = Kes (uy — u) 9.5

substituting f1 and f> in Egs. (9.2) and (9.3) gives

9%u; 5 9%u 2
Erdi——5 +¢ mmm—mf\ 57 L Ko (w2 — uy)
82u2 82u1
2 _
—8 Kes ( 2 ax2 ) =0 (9.6)
3%us dtu 3%uy
ExAr—7 +¢8 )021‘\28 152~ P2Ar s Ko (ua — )
5 82u2 82141
+8 Kes a2 ) T 0 9.7

The above equations revert to the equations of classical rod theory [3], if nonlocal
scale coefficient is ignored, that is, g = 0.
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9.1.1 Wave Propagation Analysis in DNRS

For analyzing the ultrasonic wave dispersion characteristics in nanorods, we will
perform spectral analysis. That is, we assume that a harmonic type of wave solution
for the displacement fields u1 (x, ¢) and u»(x, t) it can be expressed in complex form
as [3]

M—1N-1

uy (x,1) = iy (x, @) e kmx=onl) (9.8)
m=0 n=0
M—-1N-—1

ur (x,t) = fin (x, wy) eI kmx—wnl) 9.9)
m=0 n=0

where, M and N are the number of time sampling points and number spatial sampling
points, respectively. w, is the circular frequency at the nth time sample. Similarly, &,
is the axial wavenumber at the mth spatial sample point and j = /—1. Substituting
Egs. (9.8) and (9.9) into the governing partial differential Egs. (9.6) and (9.7), we get
the dispersion relation as follows. Hereafter, the subscripts m and n are dropped for

simplified notations. That is,
Zn Zin || i 0
b= 9.10
Lz =16 61
where,

Zi1 = —E1 A% + pr Ao’ (1 + g%k%) — Kes (1 + g2K3),
Z1y = Zy = Kes(1 4 g%K2),
Zy = —E2A0k? + prAse” (1 + g%k%) — Ke(1 + g2K3). (9.11)

Assuming nontrivial solution for #z; and it5, one can solve the following equation for
wavenumbers

=0 9.12)

Z11 Z1»
Zy Ly

Solving Eq. (9.12), we get an algebraic equation in wavenumber (known as dispersion
relation) as

(C1Cs5 — CHK* 4 (C1C + C2C5 — 2C3C)k> + C2C6 — C3 =0 (9.13)

where
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Ci=—E1A| + p1A18°0* — K82,
C2 = p1A10* — Koy,
C3 - Kcsg27
C4 = ch
_ 2.2 2
Cs = —EyAy + ppArg”w” — Kesg”,
Co = prArw’” — K. (9.14)

The wavenumber is a function of wave frequency, the nonlocal scaling parameter
g, and the material and geometrical properties of the nanorod.

For the present analysis, we are considering the phase speeds of the wave and as
before. its expression is given by

Cp== 9.15
P=7 9.15)
This wave speed also depends on the nonlocal scaling parameter. When g = 0, the
wave speed is equal (i.e., Cp = /E/p), which is already proved for local or classical
bars/rods (for more details refer [3]).

From Eq.(9.13), we can clearly see the existence of cut-off frequency. The
expression for frequency band gap is obtained by setting k = 0 in dispersion relation
(Eq.9.13). For the present problem, one can solve the dispersion relation (Eq.9.13)
by setting k = 0, i.e., solving C2Cg — Cz = 0, we get the cut-off frequency as

1 1
= |K 9.16
Weyt \/ cs [plAl + ,02A2:| ( )

The frequency band gap (0 — w,,;, cut-off frequency) for axial wave mode depends
on the material properties of the nanorods and also the coupling spring stiffness.

Figure 9.2a shows the spectrum relation plot as a function of nonlocal scale para-
meter epa. From the figure, we can cleary see the existance of escape frequency and
this frequency value decreases with increase in the scale parameter. Its value can be
analytically determined by looking at the dispersion relation (Eq.9.13) and setting
k — oo (that is, we get C1C5 — C% = 0), which gives escape frequency as

—H, £ \/H? — 4H4Hy

Wescape = 2H, 9.17)

where

Hy = p1p2A1Asrg?,
Hy = —E1A1p2A2g” — ExArp1A1g% — Kesg* (0141 + m2A2),
Ho = E1E2A1Ay + K582 (E1A + E247). (9.18)
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The only solution giving positive value of the escape frequency is admissible We
will discuss more on escape frequency next.

For the present study, we consider the properties of the nanorod (SWCNT) [4]. An
armchair SWCNT with chirality (5, 5) is considered. The radius of each individual
nanorod (SWCNT) is assumed as R = 0.34nm. Young’s modulus, E, is considered
as 0.971 T Pa. The stiffness of the coupling springs is assumed to be in between the
low and high stiffness values, that is, K.,; = 8 N/nm and 80 N/nm, respectively.
Here the term DNRS would denote the case of double-carbon-nanotube-rod system.
Here, we also assume that both the nanorods/SWCNTs have same properties as
mentioned above.

‘We have assumed the unit of coupling stiffness as N/nm. Hence, all the dimensions
in the Egs.(9.6) and (9.7) as well as Eqs.(9.10)—(9.17) will not match. Generally,
It is assumed that the system under consideration is composed of two parallel, and
homogeneous rods continuously joined by a Winkler type of elastic layer. This elastic
layer stiffness has the units of N/nm?, which means that the stiffness K, is N/nm per
unit nm thickness of the Winkler layer. Here, in the present formulation, the rods are
joined by the distributed springs, so that the stiffness is K.; N/nm per nm thickness of
the layer (hence the units of K; should be read as N/nm?). In the present calculation,
the thickness of this layer is neglected.

Figure9.2a shows the real and imaginary parts of the axial wavenumber of a
nanorod obtained form both local (g = 0) and nonlocal elasticity (g = 1.0 x 107 m
and g = 2.0 x 1072 m) theories for K.; = 0. The thick lines represent the real part
and the thin lines show the imaginary part of the wavenumbers. From Fig.9.2a, for
a nanorod, it can be seen that there is only one mode of wave propagation i.e., axial
or longitudinal. For local or classical model, the wavenumbers for the axial mode
has a linear variation with the frequency which is in the 7 Hz range. The linear
variation of the wavenumbers denote that the waves will propagate nondispersively,
that is, the waves do not change their shapes as they propagate. On the other hand,
the wavenumbers obtained from nonlocal elasticity have a nonlinear variation with
the frequency, which indicates that the waves are dispersive in nature. However, the
wavenumbers of this wave mode have a substantial real part starting from the zero
frequency. This implies that the mode starts propagating at any excitation frequency
and does not have a cut-off frequency. From Fig. 9.2, we can clearly see the existance
of escape frequency).

For a given coupling stiffness (say K., = 8 N/nm), the spectrum curve is plot-
ted in Fig.9.2b. However, the wavenumbers of axial wave mode does not have a
substantial real part starting from the zero frequency. This implies that the mode
starts propagating only after the cut-off frequency, where the imaginary part of the
wavenumber becomes real as shown in Fig.9.2b. The behavior of the axial wave
obtained from local and nonlocal theories is same as observed for the case of K.y = 0.
The enlarged portion at the cut-off frequency is also shown in Fig.9.2b. Now, we
increase the coupled spring stiffness further to K. = 25 N/nm. The resulting
spectrum curves are shown in Fig.9.2c. It can be seen the the cut-off frequency is
increased from 1.282 THz to 2.274 THz as K, increases from 8 N/nm to 25 N/nm,
respectively. This is a significance difference and one has to consider this variation
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Fig. 9.2 Wavenumber dis-
persion in a double nanorod
system a K.y = 0 N/nm
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Fig. 9.3 Phase velocity dispersion in a double nanorod system a K.; = 0 N/nmb K., = 8 N/nm
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at small scales. However, there is no significant change in escape frequency as the
stiffness of the coupled spring increase. It can be seen that the frequency band gap
increases with the stiffness of the coupled spring between nanorods.

Figure 9.3a plots the wave speed for the nanorod obtained from both local and
nonlocal models for K = 0. Because of the linear variation of wavenumber with wave
frequency from local elasticity (see Fig.9.2a), the phase speed (C p = Real (%)) for
the axial mode has a constant value for all the frequencies and hence, the wave does
not change its shape as it propagate. It can also be observed, that the axial wave
speed behavior is similar for local and nonlocal cases at zero frequency. In nonlocal
elasticity, the wavenumber tends to infinity at escape frequencies (see Fig.9.2a),
which results in phase speed tending to zero at these frequencies.

The phase speed variations are shown with respect to wave frequency in Fig. 9.3b, c,
respectively for coupling stiffness values of 8 N/nm and 25 N/nm. It can be seen
that the cut-off frequency increases as the stiffness of the coupled spring increases.
The spring stiffness has no effect on escape frequency of the axial wave mode. The
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Fig. 9.4 Variation of escape frequency with nonlocal scaling parameter

phase speeds are tending to zero at the escape frequencies. It can be also stated that,
as in the case of single nanorod, the wave dispersion characteristics in a coupled
nanorod system is drastically different for local and nonlocal models. Where local
model predicts that the wave will propagate at all frequencies, but the nonlocal model
shows that the wave will propagate up to certain frequencies only depending on the
nonlocal scaling parameter (refer Fig. 9.3a—c).

The escape frequencies are purely a function of the nonlocal scaling parameter
and the stiffness of the coupled spring. The variation of the escape frequency with
nonlocal scaling parameter (g) is shown in Fig. 9.4. It shows that, as g increases the
escape frequency decreases, such variation can also be observed from Fig.9.2. For
very small values of g, the escape frequencies are very large, and at higher values of
g the escape frequencies are very small and approach to a constant value. We also
see that the coupled spring stiffness has very little influence on the escape frequency.
Such effect is also observed in Fig.9.2a—c.

The cut-off frequency of the axial wave mode is a function of the stiffness of the
coupled spring and the material and geometrical properties of the nanorod. This cut-
off frequency is independent of the nonlocal scaling parameter (see Eq.9.16). Such
variation is also observed in spectrum and dispersion curves. The variation of the
cut-off frequency with various sizes of the nanorod is shown in Fig. 9.5 for different
values of the coupled spring stiffness. As the diameter of the nanorod increases, the
cut-off frequency decreases. For smaller diameter of nanorod, the cut-off frequency
is higher and for larger diameters, the cut-off frequency is very small. For diameters
higher than 5 nm, the cut-off frequency is almost constant. For high stiffness of the
coupled spring and small diameter of nanorod, the cut-off frequency is very high and
will decrease drastically for larger diameter nanorods (see Fig. 9.5). The present study
may bring in helpful insights while investigating multiple-nanorod-system-models
for future NOMS applications.
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9.2 Coupled Nano-Beam System

An important technological extension of the concept of the single beam is that of
the complex coupled-beam systems. One such simple coupled beam system is the
double-beam system. The double-beam system is a continuous system consisting of
two one-dimensional beams joined by an elastic medium represented by distributed
vertical springs. Employing beam theories, several important works on vibration and
buckling of elastically connected double-beam systems are reported. Vu et al. [5]
studied the vibration of homogenous double-beam system subjected to harmonic
excitation. Erol and Gurgoz [6] extended the analysis of [5] to axially vibrating
double-rod system coupled by translational springs and dampers. Oniszczuk [7] stud-
ied the free vibrations of two parallel simply supported beams continuously joined
by a Winkler elastic layer. Undamped forced transverse vibrations of an elastically
connected simply supported double-beam system were analyzed. Free and forced
vibration of double-string complex system was also investigated by Oniszczuk [8,
9]. Hilal [10] investigated the dynamic response of a double Euler-Bernoulli beam
due to moving constant load. The effects of the speed of the moving load, the damp-
ing and the elasticity of the coupling viscoelastic layer on the dynamic responses of
the beam system were presented. Vibration analysis of double-beam systems inter-
connected only at discrete points was reported by Hamada et al. [11] and Gurgoz
and Erol [12]. Buckling and the effect of a compressive load on the free and forced
vibration on double-beam systems were reported by Zhang et al. [13, 14]. Kelly
and Srinivas [15] carried out vibrations of elastically connected stretched beam sys-
tems. Analyses of double-beam systems by numerical techniques were also reported.
Rosa and Lippiello [16] presented non-classical boundary conditions and differential
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quadrature method for vibrating double beams. Li and Hua [17] presented spectral
finite element analysis of elastically connected double-beam systems.

From the above discussion, it can be observed that the vibration theory of
double-beam systems is well developed and studied in details. However, there
are only few contributions dealing with the vibrations of beam-systems which are
scale-dependent. As mentioned earlier, the understanding of dynamics of single-
nanobeam (carbon nanotubes, nanowires) is important. The vibration characteristics
of nanobeams can be employed for NEMS/MEMS applications. Parallel to vibration
of single nanobeam, the study of vibrating multiple-nanobeam system is also relevant
for nanosensors and nanoresonators applications. The recent development of nano-
optomechanical systems (NOMS) necessitates the use of vibrating double-nanobeam
systems.

Frank etal. [18] presented adynamically reconfigurable photonic crystal nanobeam
cavity. Their work involved two closely situated parallel vibrating clamped double-
nanobeam systems. Eichenfield et al. [19] described the design, fabrication, and
measurement of a cavity nano-optomechanical system (NOMS). The NOMS con-
sisting of two closely separated coupled nanobeams. The researchers fabricated
the low dimension double-beam system by depositing stoichiometric silicon nitride
using low-pressure-chemical-vapor-deposition on a silicon wafer. Deotare et al. [20]
studied the coupled photonic crystal nanobeam cavities consisting of two parallel
suspended nanobeams separated by a small gap. The use of vibration properties
in double-nanobeam system has also been reported by Lin et al. [21]. The authors
studied the coherent mixing of mechanical excitations in nano-optomechanical struc-
tures. Most of the works reported here are experimental works. It is understood that
controlling every parameter in experiments at nanoscale is difficult. Further, since
molecular dynamics simulations are computationally expensive, analysis of nanos-
tructures had been carried out by classical continuum theory. Extensive research over
the past decade has shown that classical continuum models are able to predict the
performance of ‘large’ nanostructures reasonably well. Classical continuum models
are scale-free theory and it lacks the accountability of the effects arising from the
size effects.

Experimental studies [22—25] and atomistic simulations [26] have shown a signifi-
cant ’size-effect’ in the mechanical properties when the dimensions of the nanostruc-
tures become small. Size effects are related to atoms and molecules that constitute
the materials. As mentioned earlier, nonlocal elasticity accounts for the small-scale
effects arising at the nanoscale level. For double-nanobeam system, Murmu and
Adhikari [27] studied the nonlocal effects in the longitudinal vibration of double-
nanorod systems. Further, using nonlocal elasticity Murmu and Adhikari [28] have
proposed nonlocal transverse vibration analysis of coupled double-nanobeam sys-
tems. Author’s work on coupled nanorod systems is reported in [29].

Therefore, there is a strong motivation to gain an understanding of the entire
subject of vibration of complex-nanobeam system and the mathematical modeling
of such phenomena. In this chapter, an investigation is carried out to understand the
small-scale effects in the wave propagation of nonlocal double-nanobeam system.
Here, for analyzing single beam, both Euler-Bernoulli beam and Timoshenko beam
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models are considered and the wave characteristics based on these two models are
studied in the following sections.

9.2.1 Wave Propagation in Double Euler-Bernoulli Nanobeam
System

We will first derive the governing differential equation for the coupled nanobeam
system. The one-dimensional equation of motion of a nonlocal Euler-Bernoulli beam
(Eq.7.11) with consideration of distributed transverse load (g (x)) can be written as

*w(x, 1) oA %w(x, 1) *wi(x, 1)

2 Q( )
oxd T PATE T T eAd) =T =0

(9.19)

where w denotes the deflection of the beam. The terms E, I, and p A are the Young’s
modulus, second moment of inertia, and mass of the nonlocal beam, respectively.

Consider a nonlocal double-nanobeam system (DNBS) as shown in Fig.9.6. The
two nanobeams are denoted as nanobeam-I and nanobeam-II. Vertically distributed
springs attach the two nanobeams. The stiffness of the springs is equivalent to the
Winkler constant in a Winkler foundation model [7]. The springs can be used to
substitute elastic medium forces due to nano-optomechanical effects (see [19-21])
or van der Waals forces between the two nanobeams. These forces arise when the
dimension of system approaches nanoscale. Generating a potential difference directly
across the nanobeams an attractive electrostatic force can be induced between the
two nanobeams [18]. The spring stiffness can be varied between the nanobeams.
The springs are considered to have stiffness, K.;. The two nanobeams are different
where the length, mass per unit length, and bending rigidity of the ith beam are L;,
m; = p;jAj,and E;I; (i =1, 2), respectively. These parameters are assumed to be
constant along each nanobeam.

The bending displacements over the two nanobeams are denoted by w1 (x, #) and
wa(x, t), respectively (Fig.9.6). Based on Eq.(9.19), the governing equations of
motion for the flexural wave propagation of DNBS can be expressed as

—q(x) + (e0a)?

Ey, L, pi Ay
NANO BEAM-I

NANO BEAM-II

E I Pas AJ
W>(xt)

Fig. 9.6 Schematic diagram of elastically connected double-nanobeam system
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4 2 4

d w1 0 wi 2 0 W1 28 q1

Eili— + prAi—5 — p1Ai(eoa) 5 — 41 + (eoa) =0 (9.20)
dx o1 9x2

Entt2 p2A232W2 — pAr(eoa)? ﬂ 7 + (eoa)zyﬂ =0 (921
x4 a2 9ax20¢2 ox4

Here the distributed forces on nanobeam-I and nanobeam-II are given as

q1 = K¢y (w2 —wy) (9.22)
q2 = Kes (w1 —wa) (9.23)
substituting g1 and g» in Egs. (9.20) and (9.21), gives

84w1 2w1 9w
Exh—7 + P1AI—— pyS) — p1Ai(eoa)’ 3x29.2 T Kes (w1 —w2)

2 84W2 34w1
+ Kes(eoa) ( T ) =0 (9.24)
4wz 82wz 4w
Exh— 7 + P2A2——= o p2As(eoa)’ ax2ap2 T Kes (w2 —wi)
2 84w1 84W2
+ Kes(eoa) (v - W) =0 (9.25)

The above equations revert to the equations of classical beam theory [3], if nonlocal
scale coefficient is ignored, i.e., egpa = 0.

For analyzing the ultrasonic wave dispersion characteristics in coupled nanobeam
system, we assume that a harmonic type of wave solution for the displacement field
wi(x, t) and wy(x, t) it can be expressed in complex form as [3]

M—1N—

wi (x, 1) = Z Z Wi (x, wp) e kmX=wnD) (9.26)
M—1N-—1 '

wa(n )= D D W (x @) e Slmmend 9:27)
m=0 n=0

where, M and N are the number of time sampling points and number of spatial
sampling points, respectively. w, is the circular frequency at the n'* time sample.
Similarly, &, is the wavenumber at the m'" spatial sample point and j = /—1.
Substituting Eqs. (9.26) and (9.27) into the governing partial differential Eqs. (9.24)
and (9.25), we get the dispersion relation as follows. Hereafter the subscript m and
n are dropped for simplified notations.
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[P4"4 +Pok® + Po] d=0 (9.28)

where,
Fe= :EBII Eglz] (9.29)
P, = :—plAl(efigiiZoz)Isz (epa)? _pzAz(‘f’;g;;E;O‘i)lz(cs (0a)? :|(9.30)
Po = :_plA—lCIU(ch— o _p2A;f2cs+ Kcs] (9.31)
=[5

Assuming nontrivial solution for the wave amplitude vector d, the Eq. (9.28) becomes
Pak* + P2k> 4Py =0 (9.33)

The above equation is the dispersion relation for double nanobeam system in polyno-
mial eigenvalue form in wavenumbers. Solving Eq. (9.33), we get wavenumbers. The
wavenumbers are as a function of wave frequency, the nonlocal scaling parameter
eoa, and the material and geometrical properties of the nanobeams.

Next, we will evaluate the phase and group speeds of the wave and are defined as

Cp = z(i) (9.34)
p =rea @) .

This wave speed is also depend on the nonlocal scaling parameter. The group speed
of the wave can be computed from the following PEP

P P
S0, + 2202 4 2Pk + 4Pgk® = 0 (9.35)
ow ow

where C; is defined as

ow
C, = | — 9.36
— 030

A more detail discussion on the variation of these two wave speeds in coupled-
nanobeam system is discussed in the upcoming sections.

In the wavenumber dispersion curves, the frequency at which the imaginary part
of the wavenumber becomes real is called as the frequency band gap region (0 — w,).
The expression for frequency band gap is obtained by setting k = 0 in dispersion
relation (Eq.9.33). For the present problem, one can solve the dispersion relation
(Eq.9.33) by setting k = 0, i.e., solving |[Pg| = 0, we get the cut-off frequency as
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we = |Kes| — + —— (9.37)
‘ \/ ¢ [,01141 pzAz]

The frequency band gap (0 — w,, cut-off frequency) for flexural wave mode depends
on the material properties of the nanobeams and also the coupling spring stiffness
between the nanobeams.The expression is indeed the same for the cutt-off frequency
for the coupled nanorod systems obtained earlier in Eq. (9.16).

The spectrum curves for coupled Euler-Bernoulli beam system are plotted in
Fig.9.7a—c, respectively for coupled spring stiffness of 0, 8, and 25 N/nm, respec-
tively. Wavenumber dispersion is similar to that observed in Chap. 7. Here our main
aim is to study the effect of coupled spring on the spectrum and dispersion curves of
DNBS. Each nanobeam is assumed as a single walled carbon nanotube.

The wavenumber dispersion with frequency shown in Fig. 9.7a is for zero coupled
spring stiffness. In this case, wavenumbers of nanobeam-I are small as compared to
the nanobeam-II. Also, the wavenumbers obtained from classical or local elasticity
are smaller than that of the nonlocal elasticity. The flexural wavenumber shows a
nonlinear variation with wave frequency, that is, the waves will change their shape
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as they propagate. If we consider a coupled nanobeam system with coupled spring
stiffness of 8 N/nm, the wavenumber dispersion looks as shown in Fig.9.7b. It can
be observed that the variation is still nonlinear and a cut-off frequency is observed in
wavenumber dispersion of nanobeam-I. Flexural wave mode of nanobeam-II starts
from zero wave frequency and flexural wave mode of nanobeam-I propagates only
after cut-off frequency, the frequency at which the imaginary part of wavenumber
becomes real. The values of the cut-off frequency are calculated from Eq.(9.37).
This cut-off frequency purely depends on the coupled spring stiffness. At cut-off
frequency, the wavenumber dispersion of nanobeam-II is slightly affected due to the
coupled spring effect (see Fig.9.7b). As the stiffness of the coupled spring increases,
the cut-off frequency also increases. This effect is captured in Fig. 9.7c. Also it can be
directly observed for Eq.(9.37) as w, o +/K¢. It can also be observed that at higher
frequencies the wavenumbers in nonlocal calculations are approximately linear with
the wave frequency. Such observation also appears in Fig.9.7a—c.

The wave speed (both phase and group speed) dispersion with frequency for vari-
ous spring stiffness are shown in Figs. 9.8a—c and 9.9a—c. The phase speed variation
obtained from both local and nonlocal theories are shown in Fig.9.8a—c for spring
stiffness of 0, 8, and 25 N/nm, respectively. The local elasticity calculation shows that
the wavenumber is nonlinear with frequency even at higher frequencies and so are the
phase and group speed variation with frequency. The nonlocal elasticity calculation
shows that the phase speeds are almost constant at higher wave frequencies because
of the linear variation of the wavenumber at higher frequencies. Similar observations
are made in group speed variation as shown in Fig.9.9a—c.

9.2.2 Wave Propagation in Coupled Timoshenko Nanobeam System

The consistent basic equations of the nonlocal Timoshenko beam model based on
the nonlocal constitutive relations for a SWCNT were derived in Chaps. 7and 8 are

given by
P Ci A WP ( )Zazw 0 (9.38)
k| —— — —w—(ea)"—5 ) = i
ax2  x p at? 0% 552

2 2 2
G Ak (g—: — 1//) + El% - pzraa7 (I/f — (eoa)z%) =0 (9.39)
where x is the longitudinal coordinate measured from the left end of the beam, w is
the transverse displacement, v is the total section rotation measured on the mean-line
of the beam, A is the cross-sectional area of the tube, and 7 is the moment of inertia
of the tube. It is assumed that all tubes share the same Youngs modulus E, shear
modulus G, and Poissons ratio v. « is shear correction factor that accounts for the
difference in the constant state of shear stress in the Timoshenko beam theory and the
parabolic variation of the actual shear stress through the depth of the cross section.
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Consider a nonlocal Timoshenko DNBS. As before, the two nanobeams are
denoted as nanobeam-I and nanobeam-II. Vertically distributed springs attach the
two nanobeams. The stiffness of the springs is equivalent to the Winkler constant in
a Winkler foundation model. The springs can be used to substitute elastic medium
forces due to nano-optomechanical effects or van der Waals forces between the two
nanobeams. These forces arise when the dimension of system approaches nanoscale.
Generating a potential difference directly across the nanobeams, an attractive elec-
trostatic force can be induced between the two nanobeams [18]. As in the Euler-
Bernoulli beam case, the spring stiffness can be varied between the nanobeams. The
springs are considered to have stiffness, K. The two nanobeams are different where
the length, shear modulus, mass per unit length, and bending rigidity of the ith beam
are L;, Gi, piA;, pil;, and E;I; (i = 1, 2), respectively. These parameters are
assumed to be constant along each nanobeam.

The bending and shear displacements over the two nanobeams are denoted by
wi(x, 1), ¥1(x, 1), and wy(x, 1), Ya(x,t), respectively. Based on Egs.(9.38) and
(9.39), the governing equations of motion for the wave propagation of Timoshenko
double nanobeam system can be expressed as

Fwi Y 82 582w 20%q1 ql
GAlk| — — + pA w1 — (ega)” —— + (ega =0
1(8x2 o vl B (epa) a2 ) (eoa) 02

(9.40)

3%y
9x?

%y
a2z P

3W] 2 2
GAik\— — {1 )+ EL h— (wl — (eoa) =0 (94D
0x 0

2wy Yo 92 502wy 5022
GAyk| —— — —= |+ pAr— | wo — (ega)"——— +ea— 0
2 (3x2 o phA25 | M2 (eoa) a2 | (eoa) P

(9.42)

2
8(%—@wﬁ m)zo (9.43)

2

aw 0
GAx (—2 - 1#2) + E12_1/2/
0x

dax

In the above equations, the distributed forces on nanobeam-I and nanobeam-II are
given as

q1 = K¢s (w2 —wy) (9.44)
q2 = Kes (w1 —w2) (9.45)

substituting g1 and ¢; in Eqgs. (9.38) and (9.39) gives

92 9 92 92
GAk (ﬂ — ﬂ) + pA1— ( (eoa)2 Y ) + Keg (W1 —w2)

9x? dx 912
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92w 92w
2 2 1y _
+ (ega)” K s ( 952 92 ) =0 (9.46)
awy 92y 32 582
GAk [ — — ElL—— —p ZANY_0 (947
‘K(ax w1)+ 15,2 h¥3 (Wl (eoa) 512 9.47)
Gape (202 2 202) 4 0, 2 ( )2 + Ko ( )
2\ 37 T oy 2575 \ w2~ (eoa es (W2 —wy
92w 92w
2 1 2y
+ (epa)”Ks (_axz - —axz ) =0 (9.48)
9 82 32
G A (ﬂ - m) +EL—S — (wz — (ega)? ‘l’z) =0 (949
0x Jx

The above equations completely describe a nonlocal coupled Timoshenko nanobeam
system.

For analyzing the ultrasonic wave dispersion characteristics in coupled Timo-
shenko nanobeam system, we will need to perform spectral analysis by transforming
the field variables to frequency domain. That is,

M—1N-1

wi (x,1) = Z Z Wi (x, wp) e/ km¥=enD) (9.50)

m=0 n=0

Yy (x, 1) = U1 (x, wy) eI kmx=end) (9.51)

wo (x, 1) = Wo (x, wy) eI km¥—ent) (9.52)

Yo (x,1) = U2 (x, @) eI knx=end) (9.53)

Substituting Eqs. (9.50) and (9.53) into the governing partial differential Eqs. (9.46)
and (9.49), we get the dispersion relation as follows. Hereafter the subscript m and
n are dropped for simplified notations, leads to the following polynomial eigenvalue
problem

Zok> +Zik +Zy =0 (9.54)

where
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—GAik + (—Ke5 + pAiw?)(epa)? 0
7 — 0 —EI + pli(epa)’w?
2= _Kcs(€0a)2 0
0 0
Kcs(eoa)2 0
0 0
55
“GAsk + (Kes + pAr0Y)(e0a)? 0 ©:59)
0 —EDL + ph(epa)*w?
0 iGAk O 0
| —-iGAIk 0 0 0
Z = 0 0 0 iGAx (9.56)
0 0 —iGAx 0
K¢ + PA1w2 0 —Kes 0
70— 0 —GAk + pliw? 0 0
0= —Ks 0 Kes + ;OAZQ)2 0
0 0 0 —GAy + pho?
9.57)

This dispersion relation, which is in the form of PEP (Eq.9.54) is solved for
wavenumbers, which is a function of material properties of the CNTs and the non-
local parameter (egpa). For a coupled nanobeam system, the nonlocal Timoshenko
beam model gives four cut-off frequencies and four escape frequencies in wave dis-
persion analysis. These cut-off frequencies are obtained by substituting k = O in the
dispersion relation (Eq.9.54) or by solving |Zg(w)| = 0, which gives four cut-off
frequencies as

[GA 1k |G Ak [Kes |1 1
— 0, o R — s = _— —_— 958
el w2 ol Wc3 ol Weq 0 A + A, ( )

One can observe that these cut-off frequencies are independent of the nonlocal scaling
parameter (ega). The escape (or asymptotic) frequencies are obtained by substituting
k — oo in the dispersion relation (Eq. 9.54), that implies |Z3(w)| = 0, which gives

1 E GK«/2A1A2
Wey, e = e()_a ;7 Wes, eq4 = eo—a (959)

These escape frequencies are function of the material properties of CNTs and are
inversely proportional to the nonlocal scaling parameter.

Differentiating the dispersion relation of DNBS (Eq.9.54) with respect to the
wave frequency (), we get the PEP for group speeds as
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07 07,
K2E22 L S0 4 2k Ty + 2y =0 (9.60)
dw dw

where C; = (dw/dk) is the group speed of a wave in DNBS and the matrices Z,
71 and Zy are given in Eqgs. (9.55)—(9.57).

The spectrum and dispersion plots for coupled double Timoshenko nanobeam
system are shown in Figs.9.10-9.12. In the case of Timoshenko beam, most of the
observations made for the SWCNT in Chap. 7 are still valid, that is, scale parameter
introduces the escape frequency where the wavenumber k tends to infinite and the
group/phase speed tends to zero and the values of the escape frequencies decreases
with the increase in scale parameter.

Figure 9.10 shows the variation of the wavenumbers with the wave frequency for
both local (or classical) and nonlocal elasticity. This figure shows only two modes
namely, flexural and shear for both the nanobeams. Flexural wave mode starts from
zero wave frequency and shear wave mode propagates only after shear cut-off fre-
quency, the frequency at which the imaginary part of wavenumber becomes real.
The values of the shear cut-off frequency are calculated from Eq. (9.58). It can be
observed from Eq.(9.58) that these frequencies are independent of the nonlocal
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Fig. 9.10 Wavenumber dispersion with wave frequency for a coupled Timoshenko nanobeam
system obtained from local and nonlocal elasticity theories for coupled spring stiffness of K., =
0 N/nm
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scaling parameter, and hence same frequencies are obtained from both local and
nonlocal theories for all the cases (see Figs.9.10-9.12). It can also be noted that
the shear cut-off frequency of nanobeam-I is higher than that of the nanobeam-II.
However, with the introduction of nonlocal scale effects, the wave behavior is altered
drastically. Both the flexural and shear wave modes escape to infinity at a particular
frequency called the escape frequency, beyond this frequency there is no wave propa-
gation. The value of escape frequency decreases with increase in the scale parameter
epa, for both wave modes. Equation (9.59) gives the expression for escape frequen-
cies in coupled nanobeams. From this expression it is clear that, escape frequencies
are purely function of nonlocal scale parameter.

Due to the coupling effect, it has been observed that a new cut-off frequency in
the flexural wave mode of nanobeam-I (see Figs.9.11 and 9.12) can be seen. It is
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clear that the cut-off frequency of the flexural mode of nanobeam-I depends on the
coupled spring stiffness (see Eq.9.58, where, w,, is the cut-off frequency of flexural
mode of nanobeam-I). Escape frequencies of all the wavemodes remain constant. As
the magnitude of coupled spring stiffness increases, the flexural wave mode cut-off
frequency of nanobeam-I increases and all other variable is constant (refer Fig. 9.12).

The wave speed variation with frequency is plotted in Figs.9.13a—c and 9.14a—c.
The observations in these plots directly depend on the discussions of the previous
section. For all the wave modes, due to nonlocality, wave speeds are tending to zero
at escape frequencies. As the magnitude of the coupled spring increases, the cut-off
frequency of the flexural mode of nanobeam-I increases. The effect of the coupled
spring stiffness on cut-off frequencies is plotted in Fig.9.15. This figure shows that,
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Fig. 9.14 Group speed dis-
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Timoshenko nanobeam sys-
tem a K,; = 0 N/nm

b K.,;, = 8 N/nm

¢ K. =25 N/nm

9 Wave Propagation in Coupled 1D-Nanosystems

(a) 25

Shear Mode
(Classical) ™
201 1
Q Shear Mode
€ (Nonlocal)
< 15[
=t Flexural Mode
8 (Classical)
Q.
(7]
Qo k)
g °f
5 H
Flexural Mod
5t < (Nonlocal) 4
]
0&. L
0 2 4 6 8 10
Frequency (THz)
o
Shear Modes
(Classical)

20

Group Speed (km/s)

Nanobeam-1
(Shear modes)

F anoveama N\
v" (Shear modes) %,

Flexural Modes
(Classical)

n " L

o \«
(Flexural modes) \\
. Nanobeam-1 \\
(Flexural modes) \
\
N\
. Flexural Modes N
(Nonlocal) N

Shear Modes
(Nonlocal)

1 2 3 4 5 6
Frequency (THz)

7 8 9 10

Shear Modes
(Classical)

20 1

£
Nanobeam-1
< 15[ ¥ (shear modes) 4
i

3 d Nanobeamon \,
1) 315 (Shear modes) .
S n“ exural Modes
& ks (Classical)
S 10 [ T— AN
o ¥ Nanobeam-i \
]

(Flexural modes) \
Nanobeam-1

(Flexural modes)

Flexural Modes

\ Shear Modes

(Nonlocal)

(Nonlocal) \
.
6

2 3 4 5
Frequency (THz)

7 8 9 10



9.2 Coupled Nano-Beam System 265

—_
=2

-~
N
&

(a) 25 T T T T : :

—o— Flexural mode (Nanobeam-—I) —o— Flexural mode (Nanobeam-—I)
o ——o— Shear mode (Nanobeam-I) o ——o— Shear mode (Nanobeam-I)
| —— Flexural mode (Nanobeam-II)| | —— Flexural mode (Nanobeam-II)|
20 || ——+— Shear Mode (Nanobeam-Il) | 20 Ll —+— Shear Mode (Nanobeam-Il) ||

Cut-off Frequency (THz)
Cut-off Frequency (THz)

Diameter of Nanobeam (nm) Diameter of Nanobeam (nm)
(C) 25
—o— Flexural mode (Nanobeam-1)
- —o— Shear mode (Nanobeam-1)
[ —— Flexural mode (Nanobeam-1)
20 | —+— Shear Mode (Nanobeam-Il)
= |
T |
=
>
|
13 15 |
3
= |
g |
= o
w \
= 100
o
oS
=3
(6]
5 %

Diameter of Nanobeam (nm)

Fig. 9.15 Cut-off frequency variation with various diameters in a coupled Timoshenko nanobeam
systema K.,s =0 N/nmb K., =8 N/nm ¢ K.; =25 N/nm

as the diameter of the nanobeam increases, the shear cut-off frequency increases
and at small values of diameter, the shear cut-off frequency approaches to very small
values (Fig. 9.15a). Hence, it can be concluded that for large values of scale parameter,
shear deformation on the beam has negligible effect and beam behaves like more like
elementary beam. With the consideration of the coupled spring stiffness, one more
cut-off frequency variation is observed in Fig.9.15b. This cut-off frequency is for
flexural wavemode of nanobeam-I. As the value of the spring stiffness increases, the
magnitude of this cut-off frequency increases.

Finally, Fig.9.16 shows the variation of escape frequencies of flexural and shear
wave modes with the nonlocal scaling parameter. It shows that as epa increases, the
escape frequency decreases. At higher values of epa, escape frequencies approach
to very small values.
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9.3 Summary

The present chapter deals with axial, flexural, and shear wave propagation in dou-
ble nanorod/nanobeam system with consideration of small scale properties. The
nonlocal elasticity theory has been incorporated into classical rod/Euler-Bernoulli
beam/Timoshenko beam model to capture unique features of the double nanorods
or nanobeams. The strong effect of the nonlocal scale has been obtained, which
leads to substantially different wave behaviors of nanorods/nanobeams from those
of macroscopic rods. The analysis shows that the wave characteristics are highly
over estimated by the classical rod/beam model, which ignores the effect of small-
length scale. The studies also show that the nonlocal scale parameter introduces
certain band gap region in axial/flexural/shear wave modes where no wave prop-
agation occurs. This is manifested in the spectrum curves as the region where the
wavenumber tends to infinite or wave speed tends to zero. The effect of the coupled
spring stiffness on the wave propagation behavior is well captured in the present
analysis. It has been also shown that the cut-off frequency increases as the stiffness
of the coupled spring increases and the spring stiffness has no effect on escape fre-
quency of the axial/flexural/shear wave mode. The present study may bring in helpful
insights while investigating multiple-nanorod/nanobeam system models for future
nano-optomechanical systems (NOMS) applications.
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Chapter 10
Wave Propagation in 2D-Nanostructures

The discovery of a new material brings with it some of the most exciting and fruitful
periods of scientific and technological research. With a new material come new
opportunities to reexamine old problems as well as pose new ones. The discovery of
graphene, atomically thin layers of graphite, brought such a period [1]. Graphenes are
2-D nanostructures and as the name suggest, these structures, unlike CNTs, exhibit
behavior in the two coordinate directions. That is, a load in the direction of one of the
coordinates will give rise to deformations in both the coordinate directions. In wave
propagation terminology, an incident wave in one of the coordinate directions will
cause circularly crested waves that can be resolved in two coordinate directions. This
means, we will have two different wavenumbers corresponding to two coordinate
directions and the corresponding phase or group speeds.

Although the existence of graphene in different forms was known, there was
difficulty in extracting its pristine form. For the first time, it was possible to isolate
single two-dimensional atomic layers of atoms [1]. These are among the thinnest
objects imaginable. The strongest bond in nature, the C—C bond covalently locks
these atoms in place giving them remarkable mechanical properties. A single layer
of graphene is one of the stiffest known materials characterized by a remarkably
high Young’s modulus of ~1 TPa [2]. Graphene is a new class of two-dimensional
carbon nanostructure, which holds great promise for the vast applications in many
technological fields. After graphene sheets are reported to be successfully extracted
from graphite, the researchers have realized the volume of potential applications. It
would be one of the prominent new materials for the next generation nanoelectronic
devices. Reports related to its applications as strain sensor, mass and pressure sensors,
atomic dust detectors, and enhancer of surface image resolution are observed. In
addition, graphene structures find application such as atomic-force microscopes,
composite nanofibers, nanobearings, and nanoactuators, etc. Consequently, interest
is drawn toward research of graphene in the field of physics, material science, and
engineering [3]. Therefore, the importance of these structures is realized, and both
theoretical and experimental works are carried out by various researchers all over the
world. With the difficulty for the controlled experiments at the nanometer scale, the

S. Gopalakrishnan and S. Narendar, Wave Propagation in Nanostructures, 269
NanoScience and Technology, DOI: 10.1007/978-3-319-01032-8_10,
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numerical simulation has been performed widely to understand the behavior of these
structures. In this chapter, we will use continuum modeling using nonlocal elasticity
to model these 2-D nanostructures to understand the wave propagation behavior in
these structures.

In contrast to the investigations on CNTs, it is surprising to find that very few stud-
ies have been reported on the theoretical modeling of graphene structures (GS) in
the literature. Recently, Behfar and Naghdabadi [4] investigated the nanoscale vibra-
tion of a multilayered graphene sheet embedded in an elastic medium, in which
the natural frequencies as well as the associated modes were determined using
a continuum- based model. The influence of carbon—carbon and carbon-polymer
van-der-Waals forces are considered in their work. They [5] further studied the
bending modulus of a MLGS using a geometrically based analytical approach. The
bending energy in their analysis is based on the vdW interactions of atoms belonging
to two neighboring sheets. Their calculations are performed for a double-layered
GS, but the derived bending modulus is generalized to a MLGS composed of many
double-layered GSs along its thickness, in which the double-layered GSs are alter-
nately the same in configuration. In addition, it should be mentioned that graphite is
composed of multilayered sheets, but it was recently reported [6] that single-layered
sheet are detectable in carbon nanofilms. Sakhaee et al. [7], have studied the free
vibrational behavior of the single layered graphene sheets (SLGS) while considering
the effects of chirality and aspect ratio as well as boundary conditions, and have
developed predictive models for computing natural frequencies. The potential appli-
cations of the SLGSs as mass sensors and atomistic dust detectors have further been
investigated [8]. Also, the promising usage of the SLGS as strain sensor has been
examined [9]. The importance of size effects and need for nonlocal theories need not
be elaborated or emphasized again here and it is implicit that these effects are again
important in the context of modeling 2-D nanostructures.

Most of the studies on vibration and buckling of nanoplates are carried out on
single-layered graphene sheets (SLGS) and multilayered graphene sheets (MLGS).
Some vibration studies on graphene nanosheets are reported recently [10, 11]. How-
ever, studies on wave propagation aspect of graphene sheets are minuscule in num-
bers. GSs can have interesting waveguide properties at very high frequencies in the
order of Tera-Hertz (THz). At such high frequencies, continuum model-based finite
element type methods cannot be adopted due to their limitation of the element size
with respect to the wavelength, which is very small at such frequencies.

In this chapter, the first paper suggesting shell-model for nanotubes [12] is cited
here. Yakobson et al. [12] demonstrated that elastic shell theory matches molecular
dynamics (MD) simulations if the elastic constants are chosen such that E = 5.5 TPa,
v = 0.19, and ¢ = 0.066 nm, where E is Young’s modulus, v is the Poisson ratio,
and ¢ is the shell thickness.This chapter mainly focus on the flexural wave properties
of the graphene sheet using the nonlocal scale effects.
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10.1 Flexural Wave Propagation in Monolayer Graphene Sheets

Wave propagation in graphene sheets has been a topic of great interest in nanome-
chanics , where the equivalent continuum models are widely used. In this section, we
will examine this issue by incorporating the nonlocal theory into the classical plate
theory model.

10.1.1 Governing Equations for Graphene Structures

Figure 10.1a shows a rectangular graphene sheet and Fig. 10.1b shows its equivalent
continuum model. Liew et al . [11] considered graphene as isotropic material in their
continuum model. Here, such continuum plate model is assumed. The coordinate
system used for the graphene sheet is shown in the same figure. Here, z coordinate is
taken along the thickness of the plate. The displacement field according to classical
plate theory (CLPT) can be written as

d LV, t
ur(x,y,z,t) =u(x,y,t)— z% (10.1)
aw(x, y, t
ur(x, y, 2,1) = v(x, y, 1) — z% (10.2)
uz(x,y,z,t) =wlx, y, t) (10.3)

Here u, v and w denote displacement along x, y and z directions, respectively (see
Fig.10.1).
The strains can be calculated as

X

Fig. 10.1 Single-layered graphene sheet: a Discrete model (a monolayer graphene of 40 A x 40 A,
consists of 680 carbon atoms arranged in hexagonal array). b Equivalent continuum model
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It can be noted that nonlocal behavior enters through the constitutive relations. Prin-
ciple of virtual work is independent of constitutive relations. Hence, this can be
applied to derive the equilibrium equations of the nonlocal plates.

Using this principle, following equilibrium equation expressed in terms of stress
resultants and transverse displacement w(x, y, ¢) can be obtained as [13]

My My, 3°My, 3w 2( d*w a4w) 108)

+ = Jo— — (55 + —5
dx2 dxdy 9y? 0512 0x29t2  9y2912

where Jy and J> are mass moments of inertia and are defined as follows
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+
J() = / ,OZdZ9 (109)

=

+
[

Jp = / . pzldz (10.10)
2

Here & denotes the thickness of the plate and the moment resultants are given by

+
M, 2/: 20yxdZ (10.11)
—2
+
Mxyz/t ITxydz (10.12)
-2
+
Myy:/; 20yydz (10.13)

The plane stress constitutive relation of a nonlocal plate becomes

Oxx 92 92 Oxx Cii1C2 O Exx
Oyy [ — (6()(1)2 [ﬁ + ﬁ] oyt =|CuCxn O Eyy (10.14)
Txy Y Txy 0 0 Ces Vxy

where, o, and oy, are the normal stresses in x and y directions respectively and 7,y
is the in-plane shear stress. For the case of an isotropic plate, the expressions for C;;
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in terms of Young’s modulus E and Poisson’s ratio v are givenas C1; = Ca = ; fvz s

Ci2 = Cy = £ and Gy = ﬁ

Using strain displacement relationship Eq.(10.7), stress-strain relationship
Eq.(10.14) and stress resultants definition Eq. (10.13), we can express stress resul-
tants in terms of displacements as follows

M M 92w 9w
My — 2 (9" Mxx Y )=-Ci1h— — Cinlh— 10.15
xx — (eoa) ( o2 T 52 nho— 1202555 ( )
PZM,,  *M 92
M,y — 2 i ) = —2C¢6! 10.16
xy — (eoa) ( 012 P 66125 ( )
My, — (ega)? % My = —C211282—W Cnl > (10.17)
Y ax2 9y? ax2 ay? ’
where
+3
b :/ 22dz (10.18)
_t

Using Eqgs. (10.8) and (10.15-10.17) we get the following nonlocal governing partial
differential equation in terms of flexural displacement w

4 4

c 18W+2(C 4 2Ce) h— Y Ol ow Jo(eoa)? ow ow
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nhog 12+2C60) b5 g + Cnlay g = Jolod™\ 5oy + 532
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(10.19)

It can be seen that corresponding local elasticity equation [13] can be recovered by
putting epa = 0 in the above equation.

10.1.2 Wave Dispersion Analysis

The wave dispersion formulation begins by assuming a solution of the displacement
field. In particular, time harmonic waves are sought, and it is assumed that the model
is unbounded in Y —direction (although bounded in X —direction). Thus, the assumed
form is a combination of Fourier transform in Y —direction and Fourier transform in
time, which is written as

N M

wix, y, 1) = p D x)e /melont, (10.20)

n=1m=1
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The w,, and the 7,, are the circular frequency at n’” sampling point and the wavenum-
ber in y—direction at the m'” sampling point, respectively. The N is the index cor-
responding to the Nyquist frequency in fast Fourier transform (FFT), which is used
for computer implementation of the Fourier transform and j = /—1.

Substituting Eq. (10.20) in Eq. (10.19), an ordinary differential equation is
obtained for the unknown w(x) as

d*i d*i
d_;:Jer_WJFHOw:o (10.21)

H.
4 dx?

where

Hy = Ci1 1 — Ja(epa)’a?, (10.22)
Hy = —2(C12 + 2Ce6) Ian,, + Jo(eoa)*w; — 2J2(e0a) o + Jaoy,  (10.23)

Ho = Cyolhn?, — Jo(eoa)* @’ n? — J(epa)’w?n?, — Jow? — holn?. (10.24)
Since this ODE is having constant coefficients, its solution can be written as w(x) =
we/** where k is the wavenumber in x —direction, yet to be determined and w is an
unknown constant. Substituting this assumed form of w in the ODE gives for w # 0)

Hyk* + Hok®> + Hy = 0 (10.25)
which is a quatric equation in k and can be solved for wavenumbers as

—H, £ \/H3 — 4H:Hy

2Hy

k== (10.26)

We can see clearly that the dependence of nonlocal scale parameter epa on wavenum-
ber. The group speed of the flexural wave (C, = dw/dk) is obtained as

AH4k3 + 2Hok

C,=— 10.27
& G4k* + G2k? + Gy ( )
where
G4 = —2J(epa)*w, (10.28)
G2 = 2Jo(e0a)*w, — 4J2(e0a)* n2,wn + 2J2wp, (10.29)

Go = —2Jo(eoa)’wnn?, — 202 (e0a)’wan?, — 2Jowy — 2Jaw,n?.  (10.30)

The group speed of the wave is also a function of the nonlocal scaling parameter and
the y—directional wavenumber.
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In the spectrum relations curve, the frequency at which the imaginary part of
wavenumber becomes real is called as cut-off frequency. Looking at Eq. (10.26), the
term Hj indicates the possibility of a waveguide having cut-off frequencies. This is
obtained by setting k = 0 in the dispersion relation Eq. (10.25), i.e., for the present
case one can set Hy = 0, which gives the cut-off frequency expression as

Cyplnd
wg’lexural :\/ 222 20 — (1031)
(Jo + J2m;,) (1 + (eoa)“n;,)

The cut-off frequency is directly proportional to the y—directional wavenumber (7;,,)
and also depends on the nonlocal scaling parameter. For n,,, = 0, the wavenumbers of
the flexural wave mode have a substantial real part starting from the zero frequency,
which implies that the mode starts propagating at any excitation frequency and does
not have a cut-off frequency. For n,, # 0, the flexural wave mode, however, has
a certain frequency band within which the corresponding wavenumbers are purely
imaginary. Thus, the wave mode does not propagate at frequencies lying within this
band. These wavenumbers have a substantial imaginary part along with the real part,
thus these waves attenuate as they propagate.

In this case, the term Hj in Eq.(10.26) indicates the possibility of a waveguide
having escape frequencies. Its value can be analytically determined by looking at the
wavenumber expression and setting k — oo. This accounts to setting the Hy = 0,
which gives

flexural __ 1 Cnh

W, = — (10.32)
eoa J

where o, is called escape frequency of the flexural mode.

Next, we will investigate the relations derived above and investigate the wave
behavior in the monolayer graphene sheet. For the present wave propagation analysis,
the material properties of the graphene are assumed as: Young’s modulus £ =
1.06 TPa and density p = 2300 kg/m>. The choice of effective wall thickness ¢ of
nanostructures such as CNT, graphene, etc., is alongstanding issue in nanomechanics.
One of the best approaches to estimate the thickness of CNT (i.e., rolled graphene
sheet) is to model single-wall CNTs as linear elastic thin shells [14]. The shell
thickness ¢ is determined by fitting the atomistic simulation results of tensile rigidity
and bending rigidity of single-wall CNTs. Such an approach gives the CNT thickness
¢t much smaller than the graphite inter-layer spacing 0.34 nm, ranging from 0.06 to
0.09 nm. The scattered CNT thickness 0.06 — 0.09 nm depends on the interatomic
potential as well as simulation details. We have chosen the thickness of the graphene
as t = 0.089 nm, obtained by Kudin et al. [14] via Ab inito computations. They

. . _ 12x Bending Rigidity
defined the effective thickness of graphene or CNTs as t = \/ Tension Rigidity
The flexural wavenumber dispersion with wave frequency in the graphene is
shown in Figs. 10.2a, b, respectively, obtained from both local and nonlocal elas-

ticity theories. For the present analysis, the nonlocal scaling parameter is assumed as
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Fig. 10.2 Wavenumber dispersion in monolayer graphene sheets (a) local elasticity (epa = 0 nm)
(b) nonlocal elasticity (epa = 0.5 nm). Wavenumber variation at lower frequencies is shown sepa-
rately for clear visibility

epa = 0.5 nm. The spectrum curves shown in Fig. 10.2a is for 1, = 0 (represents 1D
wave propagation), 3, 5, 10nm~!. The local elasticity calculation shows that the
flexural wavenumber follow a nonlinear variation at low values of wave frequency;
and at higher frequencies it varies linearly as shown in Fig. 10.2a. This nonlinear
variation indicates that the waves are dispersive in nature, that is, the waves will
change their shape as they propagate. The linear variation indicates that the waves
are in nondispersive nature. For 7, = 0, the wavenumbers of the flexural wave mode
does not have a cut-off frequency. As n,, increases all the waves are still dispersive
in nature as shown in Fig. 10.2a. As the y—directional wavenumber increases from
0 to 10 nm~!, the wave modes are having a frequency band gap region. The fre-
quency band within which the corresponding wavenumbers are purely imaginary.
Thus, the flexural mode does not propagate at frequencies lying within this band.
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Hence, these wavenumbers have a substantial imaginary part along with the real part,
thus these waves attenuate as they propagate. It can also be seen that from Fig. 10.2a,
the frequency band also increases with increase in 1,,,.

The wavenumber dispersion with frequency obtained from nonlocal elasticity
(epa = 0.5nm) is shown in Fig. 10.2b. The observations made in local elasticity
are still valid in nonlocal elasticity also. The only difference is that, because of
nonlocal elasticity, the wavenumbers of the flexural wave become highly nonlinear
and tends to infinity at escape frequency or asymptotic frequency. It can be seen
that the wavenumbers before escape frequency are real and after that imaginary (see
Fig. 10.2b). The cut-off frequency of the flexural wave for 7,, = 3, 5and 10 nm~!,
respectively, ocuurs at 0.8087, 2.2280, and 8.6820 THz in local/classical elasticity,
and at 0.4578, 0.8392, and 1.7090 THz in nonlocal elasticity (epa = 0.5 nm). The
nonlocal scale highly affects the frequency band gap of the flexural waves in graphene
sheet. The escape frequency of this flexural wave is 6.9580 THz for epa = 0.5 nm.
It has also been observed that the escape frequencies are independent of 1,, from
Fig.10.2b.

The local/classical elasticity calculation shows that, the wave will propagate even
at higher frequencies. However, nonlocal elasticity predicts that the waves can propa-
gate only up to escape frequency and this behavior, we also saw in 1-D nanostructures.

The phase speed and group speed dispersions with the wave frequency are shown
in Figs. 10.3, 10.4, obtained from local and nonlocal elasticity. Figure 10.3a shows
that the flexural wave speeds are increasing from low frequency to higher values of
wave frequency (local elasticity calculation, ega = 0). As n,, increases from 0 to 10
nm~!, the wave speeds tends to a constant value at higher values of wave frequency.
As we move to nonlocality (epa # 0), the flexural wave stops propagating at certain
escape frequency as shown in Fig. 10.3b, which is due to the imaginary part of the
wavenumber after the escape frequency. For any value of the 1, , the escape frequency
of all flexural waves is same. The group speed dispersion in graphene is shown in
Fig. 10.4a, b, respectively obtained from local and nonlocal elasticity theories. The
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Fig. 10.3 Phase speed dispersion in monolayer graphene sheets (a) local elasticity (epa = 0nm)
(b) nonlocal elasticity (epa = 0.5 nm)
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Fig. 10.4 Group speed dispersion in monolayer graphene sheets (a) local elasticity (epa = 0 nm)
(b) nonlocal elasticity (epa = 0.5 nm)

group speed of the flexural wave is almost constant at higher values of the wave
frequencies. The local elasticity calculation shows that the group speed of the wave
will be nonzero even at higher values of the frequency (Fig. 10.4a), and that is zero
at escape frequency (Fig. 10.4b) in nonlocal elasticity. The magnitude of the group
speed is decreasing with an increase in the 7,,.

The variation of the cut-off frequency of flexural wave with nonlocal scaling para-
meter and y—directional wavenumber (7,,,) are shown in Fig. 10.5a, b, respectively.
The cut-off frequency variation shown in Fig. 10.5a is for n,, = 2, 5 and 8 nm™!.
It shows that for a given 7,,, as we increase the nonlocal scaling parameter, the
cut-off frequency of flexural wave mode decreases. It has been found that at higher
values of the nonlocal scaling parameter, the cut-off frequencies of the flexural wave
will depend on the y—directional wavenumber, such difference is clearly seen from
Fig. 10.5a inset. The cut-off frequency variation of flexural wave with 1, is shown in
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Fig.10.5 Cut-off frequency variation in monolayer graphene sheets (a) For different nonlocal scale
parameter (b) For different y directional wavenumber 7,,
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Fig.10.6 Escape frequency variation of flexural wave of a monolayer graphene sheet with nonlocal
scaling parameter

Fig. 10.5b. For a given epa, the cut-off frequency will increase as with increase in 1,,,.
As the nonlocal scaling parameter decreases, the cut-off frequency also decreases
with 7, (see Fig. 10.5b).

The escape frequency variation with nonlocal scaling parameter is shown in
Fig. 10.6. It shows that as epa increases, the escape frequency decreases. At higher
values of epa, escape frequencies approach to very small value.

Toward this end, it would be appropriate to discuss about some physics of graphene
related to the nonlocal elasticity. Good example is the recent study of ballistic ther-
mal transport of graphene ribbons by Munoz et al. [15]. The authors of this paper
presented an elastic shell-based theory for calculating the thermal conductance of
graphene ribbons of arbitrary width b. Their analysis of vibrational modes of a con-
tinuum thin plate lead to a general equation for ballistic conductance p. At low
temperature, it yielded a power law p ~ T#, where the exponent 8 varied with the
ribbon width b from 8 = 1 for a narrow ribbon (p ~ T, as a four-channel quan-

tum wire) to f = % (p — bT'3) in the limit of wider graphene sheets [15]. They

augmented the ballistic results by the phenomenological value of a phonon mean
free path to account for scattering and it agreed well with the reported experimental
observations. If one introduces nonlocality into the continuum elastic shell model of
the graphene, referring to Fig. 10.1 of Ref. [15], the first and second lowest branches
are displayed for transverse acoustic mode, longitudinal acoustic mode, and bending
mode, plus a single branch for torsion mode. As compared to the calculations of
nonlocality, the branches obtained from classical elastic shell model of the graphene
were smaller than that of the nonlocal calculations (refer Figs. 10.2, 10.3 of this arti-
cle). Also the cut-off frequencies of all the vibrational modes of the dispersion curves
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of graphene sheet obtained from classical elasticity calculations are higher than the
nonlocal elasticity calculations.

Incorporating the nonlocal elasticity theory in the graphene elastic shell model,
one can also estimate the thermal conductance of the graphene sheet. Here one
can also obtain the exact values of the nonlocal scale parameter (epa) by matching
the nonlocal elasticity calculations of thermal conductivity of graphene sheet at
room temperature as a function of length with the molecular dynamics (MD) results
presented in [16, 17].

10.2 Modeling of Graphene Layer on Silicon Substrate

Graphene is a two-dimensional monolayer of carbon atoms bonded together like a
honeycomb fashion and is of one atom thick in size. These bonds are hybridized into
a sp? configuration. There are three in-plane (o) bonds per atom. These bonds are
extremely strong and form the rigid backbone of the hexagonal structure. It is the
partially filled p, orbitals (7 orbitals) perpendicular to the plane that are responsible
for electron conduction. Due to the out-of-plane 7 orbitals, interactions between
graphene and a substrate or between graphene layers influence the electronic structure
of graphene [18]. The hexagonal honeycomb crystal lattice in graphene contains
two atoms per unit cell. A single parameter characterizes this structure, that is, the
distance a between two equivalent atoms in the lattice (which is also the distance
between the atom and its second nearest neighbor). In this section, we consider
a monolayer graphene resting on silicon substrate. This hybrid system consists of
a single hexagonal cell of graphene and a cell of silicon structure. These two are
separated vertically by distance rj,. Here the graphene cell is resting over the silicon
cell as shown in Fig. 10.7 (top view).

Fig. 10.7 Hybrid system: A
single graphene hexagonal
cell consisting of six carbon
atoms and a single cell in
silicon structure interaction,
ac—c and ag;_g; are the bond
lengths of C — C and Si — Si,
(e - Carbon atoms and o - Si
atoms in figure)

i

70—
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10.2.1 Potential Energy, Equilibrium and Force Constants

For a system of N particles, in general, the total potential energy may be expanded
as [19]

F=y+y+.. (10.33)
1 N N
Y= 2—!2 > Ui ) (10.34)
iQ i)
1 N N N
=2, 2, 2 UM T ) (10.35)
i itj#tk k

where U (rj, rj) and U (rj, rj, rg) represent the two- and three-body interactions,
respectively. The position of the " particle is denoted by rj. In this study, the two-
body part is represented by a Mie-type potential [20] as

& ro " ro "
Ueij) = [ (_) - (_) ] (10.36)
m—n r,-j r,'j

where r;; = |r; — rj|, ro represents the equilibrium distance and & denotes the
two body energy at r;; = ro. The exponents m and n account for the repulsive and
attractive terms, respectively. In order for the potential energy given by Eqs. (10.33—
10.35) to be used in calculation for a specific system, the parameters ¢ and ry must
be first evaluated. In accordance with [20], on the stability of the diamond cubic
structure, the values of the exponents m and n were taken as 12 and 6, respectively.
The evaluation process is basically a simple fitting procedure, however, due to the
nonlinear nature of the potential function, it often becomes quite cumbersome. The
parameters in the Mie-type potential are given for Si — Si, C — C, and Si — C systems
in Table 10.1, which are obtained from [20]. Substituting m = 12 and n = 6 in the
potential energy expression given in Eq. (10.36), one has

Utj) =U(r) = [(rr—o)12 ) (r—o)ﬁ] (10.37)

r

This two-body interaction energy variation with the interatomic distance is shown
in Fig. 10.8a. The modified Mie potential for the present hybrid lattice is shown in

Table 10.1 Potential energy

- 0
parameters for two-body Two-body parameters e (eV) ro (AY)
system (Mie-type potential) Si-Si 2.187 2.2951

c-C 5.437 1.4806

Si-C 3.895 1.74
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Fig. 10.8 Inter-atomic Energy, Force and Force constant obtained from (a) Mie potential and (b)
Hybrid lattice

Fig. 10.7 and this is obtained from the following relation:

12 6
yhbrid .y — ( "0 ) —2( 10 ) 10.38
U= T Fom (1038)

where f(rj) = \/r}% + a%_c + O.Sagi_sl. —ac—casi—si. Here ry, is the vertical
distance between the graphene layer and the silicon substrate and ac—_c, as;—s; are
the bond lengths of C — C and Si — Si, respectively.

The minimum potential energy requires that,

dUhybrid (rn)
drp N

0 (10.39)

This gives r¢ = 1.7359 A as the equilibrium distance for the hybrid lattice. The bond
force is obtained by differentiating the potential energy with respect to the eqilibrium
distance ry, as

dUhyb”d (rh) 12£rh ( ro )14 ( ro )8
F(rp) = — = y 10.40
) dry 2 [\romw £n) (10:40)

The bond force constant is the second derivative of the potential with respect to 7,
or the first derivative of the bond force F with respect to r and is written as

K5 () — PUntrid) dFey) _ 12er 14< 70 )16 _8< "o )10
drj, dry rd 7o) Fom
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The nonlinear variation of the potential energy, interatomic force, and force constants
of the present graphene-silicon hybrid lattice arrangement are shown in Fig. 10.8b.
Now we need to obtain a closed form expression for the force constant of the
C-Si bond. Let us consider a single cell in graphene and a single cell in pure silicon
substrate as shown in Fig. 10.7. The vertical distance between the graphene cell and
the silicon cell is 7. First consider that carbon atom— 7 and this is connected to silicon
atoms A, B, and E as shown in Fig. 10.7. The bonds between I and A, B, E are
labeled as b2, b2, and b1, respectively. The sum of the total vertical components of
the bond forces is
Fyibyia = Fisinfy +2F sin6; (10.42)

where Fj is the force between carbon atom / and Si-atom E, and F, is the force
between carbon atom / and Si-atom E, and also similar force between atoms / and
B. Now consider a corner carbon atom /7 and this is connected to Si-atoms B, E
and C. These bonds are labeled as b3, b1, and b4, respectively as shown in Fig. 10.7.
The sum of the total vertical components of these bond forces is

Fyipig = F2sin6y + Fssin63 + Fysin s (10.43)

where F>, F3, and Fy are the bond forces between atoms I/ & B; [l & Eand I] &
C, respectively and the bond angles are defined as

o1 = tan~! (21 (10.44)
1= D, .
6 =tan~! (2 10.45
» = tan (Dz) ( )
0y = tan~! (r—”) (10.46)
3
i
6y =tan~! [ = 10.47
4 = tan (D4) ( )
65 = tan~! (21 (10.48)
5 = Ds .
where
Dy =D3=ac—c (10.49)
1
Dy = 5\/(2dC—C — asi—si)* + (asi—si)* (10.50)
1 2 5
Dy = 2 (\/gaC—C - aSi—Si) + (asi—si —ac-c) (10.51)

1 2
Dy = 5\/(\/5610—0 - aSi—Si) + (asi—si +ac—c)* (10.52)
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In the above expressions ac—c¢ and ag;—s; are the bond lengths of carbon in graphene
and silicon in pure Si-substrate, respectively. The total bond force is expressed as the

sum of the bond forces F}x;m d and F }%3[ 4

l (1) (1
Fisbria = 2Fuybria T 4Fhyoria (10.53)
The total bond force constant is expressed as
1
K ) = — (2K D) +4K D) (10.54)
T'n

where
KD (rp) = K1 (rp) D1 sin 61 4+ 2K2(rp) Dy sin 62, (10.55)

KYD(r;)) = Ko (rp) D2 sin 0> + K3(rp) D3 sin 03 + Ka(rp)Dasinbs.  (10.56)

Here K; is the force constant of the bond i and D; is the corresponding bond length.
The total bond force constant of the bond between the graphene and silicon substrate
atequilibrium distance rj is obtained as K***(rf) = K***(r)|,, _,. = 6.3584x10*
N/m. This value should be multiplied by the number of atoms perh unit area, which
is equal to the ratio of the total number of atoms in a graphene sheet to the area of

the sheet. This value is expected to be independent of the size of the sheet.

10.3 Wave Propagation in Single Graphene Layer on Silicon
Substrate

We will first outline a detail derivation of the nonlocal governing differential equa-
tions of motion for the graphene-silicon system. This system is modeled as a one
atom thick nanoplate on linearly distributed vertical springs.

The displacement field for this nanoplate is assumed as [21]

ow
u(x,y,z, 1) =u’(x,y, 1) —z2—

0x
o ow
vx,y,z,t) =v'(x,y, 1) —2—
dy
wx,y,z,t) =wx,y,1) (10.57)

where, u®(x, y, t), v°(x, y,t),and w(x, y, t) are the axial (inplane-longitudinal and
lateral) and transverse displacements, respectively along the mid-plane as shown in
Fig.10.9. The mid-plane of the plate is at z = 0. The associated nonzero strains are
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Fig. 10.9 A single layer of
graphene on a crystalline
substrate

ou’ _ 2w
Exx 7 oy
\4 w
Eyy [ = ay + T (10.58)
exy u’ + M 32W
3y ax _2 axay

where, &,y and ¢y, are the normal strains in x and y directions respectively, while,
&xy is the in-plane shear strain.
The nonlocal constitutive relation for isotropic materials is given as

52 52 Oxx Cip vCip O Exx
(1—(eoa)2 [@Jrﬁ]) oy § = | vCa Cn O eyt (10.59)
Oxy 0 0 Ces Exy

where, oy, and oy, are the normal stresses in x and y directions respectively and
0yy is the in-plane shear stress. For the case of an isotropic plate, the expressions
for material constants C;; in terms of Young’s modulus £ and Poisson’s ratio v are
givenas Cj; = Cy»n = E/(1 —v?) and Ces = E/(2(1 + v)).

The total strain energy (/7) and kinetic energy (I") of the present graphene-silicon
system are expressed as
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+h/2
/ / (axxsxx + Oyyyy + Oxyéry + K‘waz) dzdA  (10.60)
2 JA

+h)2
/ / P (:f +i? wz) dz dA (10.61)
A

h/2

The governing equations are derived based on Hamilton’s principle . The Hamilton’s
principle is stated as

n
/ (I —8I')dt =0 (10.62)

Substituting Eqs. (10.60) and (10.61) into Eq. (10.62), we obtain

+h/2
/ / / ((dexé‘xx + 0xx8€xx + 80yyEyy + Tyydeyy + S0y yExy
2 JA

oy 8ery + 2K Pww — 2plidii + 80 + wav'V}) dAdzdt =0 (10.63)
The minimization of this functional with respect to the three degrees of freedom

(u?, v°, w) will give three nonlocal governing partial differential equations of motion
for the assumed system (graphene on Si-substrate) as

8 o J azuo + J ( ) 34 o + 84M0 L C 32uo + C 32140 +
u . - e ——5 | — —_—
a2 T loloa\ 75 2y2012 o\ Cii gy 66 y

Iy (C12 + Cep) AT (epa)? Pw_ v
I Y ena _
0(Crz+Cep) 5 + 1 1(eo T

9x 912 9x9y20r2
3w 33w
Ciihiy 3 = 1 (Cr2+2Ce6) 02 =0

(10.64)

50— 3%v° - Joleoa)’ ate . ahe N 320 +C 82y 4
A epa — — —_—
T2 O xZa2 T ayZar ) T O\ TR y2 002

T €1+ Cos) 2 4 2 pepar? (M P
W e _
012 =66 oxay  ayarz U\ 9xZayarz T 9y30r2

3w 3w
Cpli—= — 11 (C12 +2Ce6) —5— =0
2li33 1(C12 66) 5320y

(10.65)
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w: ——t —— ) | —— + —— ) —
B2 T\ ox2ar2 T ayZar? RO 922 T 9y20r2
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J —_— Cunh—+1L(C 2C66) —— —
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3.0 330

93y° 9210 9210 8 v
Ji + Ji(eoa)® x2avar2 T 3302 +1 (C12+2C66) +C22 P

3ydr2 ax29ydr2  9y39t? =0
(10.66)

where K** is the force constant of the bonds between the graphene sheet and the
Si substrate and the parameters I, and J), are defined as follows:

h)2 h)2
I, :/ fdz, J, =/ pzPdz, p=0,1,2. (10.67)
) —h)2

It should be observed that when the nonlocal scaling parameter egpa is set to zero, the
classical governing equations of motion for the plate are recovered.
10.3.1 Wave Dispersion Analysis

For harmonic wave propagation in graphene sheet, the displacement field can be
expressed in complex form as [22, 23]

N M
ul(x,t) = Z Z up e IknxX g=inmy giot (10.68)
n=1m=1
N M
Vo (x, 1) = Z Z Ve Ikn¥Xg=inmy gi ot (10.69)
n=1m=1
N M
wl(x,t) = Z Z Wipe Hkn* g=immY it (10.70)
n=1 m=1

where umy, Vmn, Wmn are the frequency amplitudes, k,, and 1, are the wavenumbers
in x— and y—directions, respectively, w is the frequency of the wave motion and
J = +/—1. In the equations that follow, we will drop the subscripts m and n and for
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more brevity, we will denote the x direction wavenumber k,, = k, and the y direction
wavenumber 7, = k.

The nonlocal governing equations for the graphene and Si-substrate model are
given in Egs. (10.64-10.66). Our next step is to analyze the ultrasonic type of wave
propagation in this system. Substituting the displacement Egs. (10.68—10.70) in the
nonlocal governing equations of the graphene-Si system and after simplifying, the
resultant equations expressed in matrix form as:

Sak? + 83k + S2k2 + Siky +So = 0 (10.71)
where
00 0
S4=00 0 (10.72)
00 Jr(eoa)’w? — Cii 1
0 0 jJiw*(ega)? — jCi11 13
Sz = 0 0 0 (10.73)
—jhi?(eoa)* + jCii 1 O 0
Jow?(epa)? — Cr11 1y 0 0
Sy = 0 Jow*(epa)? — Ceslo S5 (10.74)
(32) (33)
0 s$ s3
0 — (C11 + Ce6) Ioky S{"
S1=| —(Ci1 + Cep) loky 0 0 (10.75)
sGD 0 0
S0 0
So=| 0 s s (10.76)

0
0 5532) S(()33)

where the elements S (p, ¢ = 1, 2, 3,and r = 0, 1, 2) are given below.

S = jIiky(eoa)*® — j (Ci1 + 2Ce6) I1ky, (10.77)
§5% = = jJiky(e0@)*@” + j (Ci1 +2Ces) Iiky, (1078)
SV = pe? (1 + (eoa)zki) — Jow*(eoa)® = (C11 +2Ce6) ok} — K**(ega)®,

(10.79)
s = jne? (1 + (eoa)zki) — Jj (C11 +2Ce6) 1ik;, (10.80)

SOV = _jJe? (1 - (eoa)zki) +j (C11 +2Ce6) 11K, (10.81)
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Sé“) = Jow? (1 + (eoa)zki) — C66]0k§» (10.82)
S$ = Jow? (1 + (eoa)2k§) — Cy ok, (10.83)
S§ = jnikye? (14 (oa)*k}) = jCaliks, (10.84)
S5 = —jaiky? (1+ (a)®3) + jCn ik, (10.85)

SO = Btk (1 + (eoa)zkg) + Joa? (1 + (eoa)2k§) — Cn bk}

_ goub (1 + (eoa)zkﬁ) . (10.86)

The Eq.(10.71) is in the form of polynomial eigenvalue problem in wavenum-
ber k., which can be solved to obtain the dispersion relations. The dispersion of
the wavenumbers with wave frequency is shown in Figs. 10.10, 10.11, respectively
calculated based on local and nonlocal elasticity theories. The figure also shows the
effect of silicon substrate on ultrasonic wave characteristics of graphene at ky, =0, 2
and 5nm~!.

In the previous section, we had shown in the analysis of monolayer graphene sheets
that the cut-off frequency shifting happens when the values of horizontal wavenumber
is varied. We will examine this here for the case of monolayer graphene on silicon
substrate. Note that, unlike the previous case, here the in-plane and out-of-plane
waves are coupled and hence cut-off frequency can exist for both these waves. The
expressions for frequency band gap are obtained by setting k; = 0 in dispersion
relation Eq. (10.71). For the present case of PEP, one can solve |Sg| = 0 to obtain the
cut-off frequencies of all the fundamental wave modes in the graphene-Si system as

wénplane _ kv IoCes ’
Do (1+ (@0a)k3)

(10.87)

1
w{lexural _ _\/m (10.88)

2Hy
where Hy, H; and H, are given as

Ho = (JoJ2 = Ik (e0a)” + JG (1 + (e0a)’k3) + (JoJo — JDky  (10.89)

Hy = JoK™ (1 + (e0a)’k}) + (Jo + ) Coa ok} + (IoJo — 211 o) Coky
(10.90)

Hy =[J3(e0a)*k! + 203 (e0a) k2 + JFIK* + (10.91)
(U5 I = 2JoloJy — 4Jo Iy 11 + 4J7 10)Ca(ega) ko —
Q2J5(e0a)*Io + 25 Iy — 2JodoJy — 4Jo Iy 11 + 47 10)Conky — 2Cn I Jg k3 1K+
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UGI3 + 1573 —Ado L i Iy = 20010y — 4T Iy Io Jo + 400 1T + 4J7 I L] Co, kS +
[4JGI7 = 205 Ialo — 4o Jo 1 Iy + 213 Jo 2 1Co,kS + 15 J5 Coks.

The above two expressions for the frequency band gap reveals that, for all the
fundamental wave modes (longitudinal, lateral, and flexural) the cut-off frequen-
cies are mainly function of y—direction wavenumber (k) and the nonlocal scaling
parameter (epa) only. The wave speeds (phase speed C;, = w/ky, and group speed

= dw/dky) can be computed from the dispersion relation that is, Eq. (10.71)
This is done by differentiating the PEP in wavenumber (k,) with respect to wave
frequency as:

G1Cy +Go=0 (10.92)

where

o T ow | F dw ow ow

k2 —} (10.93)

Go = 4S4k> + 3S3k% 4 282k, + S1 (10.94)

where C, = (dw/dky) is the group speed of a waves in graphene and the matrices
S4. S3, S2, S1 and Sy are given in Egs. (10.72-10.76) , respectively. The Eq. (10.92)
is also a PEP in group speed, one can solve it for group speeds (as a function of
wave frequency, wavenumbers and nonlocal scaling parameter) of respective modes
(that is, for axial-u, v, and flexural-w) of the graphene-Si system. The group speed
dispersion in graphene-Si system with wave frequency is shown in Figs. 10.12, 10.13,
calculated based on local and nonlocal elasticity theories, respectively. The effect of
the silicon substrate on group speed dispersion can also be clearly seen from these
plots for y—directional wavenumber k, =0, 2, and 5 nm~ L,

In this section, the effect of the substrate as well as the nonlocal scale on the wave
dispersion properties of the graphene are presented through numerical simulations.
For the sake of analysis, the material properties of the graphene are assumed as:
Young’s modulus E = 1.06 TPa and density p = 2300 kg/m>. As mentioned earlier,
the choice of effective wall thickness ¢ of nanostructures such as CNT, graphene,
etc., is a longstanding issue in nanomechanics. We have chosen the thickness of the
graphene as t = 0.089 nm, obtained by Kudin et al. [14] via Ab inito computations.

The wavenumber dispersion with wave frequency in the graphene-Si system is
shown in Figs. 10.10, 10.11, obtained from local and nonlocal elasticity theories,
respectively. The Fig. 10.10 shows the wavenumber dispersion obtained from local
elasticity theory, where eg = Onm. The Fig.10.10a, b are plotted for ky, = 0
(represents 1D wave propagation); Fig.10.10c, d are plotted for ky = 2nm~! and
Fig.10.10e, f are plotted for ky, = 5 nm~!. The frequency band gap of the flexural
waves is small as compared to that of the longitudinal and lateral (in-plane) waves for
the case of without substrate effect. As the y-directional wavenumber k, increases
the frequency band gap of all the three fundamental modes increases. If we consider
the substrate effect, then the flexural wave starts propagating after a large frequency
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Fig.10.10 Wavenumber (k. ) dispersion with wave frequency of graphene on Si-substrate obtained
by using local elasticity theory (e¢p = 0). Figures (a), (¢) and (e) are without substrate and (b), (d)
and (f) are with substrate, Here y-direction wavenumber is assumed as k, = 0, 2, and 5 nm~!

band gap as compared to that of the inplane waves. The local elasticity shows that
a linear variation of the axial wavenumbers with frequency for ky, = 0, that is, the
longitudinal and lateral wavenumbers are nondispersive in nature. For k), = 0, the
flexural wavenumber shows a nonlinear variation at low values of wave frequency
and at higher values of wave frequency it varies linearly as shown in Fig. 10.10. As
ky increases, all the wavenumbers are dispersive in nature. According to Fig. 10.10b,
d, and f, one can observe that the substrate effect on flexural waves.

The wavenumber dispersion with frequency for nonlocal elasticity (e = 0.39)
is shown in Fig.10.11. The observations made in local elasticity are still valid in
nonlocal elasticity also. The only difference is that, because of nonlocal elasticity,
the wavenumbers (for both in-plane and flexural) becomes highly nonlinear at higher
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Fig. 10.11 Wavenumber (k,) dispersion with wave frequency (shown up to nonlocality limit) of
graphene on Si-substrate obtained by using nonlocal elasticity theory (egp = 0.39). Figures (a), (¢)
and (e) are without substrate (b), (d) and (f) are with substrate, Here y-direction wavenumber is
assumed as k, = 0, 2,and 5 nm~!. Here w; = 10, w» = 25 and w3 =35 THz

wave frequencies as shown in Fig. 10.11. The frequency band gap variation is same
as we move from local to nonlocal elasticity with and without substrate effects.

Local elasticity shows that, the wave will propagate even at higher frequencies.
However, nonlocal elasticity predicts that the waves can propagate up to certain
frequencies only, after that it will stand, that is, no propagation. The wavenumber
dispersion curves obtained from nonlocal elasticity are shown upto the nonlocal limit
only. The phenomena discussed in the beginning of this paragraph, occurs above the
nonlocal limit.

The group speed dispersion with the wave frequency is shown in Figs. 10.12 and
10.13 for local and nonlocal elasticity, respectively. Figure 10.12a, b shows that (for
ky = 0), the in-plane (u, v) wave speeds are constant with wave frequency and
the flexural wave speeds are increasing from low frequency and after that they are
constant at higher values of wave frequency. The magnitude of the flexural group
speeds are higher compared to the axial wave group speeds. As k, increases from 0
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Fig. 10.12 Group speed dispersion of graphene on Si-substrate obtained from local elasticity
theory (ep = 0). Figures (a), (¢) and (e) are without substrate (b), (d) and (f) are with substrate.
Here y-direction wavenumber is assumed as ky, = 0, 2, and 5 nm™

to 5 nm™!, the axial wave group speeds also shows dispersive nature. We can also
clearly observe the effect of substrate on the flexural wave group speeds.

In the nonlocal case, the group speeds of the in-plane and flexural waves stop
propagating at certain frequencies as shown in Fig. 10.13. The group speeds of the
in-plane waves are same for with and without substrate effect. The effect is observed
only on the flexural wave speeds. There are two cut-off frequencies for the flexural
waves with substrate effect. As k increases, the flexural wave group speeds retain
the shape as shown in local elasticity and the extra frequency band gap also vanishes.
From these results, we can observe that only flexural waves are affected by the
substrate whether it is local or nonlocal elasticity.
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Fig. 10.13 Group speed dispersion of graphene on Si-substrate obtained from nonlocal elasticity
theory (eg = 0.39). Figures (a), (¢) and (e) are without substrate (b), (d) and (f) are with substrate.
Here y-direction wavenumber assumed as ky, = 0, 2, and 5 nm™

The variation of the cut-off frequencies of in-plane and flexural waves are shown
in Fig. 10.14a, b, without and with substrate effect respectively. Local elasticity (solid
lines) shows a linear variation of the cut-off frequencies with wavenumber k, with
and without substrate effects. Nonlocal elasticity (dash lines) predicts smaller values
of cut-off frequencies at high values of k, as compared to local elasticity. Because
of the substrate effect at k, = 0, the flexural wave has nonzero cut-off frequency,
axial waves have zero cut-off frequency as shown in Fig. 10.14a.

The deformed wave modes of the graphene with and without substrate effect are
shown in Figs. 10.15-10.17 at the wave frequencies w;, @y and w3 as marked in
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Fig.10.11. These figures clearly shows the nature of wave propagation in graphene
(see Figs. 10.15-10.17). The deformed wave modes is shown for k, = 5.0 nm~L.

The contours of ky, versus k, are shownin Figs. 10.18, 10.19 for local and nonlocal
elasticity, respectively, for w|, w; and w3. Because of substrate effect, the flexural
wavenumbers are showing a different phenomena for both from local and nonlocal
case.

10.4 Temperature Effects on Wave Propagation in Nanoplates

We have seen from the last section that the mono layer graphene, modeled as covlan-
etly bonded honeycomb carbon atoms nanoplates, exhibited some very interesting
waveguide properties at very high frequencies in the order of terahertz. In this section,
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Fig. 10.15 Deformed wave modes in x-direction (#) for a w; = 10 THz, b w, = 25 THz and ¢
w3 = 35 THz, as indicated in Fig. 10.11. Blue circles are the initial positions of atoms and the red
faced dots are the displaced positions of atoms

we will study the effect of temperature on the wave behavior of a nanoplate. As said
before, the work regarding this topic that is reported in the literature is minimal.

Lately, some researches indicated that the thermal effects on the mechanical
behaviors of the carbon nanotubes are obvious. Jiang et al. [24] developed a method
to determine the thermal expansion coefficient for the nanotubes. In their research,
it is concluded that the thermal expansion coefficient is negative for the low or room
temperature but positive for the high temperature. Then some works on the mechan-
ical characteristics of the carbon nanotubes with thermal effects are reported in the
literature [25, 26]. Recently, Wang et al. [27], studied the thermal effects on the
vibration properties of the double-layered nanoplates. They have shown that the
vibration properties can be obviously tuned by the thermal effects and the influences
on the vibration behaviors are usually different for different modes.

Due to the lack of the study on the ultrasonic wave dispersion properties of the
nanoplates, this section is motivated on the use of nonlocal continuum mechanics to
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Fig. 10.16 Deformed wave modes in y-direction (v) for a w; = 10 THz, b w, = 25 THz and ¢
w3 = 35 THz, as indicated in Fig. 10.11. Blue circles are the initial positions of atoms and the red
faced dots are the displaced positions of atoms

study the wave dispersion properties of the nanoplates due to the axial stress caused
by thermal effects. The thermal effects and the nonlocal scale influences on the wave
dispersion properties are discussed in detail.

10.4.1 Governing Equations of Motion Including Thermal Effects

We have said earlier that the constitutive relation for any nonlocal elastic solid may
be simplified to

(1 - gzvz) tij = Cijki€ki (10.95)

where g = epa is the nonlocal scale parameter.
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and ¢ w3 = 35 THz, as indicated in Fig. 10.11. Blue circles are the initial positions of atoms and
the red faced dots are the displaced positions of atoms
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Expanding the terms in the Eq. (10.95), the two-dimensional nonlocal constitutive
equation with the partial differential form will be

5 [ty 3Pty
Oxx — & 37 + 3y? = Ci1&xx + Cr28yy (10.96)

9%t 8%t
2 yy ¥y
w8 (8x2 + dy?2

) = Ca16xx + Cx6yy (10.97)
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8ty 0%t
Txy — g2 (WXZ} + 3y);y) = Ce6Yxy (10.98)

where, o, and oy, are the normal stresses in x and y directions respectively and 7,y
is the in-plane shear stress. For the case of an isotropic plate, the expressions for C;;
in terms of Young’s modulus E and Poisson’s ratio v are givenas C1; = Cy =

1—v2°
E E
Cpp=0Cy = _l‘ivz and Cgg = (EE

The above constitution relations with consideration of thermal effects will be
written as

9%t 9%t EaT

Oxx — g2 ( 8xxzx —+ ayxzx) — Cllé‘xx -+ Cleyy —_ m (1099)
8%t 821, EaT

oy — & ( I a;zy) = Caten + Ceyy — (10.100)
9%t 321,y

Txy — 82 (szy + 8):;)) = Ce6Vry (10.101)

where « is the thermal conductivity of the nanoplate and 7 is the temperature. The
vibration equation for the nanoplates is expressed as [28, 29]

My My, 37My, 3w 5 Pw 3w 3w
a2 P axay T oy T NTH <ﬁ+ mm—yz) =P
(10.102)
where w is the deflection, N7 is the thermal stress due to the temperature change,
p is the mass density, /4 is the thickness of nanoplate and ¢ is the time.
The bending moment in Eq. (10.102) (i.e. My, My, and My,) can be given as
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o
=/h Ztexdz, (10.103)
2
o
/ thyd17 (10.104)
7
"
Myy—/h Ztyydz (10.105)
2

Based on Egs. (10.99-10.101) and (10.103-10.105), the bending moments are given
as the following form:

My M 32 3? M
My — g ( = —) =D (—W + v—w) ~ = (10.106)

0x2 ay? ax2 ay? 1—v
M 2M,, P*w  Mry
Moo — o2 | —X 4 Z 7)Y p(1— — 10.107
w8 ( 9x2 + ay? ( v)8x8y 1—v ( )
FMyy | B*M,y, Fw 0w
My, — g* > 2 )=-D|—5 +tv— 10.108
w8 ( ax2 + dy? 9y? +U8x2 ( )

where D = Eh3/[12(1 —v?)]is the bending stiffness of the nanoplate and M7y =

f +}f’ /22 EoT zdz. Furthermore, the thermal stress can be expressed as

NTH = — X h (10.109)

—v
where « is the thermal expansion coefficient and T the temperature change.

According to Egs. (10.102), (10.108), and (10.109), we can obtain the nonlocal
governing equation for the nanoplate with thermal effects as

b 84w+2 3w +34w N 3w +32w
x4 9x29y2 oyt TH ax2 9y2?

N 2 84w+2 *w +84w N h82 hel *w N a*w
THE \ 58 T 9292 Ty | 7° PR\ ax2ar2 T 9y20r2

(10.110)

10.4.2 Thermo-Elastic Flexural Wave Dispersion Analysis

The wave dispersion formulation begins by assuming a solution of the displacement
field. In particular, time harmonic waves are sought and it is assumed that the model
is unbounded in Y —direction (although bounded in x —direction). Thus, the assumed
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form is a combination of Fourier transform in Y —direction and Fourier transform in
time

N M
wix,y, 1) =D > (x)el e I, (10.111)

n=1m=1

The w, and the 1, are the circular frequency at n'” sampling point and the wavenum-
ber in y—direction at the m'” sampling point, respectively. The N is the index cor-
responding to the Nyquist frequency in fast Fourier transform (FFT), which is used
for computer implementation of the Fourier transform and j = +/—1. Substituting
Eq.(10.111) in Eq.(10.110), an ordinary differential equation is obtained for the
unknown w(x).

Since the governing equation is having constant coefficients, its solution can be
written as w(x) = we/**, where k is the wavenumber in x—direction, yet to be
determined and w is an unknown constant. Substituting this assumed form of W in
the ODE gives for w # 0)

T2+ Toh+T3=0 (10.112)

where 7| = D + g*Nry, Tr = 20%(D + ¢°Nryu) — phw?g® + Nry, Tz =
nt (D +g*Nrpy) — pho*(1+ g>n2) + Nrun?, and A = k2. We can see clearly that
the dependence of nonlocal scale parameter g on wavenumber.

The phase speed of the flexural wave is obtained as

Cp = Real (%) (10.113)

The phase speed of the wave will also a function of the nonlocal scaling parameter
and the y—directional wavenumber.

The cut-off frequencies of flexural wave mode is obtained by setting v/A = 0 in
the dispersion relation Eq. (10.112) that is, for the present case one can set 73 = 0.
The cut-off frequency is obtained as

2
wo= | L (— P N2 (10.114)
ph \ 1+ (eoa)’n?, "

The cut-off frequency is directly proportional to the y—directional wavenumber (7;,,)
and also depends on the nonlocal scaling parameter. For 1, = 0, the wavenumbers of
the flexural wave mode have a substantial real part starting from the zero frequency.
This implies that the mode starts propagating at any excitation frequency and does not
have a cut-off frequency. For n,, # 0, the flexural wave mode, however, has a certain
frequency band within which the corresponding wavenumbers are purely imaginary,
where the wave does not propagate. These wavenumbers have a substantial imaginary
part along with the real part, thus these waves attenuate as they propagate.

Next, using the derived dispersion Eq. (10.112), the thermal as well as the nonlo-
cal scale effects on the ultrasonic wave dispersion properties of the nanoplates are
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Fig. 10.20 Ultrasonic wave dispersion characteristics of nanoplate: Wavenumber dispersion with
frequency obtained from a local elasticity (for n,, = 0), b nonlocal elasticity (for n,, = 0), ¢ local
elasticity (for n, = 2nm™ 1Y and b nonlocal elasticity (for n,, = 2nm™ 1. Here N 1s the axial half
wavenumber in y—direction

studied. The material constants for the nanoplate assumed are the Young’s modulus
E = 1.06 TPa, the mass density p = 2250kg/m> and the Poisson’s ratio v = 0.25.
The room or low temperature (i.e., thermal conductivity « = —1.6 x 107° K_l)
and high temperature (i.e., thermal conductivity @ = 1.1 x 107 K1) used for the
nanostructures are considered [30, 31]. The temperature change is assumed in the
range of 7 = 0 to 90 K.

The flexural wavenumber dispersion with wave frequency is shown in Fig. 10.20,
obtained from both local and nonlocal elasticity theories. The figure also shows the
effects of the low and high temperature on the flexural wavenumber in nanoplate. For
the present analysis, the nonlocal scaling parameter is assumed as epa = 0, 0.5 nm.
The spectrum curves shown in Fig. 10.20a, b are for n,, = 0 (represents 1D wave
propagation), Fig. 10.20c, d are for 1,, = 2nm™'. The local elasticity calculation
shows that the flexural wavenumber follow a nonlinear variation at lower values of
wave frequency; and at higher frequencies it varies linearly as shown in Fig. 10.20.
For n,, = 0, the wavenumbers of the flexural wave mode have a substantial real part
starting from the zero frequency. As 7, increases, all the waves are still dispersive in
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Fig. 10.21 Ultrasonic wave dispersion characteristics of nanoplate: Phase speed dispersion with
frequency obtained from a local elasticity (for n,, = 0), b nonlocal elasticity (for n,, = 0), ¢ local
elasticity (for ,, = 2nm~") and b nonlocal elasticity (for 7,, = 2nm~"). Here 1, is the axial half
wavenumber in y—direction

nature as shown in Fig. 10.20c, d. As the y—directional wavenumber increases from
0 to 2 nm~!, the wave modes exhibit a frequency band gap region. The frequency
band within which the corresponding wavenumbers are purely imaginary. Thus,
the flexural mode does not propagate at frequencies lying within this band. Hence,
these wavenumbers have a substantial imaginary part along with the real part, thus
these waves attenuate as they propagate. It can also be seen that from Fig. 10.21, the
frequency band also increases with increase in 7,,.

The effect of temperature on the flexural waves in nanoplate are also significant
(see Fig. 10.20). The magnitude of the flexural wavenumber will be higher in the case
of higher temperature as compared to the low or room temperature. The temperature
plays an important on the frequency band gap of the flexural wave mode. As the
temperature increases for lower values to higher, the magnitude of the frequency band
gap of the flexural waves decreases as shown in Fig. 10.20c, d. Due to nonlocality,
the flexural wavenumber variation become highly linear over a range of frequencies
as shown in Fig. 10.20b, d. The linear variation of the wavenumber with frequency is
mainly due to the consideration of atom—atom interaction at nanoscale level based on
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nonlocal elasticity. The local elasticity calculations show that, at higher frequencies
the effect of temperature on the wavenumbers is not significant (see Fig.10.20a,
¢). However, nonlocal elasticity calculations show that, the temperature effect will
be more significant on the wavenumber at higher frequencies (see Fig. 10.20b, d).
Hence, the results show that one has to consider the effect of temperature at higher
frequency analysis.

The effect of the nonlocal scale parameter and the lower and higher temperatures
on the wave speed are captured in Fig. 10.21. It shows that the flexural wave speeds
are increasing from low frequency to higher values of wave frequency (local elasticity
calculation, epa = 0). As we move to nonlocality (epa # 0), the flexural wave speed
becomes constant at higher values of frequency as shown in Fig. 10.21b, d, which is
due to the linear variation of the wavenumber with frequency. It can also be observed
that, the magnitude of phase speed is higher for the case of low temperature as
compared to the higher temperatures. Over a given frequency range, the magnitude
of the wave speed predicted by the nonlocal elasticity is small as compared to the
local elasticity calculations.

The variation of cut-off frequency with respect to y—directional wavenumber is
shown in Fig. 10.22. The effect of nonlocal scale parameter on the cut-off frequency
is shown in Fig. 10.22a, for zero temperature case. It can seen that as the nonlocal
scale parameter increases, the cut-off frequency decreases over the given range of the
y—directional wavenumber. It means that, the classical elasticity predicts the over
estimated values for the cut-off frequency. The effect of the lower and higher temper-
atures on the cut-off frequency are shown in Fig. 10.22b. For high temperature case,
the cut-off frequencies are smaller and this become significant as the nonlocal scale
coefficient increases. The cut-off frequency difference between low and high tem-
perature will increase as the y—directional wavenumber increases (see Fig. 10.22b).
At higher modenumbers, the temperature effect on the cut-off frequency is very sig-
nificant and cannot be omitted. The effect of various temperatures on the flexural
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Fig. 10.22 Cut-off frequency variation with axial half wavenumber in y—direction for various
nonlocal scaling parameters: a the effect of zero temperature and b the effect of low and high
temperature
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Fig. 10.23 Cut-off frequency variation with axial half wavenumber in y—direction for various
temperatures obtained from (a) local/classical elasticity theory and (b) nonlocal elasticity theory

wave cut-off frequency are shown in Fig. 10.22. Here temperature range is assumed
between 0 — 90 K. The local/classical elasticity calculations show that, the cut-off
frequency will not change with temperature (Fig. 10.23a). The nonlocal calculations
show that, the magnitude of the cut-off frequency will decrease with the increase
in temperature (Fig. 10.23b). Over a given wavenumber range, the cut-off frequency
predicted by the nonlocal elasticity are smaller than that of the classical elasticity.

10.5 Surface Effects on Wave Propagation in Nanoplates

We have seen in the previous chapter on nanobeams, the surface effects had pro-
nounced effect on the wave dispersion. In this section, we will explore its effects on
the ultrasonic wave behavior in nanoplates. In macroscopic and even microscopic
structural elements, such as beams and plates, surface effects can be neglected and
classical theories [32] are sufficient. As the structural size decreases toward the
nanoscale regime, the surface-to-bulk energy ratio increases and surface effects must
be taken into account. It is a well-known fact that the classical continuum theory does
not take into account the so-called size effect.

Some of the work reported on surface effects are summarized below. Gurtin and
Murdoch [33] developed a mathematical framework for elastic material surfaces
for calculation of surface parameters of nanomaterials. In another work, Shenoy
[34] used an atomistic calculation approach based on crystals lattice energies to
characterize the nanosurface effects. Many other attempts have also been made to
describe both static and dynamic behavior of nanoscale structure with consideration
of surface effects [35-37].

Propagation of surface and bulk waves in the presence of surface elasticity has
profound importance in the area of thin film applications, for example, microelec-
tronic and micro-electro-mechanical systems. The widespread application of micro
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and nanostructured thin film materials has resulted in the need for advanced measure-
ment techniques to characterize their mechanical properties. Both bulk waves and
Lamb waves can be used for this purpose [38]. However, the excitation frequency in
these applications is on the order of GHz-THz and as a result the wavelengths are
comparable to the film thickness or even smaller.

Animportant area of nanotechnology where surface effects are very important, and
that has received increasing interests in recent years is the design and fabrication of
nanomechanical and nanoelectromechanical systems . These are devices integrating
electrical and mechanical functionality at nanoscale. In this regime, NEMS offer a
number of unique attributes such as small size, low mass, high mechanical resonance
frequencies, and high sensitivity. Application of NEMS includes actuators, sensors,
machines and electronics at nanoscales [39]. NEMS can be used to measure extremely
small displacements and forces that lead to new developments for applications in
medicine, computers, communications, etc. The principal components of NEMS
are mechanical elements that either deflect or vibrate in response to the external
excitations, and a transducer that can convert mechanical energy to electrical or
optical signals. Nanostructures such as nanobeams, nanoplates, and nanomembranes
are the common components of NEMS mechanical parts, while the electrical parts are
accounted through the surface effects. Structural integrity, reliability, and durability
of NEMS are important issues in practical applications. Therefore, understanding
the mechanical properties, response, and stability of NEMS structural elements is
crucial to the exploitation of NEMS technology.

Due to the surface energy effects at nanoscale, the investigation of the mechanical
behavior of nanostructures with surface energy effects remains a topic of substantial
interest. Lagowski et al. [40]carried out an experiment to measure the natural fre-
quencies of GaAs wafers in the configuration of cantilever beams within a small-scale
region. They found that the natural frequencies substantially depend on the surface
stress, which cannot be explained by classical theory of vibration. To investigate this
experimental phenomenon, Gurtin et al. [41] developed a simple one-dimensional
beam model to illustrate that the beam resonant frequency is independent of the
surface stress and therefore the experimental results require a different explanation.
Wang and Feng [42] developed a sandwich-beam model to study the effects of sur-
face elasticity and surface tension on the natural frequencies of micro or nanosized
beams and revealed that when the thickness of beams reduces to microns or nanome-
ters, both the surface elasticity and surface tension have significant effects on its
vibration frequency. Yang et al. [43] and Ekinci and Roukes [44] have fabricated
nanometer scale electromechanical beam resonators and examined their response
experimentally. Wang et al. [45] studied the surface buckling of a microbeam due to
surface energy effects. Sadeghian et al. [46] studied the effects of surface stress on
resonance frequency of nanocantilevers. Recently, Lachut and Sader [47] proposed
a three-dimensional model to examine the surface stress effects on the stiffness of
cantilever plates. Lim and He [48] analyzed the deformations of nanofilms under
bending by incorporating the surface elasticity effects into Von Karman plate theory.
Lu et al. [49] complemented Lim and He’s model [50] by considering the normal
stress variation along the thickness direction and presented a general model for static
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and dynamic analysis of thin film structures. He and Lilley [51], [52] studied the
surface energy effects on static bending and bending resonance of nanowires with
different boundary conditions.

Based on the above introduction and literature survey, it can be seen that under-
standing the size-dependent behavior of beam-like structures at nanoscale is essential
for effective NEMS design. The nonlocal continuum modeling approach account-
ing for surface energy effects is considered to be attractive due to its simplicity and
computational efficiency. In this section, we study the surface effects on the wave
behavior of nanoplates . Again using the spectral analysis, several interesting wave
propagation properties are captured in this study.

10.6 Mathematical Modeling of Nanoplate with the Surface
Effects

The present surface effect model of a nanoplate is the extension of the beam model
presented in Chap. 7. That is, the surface effect model consists of a heterogeneous
nanoplate composed of three layers: a bulk layer (middle) and two finite thickness
surface layers (upper and lower). The geometry of the nanoplate with degree of
freedom and its elastic properties (E, p and v) are illustrated in Fig. 10.24. The
elastic properties of the bulk part are E, v, p which are, respectively, its elasticity
modulus, Poisson’s ratio, and mass density. To simulate the upper and lower surface
effects, two thin layers with surface elasticity modulus of E,, E;, respectively are
considered. Thickness of the surface layers are taken as /4, and h; for upper and lower
layers. Surface residual stress is shown by 7y while O (x) indicates the transverse
distributed loading induced by the residual surface tension. In order to deal with
the problem of zero thickness of surface layers, the model is idealized to possess the
property of E, h,, and E;h; of a constant magnitude equal to E as a material property.
Surface residual stress effects, which act due to transverse loads can be calculated
by Laplace Young equations. Stress jump across each surface [53] is related to the
curvature tensor by

(ot

i} — 01 )ninj = Ogpkap (10.115)

Fig. 10.24 Configuration of
nanoplate (material proper-
ties: Young’s modulus E,
Poisson’s ratio v and density E X,
p) with two thin surface layers
of surface elasticity modulus
E; and surface residual stress
70

X3 Uy
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where « is the surface curvature describing both the singly- and doubly-curved sur-
faces. In addition, O’;ﬂ stands for surface stresses (o, B = 1, 2) with n; being the
components of the surface unit normal vector where i = 1, 2, 3. Thus, Laplace-
Young equation below describes the transverse load on the plate undergoing lateral
displacement

O(x1, x2) = 210V?u3 (10.116)

In the above equations, u3 = u3(xy, x2) represents transverse displacement along x3
axis. As mentioned earlier in this investigation, Kirchhoff plate theory is modified to
include surface effect parameters. To derive the fundamental equation of motion of
nanoplates, principle of virtual work is applied. As the first step, the surface potential
energy I1 }fe can be expressed as

15, = Q(x1, x2) x uz(x1, x2) = 270u3V>u3 (10.117)
The constitutive relation is obtained from nonlocal elasticity to capture the nanoscale
size effects. The nonlocal constitutive relation is written as

(1-92V2) ) = cijurew (10.118)

where © = epa, which is same as g used in the earlier chapters and a is an internal
characteristic length (lattice parameter, granular size, or molecular diameters) and
eo is a constant appropriate to each material for adjusting the model to match some
reliable results by experiments or other theories.

Using all the appropriate assumptions and nonlocal constitutive relation, the non-
local governing differential equation of wave propagation of the nanoplate with
consideration of scale effects is given by

21V U3 + 22ii3 — 2202 V23 — 23V2ii3 + 2392 Vi3 — 0+ 92V20 = 0 (10.119)

where V? = 9%/ Bxlz + 02/ 8x§. The parameters involved in the above governing
equation are described as follows

_ Bk + EW D1+ 8 E; (10.120)
T Ty hE) '
2 = ph, (10.121)
ph?
_ 10.122
z3 2 ( )

where D is the flexural rigidity of the nanoplate.
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10.6.1 Dispersion Characteristics

For aharmonic wave propagation in a nanoplate, the displacement field can be written
in complex form as

N M

uz(x1,x, 1) = D D diz(xp)emeiont (10.123)

n=1m=1

The w,, and the ka,, are the circular frequency at n' sampling point and the wavenum-
ber in x,—direction at the m'" sampling point, respectively.

Substituting Eq.(10.123) in Eq.(10.119), an ordinary differential equation is
obtained for the unknown #3(x;). Since this ODE will have constant coefficients,
its solution can be written as 43(x;) = ize’ kixi where k; is the wavenumber in
x1—direction, yet to be determined and 3 is an unknown constant. Substituting this
assumed form of i3 in the ODE and assuming ii3 # 0 gives

Hyk} 4+ Hayk? 4+ Hy = 0 (10.124)
where
Hy = 71 + 2199 — 23070, (10.125)
Hy = 2z1k3 + 210 — 30 (1 + 20%k3) — 2021007, (10.126)
Hy = z1k5 + Quok3 — 220 — z30%k3) (1 4 9%k3). (10.127)

Note that the subscript m is dropped from the y directional wave number for con-
venient naotation. The wavenumber is a function of wave frequency, the nonlocal
scaling parameter g, the x,—directional wavenumber, and the material properties
(E & p) of the nanorod as well as the surface properties. Equation (10.124) is solved
to obtain x directional wavenumber as a function of nonlocal scale parameter g,
surface effect parameter 7g, and the y directional wavenumber 7,,,.

Next, we will compute the wave speeds, namely the phase and group speeds, with
the usual expressions These wave speeds, it will be seen, also depend on the nonlocal
scaling parameter, the x, —directional wavenumber and material properties of the
surface layer and nanoplate. These expressions are quite long and hence the explicit
expressions are not given here. These can be easily computed from the wavenumber
equation Eq. (10.124).

The cut-off frequencies of flexural wave mode is obtained by setting k1 = 0 in
the dispersion relation Eq. (10.124) that is, for the present case one can set Hy = 0.
The cut-off frequency is obtained as
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Zlk%
1+92k3

22 + 2343

+ 2‘1,'0
(10.128)

Weyr = ko

The cut-off frequency is directly proportional to the x;—directional wavenumber
(k2) and also depends on the nonlocal scaling parameter and material properties of
the surface layer and nanoplate. For k» = 0, the wavenumbers of the flexural wave
mode have a substantial real part starting from the zero frequency.

Next, we will examine the existance of escape frequency, which is one of the
fundamental property of the system modeled by nonlocal elasticity. Its value can
be analytically determined by looking at the wavenumber expression and setting
k1 — oo. This amounts to setting the Hs = 0, which gives

1 |z1 + 21092
Wescape = 5 T (10.129)

It can be seen that the escape frequency of the flexural wavemode is highly dependent
on both the nonlocal scale parameter and the surface stress.

Next, the scale-dependent wave propagation characteristics of a nanoplate is stud-
ied through illustrative plots. We consider the material properties of an anodic alu-
mina with crystallographic orientation in (111) direction (obtained from Ref. [54,
55])asfollows: E = 70 GPa, p = 2700kg/m3, E; =5.1882N/m, 9 = 0.9108 N/m.

A comparison of dispersion relations of a graphene sheet (nanoplate) with a size
of 3.62 nm x 15.03 nm obtained from molecular dynamics (MD) simulations [56],
the nonlocal finite element plate model [56], and the present nonlocal model is shown
in Fig. 10.25. All these simulations are done without considering the surface effects.
It can be seen that the present model results matches with the MD simulation results
for a nonlocal scale parameter values of 0.15 nm. It can be observed that the phase
speed increases with the wavenumber in this nanoplate.

The effect of the surface properties on the flexural wavenumber dispersion with
wave frequency in the nanoplate is shown in Fig. 10.26, obtained from both local and
nonlocal elasticity theories. For the present analysis, the nonlocal scaling parameter is
assumed as ¥ = 0.5 x 10~2 m. The spectrum curves shown in Fig. 10.26 is plotted for
the case of kp = 0 (represents 1D wave propagation). The local elasticity calculation
(Fig. 10.26a) shows that the flexural wavenumber follows a nonlinear variation at
low values of wave frequency; and at higher frequencies it varies linearly. It is clear
that, in the presence of the surface effects, the wavenumber will decrease compared
to the surface stress-free case. It means that the surface properties are significant at
nanoscale and cannot be neglected. For k; = 0, the wavenumbers of the flexural
wave mode have a substantial real part starting from the zero frequency.

The wavenumber dispersion with frequency obtained from nonlocal elasticity
(® = 0.5x 1072 m)is shown in Fig. 10.27b. The observations made in local elasticity
are also valid for nonlocal elasticity case. The only difference is that, because of
nonlocal elasticity, the wavenumbers of the flexural wave become highly nonlinear
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Fig. 10.25 Comparison of dispersion relations of a graphene sheet as nanoplate with a size of 3.62
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Fig. 10.26 The effect of surface effects on wavenumber dispersion with wave frequency in
nanoplate obtained from (a) local elasticity and (b) nonlocal elasticity, for k& = 0

and tend to infinity at escape frequency. It can be seen that the wavenumbers before
escape frequency are real and after that it is imaginary (see Fig.10.27b). In the
presence of surface effects, the escape frequencies are higher. This means that, in the
presence of surface effects, the flexural wave will propagate to higher frequencies as
compared to stress-free surface case (see Fig. 10.27b).

The effect of surface properties on corresponding phase speed and group speed
dispersions with the wave frequency are shown in Figs. 10.28 and 10.29, respectively,
obtained from local and nonlocal elasticity. Figure 10.28 shows that the flexural wave
speeds are increasing from lower frequency to higher values of wave frequency
(local elasticity calculation, ¥ = 0). The surface stress will increase the flexural
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Fig. 10.28 The effect of surface effects on group speed variation with wave frequency in nanoplate
obtained from (a) local elasticity and (b) nonlocal elasticity, for ko = 0

wave phase and group velocities (see Fig. 10.28, 10.29). As we move to nonlocality
(¥ # 0), the flexural wave stops propagating as before at escape frequency as shown
in Figs.10.28a and 10.29a, The local elasticity calculation shows that the phase
and group speed of the wave will be nonzero even at higher values of the frequency
(Figs. 10.28a and 10.29a), and it is zero at escape frequency (Figs. 10.28b and 10.29b)
in the nonlocal elasticity case. The magnitude of the phase and group speed will
increase in the presence of the surface effects.

The effect of the surface properties and the x; direction half wavenumber k> on
the wave propagation properties of the nanoplate are shown in Figs. 10.30, 10.31, and
10.32. For the present analysis k5 is assumed as 2 x 10° m~!. As k, increases from 0
to2 x 10 m~!, the flexural waves are still dispersive in nature as shown in Fig. 10.30.
As the xp —directional wavenumber increases, the wave modes are having a frequency
band gap region. The frequency band within which the corresponding wavenumbers
are purely imaginary. Thus, the flexural mode does not propagate at frequencies lying
within this band. It can also be seen that from Fig. 10.30, the frequency band also
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Fig. 10.29 The effect of surface effects on wavenumber dispersion with wave frequency in
nanoplate obtained from (a) local elasticity and (b) nonlocal elasticity, for k& = 2 x 10° 1/m

increase with increase in k. The effects observed in Fig. 10.27 are still valid for
this case also. The surface effects will increase the cut-off and escape frequencies of
the flexural wave as shown in Fig. 10.30a, b. It can also be observed that the cut-off
frequencies will decrease with an increase in scale parameter (observe inset figures
of Fig.10.30). It means that, the nonlocal scale highly affects the frequency band
gap of the flexural waves in nanoplate. It has also been observed that the escape
frequencies are independent of k, from Figs. 10.30 to 10.32.
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As we move to nonlocality (¥ # 0), the flexural wave stops propagating at escape
frequency as shown in Figs. 10.30 and 10.31. For any value of the k3, the escape
frequency of all flexural waves is same. The local elasticity calculation shows that
the wave speeds of the flexural wave will be nonzero even at higher values of the
frequency (Figs. 10.30a and 10.31a), and it is zero at escape frequency (Figs. 10.30b
and 10.31b) in the nonlocal elasticity case. The magnitude of the group speed is
decreasing with an increase in the k; (see Figs. 10.29 and 10.32 a). In the presence of
the surface effects, the wave speeds increase drastically. The local/classical elasticity
calculation shows that, the wave will propagate even at higher frequencies.

The variation of the cut-off frequency of flexural wave with nonlocal scaling
parameter and x,—directional wavenumber (k) are shown in Figs. 10.32, 10.33,
respectively. The cut-off frequency variation shown in Fig. 10.32b is for kp = 1 x
10°, 2 x 102 and 3 x 10°m~!. It shows that for a given k>, as we increase the
nonlocal scaling parameter the cut-off frequency of flexural wave mode decreases.
The surface effects increase the cut-off frequencies of the flexural wave drastically
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and this effect is more prominent for smaller values of the nonlocal scale coefficients.
It has been found that at higher values of the nonlocal scaling parameter, the cut-off
frequencies of the flexural wave will depend on the x,—directional wavenumber,
such difference is clearly seen from Fig. 10.32b. With the consideration of surface
effects, it can be observed that, there is a significant of difference in the cut-off
frequency variation at higher values of the nonlocal scaling parameter. As small-
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scale parameter increases, the cut-off frequencies tend to approach a smaller value
and this effect can be overcome by considering the surface layers over the nanoplate.
The cut-off frequency variation of flexural wave with k7 is shown in Fig. 10.33. For a
given 9, the cut-off frequency will increase as with increase in k. For a given k3, the
local elasticity gives higher values of cut-off frequencies than the nonlocal elasticity.
The surface effects tend to decrease in cut-off frequency. In the nonlocal case, the
relation between the cut-off frequency and the k; is almost linear (see Fig. 10.33).
The effect of different values surface residual stresses () on the cut-off frequency
variation is shown in Fig. 10.34a. Here 7 is assumed as 0 N/m, 0.5 N/mand 1.0 N/m.
The effect of the small-scale parameter is also shown in Fig. 10.33. For ¢ = 0, as
the surface residual stress 7 increases, the cut-off frequency also increases nonlin-
early with k> (Fig. 10.33a). For v = 1.0 x 10" m and v = 2.0 x 10~ m, the cut-ff
frequency variation with k; is shown in Fig. 10.33b, c, respectively. The difference
between the cut-off frequency variation for tp = 0 and 79 # 0 will increase drasti-
cally as we move from local to nonlocal elasticity. This variation is more prominent
for higher values of the wavenumber k». If there is a small variation in the surface
stress, then the cut-off frequency difference is very small and can be neglected for
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¥ = 0. As ¥ increases, this difference is more and cannot be neglected. It means
that the surface stress is more effective for small-scale nanoplate.

The escape frequency variation with nonlocal scaling parameter is shown in
Fig. 10.34b. It shows that as ¢ increases, the escape frequency decreases. For surface
stress-free nanoplate, at higher values of ¢}, escape frequencies approach to very
small value. If surface effects are considered, the escape frequency will increase for
given ¥. As ¥ increase, the escape frequency decreases but will not approach to
smaller value, and it becomes constant with ¥ (see Fig. 10.34b). The effect of the
various surface residual stresses on the escape frequency of the flexural wave is cap-
tured in Fig. 10.34b. As 1 increase, the escape frequency will also increase and this
effect is more pronounced for smaller values of ©. For tp = 0, the escape frequency
decreases drastically with ¥ and approaches to very small value. For 79 # 0, the
escape frequency decreases and approaches to a constant value and it will not have
effect on the variation of scale parameter

10.7 Summary

Wave propagation in graphene sheets (GSs) has been a topic of great interest in
nanomechanics, where the equivalent continuum models are widely used. In this
chapter, we examined this issue by incorporating the nonlocal theory into the classical
plate model. The influence of the nonlocal effects has been thoroughly investigated in
detail for wave propagation behavior. The results are qualitatively different from those
obtained based on the local plate theory and thus, are important for the development
of GS-based nanodevices such as strain sensor, mass and pressure sensors, atomic
dust detectors, enhancer of surface image resolution, etc.

In this chapter, an ultrasonic type of flexural wave propagation model is derived
for a single layer graphene sheet. The nonlocal scale parameter introduces certain
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band gap region in flexural wave mode where no wave propagation occurs. This is
manifested in the wavenumber plots as the region where the wavenumber tends to
infinite or wave speed tends to zero. It has been shown that the cut-off frequency
is a function of nonlocal scaling parameter and the y—directional wavenumber, the
escape frequency is purely a function of nonlocal scaling parameter only.

In addition, the ultrasonic wave propagation in graphene on silicon substrate,
is studied using both local and nonlocal elasticity theories. In our formulation, the
graphene sheet is modeled as an isotropic plate of one-atom thick (/) and the silicon
(Si) substrate is modeled as distributed springs. The nonlocal governing differential
equations are derived for this system from minimization of total potential energy.
An expression for the force constant of C-Si bond is derived as a function of the
distance between graphene and substrate by modifying the Mie-type potential for
hybrid system. After that an ultrasonic type of wave propagation model is also derived
and the results of the wave dispersion analysis are shown for both local and nonlocal
elasticity. From this analysis, we show that the substrate affects the flexural wave
mode only and the frequency band gap of flexural mode is significantly affected
by the substrate. We also show that the cut-off frequencies of inplane (longitudinal
and lateral) and flexural waves depends not only on the y-direction wavenumber,
material properties of graphene and substrate but also on nonlocal scaling parameter.
The frequency band gap of all the fundamental wave modes considered in this chapter
are decreases at higher values of y directional wavenumber in nonlocal elasticity.

Next, an ultrasonic analysis of flexural wave propagation model is derived for a
nanoplate with the consideration of thermal effects. The nanoplate is modeled as an
isotropic plate of one atom thick. For this model, the nonlocal governing differential
equation of motion is derived from the minimization of the total potential energy.
The effect of the nonlocal scale and the low/high temperature effects on the wave
propagation in nanoplates are captured and discussed in detail.

Lastly, the terahertz wave dispersion characteristics of a nanoplate are studied with
consideration of the surface effecters as well as the nonlocal small-scale effects. Non-
local elasticity theory of plate is used to derive the general differential equation based
on equilibrium approach to include those scale effects. Scale and surface property-
dependent wave characteristic equations are obtained via spectral analysis. For the
present study, the material properties of an anodic alumina with crystallographic of
(111) direction are considered. The present analysis shows that the effect of surface
properties on the flexural waves of nanoplates are more significant. It can be found
that the flexural wavenumbers with surface effects are high as compared to that with-
out surface effects. The scale effects shows that, the wavenumbers of the flexural
wave become highly nonlinear and tend to infinite at certain frequency. After that
frequency, the wave will not propagate and the corresponding wave velocities tend
to zero at that frequency (escape frequency). The effects of surface stresses on the
terahertz wave propagation properties of nanoplate are also captured in this chapter.
At the end of this chapter, reader can clearly see the difference in the wave behavior
due to surface effects between the 2-D nanostructure (studied in this Chapter) and
the 1-D nanostructure (studied in Chap. 7).
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Chapter 11
Wave Propagation in Nanoshells

Wave propagation analysis of nanoshells such as CNTs are relevant due to their
various applications, which include sensing superconductivity, transport and optical
phenomena. Both atomistic models as well as continuum models have been reported
in the literature and applied to such applications. The CNTs can have interesting
waveguide properties at very high frequencies in the order of up to terahertz. This
we have seen in earlier chapters. At such high frequencies, continuum model-based
finite element type methods cannot be adopted due to their limitation of the element
size with respect to the wavelength, which is very small at such frequencies. Lattice
dynamics for direct observation of phonons and spectral finite element type method
are more efficient and consistent to analyze such situation. With these theories and
method of analysis, this chapter brings out several interesting features of high fre-
quency ultrasonic wave propagation in CNTs modeled as cylindrical shells, using
nonlocal elasticity theory, which are not observed in macroscale structures.

The analysis here is one order complex than what was presented in Chap. 10, that
is, we bring in all the three motion in the analysis, although the problem can still be
construed as 2-D. In this chapter, we will perform analysis in polar coordinates since
it is natural for shell-type geometry.

Wang and Varadan [1] studied the wave propagation in CNTs based on the pro-
posed nonlocal elastic shell theory. The applicability of the proposed nonlocal elastic
shell theory was especially explored and analyzed based on the differences between
the wave solutions from local and nonlocal theories in numerical simulations. It
was found that the newly proposed nonlocal shell theory is indispensable in pre-
dicting CNT phonon dispersion relations at larger longitudinal and circumferen-
tial wavenumbers and smaller wavelength in the circumferential direction when the
small-scale effect becomes dominant. They have not captured the wave properties of
SWCNT at all frequencies.
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11.1 Wave Propagation in Circular Cylindrical Nanoshells

In this section, the carbon nanotubes are modeled as nonlocal cylindrical shells. So,
for the case of cylindrical shells, the nonlocal constitutive relations are expressed in
polar coordinate systems (R, 6) and are given by

[ 8% 1 92
1= (00a)* | 75 + 25507 | ) {o) = [Cl{e) (11.1)
where
{0} = {oxxs 080, Txp, Tox) (11.2)
{e} = {exx, €00, Va0, Vox}' (11.3)
and
E vE
1—v2 1—12

0
vE E 0
E

= [ 12 1 11.4
(C] 0 0 (11.4)
0 0

o O O

2(1+v)

where oy, oyy are the normal stresses, Tyg, Ty, are the shear stresses, €yy, &gg
are the normal strains, .9, yg, are the shear strains, R is the radius measured
from the mid-plane of the cross section in the following CNT analysis, E is the
Young’s modulus of the material, v is the Poisson ratio, and the parameter ega is the
scale coefficient that captures the small scale or nonlocal effect on the response of
structures in nano-size.

The polar coordinate system employed for analysis is shown in Fig. 11.1, with 6 as
the coordinate in the circumferential direction and v as the corresponding displace-
ment variable. In the nonlocal elastic shell theory, the stress and moment resultants
are defined based on the stress components in Eq.(11.1), and thus can be expressed
as follows by referencing the kinematic relations in Fliigge’s shell theory [2, 3]:

Fig. 11.1 Degree of freedom
defined on a (10,10) single-

walled carbon nanotube (with
8.147 nm length and consist-
ing of 1,340 carbon atoms) 0. v

(7
IR
R s\g‘ o‘"

AT )
q,\.‘.\;’.‘.’:{?’:.} 2
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The stress resultants are given as

+h/2
{N} =/ {o}[H]dz (11.5)
—h/2
+h/2
(M} = —/ {o}[H]zdz (11.6)
—h/2
where
{N} = {Nxx, Noo, Nxg, Nox}" (11.7)
(M} = {Myx, Mg, Myp, Mpy}" (11.8)
and
1+% 0 00
| 0 1+%00
[H] = 0 0 10 (11.9)
0 0 01

Substituting Eq. (11.1) in Egs. (11.5) and (11.6), we get

,[9% 1 82
(1—(eoa) —+ ){N}z[le{d}Jr[Zz]{d} (11.10)

ax2 ' R2 902
[ 8% 1 92
1 — (eoa) w2 T R a2 {M} = [Z3]{d} (1L11)
where
hC(1, 1)L %C(l,Z)% —kc(1,2)
-hC2, DL tce,2S —Lce,2)
Zil = x %9 R 11.12
[21] ﬁc<3,3>% %(%)C(l,z)ai 0 (11.12)
¥CG. g 7 (1T .25 0
3 3?
0 0 SmC(1,1)m 2
h d
_— 0 o0 ~HEC2.2) (1+ @)
h 1— 9 h 1— )
o 0 3 e (7)€L g @(IT”)C(“)@
nr (79 €2 D5; 0 —nr (79 €2 D55

(11.13)
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h 3 3 2
~5RC0 Do + s 2)7 - 12R2C(1 2)@7%(1 Do ;
. 0 3 0 - 2) (1+ W) —hC2(2, 1)ﬁ
; h 3
0 7@(171;)0(1,1)5 1252 A= D
L et — g yeanl Mg vyea 2)87
g 1=VCCD5 5k i 12R 9x00
(11.14)
and
{d} = {u, v, w}" (11.15)

where C(i, j) (i, j = 1, 2, 3) are the elements of the matrix [C]. Here u, v,
and w are the axial, circumferential and radial displacements of the SWCNT wall
respectively (see Fig. 11.1). These displacements are function of x, 6, and 7. R is the
centerline radius of the SWCNT and % is the thickness of the CNT wall, as shown
in Fig. 11.1.

The dynamic equilibrium equations of stress resultant {/N} and moment resultant
{M} are given as [3]

[Z4YN} + [Z5]1{M} = [Zs] {d} (11.16)
where
REZ 0 L 0
[Z4] 0 RLR*Z0 (11.17)
0 R 0 0

0O 0 0 0
(Zs]=| O —g%—Rg% 0 (11.18)
0

202 3" p o p o’
ax2 962 T 9x00 " 9x90

0
[Z¢] = phR? 0 (11.19)
2%

Substituting Egs. (11.10) and (11.11) into Eq. (11.16) leads to following governing
partial differential equations including the nonlocal effects for SWCNT

1—-v)d%u (A+v) v  vow
ax2 2R2 362 2R 9x30 R ax
+A[(1—v)a2_u_Ra3_w+(1—u) 3w ]

2R2 962 ax3 2R 9x062

P2 a2 (ot (11.20)
= — — (éepa —_— .
a2 Y a2 T R2 QD 52502
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2 9x? 2 9x296

r 3%v (o) d*v 1 (o)’ a*v (L2D)
= — — (epa)" —— — —(epa)" ——— .
92~ Y 5i2ax2 T RZOY 512902

D 42
Rox  R2a0 R *

vou 1w wo R284w d*w L a*w
ax*t T T9x2902  R? 904

R83u N 1-v) 3u  G-v) v 2 %w  w
ax3 2R 9x0062 2 9x200 R29602 R?
3w , dtw 1 , dtw
—r|Z_ v — 11.22
[aﬂ (C0d) 5252 ~ R2 09 at2392] (1122)

2 2
where A = (IE_;R)ZD, r = ph%;” ). E, p, vand D are the Young’s modulus, mass

density, Poisson’s ratio, and the effective bending stiffness, respectively.

11.1.1 Wave Dispersion Analysis

The displacements u, v, and w for the SWCNT wall is approximated as general
solution form of the wave propagation can be given by [4, 5],

M—-1N-1

u(x,0,0) = > " Ucos (kf)e I Enr=end (11.23)
m=0 n=0
M—1N-—1

v(x,0,1) = V sin (k§)e~/ Enx—wnD) (11.24)
m=0 n=0
M—1N-—1

wix,0,1) = W cos (k0)e/ Gm¥—ent) (11.25)
m=0 n=0

where U s V, and W represent the longitudinal, circumferential and radial ampli-
tudes of displacements of the SWCNT, respectively. wj is the circular frequency at
the n'" time sample, &,, is the axial wavenumber at m'” spatial sample point and & is
the circumferential wavenumber. Substituting Eqgs. (11.23)—(11.25) into the govern-
ing wave equations (Egs. (11.20)—(11.22)), we get the reduced equations as follows
(Hereafter the subscript n and m are dropped for simplified notations). Writing them
in matrix form, we get the Polynomial Eigenvalue Problem as
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AV A A A%+ A =0 (11.26)
where
000
A4=1000 (11.27)
00 &
000
AP=1000 (11.28)
000
_(1+A2)R£1—V) + F(eoa)2w2 0
A% = 0 -1+ F(eoa)2w2
jAE(1-v) 0
2R
JAE(1—v)
2R
0 (11.29)
2AE2 — 2% + I'(ega)’w?
0 _5(;;‘)) 0
Al= | —E0 0 jA522(3—u> 4 (11.30)
0 _jA522(37v) _j 0
—£2+ I'o*(1 + (epa)?E?) 0
A= 0 —ECMDAY) | P e2(1 + (ega)2E?)
A g3 13
—jAE’R — % 0
—jAER—
0 (11.31)

AE*R? — jAESR + (1 — A) 4 I'(1 + (ega)?62)w?

The wavenumbers can be computed by solving the PEP (Eq.(11.26)). The so-
lution is done for the wavenumbers in circumferential direction k. As said ear-
lier, these wavenumbers are function of frequency, nonlocal scaling parameter, and
axial wavenumber. The corresponding wave speed or phase speed is calculated as
Cp = Real (%) It should be mentioned here that, to obtain the wavenumbers in
axial direction, the Fourier transform should be performed in the circumferential
direction.
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As before, the cut-off frequencies of the SWCNTSs are obtained by setting k = 0
in the dispersion relation (Eq. (11.26)) that is, for the present case of PEP, one can set
|A?| = 0, for the cut-off frequencies of the fundamental wave modes are obtained as

ol = 5 [ L= DAF3A) (11.32)
€ R\ 2I(1 + (epa)?&2)
2
w2:1/1+s<1+m+¢7 1133
© R\ 2I'(1+ (epa)?€?)
;1 1+ 8204+ A — /X
@ R\/ 21 (1 + (e0a)?€2) (139

where x = 1 —2&2(1 — 2v2) 4+ £*(1 +2A 4+ 8vA) —2A&%(1 —2A) + A2&8. Here
suffix '¢’ stands for cut-off. These cut-off frequencies are dependent on the nonlocal
scaling parameter and the axial wavenumber. It has been shown that the nonlocal
scale effects does not change the cut-off frequencies of all the wave modes where as
the axial wavenumber shows a significant variation in cut-off frequencies.

As already mentioned, k is obtained for a given value of &. Hence, here unknown
value is £. After solving |A?| = 0, the cut-off frequencies are obtained as function
of &, epa and material properties of the structure. The local elasticity theory, which
does not consider the internal length scale, the dispersion behavior will be markedly
different compared to the results of nonlocal elasticity case.

The escape frequency value can be analytically determined by looking at the
wavenumber expression and setting k — oo in Eq.(11.26), which gives

1
1
w, = ————————
© (eoa)VT

W= ! ,/(1+A)(”_1) (11.36)
¢ (epa) 2r

Here suffix ¢’ stands for escape. These escape frequencies are inversely proportional
to the nonlocal scaling parameter and are also a function of the material properties
of the SWCNT. These frequencies are independent of the axial wavenumbers (&).
The nonlocal scale coefficient introduced significant variation in escape frequencies
of all the fundamental wavemodes.

Next, numerical experiments are presented to analyze the effect of nonlocal elas-
ticity on ultrasonic wave properties of SWCNTs modeled as nanoshell. A major
difference in modeling SWCNT as a Beam (in Chap.7) and nanoshell is that in
the later, the breathing wave modes or optical modes can be effectively captured.
The material properties of SWCNT assumed for the present analysis are as follows,

(11.35)
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Young’s modulus, Eh = 360 J/m?, mass density, p = 2700 kg/m> and Poisson’s
ratio, v = 0.27. The SWCNT wall thickness 2 = 0.34 nm. The effective bending
stiffness, D is taken as D =2 eV (1 eV = 1.6021 x 10~!° N/m?). The diameter of
SWCNT is assumed as 2.0 nm. The nonlocal scale coefficient (ega) is taken as 0 and
0.3 nm, for the present analysis.

The developed SWCNT shell model is validated by comparing the simulated
results with those available in the literature. In Fig. 11.2, the acoustic phonon dis-
persion relation of a (10,10) SWCNT with R = 0.678 nm and 7 = 0.045 nm are
presented.

The present results are compared with the corresponding results (for first mode)
obtained from ab initio [6] and 3-D elastodynamic continuum [7] models. In the
figure (Fig.11.2), the frequencies in optical unit are presented for varying axial
wavenumber k normalized as k x (R — h) (Note: In this work, the Young’s modulus
(assumed as constant) is considered to be independent of the radius. The radius R of
(N, N) SWCNT is calculated as R = 31\%’%, where ac_c is carbon bond length
and equal to 0.142 nm. In the Fig. 11.2, the frequencies are expressed in optical units
cm~ !, where the conversion is given as, | Hz = 3.336 x 10~ em™1). It can be
seen, that the acoustic phonon dispersion relation predicted by the present model is
in good agreement with that obtained from references [6, 7].

The derived polynomial eigenvalue problem for the present SWCNT shell is given
in Eq. (11.26). This PEP is obtained by substituting the spectral form of displacement
field (Egs. (11.23)—(11.25)) into the governing differential equations (Eqgs. (11.20)—
(11.22). The PEP is solved for the eigenvalues. Once assuming {ﬁ # 0, V=
0, W = 0}, we obtain eigenvalues (i.e., wavenumbers) of the longitudinal/axial
wave mode. Likewise we obtain for the remaining wave modes. Once these are
identified, we solve for the entire PEP for all the eigenvalues/wavenumbers. This is
the easiest way to identify the type of wave in a given structures.

Figure 11.3a shows the real and imaginary parts of the circumferential wavenum-
ber of a SWCNT obtained from both local/classical and nonlocal shell theories for

Fig. 11.2 A Comparison 200 ‘ ‘ > -
. . Radial -7 w
of acoustic phonon disper- - a
sion relation for a (10,100 ~ f——=g--""" mm gl TT o S
single-walled carbon nan- 150l e 7
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from ab initio results and g ’ i
3D-elastodynamic continuum S 100t / 7
. g Axial
models with the present con- @ ,
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tinuum shell model 0 P
S Y
= 5t
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Fig. 11.3 Dispersion relations for a SWCNT obtained from both local and nonlocal Fliigge shell
theories for axial wavenumber £ R = 0 (a) Wavenumber variation (b) Phase speed variation

zero axial wavenumber. These wavenumbers are obtained assuming variation only
in the circumferential direction. Thick lines represent the real part and the thin lines
show the imaginary part of the wavenumbers. From Fig. 11.3a, for SWCNT, for local
elasticity solution, it can be seen that there are three modes of wave propagation,
namely, axial circumferential and radial. The wavenumbers for the axial mode has a
linear variation with the frequency, which is in the THz range. On the other hand, the
circumferential wavenumbers have a nonlinear variation with the frequency, which
indicates that the waves are dispersive in nature. However, the wavenumbers of this
circumferential wave mode have a substantial real part starting from the zero fre-
quency. The radial mode, however, has a certain frequency band within which the
corresponding wavenumbers are purely imaginary. Thus, the radial mode does not
propagate at frequencies lying within this band. Both the circumferential and radial
wavenumbers have a substantial imaginary part and hence, these waves attenuate as
they propagate.

Figure 11.3a also shows the wavenumber dispersion obtained from nonlocal elas-
ticity. It can be seen that because of nonlocality, as in the most nonlocal models,
the wavenumber tends to reach infinity at escape frequencies and the correspond-
ingly, the wave velocity tends to zero at these frequencies indicating localization and
stationary behavior (shown in Fig. 11.3b). Observe that the circumferential waves
are not following the nonlocal elasticity behavior that is, the wavenumbers are not
tending to infinity and the corresponding wave speeds are not zero. It shows that
the circumferential waves will propagate at any frequencies whereas the axial and
radial waves will propagate up to the respective escape frequencies only. The non-
local elasticity does not affect the cut-off frequencies of these waves. Figure 11.3b
clearly shows the nonlocal elastic effects on wave velocities in SWCNT. The local
elasticity calculation shows that all the three wave will propagate at any frequencies.
The nonlocal elasticity calculation shows that the axial and radial waves will stop
propagating at their respective escape frequencies where as the circumferential wave
will propagates dispersively at higher frequencies. The magnitudes of wave veloci-
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Fig. 11.4 Dispersion relations for a SWCNT obtained from both local and nonlocal Fliigge shell
theories for axial wavenumber £ R = 1 (a) Wavenumber variation (b) Phase speed variation

ties of circumferential waves are smaller in nonlocal elasticity as compared to local
elasticity (see Fig. 11.3b).

Figure 11.4a shows the variation of circumferential wavenumbers obtained from
both local and nonlocal elastic shell models, for an axial wavenumber of §R = 1.
Here, coupling exists between the axial, circumferential, and radial wave modes. It
can be seen that the axial mode has a nonlinear variation with frequency unlike of
what is shown in Fig. 11.3a. This nonlinear variation occur due to the coupling arising
from the coupled displacement fields. Thus, here, the axial modes are dispersive in
nature. Next, the real part of the wavenumbers for the axial mode exists after cut-
off frequency. This implies that the mode start propagating only after the cut-off
frequency. In Fig. 11.3a, where £ R = 0, such cut-off frequency does not exist for
the axial mode. The radial mode, however, shows similar pattern as in Fig. 11.3a and
has a frequency band within which the waves do not propagate. The circumferential
mode also shows similar pattern as in Fig. 11.3a and does not have a frequency band.
The importance of this figure is to check the effect of axial wavenumber on the wave
behavior in SWCNT. For £ R # 0, the wavenumbers for the axial mode exists after
a certain frequency band. The phase speed variation obtained from both local and
nonlocal elastic models for £ R = 1 is shown in Fig. 11.4b.

Equations (11.35) and (11.36) gives the expression for escape frequencies of radial
and axial wave modes, respectively. From these expressions, it is clear that escape
frequency values are independent of SWCNT diameter, for both wave modes. How-
ever, the phase speed amplitudes may change. Figure 11.5 shows the variation of
escape frequencies of axial and radial wave modes with the nonlocal scaling pa-
rameter. It shows that as epa increases, the escape frequency decreases. At higher
values of epa, escape frequencies approach to very small values. Figure 11.6 shows
the dependence of the escape frequency on the CNT radius and the nonlocal scaling
parameter. From this figure, it is clear that the escape frequency does not vary with
the radius of SWCNT. As the nonlocal scaling parameter increases the magnitude of
the escape frequency decreases for both the wave modes as shown in Fig. 11.6a—d.
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The cut-off frequency variation with radius (R) of SWCNT is shown in Fig. 11.7.
Figure 11.7a, b, and c are shown for §R = 0, 1 and 5, respectively. When §R = 0,
the cut-off frequencies exists for only radial wavemodes. As the radius of the nanotube
increases, the cut-off frequency decreases and at higher values of R the cut-off
frequency approaches to very small values. The cut-off frequency of the radial wave
for different values of nonlocal scaling parameter is given in Table 11.1. It has been
found that the cut-off frequency will not vary with the nonlocal scaling parameter.
Figure 11.7b, ¢ (when £ R # 0), shows that the cut-off frequencies exists for both
the axial and radial wave modes. As the radius of the nanotube increases, the cut-off
frequencies of axial and radial waves will decrease and at higher values of R the
cut-off frequencies approach to very small values. These cut-off frequencies will
also not vary with the nonlocal scaling parameter as given in Tables 11.2 and 11.3.
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Table 11.1 Radial wave cut-off frequencies (wf )yin THz for§R =0

335

Ry (nm) a)f @ ega = 0.0 nm a)f @ ega = 1.0 nm a)CR @ ega = 10.0 nm
0.5000 6.4335 6.4335 6.4335
1.5556 2.0679 2.0679 2.0679
2.6111 1.2319 1.2319 1.2319
3.6667 0.8773 0.8773 0.8773
47222 0.8773 0.8773 0.8773
5.7778 0.5567 0.5567 0.5567
6.8333 0.4707 0.4707 0.4707
7.8889 0.4078 0.4078 0.4078
8.9444 0.3596 0.3596 0.3596
10.0000 0.3217 0.3217 0.3217

Table 11.2 Radial wave cut-off frequencies (wf )in THz forER =1

Radius of CNT (nm)  «f @ epa =0.0nm  wf @ ¢pga =1.0nm  ©f @ e¢pa = 10.0 nm
0.5000 7.0626 7.0626 7.0626
1.5556 2.2658 2.2658 2.2658
26111 1.3496 1.3496 1.3496
3.6667 0.9611 0.9611 0.9611
4.7222 0.7462 0.7462 0.7462
5.7778 0.6099 0.6099 0.6099
6.8333 0.5157 0.5157 0.5157
7.8889 0.4467 0.4467 0.4467
8.9444 0.3940 0.3940 0.3940
10.0000 0.3524 0.3524 0.3524

Table 11.3 Axial wave cut-off frequencies (a)?) in THz for§R =1

Radius of CNT (nm) @2 @ epa =0.0nm w2 @ epa = 1.0nm  w? @ ¢pa = 10.0 nm
0.5000 5.7481 5.7481 5.7481
1.5556 1.8494 1.8494 1.8494
26111 1.1018 1.1018 1.1018
3.6667 0.7847 0.7847 0.7847
4.7222 0.6093 0.6093 0.6093
5.7778 0.4980 0.4980 0.4980
6.8333 0.4210 0.4210 0.4210
7.8889 0.3647 0.3647 0.3647
8.9444 0.3217 0.3217 0.3217
10.0000 0.2877 0.2877 0.2877
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11.2 Fluid-Filled Nanoshells

Fluid-filled nanotubes modeled as hollow SWCNT beam using both local and non-
local theory was presented in Chap.7. It was shown that the fluid loading on the
walls of the nanobeam had significantly influenced the dispersion characteristics
of the nanobeam. In this chapter, we will model the same problem, wherein the
SWCNT will be modeled as a nanoshell containing the fluid. The major feature of
such modeling is that in addition to the regular axial and transverse modes (acoustic
phonon modes), we will be able to capture the cross-sectional breathing modes
(optical modes). Analysis based on both local and nonlocal elasticity models will
be presented and in particular, the effect of fluid on the circumferential or breathing
modes will be investigated in detail. The modeling of SWCNT will again be based
on Fliigge’s thin shell theory [3] . The three degree of freedom nanoshell is shown in
Fig. (11.1). The governing differential equations including the nonlocal effects for
the fluid-filled SWCNT are given as

Zu A —v)d*u (A+v) 3% v ow
9x2 2R2 902 2R 9x30 R dx

(1 —v)0%u Pw  A-v) 3w
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a—v»)D I — ph(1—v2)

where A = oL = "m
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where u, v, and w are the axial, circumferential and radial displacements of the
SWCNT wall, respectively. These displacements are function of x, 6, and ¢. R is
the centerline radius of the SWCNT and £ is the thickness of the wall. E, p, v and
D are the Young’s modulus, mass density, Poisson’s ratio, and the effective bending
stiffness, respectively. The equation of motion of fluid in the cylindrical shell is given

by [8]
19 [ 8pf] 1 |:32pfj| ?pf 1 9%p/

—— | R=— A R TR 11.40
R OR R 962 9x2 c§ 912 ( )

where p/ is the acoustic pressure and C 7 is the sound speed of the fluid.

11.2.1 Wave Dispersion Analysis

The displacements u, v, and w for the SWCNT wall is approximated as general
solution form of the wave propagation can be given by,

u(x,0,1) = Uexp{—j (k% — wt)} cos (k°0) (11.41)
v(x,0,t) =V exp{—j (k?x — wt)}sin (k°0) (11.42)
w(x,6,1) = Wexp{—j (k% — wt)} cos (k°0) (11.43)

where U s V, and W represent the longitudinal, circumferential, and radial ampli-
tudes of displacements of the SWCNT, respectively. w is the circular frequency,
k* and k¢ are the axial and circumferential wavenumbers, respectively. Substituting
Egs. (11.41)—(11.43) into the governing wave equations (see Eqgs. (11.37)-(11.39)),
we get the reduced equations as follows. Writing it in matrix form, we get the
Polynomial Eigenvalue Problem as,

A% 4 A% A% AR+ A =0 (11.44)
where,
000 000
A4=1000 Al=1000 (11.45)
00 1? 000
(1+A)(1 V) 4 F(eoa)2 2 0
A = 0 —1 4 I'(ega)’w?
JAKY(1—v) 0

2R
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AT (1—v)
2R
0 (11.46)

2AK =28 4 T (ega)? (P + o)

K (14v)
0 _ ey 0
Al = | -kl 0 W + (11.47)
a2
0 Y 2(3—\)) —j 0
—k%* + I'ox 0
0 (12 —
A0 — 0 _KGADA=Y P2y
—jAke’ R — K 0

. 3 Jjk%v
—JAka R — R

) 3 0 (11.48)
Ak R? — jAKT R+ (1 — A) + I'yx(«?® + P§)

where x =1+ (eoa)zk“z. The wavenumbers can be computed by solving the PEP
(Eq.11.44). The phase speed is calculated from the definition of phase speed as
Cp = Reallw/k°].

Based on the displacement modes (Eqgs.(11.41)—(11.43)) of dynamic response
to a fluid-filled SWCNTs, the pressure caused by a fluid liquid in the CNT should
satisfy the acoustic wave equation (Eq.(11.40)) in cylindrical co-ordinates, which
can be expressed as

pf = Py Z, (k" R) exp{—j (k“x — wt)} cos (k°0) (11.49)
where
o . w? 2 12
A Ly (Y e (11.50)
k"Z, (k" R) Cf

where p ¢ is the density of the fluid, where Z,, denotes a Bessel function J,, of order n
when k" > 0, and the modified Bessel function 7, when k" < 0. Here k" represent
the radial wavenumber.

Next, numerical experiments are presented to analyze the ultrasonic wave prop-
erties of fluid-filled SWCNTs including nonlocal scale effects.

The material properties of SWCNT are as follows, Young’s modulus, Eh =
360 J/m?, mass density, p = 2700 kg/m> and Poisson’s ratio, v = 0.27. The
SWCNT wall thickness 7 = 0.34 nm. The effective bending stiffness, D is taken as
D =2eV (1eV =1.6021 x 107! N/m?). The SWNTs have a diameter of 2.0 nm.
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Fig. 11.8 Wavenumber [thin lines-imaginary; thick lines-real] and phase speed dispersion in fluid-
filled SWCNTs: (a) & (b) local elasticity, (¢) & (d) nonlocal elasticity

The property of water fluid has the density of 1000 kg/m? and the free wave speed
of 1500 m/s.

Figure 11.8a and c show the real and imaginary parts of the circumferential
wavenumber of fluid-filled SWCNT for local elasticity and nonlocal elasticity,
respectively. These wavenumbers are obtained by assuming variation only in the
circumferential direction. The thick lines represent the real part and the thin lines
show the imaginary part of the wavenumbers. From Fig. 11.8a, it can be seen that
there are three modes of wave propagation, namely, axial, circumferential, and radial.
The wavenumbers for the axial mode has a linear variation with the frequency. The
linear variation of the wavenumbers denote that the waves will propagate nondis-
persively (see Fig. 11.8b). On the other hand, the circumferential wavenumbers are
dispersive in nature. However, the wavenumbers of this circumferential wave mode
have a substantial real part starting from the zero frequency. The radial mode, how-
ever, has a certain frequency band within which the corresponding wavenumbers
are purely imaginary. Thus, the radial mode does not propagate at frequencies lying
within this frequency band. The presence of fluid (water) in SWCNT alters the ul-
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trasonic wave dispersion behavior. The wavenumber and wave velocity are smaller
in the presence of fluid as compared to the empty SWCNT as shown in Fig. 11.8.

Figure 11.8b shows the wavenumber dispersion obtained from nonlocal elastic-
ity. It can be seen that because of nonlocality, the wavenumber tends to reach the
continuum limit at escape frequencies. Observe that the circumferential waves are
not following the nonlocal elasticity behavior, that is, the wavenumbers do not tend
to infinity and the corresponding wave speeds are not zero. It shows that the circum-
ferential waves will propagate at any frequencies.

Figure 11.9 shows the variation of circumferential wavenumbers with and without
fluid in SWCNT for an axial wavenumber of k¢ = 5 nm™!. Here, coupling exists
between the axial, circumferential and radial wave modes. It can be seen that the
axial mode has a nonlinear variation with frequency unlike that shown in Fig. 11.8a.
This nonlinear variation occur due to the coupling of degrees of freedom. Thus,
here, the axial modes are dispersive in nature. Next, the real part of the wavenumbers
for the circumferential mode exists after a certain frequency referred as the cut-
off frequency. This implies that the mode start propagating only after the cut-off
frequency. In Fig. 11.8a and ¢, where k“ = 0, such cut-off frequency does not exist
for the circumferential mode. The radial mode, however, shows similar pattern as in
Fig. 11.8 and has a frequency band within which the waves do not propagate.

Figure 11.10 shows the effect of fluid density on ultrasonic wave propagation
in fluid-filled SWCNTs. It has been observed that the wavenumber of all the three
modes will increase as the fluid in CNT becomes denser (see Fig. 11.10a) and the
corresponding wave speeds will decrease (see Fig. 11.10b). The other observation is
that the cut-off frequencies of the radial waves will decrease as the fluid becomes
denser. That implies the cut-off frequencies of the radial waves will depend on the
density of the fluid in SWCNT.

The effect of the axial wavenumber (k%) on the ultrasonic wave behavior in fluid -
filled SWCNTs is also observed in Fig. 11.11. The effect of axial wavenumber on total

Fig. 11.9 Wavenumber [thin 20 -
lines-imaginary; thick lines-
real] dispersion in fluid-
filled SWCNTs for axial 16 Axial
wavenumber k¢ = 5 nm~! (with fluid)
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Fig. 11.11 Variation of wavenumber [only real part is shown] and phase speed dispersion in water-
filled SWCNTs for different axial wavenumbers of k< = 3, 5 and 7 nm !

ultrasonic wave behavior on SWCNTs is already explained in Fig. 11.9. Similar type
of behavior is also observed in Fig. 11.11. As we increase k¢, the cut-off frequencies
of the radial and circumferential modes will also increase. The axial waves in this
case are dispersive in nature as shown in Fig. 11.11a. The effect of k* on the wave
velocity of fluid-filled SWCNTSs is shown in Fig. 11.11b. For smaller frequencies,
the wave velocities decrease as k¢ increase, and at higher frequencies the velocities
are almost constant (see Fig. 11.11b).

11.3 Wave Propagation in Higher Order Nanoshells

In this section, first order shear deformation theory (FSDT) is used, that includes
the contribution of stiffness and inertial coupling for studying the characteristic
wave propagation in carbon nanotubes is presented. The model uses lateral con-
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traction caused by Poisson’s ratio effect . Appearance of higher order Lamb wave
modes above certain cut-off frequencies have been studied for bulk metallic beams
by Mindlin and Harrmann [9], Doyle [4] and Gopalakrishnan [10] and for laminated
composite plates by Karim it et al. [11]. In this section, the contribution of a contrac-
tional mode along with shear mode is studied for their effects on the wave behavior
of cylinrical SWCNTs. Expression of cut-off frequencies and escape frequencies in
shear mode and contractional mode are also derived.

11.3.1 Governing Nanoshell Equations Including Shear
and Contraction Effects

The displacement field for axial and transverse motion based on FSDT and thickness
contraction is given by

u(x,y, z,0) = u(x,1) — 2 (x, 1) (11.51)
wix, y,z.1) = wl(x, 1) + 29 (x, 1) (11.52)

where u and w are the axial and transverse displacements, respectively, at a material
point. u” is the beam axial displacement along the reference plane, w" is the transverse
displacement on the reference plane, ¢ is the curvature- independent rotation of the
beam cross-section about Y-axis and ¥ = &, is the contraction/elongation parallel
to Z-axis (shown in Fig. 11.12).

The strains are obtained as

ul(x, 1) B Z8¢(x, 1)

= 11.53
Exx ax ax ( )
gz =Y (x,1) (11.54)
awl(x, ¢ ov(x,t
e = )+ D) VD (1155)
dax ax
The nonlocal constitutive relation for isotropic materials is given as

Oxx 5 92 Oxx Cip vCi2 O Exx
ozz ¢ — (eoa) R G vCi2 Cn 0 % (11.56)

Txz Txz 0 0 Ces Vxz

where, o, and o, are the normal stresses in x and z directions respectively and
Ty 1S the in-plane shear stress. For the case of an isotropic plate, the expressions for
Ci;j in terms of Young’s modulus E and Poisson’s ratio v are given as C1; = Cy2 =
Cx = E/(1 —v?) and Ces = E/Q(1 + ).
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S

nfiry ivalent I

Fig. 11.12 Mathematical and structural idealization of the single-walled carbon nanotube (SW-
CNT) showing the degree of freedom defined on both the discrete structure and its equivalent
continuum structure

The potential and kinetic energies are given as
g1
1" = 5 (Oxx€xx + 07282z + TuzVaz) dV
1%

1 L
= E/O / (Oxx&xx + 0228z + Taz Vi) dXd A (11.57)
A

E _ 1 -2 -2
r _Ep/v(u +w)dV
L
:lp/ /([ao(x,t)—qu(x,t)]2+[w0(x,t)+zz/}(x,z)]2)ddi (11.58)
2" Jo Ja

assuming constant cross-sectional area of SWCNT,

1 L
mt = 54 /0 (Oxxxx + 022622 + TezVaz) dx (11.59)

L
Al %,OA/ ([uo(x, 1) — 2o, O + W0 (x, 1) + 29 (x, t)]z) dx  (11.60)
0
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Using Hamilton’s principle,

n 1)
/ s5£E dt =/ (5FE - 317’5) dt =0 (11.61)
1 1

and Egs. (11.53)—(11.55) and (11.56), and the fundamental lemma of calculus of
variations, the nonlocal governing equations of motion are derived as:

500 102 ne0aP -2 1P a0 ey 2
u . —_— — eod) ———= — eona — _—
0%gr — TN Grzgxz T T TR0 gy T 02
92 9
+Ciig s ¢ - CuJo—w —0 (11.62)
32w 5 a4w 2.0 4W0 MO
Y et — I S A I CiaJo
v b a2 2(e0a) aa Thpa t 1(e0a)’ 32052 T Cdo
By 320 3¢ azw
—CnJi— +Cnloy —Ces1 | =5 — C66]2 =0 (11.63)
dx 0x dx
aZWO 4W0 BQw 84'(/f
0. 2 2
T T T T T
VA1) 32y
— Ceodo [ — — CeoJ =0 11.64
66 o( P ax) 6615 7 ( )
5 Iaqu h(eoa)? 3% 132u0+1( 2 3*uf ol awl s
C g TR g e T g TR e T o0 Ty
32 0 32
—Canl—erCqu —Cihs ¢+c1111—‘” 0 (11.65)
where
21 R+h
Jp —/ / ZPrdrdo, (11.66)
R—
2 R+h
I, = / /R pzPrdrdo (11.67)

Here z = rsin6 and p = 0, 1, 2. One can substitute egpa = 0 in the Egs. (11.62)—
(11.65), to recover the local or classical coupled equations for the SWCNTSs.
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11.3.2 Wave Dispersion Analysis

Using discrete Fourier transformation (DFT) for the temporal field, the spectral
solution for primary displacement field variables can be expressed as

d(x,1) =d(x,w) e kx—en (11.68)

where d = {uo W w? ¢}T is the generic displacement vector as a function of (x, t)
and d = {a° 1} w0 qAb}T represents the the spectral amplitude vector corresponding
to generic displacement vector as a function of (x, w). k is the wavenumber and w
is the angular frequency of the wave motion and j = +/—1.

Substituting Eqs. (11.68) in the governing equations of motion of SWCNT (see
Egs. (11.62)—(11.65)) yields four homogeneous equations in terms of i, 1// w and ¢>
as

O Q12 Q13 Qua ﬁAO 0
021 02 023 O ¥ 0
vl _ 11.69
031 032 033 Q34 WAO 0 ( )
041 Q42 043 Qa4 ¢ 0
where
011 = —C11]0k2 + Ioa)2 + I()a)z(e()a)zkz;
Q12 = =021 = —jCr2Jok;
Q13=03=0;
Q14 = Qa1 = Ci11k* — o® — I1(e0a)*w’k?;
02 = —Cssok* — Ciady + ho? + Lo (ega)*k*;
023 = Q3 = —Cs5J1k* + L1w* + 1w (ega)*k>;
024 = — Q42 = j(Cs5 — C12) J1k;
033 = —CssJok* + Ipw? + lpw? (epa)’k?;
034 = — Q43 = jCs5Jok;
Quq = —C1112k* = Cs5Jy + ho?* + La*(ega)’k>. (11.70)

The wavenumbers and hence the wave speeds (i.e., phase and group speeds)
are solved from Eq.(11.69) by using Polynomial Eigenvalue Problem . Equating
the determinant of matrix [Q,p] to zero (for the nontrivial solution of d will give
the characteristic polynomial in terms of wavenumber k of the order 8, solution of
which is quite difficult. PEP converts the characteristic polynomial equation into a
matrix of size 4 x 4, whose eigen values form the solution of the equation. After
obtaining the wavenumbers, the wave speeds are extracted. The details of compu-
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tation of wavenumbers using PEP are as follows. We write characterestic equation
(Eq. (11.69)) of the form given by

[S21k? + [S11k + [Se] = O (11.71)
where an a4
%0 0 o 2
[S;] = 0 5757 0 (11.72)
2 0 PPy g '
41) (44)
00 s
0 —JjC12Jo 0 0
_ | JCi2do 0 0 —j(C12 — Cep)J1
[S1] = 0 0 0 iCocdo (11.73)
0 Jj(Cia—Ce6)J1 —jCes6Jo 0
Tyw? 0 0 o
. 0 —CxplJy+ Iza)2 11w2 0
[Sol = 0 Lo Tow? 0 (11.74)
—La? 0 0 —CesJo + ha?
Here
SSV = —Cy1 o + lhw? (epa)?
S(14) S(41) CiiJi — Ii(epa)’w?
S = —Ce62 + Lo’ (epa)?
S = 8P = _Ce 1 + i’ (epa)’
S5V = —Cesdo + Iow? (ea)?
S = i1y + ho?(epa)? (11.75)

This form is amenable to solution of wavenumbers through PEP. From Eq. (11.71),
we can clearly see the dependence of nonlocal scale parameter epa on wavenumber.
The cut-off frequencies of this SWCNTs are obtained by setting Det([So]) = O,
which gives

axial flexural -0

w, =0, w;

contraction _ M wshear — M (11.77)
c Il —12" Ioh, — I?

(11.76)
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Next, we will set Det[S2] = 0 and determine the escape frequencies, which are
given by

paxial _ 1/ega~/Ces
[2(Io1, — 1)) /X2 = 41,1 X1 + 4Xo — 210 1o 1> + X1 —21111]?
(11.78)
172
flexural N Co6 | VX2 — 4L 1 X1 +4Xo — 2101 JoJ2 — X1 + 211
We = B
epa 2(I7 — Iol2)
(11.79)
a)shear _ 1/€0av Cll
‘ [2(I01, — I}/ Xz2 = ¥ 1 X1 + 4Xo — 210 Lo s + X1 —2111]?
(11.80)

2

¢ T eoa 2(1F — Ihlb)

conraction _ NC1i [sz AL X T 4% —2hohdods — Xy 4+ 2100y ||
(11.81)

where

X, = I3J3 + 13§ X1 = Iohh + LJo; Xo = I J{ + I JoJ>. Here w, is the

escape frequency or sometimes called the asymptotic frequency. Differentiating the

Eq. (11.71) with respect to the wave frequency (w), one can obtain the group speeds

as

2w ((eoa)2k2 + 1) [H]C, + 2k[S2] + [S1] = 0 (11.82)
Here
Ip 00 -1,
0 L1 0
HlI=| , 1? 1(1) 0 (11.83)
-1, 00 I

where C, = (dw/dk) is the group speed of a wave in SWCNT and the matrices
[S2], and [S1] are given in Eqgs. (11.72) and (11.73), respectively. This is again a PEP
in terms of C, and one can solve it for group speeds of respective modes (i.e., for
axial, flexural, shear, and contraction), which is again a function of nonlocal scale
parameter.

The phase speed is next calculated from the usual definition as

Cp=Re (%) (11.84)
The detail effect of the nonlocality on wave speeds of single-walled carbon nanotubes
will be discussed in the later part of this section.

We will now present the numerical results for the wave properties of higher order
SWCNTs. First, the wavenumber, phase and group speeds are obtained for SWCNT
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Fig. 11.13 Dispersion Analysis of Fluid-Filled Higher order SWCNT (Both local and nonlocal
models (a) Wavenumber variation (b) Phase speed variation (c¢) Group speed variation

from local and nonlocal elastic theories. Following Wang [12], the nonlocal parameter
epa should be less than 2.0 nm, hence, here in the simulation procedure, we choose
eoa = 0 nm and 0.5 nm, respectively.

Figure 11.13a shows the real and imaginary parts of the wavenumber of SWCNT
obtained from both local and nonlocal models. These wavenumbers are obtained
by solving the PEP given in Eq.(11.71). Thick lines represent the real part and the
thin lines show the imaginary part of the wavenumbers. From Fig. 11.13a, it can be
seen that there are four modes of wave propagation, namely, axial, flexural, shear,
and contractional. For local/classical elasticity (epa = 0), the wavenumbers for the
axial mode has a linear variation with the frequency which is in the tera hertz (THz)
range. On the other hand, the flexural wavenumbers have a nonlinear variation with
the frequency at low frequencies, while at high frequencies, the flexural waves show
a linear variation with frequency. The shear and contractional wave modes, however,
have certain frequency band within which the corresponding wavenumbers are purely
imaginary. Thus, these modes do not propagate at frequencies lying within this band.
Both the shear and contraction wavenumbers have a substantial imaginary part along
with the real part, thus these waves attenuate as they propagate. In the present study
for a 3.5 nm radius SWCNT, we have shear cut-off frequency at 0.8545 THz and
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contraction cut-off frequency at 1.404 THz. The values of the cut-off frequency are
calculated from Eq. (11.77). It can be observed from Eq. (11.77) that these frequencies
are independent of the nonlocal scaling parameter, and hence same frequencies are
obtained from both local and nonlocal theories.

For ega = 0, which is the case of local theory of elasticity solution, wavenumbers
increase monotonically with the increase in frequency, which is shown in Fig. 11.13a
and correspondingly, the wave speeds, shown in Figs. 11.13b and c increases with
increase in wave frequency. However, at higher frequencies, they attain a constant
value. However, with the introduction of scale effects (for present analysis epa =
0.5 nm), the wave behavior is altered drastically. All the wave modes escapes to
infinity (as shown in Fig. 11.13a), at escape frequency, and beyond this frequency
there is no wave propagation. These are shown in Figs. 11.13b and c.

Effect of nonlocal scaling parameter and radius of SWCNT on the escape frequen-
cies of axial, flexural, shear, and contraction wave modes as shown in Figs. 11.14
and 11.15 a-d, respectively.

Figure 11.14 shows the variation of escape frequencies of flexural and shear wave
modes with the nonlocal parameter. The value of escape frequency decreases with
increase in the scale parameter ega, for all the wave modes. The escape frequencies
of the axial and flexural waves are same and that of the shear and contraction waves
are also same. It shows that as epa increases, the escape frequency decreases. At
higher values of ega, escape frequencies approach to very small values as shown in
Fig. 11.14. Equations (11.78)—(11.81) gives the expressions for escape frequencies
of all waves in SWCNT. From these expressions it is clear that escape frequency
values are independent of SWCNT diameter (see Fig. 11.3.2), for all wave modes.
The detailed variation in escape frequency for SWCNTs as a function of nonlocal
scale parameter is shown in Figs.6.8a-d for epa = 0.5 nm, 1.0 nm, 1.5 nm and
2.0 nm, respectively. It shows the effect of the radius of the nanotube and nonlo-
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Fig. 11.17 (a) Axial, (b) contraction, (c¢) flexural and (d) shear wave modes (at 10.067-THz wave
frequency) for a (30,30) SWCNT of length 15.282 nm consisting of 7,500 carbon atoms

cal scaling parameter (ep) on the escape frequency of SWCNTSs more clearly. The
escape frequencies for both axial and flexural modes are same that of the shear and
contraction waves is also same and these are constant with respect to the radius of
the CNT. These values of escape frequency are decreasing with the nonlocal scale
coefficient epa (see Fig. 11.15a—d) and are still constant with radius of CNT.

The variation of the cut-off frequencies of shear contraction wavemodes with
radius (R) of SWCNT are shown in Fig. 11.16. This figure shows that, as the radius
of the nanotube increases, the cut-off frequencies decrease and at higher values of R,
the cut-off frequencies approach to a very small values. Hence, it can be concluded
that for large values of scale parameter, shear deformation on CNT has negligible
effect and CNT behaves like more like elementary beam (for more details see Refs.
[13-16]).

Figure 11.17 shows the wave modes at 10.067-THz wave frequency of a (30,30)
SWCNT of length 15.282 nm consisting of 7,500 carbon atoms. Figure 11.17a is for
axial wave mode case, Fig. 11.17b is for contraction, Fig. 11.17c¢ is for flexural and
Fig.11.17d is for shear wave modes of this SWCNT. From these figures, one can
clearly visualize the type of wave mode and its effect on the CNT.
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11.4 Summary

This chapter began with a study of the ultrasonic wave propagation analysis in SW-
CNT using nonlocal elasticity theory via nonlocal Fliigge’s shell theory . Nonlocal
governing equations for this system are derived and wave propagation analysis is also
carried out. The nonlocal elasticity calculation shows that the wavenumber tends to
infinity at escape frequency and the corresponding wave velocity tends to zero at
those frequencies indicating localization and stationary behavior. This behavior is
observed only for axial and radial waves in SWCNT. It has been shown that the
circumferential waves will propagate dispersively at higher frequencies in nonlocal
elasticity. We also show that the cut-off frequencies depend on the axial wavenumber
and not on the nonlocal scaling parameter.

Next, the ultrasonic wave characteristics of fluid-filled SWCNTs are studied by
modeling it as a thin shell based on Fliigge’s shell theory incorporating nonlocal scale
effects. The ultrasonic wave propagation analysis is also carried out. The presence of
fluid in SWCNT alters the ultrasonic wave dispersion behavior. The wavenumber and
wave velocity are smaller in the presence of fluid as compared to the empty SWCNT.
The nonlocal elasticity calculation shows that the wavenumber tends to reach the
continuum limit at certain frequencies and the corresponding wave velocity tends to
zero at those frequencies indicating localization and stationary behavior. The effect
of density and axial wavenumber on the ultrasonic wave behavior in SWCNTs filled
with water is also discussed in this section.

Finally, the effect of nonlocal scaling parameter on the coupled (axial, flexural,
shear, and contraction) wave propagation in SWCNTs is studied. The axial and
transverse motion of SWCNT is modeled based on FSDT and thickness contraction.
The governing equations are derived based on nonlocal constitutive relations and the
wave dispersion analysis is also carried out. The nonlocal elasticity calculation shows
that the wavenumber tends to infinite at certain frequencies and the corresponding
wave velocity tends to zero at those frequencies indicating localization and station-
ary behavior. A polynomial eigenvalue problem in wavenumbers is obtained as a
function of wave frequency, nonlocal scale parameter, and the material properties
of the SWCNT. Explicit expressions are derived for cut-off and escape frequencies
of all waves in SWCNT. It is also shown that the cut-off frequencies of shear and
contraction mode are independent of the nonlocal scale parameter.

At the end of this book, the reader will now be in a position to understand the
effects of various nanostructure parameters on its wave propagation. Some of the
observations may be same for some cases discussed in this book (such as existence
of escape frequencies for all cases of nonlocal elasticity waveguides), while many
new phenomenon are seen in certain nonlocal waveguides. This book has shown
the complex nature of wave propagation in many different nanostructures and it has
unified the whole wave propagation analysis concepts under one major analysis tool,
that is the spectral analysis of motion.
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