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ABSTRACT 

In this paper we have calculated the second and third order elastic constants of SWCNTs at room temperature using the 

interaction potential model. The approach with some modification has been established for the SWNTs nanomaterials. Further 

the ultrasonic properties have been determined with help of the non-linear elastic constants and other related parameters for 

characterization. It is observed that tube length dependent thermal conductivity is prominent reason behind the ultrasonic 

attenuation. Copyright © 2011 VBRI press.  
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Introduction  

The carbon nanotube (CNT) was discovered in 1991[1]. It 

behaves like rolled-up cylinders of graphene sheets of sp
2
 

bonded carbon atoms. The several studies on its physical, 

chemical, optical, mechanical and electrical properties have 

been done elsewhere [2-5]. It has wide applications in the 

fields of nano-electronics, nano-medicines, and nano-

engineering due to its unique characteristics. The unusual 

high stiffness of CNT makes it suitable ingredients for 

composite materials. For practical purposes, it is essential 

to study the elastic properties of bulk single-walled carbon 

nanotubes (SWCNTs) materials. In the field of non 

destructive testing (NDT), ultrasonic plays an important 

role because it can be used not only after production but 

also being process of materials.  The ultrasonic velocity is 

well related to non-linear elastic constants while ultrasonic 

attenuation is associated to several physical properties of 

materials like specific heat, thermal relaxation time, 

thermal energy density, acoustic coupling constant, thermal 

conductivity etc. We have chosen CNTs under the study 

due to their important features.  In the present study, we 

proposed an approach for the calculation of second and 

third order elastic constants of the CNTs validating the 

interaction potential model. These nonlinear elastic 

constants have been used to calculate the ultrasonic 

velocity and attenuation of the CNTs for their 

characterization. The observed features are discussed in 

correlation with several physical properties. 
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Theory 

Higher order elastic constants 

The present theory for higher-order elastic constants of 

SWCNT has been developed with slight modification in the 

theory developed for higher order elastic constants for 

hexagonal structured materials [6]. The second (CIJ) and 

third (CIJK) order elastic constants (SOEC and TOEC) of a 

material are defined by following expressions. 
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where, U is elastic energy density, ijI ee  (i or j = x, y, z, 

I=1, …6) is component of strain tensor. The elastic energy 

density is related to interaction potential. In present 

approach, we have chosen Lennard-Jones interaction 

potential { )r/b()r/a()r( 7

0

6

0  ; where a0, b0 are 

constants} because it is a many body interaction potential. 

If it is assumed that the basic structure of carbon nanotube 

is a hexagon then equation (1) leads following six second 

and ten third order elastic constants.  
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here C'=χ a/p
5
; B=ψ a

3
/p

3
; χ (harmonic parameter) 

=1/8{7b0/a
11

}; b0=6.5x10
-79 

J-m
7
 and Ψ (anharmonic 

parameter) = - χ / (114a
2
). The symbol ‘p’ (=1.66) is a 

proposed parameter. If l and R are interlayer separation and 

radius for CNT then lattice parameter (a) is equal to 2R+l 

[7, 8].  
 
Ultrasonic velocities 

The anisotropic properties of a material are related to its 

ultrasonic velocities as they are related to higher-order 

elastic constants. If ultrasonic wave is propagating along 

the length of the tube then there are two types of ultrasonic 

velocities: one longitudinal and other shear wave velocities 

which are given by equations (3) and (4): 
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where VL and VS are the longitudinal and shear wave 

velocities while  is density of material.  

 

Ultrasonic attenuation and allied parameters  

The predominant causes of ultrasonic attenuation in a solid 

at room temperature are phonon-phonon interaction 

(Akhieser type loss) and thermoelastic relaxation 

mechanisms [6]. The ultrasonic attenuation coefficient, (α) 

Akh, due to phonon-phonon interaction mechanism is given 

by equation (5): 
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where f is the frequency of the ultrasonic wave; V is the 

velocity for longitudinal and shear waves as defined in the 

equations (3) and (4); E0 is the thermal energy density and 

CV is the specific heat per unit volume of the material; T is 

the temperature and γ is the Grüneisen number. The 

Grüneisen number is a direct consequence of the SOECs 

and TOECs. The acoustic coupling constants ‘D’ is the 

measure of the acoustic energy converted into thermal 

energy and is given by equation (6): 
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When an ultrasonic wave propagates through a 

crystalline material, the equilibrium of phonon distribution 

is disturbed. The time taken for re-establishment of 

equilibrium of the thermal phonons is called the thermal 

relaxation time ‘τ’ and is given by equation (7): 

                                             
2/32/ DVLS VCK                           ----- (7)                                      

 

where τL is the thermal relaxation time for the longitudinal 

wave; τS is the thermal relaxation time for the shear wave; 

and K is the thermal conductivity; VD is the Debye average 

velocity given by equation (8): 
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The propagation of the longitudinal ultrasonic wave 

creates compression and rarefaction throughout the tube. 

The rarefied regions are colder than the compressed 

regions. Thus there is a flow of heat between these two 

regions and results in the thermoelastic loss. The 

thermoelastic loss ‘(α) Th ‘is given by the equation (9): 

                                         
5222 2/4)/( L

j

iTh VKTf             ----- (9)                                        

 

The thermoelastic loss for the shear wave has no 

physical significance because the average of the Grüneisen 

number for each mode and direction of propagation is 

equal to zero for the shear wave .Only the longitudinal 

wave is responsible for thermoelastic loss because it causes 
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variation in entropy along the direction of propagation. The 

total ultrasonic attenuation is given by the equation (10): 

 

SLThTotal ffff )/()/()/()/( 2222  
 

----- (10)             

    

where (α/f
2
) L is the ultrasonic attenuation coefficient for 

the longitudinal wave and (α/f
2
) S is the ultrasonic 

attenuation coefficient for the shear wave .The dominant 

mechanism for total attenuation is phonon-phonon 

interaction. The attenuation due to phonon-phonon 

interaction is directly related to the acoustic coupling 

constant and thermal relaxation time.  

 

Results and discussion 

The parameters l and R for SWCNT (10, 10) are 3.38 Å 

and 6.78 Å respectively [7, 8]. Hence the lattice parameter 

‘a’ becomes equal to 16.94 Å. The SOECs and TOECs of 

SWCNT are calculated using lattice parameter and set of 

equations (2). The results are visualized in Table 1. Further 

we have also determined the Bulk modulus (B = [2(C11 + 

C12) + 4C13 + C33]/9), shear modulus (G = [C11 + C12 + 2 

C33 - 4C13 + 12 (C44 + C66)]/30), Young modulus (Y= 9BG/ 

(3B+G)) and poission’s ratio ( = (3B-2G) /2(3B-G)) using 

second order elastic constants, which are listed Table 1.  

 
Table 1. SOECs (GPa) and TOECs (GPa) of SWCNT at room 

temperature. 

 

 

The density () has value 1.33x10
3
Kgm

-3 
for SWCNT 

(10, 10) [8]. The longitudinal, shear and Debye average 

velocities of ultrasonic wave propagating along the length 

of the SWCNT are calculated using (3), (4), and (8) at 

room temperature that are shown in Table 2. Specific heat 

per unit volume ‘CV’ and energy density ‘E0’ are 

determined with help of VD and literature [9], which are 

presented in Table 2. 

 
Table 2. Specific heat, Energy density, Ultrasonic velocity, Debye 
average velocity of SWCNT at room temperature 

 

 
 

Calculated coupling constants using equation (6) and 

Grüneisen numbers are given in the Table 3. Thermal 

conductivities of the SWCNT at various lengths are taken 

from literature [10]. The length dependent thermal 

relaxation time and total ultrasonic attenuation coefficients 

are evaluated using equations (7) and (10) respectively that 

are listed in Table 4 and their variation with tube length is 

shown in Fig. 1.  

It is clear from the Table 1 that the present second 

order elastic constants   have good agreement with others 

[11, 12]. Thus our theoretical approach for the calculation 

of non-linear elastic constants is justified. The negative 

values of third order elastic constants are justified with 

literature [6] and indicate that the internal stress of tube 

supports the deforming force. The higher value of acoustic 

coupling constant for longitudinal wave than the shear 

wave (Table 3) implies that the conversion of acoustical 

energy to thermal energy will be large for longitudinal 

wave. The pico-second order of thermal relaxation time 

justifies its basic structure to be hexagon.  

 
Table 3. Grüniesen numbers and Acoustic coupling constants at room 

temperature. 

 

 
 

Table 4. Thermal conductivity, Thermal relaxation time and Total 

ultrasonic attenuation of SWCNT Vs length of SWCNT 

 
Fig. 1. Thermal conductivity, Thermal relaxation time, Total ultrasonic 
attenuation Vs Length of SWCNT  
 

The length dependent variation of total ultrasonic 

attenuation coefficient over frequency square (Fig.1) 

defines that the thermal conductivity is dominating factor 

to the attenuation with length of SWCNTs. A few works 

have been reported in literature regarding size dependent 

ultrasonic attenuation [13-14]. In these, it is also observed 

that thermal conductivity is affecting factor to the 

attenuation. So, it seems that our finding for SWCNT is 

justified. If the experimental data of length dependent 

thermal conductivity and ultrasonic attenuation for 

SWCNT is available in future then our prediction about 

attenuation will be verified. 
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Conclusion 
 The anisotropic properties of SWCNTs are well related 

with the ultrasonic velocities as well as with the higher 

order elastic constants. 

  The predominant causes of ultrasonic attenuation in 

SWCNTs are phonon-phonon interaction mechanism 

(Akhieser type loss) and thermoelastic loss. The 

thermoelastic loss for the shear wave has no physical 

significance because average of the Grüneisen number 

for each mode and direction of propagation is equal to 

zero for the shear wave. Only the longitudinal wave is 

responsible for thermoelastic loss because it causes 

variation in entropy along the direction of propagation. 

 The length dependent ultrasonic attenuation of the 

SWCNTs over frequency square is mainly affected by 

the length dependent thermal conductivity of the tubes. 

Therefore, variation of the ultrasonic attenuation with 

length of tube is correlated to the variation of thermal 

conductivity of tube with its length. 

 
Acknowledgement 
The authors are thankful to the UGC New Delhi, India for the financial 
support. 

 

Reference  

1. Iijima, S. Nature 1998, 56, 354. 

DOI: 10.1038/354056a0 
2. Dresselhaus, M.S.; Eklund, P.C. Adv. Phys. 2000, 49, 705.  

DOI: 10.1080/000187300413184 

3. Liew, K.M.; Wong, C.H.; He, X.Q.; Tan, M.J. Phys. Rev. B 2005, 71, 

075424.  

DOI: 10.1103/PhysRevB.71.075424 

4. Berber, S.; Kwon,Y-K; Tománek , D. Phys. Rev. Lett. 2000, 84, 4613. 
DOI: 10.1103/PhysRevLett.84.4613 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

5. Dresselhaus, M.S.; Dresselhaus, G.; Saito, R. Carbon 1995, 33, 883. 

DOI: 10.1016/0008-6223(95)00017-8 
6. Yadav, A.K.; Yadav, R.R.; Pandey, D.K.; Singh, D. Material Letters 

2008, 62, 3258. 

DOI: 10.1016/j.matlet.2008.02.036 
7. Chen, Huijuan; Xue, Qingzhong; Zheng, Qingbin; Xie, Jie; Yan, 

Keyou  J. Phys. Chem. C 2008, 112, 16514. 

DOI: 10.1021/jp803615v 
8. Gao, Guanghua; Cagin,Tahir; Goddard, W.A. Nanotechnology 1998, 

9, 184. 

DOI: 10.1088/0957-4484/9/3/007 
9.  Gray, D.E., American Institute of Physics Handbook, McGrawhill: 

New York USA, 1972, pp. 4-58. 

10. Wu Michael, C.H.; Jang-Yu, Hsu Nanotechnology 2009, 20, 145401. 
DOI:10.1088/0957-4484/20/14/145401 

11. Popov, V.N.; Van Doren, V.E.; Balkanski, M. Solid State 

Communication 2000, 114, 395.  
DOI: 10.1016/S0038-1098(00)00070-3 

12. Kudin, K.N.; Scuseria, G.E.; Yakobson, B.I.  Phys. Rev. B 2001, 64, 

235406. 

DOI: 10.1103/PhysRevB.64.235406 

13. Yadav, R.R.; Pandey, D.K. Materials letters 2005, 59, 564.  

DOI: 10.1016/j.matlet.2004.10.046 
14. Pandey, D.K.; Yadawa, P.K.; Yadav, R.R.; Materials letters 2007, 61, 

5194.  

DOI: 10.1016/j.matlet.2007.04.028 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
 
 

 

 
 

 

 
 

 

 
 

 

 
 

 

ADVANCED MATERIALS Letters 

 
Publish your article in this journal 
 
ADVANCED MATERIALS Letters is an international journal published 
quarterly. The journal is intended to provide top-quality peer-reviewed 
research papers in the fascinating field of materials science particularly in 
the area of structure, synthesis and processing, characterization, 
advanced-state properties, and applications of materials. All articles are 
indexed on various databases including DOAJ and are available for 
download for free. The manuscript management system is completely 
electronic and has fast and fair peer-review process.  The journal includes 
review articles, research articles, notes, letter to editor and short 
communications.  
 
Submit your manuscript: http://amlett.com/submitanarticle.php 
 
 
 

 
 

 
 

 

http://dx.doi.org/10.1038/354056a0
http://dx.doi.org/10.1016/0008-6223(95)00017-8
http://dx.doi.org/10.1088/0957-4484/9/3/007
http://dx.doi.org/10.1016/S0038-1098(00)00070-3
http://amlett.com/index.php
http://www.doaj.org/doaj?func=byTitle&p=2&hybrid=&query=A
http://amlett.com/submitanarticle.php

