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In the past decade, nanomechanics has been emerging as a new researching domain that excited a 

considerable interest in the condensed-matter and materials research communities. Due to the 

difficulty in the theoretical and experimental investigations of nanostructures, numerical 

modeling and simulation play an important role in capturing their fine behavior and revealing 

their delicate properties. The particularity of nanostructure brings a challenge to the conventional 

computational method. For example, a simple nanostructure, such as a MWCNT, involves 

thousands of atoms that lead to too many degrees of freedom, and atom-based modeling method, 

such as molecular dynamic, consumes a huge amount of computational time. This fact also 

stimulated the exploration and development of the new computational techniques in the 

computational nanomechanics, such as continuum modeling and multiscale methods. This talk 

will address the applications of continuum and molecular dynamics models for modeling of 

carbon nanotubes. Numerical discretization of these continuum models and the developed 

multiscale computational scheme will be discussed. 
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