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Abstract 

Encapsulation of a variety of atoms, molecules, polymers, bio-polymers into a Single 

Wall Carbon Nanotube (SWCNT) depict unexpected properties such as unique morphology, 

physical properties, high thermal stability etc. The encapsulation and pull-out processes are 

very important parts of synthesis and characterization of new materials at atomic length scale, 

which controls the overall desirable properties. Here, we investigate the encapsulation and the 

pullout process of a long-polymer chain into/from a SWCNT by molecular dynamics (MD). 

However, during externally applied force induced pull-out process of polymer chain from 

SWCNT depict a significant transition in an organization with the creation of additional 

surface area. We have observed that the amount of applied force highly influences the 

organization and creation of additional surface area of polymer chain during pull-out process.  
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