A Molecular Dynamics Simulation for the Formation Mechanism of Fullerene
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The formation mechanism of fullerene, carbon molecule with caged structure, is studied using the
molecular dynamics method. Simulated Cgp with an empirical carbon potential was structurally stable up

to 3000 K.  With higher temperatures, the isomerization due to the migration of pentagons and the ultimate
break-up of the spherical structure were observed. Randomly distributed carbon atoms in a cubic box with
and without argon atmosphere condensed into some imperfect fullerenes under high temperature.
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Fig. 5 Assemble of fullerene structure from randomly

distributed carbon atoms
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Fig. 6 Generation of fullerene through condensation of carbon

in argon atmosphere
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