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Investigation of Critical Nuclei of Pentacene using Molecular Dynamics Simulations
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Fig. 1 Some results of MD simulations investigating the stability of a cluster Fig. 2 Free energy curves for nucleation as a function
comprising ten standing pentacene molecules (snapshots at 99 ps) on the of the number of molecules calculated under a certain
surface modified by trimethylsiloxy group showing hydrophobic nature. condition which can be referred to [3].
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