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Comprehensive molecular dynamics simulations to reproduce the whole processes of
nucleation and growth of organic semiconductor thin films
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This study aimed for comprehensive molecular dynamics (MD) simulations
reproducing the whole processes of nucleation and growth of organic semiconductor thin films to
understand the mechanism governing elementary processes indwelling in nucleation and growth. There
is a universally observed but unsolved phenomenon in which rod-shaped molecules are aligned with
standing manner on substrate surfaces. In this study, this phenomenon was especially focused on as
the target of MD simulations. Such reorientation process of molecules from flat-lying to standing
manners could be reproduced by MD simulations under the condition where a cluster comprising
standing molecules was placed in the initial model together with flat-lying molecules and clusters.
The result of this study opens up new prospects for reproducing the whole processes of nucleation
and growth including the reorientation process by MD simulations.
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