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Theoretical study of growth mechanism of boron nitride fullerene-like cluster using
action derived molecular dynamics method
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Boron nitride (BN) fullerene-like cluster is a cage-formed material which is disco

vered in 1998. However, the detail of its growth mechanism still remains unclear. In this study, we have d

eveloped a quantum chemistry action derived molecular dynamics method by combining guantum chemistry calcu

lation with the action derived molecular dynamics method. The newly developed method facilitates to obtain

dynamic trgjectory of complex reaction systems involving intermittent bond breaking and recombination. We

implemented molecular dynamics simulations of BN cluster with the newly developed ADMD method to analyze
the reaction mechanism of the growth process of the BN fullerene-like cluster.
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