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Quantum chemical study on interlayer interaction of SiC nanosheet
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[ Abstract] Because of its unique physical properties, graphene, a 2D honeycomb
arrangement of carbon atoms, has attracted tremendous attention. In addition, our laboratory
also conducts theoretical research on SiC nanosheet in which half of the C atoms of graphene
are replaced with Si atoms. And we obtained the result of its stable structure in the monolayer
is a completely planer like graphene. In this study, we aimed to clarify the stable structure of
multilayered SiC nanosheet with calculations based on density functional theory. As a model
of SiC nanosheet, cluster model and periodic boundary condition were used. In conclusion, it
was found that the two layers of SiC nanosheet stabilize with a hexagonal structure in which
each sheet is completely planer like graphene.
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Fig. 1. Calculation results of cluster model.
Table 1. Calculation results of cluster model.
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Table 2. Calculation results of periodic boundary condition
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