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First-principles Study of Moire in Atomic Layer Materials

UCHIDA, Kazuyuki

13,200,000
(L)h-BN 2
@ 2 2
®3) 2
AA AB
(€))
@ 2
(©)

(1) We have studied twisted bilayer of h-BN (hexagonal boron nitride). We
have clarified how the energy and the atomic structures of the system depend on the twist angle of
the system.(2) We have studied bilayer graphen ribbon which was cut out of from twisted bilayer of
graphen. We have clarified how the magnetic properties of system depends on the Moire pattern in the

ribbons.(3) We have studied the energetics of twisted bilayer of circular graphene flake. We have
shown how the energy of the system depends on the ratio of the locally AA-stacking area and the

locally AB-stacking area in the flakes.
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