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First-Principles Simulations of Graphene Hybrid Structures
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The design of graphene heterostructures is a research field of rising importance.
It is nowadays possible to combine graphene with other layered 2D materials
which offers promising possibilities for novel nanodevices[1]. Here, we present
first-principles simulations of interfaces between graphene and other layered
2D materials, such as boron nitride[2] or the transition metal dichalcogenide
MoS2. We discuss electronic and structural properties of the hybrids and com-
pare the results to experiments.
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