(®)
2017 2019

Penta-graphene: Development and Creation of Functions

Kawazoe, Yoshiyuki

13,700,000

TOMBO

400

We have used ab initio simulation, by which without any experimental
parameters, atomic structures and physico-chemical properties in any materials could be estimated,
and we applied it to penta-graphene structures with several atomic species. Since this geometric
structure realizes negative Poisson®s ratio in general, we applied to macroscopic archtechure
research. We have also studied properties of materials related to normal graphene, and clearly
understood the specific properties in penta-graphene. To understand correctly the chemical
reactions, including catalytic reaction, it is necessary to keep electronic states excited. We have

implemented as the first trial this time dependent Shroedinger equation solver into our original ab
initio simulation program TOMBO.

TOMBO
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