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Hydrogen adsorption around a hydrogen atom anchored in a
graphene vacancy GERARDO VAZQUEZ, FERNANDO MAGANA, Instituto
de Fisica, UNAM, EDUARDO RANGEL, Instituto de Investigacion en Materiales,
UNAM — In this work, we study the adsorption of hydrogen molecules around a
hydrogen atom anchored in a graphene vacancy. We used density functional theory
and molecular dynamics. To study the adsorption of hydrogen molecules on the sys-
tem we used three hydrogen molecules around each hydrogen atom It was found that
raising the temperature of the system up to 900 K the hydrogen molecules remained
linked to the system of graphene doped with hydrogen. The results show that dop-
ing graphene with atomic hydrogen can be useful to store hydrogen molecules in the
system.
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