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Abstract

Investigation Effect of gas adsorption on the electronic properties of graphene and carbon
nanotubes using density functional theory (DFT).

Mahdi Faghih nasiri

In this project physical adsorption of Hydrogen, Oxygen and Helum on graphene and zigzag
single wall nanotube is considered by DFT. Different possible places that Hydrogen, Oxygen and
Helum can be adsorbed is considered. Parallel and perpendicular situations of molecule axis
relative to the considered surface is compared and finally the most optimized place is selected
and is studied for consider of absorption affect on electrical configuration of graphene and

nanotubes. The results indicate slight effect of physical absorption on electrical properties of
graphene and nanotube.

Keywords: Graphene, Carbon nanotube, Density functional theory, physisorption
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