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Abstract

This study focuses on using computational simulation with the Monte Carlo
method to analyze hydrogen adsorption interactions on graphene surfaces mod-
ified with fullerenes, such as Csg, Cgp, and C;y. The simulations were used to
examine thermodynamic properties such as energy, the number of adsorbed
molecules, and their distributions on these surfaces. The results showed that
the Cgp and C;o surfaces are more effective at hydrogen adsorption compared
to Cy, making them suitable for hydrogen storage applications. Data analy-
sis, considering the dispersion of hydrogen molecules, confirmed these findings,
demonstrating that larger surfaces provide a greater number of active adsorption
sites, leading to a reduction in the system's overall energy and increased energy
stability.

Keywords: Hydrogen adsorption, graphene, fullerene, energy, storage.
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Energy vs. Steps

Adsorbed Hydrogen Molecules vs. Steps
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