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Adsorption of carbon monoxide on graphene with high titanium coverage
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Density functional theery and molecular dynamics were used to study the adsorption of CO on a graphene layer modifie with high titanium
coverage (CoTi) at atmospheric pressure and 300 K. We found that the CO molecule is adsorbed and dissociated.
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Por medio de la teoria de la funcional de densidad y de dinamica molecular. estudiamos la adsorcion de Co enuna capa de grafeno modificad
con fifanio con una coberfura muy alta (C2Ti) a presion atmosferica y 300 k. Encontramos que la molecula de CO queda adsorbida y
disociada.

Descriptores: Adsorcion de CO; grafeno.

PACS: 68.; 68.43.-h; 68.43.Bc: 68.43.Fg



