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Theoretical studies on electronic properties of graphene with molecular adsorption
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We carried out theoretical calculations for both all magnetic interaction and
elctric conductivity. Effective coupling between spin and conducting properties will cause newer point of
views. The obtained systems were expaned from closed-shell to open-shell aromatic molecules with
systematic procedures. Intra- and inter-molecular interaction were also taken into account. First, in
order to study effects of adsorbed oxygen molecules, MO calculations for interacting system between
molecule and oxygen were carried out. Second, phenalenyl-dimer and zethrene were employed as extended
systems. Such open-singlet species can show novel spin properties with interacting oxygen molecules.
Finally, electric conductivity was also carried out.
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