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Interesting structural and electronic effects are observed when electronically or chemically doped graphene is 
interfaced with metal/metal oxide surfaces or molecular layers. In this talk we review some examples that have 
been simulated in our group by means of density functional theory (DFT) calculations and compared with 
experimental results: N- or Co-doped graphene interfaced with Ni(111), Fe-doped graphene interfaced with 
Pt(111), B-doped graphene interfaced with Ir(111) and Ni(111) or graphene interfaced with Al2O3(0001); p-type 
doped graphene interfaced with a nickel-phthalocyanine (NiPc) monolayer or functionalized with tetrazine. 
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