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Abstract 

Based on the first principle calculations, we demonstrate the physical reason that accounts for the 

distinct contacts between Pd and Pt nanolayers on graphene. Pd monolayer favors hybridization and 

charge transfer between dxz+dyz and dz2 orbitals and π states of graphene, which leads to a strong 

hybridization bond between Pd and graphene. On the contrary, stronger interaction between Pt atoms 

weakens the bond between Pt monolayer and graphene, prevents the hybridization to occur. 

 


