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Abstrac t 

Understand the charge transfer on TiO2 surface is critical for solar device design and 

optimization. The charged wet TiO2 anatase (001) surface functionalized by ruthenium and 

platinumionsis studied by computational modeling, since Pt and Ruwere both demonstrated for 

improvement on electron transfer on TiO2 surface in our previous study.1,2The calculations are 

based on DFT and PBE and op timize the co-doped nanos tructure by using VASP software. All 

simulated properties of this model are in equilibrium geometry and at ambient 

temperatures.Through their density of states, we can analyze the possibility of charge transfer at 

the crystal surface and compare the co-doping elements affect the charge transfer direction. A 

comparison the computer absorption spectra and the charge density of the co-doped 

nanos tructures indicate the possibility of the bandgap tuning and molecular dynamics variation in 

photocatalytic energy nanomaterials. 
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