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Table S1. Relative total energies (in eV) of the homo-doped rutile (110) surface 

and subsurface by C atoms in the six-trilayer rutile TiO2 (110)(41) surface model 

with respect to the intact surface. Columns named by C2 list the length (in Å) of 

the bond of C2 dimer. 

Doping site(s) Etotal C2 Doping site(s) Etotal C2 

O0-O6(surface) 1.69 1.27 O0-O3(surface) 3.14 1.24 

O0-O6(subsurface) 3.08 1.26 O0-O3(subsurface) 4.19 1.28 

 

 

 


