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Possible Surface Species 

Obr vac + O2 →  ??? 
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CH3Cl Adsorption 

XC PBE M06-L BEEF-

vdW 

Adsorption 

energy 

-0.25 eV -0.55 eV -0.42 eV 

180 K ~ 0.5 eV 
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GPAW: 

 

BEEF-vdW 

2x2 k-points 

< 0.18 Å grid 

spacing 

 

Computational Cell: 

 

p(4x2) 

Four tri-layers 

thickness 
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Conclusion 

• DFT approach 

 

 
 

 

• Holes needed to oxidize CH3Cl 

 

• Ot  (OHt ) promotes photo-oxidation 
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Photo-Oxidation with Ot 
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