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Table S1. The adsorption energy (with ZPE correction) for different atoms and molecular species 

adsorbed on the Pt/TiN(100) surface. The positive and negative values correspond to adsorption 

that is either endothermic or exothermic, respectively.  

Adsorption energy (eV) TPt TTi BTi 

CO2 -0.19 * * 

CO -1.24 -0.98 * 

H -0.43 * 0.17 

H2 0.06 0.07 * 

OH 0.13 -0.60 0.29 

O2 -0.66 -2.30 * 

O -1.42 -2.64 -1.67 

 

* notes that molecules on these sites are unstable (i.e. they do not bind on the surface). 
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