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Supplementary Information 
 

Theoretical Calculations 

All computations were performed on a cluster of Linux workstations using Gaussian03, 

Revision E.01 (Gaussian, Inc., Pittsburgh PA, 2003).1 Calculations were performed using DFT 

methods, applying the three hybrid functional B3LYP using 6-31G(d,p) basis function sets for 

non-metals and the Stuttgart relativistic, small core ECP basis set for Pt and Zr.2  
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