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Table S1. Optimized bulk lattice constants (in Å) for Au and Pt obtained using PBE, optB86b-

vdW, optB88-vdW, optPBE-vdW, revPBE-vdW, and rPW86-vdW2 functionals were 

summarized in an earlier publication.1 The experimental lattice constants with the zero-point 

energy corrections (ZPEC) are taken from the reference2 to provide comparison.  

Method Au Pt 

PBE 4.170 3.980 

optB86b-vdW 4.140 3.960 

optB88-vdW 4.178 3.988 

optPBE-vdW 4.197 3.999 

revPBE-vdW 4.261 4.040 

rPW86-vdW2 4.352 4.117 

Experiment 4.0612 3.9132 
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