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Table 1. Adsorption energies and distances of n-butane on metal surface. (Calculated adsorption
distance is defined as an average of distances from metal surface to each carbon atom in n-butane.)

Adsorption energy (eV) Adsorption distance (A)
revPBE+LRD Ref. 6 Expt. revPBE+LRD Ref. 6
Cu(111) 0.47(0.53%) 0.37 0.511" 3.76(3.52%) 3.76
Au(111) 0.45 0.52 0.425 3.79 3.78
Pt(111) 0.52 0.61 0.53%! 3.54 3.74

&7 =3 unit cell is used.
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