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Table 1: Binding energies (E;) and total energies (E;u), for clusters in the gas
phase, total energies (E;.+) and adsorption energies (E,45) for deposited clusters,
total energies (E::) and adsorption energies (E,qs) for optimised supported
clusters, and the difference in adsorption energies (AE) between deposited and
optimised supported clusters

Cluster Gas phase Deposited Optimised supported | A E
Eb ‘ Etot ETot ‘ Eads ETot ‘ Eads
Auy -1.73 | -6.93 | -8.82 | -1.90 | -8.83 -1.91 0.01
AusRh | -2.30 | -9.21 | -10.96 | -1.74 | -10.96 -1.74 0.00
AusRhy | -2.97 | -11.90 | -13.70 | -1.80 | -14.02 -2.12 0.33
AuRhs | -3.50 | -14.00 | -16.28 | -2.28 | -16.69 -2.69 0.41
Rhy -4.24 | -16.98 | -19.13 | -2.15 | -19.14 -2.16 0.01
Aus -1.88 | -9.39 | -10.92 | -1.52 | -10.92 -1.52 0.00
AusRh -2.35 | -11.77 | -13.97 | -2.09 | -13.88 -2.11 0.01
AuszRhy | -2.86 | -14.34 | -16.26 | -1.92 | -16.84 -2.50 0.58
AusRhs | -3.41 | -17.03 | -19.34 | -2.31 | -19.61 -2.58 0.27
AuRhy | -3.96 | -19.78 | -21.88 | -2.09 | -21.98 -2.19 0.10
Rhy -4.54 | -22.68 | -26.07 | -3.38 | -26.07 -3.38 0.00
Aug -2.11 | -12.68 | -14.27 | -1.59 | -14.27 -1.59 0.00
AusRh | -2.45 | -14.71 | -16.57 | -1.74 | -16.68 -1.97 0.11
AuysRhy | -2.90 | -17.38 | -19.01 | -1.80 | -19.44 -2.06 0.43
AuszRhs | -3.36 | -20.19 | -21.77 | -2.28 | -22.15 -1.96 0.38
AusRhy | -3.77 | -22.66 | -25.11 | -2.15 | -25.17 -2.51 0.06
AuRhj -4.27 | -25.61 | -28.04 | -2.42 | -28.47 -2.86 0.43
Rhg -4.70 | -28.21 | -31.61 | -2.59 | -31.61 -3.40 0.00




