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A DFT study of Rh dimer adsorption on AIPO4(110) surface
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ad site spin E.q

singlet -3.39
PO@Type I triplet -3.59

quintet  -3.65

singlet  -1.80
PO@Type 11 triplet -1.96

quintet  -1.79

Ad site Eelim[HZ] Edeform[AlPO4] Edeform[RhZ] Eint
singlet -0.57
PO@Type I (none) +1.86 +0.05 -5.96
AlO@Type I1 triplet -0.47
PO@Type II +6.37 +0.23 +0.01 -8.76
quintet  -0.32
AlIO@TypeIl  +6.52 +0.88 +0.00 -7.93
ad site Bader population of Rh dimer
PO@Type I 17.95 (-0.05)
PO@Type II 16.08 (-1.92)
AlO@Type I1 17.28 (-0.72)
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