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algorithm. Thus far, we have studied Pt, Ta, and Ni clusters ranging minimum for Pt, - ‘
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* VASP implements DFT and the NEB algorithm to calculate

Dependence of E, on Cluster Size and AE

minimum energy path between known reactants and products 7 I 0.90
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* E, varies according to cluster size, but not in a linear fashion
* No linear relation between E, and AE; Bell-Evans-Polanyi (BEP) principle does not
hold for these results




