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First-principles based on dispersion corrected sp
D3) calculations were performcd to investigate the structural properties, relative energetics,

and electronic reactivity descriptors (ERDs) of neutral and charged Pus, Cus, and PtCu NCs.
The interaction mechanism of CO over energetically preferable NCs was examined and our
results of ERDs indicate that the doping of Cu atom reduces the strength of CO on Pt atom

which can eliminate the poisoning effect of CO-
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