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Investigation of CO adsorption over Ag nanoclusters: A DFT study
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In this work, adsorption of CO on Ag nanoclusters are studied using density functional theory. The BAPW91 hybrid
functional along with the 6-31+G* and LANL2DZ basis sets are used for all of the calculations. Adsorption energies,
HOMO-LUMO gaps and vibrational properties of the cluster-CO are analysed
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