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DFT modeling of copper and silver nanoclusters stabilized by various ligands
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Whereas the chemistry of stable mixed-valent closed-shell gold clusters (often called nanoclusters) is fairly well developed, this is not the case for the related silver and copper series. The chemistry of silver nanoclusters is just starting to develop and, to our knowledge, only one pure copper nanocluster has been published so far. 

In this talk, we will discuss the contribution of theoretical investigations to explain this fact and provide a rationalization of the stability, structure and properties of existing and hypothetical copper and silver nanoclusters, such as, for instance [Ag21{S2P(OiPr)2}12]+,1 [Ag20{S2P(OiPr)2}12],2 [Ag13{(3-Fe(CO)4}8]n- (n = 3, 4, 5)3 as well as related species such as [(CuCNtBu)4(ZnCp*)4]4, [Cu13(S2CNnBu2)6(CCR)4]+ 5 and [Cu43(AlCp*)12].6
These theoretical investigations have been made in collaboration with experimental groups in Taiwan and in Europe.
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