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Abstract: 
 Interaction of proline with gold cluster was studied using density functional theory 
(DFT). Two types of mixed basis sets UB3LYP/6-311++G U  LANL2MB and 
UB3LYP/6-311++G U  LANL2DZ were used for optimization of complex structures. 
Proline interacts with gold cluster either through one anchor bond, N-Au or an 
anchor bond O-Au associated with a non-conventional O-H…Au hydrogen bond. 
Among these interactions, higher tendency for interaction is seen with Au cluster 
through amide terminal. Natural bond orbital analysis (NBO) is used to substantiate 
the results.  
 


