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Abstract 

In this paper, the quantum chemistry calculations related to the structural parameter of the 

chromite and molybdate anions and the complexes obtained from them with the glycine and 

alanine amino acids were performed. The calculations were carried out using HF and DFT 

methods and in the base series 6-31G *. Thermodynamic studies related to the formation of 

complexes have been considered and their equilibrium constant has been calculated. Finally, 

by comparing the thermodynamic factors, the stability of the complexes was determined 

relative to each other. 
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