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S. Banerjee* et. al., DFT study on the redox behavior of two 
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Quantum chemical predictions of aqueous pKa values for OH groups of some 

α–hydroxycarboxylic acids based on ab-initio and DFT calculations, Pages, 

Computational and Theoretical Chemistry, 29-38, 2017, 

https://doi.org/10.1016/j.comptc.2017.12.011 ,  

 

(INTERNATIONAL: ScienceDirect, ELSEVIER) 
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(BSA), and antibacterial activity of cyclometalated iridium(III) complexes 

containing dithiocarbamate derivatives, Journal of Coordination Chemistry,  
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