
Importance of Work
Theoretical study of Ru(III) Schiff complex has been investigated which shows significant halogen bonding interactions exists in solid state. The energy associated with halogen bonding interactions have been analyzed by using DFT calculations, and further validated with NCI plot index computational tool. Besides, Ru(III) complex is a good example with significant catalytic activity regarding the conversion of 3,5-DTBC to 3,5-DTBQ. This type of complex may ensure new era in the field of catalytic chemistry point of view.



