Statement of novelty

· The B3LYP/6-31G(d)  computed reaction mechanism of synthesis of N-(carbomylcarbamothioyl)benzamide has been presented.
· B3PW91/6-31G(d), M06/6-31G(d) and wB97XD/6-31G(d)  computed reaction mechanism did not give a clear reaction pathway.

· The HOMO-LUMO analysis of the species in the reaction pathway and their implication for reactivity have been discussed.

