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Theoretical investigation of the structure and possible tautomerism of
benzohydrazides and carbohydrazides was carried out by calculations at HF, DFT

L]

and MP2 levels of theory. Theoretically all hydrazides (four compounds) can exist in
two tautomeric forms in different conformations. The relative stabilities of the
tautomers and conformers of the hydrazides were calculated in gas phase and in
solvent DMSO using the PCM method. The ab initio calculations predict that the
hydrazides exist as keto form in gas phase.
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