Statement of novelty

The paper “Theoretical considerations regarding the thione-thiol tautomerism in 2-mercapto-1,3,4-thiadiazol-5-yl thioacetic acid ” deals with the pKa computations of the 2-mercapto-1,3,4-thiadiazol-5-yl thioacetic acid, both by computational and experimental methods. There are no literature data regarding the pKa values of the above-mentioned compound; also, a DFT study regarding the thiol-thione tautomerism of the 2-mercapto-1,3,4-thiadiazol-5-yl thioacetic acid has been performed.  Correlations between the experimental and computational results show that, in aqueous solution, the thiol form of the 2-mercapto-1,3,4-thiadiazol-5-yl thioacetic acid is favored.
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