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Abstract
The acidity constants Ka1 and Ka2 of 2-(5-mercapto-1,3,4-thiadiazol-2-ylthio)acetic acid have been determined both by experimental and theoretical methods. pKa computations at B3LYP/6-311+G(d,p) level of theory were carried out for the two tautomeric forms, thiol and thione, of the above-mentioned acid. Comparisons between the experimental and theoretical values led to the establishing of the most stable tautomer of 2-(5-mercapto-1,3,4-thiadiazol-2-ylthio)acetic acid in aqueous solution. Also, a DFT study regarding the reactivity, aromaticity and population analysis of the two tautomers has been performed. 


Povzetek

Za 2-(5-merkapto-1,3,4-tiadiazol-2-iltio)ocetno kislino  smo določili  eksperimentalne in teoretične vrednosti  konstant Ka1 in Ka2. Izračune pKa smo za dve tavtomerni obliki izvedli na  B3LYP/6-311+G(d,p) nivoju. S primerjavo eksperimentalnih in izračunanih vrednosti smo določili najbolj stabilno tavtomero preiskovane kisline v vodni raztopini. Dodatno smo izvedli smo še  DFT analize reaktivnosti, aromatskega značaja in populacije obeh tavtomer.
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