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SYNTHESIS AND STUDY OF PHYSICO-CHEMICAL PROPERTIES OF
DERIVATIVE ANALYSIS OF (6-(2,6-DICHLOROPHENYL)-3-(3-METHYL-
PYRAZOL-5-YL)-6,7-DIHYDRO-[1,2,4]TRIAZOLOI[3,4-
B][1,3,4]THIADIAZIN-7-YL)(R)METHANONE
Fedotov S. O., Gotsulia A. S.

Zaporizhia State Medical and Pharmaceutical University, Zaporizhia, Ukraine
serjioolegovich@gmail.com

Introduction. 1,2,4-triazole-based drugs such as voriconazole, forasartan,
sitagliptin, and letrozole are already in use in the medical field. Available research
results also confirm the significant potential of 1,2,4-triazole derivatives as promising
sources for the creation of antibacterial, antiviral, antifungal, anti-inflammatory,
antiproliferative, anticonvulsant, antioxidant, and antiparkinsonian drugs.

The pyrazole ring is also another example of a heteroaromatic framework that
exhibits a wide range of biological activity. Known examples of successful use of
pyrazole derivatives include celecoxib and deracoxib (cyclooxygenase-2 inhibitors),
surinabant (a cannabinoid receptor type 1 antagonist) and crizotinib (an ALK
inhibitor). Thus, the study of new compounds created with the participation of such
heterocyclic structures is relevant.

Aim. Synthesis and investigation of properties of new (6-(2,6-dichlorophenyl)-
3-(3-methyl-1H-pyrazol-5-yl)-6,7-dihydro-[1,2,4]triazolo[3,4-b][1,3,4]thiadiazin-7-
yl)(R)methanone and study of their properties.

Materials and methods. Synthesis of new derivatives 6-(2,6-dichlorophenyl)-
3-(3-methyl-1H-pyrazol-5-yl)-6,7-dihydro-[1,2,4]triazolo[3,4-b][1,3,4]thiadiazin-7-
yl)(R)methanone was accomplished by a two-step transformation. At the first stage,
the Schiff base was obtained as a result of the reaction of 4-amino-5-(3-methyl-1H-
pyrazol-5-yl)-1,2,4-triazole-3-thiol with 2,6-dichlorobenzaldehyde. At the next stage,
the obtained 4-((2,6-dichlorobenzylidene)amino)-5-(3-methyl-1H-pyrazol-5-yl)-1,2,4-
triazole-3-thiol reacted with an equivalent amount of of substituted aromatic ketones
in the presence of a double excess of sodium hydride in tetrahydrofuran medium. The
structure of the synthesized compounds was confirmed by a complex of physical and
chemical methods of analysis. The biological potential of the synthesized substances
was predicted using molecular docking and the SwissADME web application.

Results and their discussion. 10 new previously undescribed substances were
synthesized. The structure of the compounds was proven using *H NMR spectroscopy,
chromato-mass spectroscopy and elemental analysis. With the help of computer
forecasting, a possible spectrum of biological activity was established, which includes
antifungal and antiviral activity.

Conclusions. The obtained results were analyzed and benchmarks for further
biological research were established.
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