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SYNTHESIS AND BIOLOGICAL ACTIVITY OF NEW
3-(2-BROMOPHENYL)-5-(R-THIO)-4-PHENYL-4H-1,2,4-TRIAZOLES
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The global pace of industrial development is increasing the burden on the hu-
man body. Improper nutrition, increased mental and physical activity, various stress-
ors lead to more diseases among the population. The pharmaceutical industry is also
not standing still. The number of new drugs is constantly increasing. But the increase
in the range is mainly due to the increase in trade names, while the number of active
substances remains unchanged. It is quite difficult to bring a new original biologically
active substance to the pharmaceutical market.

But modern scientists are not stopped by difficulties, so scientists are trying to
synthesize new substances that may eventually enter the pharmaceutical market and
compete with modern drugs.

1,2,4-triazole derivatives are interest, namely 3-(2-bromophenyl)-5-(R-thio)-4-
phenyl-4H-1,2,4-triazoles, among which can be found promising drugs.

The aim of the work was the synthesis of new 3-(2-bromophenyl)-5-(R-thio)-4-
phenyl-4H-1,2 4-triazoles, namely S-derivatives and the study of molecular docking
of the obtained compounds.

The synthesis of new compounds was carried out by reacting 5-(2-
bromophenyl)-4-phenyl-4H-1,2,4-triazole-3-thiol with haloalkanes and haloaryls in
an alkaline-alcoholic medium and boiling to a neutral medium. In some cases, Mile-
stone Flexi Wave microwave synthesis system was used to speed up the reaction.

N\N N\N
)\ R- Hal )\
KOH, alcohol

Synthesis scheme of 3-(2-bromophenyl)-5-(R-thio)-4-phenyl-4H-1,2 4-triazole
S-derivatives

Molecular docking was performed using Autodock 4.2.6 (AutoDockTools-
1.5.6). The screening was performed on the crystallographic structure of Water-
forming NAD(P)H Oxidase (2CDU).

As a result, S-derivatives (methyl, ethyl, propyl, butyl, pentyl, phenylpropyl, 2-
nitrophenyl, 3-nitrophenyl, 4-nitrophenyl, 2,4-dinitrophenyl) were synthesized. Mo-
lecular docking was performed for the obtained compounds.

The search and research of biological compounds among this class of sub-
stances continues.
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