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Topicality. Current trends in organic synthesis open up opportunities for chemical 

modification of 1,2,4-tritzole by combining this heterocycle with pharmacoform groups of 

different nature [1]. This contributes to the formation of new and practically significant biological 

properties in the compounds obtained, which allows to open new biologically active substances 

[2]. Indole and its derivatives are characterized by well -known distribution among biologically 

active compounds of both natural and synthetic origin [3]. Therefore, the study of the properties 

of new compounds that combine in their structure derivatives of Indola and 1,2,4-triazole, are 

endowed with common features of relevance and are practically appropriate.  

The purpose of the work. Theoretical justification for the search for biologically active 

compounds in a series of innovative N-((5-phenyl-6,11-dihydro-5H-

[1,2,4]triazolo[1',5':1,6]pyrido[3,4-b]indol-2-yl)-methyl)-R-amide. 

Materials and methods. To achieve a certain goal, a molecular dock method was 

applied, which uses a wide range of modern computing algorithms to forecast and analyze the 

interaction of molecules. This approach allows you to determine the possible nature and number 

of chemical bonds with certain enzyme binding sites, as well as evaluate the energy of interaction 

and spatial configuration of molecules. Ligand models were created using Marvinsketch 6.3.0, 

Hyper Chem 8 and Autodoktools-1.5.6. Discovery Studio 4.0 and Autodoktools-1.5.6 were used 

to prepare enzymes. Molecular dock was performed using Vina, which allows you to predict and 

evaluate the interactions between a ligand and a three -dimensional structure of target protein, 

taking into account their energy and spatial compatibility. 

Results. Prescryning analysis of the virtual library of compounds N-((5-phenyl-6,11-

dihydro-5H-[1,2,4]triazolo[1',5':1,6]pyrido[3,4-b]indol-2-yl)-methyl)-R-amides, which are 

potential candidates for further synthesis of biologically active substances. The Vina software 

analyzed the active centers of model enzymes, which made it possible to understand more deeply 

the interaction of enzymes with their substrates. The results of studies have shown that the highest 

potential for the detection of anti-inflammatory and anticancer properties have N-((5-phenyl-6,11-

dihydro-5H-[1,2,4]triazolo[1',5':1,6]pyrido[3,4-b]indol-2-yl)-methyl)-R-amides with an 

unmarried phenyl substituent. Instead, fluor- and chlorosis of this substitute indicate the high 

probability of manifestation of antifungal propertie. 

Conclusions. The obtained prognostic characteristics that allow us to evaluate the 

prospects for the creation of biologically active substances on the basis of N-((5-phenyl-6,11-

dihydro-5H-[1,2,4]triazolo[1',5':1,6]pyrido[3,4-b]indol-2-yl)-methyl)-R-amides look quite 

promising. The results of pharmacodynamic studies in Silico indicate this group of compounds as 

a possible source for the development of biologically active substances with anti -inflammatory, 

antifungal and anticancer activity. 
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