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Introduction. One of the methods of finding new biologically active compounds is the usage 

of in silico methods. They make it possible to predict the potential activity of compounds based on 

their structure and interactions with targets, which can reduce the time and cost of researching new 

drugs. 

Based on previously published scientific works, the study of tetrazolo[1,5-c]quinazolines is a 

promising task. Tetrazolo[1,5-c]quinazolines are pharmacologically interesting heterocycles that, due 

to the presence of "pharmacophoric" tetrazole and benzpyrimidine fragments in their structure, 

exhibit versatile biological activity (actoprotective, antihypoxic, anti-inflammatory, antimicrobial, 

antifungal, antiradical, etc.). Therefore, research on the search for biologically active compounds 

among 6'H-spiro[cycloalkyl-1,5'-tetrazolo[1,5-c]quinazolines] using in silico research methods is an 

important direction in modern medicinal chemistry that can lead to the discovery new potential 

drugs. 

Materials and methods. To predict possible types of biological activity of the proposed 

compounds, a study was conducted on SwissTargetPrediction [1]. And for the selected biological 

targets, it was decided to carry out molecular docking. 

Results and discussion. According to the results of predictions, compounds should have a 

high affinity for ligand-dependent ion channels, enzymes, hydrolases and proteases. For example, 

figure 1 shows a diagram of predicted target classes of compound 2.1. 

 
Fig. 1 Predicted biological target of compounds 

Conclusions. Most of the proposed spiro derivatives of tetrazoloquinazoline are predicted to 

have a high probability of inhibiting aminopeptidase PfA-M1. To unambiguously confirm the 

rationality of the research, it was decided to study the affinity of the studied compounds to M17 

leucylaminopeptidase using molecular docking (PDB ID: 4X2T) [2]. The values of affinity for the 

active center were from -6.5 to -8.3 kcal/mol, which indicates the perspective of further research. 
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