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2. The dissertation is devoted to the development of methods and tools of artificial intelligence for computer
generation and selection of the most promising candidate molecules for medicinal substances. Despite the
improvement of technologies such as high-throughput screening, biotechnology and combinatorial chemistry, the
cost of bringing a new drug to the market, adjusted for inflation, doubles every nine years. The profitability of



pharmaceutical research is constantly decreasing. Therefore, there is an urgent need to optimize the process of
developing new drugs, in particular, using artificial intelligence methods. The methods proposed in the work are
combined into a single information system for the development of medicinal substances with specified
physicochemical and biological properties, as well as predicting their suitability for synthesis in the laboratory.
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