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1. MosiekyssipHe MOZEJIIOBAaHHS Ta CUHTE3 610JI0TiYHO aKTMBHUX PEYOBUH HOOTPOIIHOI [Iii B psAfy NoxinHux 4-R-1-
OEH3UIIIPOJIiIUH-2-0HY

2. Molecular modeling and synthesis of biologically active substances with nootropic action in a series of 4-R-1-
benzylpyrrolidin-2-one derivatives

Pedepar:

1. Incepranifina po60Ta IPUCBIYEHA MOIYKY HOBMX 6i0JIOTYHO aKTUBHUX PEYOBUH B POy NOXigHUX 4-R-1-
OeH3UIIipoNigUH-2-0HY, JOCTIIKEHHIO IX HOOTPOITHUX BJIACTUBOCTEH 3a OIIOMOroio MeToiB in silico ta in vivo.
Briepie y paMKax cepTauiitHOro AOC/iIyKeHHs BU3HAY€H] ONITUMAaJIbHi HallPSIMKY CTPYKTYpHOI Mopudikanii ta
pO3po06JIeHi IpenapaTUBHi METOIY CUHTE3Y LiJIbOBUX MOXiTHUX. 3a JOIOMOIOI0 METOML0JIOTI MOJIEKYJISIPHOTO
JIOKIHI'Y Ta €KCIIEPMMEHTAILHOTO CKPUHIHTY MiITBEPIKEHO IIEPCIEKTUBHICTD IIOIIYKY HOOTPOIIHUX PEYOBUH B
IOCTiIKyBaHOMY psiZly pe4oBUH. [linTBepakeHHSIM eEeKTUBHOCTI TaKOro MOIIYKY CTaJIO BUSIBJIEHHSI Hal6i1bII
[IepPCIIEKTUBHOI CIIONYKU 1-6eH3un-4-{4-[2-okco-2-(ninepunnn-1-in)erunn]-5-cynpdanininen-4,5-gurigpo-1H-
1,2,4-Tpiazon-3-injniponignH-2-0Hy, 0 Ma€ BUPa3Hy HOOTPOIHY (QHTUAMHECTUYHY) aKTUBHICTB, sIKa [1I€PEBUILYE
nokKa3HuKY pedepeHc npemnapary [lipaneramy 6isbie HDK y 2 pa3u i mae cipusTinBi po3paxosadi in silico ADMET-

BjlacTMBOCTi. Crioslyka MoKe OyTH ofiep>kaHa B yMOBaXx XiMiKo-¢apmMaleBTUYHOrO MiIPUeEMCTBA 32 JOCTYIIHOO



TEXHOJIOTIEI0, IO AO3BOJISIE IEPENOAYNTH MOKIIUBICTD ii 3aCTOCYBaHHS Y MEOUYHIN TPAKTHUL 117151 JIIKyBaHHS
KOTHITUBHUX IUCHYHKIIN.

2. The dissertation work is devoted to the search for new biologically active substances in a number of 4-R-1-
benzylpyrrolidin-2-one derivatives, to the study of their nootropic properties using in silico and in vivo methods.
For the first time, within the framework of the dissertation research, optimal directions of structural modification
were determined and preparative methods for the synthesis of target derivatives were developed. Using the
methodology of molecular docking and experimental screening, the prospect of finding nootropic substances in
the investigated series of substances was confirmed. The discovery of the most promising compound 1-benzyl-4-
{4-[2-ox0-2-(piperidin-1-yl)ethyl]-5-sulfanilidene-4,5-dihydro-1H-1,2,4-triazol-3-yl}pyrrolidin-2-one, which has a
distinct nootropic (anti-amnestic) activity that exceeds the indicators of the reference drug Piracetam by more
than 2 times and has favorable ADMET properties calculated in silico. The compound can be obtained in the
conditions of a chemical-pharmaceutical enterprise using available technology, which allows predicting the
possibility of its use in medical practice for the treatment of cognitive dysfunctions.
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