MIHICTEPCTBO OXOPOHM 3/I0POB’SI YKPATHU
TEPHONILVIBCBKNI HAIIIOHAJTbHU MEJIMYHU YHIBEPCUTET
IMEHI I. 1. TOPBAYEBCBKOI'O

0=
:/\2 [
A

M ARTIUM MED[ |
os\\‘\“os\LISSIMA Esrc"vy

HAYKOBO-TEXHIYHUM ITPOI'PEC I ONTUMI3ALIIA
TEXHOJIOT'TYHUX ITPOLECIB CTBOPEHHSA
JIIKAPCBKUX ITPEITAPATIB

MATEPIAJIM IX HAYKOBO-IPAKTUYHOI KOH®EPEHIIIT
3 MIZKHAPO/IHOIO YYACTIO

22-23 BepecHs 2022 poky

TepHomijab
THMY
«YKpMEIKHUTa»

2022



VJIK 615.1

Penakuiitna xoJieris:
npod. Kopaa M.M., npod. I'pomosuii T.A., mpod. Dipa JI.C.,
nou. Bpouceka JI.B., nou. Jdemuyk M.B., goir. ITokotmio O.0.,

ct.Buki. Creunmun LII., acucrt. [1aBmiok b.B., acuct. [ly6 A.L

HaykoBo-TexHIUHMI Mporpec 1 ONTHUMi3alis TEXHOJOTIYHUX MPOLECIB
CTBOPEHHS JIKapChKHUX IMpemnaparTiB: maTtepianu | X HayK.-MpakT. KOHQ. 3 MLKHAPp.

yuacTio (22 — 23 BepecHs 2022 p.). — Tepuonine : THMY, 2022. — 245 c.

Vei  mamepianu  30ipHuka  nooaromucsi 8  ABMOPCLKIL  pedakyii.

Bionosioanvnicms 3a npedcmasieni pe3yiomamu 00CAi0HCEHb HECYMb A8MOPU Me3.

© THMY «Yxpmenkuuray, 2022



aKTHBHICTh JOCTI/DKYBaJIacs €Mi30JIMYHO. 3PYYHHUM METOJIOM MOOYAOBH 130TIOKYMapUHOBOTO
UKy € B3aEMOJis OPTO-(POPMITOCH30MHUX KHCIOT 3 POJaHIHOM 3 TIOJAJIBIION PEIHUKIIIZAIIEI0
5-apuiiieHpoaHiHy, 10 YTBOPIOETHCS B OCHOBHOMY cepenoBuIi. Lleit miaxia TakoK yCIHiIIHO
3aCTOCOBAHMH 1 10 cUHTE3Y TiomipaHo[4,3-C|xiHOMiHIB.

Mera. Cunre3s 2-apui-5-okco-5H-riomipano[4,3-b|mipuaun-7-kapOOHOBUX KHCIIOT.

Martepiann Ta MeToau. MeTOAMKN OpPraHidHOrO CHHTE3Y, (i3uyHi Ta (i3UKO-XiMiyHi
METO/IM aHaJIi3y OpPraHiYHUX CIIOIYK.

PesyabTaT. Y Hamiii poOOTI MpEACTaBICHO CHHTE3 HOBHMX MOXIAHMX TiomipaHo[4,3-
b]mipuaun-5-ony Sa-e, sIK MepIINX MPEACTABHUKIB HOBOI FE€TEPOIMKIIYHOI CHCTEMH. BUXigHUMU
PEUOBHHAMU ISl 3a3HAYCHHUX I1iJIeH, OyJI0 BUKOPHCTAHO eTHII 6-apuii-2-popminHikoTuHOAaTH 1a-
e, B3aEMOJISA SKUX 3 POJIAHIHOM 2 Yy CEpEIOBHINI aIeTaTHOI KHCIOTH B B IPUCYTHOCTI
TPUETUJIAMIHY JT03BOJISIE OTPUMATH BifmoBigHi etun 2-[(Z)-(4-okco-2-Tiokco-1,3-Tia3ommianH-5-
uTiaeH)MeT |-6-apuiHikoTruHoaTH 3a-e. [lpu aii Ha 3a-€ BOAHOTO pO3YuHY JIYTY BiIOYBa€ThCS
PO3IIEIUIEHHS! POAAHIHOBOTO LIUKIY 3 YTBOPEHHSM MEPKANTOKUCIOT 4a-e. OTpUMaHi CIOIYKH
HiIKKCITIOIOThH XJIOPHIHOK KUCIIOTORO, 1110 TPU3BOIUTH J0 OJICPIKAHHS IUTLOBUX 2-apHiI-5-0KCO-

5H-Ttiomnipano[4,3-b]mipuanH-7-kapOOHOBI KHCIIOT Sa- e.
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Jlis miaTBEpIKEHHS CTPYKTYPU Ta 1HIMBIIYalbHOCTI CHHTE30BAHUX PEUYOBHUH Oynu
BUKOPHUCTaHI METOJM KUIbKICHOTO €JIEMEHTHOI0 aHajizy Ta crnekrpockomii AMP. Intepnperanis
CHEKTpIB JI03BOJIWJIA BCTAHOBHUTH, L0 CHUTHAIU JUI1 TPOTOHIB YCIX CTPYKTYpHHX OIMHHUIb
criocTepiraimcs B iX XapakTepHHUX Jlana3oHax.

BucHoBku. TakuM 4uHOM, po3pOOJIEHO MPOCTUIl METOJ CHHTE3y 2-apuil-5-0Kco-SH-
tionipano[4,3-b]mipuauH-7-kapOOHOBUX ~ KUCIOT, SK  MEpPIIMX  MPEACTABHUKIB  HOBOI
reTepOLMKIIYHOI CUCTEMHU.

Hocnioxcennus euxonane 6 pamkxax HIP Jlbgiecbkoco HAYIOHAIbHO20 MEOUYHO20
yHigepcumemy imeni [anuna I anuybkozo « Cnpamosanutl nowyk «1ikonoOiOHUx» MOJEKYI cepeo

HOBUX a301i68 13 3acmocyeanHam cmpameeii in silico ouzaunyy Ne Oepowcasnoi peccmpayii
0121U109330.

CTBOPEHHSA AHTUT'TIIOKCUYHUX 3ACOBIB
HA OCHOBI 8-TTAPASUHOITIOXIIHUX 7--I'TAPOKCHU-
v-(4"-XJIOPO®EHOKCM)ITPONJI-3-METUJIKCAHTUHY
O. Yepuecosa, /I. IBan4eHK0
3anopizvkuil deparcasnuii MeOuyHUL YHIGepCUmen,
M. 3anopixcoics, Yrpaina
ivanchenko230181@gmail.com

Beryn. BceranoBneHo, 1O TIMOKCIS MOXe NPU3BOAUTH 10 (GYHKIIOHAJBHUX Ta
CTPYKTYPHUX TMOpYILEHb, @ TaKOX MOXe OyTHM BHUKJIMKAaHAa DPI3HOMAHITHUMHU MaTOJOTIYHUMHU
cTaHamu (iIeMigyHa XBOpoOa ceplis, MOpyHIeHHs (YHKIIH MO3Ky, JIETE€HIB, HUPOK Ta 1H.) Ta
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YCKJIQHIOBaTH Tiepedir xBopoOu. HeoOXimHo BIAMITUTH, IO JIIKIB, SKI MalOTh BUPAKEHY
AQHTUTINIOKCUYHY MiI0 Ta MiHIMalbHY KUIBKICTh MOOIUHUX edekTiB, Hebararo. Buxomsum i3
BUIIICHABE/ICHOTO0, IPOOJIeMa MOITYKY aHTUTIIIOKCAHTIB € aKTYaJIbHOKO Ta TIEPCIIEKTUBHOIO.

Metor naHoi poOOTH € TOIIYK NMEPCHEKTHBHUX AaHTUTIMOKCHYHUX 3aco0iB cepen 8-
TiApa3uHONOXITHUX 7-B-TiIpoKCcH-Y-(4'-XT0pOPEHOKCH )ITPOITiII-3-METHII-KCAHTHHY.

Martepiayu i MmeToau. bionoriyai BIaCTHBOCTI CHHTE30BAaHKX CIIOIYK PO3PaXOBYBAIHCH
3a pornomororo GUSAR ta ACD/Percepta Platform. BuB4ueHHS aHTHUTIMOKCHMYHOI aKTUBHOCTI
IPOBOJWIM B YMOBaxX rocTpoi HOpMoOapuuHoi rimokcii. CHHTE30BaHi CIIOMYKH BBOJMIIN B 1031
1/20 JI/Is0. B sikocTi eTanoHy MopiBHSHHS BUKOPHCTOBYBAJIM MEKCi10J1 B 1031 10 MI/KT.

PesyabTaTn. HarpiBanHsM BHXIZHOTO §-OpOMOKCAHTHMHY 3 HAQJIUIIKOM TiIpasuH
rigpaty B CEPENOBHINI BOJHOTO JIOKCaHy OTPHUMAHO 8-Tipa3uHoO-/-B-Timpokcu-y-(4'-
XJIOPO(EHOKCH )ITPOMLI-3-METUIIKCAHTHH, KOPOTKOTPUBAJIC HArpiBaHHA SKOTO 3 KapOOHUTbHUMHU
CHOJyKaMH BeJle 10 YTBOPEHHS BIAMOBIAHUX MOXiTHUX. CTPyKTypa OTPUMaHHX CIIOJIYK
HiATBEpP/DKEHA IaHWMHU enleMeHTHoro anamzy, IY- Tta IIMP-cmekrpockomii. Bipryansamuii
CKPHMHIHT TIOKa3aB, IO CHUHTE30BaHI CIIOJIYKM € Majo- abo mnoMipHoTokcnyHumu. Cepen
OTPUMAHUX PEYOBHH 32 MOKA3HUKAMHU aHTUTIMOKCUYHOI aKTUBHOCTI BUSIBJICHI CIIONYKH, SIKi HE
MOCTYIAIOTHCS, a B JISIKUX BUIAIKaX aKTHBHIIII 3a eTanoH nopiBasHHs (132,2-169,8%).

BucnoBku. CuHTE30BaHI HEONHUCaHI paHimie B JTeparypi 8-Tiapa3uHOMOXiaHiI 7-f-
riapokcu-y-(4'-xaopoeHokcu)mponin-3-MeTUIKCAaHTUHY ~ Ta  BHBYEHI  1X  CHEKTpalibHI
xapakTepucTuku. [IpoBeneHi mocmimpkenHs In SilicCO mokasanu, 110 CHHTE30BaHI CIIOJYKH
BIIHOCATBCS 10 Majo- ab0 MOMIpHOTOKCHYHUX. OTpuMaHi AaHi aHTUTINOKCUYHOI aKTUBHOCTI
CHHTE30BaHUX 8-T11pa3uHOMOX1THUX 7-B-rinpoxcu-y-(4'-x10podheHOKCH ) TPOITiI-3-
METHJIKCAaHTHHY.

9-R-3-(METHYLTHIO)PYRAZOLO [1,5-d][1,2,4] TRIAZOLO [3,4-f] [1,2,4]
TRIAZINE AND ITS DERIVATIVES: SYNTHESIS AND PROPERTIES
S. O. Fedotov, A. S. Gotsulya
Zaporizhia State Medical University, Zaporizhia, Ukraine
serjioolegovich@gmail.com

Introduction. The actual direction of chemistry of heterocyclic compounds remains the
detection of biological activity among alkyl-, aryl - and heteryl derivatives of 1,2 ,4-triazole-3-
thiol, which are widely used in medicine, pharmacy and other spheres of human life.

The aim of the work is to create a promising series of compounds based on the condensed
9-R-3-(methylthio)pyrazolo[1,5-d][1,2,4]triazolo[3,4-f][1,2,4]triazine system, followed by a
study of the properties of the obtained substances.

Materials and methods. At the first stage of work, the structure of 4-amino-5-(3-
methylpyrazol-5-yl)-1,2,4-triazole-3-thiol was reproduced. For this purpose, acetone, sodium
methylate and diethyloxalate were used as starting materials. This chemical interaction made it
possible to obtain 2,4-dioxopentanoate. The synthesized diketoester was used in the hydrazinolysis
reaction. As a result, 5-methylpyrazole-3-carbohydrazide was isolated. Further chemical
trasformation of the intermediate involved its participation in the nucleophilic addition reaction of
carbon disulfide in an alkaline-alcohol medium. As a result of this interaction, xanthogenate was
isolated, which was used in the subsequent process of alkaline heterocyclicization. This
transformation made it possible to obtain the target 4-amino-5-(3-methylpyrazol-5-yl)-1,2,4-
triazole-3-thiol. The synthesized initial thiol was later used to establish optimal conditions for the
course of S-alkylation reactions in order to obtain a number of compounds that are promising for
further chemical transformation. The last stage of the synthetic part of the work was related to the
study of the behavior of synthesized alkyl derivatives of the studied heterocyclic polysystem with
an excess of triethyl formate.
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