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5. HaykoBo-TexHiYHa po6oTa

Hasga po6oTH (YKp)

CuHTe3 HOBUX IOTEHLIMHO aKTUBHUX CIIOJIYK HAa OCHOBi MOXiHUX CEYOBUHU Ta TiOCEYOBMHH, ITPOTHO3YBaHHA iX GiosoriyHoi

aKTUBHOCTI.

Ha3sBa po6oTH (aHrJ1)

Synthesis of new potentially active compounds based on urea and thiourea derivatives, prediction of their bioactivity.

Pedepar (ykp)

O6'exT pocnimkenHs: N-3amimeHi-N'-alunATiOCEUOBMHU Ta NPOAYKTU iX B3aeMofii 3 AiHykneodinamu. MeTa mOCHiIKEHHS:
CHHTE3 TOXiJHUX TiOCEYOBMHH, BUBUEHHS iX peakuiil 3 AiHykieodinaMu; OTPMMaHHSI HA OCHOBi NOXiZHUX TiOCEYOBMHU HOBHUX
TeTEePOLUKIIIYHMX CIOJIyK Ta MOIIYK cepej, HUX 3a AONOMOrow nporpamu PASS moxunBoi 6iosoriyHoi akTUBHOCTI. MeToau
JOOCHIIPKEHHS: (Pi3MKO-XiMiUHI METOAM MOOCTiIXEHHS PEYOBUH - CIEKTPOCKOIMis MPOTOHHOTO MAarHiTHOTO PE30HaHCY,
CIIEKTPOCKOIIiSl SIIEPHOTO MAarHiTHOro pe3oHaHcy siep 13C, iHppadyepBo?HA CIEKTPOCKOMis, Mac-CIIEKTPOMETPIsl, €JIEMEHTHUI
aHasi3. TeopeTuyHi i IPaKTU4HI pe3ysabTaTh: 3aCBO€Ha MeToguKa cuHTe3y N apui-N'-aumirioce4oBuH. CuHTe3oBaHi N apui-N'
alMJTIOCEYOBUHM 3 PIi3HMMM 3aMiCHMKamMHu Yy CTPYKTYpi - BUXi[Hi CIIOJYKMA [Ji11 BHABYEHHS B3a€MOJil alUITiIOCEYOBUH 3
ninykneodinamu. IIpoBeneni peakuii 3amilleHUX TiOCEYOBUH 3 AiHyKieodilamu: rifpasuHoM, (QeHirigpasnHoM. BcTaHOBIEHO
mo N-3amimeHi-N'-auuATIOCEYOBMHN PearyioTh 3 Tipa3vHOM, YTBOPIOKYM 3aMilleHi 3-amino-1,2,4-tpuasonu i N 3amileHi
TioceuyoBuHu. Jlo 1iei peaxiii BCTynaoTh MOXifHI KApOOHOBUX KMCJIOT apOMATHUYHOTO, T€TEPOLUKIIIYHOTO i anipaTUYHOro psmy;
MOXigHI apwui-, apajkin-, rerepoapuiaminiB. Peakuis N 3amimeHux-N'-auuntioce4oBruH 3 GEHINTigpa3snHOM IPOTIKa€e TiIbKU 3
HaWOinbll aKTUBHUMU alMJITIOCEYOBUHAMU i MPUBOIUTH [0 CEJIEKTUBHOIO YTBOPEHHs 3aMimeHux 1-¢eHin-3-amino-1,2,4-
TpuazosiB. CTPYKTYPHUN MOTHUB 'NIECTUWIEHHMI LUK - OAWH aTOM - II'SITUMJIEHHUN LMKI"' XapaKTepHUN [Ajs 6araTbox
6i0JIOTiYHO aKTMBHUX PEYOBHH. TOMy, 3rifHO KOHIemnuii MosekysspHOi nomiGHocTi ("67M3bKi CTPYKTypyU MalOTh OJIM3BKI
BJIACTUBOCTI") MOXXHa TIPUITyCKATU IO OTpPUMaHi 3amimeHi 3-amiHo-1,2,4-Tpuazomu Tta 1 ¢enin 3 amiHo-1,2,4-Tpuazonu -
MOTEHLIHO 06i0JIOriYHO aKTWBHI CHOJYKU. EQeKTuBHICTb BHpoBajpKkeHHs: 3-amiHo-1,2,4-Tpuaszosu, 1-¢enin-3-amino-1,2,4-
Tpraszosu Ta N 3amimeHi TiOCEYOBUHM € NMOTEHLiMHUMU 0i0JIOriYHO aKTMBHMMM CIIOJYKaMU i MOXYTb BUKOPHCTOBYBATbCS B
SIKOCTI JIIKapChKUX Tpernaparis, nectuuuais. Cdepa (ramysb) 3aCTOCYBaHHS: B 3arajibHUX Ta CIIENiaJIbHUX Kypcax OpraHiyHoi Ximii

y yHiBepcuTeTax. CepeJ, OTPMMAaHUX NPOAYKTIB MOKHA BECTH TMOLIYK HOBUX JIIKAPCHKUX NPENaparib.
Pedepar (aHrI)

Object of research: N-substituted-N'-acylthioureas and products of their interaction with dinucleophiles. Objective of research:
synthesis of derivatives of thiourea, study of their reactions with dinucleophiles; obtaining of new heterocyclic compounds
based on the thiourea derivatives and determine of their possible biological activity using the PASS program. Research methods:
physical and chemical methods for the investigation of compounds: IR, NMR 1H, NMR 13C spectroscopy, elemental analysis.
Theoretical and practical results: The technique of synthesis of N aryl-N'-acyltiourea has been mastered. N-Aryl-N'-acyltioureas
with different substituents in the structure have been synthesized. These compounds are the starting compounds in reactions of
acylthioureas with dinucleophiles. Reactions of substituted thiourea with dinucleophiles: hydrazine, phenylhydrazine have been
studied. It has been found that N-substituted-N'-acylthioureas are reacted with hydrazine to form substituted 3-amino-1,2,4-
triazoles and N-substituted thioureas. The derivatives of carboxylic acids of the aromatic, heterocyclic and aliphatic series
(derivatives of aryl, aralkyl, heteroaryl amines) can react under this scheme. The reaction of N-substituted-N'-acyltiourea with
phenylhydrazine proceeds only with the most active acyloxyureas and leads to the selective formation of substituted 1-phenyl 3-
amino-1,2,4-triazoles. The structural fragment "six-member cycle - one atom - five-member cycle" is characteristic of many
biologically active substances. Therefore, according to the concept of molecular similarity (“similar structures have similar
properties”) it can be assumed that the resulting substituted 3-amino-1,2,4-triazoles and 1-phenyl 3-amino-1,2,4-triazoles are
potentially biologically active compounds.

Inpexc YIK: 547.2 /.4, 31.21.21



Kopgu TemarnuHux pyopuk HTI: 31.21.21
6. HaykoBo-TexHiyHa npoaykuis (HTII)

HTII 1

HasBa npoaykii (ykp): 3pasku 3amimennx 3-amino-1,2,4-rpuasois, 1-¢denin 3-amino-1,2,4-tpuasosis i N 3amMilieHi Tioce40BUH.
HasBa npoaykuii (anri): Samples of 3-amino-1,2,4-triazoles, 1-phenyl 3-amino-1,2,4-triazoles, and N-substituted thioureas.
OuiKkyBaHi pe3yJIbTaTH:

T'anysb 3acTocyBaHHS: BUPOOHULTBO XiMiYHMX PEYOBUH i XiMiyHOI IpoayKuii. BUpoOHUIITBO OCHOBHUX (hapMalleBTUYHUX

MPOIYKTIB i papMaLleBTUYHUX [TpENaparis.

Onuc npoaykuii (ykp): 3acBoeHa Mmetouka cuHTesy N apun-N'-auunrioceqosruH. CuHTe30BaHi N apuin-N' allunTioce40BUHY 3
pi3HMMU 3aMiCHUKAMU y CTPYKTYPi - BUXiTHI CIIOJIYKU 7151 BUBYEHHS B3a€MO/Iii allMITIOCEYOBUH 3 JiiHykIeodinamu. ITpoBeneHi
peaxiiii 3amMileHnx TioCeYoBUH 3 fiHykieodinamu: rinpasruHoM, QpeHinrigpasuHoM. Becranosneno mo N-3amimeni-N'-
aLWJITIOCEYOBUHU PEAryioTh 3 riIpa3vHOM, YTBOPIOOUN 3aMilleHi 3-aMmiHo-1,2,4-Tpuasou i N 3amimeHi tioceyoBunu. J1o niel
peaxiiii BCTynaioTh NOXifHi KApOOHOBUX KUCJIOT aPOMAaTUYHOT0, T€TEPOLIMKIIIYHOTO i anidaTuyHOro psimy; NOXifHI apui-, apaski-
, TeTepoapuinaMiHiB. Peakuis N 3amimeHnx-N'-aliuaTioce4yoByH 3 GEeHiNrigpa3snHoM POTiKae TibKY 3 HANOIIbII aKTUBHUMU
alUITIOCEYOBMHAMM i IPUBOJUTS JIO CEJIEKTUBHOTO YTBOPEHHS 3aMilleHux 1-enin-3-amino-1,2,4-rpuasosnis. CTpyKTypHUI
MOTUB "MIE€CTUYIEHHUI UUKJ - OAUH aTOM - II'SITUYJIEHHUI LIMKI" XapaKTepHUI1 1J1s1 6araTbox 6i0JI0riYHO aKTUBHUX PEYOBHUH.
Tomy, 3rifHO KOHIenii MoJeKyJsipHoi noAi6HOCTi ("61M3bKi CTPYKTYpPU MalOTh GJIM3bKi BIACTUBOCTI") MOYKHA IIPUITYCKATH 11O

OTpYMaHi 3amilieHi 3-

ComianbHO-eKOHOMIYHa crpsimoBaHicTs HTII:

Crapgis 3aBepmenocti HTII: 3sit no HIIJKP

Brupoeagskenns HTII: He BoposamxeHo

Crpoku BrpoBamKkeHHs: 2021

Bupo6HuK npoaykuii: JloH6achKa AepKaBHa MAIIMHOOYAiBHA aKaieMist
CnosxkuBavi npoaykuii: KnacuyHi yHiBepcuTeTH, Kadepu opraHivyHoi ximii.
IlepcriekTHBHI pUHKH: YKpaiHa

IIpaBa iHTeIeKTyasIbHOI BJIACHOCTI: 32 JOrOBOpaMu
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