O6J1ikoBa KapTKa [IiP

I. 3arasibHi BimOMOCTI

Jep>kaBHHH 00J1iKOBHI HOMep: 0223U000266

Jep>kaBHUH peecTpaniliHUI HOMeP: 0122U000837

Oco06J1uBi TO3HAYKHU: Binkpura

JaTa peecrtpaunii: 05-01-2023

II. Etran BukoHnauus JiP
Homep eramny: 1

Ha3sBa eramy: Po3poGka nporHo3yo4ux Mofiesieil akTHBHOCT a30TUCTUX TeTEPOLUKIIB Ta eKCIIePUMEHTAIbHA
OLiHKa iX aHTUPAKOBOI aKTUBHOCTI Ha JIiHifIX PaKOBMX KJIITMH Pi3HOro TUIly. EKCIIepUMEHTabHI JOCTiI)KEHHS

AQHTMOKCHUIAHTHOI aKTUBHOCTI I€PCIIEKTUBHUX O6iOPETYIISATOPIB.
IToyaTok eramy: 01.2022
3aKkiH4Y€eHHs eTamy: 12.2022

Bup, 3BiTHOr0 JOKYMEHTA: [IpoMiXHMIA 3BiT

I11. BinomocTi npo BukoHaBus JIiP

IloBHEe HaiMEeHYBaHH IOPHIHYHOI 0cooH (a6o ITIB pizumaHO0i 0cO6H): IHCTHTYT 6ioOpraHiuHO XiMmii

ta Haproximii iM. B. T1. Kyxaps HauionanbpHoi akanemii Hayk YKkpainu

Kopg 3a €IPIIOY: 03563790

MicueBHaxo,ereHHﬂ: ByJI. Akazemika Kyxaps, 6yz. 1, m. Kuis, 02094, Ykpaina
dopma ByracHOCTI:

Cdepa ynpaBiiHHS: HaujonanbHa akazemis HayK YKpainu
InenTudikarop ROR: He zacrocosyerscs

Poamip opranisanii:

Tene(bou: 380445599800, 380445585388

IV. BizomocrTi npo cniBBUKOHaBLiB JIiP



V. BimomocrTi npo 3amoBHHKa [IiP

IloBHe HaliMeHyBaHHS IOPHAHYHOI 0coou (a6o ITIB PpizuuHO0i 0c06H): HaujoHanbHa akasemis Hayk

Ykpainu

Kopg 3a €EIPIIOY: 00019270

Micuesnaxo,szeHHa: ByJI. Bononumupceka, 6ya. 54, m. Kuis, 01601, Ykpaina
dopma BaacHOCTI:

Cdepa ynpasiiHHS:

ImenTudikarop ROR: He zacrocoyerbcs

Poamip opranisanii:

TenedoHn: 380442343243

VI. I>kepeJia, HanpsiMHu Ta oocsiru pinaHcyBaHHs JIiP

IlincraBa ojist npoBeaeHHs [iP: 34 - norosip (3aMOBJIEHHS) 3 IEHTPaTbHUM OPraHOM BUKOHABYOI BIajy,

akazemielo HaykK (TOJIOBHUMM PO3NOPSIHUKAMU OI0pKETHUX KOWITIB Ha TposefeHHs HIIJIKP)

Hampsam (l)iHchyBaHHﬂ: 2.1 - pyHIaMeHTabHI JOCIIIPKEHHS
I>kepesia piHaHCYBaHHS

7713 - KOWTH ep>KO0I0A KeTy

Kopg, nporpamuoi kinacudikanii BuzaTkis i KpeguryBaHHs (KITKBK): 6541230

dakTuuHHi 06car ¢piHaHCyBaHHS (THC. rpH.): 2002.057




VII. BizomocrTi npo IiP
Ha3sBa po6oTH yKpaiHCBHKOIO:

Oujinka 6i0aKTUBHOCTI Ta MOJIEKYJISIPHUN JU3aliH HOBUX MOXiHUX a30TUCTUX FeTEPOLIUKIIIB

Ha3sBa po6oTH aHIJIilICbKOIO:

Bioactivity evaluation and molecular design of new derivatives of nitrogen heterocycles

PedepaT ykpaiHCbKOIO:

3a gonomoroto po3pobyeHnx QSAR-moneneil ineHTUdIKOBaHO psf, MOXiAHUX UUTU3NHY SIK TOTEHIIiNHI
aHTMOAKTEepiaJIbHUX areHTiB IPOTU aHTUOI0TUKO-Pe3UCTEHTHUX mTaMiB E. coli. 3a pesynbraTamu in vitro
IOCJiIKeHb CiM MOXiTHUX LIUTU3UHY IIPECTaBIISIOThCS [IepCIeKTUBHUMY aHTUOAKTepiaJlbHUMU areHTaMu IIPOTU
aHTUO6i0oTHMKO-pe3ucTeHTHOro mramy E. coli. @yHKILi0HaNi30BaHi OBrOJIAaHLIIOTOBI OHi€Bi COJIi HA OCHOBI KaTiOHIB
nipuauHio Ta iMigasosiio, nependadeHi 3a po3pobiaeHnMu QSAR-MopensiMu K MOTeHLiHHI HUTOCTaTUYHI CIIOJTyKH,
MPENCTaBIISIOThCS €(DEKTUBHUMU IMPOTUPAKOBUMU ar€HTaMHU 3 BUCOKUM TOTEHIIaJIOM in vitro HIMTOTOKCUYHOI
aKTMBHOCTI. Pe3ysibTaTH in vivo JOCiI)K€Hb TOCTPOI TOKCMYHOCTI COJIEN iMifa307iio Ta MipUAKMHIIO 32
BMKOPHMCTAHHS rifpo6ioHTy D. magna BKa3yloTh Ha B3a€MO3aJIEKHICTb PiBHS iX TOKCMYHUX €(EKTiB Bif,
0COOIMBOCTEN CTPYKTYPHUX KOMIIOHEHTIB. 32 pe3yJIbTaTaMU JOKIHI'Y BCTAHOBJIEHO, 110 IUTOTOKCUYHA Tist
IOCJTiI)KEHUX COJIel aCOLiI0eEThCS 3 PEriOHOM LIUMTO3UH-TyaHiH [JTHK-osironykieoTuny sk Hailb6inbll eHepreTUyHo
CIIPYSTIIMBUM [1JIs1 KOMILJIEKCOYTBOPEHHS NOCIiIPKEHUX JliraHiB. 32 BUKOPUCTaHHs po3pobsiennx QSAR-mopenei
nepenb6aueHo aHTUOKCUIAHTHY aKTUBHICTb psify coseit GpocdoHilo 3 aKiibHMMU JIaHLoramu gosxuHoto C8, C10 ta
C12. Cosi 3 BUCOKUM in Vitro aHTHOKCUAAHTHUM IOTEHIiaIoM HaN6ibI e(peKTUBHO 6JI0KYBaln PiCT aHTUOI0THUKO-
pe3uCTeHTHUX 6akTepill Acinetobacter baumannii. [IpefcTaBieHi ekcliepuMeHTasbHi aHi on0 coJiell GpocdoHiio
sIK ar€HTIB i3 IOABITHUM TUIIOM 6i0JIOTiYHOI [ii IPeNCTaBISIETHCS NEPCIIEKTUBHUM 3I00YTKOM, CIIPSIMOBAHUM Ha
yPeryJ0BaHHA AUCOaIaHCy OKUCIIOBAIbHO-BiJHOBHUX [IPOLIECIB, BUKIMKAHUX iHEKLiMHUM (PAKTOPOM
HaBKOJIMIIHBOTO cepenoBulla. [IpoBesieHi TeopeTUYHi NOCHIIKEHHS WOH0 aHai3y iX MOJIEKYJIIPHOTO MEXaHi3My i

IpENCTAaBJIAIOTBCA OCHOBOIO J14 I100aJIbIIOTO an,iOHaJIbHOI‘O ILI/IBHI‘/IIHY IbOr'o KyIacCy CIIOJIYK.

Pedepar aHIJIiHCBKOIO:

Using the development of QSAR models, a number of cytisine derivatives were identified as potential
antibacterials against E. coli antibiotic-resistant strain. Based on in vitro studies results the six cytisine derivatives
recommended as the promising antibacterials against the antibiotic-resistant E. coli strain. Functionalized long-
chain onium salts based on pyridinium and imidazolium cations, predicted by developed QSAR models as potential
cytostatic compounds, are effective anticancer agents with a high in vitro cytotoxic potential. The results of in vivo
acute toxicity studies of the imidazolium and pyridinium salts using the hydrobiont D. magna indicate the
relationship between toxicity level and the structural features. Based on the docking results, it was established that
the cytotoxic effect of the studied salts is associated with the cytisine-guanine region of the DNA oligonucleotide
as the most energetically favorable for the complexation of the studied ligands. The antioxidant activity of a
number of phosphonium salts with C8, C10, and C12 alkyl chains was predicted using the developed QSAR models.
Salts with high in vitro antioxidant potential most effectively inhibited the growth of antibiotic-resistant bacteria
Acinetobacter baumannii. The presented experimental data on phosphonium salts as agents with a dual type of
biological action is a promising achievement aimed at regulating the imbalance of redox processes caused by an
environmental infectious factor. The conducted theoretical studies on the analysis of their molecular mechanism
of action are the basis for further rational design of this class of compounds.

Inpekc YIK: 004.8.032.26, 547.7/.8, 615.281:577.1
Koau TemaTHYHHUX PyOpPHK: 28.23.37, 31.21.27, 31.27.22

KepiBHHUKH po6OTH
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