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II. Etran BukoHnauus JiP
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Ha3sBa eramy: Po3poGka nporaosyounx QSAR Mozeseit aHTUMIKPOGHOI aKTUBHOCTI iOHHUX PijH Ha OCHOBI
Pi3HUX KaTioHiB. EKClieprMeHTaNbHE JOCIIIPKEHHS TOCTPOI TOKCUYHOCTI AOCIIIKEHVX I0HHUX PiIUH Ta
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po6OTH y BUTJISAL 3BiTY.
IToyaTok eramy: 01.2019
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ImenTudikarop ROR: He zacrocoyerbcs

Poamip opranisaiii:

TenedoH: 380445599800, 380445585388
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V. BimomocrTi npo 3amoBHHKa [IiP

IloBHe HaliMeHyBaHHS IOPHAHYHOI 0coou (a6o ITIB PpizuuHO0i 0c06H): HaujoHanbHa akasemis Hayk
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Kopg 3a €EIPIIOY: 00019270
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VII. BizomocrTi npo IiP
Ha3sBa po6oTH yKpaiHCBHKOIO:

QSAR MopenoBaHHS Ta €KCIIEPMMEHTaJIbHI JOCIIiIPKEHHS BJIAaCTUBOCTEN HOBUX NIOTEHIiIITHO 6i0aKTMBHUX CIIOJIYK.

Ha3sBa po6oTH aHIJIilICbKOIO:

QSAR modeling and experimental studies of new bioactive compounds properties.

PedepaT ykpaiHCbKOIO:

BcraHOBJIEHO, IO GiNbLICTh COJel iMina3oiilo, K BOJOPO3YNHHMX, TaK i BOGOHEPO3YNHHMX, i3 LD50 y mianazoHi
Bizn 1 10 10 mr/n1 Hanexxats 1o IV kjacy NOMipHOTOKCMYHUX PEYOBMH. ACMMETPUYHI iMifia30lieBi COJi 3 anKiIbHUM
pagukasnom Cl12 € noMipHO- Ta MaJIOTOKCMYHMMU PEYOBUHAMU i3 3HaueHHsMu LD50 Big 2,42 no 11,12 mr/a (IV ta V
KJIaCH), 2 CUMETPHYHI 3 aHAJIOTiYHOIO JOBKMHOIO aJIKiJIBHOTO JIAHLIOra BiffHOCAThCS 110 11l Kj1acy BUCOKOTOKCUYHUX
PEYOBUH. 3MEHILIEHHS JOBXVMHU aJIKIJILHOTO JIAHIIOTa Y CTPYKTYPi aCUMETPUYHUX iIMia30J1i€BUX COJIEN ITPAKTUYHO
He BIVIMBA€ HA PiBEHb iX TOKCMYHOCTI, @ Y CTPYKTYPi CUMETPUYHUX COJIEN IPUBOJUTD JI0 CYTTEBOTO POCTY iX
TOKCHUYHOTI'O HOTeHLLiEUIy—Sa [ Knacom CYIIEPTOKCUYHNX PEYOBUH. BI/IBH.‘EI‘JCHO7 1O 3HAYHE 3HMJKEHHS TOKCUYHUX
eeKTiB iMia3olieBUX COJleN Bif0yBaeThCs ab0 3a PaXyHOK HAsIBHOCTI y iX 6y[IOBi CTPYKTYpPHOTO (PparMeHTy 2-
rigpoKCcueTnI-paguKaty abo KOMIJIEKCOYTBOPEHHS i3 O-IIMKJIOEKCTPHUHOM, 10 IPUBOLUATDH IPAKTUYHO A0 10-
Pa30BOro 3HIKEHHSI TOKCUYHOCTI IOCTII)KEHUX CIOJIYK i iniie Ha 5-20%-ro 3HIKYe iXx aHTUMIKPOOHi B1aCTUBOCTI.
OmHieBi coJii Ha OCHOBI KaTioHy mipuAuHilo BigHOCATbCA 1o 11, IV Ta V Ki1aciB BUCOKO-, IOMIPHO- Ta MaJIOTOKCUYHUX
pedoBuH. [TomipHa TOKCUYHICTb NipUauHieBUX cosell 3abe3nedyeTbes PyHKIioOHAI3allielo MTipUIMHOBOrO KijlbLis
TiZpOKCUETUIIBHOIO IPYIIOI0, a - MaJjia TOKCUYHICTh(V Kiac)-ectep-QyHKILioHani3alieo. AJIKiryaHinuHieBi coi i3
ecTepyHKIiOHaNi30BaHUM aJIKiJIbBHUM JIQHIIOTOM 32 BCTAHOBJIEHUM KJIACOM TOKCUYHOCTI € MpeJiCTaBHUKaAMU
MaJIOTOKCUYHUX pedoBuH (V kiac). bisbmicTe pociigpkenux Goc@oHieBUX Colel i3 CipKO 3aMiCHUKaMU y
II0JIO>KEHHI 5 OKCa30JIbHOTO Kifblis € BUCOKOTOKCMYHUMH cniosrykamU(III kac), a 5-amino-1,3-okcazon-4-
indocdoniesi cosi npenpcrapasgioTh pe4oBUHM IV Kiacy - NOMipHOTOKCUYHUX CIIOJYK. [HribiTopu N-
mipucrointpancdepasu rpubda C.albicans 1-gogeunn-3-metunimigasoniit - 1-gogeunn-3-(2-
riIpOKCUETHI)iMia301il - Ta 1-fogeuuanipuauHii XJI0pU Iy i3 JOBIUM aJKijIbHUM JIaHIorom C12 3anponoHoBaHi

SIK ITOTE€HLiHi CHHTeTUYHI areHTH MOBINHOI, aHTUKAHAULO3HOI Ta NPOTUPAKOBOI Aii.

Pedepar aHr1ilicbKOIO:

It has been established that most of imidazolium salts, both water soluble and water insoluble, with LD50 in the
range of 1to 10 mg/1 are moderately toxic compounds of class V. Also asymmetric imidazolium salts with alkyl
chain C12 are moderate and low-toxic compounds with LD50 from 2,42 to 11,12 mg/1 (IV and V classes), and
symmetrical salts with similar length of alkyl chain belong to II class of highly toxic substances. Reduction of alkyl
chain length in the structure of asymmetric imidazolium salts practically does not effect on the level of their
toxicity,but the presence of such reduction in the structure of symmetric salts leads to a significant increase of the
toxic potential corresponding to class 1 of supertoxic compounds. It is shown that significant reduction in toxic
effects of imidazolium salts is due to the presence in their structure of 2- hydroxyethyl fragment or complex
formation with o cyclodextrin, which leads in a 10-fold decrease in studied compounds toxicity of and only in 5-20%
decrease in their antimicrobial activity. The pyridinium salts based are classified as classes I, IV and V high,
moderate and low toxic substances. Functionalized pyridinium salts especially with hydroxyethyl group on the
pyridine ring are moderate toxic compounds of IV toxicity class and esterfunctionalized pyridinium salts are low-
toxic compounds of V class. Alkyl guanidinium salts based with esterfunctionalized alkyl chain are small toxic
compounds of V class. Most of the studied sulfur-substituted phosphonium salts (at position 5 of the oxazole ring)
are highly toxic compounds of III class toxicity, and the 5-amino-1,3-oxazol-4-ylphosphonium salts are moderately
toxic compounds of the IV toxicity class. N-miristoiltransferaze of Candida albicans inhibitors 1-dodecyl-3-
methylimidazolium - 1- dodecyl 3-(2- hydroxyethyl) imidazolium - and 1-dodecyl pyridinium chlorides are offered



as potential agents of dual action with antifungal and anticancer properties.
Inpexc YIK: 577.21:576.314;576.52;577.352, 577.21; 576.314; 577.352

Koau TemaTHYHHUX PYOPHK: 34.15.37

KepiBHUKH po6OTH

BiacHe IlpizBuie Im's I10-6aTbKOBI: Metenvus Jlapuca OnekciiBa
HaykoBHH CTYIiHB: K.6.H.

BueHe 3BaHHS:

Inentudikarop ORCID ID:

HoparkoBa indopmamuist:



VIII. HaykoBa (HayKoBo-TexHiuHa) npoaykuist (HTII)

Ha3zsa HTII ykpaiHCBKOIO: Knacudikauis oHi€BUX COJIEN 32 TOKCUYHICTIO Ta TMIIOM XiMi4HOI Mopuikawii sk
NOTEHLTHMX aHTUMIKPOOHUX areHTiB. IMifia30s1ieBi COJIi SIK CIIOJIyKM NOBIAHOrO TUMNY [ii 3 BUCOKMMU

AHTUKaHIOWNJO3HVUMU Ta ITPOTUPAKOBUMU BJIACTUBOCTIMMU.

Hassa HTII aHI/IilicbKOIO: Toxicity classification of onium salts as a potential antimicrobial agents is
established depending on the type of their chemical modification. Imidazolium salts as dual type compounds with
antifungal and anticancer properties are recommended.

HTII, aKy nepenba4asiocss CTBOPHTH:
IIpuunnu, yepe3s saki HTII ne 6ysio cTBOpeHoO:
OTpuMmaHi pe3yJIbTaTH: Mertoay, Teopii

l'asmy3b 3aCTOCYBaHHS: MeuiHa
PeectpanifiHuii HOMep KapTKH TEXHOJIOTIi:

Omnuc HTII: 3a BcranoBneHnMY OKa3HUKAMU FOCTPOi TOKCUYHOCTI Kiacu(pikoBaHO psf iMiza3otieBux,
nipuAnHieBUX, ajKinryaHinuHieBux ta GocoHieBUX cosel, K NepCleKTUBHUX 6i0LUIHUX areHTiB Ta
IIPE/ICTABJIEHO aHAJIi3 PiBHS X TOKCMYHOTO MOTEHIiay 3a GOPMYJIOI0 «CTPYKTYPa-TOKCUYHICThb». [I06y10BaHO HOBI
QSAR mogesi 111 MPOTHO3yBAaHHS aKTUBHOCTI CIIOJIYK, JIS MOIIYKY Ta PO3POOKM HOBUX GiOpETYJISTOPIB
BiATIOBIHOTO MeXaHi3My Ta TUIly Aii. [JecsaTs Tia30J10BMICHUX MOXiIHMX i30Hia3umYy, K iHri6ITOPIiB €HOIIpeayKTa3u
M. tuberculosis 3arponoHoBaHO B SIKOCTi IOTEHLIMHUX POTUTYOEPKYIbO3HUX areHTiB. CiM imMinasosieBux cosei K
iHri6iTOPiB rOMOJIOTY €yKapioTMYHOrO TyOyJIiHy S.aureus, 3alIpOIIOHOBAHO $K MOTEHLIiMHI aHTUCTadiIOKOKOBI
areHTu. Psig okcasos-TpudeHin-@oc@oHieBrx coeil MpeACcTaBleHo K NOTEHIiHI aHTUKaHAUI03Hi 3aCc00H i3
crienndivHUM MeXaHi3MOM MOJIeKYJISIpHOI fii. [IpomemMoHcTpoBaHo, 1o iHribitopu N-mipucrointpancdepasu C.

albicans € noTeHUiMHUMY areHTaMu MOBIMHOI, aHTUKAHIWUIO3HOI Ta TPOTHUPAKOBOI, [Iii.

ConjiannbHO-eKOHOMIYHA cripsimoBaHicTh HTII: Toninmenns SkocTi XUTTA Ta 3710pOB'sS HACENIEHHS,

e(peKTUBHOCTI iaTHOCTUKHU Ta JIiIKyBaHHSI XBOPUX
Brnius HTII Ha moBKiJjs:
BnposaaykenHss HTII: Bnposamxeno
IIpakTuyHa peasnisanis HTII

IToyaTok eramy: 01.2019

3akiHYyeHHs eTamy: 12.2019

Crno>kuBayi npo,uyKui'l': Bumi HaBYasIbHI 3aK/1a[id Ta HAYKOBO-BUPOOHMYI YCTAHOBU B 00J1aCTi HOBUX

6ioTexHOJIOrii
IlepcneKTHBHI PHHKH: YkpaiHa
XapakTep criBpoGiTHHIITBA 3 iHBECTOPOM
IToTpiGHMI 0GCAT iIHBECTHILiH, THC. TPH.:
IlpaBa, 0 HaAAIOTHCS iHBECTOPY MiCJIsA 3aBEPLIEHHS POOOTH: [IpaBa He HaLAIOTHCS
HasiBHiCTB Gi3Hec-myIaHy: Hi
TexHiKO-eKOHOMiYHE OOrpyHTYBaHHSI: Hi

IloTeH1iaIbHUE O0OCST IIPOJAIKY, THC. TPH..
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