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I11. BimomMocTi mpo opranizariiio, e Big0OyBcsl 3aXHCT

IIudp cnenianizoBaHOi BYEHOI pagH (pa30Boi Cleliaai30BaHOi BY€HOI pagu): [ 41.219.02
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IV. BimomocTi Ipo niznpueMcTBO, YCTaHOBY, OpraHi3alliio, B sIKi# 0yJ10
BHKOHAHO JHCEPTaIlilo

IloBHe HaﬁMeHyBaHHﬂ IOPUIHUYHOL 0CO0M: OjechKuil iepKaBHUil yHiBepeuTeT im. 1.1 MeuHnkoBa
Kopg 3a €IPIIOY: 02071091

Micue3Haxoa KeHHs: 65026, m. Oneca, By J[IBOPSHCBKA, 2

dopma ByracHOCTI:

Cdepa yIIpaBJIiHHﬂ: MiHicTepcTBO OCBiTH i HayKU YKpaiHu
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V. BizomocTi npo gucepraniio
MoBga guceprariii:
Koau TeMaTHYHHUX PyOpHK: 31.21.18

Tema gucepranii:
1. KinbkicHu# anasnisz acumeTpii Ta XipaJbHOCTI MOJIEKYJI [J1 BUPILIEHHS 3a1a4 "CTPYKTypa -~ BJIACTHUBOCTI

OpraHiYyHUX CIIOIYK"

2. Quantitative analysis of asymmetry and chirality of molecules for solving of "structure - properties of organic
compounds" tasks

Pedepar:

1. O6'eKT BOCIIIPKEHHS: ACUMETPisl Ta XipaJIbHICTh MOJIEKYJI, MHOYKYBaHHS X0JIECTEPUYHOI Me30(a3y, XipajbHi
MaKpPOLVKJIH, CTEPEOCEeKTUBHICTh ACUMETPUYHUX PEaKLiil, onuc 6i0s0riyHOi akTUBHOCTI. MeTa LOoCHimKeHHS:
PO3BUTOK TEOPETUYHUX METO/IiB KiJIbKICHOI OL[iHKM ITapaMeTpiB aCUMETPIi i XipaJbHOCTI MOJIEKYJI Ta aHAJI3

e eKTUBHOCTI BUKOPUCTAHHS LMX [1apaMETPiB IJ1s1 LOCIII)KEHHSI 3B'13Ky MK CTPYKTYPOIO i BIACTUBOCTIMU
OPraHivyHUX CIOJYK. METOAM [OCiIKEeHHS i anapaTypa: KOMIT'IOTEPHE MOJIe/II0BaHHS. TeopeTuyHi pe3yabTaTu Ta ix
HOBHU3HA: IpoBeaeHo monudikariio metony Folding-Unfolding, po3po6ieno metor ¢yHKIii acumeTpii, peanizoBaHo
Mogesb Kurarropogcbkoro Ta 'iara. [IpakTudHi pe3ysibTaTu: BIanocs BUPIIIWMTY HACTYIHI 3aa4i "CTpyKTypa--
BJIACTHMBICTB": a) aHAJIi3 3aKPy4yBaJIbHOI 3TATHOCTI JIETYIOUMX JOMILIOK, NOXinHUX 1,1'-6iHadTaneHa, reyileHis; 6)
IIPOTHO3 €(PEKTUBHOCTI JIETYIOUMX JIOMIIIOK, TOXiIHUX MEHTOHY; B) aHAJIi3 CTEPEeO0CeeKTUBHOCTI MPUeIHAHHS

LIMHKOPIraHiYHUX CIIOJIYK 10 O€H3aJIbAerify 3a JOIIOMOrOI0 XipaJbHUX KaTajli3aTopiB; I) aHaJIi3 KOMIIJIEMEHTapHOCTI



B3aemogii "sirang--penenTtop". Kpim Toro, 3filicHeHO cTepeonu3ait NOoXigHMX Kajlikc[4]apeHy 3 HaloibII
XipaJIbHOIO [TIOPOKHUHOIO. [IpegmeT Ta CTyIiHb BIIPOBAIKEHHSI: BUKOPHCTAaHHS pe3yJIbTaTiB pOOOTH B HAYKOBO-
nejaroriyHii npakruui By3is i HII Ykpainu. EQexTuBHiCTh BIPOBaKeHHS 3a0€31e4y€eThCsl BUKOPUCTAHHSIM OibIl

JOCKOHAJINX MeTO,HiB IMOMmYyKy SB'HSKY CTPYKTypa——BJIaCTI/IBOCTi. C(pepa BUKOPUCTAHHSA: XiMmig Ta MeIWI1Ha.

2. Object of investigation: asymmetry and chirality of molecules, cholesteric mesophase inducing,
enanthioselective macrocyclic complexant, enanthioselective asymmetric reactions, fitting of biological
activity.Aim of investigation: the development of theoretical methods for quantitative evaluation of asymmetry and
chirality parameters of molecules, and analysis of relationships between structure and properties of molecules.
Methods of investigation and instruments: computer-based modeling. Theoretical results and novelty: the known
Folding-UnFolding method was modificated, Asymmetry Function method was developed, the model of
Kitaigorodskii-Gilat was realized. Practical results and novelty: the following tasks were solved: a) the analysis of
helical twisting power of dopants being derivatives of 1,I'-binaphtalene, helicenes; b) the prediction of helical
twisting power of some menthone derivatives; c) the analysis of stereoselectivity of reaction of organozinc
addition to benzaldehyde using chiral catalysts; d) complementarity analysis of "ligand-receptor” interaction. Also
the stereodesign of most chiral calyx[4]arenas derivatives was carried out. Subject and degree of introduction:
application of results of dissertation in institutes and universities of Ukraine.Efficiency of introduction is caused by
use of the advenced instruments to search for structure-properties relationship. Field of application: chemistry
and medicine.
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