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1. KBaHTOBO-XiMi4HE OC/III)KEHHS PEAKLiMHOI 3aTHOCTI KAPKACHUX aMiHiB, ix N-3aMillleHMX Ta €[TIOKCUTHUX

MOXiTHMX

2. Quantum-chemical investigation of cage amines reactivity, their N-substituted and epoxy derivatives

Pedepar:

1. O6’eKT moCiI)XeHHs — MexaHi3Mu apuiocHOPUIIOBAHHS Ta ApUIICYIbQPOHINIIOBAaHHS KAPKACHUX aMiHiB, a TAKOX
BHYTPIIlIHbOMOJIEKYJIIPHOI uKJIi3anii N-3amillieHnx aMiHOMOXiIHUX Psily €IOKCMHOPOOpHaHy. MeTa po6oTu -
BUBYEHHS PEAKLINHOI 3IaTHOCTI KAPKACHUX aMiHiB Ta BCTAHOBJIEHHS KiJIbKiCHUX XapakKTePUCTUK i 3aKOHOMIpHOCTEN
nepeb6iry oopanux peaxuiil. MeToau NOCIiIKeHHs — AJ1s1 PO3PaxyHKy T€OMETPUYHUX NTapaMeTpiB CIIOJIYK 1
[IePEexiIHMAX CTaHiB PeaKlill BUKOPHUCTOBYBaJH ab initio merogu y HabamwxkeHnHsx B3LYP /6-31G(d), BHandHLYP /6-
31G(d) tTa MP2 /6-31+G(d). PeaynpTaTi — Ha OCHOBI aHasi3y B3aeMoii MeTuaMiny 3 gudeninxnopdpocdarom
BCTaHOBJIEHO IlepeBary "HeKJIaCuuHoi" PpOHTaIbHOI aTaky Hykyieodiny. [IpoBefeHo KinbKicHe OLiHIOBaHHS
HyKJ1e0QinbHOI peakuiiiHoi 3naTHOCTI aTtomiB Hitporeny N-3amileHUX MOXiAHUX €HJ0-5-aMiHOMEeTUI-eK30-2,3~
enokcuobinukio[2.2.1]rerntaly B peakiisix BHyTPilTHbOMOJIEKYJISIPHOTO PO3KPUTTSI €IOKCUAHOTO LUKIY. JJOCIiIKEeHO

€JIEKTPOHHY IIPOBiIHICTb MOJIEKYJIIPHUX CUCTEM "€eIIOKCUI-KUCIIOTa" N-KapOOHIIBMICHUX MOXiZHUX €HI0-5-



aMiHOMETUJI-eK30-2,3-eMoKcubinukio[2.2.1Jrerntany 3 aMigHuMu Ta Kap6aMoinbHUMU pparmeHTaMmu. ['amysb

BUKOPUCTAHHS — TEOPETUYHA OPTaHiuHa XiMisl.

2. The objects are mechanisms of cage amines arylphosphorylation and arylsulfonylation reactions as well as
intramolecular cyclization of N-substituted aminoderivatives of epoxynorbornane row. The purpose of the work is
to investigate of cage amines reactivity and to establish of the quantitative characteristics and regularities for
these type reactions. Methods - the geometrical parameters of compounds and transition state structures of
reactions have been calculated at ab initio B3LYP /6-31G(d), BHandHLYP /6-31G(d) and MP2 /6-31+G(d) levels of
theory. - The results of investigation for aminolysis of diphenylchlorophosphate by methylamine have
demonstrated the decisive role of “non-classic” front-side attack of nucleophile in this reaction. The nucleophilic
reactivity of Nitrogen atoms in structures of N-substituted endo-5-aminomethyl-exo-2,3-
epoxybicyclo[2.2.1]heptane derivatives in epoxide ring-opening reactions have been estimated. The electronic
conductivity for «epoxide-acid» molecular systems of N-carbonyl derivatives of endo-5-aminomethyl-exo-2,3-
epoxybicyclo[2.2.1]heptane with amido- and carbamoyl- fragments have also been investigated. Area of application
- theoretical organic chemistry.
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