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V. BimoMocTi npo guceprariio
MoBga guceprariii:
Koau TemaTHYHHUX PYOpPHK: 31.21.17

Tema gucepranii:
1. Peakuii nepeaminyBanHs 1-asnkin-3-(aykinz)amiHonipos-2,5-1i0HiB

2. Transamination reaction of 1-alkyl-3-(alkyl)aminopyrrole-2,5-diones

Pedepar:

1. Incepralis npucBs4YeHa JOCIKEHHIO ITepeaMiHyBaHHs 1-ankin-3-(aznkin)aminonipos-2,5-1ioHiB anipaTnyHUMU i
apOMaTUYHUMU aMiHaMU, IOXiHUMMU Tipa3uHa i rilpoKCuIaMiia B IPUCYTHOCTI Pi3HUX KUCJIOTHUX KaTali3aTOPIB i
y ix BincyTHOCTI. PO3p06JieHO onTUMasbHi yMOBU NIPOBEJEHHS LIMX PeaKllill, BUSIBJIEHO i [10SICHEHO 3aKOHOMIPHOCTI
ix nepe6iry. XiMiYHMMU Ta KBAHTOBO-XIMIYHMMM METOJAMU JOCIII’KE€HI MexaHi3Mu nepeaminyBaHHs. Ha oCHOBI
IAHMX KBAHTOBO-XIMIUHMX PO3PaxyHKIiB MOXiTHMX 3-aMiHOMIpoJi-2,5-i0HIB BUSBJIEHO €JIEKTPOHOAKLEITOPHI
BJIACTUBOCTI aJIKiJIbHUX IPyIl. KBaHTOBO-XiMi4YHi LOCIIIP)KEHHS aMiaKy Ta METUJIaMiHIB MiATBEpIUIN Lie
CIIOCTepeskeHHs. [JoBeeHo, 1[0 OCHOBHICTb aMiHiB y ra3oBill azi o6ymoBieHa, eHeprieto BIIE atroma Hitporeny i
HeE 3aJIEXUTD Bif] BEJIMYVMHU HETATUBHOTO 3aps7y, 3arajbHOI €JIEKTPOHHOI 3acesIeHOCTi Ta 3acesieHocTi BITE atoma
Hitporeny.



2. The thesis is devoted to study of transamination of 1-alkyl-3-(alkyl)aminopyrrole-2,5-diones by aliphatic and
aromatic amines, hydrazine and hydroxylamine derivatives in the presence of different acid catalysts and without
them. Optimal conditions of these reactions developed, their regularities have been explained. The mechanisms of
transamination have been investigated by chemical and computational methods. Electron-withdrawing properties
of alkyl groups have been detected on the basis of quantum-chemical computations of 3-aminopyrrole-2,5-dione
derivatives. This observation has been confirmed by quantum-chemical investigations of ammonia and
methylamines. It has been proved that the basicity of amines in the gas phase is determined of energy of nitrogen
lone electron pare and isn't dependent of the negative charge, the total electronic population and population of
lone electron pare of nitrogen atom.
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