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Puc. 7. I30m0BepXHOCTH OTHOKPATHO 3aHATBHIX MOJEKYJISIPHBIX OpOUTaIeh
PaAMKaNoB MIMLMI-TIUIKHA, TOTYYEHHBIX IPU OTPHIBE aTOMa BOJOPOa
ot a-atoMa yriepoaa N-koHueBoro (a) u C-KOHLEBOT0 (6) aMUHOKUCIOTHBIX OCTATKOB.
PaC'-IeTHI:Ie 3HAYCHUA CHI/IHOBOﬁ IUIOTHOCTH 110 MaHJ'lPlKCHy B paJiuKajiax IMUIUI-IJIMIUuHa,
MOJTYYEHHBIX TIPH OTPBIBE aTOMa BOIOPOJIA OT OL-aToMa yriieponaa N-KOHIIEBOro (8, 0) u C-KOHIIEBOTO (2, €)
aMUHOKHCIIOTHBIX OCTAaTKOB B ra30Boi ¢ase (6, 2) u BomHOM pactBope (0, e)

Fig. 7. Isosurfaces of the singly occupied molecular orbitals of glycyl-glycine radicals obtained
by hydrogen atom abstraction from the a-carbon atom of the N-terminal (a) and C-terminal (b) amino acid residues.
Calculated values of the Mulliken spin density in glycyl-glycine radicals obtained
by hydrogen atom abstraction from the a-carbon atom of the N-terminal (c, e) and C-terminal (d, f)
amino acid residues in the gas phase (¢, d) and aqueous solution (e, f)



