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Ha aBrope(bepar Ar.rcceprarlrroHHofi pa6oru flafiuypsr.ruofi Haranrra XanraronHrr <flporHos

(fusuro-xuMuqecKrax csoftcrs rroJrr,rrlrlKJrr{qecKrrx apoMarrlqecKr,rx yrJreBoAopoAoB ne(prrrrrx
(fpaxquft rro MoAeJUTM (crpyKrypa-cnoftcrno) r4 (crreKTp-csoficrBo), ilpgAcraBlennoft na

corrcKaHlIe yr€noft cTerreHr.r KaHII4AaTa xIlMr{rIecKI4x HayK no cflerlrlaJrbHocTr.r

I.4.I2. He(prexunrur

.{raccepraqr4oHHa;r pa6ora llafirrrypsunofi H.X. aKryiurbHa He roJrbxo ,qnr ne(frexr4Mr,r}r, Ho

u Arrfl HaHogneKTpoHLIKrI, T.K. uo3Bonrer orleHr,rrb gHeprulr MoJreKynrpHbx op6uranefi
rpa(penonoAo6urx HaHoqacrrq u rpa(f enoBbrx HaHoJreHr.

Ocnosurnu pe3yJrbraroirr pa6orur, ua uoft B3rJUrA, flBrflerc , ycraHoBneuue s(f(ferroe,
cBt3bIBaIOqI4X OTHOCr4reJIbHrrfi r.rHTefpanbHrrft asroxoppeJurrlr4oHnufi uaparrrerp rrrr4poKofo

cI{rHaJIa orrl4qecKoro crreKrpa c roreHrlrranaMr{ rroHr43arluu (fIH) 14 cpoAcrBoM K gneKTpouy (C3)
TonIIIIIlKTII{qecKI,rx apoMarrqecKr.rx yrneBoAopoAoB (IIAy). IloAo6nne o(f(ferrn Aaror
Bo3MoxHocrr paspa6arrrBarb npr{Hrllrn[ilJrbHo HoBbIe MeroAI{Kr4 orleHKrr rroroJrKa r{ AHa 3oHbr

rrpoBoAr,rMocTr4 HaHorIacTI4rI.

O6napyNeHHbre s(f(perru o6ycronnenrr, uo-Br{Ar.rMoMy, rBJreHr{rMr,r elexrpoHuoft
Koppemrllru. Kporvre gKcnepr{MeHToB, aBTopoM rrpoAeJraHa 6oJIbIIIas Bhrrrr4cJrr,rTeJrbHzu{ pa6ora,

cBr3aHHarr c KBaHToBo-xr4MnrrecKrrMrl pac.reralru MeroAaMr,r DFT u RHF-6-31G**, a raKxe
co3AaHr{eM coorBercrByroqeft 6asH AaHHrx. HeAocrarKoM pa6orrr rBJrrercr HeAocraroqHoe

orrllcaHrle [pl4MeHr.{Mocrz o6Hapy}KeHHbrx 3aKoHoMepuocrefi B MoneKynxpnoft gneKTpoHr.rKr,r lr
HAHOTEXHOJIOIII'X.

B xa.{ecrse noxeJIaHLIt xorenocr 6u orMerr4Tb neo6xoAr,ruocrb rrpoAonNenus groft

pa6orrr [pr.rMeHr,rreJrbHo K 3a,4arraM HaHorexHoJror[u.

Cuzraro, qro Ar4cceprarlr4oHHru pa6ora llaftnrypsunoff Haranru Xaluronuu
coorBercrByer rpe6onaHrrflM) rIpeAbtBJU{eMbrM BAK Poccuficr<ofi Oe4epaqlrz K KaHA[AarcKr.rM

Alrccepralllrrrra (u. 9 <llororxeHr4r o [opsAKe rrprrcyxAeHur y.rOurx creueneft>, yrnepN4eHHoro

rlocraHoBrreHr.reM flpanurerucrna P(D Ns842 or 24.09.2013 r.), aBrop pa6oru 3acnyxr{Baer
rlpl4cyx'4eHua yu€uofi crerreHlr KaHAr4Aara xr,rMr{qecKr,rx HayK rro clequanbHocrr{ 1.4.12.

HeQrexzrrnlrx.

[orrop (przsnr<o-ruareMarrqecKrzx HayK

(0 1.04.04 - @rsz.recKar 3neKrpoulrra),
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gneKTpoHr.,rrcu lr uano (p u3r4Kr4 @zsr4Ko -

TexHr,rqecKoro rrHcrr{Tyra OfBOy BO
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