
0T3blB ua aeTopecJ>epaT .r.uccepTauuu 

IloMoraHJIO .D:apbH AHaTOJibeBHbI 

«Onpe)].eJieHHe OpHeHTaU.HOHHOH ynop».ZJ.OqeHHOCTH H CTPYKTYPHOH opraHH3aU,HH CMeKT11qeCKHX 

)KH)].KHX KpHCTaJIJIOB MeTO)].OM napaMarHHTHOro 30H)].a», npe)].CTaBJieHHOH Ha COHCKaHHe yqeHOH 

CTeneHH KaH)].H)].aTa XHMHqeCKHX HayK no cneu.11aJibHOCTH: 02.00.04 - «<l>11311qecKaH XHMHH» . 

.D:11ccepTaU,HOHHaH pa6oTa IloMoraHJIO ,n:apbH AHaTOJibeBHbI noCBHUJ,eHa HCCJie)].OBaHHIO CTJ)yKTypbI 

CMeKT11qecKHX )KH)].KHX KpHCTaJIJIOB ()KK) Ha MOJieKyJI»pHOM ypoBHe MeTO)].OM '.:lJleKTpOHHOro 

napaMarHHTHOro pe30HaHca (3I1P). AKTyaJibHOCTb pa60Tbl He BbI3bIBaeT COMHeHHH BBH)].y: a) 

urnpoKoro nOBCeMeCTHOro HCnOJib30BaHHH )KK H nOHCKa HOBbIX )KH)].KOKpHCTaJIJIHqecKHX 

MaTepHaJIOB C 3a)].aHHbIMH CBOHCTBaMH, 6) 6e3yCJIOBHOro HayqHoro HHTepeca K CTPYKType )KK Ha 

MOJieKyJI»pHOM ypoBHe H, B qaCTHOCTH, K pacnoJIO)KeHHIO npHMeCHbIX qacTHU. BHYTPH )KK. 

B pe3yJibTaTe BbinOJIHeHHH )].aHHOH pa60TbI aBTOpOM npe)].CTaBJieHbI: a) yrnoBbie cpyHKU,HH 

pacnpe)].eJieHHH p».ZJ.a pa)].HKaJIOB-30H)].OB B HeCKOJibKHX )KK, 6) K03<p<pHU,HeHTbI BpaUJ,aTeJibHOH 

)].H<p<py3HH pa)].HKaJIOB-30H)].OB B )KK (.ZJ.JIH Tpex rnaBHbIX oceH Bpalll,eHHH), B) B3aHMHOe 

pacnoJIO)KeHHe MOJieKyJI B napaMarHHTHOM )KH)].KOM KpHCTaJIJie, r) B3aHMHOe pacnOJIO)KeHHe 

pa)].HKaJJOB-30H,Il;0B B )].HaMarHHTHOM )KK H HX noJJO)Kem,1e OTHOCHTeJJbHO MOJJeKyJJ )KK. 

Onpe)].eJieHHe B3aHMHOro pacnoJIO)KeHHH napaMarHHTHbIX MOJieKyJI B )KH)].KOM KpHCTaJJJJe 113 

yrnoBOH 3aBHCHMOCTH cneKTpOB 3I1P npe)].CTaBJieHO aBTOpOM, KaK HOBbIH 3KCnepHMeHTaJibHbIH 

MeTO)].. 

IlepBHqHbIMH 3KCnepHMeHTaJibHbIMH )].aHHbIMH pa60TbI HBJJHJIHCb cneKTpbI 3I1P HHTpOKCHJlbHbIX 

pa)].HKaJJOB, HCnOJib30BaHHbIX B KaqeCTBe 30H)].OBblX qacTHU, B )].HaMarHHTHbIX )KK, JJH6o cneKTpbl 

3I1P )KH)].KHX KpHCTaJJJIOB, MOJieKyJJbl KOTOpblX CO)].ep)KaT HHTpOKCHJJbHbIH cpparMeHT. CneKTpbl 

3I1P MO)].eJIHpOBaJIHCb C HCnOJib30BaHHeM roTOBbIX KOMilblOTepHbIX nporpaMM. B pe3yJJbTaTe 

MO)],eJIHpOBaHHR onpe)].eJIRJIHCb HCKOMbie )].HHaM11qecKHe H CTJ)YKTYPHbie napaMeTJ)bl. 

06oeM pa60Tbl, Ha MOH B3rJIR)]., 6onee qeM )].OCTaTOqeH )].JIH KBaJIH<pHKaU,HOHHOH pa60Tbl, 

npe)].CTaBJieHHOH Ha COHCKaHHe yqeHOH CTeneHH KaH)].H)].aTa XHMHqecKHX HayK. rro ee pe3yJibTaTaM 

ony6JIHK0BaHbl TPH CTaTbH B BbICOKopeHTHHf0BbIX HayqHbIX )KypHaJiax. 

3aMeqaHHH: 

1) I1epBoe 3aMeqaHHe KacaeTc» H3JIO)KeHHH MaTep11ana. 

- Ha MOH B3rJIH)]., H3JIO)KeHHe MaTepHaJia B aBTOpecpepaTe CTpa)].aeT HeqeTKOCTblO H, B HeKOTOpOH 

CTeneHH, HenocJie)].OBaTeJibHOCTblO. I103TOMY pa6oTa BOCnpHHHMaeTCH He KaK e)].HHOe u,enoe, a, 



CKOpee, KaK Ha6op OT)],eJlhHbIX <paKTOB H YM03aKJJJOqemtH. He )],aHbI onpe.n.eneHIDI p.H)].a 

o6oJHa4eHHH. 

2) BTopoe 3aMe4aHHe OTHOCHTC.H K sonpocy HHTeprrpeTauirn .n.aHHblX. 

- I1crronb3yeMbie Mo.n.enw co.n.ep)l(aT p.H)]. rro.n.roHOtIHhix napaMeTpOB. Bo3HHKaeT sonpoc, .HBJI.HeTC.H 

mt 0)].H03HaqHbIM TOT Bb16op Ha6opa napaMeTpOB, KOTOpbIH C)].eJlaH aBTOpoM? 

- He YKaJaHbI HCT04HHKH norpeWHOCTeH. TaK)l(e HH4ero He CKaJaHo O MeTO)].e onpe.n.ene1urn 

norpewHOCTeH, npHBe)].eHHblX B pa6oTe. HeKOTOpbie npHBe,LJ.eHHbie 3Ha4eHIDI norpeWHOCTeH 

Bhl3hIBaJOT He.n.oyMeHHe. HarrpHMep, ourn:6Ka orrpe.n.eneHH.H K03<p<pwu11eHTa spamaTeJibHOH 

)].Hcj><pyJ1111 Dz JOH)].a Cl 1 B 8CB pasHa.H ±0.02 c·
1 

(0.6% OT rrony4eHHOH BeJIH4HHbI) BbirJI.H.LJ.HT 

HepeaJibHOH. 

- HaKOHeu, JaMetiy, qTo )].OCTOBepHOCTb nonyY.eHHbIX .n.aHHbIX HHKaK He MO)l(eT o6ecne4HBaTbC.H 

11

HCI10Jlb30BaHHeM cospeMeHHOro pa)].HocneKTpOMeTpa H npHMeHeHHeM KOJIHY.eCTBeHHOro 

q11cJieHHOro MO)].eJIHpOBaHID1
11

• B mo6oM cny4ae, npe)].CT8BJI.HJIOCb 6bI yMeCTHbIM H8JIH4He B pa60Te 

pa3.n.ena, B KOTOpOM 6bIJI 6bl npose)],eH KpHTH4eCKHH 8H8JIH3 HCilOJIE,JyeMoro MeTo.n.a C 01.(eHKOH 

B03MO)l(Hb1X ow1160K. 

HecMOTp.H Ha npHBe)].eHHbie 3aMe48HIDI, CY.HTaJO, tITO 8BT0p0M BbinOJIHeH 6oin,wow 06beM BeCbM8 

HHTepeCHOH pa60Tbl Ha BbICOKOM Hay4HOM ypOBHe. 

3aKJII04eHHe: 

,[(11ccepTal.(IDI CToMoraHJIO ,[(apbH AHaTOJJbeBHbl no CBOeH aKTyaJibHOCTH, HayqHOH H0BH3He 11 

06beMy COOTBeTCTByeT Tpe60B8HH.HM rr. 9 «CTOJIO)l(eHIDI O npHCY)l(.LJ.eHHH yqeHbIX CTerreHeH», 

yTBep)l(,LJ.eHHOro IlOCT8HOBJieHHeM CTpaBI1TeJ1bCTB8 P<l> OT 24.09.2013 r. ,N'Q842, a 8BT0p 

)].HCCepTal.(HH, CToMoraHJIO ,[(apb.H AHaTOJibeBHa, 3ac11y)l(HB8eT npHCY)l(.LJ.eHH.H yqeHOH CTeneHH 

K8H)].H,LJ.aTa XHMHtieCKHX HayK 110 crrel.(HaJibHOCTH 02.00.04 - «<l>H3HY.ecKa.H XHMIDI». 

K. c)>.-M. H, H.C. 

<l>fEYH HHCTHTYT XHMHtieCKOH KHHeTHKH 11 ropeHIDI 

HM. B. B. Boeso.n.cKoro CO PAH 

630090, Hosoc11611pcK, yn. HHCTHTYTCKa.H, 3 

Ten.: 8-383-330-7644 

grebenk@ kinetics.nsc.ru 

28 ceHrn6p.H 2016 

Ceprew IOpbes11q f pe6eHKHH 


