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o6 asTOpe<}lepaTe ,nHccepTar.u·ui HaJapLJqeBa BnKTopa MuxaiiJioBuqa Ha TeMy 

«IlOJIHOATOMHOE KOMilhiOTEPHOE MO)J;EJIHPOBAHHE TEPMOITJIACTHqHhiX 

ITOJIHHMH)J;OB C BAPhHPYEMOH CTPYKTYPOH )J;HAMHHHhiX <I>PArMEHTOB», 

rrpe,ncTaBJieHHOH Ha COHCKaHHe yqeHOH CTeiieHH KaH.[{H.[{aTa <}lH3HKO-MaTeMaTHqeCKHX HayK 

ITO CIIeiJ;HaJibHOCTH 02.00.06- BbiCOKOMOJieKyJIHpHbie COe.[{HHeHH51 

)J;HCCepTaiJ;H51 B.M. Ha3apbiqesa IIOCB51I.IJ;eHa HCCJie.[{OBaHHIO TepMOIIJiaCTHqHbiX 

IIOJIHHMH.[{OB (IJH), KJiacca TepMOIIJiaCTHqHbiX IIOJIHMepOB, HMeiOr.u;ero OC06eHHO lliHpOKHe 

rrepcrreKTHBbi IIpH C03.[{aHHH KOMII03HIJ;HOHHbiX MaTepHaJIOB .[{JI51 pa3H006pa3HbiX TeXHHqeCKHX 

rrpHJIO)l(eHHH. B pa6oTe pernaeTc51 aKryaJibHaH cl>yu.uaMenTaJibHaH npo6JieMa - ycTaHOBHTb 

BJIH51HHe XHMHqecKOH CTpYKTypbi rnapHHpHbiX rpyrrrr Ha TepMHqeCKHe CBOHCTBa, .[{HHaMHqeCKHe 

H cTpyKTYPHbie xapaKTepHCTHKH ITH. Bbi6paHHbiH MeTo,n Hccrre.nosaHH51 - rrorrHoaTOMHoe 

MOJieKyJIHpHO-.[{HHaMHqecKOe (M)J;) MO.[{eJIHpOBaHHe B coqeTaHHH C KBaHTOBO-MeXaHHqecKHMH 

pacqeTaMH rrapiJ;HaJibHbiX 3ap51.[{0B - ,naeT B03MO)l(HOCTb IIpOCJie.[{HTb, KaKHM o6pa30M 

H3MeHeHHe TOHKHX ,neTarreH: MOJieKyrrHpHoti CTPYKTYPbi CKa3biBaeTC51 Ha rrose,neHHH 

MaKpOCKOIIHqecKOH CHCTeMbi, B TO BpeM51 KaK HH 3KCIIepHMeHT, HH HMeiOr.u;HeC51 TeOpHH, IIOKa 

He B COCT051HHH IIOJIHOCTblO pelliHTb IIOCTaBJieHHyiO 3a,naqy. llpaKTUqecKaH o;eHHOCTb 

rrpoBe,neHHbiX HCCJie.[{OBaHHH oqeBH.[{Ha: rrpe,nJIO)l(eHHa51 B pa60Te MeTO.[{HKa MO)l(eT 

HCIIOJib30BaTbC51 ,nrrH BHPTYaJihHoro .[{H3aiiHa HOBbiX TepMorrrracTOB, rrpe.nsapHIOr.u;ero 

,noporOCT0511.IJ;HH XHMHqecKHH CHHTe3. 

Pa6oTa rrocTasrreHa secbMa H351I.IJ;HO, co.nep)l(HT pH,n Ba)I(HhiX nuouepcKux peJyJihTaToB 

H 3aCJIY)l(HBaeT BbiCOKOH OIJ;eHKH. l.J,eHTpaJibHblH HOBhiH pe3yJihT3T - ycTaHOBJieHHe 

orrpe,neJI51IOI.IJ;ero BJIH51HH51 .[{HIIOJib-.[{HIIOJibHbiX B3aHMO.[{eHCTBHH Ha IIOBe,neHHe 

TepMorrrracTHqHoro rroJIHMepa. B qacTHOCTH, ycTaHOBJieHo, qTo He H3MeHeHHe rH6KOCTH u;errH, a 

HMeHHO .[{HIIOJib-.[{HIIOJibHbie B3aHMO.[{eHCTBH51 OTBeTCTBeHHbl 3a yrryqrneHHe TepMHqecKHX 

CBOHCTB Ill1 C cyrrb<}lOHOBOH pa3B513KOH B .[{HaMHHHOM <}lparMeHTe; o6Hapy)l(eHO yrropH,noqeHHe 

.[{HIIOJibHbiX MOMeHTOB CYJib<}lOHOBbiX rpyrrrr H CHH)l(eHHe TpaHCJI51IJ;HOHHOH H JIOKaJibHOH 

OpHeHTaiJ;HOHHOH IIO.[{BH)l(HOCTH B pacrrrrase; ycTaHOBJieHO, qTO 3aMe,nJieHHe TpaHCJ151IJ;HOHHOH H 

OpHeHTaiJ;HOHHOH IIO.[{BH)l(HOCTH IIpHBO.[{HT K yseJIHqeHHIO TeMIIeparypbi CTeKJIOBaHH51 H 

YMeHbrneHHIO o6neMHoro K03<}l<}lHIJ;HeHTa TepMH:qeCKoro pacrnHpeHH51 TepMorrrracTHqHbiX ITH. B 

aBTOpe<}lepaTe 06Cy)l(,[{aeTC51 H IJ;eJibiH p51,n ,npymx HOBbiX pe3yJibTaTOB, IIOJiyqeHHbiX aBTOpOM. 

BrreqaTJIHeT o6neM BbiiiOJIHeHHOH pa6oTbi: KBaHTOBo-MexaHHqecKHe pacqeTbi 

pacrrpe.nerreHH51 3apH,na (4 MeTo,na) coqeTarrHCb c rrorrHoaTOMHbiM M,[(-Mo,nerrHposaHHeM Ha 

MHKpOCeKyH.[{HbiX BpeMeHHbiX MaClliTa6ax. AKKypaTHO BbiiiOJIH51JiaCb Tpy,noeMKa51 rrpou;e,nypa 

rro.nroTOBKH o6pa3u;os, BKJIIOqaiOr.u;aH Mo,nerrHposaHHe HX OT)l(Hra. )J;rrH Tpex pa3JIHqHbiX ITH 

IIOJiyqeHbi TeMrrepaTypbl CTeKJIOBaHH51 H K03<}l<}lHIJ;HeHTbl TepMHqecKOfO paClliHpeHH51 B 

lliHpOKOM .[{Haiia30He TeMrrepaTyp; HCCJie.[{OBaHa paBHOBeCHa51 CTpyKTypa o6pa3IJ;OB, .[{H<}l<}ly3H51 

IJ;eHTpOB Mace u;erreH, OpHeHTaiJ;HOHHa51 IIO.[{BH)l(HOCTb H peJiaKCaiJ;H51 <}leHHJieHOBbiX KOJieiJ; B 

MaKpoMorreKyrrax. )J;rrH BbrnsrreHH51 porrH ,nHIIOJibHbiX MOMeHTOB M)J;-Mo,nerrHposaHHe 

BbiiiOJIHeHo H 6e3 yqeTa rrapu;HarrbHbiX 3apH,nos . HcrroJib30BaHHbie ,nrrH MaKpoMorreKyrr 

KBaHTOBO-MeXaHHqeCKHe MeTO.[{bi rrpe,nsapHTeJibHO IIpOTeCTHpOBaHbi .[{JI51 XOpOlliO H3yqeHHOH 

KOMIIaKTHOH MOJieKyJibl (,nH<}leHHJICYJib<}lOH), MO.[{eJIHpyiOr.u;eH XHMHqecKH pO.[{CTBeHHOe 

OKpy)l(eHHe ,nrrH cyrrb<}loHosoH: rnapHHpHOH rpyrrrrhi ITH. 
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,lJ,OCTOBepHOCTb pe3yJihT3TOB H 060CHOB3HHOCTh BhiBO,[I,OB pa60Tbl HeCOMHeHHbl. 

ABTope¢epaT HamrcaH 5ICHO, C)l(aTo, xopornHM 5I3biKOM. 

IIo aBTopecllepary HMeiOTCH cJieJJ.YIOIIIHe JaMeqaHnH: 

1. 3HaqeHH5I TeMrrepaTyp CTeKITOBaHH5I H cpe~HeKBa~paTH:qHoro CMe~eHH5I QeHTpa Mace 

pa3JmqaJOTC5I BeChMa cy~eCTBeHHO rrpH HCITOJib30BaHHH pa3HblX KBaHTOBO­

MeXaHHqecKHX MeTO~OB pacqeTa rrapQHaJibHbiX 3ap5I~OB. llpH 3TOM O~H03HaqHbiM Bbi6op 

MeTo~a, KOTOpbiM o6ecrreqH:BaeT HaHnyqrnee cornacHe c 3KcrrepHMeHTOM, 

rrpe~cTaBJI5IeTC5I Heo~H03HaqHbiM. He 6onee JIH Ha~e)I(HbiM H rrpo~yKTHBHbiM 6hiJIO 6bi 

BBeCTH 3MITHpHqecKHM MO~eJibHbiM ITOTeHQHaJI ( CKa)l(eM, ToqeqHblM ~HITOJib) KaK 

aJibTepHaTHBy Tpy~oeMKHM KBaHTOBO-MeXaHH:qeCKHM pacqeTaM H OTKaJIH6poBaTb ero 

3HaqeHH5I ITO HMeiO~HMC5I 3KCITepHMeHTaJibHbiM ~aHHbiM? 

2. Cpe~HeKBa~paTHqHbie cMe~eHH5I QeHTpa Mace Qerreii P-CO.ll: (pHc Sa), paccqHTaHHbie 

6e3 yqeTa rrapQHaJibHbiX 3ap5I~OB, JIHIIIb He3HaqH:TeJibHO OTJIH:qaJOTC5I OT CMe~eHHR, 

KOTOpbie ~aeT O~HH H3 MeTO~OB yqeTa pacrrpe~eJieHH5I 3ap5I~a (B TO BpeM5I KaK pa3Hble 

MeTO~bl ITpHB0~5IT K cy~eCTBeHHO pa3JIH:qHbiM CMe~eHH5IM). 3TOT pe3yJibTaT HHKaK He 

KOMMeHTHpyeTC5I B aBTOpe¢epaTe. 

HecMoTp5I Ha c~enaHHhie 3aMeqaHH5I, cqH:TaiO, qTo ~HccepTaQHOHHM pa6oTa 

Ha3apbJqeBa BHKTopa MHxaiiJIOBHqa «lloJIHoaroMHOe KOMITbiOTepHoe Mo~eJIHpOBaHHe 

TepMOITJiacTH:qHbiX ITOJIHHMH~OB C BapbHpyeMOR CTpyKTypoii ~HaMHHHblX <l>JID'MeHTOB», 

OTBeqaeT BCeM Tpe6oBaHH5IM BAK PoccHiicKoii <De~epaQHH, npe~b5IBJI5IeMbiM K KaH~H~aTCKHM 

~HCCepTaQH5IM (n. 9 llOJIO)I(eHH5I 0 npHCY)I(~eHHH yqeHbiX CTeneHeR, yTBep)l(~eHHOrO 

nocTaHOBJieHHeM llpaBHTeJibCTBa P<D OT 24 ceHT5I6p5I 2013 r. NQ 842), a ee aBTOp, Ha3apbiqeB 

BHKTop MHxaiiJIOBHq, 3acJiy)I(HBaeT npHcy)l(~eHHH yqeHoii CTeneHH KaH~H~aTa ¢H3HKO­

MaTeMaTHqecKHX HayK ITO CITeQHaJibHOCTH 02.00.06- BbiCOKOMOJieKyJI5IpHbie COe~HHeHH5I. 

15.02.2016 

BHKTopoB AneKceii 11cMaHJIOBHq 

~OKTOp XHMH:qecKHX HayK, npo¢eccop, npo¢eccop Ka<Pe~pbl ¢H3H:qeCKOR XHMHH 

<De~epanbHOe rocy~apcTBeHHoe 6IO~)I(eTHoe o6pa3oBaTeJihHOe yqpe)l(~eHHe Bbicrnero 

npo¢ecCHOHaJibHOrO o6pa30BaHH5I «CaHKT -lleTep6yprCKHR rocy~apCTBeHHbiR )'HHBepCHTeT», 

11HCTHTYT XHMHH (11HCTHTYT XHMHH Cll6fY) 
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