OT3bIB
Hay4noro pykoBoautens o auccepranuoHHoi padore HazapbsrdueBa Bukropa Muxaiisiopu4a
«ITo1HOATOMHOE KOMIIBIOTEPHOE MO/ THPOBAHHE TEPMOILIACTHYHBIX OJHHMH/IO0B €
BapbHPYeMoOii CTPYKTYPO# JHAMHHHBIX (PparMeHToB», IPE/ICTABICHHON Ha COUCKaHUE YUEHOU
CTENeHH KaHauAaTa GU3NKO-MaTeMaTUYECKUX HayK M0 CIENUAIbHOCTH
02.00.06 - BBICOKOMOJIEKYJISIPHBIE COEIUHECHHUS.

B.M. HazaperueB noctynun B acnupantypy MBC PAH B 2011 romy mnocine OKOHYaHHSA
baxynbreTa pamuodnekTpoHukn CeBacTONOJbCKOro HarmuoHAIBHOTO TEXHHYECKOTO YHHBEPCHUTETA,
I€ 3aHUMaJCS KBAHTOBO-XMMHUYECKHMMHU pacyeTaMH HH3KOMOJIEKYJISIPHBIX TIeTePOLUKIMYECKUX
COECIMHEHUH.

[ensto pucceprammonHoit paborsl B.M. HazapeiueBa SBISUIOCH HCCIEIOBAaHHE BIMSHUSA
U3MEHEHUs] XUMHYECKOH CTPYKTYphl B JIHAaMHHHOM (parMeHTe MOBTOPSIOINErOCs 3BEHa
TepMOITaCTUYHbIX noauuMuoB (I1M) Ha ux TepMuUeckue, JMHAMHUYECKUE U CTPYKTYPHBIE CBOMCTBA
METOJIJaMH KOMITBIOTEPHOTO MOJETUPOBAHHUS C UCIOJIB30BaHHEM IOJHOATOMHBIX Mojelel. 3a BpeMs
oOyuenuss B acmupantype MBC PAH B.M. HazapeiueB mnpoBen HcCIeIOBaHHE METOJaMU
KOMIIBIOTEPHOT'O0 MOJIETUPOBAHUS C HCIIOIH30BAHUEM ITOJIHOATOMHBIX MOJIENICH TEPMHUUECKUX CBOWCTB
Tpex TepmorutacTuuHbIX 1M Ha ocHoBe muanruapuyga 1,3-6mc-(3',4,-nuxapOokcudeHokcu) 6eHsona
(mranruapun P) u oqHOro u3 Tpéx GJIM3KHUX 110 XUMHYECKOH CTPYKTYpE YETHIPEXbSICPHBIX JUAMHHOB:
4,4’-6uc-(4""-amuaopeHokcu) mudpenmwicynbdpona (muamma COJI), 4,4'-Ouc-(4""-aMuHO(EHOKCH)
madennna (quamun OJ1PO) u 4,4"-6uc-(4" - amunoenokcn) nupermnokcuaa (auamua OO/I).

B nuccepranuonnoit padote nepen B.M. HazapprueBsiM ObUIH TOCTABIIEHBI CIIEIYIONIHME 3a/1a49H:

® H3y4YHTh, KaK BIIMSET U3MEHEHHE TMOKOCTH MOJMMEpPHOM nenu tepMmorutactuyHbix [IH,
O0yCIIOBJICHHOH OCOOCHHOCTSIMH €€ XHUMHYECKOH CTPYKTypbl, Ha H3MEHEHHE
TEPMUYECKHX CBOUCTB;

e pa3paboTarh METOIHMKY y4yeTa IHIOJb-AUIOIBHBIX B3aUMOJECUCTBHNA B HCCIIEAYEMBIX
CHUCTEMax Ha OCHOBE KBAaHTOBO-XHUMHUYECKUX PACUETOB;

® HCCIIEJIOBATh JUHAMUYECKUE M CTPYKTYpHBIE CBOHCTBA TepMoILIacTU4HbIX 111
BBIIIOJIHUTh COIOCTABJIEHUE pE3yJbTaTOB MOJICIUPOBAHUS TEPMHUYECKHUX CBOWCTB
TepmorTacTHUHbIX [IU ¢ uMeromuMucs 3KCnepuMeHTaIbHBIMU JaHHBIMH.

Jlns pemeHuss mocTaBieHHBIX 3a7a4 B.M. HaszapbrueB Hcronp30Basl aHATUTHYECKUH METON,
OCHOBaHHBIA Ha (opMaiu3Me BUPTYAIbHBIX CBsI3€i, METO/IbI KBAaHTOBOW XMUMHH U MOJEIMPOBAHHE
METOJIOM MOJIEKYJIIPHOM TUHAMUKH C UCTIOJIH30BAaHUEM IIOJHOATOMHBIX MOJEIIEH.

B.M. HazapblueBbIM  yCTaHOBJIEHO, II0Y€MY HaJIMYH€ B  IOBTOPSIOIIEMCS  3BEHE
tepmoriactuunoro [T P-COJ] monsipHO#t cynb(OHOBOM Trpymmbl 00yCIaBIMBAET YIJIYYIICHUE €rO
TEPMUYECKHX CBOWCTB IO CPaBHEHHIO C aHaJIOrMuHbIMH Oosiee xectkumu [IUM, He copepkammmu
TaKOM rpynnbl. BO3MOXHBIM MOJNEKYISIPHBIM MEXaHHW3M H3MEHEHUS TEPMUYECKHUX CBOWCTB
tepmoriactuyoro IIM P-COJl mo cpaaenuio ¢ [IM P-OJ®O u P-OO/l, He coxepxamumu
CyTb(OHOBBIX TPYIII, MOXET 3aKIIOYaThCAd B CTPYKTYPHOM YIIOPSIOYCHHH IUIIOJBHBIX MOMEHTOB
rpynn SO, COOTBETCTBYIOIIUX WX aHTUNAPAUICIbHOM M COOCHOW opHueHTauuu. [IpoBeneHHBIE
HCCJIEIOBaHMS MOATBEPKAAIOT HEOOXOJUMOCTh ydyeTa MaplUUaIbHBIX 3aps/iOB MPU MOJEITHPOBAHUU
TEPMHUYECKUX CBOHCTB TepMoruiacTH4HbIX [IM. OOHapyxeHO, YTO CHF)KEHHE TPAHCIISAIUOHHOW U
JIOKQJIbHOM OpHEHTAIIMOHHOM MOABUKHOCTH (pparmenToB noaumepHoi nenu [IW P-COJl B pacruiase
KOppEJIHUpYeT C yJIy4dlIEeHUEM ero TEPMUIECKHX CBOMCTB IO cpaBHeHHIO co cBoiictBamu [I P-O[1PO
u P-OO/1.

B menom, uccienoBaHus, BHINOJTHEHHBIE JTUCCEPTAHTOM, HMEIOT BaXXHOE (yHIAAMEHTAIbHOE U
npakTHYeckoe 3HaudeHue. [IpemioxkenHas B paboTe METOAMKA MO3BOJISIET UCCIIEI0BAaTh TEPMHUYECKHE,
CTPYKTypHblE W JWHAMHYECKHE CBo#cTBa psjga TtepmoruiacTuuHblx [IM ¢ pasHo#l Xumuueckon
cTpykTypoil.  [lomydeHHBle  pe3ynpTaThl  HPEKpPaCHO  COMVIACYIOTCA € HMMEIOIIHUMHCH
9KCMIEPUMEHTAIbHBIMH JaHHBIMH. TakuMm o0pa3zoM, MpeIoKeHHas JUCCEPTAHTOM METOIUKA MOXKET
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OBITh  WCIOJIB30BAaHA JUIS NPOTHO3MPOBAaHWS H3MEHEHUS TEPMHUYECKHMX CBOMCTB  HOBBIX
tepmorutacTiuHblx [ 10 mnpoBeneHHss [IOpOrOCTOSAIIErO CHHTE3a M AKCIIEPUMEHTAIbHBIX
UCCIIEIOBAHUM, YTO BAaXKHO TPH CO3JaHMH MATEPHATIOB C KOHTPOJIHPYEMBIMH (DU3UUECKUMH
CBOMCTBaMH.

BemosHenne paboTsl motpedoBaio ot B.M. Ha3apbrueBa BEICOKOTO YPOBHS BlIaIeHHs OOJIBIINM
YHUCJIOM KOMITBIOTEPHBIX MPOrpaMM, HCIIOJIB3YIOIIMX METO/Abl KBAHTOBOM XMMHHU M MOJIEKYJISIPHON
JuHaMuKd. VM ObUTH caMOCTOSITEIbHO HAMMCAHBI MPOTrpaMMBbl 0OpaOOTKU JaHHBIX MOJEIUPOBaHUS
JUIs pacyeTa OOJIBIIMHCTBA UCCIIEAYEMBIX MAaKPOCKOTIUYECKUX XapaKTEPUCTHK.

[To marepuanam pabotel B.M. Ha3aperyeBa onyOnukoBaHbl § crareid U 16 Te3ucoB JOKIIA/IO0B,
IIPEJICTABICHHBIX HA POCCHICKHX M MEX/TYHAPOIHBIX KOHPEPEHIIUIX U CUMIIO3MyMaX.

B.M. HazappryeB npuHHMan akTUBHOE y4acTHE B KaueCTBE HCIIOJIHUTENS B MCCIECIOBAHUAX II0
TeMaM Hay4Ho-uccienoBarenbckux pador UBC PAH, rpantam POOU, rpantam OLIII u Merarpanty
npaBuTenscTBa PO. :

B.M. HazappiueB sBisercss KBIM(QHIUPOBAHHBIM HAyYHHIM pAOOTHHKOM, CIOCOOHBIM
CaMOCTOSITEIbHO ()OPMYJTHPOBATH M peIlaTh HAY4YHbIE 3a1a4H.

JuccepranuonHas padora B.M. Ha3zapsrdeBa coOTBETCTBYET TpeOOBaHHUAM, NIPEIBIBIAEMBIM K
JMCCEePTAllMsIM Ha COMCKaHWE YYEHOW CTeNeHH KaHAauaara (U3UKO-MAaTEeMaTHYECKHMX HayK, a caM
Buktop MuxaiinoBuu HazapbrueB 3aciyXHBaeT NpPUCYKICHHE €My HCKOMOW CTEIEHH II0
cneruanbHOCTH 02.00.06 — BEICOKOMOJIEKYJIIPHBIE COSAMHEHUSI.
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