OT3bIB

Ha apTopedepar auccepralMoHHO# padboTs! JodpoBckoro Ajexces FOpresnua
«TpaHcropTHEIE CBOHCTBA MOAMIDUPHMUIOB H HAHOKOMIIO3UTOB HA UX OCHOBE B aMOPHHOM U
YHOPSI0YEHHOM COCTOSTHUSIX », TMPEJICTABJICHHON Ha COUCKaHUE YYEHOH CTETeHHN KaHauaaTa
(hM3UKO-MaTEMATHYECKUX HAYK 110 CHENHAIBHOCTH 1.4.7. BBICOKOMONEKYIISIPHBIE COETMHEHHUS.

Hucceprannonnas pabora Jlobpockoro A.JO. mpexcrasiser coboit obmmpHoe H
riay0okoe HccleloBaHUE BIMSHUA 3(D(OEKTOB CTPYKTYPHOTO YINOPSJIOYEHHS Ha TPaHCIOPTHhIC
croiictea nommdupumugor (II9M) wm wux Hanokomno3utoB. JlaHHas Tema sBIsSETCA
Ype3BBIYAiiHO AKMYa1bHOW ¥ BaXHOHW KaK C TOYKH 3pEHHS (DYyHIAaMEHTAJIBHOTO NMOHMMAaHUS
MEXaHM3MOB ynopsipoueHus nenei [IOH B HeHanoJHEHHBIX U HAMOJHEHHBIX MaTepHajlax U €ro
BIIMSIHUSL HAa TIepepacnpejie/icHue ¢BoOoHOro obbeMa B NOJMMEPE M, KaK CIIEJCTBHE, Ha €ro
rasonpoHHIAEMOCTb, TaK H AJIA PCIICHHA IIPaKTHYECKHUX 3a/dad, CBA3aHHBIX C CO3JaHHEM
BBICOKOCEJIEKTHBHBIX ra3opa3eIHTeIbHbBIX MeMOpaH Ha ocHoBe [1DOH.

B kauecTBe Meroja HCClIEOBaHHMS B JUCCepTallMOHHOH pabore BBIOpaH MeTOd
MOJIEKYJISIPHOH JMHAMUKH C HUCIOJB30BaHWEM ATOMUCTHUYECKHX Mojenel. JlaHHbI mnoaxon
MO3BOJIMJI JIACCEPTAHTY MpPOaHAIM3HPOBATH MPOIECCH], NMPOUCXOJAIINE HAa HaHoMaciuTabe, C
VYIETOM JeTabHOM XUMHYecKoH cTpykTypbl [IDW u BBIABHTH MX BIMSHHE Ha TPAHCIOPTHBIE
CBOMCTBa TMOJMMEPOB Kak B 00beMe, Tak M Ha Mek(a3HON TpaHHLE C HaMOJHUTENEM, YTO
ornpeaenseT 0e3yCIOBHYIO HO6uU3HY NaHHON padoThl. CTOMT OTMETUTH 110JIpoOHOE 000CHOBaHHE
BbIOOpa OOBEKTOB HCCNEOBaHUA (Kak XUMHYeckoH crTpykTypel neneil [IDOU, tak u THmOB
YIJIEPOJHBIX HAHOHANOJHUTENEH), OYeHb akKypaTHOe M IIOJIHOE€ H3JI0KEHHEe JAeTanei
MCIIOJIB3YEMBIX MOJIENeH, CpaBHEHHE C 3KCIEPUMEHTAIbLHBIMU PE3yJIbTaTaMU W HMMEIOIIMMMCS
JIMTEPATyPHBIMH JaHHBIMH [0 MOJEIHPOBAHUIO CXOKHX cucteM. K goctomHcrBam paboThI
Tak)Ke HeOOXOJHMO OTHECTH BHYIIHUTENBHBIH 00beM MpoieIaHHbIX BBIYHCICHUH — MOJTY4YeHHBIE
TPaeKTOPHH JOCTHUTAlOT JECATKOB MHKPOCEKYHA, 4YTO JaeT BO3MOXHOCTH Halmoaate H
aHaJIM3UpPOBaTh 3PQPEKThI KUAKOKPHCTANIHIECKOTO YIMOPAAOYEHUA B M3ydaeMbIX CHUCTEMax, a
TaK)Ke clieNaTh pAJ BaXHBIX BBIBOJOB, B YaCTHOCTH, O TOM, YTO HAJIMYME IUIOCKOH MexdasHOH
rPaHMIGI TIOJIMMEpa C HAHOHANOJHHUTENEM SBIACTCS ONpEACHAIomMM (aKTOpOM TpH
(GOpPMHUPOBAHMH  YMOPSAOYEHHBIX  CTPYKTYpP, M  MNPOAEMOHCTPHPOBATH  AHHU3OTPOIHIO
TPaHCIIOPTHBIX CBOWCTB IMONIUMEPa B HEMaTHYCCKOM COCTOAHHH.

ITocnenoBartesbHas TOCTAHOBKA KOMIIBIOTEPHOTO 3KCIEPUMEHTa C  TMOCTELYIONIHM
BCECTOPOHHHM aHAJIM30M TMOJYYEHHBIX pe3yJIbTaTOB HE OCTaBISAE€T COMHEHMH B HayuyHOH
MCTHHHOCTH BBIHOCHUMBIX Ha 3alMTy TOJOKEHHH, KacarolMXCs BIIMSHHS HaJW4Ms M THIA
HanoMHUTeNs (rpadeHa H OJHOCTEHHBIX YIJIEPOHBIX HAaHOTPYOOK) Ha MPOLIECCH YTIOPAIOUCHHUS,
CBS3W Ta30BO# TPOHUIIAEMOCTH U CEJEKTHBHOCTH C aMOP(HBIM H YIOPAI0YEHHBIM COCTOSHHEM
HOJIMMEpa, a Takke OCOOEHHOCTelW aHM30TPONUH YTIOPSAA0YEHHOI0 COCTOsAHUs. JIocTOBEpHOCTh
MOJIy4EHHBIX B paboTe pe3ysIbTaToB MOATBEPKIACTCS TakkKe OMyOIMKOBAHUEM IIPENCTaBIEHHBIX
pe3yJIbTaTOB B YETHIPEX CTAThSX B BBHICOKOPEHTHMHIOBLIX HAy4HBIX JKypHajaX M 9 Tesucax
JIOKJIaJI0B Ha 6 POCCHHCKUX M MEXIYHAPOIHBIX KOH(PEPEHLIUSIX.

C yueTOM M3JI0KEHHOTO BBINIE, CYMTAIO, YTO JAHMCCepTalMoHHas pabota JlobGpoBckoro
Anexces IOpbeBuya «TpaHCIOpPTHBIE CBOWCTBA MOMMI(GUPHMHUIOB H HAHOKOMITO3HTOB Ha HX



OCHOBE B aMOPEIJHOM 1 YIIOPSAZA0YEHHOM COCTOSHUSAX) IOTHOCTBIO COOTBETCTBYET TpGGOBaHHHM,
NpeabABIAEMBIM K KaH;ﬂHﬂaTCKHM JHCcepTaluiIM COTJTaCHO KPUTEPHUSIM, YCTAaHOBII€HHBIM IITI. 0-
14 TlomoxeHuss O TPUCYXKIEHHWH YYEHBIX CTENEHEH, YTBEPKAEHHOTO IOCTAHOBICHHEM
IIpaBurensctBa Poccuiickoii Menepamun Ne 842 ot 24 cenrsiops 2013 r. B jpedcTByroleH
penakunu, a e atop, JloGpoBckuii Anekcelt IOpbeBu4, 3aciyKMBaeT NPHCYXACHHUS Y4EHOH
CTENeHH  KaHOWAaTa  (DH3MKO-MaTeMaTHYeCKMX  HayK 10  crenuanpHocTH — 1.4.7.
BricOKOMOIIEKYISIPHBIE COEIMHEHNUS.

Jloxtop usznuko-MaTeMaTHIecKHX HaykK (crnenuanbHocTs 02.00.06
— BBICOKOMOJIEKYJISIPHBIE COEIIMHEHHS ),

JIOLIEHT,

npodeccop kapeaps! GU3HKH IOTUMEPOB H KPHCTAILIIOB
dusnueckoro ¢pakynsrera PeepanbHOro rocyAapcTBEHHOrO
OroKeTHOrO 00pa30BaTEIBLHOTO YUYPEXKIEHUA BEICILIETO
obpaszoBaHust «K MOCKOBCKHH IOCY1apCTBEHHBIN YHHUBEPCHTET
umenn M.B. JlomoHoCOBa».

/ Kpamapenko Enena KOnbeBHa

«08» mas 2024 r.
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