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OT3BIB Ha aBTOpEdepaT
nucceprannoHHoM paboTel HoBocenora Meana Uropesmuua «MccnenoBanue quddy3moHHBIX
CBOMCTB MaTEPUAJIOB C MOMOIIBIO METOA AapaUIETIbHBIX PEIINK», IPEACTaBICHHON Ha
COUCKaHue YYEHOH KaHauaaTa (u3nKo-MaTeMaTHIeckuX Hayk 1o crernuaibHocta 01.04.07 —
«®Pu3nKa KOHJIEHCUPOBAHHOTO COCTOSIHUS.

Hucceprannonnas pabora HoBocenosa Y. WM. nocssiena pa3BUTHIO METOIOB YCKOPEHHOU
MOJIEKYJIIPHON MUHAMHUKUA IPUMEHHUTENIBHO K MOAETUPOBAHUIO AU(PDY3UOHHBIX MPOIECCOB B
MaTepuanax. PaboTa akTyanapHa, TOCKOJIBKY €€ Pe3yIbTaThl IO3BOJISIOT 3HAYHTEIHFHO YBEIUUUTH
HHTepBaJl BpeMeH Iu(B(y3UOHHBIX IIPOIECCOB, KOTOPBIE MOTYT MOJEIHUPOBATHCS METOMaMHU
KBAHTOBOM MOJIEKYJIIPHOM NMHAMHUKU. DTO ONpPENENsIeT U MPaKTHYECKYIO 3HAYUMOCTH PadOTEHI,
TaK Kak pa3pabOTaHHBIA IOJIXOJ IO3BOJISIET CYIIECTBEHHO pACIHIMPUTEH JIOCTYIHBIA IS
UCCIIEIOBAHUS HHTEPBAJ TEMIIEPATypP.

B pabore momyueH psa BaXHBIX HAyYHBIX pe3yibTaToB. [loka3aHo, YTO OCHOBHAs
NOTPEIIHOCTh METOJA IMapaUIebHBIX DPEIIUK, CBSI3aHHAs C JUCKPETHOCTBIO JIETEKTHPOBAaHMUS
COOBITHH, HOCUT CHCTEMAaTHYEeCKHH XapakTep U MOXET OBITh CKOPPEKTHpPOBAHA, MPEIIOKEHO
COOTBETCTBYIOLIEE KOPPEKTUpPOBOYHOE BbIpakeHHe. HosocemoBeiv WM.  paspaGorana
[IpOrpaMMHasl peajin3alysi METOAa MapajuIeIbHBIX PEIUIUK, MPUCTOCOOJICHHAS IS YCKOPEHUS
KBAHTOBBIX  MOJIEKYJISIPHO-IMHAMHUYECKUX  pacueToB. CoO3JaHHBIA  MPOTPAaMMHBIM KO
anmpo6UpOBaH Ha 3ajade pacyeTa Kod(h(GHIMEHTOB camMomuddy3ud ATOMHHHS H YCIIENIHO
NIPUMEHEH JUJIS UCCIIEIOBAaHUSI MEXaHU3MOB U pacyeTa KodduiuenToB muddy3uu Bogopona B
FHApUAAX THTaHAa pa3HOro COCTaBa B IIMPOKOM HHTEpBaJe TeMIlepaTyp. Pe3ynprarsl pacyeToB
COIIACYIOTCS ¢ UMEIOIIMMHUCS 3KCIIEPUMEHTATHHBIMHU TaHHBIMH.

B kadyecTBe 3ameudaHHus, HE CHIDKAIOUIEro oOmed BBICOKOH OIIEHKH pPabOTBI, MOXKHO
OTMETHTb, YTO B IJIaB€ 5 CIENOBAIO OBl PaCCMOTPETH BIMSHHE HAa CTPYKTYPY MEXK3EPEHHBIX
IPaHHIl HAKJIOHA B MOJUOI€HE HE TOJIBKO HAKOIUIEHHE MEXI0Y3eJIbHBIX aTOMOB, HO H BaKaHCHH.
B Meraymiax MeXIoy3enbHbIE aTOMBI MOTYT CO3/1aBaThCsS B 3HAUMUTEIHHOM KOJHYECTBE, ITO-
BUIMMOMY, TOJIBKO IOX oOsydeHueM. IIpu s3TomM mud¢y3noHHBIE HMOTOKH MEXIOY3EIbHBIX
aTOMOB M BaKaHCUH Ha pa3iHy4Hble O00BEKTHl MHUKPOCTPYKTYpPHI OJM3KH IO BEJUYHHE, HO HE
OJIMHAKOBBI, 4 HAa IPAHUIIBI 3€PEH MTOTOK BAKAHCHIA MOYKET OBITH HECKOJBEKO OOJIBIIIE.

B kauecTBe moxkenaHus oTMeuy, 4Tto paszpaborannesle HomocemoBemM M. WM. MeTojnbl
YCKOPEHHOH MOJEKYISIpHOM JMHAMHUKA MOTJIH OBl  OBITH  yCIENIHO TPUMEHEHBI K
MOJENUPOBAHUIO TU(P(GY3UOHHBIX IPOLECCOB B CIUIaBaX IOJ OOJIYYEHHEM: DaTHaIlHOHHO-
ycKkopeHHOH aupdy3un U 0coOeHHO pamualoHHO-WHAyIHpoBaHHO#M cerperanuu (PUC),
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IIPOXOASIIUX OJTHOBPEMEHHO 0 MEXI0Y3EIIbHOMY u BaKaHCUOHHOMY
mexanuzMaMm. PUC cBs3aHa ¢ pa3iiyueM NapuualbHBIX KOAPGUIIHEeHTOB Tud(dy3Un 371€MEHTOB
CIUTaBa U NMPUBOJUT K TOSIBICHUIO CUJIBHOM HEOJAHOPOJHOCTH COCTaBa CILIABOB BO3JIE Pa3HBIX
00BEKTOB MUKPOCTPYKTYPBI (BBIICICHHUH, TIOp, ME€TENb, TpaHUI] 3epeH). C IIOMOIIBIO Pa3BUTHIX
aBTOPOM METOJOB pacueThl kodhduuueHToB nuddy3un 3JeMEHTOB U TOUCUYHBIX Ie(pEeKTOB, a
TaK)Ke KOPPeNsSLHUOHHBIX (PaKTOPOB, MOTTIU OBl OBITH MPOBENEHBI B MPAKTHUECKU BaKHBIX IS
paboThl KOHCTPYKIMOHHBIX MaTepHUaOB HUMEIOMIUXCS M MpOoeKTHpyemblx SDY uHTepBanax
TEMIEPATYDP.

3amaud, MOCTaBJIEHHBIE B 3TOH paboTe, aBTOPOM BBIMOTHEHBI MOJHOCTHIO. Pe3ynmpTaTh
paboTBI MPOILIIK anpoOanrio Ha POCCUHUCKUX U MEXAYHAPOJHBIX KOH(PEPEHIHSIX, aBTOP UMEET
JOCTaTOYHOE KOJIMUYECTBO MyOIUKAIHi B peepupyeMbIX KypHaTax.

[IpencraBneHHbl B aBTOpedepare marepHasl W MyONHKAIIMA aBTOpa MOKA3BIBAIOT, YTO
JHUCcCepTallMOHHAss paboTa BBINOJIHEHA Ha BBICOKOM Hay4HO-TEXHHYECKOM ypoBHeE. Pabota
IIOJIHOCTBIO COOTBETCTBYET TpeboBaHusiM [loNoXeHUsT O MOpsIKe MPUCYKIECHUS YUEHBIX
creneHell B HanmoHansHOM HccIeoBaTeIbCKOM TEXHOJOrHUeckoM yHuBepcutere "MUCuC",
NpeabsABIAEMbIM K KaHIUIATCKUM JuccepTanusiM, a ee aBTop Homocemor M.M. 3aciyxuBaer
IIPUCYIKICHHS YIEHOM CTeleHH KaHauaara (pU3MKO-MaTEMAaTHYECKHX HAyK IO CIEIHATbHOCTH
01.04.07 — ¢pu3uKa KOHAEHCUPOBAHHOTO COCTOSHHUSI.

Benymwuit HayuHbli cotpynauk AO «I'HI[ PO — @3Ny,

KaHAuIaT pU3UKO-MaTeMaTHIECKUX HAYK B.A. Ileuenkun

[Tognuce B.A. Ileuenkuna 3aBepso:
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