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Bbop3ayn Haranbu UropeBusl
«KOMIIBIOTEPHOE MOJAEJIUPOBAHUE CTPYKTYPbI
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MareMaTu4ecKuX Hayk

1o crienHanbHOCTH 1.4.7. BeicokoMoneKkysipHbie coeUHeHUs

Huccepraums bopsnyn H.W. nocasiieHa KOMIBIOTEPHOMY MOZIETHPOBAHUIO
MOPDOIOTHM M CBOWCTB ~ MHOIOKOMIIOHEHTHBIX  CMeceli Ha  OCHOBE
MOJTYNPOBOJAHUKOBBIX (COMPSAXKEHHBIX) OJUIOMEPOB M IIOJMMEPOB, a TaK¥kKe
rpadeHONOA00HBIX  HAHOYACTHII  METOJOM  [OJHOATOMHON  MONeKyJisipHOii
JAWHAMUKH C 3JIEMEHTaMH KBaHTOBO-XUMHYECKHUX BBIYHCICHHH. AKTYalbHOCTb
paboThl HE BBI3BIBAET COMHEHHM, IOCKOJbKY B paboTe Moka3aHa BO3MOXKHOCTE
MPOTHO3MPOBAHUSL  XapaKTEPUCTHK  MHOTOKOMIIOHEHTHBIX  (DYHKIHOHATBHBIX
MaTepHaloB U yCTAHOBIEHHE MOJIEKYJSPHBIX MEXaHM3MOB, OMPEIENSIONUX HX
CTPYKTYpY, € MOMOLIbIO MHOTOMacmTabHOro KOMITBFOTEPHOTO MOJIEIMPOBAHMS.
Tako#i moxxox npejcraBnsieTcst B HAcTOsILee BpeMs Hambosee MepcrneKTHBHbIM,
MOCKOJIBKY MOXET CYLIECTBEHHO CIOCOOCTBOBATh PalHOHAIBHOMY M3aifHYy
MaTepuaaoB, 4TO  OOyCJIOBJIMBAeT TNPAKTUYECKYIO 3HAYUMOCTh  paboThI.
[IpakThueckas 3HaYMMOCTb TaK)Ke CBs3aHA C aHATM30M BO3MOIKHOCTH CO3JaHHSI
OpraHuYecKuX (POTOBOJILTANYECKHX IJIEMEHTOB (CONHEUHbIX GaTtapeif), B KOTOPBIX
JIOPOrOCTOSILIIME  CHHTETHYECKME  aKLENTOpbl 3aMeHeHbl Ha  ac(albTeHbl,
1ojy4aemble B Ka4eCTBe OOOYHOr0 MPOyKTa repepaboTku HeTH.

OcHoBHasi yacTh pabOTBI COCTOMT M3 YeThIPEX rnmaB. IlepBas W3 HUX —
JIOCTaTOYHO TIOJIHBIA 0030p JIUTEPaTYpbl, TPH TJIaBbl MOCBAIIEHBI Pe3yJbTaTaM

OpHIMHAJIbHBIX HCClefioBaHui. Bo BTOpO# riaBe aBTOp OIMKCBHIBAET pPe3yJbTAThl



MOJIEJTUPOBAHUS CaMOOpraHW3aluu  onurotnodendpennsieHoB Ha rpadeHe B
paMKax TpéX Mojesei, a TakKe CpaBHEHHE pe3yJIbTaTOB MOJEIMPOBAHUsS C
IKCIIEpUMEHTAIbHBIMU -IaHHBIMU. MccnenoBaHue 3TOM MOJAEIBHOM CUCTEMBI
MO3BOJIMJIO BhIOpaTh Hambojee aqeKBaTHOE OMMCAHWE CHIIOBOTO I0JIS, KOTOPOE
Jajee MCIoJb3yeTCs I MOJAEIMPOBaHUs 0oJiee CIOXKHBIX CHCTEM; B YaCTHOCTH,
MoKa3aHa HeoOXOAMMOCTb Yué€Ta NaplLMalbHbIX 3apsaoB. B TpeTbell riaBe
OTMHKCaHbI pe3yabTaThl MOJETUPOBAHHUS CMeCel MOIyIPOBOAHMKOBOIO MOJUMEPA C
achanbTeHaMy, B T.4. MOJU(DUIIUPOBAHHBIMHU, U BBISBJICHBI BAXKHBIE CBSI3H MEXIY
X MOJIEKYJIAPHOM CTPYKTypOH M CBOMCTBaMH cMecd. B ueTBéproil rnaBe
paccMOTpeHa BO3MOXXHOCTb I[IOJABJIEHHs CerperaluMM B CMecsix NapauHOB M
acasibTeHOB IMyTEM BBEJIEHHUS B HUX IOJIyIPOBOJHUKOBOTO nosinMepa. Obparaet
Ha ce0s BHMMaHME ILEJIOCTHOCTh pabOThl: IMOJy4eHHbIE B OTHENBHBIX TIJIaBax
pesyJbTaThl JIOTUYECKH CBSI3aHbl MeXJIy co0Oi W TMO3BOJSIOT IOKa3aTh
MEPCIEKTUBHOCTh IOJIHOATOMHOIO MHOTIOMAaclITaOHOrO MOJETUPOBAHUS IS
NpeAcKa3aHusl CBOMCTB MaTepUaIoB Ha OCHOBE MOJIMMEPOB U OJIUTOMEPOB.

BMmecre ¢ Tem, paboTta He nulIeHa He3HAUUTENIbHBIX HenouéToB. Haunbonee
CYIIECTBEHHBIM W3 HHMX IIpeACTaBisieTcs To, 4YTo coracHo Puc. 3.5, B
uccnenyembix cmecsix [131 T:acdanbrensl peanusyercs T.H. reTeporepexo Tumna |
(no kpaiineii mepe, i Bcex cmeceit kpome Ac-3(COOH)). Ognako, ais paGoThl
hoTOBOJIbTAMUECKOT0 JJIeMeHTa Tpedyercs (GopMHUpOBaHHE T.H. reTeporepexoja
tuna 2. Takum oGpazom, cmecu [I3I'T ¢ paccMoTpeHHbIMU anbhaTeHaMH (KpoMme
Acd-3(COOH)) mpencraBisitoTCsi HENMPUMEHUMMBIMH B COJTHEYHBIX Oarapesix B
cBa3u ¢ ypoBHaMu ux B3MO. [lomumo storo, B ['naBe 2 mapuuanabHble 3apsiibl
paccuMTaHbl B paMKax JgoctaToyHo rpyboro wMeroxa Xaprtpu-®oka. I[lpu
paccMOTpeHMM  KoHpopmauuii  THO(deH-(QEeHUIEHOBBIX  OJIMTOMEpPOB  He
obcykaeTcs BaXXHOCTb OTTAJKMBaHUS aTOMOB BOJOpOJa Ha THOGEHOBOM U
denuneHoBoM KousibliaX. bbuio OBl JKenaTenbHO TaKKe MPOKOMMEHTHPOBATD,
KakuM KOHQUrypaluusM COOTBETCTBYIOT pa3iuyHble MUKW Ha Puc. 2.6. Takxke
Obulo OBl JKenaTenbHO OLEHUTHh TemrnepaTypy ruiaBneHuss [I3I'T B pamkax

MCMOJIb3yeMON MOJENH, MOCKOJIbKY IMOoBefeHue Hcciieayembix B [1aBe 3 cmeceit
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BbIIIE M HUXKE TEMIeparypbl IUIABIEHUS OIHOIO M3 KOMIIOHEHTOB JIOJDKHO
CYIIECTBEHHO pa3iuuarhbcsl. YTBEP)KACHHE 'TOIBKO KPUCTAIIMYECKHE JIOMEHbI
conpsbkeHHbIX monumepoB (B Tom uuciie [I31°T) BHOcAT BKian B TpaHCHOPT 3apsiaa
B AaKTMBHOM CJI0€ COJIHEYHBIX OaTapeit ¢ 0OBEeMHBIM TreTepornepexoaom"
BO3MOXXHO, HEBEpPHO, T.K. H3BECTHbl COJIHEUHblE OaTaped Ha OCHOBE He
KpUCTAJLTU3YIOIUXCs noauMepoB, HanpuMmep MEH-PPV. Hakoneu, unTepecHo
OblI0 OBl MCCIIEI0BaTh MOBTOPSEMOCTh Pe3yJbTATOB MPH Pa3UYHBIX CTapTax
MOJIEKYJIAPHO-IUHAMUYECKOr0 MOJEeIUpoBaHus. TeM He MeHee, CJelaHHbIE
3aMeYaHusi HE€  yMaJlsAloT BeCbMa  MOJOXKHUTEJBHOTO  BIEYATIEHHS  OT
JUCCEPTALMOHHOM pabOThI.

B cBs3M ¢ BbIlIECKa3aHHBIM, quccepralioHHas pabota bop3ayn Haranbu
WUropeBusl «KommbioTepHOE MOJEIUPOBAHUE CTPYKTYPhl MHOTOKOMITOHEHTHBIX
(yHKIMOHANBHBIX MAaTepHaJoOB Ha OCHOBE IOJIH- W OJMIOAIKUITHO(DEHOBY
MIOJTHOCTBIO COOTBETCTBYET KPUTEPUSIM, YCTAHOBJIEHHBIM Tirl. 9-14 TlonoxeHus o
NPUCYXKAEHUH  yYEeHBIX  CTENeHeW,  YTBEPKIEHHOrO0  MOCTAHOBJIIEHHEM
IIpaBurensctBa Poccuiickoit ®enepauuun Ne 842 ot 24 centsiops 2013 r. B
pelakluy ¢ W3MEHEHUSIMHU, YTBEP)KICHHbIMU NOCTaHOBIeHUssMU [IpaBuTeNbCTBA
P® Ne 335 ot 21 anpens 2016 r. u Ne 426 or 20 mapra 2021 r., a eé aBTOp,
bop3nyn Haraness MropeBna, 6e3ycioBHO 3aciy)XKHBaeT MNPHCYXKICHHS YYEHOM
CTeNeHW KaHauaaTta (U3MKO-MaTeMaTHYeCKUX HayK 10 crenraibHocTH 1.4.7.
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