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<Mo4elnpoBaHr4e cerrrarbrx MoJreKyngpubrx cucreM pa3nr.rqHofi xuMIa.Iecxofi npupoAbl)),

npelcraBnenuoft Ha cor4cKaHae y.reHofi crerreHr4 Kar^Au4ara (pnsuro-uareMarl4qecKllx HayK

rro clerlr4aJrbHocrl'r 1.4.4 - @ugu.recrat xvrMvIs.

flpe4craBreHHas pa6ota [ocBrrrleHa pa3B]rrr'rrc MeroAoB KoMnbrorepHoro

MoAenr4poBaHr4r MorreKyn.f,pHbrx ckrcreM c cer.{atofi crpyrrypofi (cynpanonvMepbl v

BbrcoKoMoneKynrpHbre coeAaHeuux) u rax rrpriMeHeHLIIo (I) arla uccJIeAoBaHI4t [poqeccoB

caMoopraun3awLr B BoAHbrx pacrBopax Ha. ocHoBe cepocoAepxalq[x coegu:e'euuit u

pacrBopoB nao4aQuqrapoBaHuhrx SynnepeHoB B opraHrrrrecKr,rx pacrBopl4renf,x; a rar<Ne (II)
B3ar4MocB{3rr crpyKTypbr [on[rvrepnofi Marpr4ubr c MexaHr.rqecKLIMIr ceoftcrsaN{H oprauo-

HeopfaHr4qecKoro HaHoKoMrro3r.rra. PaccvorpeHHbre Knaccbl Mareplranon nocrpe6oBaHbl AJII

rxrrpoKoro cneKTpa rlpr4MeHeHrri.r, npu 3ToM HX cnoftcrea olpeAensrorct Bo MHofoM I,IMeHHo

crpyKTypofi rr,rarepaala. llosrouy AeranbHoe rroHr{MaHr.re MexaHI{3MoB $opltraponauur
cerqarbrx crpyKTyp, KaK ri r{x peaKrli{rr Ha BHelrrrrae sosAeficrBvrs,IrMeer BbIcoKyIo crerleHb

lvBaxHocrI4 nax c $yH4aMeHTaJIbHokr rorrKrr 3peHzt, TaK rz Anfl [paKTI4rIecKI,Ix npzueueuuft. B
qacrHocrr4, gro Ba)KHo An{ rrpeAcKa3aHr4{ crpyKTypHbIX Ia Susuro-xl4Ml4qecK[x cnoftcrs

HoBbrx HaHoMarepaanoB. ConpeueHHrre MeroAbr KoMnblorepHoro MoAenlrpoBaHlrt

{BJrrrorcq e$SexrznnbrM r4HcrpyMeHTaMrr Ans fipoBeryenus uoAo6nsIx [ccne.qoBaHuit, aux
pa3Br.rrue s*rflercs. saxHofi saAa.refi. llo sroft lpr4rrrrHe Al4cceprallvto:nHas pa6ora

ManHuresa M. A. qBrsercfl arcrya;rsnofi.

Cpeau ocuoBHbrx pe3ynbraroB rrpeAcrasreuHofi pa6oru MoxHo BbIAeJII4Tr

cneAyroulr4e:

(1) Muorouacurra6H).ro MoAeJrb crpyr{rypoo6pasonanvrfl. B pacrBopax L-qucrenHa Ia

Hr4rpara cepe6pa KarrecrBeHuo o6rscnsrcqyro Bce crpyKTypHble nepexoAhl e srofi cucreMe

B 3aBT4CLTMOCTH OT C OAepX{aHI,Itr SJIeKTpOnI4Ta;

(2) Kpynuouacurra6nyro MoneKynrpHo Ar4HaMr{rlecryo (M,{) rvro4elr pacrBopoB

no4rlSnqupoBaHHbrx SynnepeHoe PCoTBM v PCzTBM B 1,8-oxranAvrrLrore,

AeMoHcrprrpyrcqyn $oplraponaur{e rpexMepHbrx 6uronrauyaJlbHblx cerqarblx crpyKryp

z: $ynnepeHoB;
(3) Mesouacrura6nyro MoAenb HaHoKoMrro3r{Ta Ha ocHoBe MeroAa 4zccznarunnofi

;ikr:naMvrn:a qacrlrrl (AA.I) HaueneHHyro Ha npeAcKa3aurrt ocHoBHhIX rpeHAoB I43MeHeHI4t

Mexaul4trecxax cnoficrB BbrcoKoclrr,rrbrx nonHMepHbIX MarpHIl la HaHorIacrI4II rJIrrHbI.

Pa:pa6oraHurre Mo.{en[ no3BoJr{ror KarrecrBeHHo o6tscHhm l4Meroql4ec{

gKcnepr,rMeHTaJrbHble AaHHbre 4rx nrt6paHHblx MoneKyntpHbrx cI,IcreM, qro roBopt'IT o

BbrcoKoM ypoBHe IIpoBeAeHHoro TeopeTr4qecKofo I1IccJIeAoBaHL{t 14 AocToBepHocTI4

npeAnoxeHHbrx MeroAraK Ha ocHoBe MeroAoB KoMnblorepHoro Mo.{enplpoBaHus.. 3ro
no3BoJr{er 3aKrlorrlrrb, qro Arlcceprallux Ma:nrureBa M.I. flBlrfl.ercfl. qelocruofi v
3aKoHr{eHHofi pa6orofi, a noryqeHHbre pe3yJlbrarbl I4MeIor BbIcoKyIo reoperl'IqecKylo ll
lpaKTr4qecKyro 3Haql4Mocrb.




