
Orsrrn

na anrope(f epar Allccepruruu Mannrmena Marccnua .{*rnrpneBrrqa
Ha reMy <Mo4eruapoBarr[e cerqarbD( MoJreKyJrrpHED( crrcreM pa3wrllnofi xr,rlra[qecxofi npnpo4rr,

rrpeAcraBJreanofi Ha colrcKauue yrenofi crerreur{ KarlA}rAara Qusr.rxo-ruareMarnrlecK}Ix HayK rlo

c[eurraJrbHoctz 1 .4.4 - Or,Igraqecra.f, xtrlr.ns.

Arcrvarsnocrr HarrDaBJreHrrfl rrcgJrerroBaHrrff . I,Isyreuue oco6ennocrei (popnruponauraa

crpyKTyp MoJreKyJrrpubrx clrcreM c cerqarofi crpyKTypoft, raxzx KaK crulrrbre rIoJII,IMepbI I{

cyrrpaMoJreKyJrrpnbre FeJrH frBJraercs. BaKHhrM HalpaBneHr,reM B o6nacru Susuro-xuuraz

rroJrrrMepoB. Cer.rarrre Marepr,ranbr nocrpe6onanbr B KaqecrBe yAepxllBtuoqrlx lI cBr3yrolqlrx

Marplrq, apMlrpyroqfix crpyKTX), a6cop6enroB r,r Ap. Cnoxnocrr sa4arlr'r no ]I3yrreH]rlo

([opuvponannr rarnx crpyKTyp cBr3aH, rrpexAe Bcero, c MHox(ecrBoM x]rM]rqecKr{ cBr3aHHbD(

MexAy co6oft cryrafinrnra o6pa.:ou oneMenros. B Hacrorrqee BpeMt orcyrcrByror

yrrr,rBepcanbHbre reopuu, [o3BoJutrrorque [porHo3rrpoBarb B3ttr,rMocBr3b crpyKTypy u cnoftcrna

Marepr,rilJroB, r.rMeroqlrx cJroxHoe cerrraroe crpoeHne. B srofi cBr3lr npeAcraBJureMar K 3aJqETe

AlrccepraqrroHutur pa6ora, HanpaBneHH€ur Ha pa3Blrrpre MeroAoB KoMnbrorepnoro

MoAeJII{poBarruIs., crpyKTyp MarepuaJroB c cerqarofi crpyrrypoft., 6erycnonno, ffBJrffercfl

arcryarsnoft.

Havqnas nonngna Da6orrr. OcnoeHrre Hafrrrbre Aocrr,Dr(eHr,rx pa6our cocrorr: B upoBeAeHr,rlr

MOJIeKyIxpHO-ALIHaMI,IqeCKOTO MOAeJrr4pOBZIrrlrs BOAHIIx pacTBOpOB Ha OCHOBe L-qr,rCrerana a

Hr4Tpara cepe6pa B paMKax IroJrHoaroMHbD( MoAeJrefi; n usyreHr,rpr crpyKTyphr cyrpaMoHoMepoB,

o6pasyrolqplxcfl B co3peBrnl,Ix BoAHbD( pacrBopax L-qracrezua lr Hr,rrpara cepe6pa; n paspa6orxe

MeroAa arraJII,I3a BoAHbrx pacrBopoB Ha ocHoBe Hr.rrpara cepe6pa a cepocoAepx(arrprx

aMI'IHOKUcJIoT; B BrIIBJIeHLII{ B CTpyKTypil( ClILlTbx IIOn}IMepHbx MaTpIIq ocnonnOft ponu

HecyIqlrx Harpy3Ky qeneft n (poprr,rnpoBrurnn MexaHr,rqecKoro oTKJrr.rKa.

Teopetr.rqecnas gHaq[procrr pa6qrnr. Teoperr,r.recrar 3naqr,rMocrb pa6oru cocror,rr B

pa3BI4TrII{ MeTOAOB MOAeJII,IpOBtIH}I' MoneKynspHbrx cr{cTeM, rrMeroqr{x ceTqaTyro cTpyKTypy I{

pa3nI,IrIHyIo ilpupoAy sga[NaoAeftcrBr{r Me}KAy o6paryroqurrau nx KoM[oHeHTaMrr.

[paKrn.recKas gHa.rnvrocrr pa6orrr. flpe4craBreHubre pe3ynbrarbr vt paspa6oranuue

rIoAxoABr K MoAenLIpoBilHlIIo cerqarrD( MoneKyJr{pHbx crpyKTyp c pa3nr,rwroft npupo4oft

ssauN{oAeficrBl,I.f; MexAy o6paryrouurrtl,r nx KoMrroHeHTaMr.r rro3BoJuffor [porHo3r,rpoBarb

Qusmo-xuMr,rqecKre csofi crsa Marepr{rrJros noAo6Hoft crpymypu.




