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(De4epalrnoro focyAapcrBeHHoro 6rogxeruoro o6pa:onareJrbHoro frpexAeHl4.f, Bblcruero

o6pasorauu.s <<Canrr-flerep6yprcxufi rocygapcrseHHufi yHLIBepcnrer)

lzccepraqvrs. Ha coHcKaHHe yleuofi crerreHr4 KaHrurrara xI,IMI,IqecKI,IX HayK <<floAxonu

) BbrIroJIHeHa Ha xaQeape

ananuruqecxofi xvrMrrvr Llucruryta xvtMvlt Casxr-flerep6yprcroro rocyAapcrBeHHoro
yHuBepcr4TeTa.

Hayruuu pyKoBoAr,rreneM KaHAragarcxofi Ar{cceprarluvr flBrrflercs AoKTop xl4MldarecKux

uayr, npo$eccop Ka$e4prr a:aanvruuecxofi xunar.r l4ucruryra xvIMvIn Casxr-flerep6yprcxoro
rocyAapcrBeHHoro yHrzB epcrrrera Kup c atroe A\,Ilarplafi Orerosuq.

{uccepraqvroHnar pa6ora Bla.quvuponofi Ha4exgu ZropeeHbl rlpeAcraBJlrer co6ofi
r.rccJreAoBaHrre, rocBrruensoe paspa6orre vr. BanvAawrl QSPR-uopcrcfi Ant nporHo3lrpoBaHllt

ceoficrs rroHoceJreKTr.rBHbrx gneKTpoAoB u r:ry6orux 3BreKTI4qecKI{x pacrBopurelefr. I4urepec

HaAeNArr Zropenusl cocpeAoroqeH Ha paspa6orre HoBbrx noAXoAoB x QSPR-rvroAeJILIpoBaHVro,
cloco6nrrx pa6orarr c orpaHrrqeHHbrMrr Ha6opalrz AaHHbrMrr - Taxat 3a4a.r^a aKTyzurrr:.a l.nfl
anarraru.recrofi xuMLrLr, rAe c6op 6olrurux nu6oporc 3arpyAHeH. 3ru noAxoAbl Moryt
cyrqecrBeHHo ycKoprrrb pa:pa6orry HoBbrx xrrMilqecKI4x ceHcopon (uouoceJIeKTI,IBHrIx
gneKTpoAoB) Nq onpeAeneHr,rfl pa3nvqHbrx aHuurLrroB rlpu perxeHvl{ 3a4aq SKoJlornqecKoro

MoHt4ToprrHta, MeAr4ur4scnofi Ar.IafHocrr{Ku vr B Apyrux o6racrqx. Kpoue roro, TaKIae noAXoAbI

Mofyr cnoco6creoBarr pa3pa6orxra HoBbrx rny6oxux 3BreKrrlrrecr<ufi pacrnopuretefi (f3P).

QSPR-rraoAenlrpoBaHr,re rro3BoJrr.rr nporHo3r{posarr ceoficrBa aHurrrrur{ecKzx cllcreM Ha ocHoBe

crpyKrypbr opraHurrecKr,rx MoneKyJr B rrx cocraBe, r{ro cyqecTBeHHo ynpocTLIT IIOpICK

onruManbHbrx cucreM AJrfl KoHKperHbIx rlpl4MeHeHr,rfi, veu o6ycraulueaercfl, aKmycLabHocmb

dauuoil pa6omar.
OcnosHoi r4enwo vccne1oBanlrr 6sltu pa:pa6orra v [poBepKa QSPR-rraoAelefi,

aAanrr4poBaHHbrx Am pa6oru c orpaHurreHHbrMn na6opauu AaHHbIX, Ant npofHo3I,IpoBaHI{JI

csoficrs voHoceJreKTr{BHbrx gneKTpoAoB yr rny6orcux gBTeKTLIqecKI4x pacrnopurenefi.

ltt aocrvt>KeH:zfl. qenu 6unu rocraBneHbr r4 ycnerxHo perueHbl cneAyroqr{e sadaqu'.

1. Paepa6orra QSPR uoAelefi Anr [porHo3r4poBaHvJr ceJIeKTI4BHocrI4 noreHllt4oMerpuqecKl'Ix
ceHcopoB r rra4poSnJrbHbrM aHr4oHaM rap6ouara Ha ocHoBe nouo$opor c aKIrerITopHbIMIl

3aMecrvren svru s6ruzkr xap6oun:rruofi rpymru ;

2.Pazpa6otra QSPR uole:refi Am lporHo3vrpoBaHvfl. qyBcrBl4renbHocrl4 rIoreHuLIoMerpI4LIecKI,IX

ceHcopoB K Karr{oHaM rnKeJrbrx MerannoB (Ca'*, Cd2*, Pbt*) Ha ocHoBe gla$eH[rQocQopun

arleraMr4AHsrx nouo$opoe;
3. Paspa6orra QSPR uoAenefi Anr npofHo3npoBaHnfl. rrJrorHocrl.t, npoBoAlrMocrl4 14 Bt3Kocrz f3P
Ha ocHoBe xoJrLrH xJropr4Aa c opraH[qecK}rMr.r Kr4cnoraMz B KaqecTBe AoHOpoB BoAopoAHOit csszu.

Cozcxarenb BHec cyrlecrBeHustit nuvuwil ercnad B npoBeAeHLIe uccneAoBanv*, BKJIroqat

c6op Lr anurur: nr4TeparypHbrx AaHHbrx, parpa6orrcy 4vsaima Lrccre/loBalnLrf, rIpoBeAeHIre

KBaHToBo-xt4MUqecKr4x pacqeroB, rrocrpoeHr{e 14 rrpoBepKy QSPR MoAeJIefr, aHanv3 nonyr{eHHblx

pe3ynbraroe, rfoplryrupoBKy BbrBoAoB Ir noAforoBKy Hayr{HbIX ny6luxaquil Hoausua pa6orbl

yHr,rBepcr4Tera
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3axJrroqaercfl B pa3pa6orxe HoBbrx rroAXoAoB x QSPR MoAenr.rpoBaHr4ro, aAa[rl4poBaHHbrx Ar-{
pa6oru c orpaHnqeHHbrMr4 Ha6opauu AaHHbrx, u npr{MeHeHvrvr :.rux noAxoAoB Ant pelreHlzt
aKTyanbHbrx 3aAaq anaJrvITvrrecrcofi xuvrzr.r.

Paspa6orannue QSPR MoAenrr vMeror BbrcoKyro npaKmwtecKyto sHaquhxocmb, rlocKonbKy

ro3Borsror npofHo3rrpogarr ceoficrBa zoHoceJreKTrrBHbrx 3neKTpoAoB u uy6orux oBTeKTvqecKrrx

pacreopzrelefi, He [poBoAr peanbHoro la6oparopHoro gKcrIepI4MeHTa, rITo cylqecrBeHHo

ycKoprer vr yAerueBnqer npouecc paapa6omz HoBLIX MarepvanoB c 3aAaHHbIMlr

xapaKTepvcTkrKaMrI.
Pa6ora BHocrrr BKJTaA B pa3Br,rrrre QSPR noAXoAa B aHalrurvlrtecrofi xvIMptvI, AeMoHcrpIlpyt

ero s(f$errr4BHocrb upu pa6ore c MzurbrMrr o6yraroqzvrz nrr6opxaMvl v rrpeAnarzur cloco6rr
rrpoBepKLr rlloAenefi B ycnoBrrrx orpaHvqeHHofi 4ocrynuocrlr 3KcneprrMeHTaJrbHbIX AaHHrIX.

f,ocmoeepuocmb rronyseHHbrx pe3ynbraroB rroATBepx{[aercs. uclonb3oBaHl4eM HaAe)KHbIX

MeroAoB MoAenrrpoB aHprfl. kr npoBepKe MoAenefi Ha He3aBI4cI,IM6IX recroBblx ua6opax. llouuuo
groro, pa6ora rrpotuna anpo6aquro, pe3yJrbrarbr [peAcraBJIeHbI B rpex peqeu3upyeMblx Haf{HbIx
crarbqx r.r Ha qerbrpdx vrexgynapoAHblx rou$epenqurx.
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