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o(puqzanruofo orrroHenra XafipylnuHofi Beporurxu PaAlaesurr Ha AI4ccepraIIIloHHyIo pa6ory

flarirr,rypsznofi Harantu Xaryrronurr <flpornoa (pusut<o-xl,IMl4rlecrux csofictn

noJrr,rrlr4KJrr{trecKr4x apoMarr,rqecKux yrneBoAopoAoB ue(fr.rurx Qpaxquft Iro MoAeJUIM

(crpyKTypa-csoficrBo)) u (cneKTp-cnoficrsa), npeAcraBJIeHHyIo sa coucxairue yreuoft crerleHrl

KaHArrAara xr.rMr,rqecKrrx HayK no cleqrraJlbHocrl4 1.4,12. He(frexurrlur.

ArcryalrHocrr pa6orrr. lloluapoMarurrecKr4e yrJIeBoAopoAbI (IIAy) I{rparor BaxHyIo

ponb B npoqeccax KoKcoBaHr4r r.r (foprvurpoBaHl{t yrJIepoAHbIx LI yrJlerpa(flrrontx MarepualloB.

IIAY sxoa{T B cocraB Me3oreHHbrx rreKoB r{ urorbqarblx KoKcoB, rlpllMeHteMbrx B elempo4uofi

npoMbrrrrngHHocrr,r, HaflprrMep, Anr gneKTpoBbIrIJIaBKrr iuIIoMI,IHLIs. BneApeuue IIAY B pa3nuqHhle

npoMbrrlneHHbre rpoqeccbr, paspa6orxa coBpeMeHHbx rexHonoruft ux nepepa6orKl'I B cocraBe

ne(fru rpe6yror yrny6neunoro u3yqeHr{r lrx (prz:ur<o-xuMl,IqecKl4x csoftcrn: TeMrleparypbr

(fa:onux repexoAoB, Kpr.{rr,rqecKr.{x napaMerpoB. Snerrpo([rc]IqecKl{e csoftcrsa IIAy

(noresqnal lroHrasarlrafi, cpoAcrBo K gneKTpoHy rr r.A.) I,IMeIor BalKHoe 3HalIeHIle B peaKlll4f,x

Cr4HTesa opraHr4qecKl,Ix [OnylpOBOAHI,IKoB Ant MoneKyJUIpnOfi SlerrpoHI,IKI,I.

llpra erorr.r SKcrrepr.rMeHTaJrbHoe oupeAeneHlre renrrotfrl3l,IqecKux LI (puslrxo-x[M[rlecK[x

xapaKTepr.,rcrr4K Berrlecrn rpe6yer AoBoJrbHo Bbrcoxl4x Marep[aJlbublx rr BpeMeHHbrx 3arpar.

BcreAcrsr,te groro 3HaqrrreJrbHiur qacrb r4HXeHepHhIx MeroAoB pacqera csoficts BeIrIecrB

oleprrpyer [pr{BeAeuHbrMrr BeJrr{rrrrHirM}r. B grofi cBfl3kr rIporHo3I.IpoBaHIIe KpurLIqecKI,Ix csofcrs

NzAxocrefi r4 pacqer rrpoqeccoB B cBepxKprrrr.rqecKr,rx ycnoBusx upuo6peraror BiDKHoe 3HaqeHile.

Kpoue roro, nporHo3r,rpoBaH[e Kpurr.rtrecKr,rx csoficrn neo6xoAnuo B HayqHblx I,I npI4KJIaAHbx

r4ccJreAoBaHtrflx B TeIIJIoTexHr{Ke, 3HepreTr.rKe, peIxeHI,II4 TepMoAI{HiMI4qecKIIX 3aAaq U T.A.

Kpuruuecroe AaBneHrle (Pt ua(praluuos ueo6xoAlrMo 3Harb AJUI AocroBepHoro pacqera

TexHoJrorr4rr pa3Aeneuus ch,receft ua(fraruuos s ra3osoft (fare rtlero4oM gKcrpaKIllur, aAcop6quu

v perru(fuxaquu. C KaqecrBoM uu(popnraquu o KpurtlrlecKl4x csofcrnax opraHl,IqecKllx

coeAr4HeHr,rit cssza*a ceJreKTr.rBHocrb grr,{x rexHoJroruft. CyqecrByloqrre MeroAbI onpeAeneul,I-x

Kpr{Tr,rqecKr.rx [apilMerpoB He o6ecueq[garcr neo6xoAlEtrtyto roquocrb peIIreHIIt 3aAatII,I

rrporHo3r.rpoBaHr{r Kpr{Tr.rqecKr4x csoftcrs cJroxHblx opraHlrqecKllx BeIrIgcrB. llpo6nervra

3AKIIOqAETC' B TOM, I{TO KPI.ITLIqECKIIE AABJIEHII' 3ABIIC'T HE TOJIbKO OT KPI,ITI4qECKPIX IAPAMETPOB

(fa:onrx lepexoAoB, Ho r{ or x}rMrlqecxux (paxropoB nsar4MoAeftcrsIls, HarlplrMep, or qI,IcJIa

yrnepoAHbrx aroMoB B MoJreKyne. ,{pyrar npo6nelra - olpeAeneHlle Kpurl{rlecKofo o6relta. Tax,

Harrpl4Mep, rr3BecrHo, trro BerlrrquHa Kpnr[irecKoro o6reua coeAr4HeHLIff se uogaerct roqHoMy

gKcrreprrMeHTaJrbHoMy olpeAeneHr,rro BcJIeAcrBrre rofo, qto nlo6oe He3Haqureilbuoe IBMeHeHLIe

AaBreHr4q rrpr4BoArrr K BecbMa 3HaqurelbHoMy rr3MeHeHr{rc o6reua. B eroft cB.f,3l4 Arr{



lpaKTuqecKr4x pacqeToB r4crroJrb3yror pacqeTHoe 3HaqoHIIe KpLITI,IuecKofo o6beMa. B nayurofi

Jrr4Teparype orrr4caHo MHoxecrBo MeroAoB pacqera KpLITutIgcKoro o6reua, HanpllMep, rro

Kpr4Tr4r{ecKoMy AaBneHlrro, MeroA pacqera no uapaxopy, MeroAbI Berepe, Mefiurepa lt PeA.qlrura

u ,qp. Oanano napaMerpbr, upr,rMeHlrMbre AJUI pacqera KpllTlrtlecroro o6serraa B [pocrblx aroMHbrx

rr MoneKynrpHbrx xlrAKocTrx, IreJrb3r lrcrroJrb3oBaTb AJI' IIpOrIrO3a KpI4TLIqoCKI{X [apaMeTpoB B

roMororrrecKrrx pflplax cJroxHbrx MoJIeKyn. 3ro cs.f,saHo c reM, qro B KpI4T[rIecKIrx ycnoBI4lIX

npor4cxoAr{T orKJroHeHrre crpyKTypbr MoneKyJr or paBHoBeuroft xou(fplrypaq}Iu uo cpaBHeHl4ro c

xrrAKtrM cocroflHr,rerrl. OAnaxo uoAo6noro poAa 3aAaqI,I Moryr 6urr ycnerlrHo peueHbr c

npr4MeHeHr4eM QeuouenonorutrecKofo noAxoAa B coqeraHuu c QSPR - rvrero4ororueft,

ocHoBaHHoft ua upuIraeHeHIILI pa3Hbx TLIIIoB AeCKpITTITOpOB.

B grofi cBr3rr ArrcceprarlrroHHoe r.rccneAoBaHue flafirvrypsunofi H.X., rocsslq€HHoe

MoAeJrr.rpoBaHr.rrc cBs3rl (crpyrTypa-cnoftcrso) rl (crreKTp-cBofictso) B psAy HeKoropbx

rronr{rl}rKJrr4qecKr,rx apoMarr,rqecKr.,rx yrneBoAopoAoB ue(funrx Qpaxqufi lt rporHo3y (fusuxo-

xlrMrrqecKrrx ceoftcre Ha ocHoBe nocrpoeHHbrx MoAeJIefi QSPR, flBrnerc . aKTyanbHbru.

Crpyrrypa u coAeplr(anrre Arrcceprarllronuoft pa6orrr. AncceptaqrroHHtut pa6ora

cocToI{T I,r3 ofJraBJreH}Ir, BBeAeHVfl, tIflTI4 fJraB, 3aKJIIOqeHI4t, BbIBOAOB, CTII4CKa nuTepaTypbl I4

lpr4JrolKeH[r, BKJrroqaroqero 6 rroApa3Aenos. TeKcr Ar4ccepralluonnoft pa6orrr LI3JIoxeH na 165

crpaHr4rlrx v BKJrroqaer 60 ra6ruq, 32 pr4cyuKa. Cnncox nl,ITeparypbl BKrloqaer 269

Har4MeHoBaHraft. llpranoxeHlre A srsrrcqaer s ce6s (fusnro-xnMrlqecKl4e csoficrsa IIAy. B

rrpr{JroxeHr4ra B onucana MoroArrKa noAroroBxra o6pasqoB Ant perlrcrpaqlll4 crleKTpon n Y@- tI

suAr,rNaofi o6lacru. B npnloNenrau B npr,rBeAeHbl crIeKTpbI r4H4krBu4yurbHbx IIAK u lrx cueceft.

B npranoNeurau f nprrBeAeHbr npr4Mepbr pacqera rolororl4qecKllx IIHAeKcoB .qrs [AY. B

uprrnoxeHr{u .{ 4ausr xapaKrepr4crr.rKr4 gJreKrpoHHofi crpyrrypbl BbIcuMx [IAY, paccquraHuble

MeroAoM DFT. B nprrnoxeHuu E npe4craBJreHbr ABe cnpaBKr{, cBlrAerenbcrByloqlre o BHeApeHrrtt

p$ynbraroB ,qr4ccepraqraonuofi pa6orsr llaftnayp:unoft H.X. Ant KoHTpoJUI KaqecrBa cblpbt

KoKcoBaHr.rs |IAY z ac(palrreHoB B HaytrHo-r,rccJreAoBarenbcKux ra6oparoplasx YfHTY n s

yue6Hnft rpoqecc.

Bo eeedeuuu rr3JroxeHo coBpeMeHHoe cocrosuue npo6neMbr, rrocraBneHa Ilenb v ga4arrr4

pa6oru, I43iloxeHbr ocHoBHbIe [oJIoxeHI,Ir, BbrHocrlMbre Ha 3aIIIIdry, pacKpbrra HaylIHarI HoBtI3Ha

pa6omr, c(foplrylnpoBaHbr reoperr4qecKas. u npaxruqecKiur 3uarruMocrb pa6oru, [pLIBeAeHo

o6ouronanrre AocroBepHocrrr pe3ynbraron pa6orsr, yKa3aH ru.Iurrfi BKnaA aBTopa, [pI,IBeAeHbI

cBeAeHus o crpyKrype pa6orrr, ee aupo6aquuurty6truKarlutx IIo reMe AI,IccepraIII,IkI.

B znaee 1 uplrne4eubr pa3nr.rrrHue xlaccu(pr{Karlrrr ra un(poprrraqrax o (lusuro-xuMurlecKr,tx

csoftcrnax lIAy, BxoArrq[x B cocraB neQru, KaMeHHoyfoJrbHbrx cMoJI, yrJleBoAopoAHbx

(fpaxqrafi, rpoAyrroB cropaHr{fl rorrJrrrB n ueQuHux ac(fanlrenos. B rparxoft (popue LI3JIoxeHo



coBpeMeHHoe cocrorHrre rpo6reMbr QSPR-ruo.ueJrlrpoBaHIIt, a raKxe reopetzvecxoft rr

gKcflepr4Menralrnofi orleHKrl $usuxo-xuMr,rqecKr{x csoftcrs IIAy t4 ocHoBHbIe Aocruxenufl B

orof o6nacrz. ZgloxeHa cyrb KoHrletrqrrra, usnecrnoft xax (penoueuoJlorl{qecKul cleKTpocKorllrt

Lr MeroAa (crreKTp-cBoftcrno>. Pacrprr:ru ocHoBHbIe HeAocrarKl.r 14 upo6ueltu QSPR-

MoAenr{poBayux $usuKo-xr,rMutrecxux csoficre IIAY. JlzreparypurM o6sop, rpe.qcraBnennrrfi s

rJraBe l, xopomo crpyKTyprrpoBaH, Harrr4caH AocraroqHo Jlorl{!tr{o v IroABoAIrr K

$opuynupoBaHr{ro rleJrr4 Ar4cceprallu}I u [ocraHoBKe ee 3aAaq.

Bo znaee 2 pacctvtotpenrr o6rerrbr r.{ MeroAbr r.IccJIeAoBaHI4t c orurcaHl4eM I,IX lpr,rsr,rro-

xr.rMr.rqecKr4x cnoficrn, [pr.rBoAr4Tcr onl4caHl,re MeroAoB 3Kcnep]rMeHTaJlbHoro LI TeoperuqecKoro

r{ccJleAoBaHrrs., v4eo[olr4r4 pacqeTa pa3Hbx TrrrroB AecKpI{[TopoB, BKJrroqafl LI Te, KoTopBIe

rrpeAJroxeHbr Jrr,rrrHo corrcKareJreru. Ouucan aJrropr.rrM uocrpoeHr.,Ir QSPR-uoAeneft Ha ocHoBe

fIAy, a raKxe [pr.rBoA{Tcfl Kpnreprlkr An{ [poBepKr,r aAeKBarHocrI,I u Ba]ILIAHocrI,I uocrpoeHHbnr

peTpeCCIIOHHbIX 3aBl{CutrlOCrefi .

B znaeax 3-5 upe4craBJreHbr pe3ynbrarbr gKcrrepr.rMenTaJrbHbD( I,IccneAoBitHuit, a raKxe

AaHHbre BbrrrrlcJrlrreJrbHbrx gKcnepr.rMeHToB, HalpaBJIeHHbx Ha IBf{eHI,Ie v{ QSPR-

MoAenr{poBaHrre pa3Hbx (fusuno-xuMr4rrecKrrx csoficrs lIAy, a raKxe I,Ix o6cyN,qeuue.

I4utfopruaqur, npeAcraBJreHHalr B gTrrx rJraBax, [peAcraBnger co6ofi AocroBepHyro, HaAsxHyro I4

o6ocHosaHHlro AoKa3arenbHlro 6asy B [onb3y BbrBoAoB vr sarruouenuft, cAenaHHblx

A[rccepTaHToM BrrocJreAcTBrrrr.

OurosHtre pe3ynbrarbr Ar{ccepraqlronuofi pa6orrr rroJruocrbro orptDxeHbr B 3aKJIIoqeHIII,I

BbIBONAX.

Creneur o6ocnosaHHocrr{ HayrrHbrx rroJroxeHufi u nunogon. Hafirrble rroJloxeHus.u

BbrBoAbr rrpeAcraBmrorcr BrroJrHe o6ocHosaHHbrMrr.

Ananras Aauuofi Al,rcceprarllronnofi pa6orrr IIoKtBbrBaer, qro Bce I4ccJIeAoBturlIlI

BbrrroJrHeHbr Ha BbrcoKoM HayrrHoM ypoBHe c r4cnoJrb3oBaur4eM coBpeMeHHrx (pttsnuecKl{x

MeroAoB r{ccneAoBaHrlq xr4MlrqecKr4x coeAltreuufi .

Marepuan Ar{cceprarluonnoft pa6oru BKJrroqaer B ce6s. 6onrurofi o6reu

gKcneprrMeHTaJrbHbx r{ Teoperr.{qecKr.rx rrccneAoBaHuft. flpu groM pe3ynbrarbl rlccreAosaHufi

TI3JIOXeHbI rro CJIeAOBaTeJTbHO r4 rOrr4r{HO.

Bce HayrrHbre rroJroxeHr,rfl vr BbrBoAbr, c(fopruynrapoBaHHbre B Alrcceprarlrrlr,

ocHoBbrBaloTct Ha SKcnepuMeHTiurbHbx u reoperr4qocKr{x LrccJreAoBaHl{tx, IoruqecKl,I

BblTeKaroqllx r.r3 rronf{eHHbx pe3ynbraron. O6uue BbrBoAbr K Ar,rcceprarlr4r,r, a raKxe qacrHble

BbIBoAbI, npeAcraBngHHbre B KoHrIe xaNAoft rJraBbr, rl3JroxeHbr KoppeKTHo, HayqHo o6ocuoeaurr

u o6renrzsHo orptDKaror coAepxaHr{e Ar.rcceprarlr4oHuoro }rccJreAoBaHr,ur. BrmoArr

coorBercrByror rrocraBJreHHbrM 3aAaqaM r,r orpaxarcTcr raKxe n anrope(pepare Ar4cceprarlura.

t4



3a4a.ru, Koropbre Ar{ccepragT craBr,rJr nepeA co6oft AJUI Aocrllxeuilt llenu uccJIeAoBaHI'It,

perneubl B TIoJIHoM o6terrle.

Hay.ruan HoBrr3Ha Ancceprarlnonnofi paOorsr 3aKrloqaercq B ToM, qro BrlepBblei - Ntt

aJrKr,rJBaMerrIeHHbx ua(praluuon o6napyxenbl 3aKonoMepuocrll cBt3II TonoJIorI4qecKI'IX vr

KBagToBo-xr,rMr{qecKr,rx AecKpr4nropoB c napaMerpaMz Kpurl.rqecKoro cocrotHl'If, n (pasonrx

nepexoAax ((xrlAKocrb rrap); paspa6oraurr QSPR- MoAeJIII !.nfl rporHo3l'IpoBaHl4t

Kpr{T[qecKr.rx AaBrreHrafi, rpurnuecKr4x reMrleparyp I,I KprrruqecKux o6teuol, Koropble Moryr

6rrrr lpur,reHeHbr n ue(prexuMvrv.lrne(frenepepa6orxe; - Infl IIAy c KoJlllqecrsoNa 6eHsorbHbx

KoneU 6olee rpex pa3pa6oranrr QSPR-lro4eln, ocHoBaHHbIe Ha cBs3lr rorloJlorraqecKl4x,

cneKTpocKorrr.rqecKrrx ,r KBaHToBbx AecKpr4rlTopoB c OXC (c reMlleparypttMl'I KH[eHI4t,

rcoe(p(puqueHraMr.r rrlexr(pasnoro pacnpeAeneHl,It B crrcreMe oKTaHoJl-BoAa, sKBI{BtuIeHToM

ToKcr,rr{Hocrn); - o6napyNenbl3aKoHoMepHocrl{ cBt3I,I TorIoJIor}ltIecK}Ix Ir KBaHToBo-xkIMlItIecKux

AecKpr,rrrropoB c raKr,rMlr OXC nAy, KaK Te[JIoeMKocrb II TerIJIora Lrcnapeuus', crarrAaprHiu{

3Heprr.rfl o6paeonauus,lu66ca, TeMfleparypa KlrneHr4fl, a ^raK]Ke Bt3Kocrb I'I Tenno[poBoAHocrb

rrapoB. Ha ocHoBe rr3f{eHHbrx 3axoHoMepuocrefi paspa6orauu QSPR-uo4elI'I,

opr{eHTrrpoBaHHbre Ha KoJrrrqecrnenuufi [porHo3 AarIHbx csoftcrs. Kpoue roro, [peAnoxeH

cneKTpocKonn.recr[fi AecKpr{rrrop B Br4Ae orHoIIreHI{t I,IHTerpaJIbHoro IIIrIpoKorIoJIocHoro

crrrHaJra s efiAr,rN,rofi z ynrrpa(praorerosoft o6racru. lloragaHa rlepc[eKTI,IBbI npI'IMeHeHI'Is gToro

AecKpr.rrrropa Infl. orleHKrr AoHopHoaKrlenropHbrx cnofictn, a raKxe ApyrlIX (pusnro-xlrMlrqecKlrx

csoftcre IIAY.

TeopernuecKas I,I [paltTl,IqecKaq 3Haqr.rMocrb rroJryqeHHbrx pe3yJrbraroB

TeopernvecKafl 3Haqr{Mocrs pa6oru 3aKrloqaerct B pa:pa6orxe HoBbx Qlrsr'mo-

xr.rMr{rrecxlrx I,r cneKTpocKorrr4qecKrrx AecKpLIIITopoB (rouonoruqecKlle lr SKcrIep]IMeHTarIbHo

onpeAenreMbre ro VO u BLrAr,rMbrM cnerrparrr), a raKxe I{x npl{MeHeurau (no orAenbHocrvr vt B

rorrl6rauupoBanHoM no4xo4e) An-rr 3aAaq QSPR-IuoaenI4poBaHLIt I,I KoJII{qecrBeHHoro rporHo3a

pa3Hbrx (pllsur<o-xuMr,rqecKr4x ceoficre KaK I4HAIrBI,IAyanbHbrx fIAy, TaK Ir ue(frrurx (ppaKrlzfi Ha

r.rx ocHoBe. rcou6ranupoBaHHoM AecKpr4rrropHoM rloAxoAe K oIIeHKe OXC fIAy, BKrlloqarcqeM

pacqerHble crleKTpocKQll{qecKlre AecKprrrlTopbl.

flpanruuecKafl 3HaqrrMocrb 3aKrroqaercr ts crIeAyIouIeM: l) Prupa6oranu QSPR-

MoAeJrr{ Anr rrporHosa Susttro-x[Mr,rqecxrax cnoficrB, Koropble Moryr 6rrm ucnoJlb3oBaHbl B

pacqerax rr KoHTpone rexHoJrorrrrrecKrrx [poqeccoB. 2) Pazpa6oraua MeroAIrKa olpeAeJIeH]It

AoHopHo-axrlerrropHbx csoftcrs IIAY u ue(frrurx ac(panrrenoB rlo cleKTpocKonI'IqecKI4M

AecKprrnropaM, Koroparr Moxer 6rrrr ucuoJrb3oBaHa n na6oparopuoft uparuar<e (Ilatenru PO J''lb

262t470, Ne 2658514, Ne 262148I). 3) llpo4euoHcrplrpoBaHa Bo3MoxHocrb rIpLIMeHeHI,It

rrocrpoeHHbrx corrcKareJreM QSPR-ruoleneft, 6atzpytoqnxcr Ha crleKTpocKoluqecK[x



AecKprrnTopil Anr oT6opa rroTeHrlrrilJrbHo npr,rfoAHoro cbrpbfl KoKcoBaHI,It c IIeJIbIo nonyrreHut

KaqecrBeHHoro r4roJrbrraroro KoKca flareutrr PO Ns 2794435, Ns 2798119). 4) Ha oqrone

pe3ynbraron pa6orrr n na6oparopur <YrnepoAHble MarepvanbD ra$e4pu <Texnolorua ne(pttt

v fa3o) (THf) V(pllrracroro rocyAapcrBeHuoro ne(prxuoro rexHl{tleoKoro yulaBepcllrera

rrpeAnoxeHa, BHeApeHa u anpo6upoBaHa MeroAr4Ka AJUI KoHTpoJUI KaqecrBa cBlpbt KoKcoBaHLIt

IIAY u ac(falrreuon He(pru; ocHoBubre MeroAbr r{ pe3ynbrarn QSPR-tr,toAenI4poBaHLIt BHeApeHbI

B rrpaKrr{Ky rrpoBeAeHr.rr na6oparopHblx gar^stuit na rca(pe4pe THf,

Taxrau o6pasou, pe3ynbrarbr Ar4cceprarlzu llaftuypsuHoft H.X.. tBJUIIorct reoperllqecKu

u rpaKrr4qecKr,r 3HaqrrMbrMtr an-s (byHaaMenranrnoft u npl,IKnaAnoft o6lactIE ne(frexvtuvrrr, a

TaKXe $zsuuecxoft opranu.recxoft xuuzu.

,{ocronepnocrr ronfreuHbrx llaftnrypsuuofi H.X. pe3yJlbraroB rlo LI3f{eH}IIo v

MoAenr4poBaHr,rrc (pn:nro-xlrMurrecKrrx csoficrs IIAy ue(frmrtx $paxqufi o6ecre.rrnalorct B

AocraroqHofi uepe 3a crrer 1) ycneutroro [pr.rMeHeHrrr Ar{ccepraHToM aupo6uponauHbx MeroAoB

rrccneAoBauun; 2) ucrroJrb3oBaHrreM rroBepeHHbx rrcMepr.rrenbHbD( npra6opon; 3) roppextuofi

MareMarrrqecxoft o6pa6orxofi gKcneprrMeHTaJrbHrrx AaHHbx; 4) xopo[LIM coDIacoBaHI,IeM

nanefinrrx perpeccuoHubx galucuuocreft c gKcrIepIrMeHTaJIbHbMIl AaHHIIMII; 5)

rrpeAcraBlrreJrbHbrM o6reuou crarr4crr4qecKr4x MareplranoB I{ 4ocronepuoft oqesroft

[oJrf{eHHbrx 3aBrrcr{Mocrcfi; 6) orcyrcrBr{eM rrporranopeulrfi rrpu cpaBHeHI{Ia nonfreHublx B

Ar4cceprarlrzonnofi pa6ore pe3ynbraron, ouy6nr,rKoBaHHbrx B pelleH3lrpyeMbrx vg4aHvlflx, c

pe3ynbraraMr4 Apyrr4x lrccre4onarerefi, Koropbre rrpeAcraBneHbl n sapy6exHblx vr

oreqecrBeHHsrx pa6orax,7) cr4creMarr.rsilIfieft co6crseHHbrx MHorotrucrennux reoperl4tlecKllx I,I

gM[vpr4qecKr{x [ccJreAonauufi .

,{ocrouncrna pa6oru rro3BoJurror orleHr.rrr Bbrrrre olrrcaHHbre HafrHarl HoBLBHa, a raKxe

TeopeTr4qecKasv [paKTurrecKar{ 3Halrr4MocTb IIoJIyqeHHbrx copIcKaTeJIeM pBynbTaToB.

B qacrnocru,llaftrr,rypsrzHoil H.X. yaanocr parpa6orarb HoBbre AecKpr{nropbl, nocrpollrb

Ha r{x ocHoBe BaJrr.{AHbre QSPR-uoaeJrr.r, Koropbre yxe HarrrJrr4 [paKTr.{qecKoe [pIrMeHeH[e AJLf,

Teoperlrrrecxofi oqenrrr ycpeAHeHHbrx Lr vrnlkrBulyanbHbrx xapaKTepl{crur IIAV, a rarcKe Ha

ocHoBe naftAennrx B AaHHoM r4ccneAoBaHr,rr,r 3axoHorr,repuocrefi u rrocrpoeHHbrx Ha I4x ocHoBe

QSPR-uoaereft ocy{ecrBJurrb rleneHarrpaBrennnft rorrcK z uo46op uau6onee e(f(fexrunnrx

coeAr4HeHr4fi n pa:urx He$rniux (fpar<qzrx.

flomrora rr3JrolneHr{fl ocHoBHbrx p$yJrbraroB A[cceprarlfir{ B onydmrnonaHHblx

TpyAax. OurosHrre pe3yJrbrarbr Ar4cceprarluonnoft pa6oru r43JroxeHbr n 59 nay.rurrx rpy4ax. B

oror rrepeqeub BXoArr 4 uayrurre crarbrr B xypHanax, rHAeKcrrpyeMhlx Web Of Science u

Scopus; 15 crareft B BeAyrqrrx perleH3r{pyeMbx xypHanax, BxoArrrlrx B reperreHb BAK. Kporr,re



Toro, c HerrocpeAcrBeuHbu yqacrr.reM cor,rcKareJu lonf{eHo 6 narenros PO u 1 csl,IAererbcrBo

o ro cyAapcrseHHoft perr.rcrparl uu 6 ass AaHHbrx.

flo guccepra\r4vr Bo3HrrKJrr cneAyroq[e Bo[pocbr r{ 3aMerraHnq:

1. B runcceprarl[r{ orcyrcrByer crrrcoK coKparrleHr,rfi, uro 3arpyArurer Bocnprrrue

MaTepr4ana.

2. B reKcre Ar4cceprarlulr Bcrpeqaercr HeKoppeKTHbre BbrpiDxeHr,rr. Hanpurrrep,

(BaJrr{AHocrb nporHo3a uo QSPR-uoaeJrrM), (MoAeJrb M10 IIo3BoJIter rpIa6m.IsureJlbHo

orleHr.rBarb KaHrleporeHHocrb lIAy) v r.r,. B ueroropbrx npeAnolKeHlr.f,x rrpolFrleubl cJIoBa LI

cnoBocoqeratr4fl.. Haupznrep, Ha crpaHraqe 35 B KoHrIe Broporo a6saqa [ponFqeHa Qpasa

(npeAcraBnena s ra6nr4qe 2.1>. Ha pucynxe2.2so scex xqeftxax orcyrcrByer cnoBo <Qpaxqlru>.

3.I4s reKcra Ar.rcceprarlLrr4He oqeHb rroH.r{THo, KaKrre AecKpr{rrropu 6ruru paspa6otaurt

cor,rcKareJrett. I4tu ero 3aAaqa 3aKnroqiuacb B r4cnoJrb3oBaHlrr{ ars QSPR-MoAenI,IpoBaHils.

onprcareJrbHbrx xapaKTepr4crr,rK, rrpeAnoxeHHhx paHee r.rccneAoBareJurMr{ ns rofi Ne pa6ouefi

rpynurr?

4. B rexcre Ar{cceprarltar4 Ha crp. 42 n rroctteAHeM a6saqe He yKa3aHo Ha3BaHI4e

lporpaMMbr, c ncrroJrb3oBaHrreM noropofi cor{cKareJrb orleurrBan pa3Hbre crarllcrl,IqecK[e

xapaKTepncTr{Krr.

5. Ha N{oft sgrrsA, ypaBHeHrle, coorBercrByroqee MoAeJrrr Mll, co4epxr{T 5 uaparr.terpon

14 no3ToMy sB[fleTcfl, He AByx-, a MHofonapaMeTpuqecK[M.

6. B rraerolr4Ke 3Kclepr,rMeHTa He orrucaHa rrporleAypa KBaHToBo-xrrMr4qecK[x pacqeroB

rroreHrlr{aJra r,roHlr3arlrzr4Infl lIAy, [peAcraBneHHbx s ra6rrlqe 4.8. He orrr{caHa raKxe MeroALIKa

KBaHToBo-xrrMr4rrecK[x pacqeroB crpyKTypHbrx gJreMeHToB.r{Aep ac$anrrenoB TIIIIa (ocrpoB).

7. LIz KoMMeHTapr4eB K ypaBHeHrrro, coorBercrByroqeMy MoAeJrr,r Ml2, ue scHo, raroft

(pzsu.recxuft clmrcr r{Meer B HeM rroK&3oroJrb rrrtee.

8. OrrprrruM ocraercs Boflpoc o roM, KaK BJrrrrer frer rpyn[br cr{MMerpvrurHa roqHocrb

nporHo3a rrapaMerpa k n ypannenzu M14. Kar sro Blrrrsnve yqrlTbrBturocb B MoAeJrr.rporanuu? He

.flcHo raKxe, KaK no (fpar<qurx ac(famreHoB, coAepr(arqrrx cMecb [Ay, 6yaer yqr{rbrBarbcfl

rpynna cr.rMMeTpr{t4 An-rr oTAenbHbrx coeAr4neuraft ?

OAsano BbrcKa3aHHbre 3aMer{aHr4fl, He BJrr4rror Ha rroJrox[TeJrbHyro oIIeHKy grrnonHeHHoft

pa6orrr r,r He craBlrr rroA coMHeHr4e ocHoBHbre BbrBoAbr Ar,rcceprarluz. Anrope(pepar rroJrHocrbro

orpaxaer coAepxaHrre Ar,rcceprarluonnoft pa6orhr.

Ha ocnonanupr aHaJrur3a rrpeAcraBneHHofo AllcceprallrloHHoro Marepr{ana cr{rrraro, rrro B

pa6ore [pI4BeAeH, o6o6qen rr npoaHanr.r3r4poBaH 6orulofi o6reu gKcrrepr4MeHTaJrbHofo r4

TeoperuqecKoro Marepr.rana. Teua Aracceprarluonuoft pa6orrr aKTyiIJrbHa, BbrBoAbr rr

peKoMeHAaIII{r4 BrroJrHe o6ocHoeaHbr pr rBJurrorcr HoBbMrE. Pa6ora Bbr[oJrHeHa Ha AocraroqHo



BrICOKOM HayqHOM ypOBHe. AU:rOp S nOrHOfi Mepe pemun nocraBneHHbre nepeA Hr.{M 3aAaqu u

AocrI,Ir IIenI{ rlccJleAoBaHlrtr. flpe4cranneHHbre B Ar.rcceprarlr4[ pe3ynbrarbr rBJrsrorcr rIeHHbrM

Marepl{anoM I.ns. (pyn4auenranruoft v npaxrzuecxofi o6lacrz rccneAosaluft IIAy pr

ue$rexrarrrur.r B rlenoM.

3arclroqenue. ,{raccepraqrloHHtur pa6ora llaftrr,typsuuoft H.X. sBrrercr HayrrHo-

rnalzSraxaqzonnoft pa6oroft, n roropoft perreHa BaxHzur 4rr ue(frexvrMytv3agaqa ycraHoBJreHr4t

cB 3v xI,IMI4qecKoft crpyrrypbl Anr pr4a IIAY c trrlrpoKrrrvr na6opor,r (fusuro-xuMurrecKr,rx

xapaKTepI,IcrI,IK grnx coeAr,rHeHr.rfi, nolyreuHhrx corrcxareJreM gKcIIopr4MeHTaJrbHo, a rarcKe c

IrcnoJlb3oBaHr{eM KBaHTOBO-Xr{Mr.rqeCKr{X paoqeroB U (feUOrrleuororuqecKofo rroAxoAa.

[zccepraqrloHHarl pa6ora llailrr.rypsnnoft Hararuu XarrarosHrr <flpornos (pusuro-

xlrMl,IqecKrrx csofcts IloJrr,rquKJrr,rqecKr.rx apoMarurrecKr{x yrneBoAopoAoB ue(frrurx (fparcqlrfi uo

MoAeJItM (crpyKTypa-cnoftcreo) Il (crreKTp-cBoftcrsa) coorBercrByer rpe6oBaur{.rrM rr. 9

<floloNenus o [pucyxIsnvvr yrreHbrx creneneft>, yrBepxleHHoMy flocranosreHr,reM

flpanuremcrsa Poccuftcrcoft @e4epaqnu or 24 cenrr6pa 2013 r. J\b 842 <O noprlre

nprlcyxAeHu.s yqeHblx creueueft, IlpeAbrBn-f,eMbn,I BAK x Ar.rcceprarlwtMHa cor{cKaHr.re y.renofi

crerleHl4 KaHAIrAara xzMr{qecKr4x HayK, a aBTop pa6orrr llafirr,rypszsa Haralrr Xalr.rronua,

3acnyxlaBaer rlpl4cyxAeHur freHoft crenenu KaHAr,rAara xraMlrqecKrEx HayK rro cnequanbHocrr.r

I.4.I2. He(frexuuzr.

[ato cornacr4e Ha BKrIoqeHI4e cBorrx [epcoHanbHbrx AaHHbx B AoKyMeHTbr, cBt3auHbre c

sarqnroft llafiuypsvruofi Haranru XaluroBHbr, 14 rax 4alurefturyro o6pa6orxy.

O$uqlranrnuft onnoneur:
,{oxrop xr.rMrrrrecKr,rx HayK (1.4.4. (02.00.04)
O[gu.{ecKar xranrua), AorIeHT (1.4.4.
(02.00.04) Orgn.recrar xuuux), upo(feccop
ra(pe4pu (puszuecro ltt xutvruu lr xlrlruqecxoft
oKoJrorr{rr O|EOY BO <V(plrucxuft
yHl{BepcrlTer HayKrr ra rexnonorlrf>
Ter. : 8-963 -906-65-67 .
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t, 4r.
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Tene(pon: + 7 (347) 229-96-16, +7 (347) 272, ://uust.ru/, e-mail : rector@uust.ru
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