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MpaBuna ansa aBTopoB

Kypnan «BeCTHHK TEeXHOJOrH4eCKOro YHHBEPCHUTETAa» COCTABJIEH U3 OPUTMHANIBHBIX CTAaTel TeopeTu-
YECKOr0 M KCIEPUMEHTAJIbHOI0 XapaKTepa BeAYIIUX CIEHUATNCTOB, pa0OTAIONINX B Pa3IMYHBIX 00JIACTAX, pas-
BHBAaEMBbIX B HACTOsIEE BPeMsl B By3e, HAayYHBIX U 00pa30BaTENbHBIX YUPEXKICHUSIX, TPOMBIIUICHHBIX MPEIIPHATHIX
Pecny6nmuku Tartapcran, Poccuiickoit @epepannu u 3a pyoexoM.

IIpn odopmieHNH IPEnCTaBISIEMBIX K ITyOIUKAIIMH MaTEpHAJIOB CIEAYET COOM0AATh CIEAYIOIINE PaBHIa.

1. ABTOpHI HAIIPABIIAIOT B PEAAKIIHOHHYIO KOJUIETHIO XKypHana (kopmyc A KasaHckoro HalioHaIbpHOTO HcCie-
JTOBATENbCKOTO TEXHOJOTHMYECKOT0 YHHBEpCHUTETa, KOM. 335 IIM MOYTOBBIM OTHpaBieHHeM 1o anpecy: 420015,
r.Kazanp, yn.K.Mapkca, 1.68, KHUTY, 3aBexytomemy pemaknueii xypHana «BeCTHHKAa TEXHOJIOTHIECKOTO YHUBEPCH-
TETa») CTaThIO, MOIIICAHHYIO BCEMH aBTOPAMH, U €€ KOMITBIOTEPHBIH BapHUAHT — I10 3IEKTPOHHOH IOUTE.

2. ConpoBOaUTENbHBIE JOKYMEHTHI JOJKHBI BKIIOYATH (10 1 9K3.):

- DKCIEPTHOE 3aKJIIYECHHE O BO3MOKHOCTH OINMYyOJMKOBAHMS B OTKPBITOW medaTtu (s craTteid ecre-
CTBEHHO-Hay4HOT'O MPOQUIIS);

- CIIpaBKY O NIPOBEpPKE CTaThU MPOTpaMMOl «AHTHIUIaruat» (MpU 3TOM CTENEHb OPUTHHAIBLHOCTH pa-
OOTHI B TOHM €€ 4acTH, I'’Ie U3JI0)KEHBI Pe3yJIbTaThl IIPOBEICHHOT0 HCCIIEIOBAHHUS, JOJDKHA OBITH He MeHee 75%).

3. KommbloTepHBIii BapuaHT cTaTbu oGOpMIISeTCS B BUJE €IUHOTO (aiina (IBYXIOJOCHBI BapHaHT), BKIIO-
garorero naaekc Y /K, wHUMans u pamMminm aBTopoB (B T.9. aHTIIOS3BIYHOC HAITMCAHKE), HA3BaHUE CTATHH (HA pyc-
CKOM W aHTJINMCKOM SI3bIKaX), aHHOTAIIMH Ha PYCCKOM U aHTIHHCKOM si3bikax (He menee 200 CJIOB), kitoueBsie cioBa
(Ha PyCCKOM W aHIJIMHCKOM SI3bIKaX); MONHBIA TEKCT U (POPMYIIBI, CHIHCOK NPOLUTUPOBAHHON JIUTEpaTypHl (He MeHee 15
UCTOYHUKOB), TaOJIMIBI U NPH HAINYUHA BO3MOXKHOCTH — PUCYHKH, CBEACHHS 00 aBTOpax Ha PYCCKOM M aHIJIMHCKOM
si3pIkax. Maiiyl nMeHyeTcs o paMUJINU MEPBOro aBTOPA.

4. TekcT Ao/KeH ObITh HameyaTaH B penakrope «\Wordy, mapaMeTpbl CTpaHHIBI: BEpXHEE MoJe 2 CM, HIKHEE -
1.5 cm, teBoe — 1,75, ipaBoe - 1o 2 ¢M, BEPXHUH KOJOHTHUTYJI - 1.0 cM, HIOKHUIA - 1.5 ¢M; MpUQT TeKcTa CTaThu - TiMes
New Roman Cyr 10 kri uepe3 oJiH UHTEpBaIl; KIOUYEBBIX CJIOB, aHHOTAIMH, JIuTepaTyphl U cBeleHni 00 aBTopax - 9
KIJI; TIOACTPOYHbBIC M HAACTPOUHbIe UHICKCH - 10 kit mpudra Arial. A63amusiii orctyn — 0,5 cm. Kirouesbie ¢pasbr
TEKCTa MOTYT OBITh BBIJIENICHBI KypcuBOM. Vcrionbp30BaHHE KUPHOTO IPUQTa, MOAYEPKUBAHUS, OTIIMUHBIX OT OJHHAP-
HOTO MEXKCTPOYHBIX MHTEPBAJIOB, a Takke odopmileHHE OTCTYNOB mpoOeiaMu He aomyckawTcs. Homepa crpaHwmil
MIPOCTABIISIOTCS B LICHTPE HIKHETO KOJIOHTHUTYIA.

Cratbs He OIDKHA IPEBBIIATh N0 00beMy 10 cTpaHuIl ¢ yueToM pUCYHKOB M TaOIHIL.

O030pbI HATIPABIAIOTCS B PEIAKIMOHHYIO KOJUIETHIO 110 MPEJBAPUTEIFHOMY COTJIacOBaHMUIO. [Ipy moaroroske
0030pHBIX cTaTeil aBTOpaM cieyeT IPUHUMATh BO BHUMAHHUE CIIEAYIOLIee:

a) KaK MUHAMYM OJIMH U3 aBTOPOB 0030pHOI CTAaThM OJDKEH UMETh COOCTBEHHBIC ITyOJIMKAMH MO TEMAaTHKE
JAHHOW CTaThbM B aBTOPUTETHBIX HAYYHBIX JKypHanax, uHaekcupyembix win B Ilepeune BAK P®, wimu 8 Web of
Science, winu B SCOPUS; P 3TOM B CIIHCKE JIUTEPATYPHI K TAHHOH CTaThe JOJDKHO OBITH NMPEICTABICHO HE MeHee 3 Ta-
KHX ITyOJIHKaNni;

0) comepxanure 0030pHOI CTATHU TTOMHUMO BCETO MPOYETO JIOMKHO OXBATHIBAThH TAK)KE JTOCTHIKEHUS TOCTIEIHUX
JIeT B JaHHOW 00J1aCTH HAayKH, OIMyOJMKOBAaHHBIE KaK B POCCUHCKOM, TaK M 3apyOeKHON HAY4IHOU JIUTEpaType, P ITOM
oO11ee YMCIIO0 MPOUUTHPOBAHHBIX PadOT (M COOTBETCTBEHHO CCBHIJIOK B CHHCKE JIUTEPATYPHI K CTAaThE) JAOJKHO OBITH HE
menee 40. [Ipu aToMm KkpaiiHe HexenaTeabHbI CCHUIKM Ha TE3UCHI IOKJIA 0B JIOOBIX KOH(PEPEHIH;

B) K IMyOJMKAIMK B )KypHaJIe MOTYT OBITh NPEICTaBICHBI TaKXKe aBTOPCKHE 0030PHI, B KOTOPBIX IPOU3BEICHBI
cUCTeMaTH3alusl, aHaJIu3 U 00001IeHHe paboT, OMyOIMKOBAaHHBIX PEUMYIIIECTBEHHO CAaMHUMHU aBTOpaMu 0030pHOM cTa-
THH; B 3TOM CIIydae WX aBTOPBI JIOJDKHBI YOSIUTEIbHO 0OOCHOBATH (B CONPOBOAMTENILHOM MMChME B PEAAKIIUIO JKypHa-
Jla WM B BBOJIHOHM YacTH CTaThM), YTO OHHM Pa3BHBAIOT YHHKAJIbHOE HAyYHOE HANpPaBIECHHE B COOTBETCTBYIONIEH OTpac-
JIM HAYKH 1 3aHAMAIOT B HEM JIMANPYIOIIUE TO3UIHH.

5. MaremaTndeckne ¥ XMMHUYECKHE CUMBOJIBI B (DOpMyNax M ypaBHEHHSX JIOJDKHBI OBITh HAOpaHbI B OJJHOM U3
(OPMYIBHBIX PENaKTOPOB. [10CKOIKY MaKem JHCYPHANA O8YXNOAOCHbIU, (POPMYJIbI, IPEICTABICHHBIE B CTAThE, TOIDK-
HBI 110 pa3Mepy MOMEIATHCS B OJIHY 110JIOCY, T.€. UMETh pa3Mep He Oosee, 4eM 5x8 cM.

6. B crarbe xenaTenbHO MPUASPKUBATHCS CIEAYIONIETO MOPS/IKA N3JIOKEHHsI MaTepruana. B Hauane pacrona-
rarorcs nuaekcel Y JIK, nHuIMans! v GpaMuIng aBTOPOB, HA3BAHHWE HA PYCCKOM S3BIKE MPOMUCHBIMU OYKBaMH, KIIIOUe-
BbI€ CJIOBA Ha PYCCKOM $3bIKE, aHHOTAIMsl Ha PYCCKOM sI3bIKE; MHULMAIbI U (aMUIIMK aBTOPOB, Ha3BaHWE Ha aHIJIMM-
CKOM SI3BIKE IIPONHMCHBIMU OYKBaMH, KJFOUEBBIE CIOBA Ha AHIVIMIICKOM SI3bIKE M AHHOTAIMS HA aHTJIHHCKOM S3BIKE.
AHHOTAIIMY ¥ KIIOYEBBIE CIIOBa OQOPMIISIOTCS KypCHBOM. TEKCT CTaThH JOJDKEH COJEpPKATh UCXOIHBIE (B TOM YHCIIE
JUTEpaTypHBIE) NaHHBIE U IeTb PaOOTHI, A paboT KCIIEPUMEHTAFHOTO XapakTepa - SKCIEPUMEHTANbHYIO 4acTh (pe-
areHThl, alnapaTypa, OCHOBHBIE METOIMKH), Pe3yIbTaThl U UX OOCYKICHHE, CIIHCOK JTUTepaTypbl. CienyeT npuaepKu-
BaThCsI €IMHUIL U3MEPEHHST U TepMHUHOJIOrHH, pekoMenayembix MIOITAK. Bee ncnonbs3yemble ycinoBHbIE 0003HAUCHUS 1
COKpAILIEHHUSI JOJDKHBI OBITh paciuidpoBansbl. [{poOHbIE YacTH YMCeN OTAETSIOTCS 3asTOM.

JybnupoBaHue NaHHBIX B TEKCTe, TabJMIaxX, pUCyHKaX, a TAKKe MCIIOIb30BaHHE B TaOJMIax, HE 00cyxae-
MBIX B TEKCTE JINTEPATYPHBIX JIAHHBIX, HE JOITYCKAIOTCSL.

7. Wcnionb30BaHWE PUCYHKOB JIOJDKHO JTUKTOBATHCS HEOOXOIMUMOCTBIO 0oJjiee SICHOTO IIOHMMAaHMS M3JIaraeMoro
Marepuana. [Tyonukanus MoxeT BKIIIOYaTh He 0oJiee 5-TH PHCYHKOB (C 00s3aTeTIbHON CCHIJIKOM Ha HHUX B TEKCTE CTa-
ThH). PHCyHOK C pa3nenenueM Ha (a) u (0) gactu cunrtaercs kak puc.l u puc.2. Kaxnsiii pucyHnok 1.6. popmaTom He
0oJiee 5x8 cM u B Buje, MPUTOTHOM JUIS HETIOCPEICTBEHHOTO BOCIIPOM3BENCHUSA. PUCYHKHM MOTYT BKIIFOYaTh HEBBIJE-
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JICHHBIE KpaTKHie HUQpoBbie WM OyKBEHHbIE 0003HaYCHUS (HyMepYIOLIMECs cIeBa HalpaBo WM 110 YacOBOM CTpEJKe),
HaOpaHHbIE COOTBETCTBYIOIINM OCTAILHOMY TEKCTY HIPpU(TOM; pazMep JItoObIX 0003HaYEHHI Ha PUCYHKaX BBIOMpaeTCs
B npenenax 12-14 kri. @opMar pucyHKa clieyeT BBIOMpATh C YUETOM IPEJICTaBICHHOTO U300paKeHHUs ISl UCKITIOYe-
HUSI 3HAYUTENBHBIX CBOOOIHBIX Mojiel. PucyHku a.0. BKIIIOUEHBI B COCTaB (haiiia, JKeJaaTelIbHO HEMOCPEICTBEHHO M0-
clle yKa3aHHOW cchbUIKW. [loanmcu K pUCYHKaM BBIMOJHSIOTCS CIEAYIOIMM o0pa3oM: ciioBo «Puc.» (mpober), HoMep
pucyHka nudpamu, Tupe, Ipodelr, Ha3BaHue ¢ OOJBINO0NH OYKBHI (0€3 TOUKU B KOHIIE TIPEIIOKEHUS).

8. [ybnukanms MOKEeT BKIIIOUaTh He 6osee 3 Tadaun. Tabmuier npencTaBisioTes o Gopme: ciaoBo «Tabmu-
1a» B JIEBOM BepxHEM yriry 0e3 orcrymna (mpober), HoMep Tabiwmbl mudpamu (eciu ux Oojiee 0XHON), THpE, Mpoded,
Ha3BaHHE ¢ 0ombIoi OykBBL. ComepKUMOe sSUeek cieayeT pacnoiarats rmo nentpy. lllupuna tadauus 4.0. He 0oJiee
8 cm. Ecmu Tabnuma 3aanMaeT Ooniee OHOM CTpaHMWITH, HIDKE INATKK TaONHIBI HA TIEPBOM CTPAaHHUIIE PACIIONATACTCs
CTPOKa HyMepaIiH KOJOHOK - MO TOPSAAKY CIe€Ba HANpPaBO, BTOpAsl M MOCIEAYIOMAsl CTPAaHNIBI HAUMHAIOTCS CIIOBAMHU
«[Iponomxenue Tabmuib! (Mpodei, HoMep, TOUKa)», Aajee IMOBTOPSETCS CTpoKa Hymepauuu. Tabmuibl pazMepoM Me-
Hee OJIHOM CTpaHUIIbl pa3phIBaTh HE clienyeT. PasMepsl sueek U TaOJUIbI B 1I€JI0M CIIEeAyeT 110 BO3MOXXHOCTH MUHHMH-
3UpOBATh.

B Tabnuipl BKIIOYAOTCS TONBKO HEOOXOIMMBIEe IU(POBLIe NaHHbIe. Marepuan 10KeH ObITh METPOJIOTnyie-
cku 00paboTaH (yKa3aHbl YHCIIO M3MEPEHUH, MOrPENIHOCTh U T.11.). CCHUIKM Ha TaOJIMIBI B TEKCTE CTAaTbU 00s3aTeNb-
Hbl. Tabmuipl 1.0. BKIIOYEHBI B cocTaB (haiiia, sxelaTelbHO HeOCPEICTBEHHO MOCIIE TPUBOIUMOM CCBUTKH.

9. B UCKITIOYHATENBHBIX CIy4asX, €CIH BBIIOIHEHHE TPeOOBaHUHA K (hopMaTHPOBAaHUIO (GOPMYII, TAOIUIl U PH-
CYHKOB NIPHBOJIUT K NCKAKCHHUIO MPEACTABISIEMON HHPOPMAIMN, BOSMOKHO X PACHOJI0KEHHE 0 ITHUPHHE OJHOI 10-
JIOCHI C TIOCIIEIYIOMIUM 0(OPMIIEHHEM TEKCTa coriacHo [IpaBumam.

10. Lutupyemast murepaTypa HyMepyeTcs B MOPsIKE YIOMHHAHUS, B TEKCTE TTOPSAAKOBBII HOMEP CCBUIKM 3a-
KIIFOYaeTcsl B KBaJipaTHble CKOOKH. CIHMCOK MCTIONBb3yeMOi IUTepaTypsl MOMEIIASTCsl B KOHIIE CTATBH U 0(OPMIISIETCS
0e3 ab3auHBIX OTCTYNOB B cooTBeTcTBUU ¢ [IpaBuiamu odopmiienusi aurepatypsl (npuBonsitcs Huke). Koanue-
CTBO CCHUIOK B CTaThe J0JKHO OBITH He MeHee 15.

HyMepauHﬂ 1 BKIIIOUCHHC B CIIMCOK BCCX YIOMSAHYTBIX B CTATHC JIMTCPATYPHBIX HCTOYHHUKOB 00s13aTEIbHEL.
CchUIKM Ha CTaThH, Haxo[sllIMecs B IeyaT, He nomyckatoTcs. CtaThs, B KOTOPOI HE CO/epKaTcs CChUIKM Ha JIUTepa-
TypHBIE UCTOYHUKH, HE OYAET MPUHATA K TAIbHEHIIEMY pacCMOTPEHHIO.

11. Ha mocneaneit cTpaHule CTaThy, MOcje MPUBEACHHOTO CIMCKA JIMTEPATYpPhl, HEOOXOIUMO YKa3aTh CBejie-
Hus 06 aBTopax: @.11.0., 3BaHue, TOJDKHOCTD, CTPYKTYPHOE MOJpa3eeHie, Oprann3anus, e-mail, ¢ mojgHsIM nepeBo-
JOM JAaHHBIX CBEICHUI HA aHTJIMHCKUN A3BIK.

12. Marepuansl craTeii, He OTBEYaIOIINe KaKoMy-THOo TpeboBaHuio «lIpaBui Uit aBTOPOB» BO3BPAILAIOTCS
aBTopam. [Ipy MOBTOPHOM Ipe/ICTaBICHUH TAKOH CTaThH CPOK CE ITO1A4N OOHOBIISIETCH.

13. Ha nopa®oTky cTaTbu mociie HAyYHOTO PEAaKTHPOBAHMS aBTOPAaM IIPEAOCTABIISIETCSI CPOK HE Oosree 0 HOH
Henenu. Ha ctaguy mOATOTOBKM OYEPEHOTO BBITYCKA JKypHala pPeAaKIMOHHAs KOJUIETHS OCTaBIAET 3a COOOH MpaBo
KOHKYPCHOTO 0TOOpa MaTeprasoB.

14. ABTOpBI HECYT OTBETCTBECHHOCTD 3a IMPABUJIbHOCTH U3JIOKCHUA MaTE€pHralia U UCIIOJIb30BaHUA CIICHIUAIIbHBIX
TepMuHOB. KoppekTypa crareit 1j1si mpocMoTpa He IPeloCTaBIISIeTCsI.

15. Bce omy6nukoBannbie B XKypHane cTaThu BeicTaBisifoTes Ha Internet-caiire Xypuana www.elibrary.ru B
otkpbiToM Joctyne (Open Access). ITnarta 3a my6nukanuto crateid B XKypHane n Open ACCESS ¢ aBTOpoB crareil He
B3MMaeTCH.

PacnipocTpaneHue n3gaHus OCyIECTBIAETCA M0 TEXHOJIOTMYECKUM By3aM U KpyIHBIM Oubianotexkam Poccun.

CraThu MOAAIOTCS B 3JEKTPOHHOM BHJI€ (COBMECTHO C OTCKAHMPOBAHHBIMHU 3KCIIEPTHBIM 3aKIIOUYEHUEM O
BO3MOKHOCTH OMYOJNKOBAHHUS CTAThH B OTKPHITOW MME€YaTH U JaHHBIMH O MPOBEPKE CTAThU MPOTPAMMON «AH-
THUILJIArMaT») Ha PACCMOTPEHME 3aB. peJakiueldl — K.X.H., JOIEHTY Kadeapsl aHATUTHYECKON XMMHUU CepPTH(UKA-
uu U MmeHekMenTa kauectBa KHUTY Pomanosoit Pasue 'ycmanoBue: romanova_rg@mail.ru.
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VIK 535.37:544.164

. A. PomanoBa, K. A. PomanoBa, 0. I'. N'aasimeraunos
KBAHTOBO-XUMHWYECKOE MOJEJIUPOBAHUE CTPOEHUS
U O®U3UKO-XUMHUUYECKUX CBOMCTB MOJU®UILIMPOBAHHOI'O MEKTUHA

Knioueswvie cnosa: keanmoso-xumuueckoe mooenuposanue, MoOUGUYUpOSaHHblll NeKMuH, meopus QYHKYUOHANa NIOMHOCU,
UK-cnexmpockonus.

Omauyumenvhvle QuUUKO-XUMUYECKUe U GaAPMAKOL0SUYEeCKUe C8OUCMBA MOOUDUYUPOBAHHO20 NEKMUHA, MAKUe KAK
apexmusHoe npoHUKHOBEHUE 8 KPOBOMOK, MOWHOE NPOBOCNANUMeENbHOe U NPpoubpo3Hoe Oelicmaus, onpeoenaiom
€20 npuMeHeHue 8 MeOuyuHe 05l IeYeHUs CePOeYHO-COCYOUCBIX U NOUEYHbIX 3a00NE6AH UM, PASTUYHBIX 80CNANUMENb-
HbIX NpoYeccos, 0N YIAYUULEHUS HeBPOIOSUYECKO20 300P06ba U NPEOOMBPAUEHUS NPEHCOeBPEMEHHO20 CMAPEHUS.
Oco6020 BHUMAHUA 3ACTYHCUBAEN €20 MOWHOe NPOMUBopakogoe oOeiicmeaue. Takce OH UCNOb3VEMCs 6 Kauecmee
¢nokynauma npu ouucmke 600vl;, npu 000vIYe U NEPEPAbOMKe NOJIe3HbIX UCKONAeMblX, Npu Oypenuu 018 YCUieHus
CMEHOK CKBAJICUH, 6 pOu cynepabcopbenma; 6 cenbckom xo3aticmee. PU3UKO-XuMu1eckue ceoNUCmaea NeKmuna Hanps-
MYIO 3a6UcCAm Om e20 cmpoeHus. [ mozo, 4umobvl npedckazamy CMpyKmypy U COUCHEa COeOUHEHUTl 3a4acmyio
npube2aiom K KeAHMOBO-XUMUYECKOMY MOOETUPOBAHUIO, NO3EONAIOWEMY USYHUMb (PUIUKO-XUMUYECKUE CBOLICMBA Ge-
wecmsa 00 nposedenus e2o cunmesa. OOHAKO cywjecmeyem 0ZPaHUdeHHoe YUCI0 pabom, NOCEAWEHHBIX MOOENUPOBa-
HUIO CIMPOEHUS U CEOUCME MOOUpUYUpo8anrHozo nekmuua. Illosmomy 6 oanHol pabome OvLL NPOU3BEOEH NOUCK ONMU-
MAIbHO20 NOOX00A K KEAHMOBO-XUMUYECKOMY MOOETUPOSAHUI) MOOUDUYUPOBAHHOZO C NOMOWBIO AKPULAMUOA YUMPY-
co8020 nexmuna. Ilpousseden pacuem cmpoerus MOHOMePHO20 36eHa nonumepa u e2o UK-cnekmpa ¢ ucnhoiv3osanuem
HECKOIbKUX KEAHMOBO-XUMUYECKUX MEMO008 U O6a3UCHbIX Habopos. [lisi oyeHKu adeKkeamHoCmu npogeoeHHbIX pacte-
MO8 BbIYUCTIEHHbIE KOJleDamebHble YaACmOmbl CPAGHUBANUCH C IKCNEPUMEHMANLHBIMU OAHHLIMU, YO NO360AUTO
YCMAHOBUMb CMPOEHUe MOHOMEPHO20 38€HA U GbIACHUMb, YMO MOOUDUYUPOBAHHYIT NEKMUH UMeem YUKIUYeCKoe
cmpoenue. B pesynbmame cpagnenus: pacuemnblx OAHHbIX ¢ IKCHEPUMEHMATbHBIMU 6 Kayecmee ONMUMAIbHO20 K8 H-
MOBO-XUMUUECKO20 N00X00d K MOOenuposanuio cmpoenus u UK-cnekmpa mooupuyuposanno2o nekmuna Ovl1 npeo-
J0JICeH Memoo meopuu Qynkyuonana niomuocmu ¢ gynkyuonarom PBE u 6asucnvim nabopom 6-31G(d,p).

D. P. Romanova, K. A. Romanova, Yu. G. Galyametdinov
QUANTUM-CHEMICAL SIMULATION OF THE STRUCTURE AND IR-SPECTRUM OF MODIFIED PECTIN

Keywords: quantum chemical modeling, modified pectin, density functional theory, IR spectroscopy.

Distinctive physicochemical and pharmacological properties of modified pectin, such as effective penetration into the
bloodstream, powerful pro-inflammatory and pro-fibrotic effects, determine its application in medicine for the treat-
ment of cardiovascular and renal diseases, various inflammatory processes, to improve neurological health and pre-
vent premature aging. Its powerful anti-cancer effect deserves special attention. It is also used as a flocculant in water
purification; in the extraction and processing of minerals; while drilling to strengthen the walls of wells; in the role of
superb sorbent; in agriculture. Physicochemical properties of pectin directly depend on its structure. In order to pre-
dict the structure and properties of compounds, one often uses quantum-chemical simulation, which makes it possible
to study the physicochemical properties of a substance before its synthesis. However, there is a limited number of
works devoted to simulation of the structure and properties of modified pectin. Therefore, in this work, a search was
made for an optimal approach for quantum-chemical simulation of citrus pectin modified with acrylamide. The calcu-
lation of the structure of the monomer unit of the polymer and its IR-spectrum by several quantum-chemical methods
and basic sets has been performed. To assess the adequacy of the calculations, the obtained vibrational frequencies
were compared with experimental data, which made it possible to establish the structure of the monomer unit and find
out that the modified pectin has a cyclic structure. As a result of comparing the calculated data with the experimental
ones, the density functional theory method with the PBE functional and the 6-31G (d, p) basis set was proposed as an
optimal quantum-chemical approach for simulation of the structure and IR-spectrum of modified pectin.
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MNpaBuna odopmrneHus nuTepaTypbl

1. B xypHase yCTaHOBJIEHA CIEAYIOIasl EAMHAs MOCIECAOBATEIFHOCTD M3JIOKEHUS COIEPXKAIIEHCS B ITyOINKYeMbIX
CTaThsAX OmOnmorpaduaeckoit nHpOpMAHN TSI BCEX OCHOBHBIX IUTHUPYEMBIX JUTEPATYPHBIX UCTOYHHUKOB (CTAaTEH, KHHT,
n300peTeH i, AUCCepTaiii i TE3UCOB JOKIAI0B Ha Pa3IMIHBIX KOH(PEPEHINAX), a UMCHHO!

1.1. Ins crareii:

— B JKypHAJIaX U MHBIX NMepuoandeckux m3nanusx — Munnuansr, ®amunnn BCEX aBTOpoB B yKkazaHHOM B
CTaThe MOPSIJIKE Ha SI3bIKE €€ OpUrHHaNa. [Ipunamas abopesuamypa nazeéanus sicypuaia, Homep Toma xypHa-
Ja (M37aHus), TOMUYHBII HOMEpP BBIYCKa, HadalbHas CTpaHHUILA — KOHEYHasi CTpaHHIa CTaThbH B )KypHaje (U3-
nanun) (rof BeIxoja xypHana B ceer) (Hanpumep: O.V. Mikhailov, Rev. Inorg. Chem., 30, 4, 199-273 (2010);
— B cOopHukax 1 kHurax — Mannumans:, @amunun BCEX aBTOpoB B yka3aHHOM B CTaThe IOPS/IKE Ha SI3bIKE €
opurnHana. B c6. (B xu.) Hassanue cOopruka (Wnu kxHueu), W30aTEIbCTBO, TOPO, TOJ M3AAHUSA, HOMEpa ITUTH-
pyemsix crpanun (Hanpumep: I'.U. Jluxtenmreiin, B ¢6. Oxuciumensro-6occmanogumenshvie memaniogep-
menmol u ux modeau. Y. |. UXD AH CCCP, Yepnoroioska, 1982. C. 7-10, 13, 16);

1.2. lnst kHur u MoHorpadumii:

— NpH UUTHPOBAHUHU UX B mejioM — Manmmaner, @aMuinny Bcex aBTOPOB B YKa3aHHOM B KHHUIE MOPSIKE Ha
A3bIKe ee opuruHana. Hasseanue, 3natenscTBo, ropoa, rox u3ganus. Obmiee dncio cTpanul (Hampumep: [
Ileppun, Opeanuueckue ananumuyeckue peazenmul. Mup, Mocksa, 1967. 407 c.);

— MPHM NUTHPOBAHMM HX OTHAEJBHBIX cTpaHul — MHununansl, @aMuium Bcex aBTOPOB B YKa3aHHOM B KHHUTE
MOpsi/IKE Ha sI3bIKe ee opuruHana. Hazeanue, M3natenscTBo, ['opos, HOMepa HUTHPYEMBIX CTpaHHIL (HapuMep:
. eppun, Opaanuyeckue anarumuyeckue peazenmoi. Mup, Mocksa, 1967, C. 224-227);

1.3. Insa u3o0pereHuii — cokpaieHue ot cjaoBa «llaTeHT» UiIu OT clOBOCOYETaHUSI «ABTOPCKOE CBUIETEIHCTBOY,
Ha3BaHHE CTPaHBl, IATEHTHHIM BEIOMCTBOM KOTOPOH OH BBIJaH, HOMEp MaTeHTa, (rof BBLAAYM IATEHTA)
[manpumep, [Tat. CILIA 4.318.977 (1982), At. ceun. CCCP 1.340.410 (1987)];

1.4. Insa puccepranmii — Manmuansr, @aMmims aBTopa, ykazaHHE YICHOW CTETICHH M HayK, OpTaHU3aIisI — MECTO ee
BBITIOJTHEHHS, TOPOJI, TA€ 3TO MECTO HAXOAMTCS, TOJ BBIXOJA B CBET, obOmiee unciio crpanul [Hampumep, T.H.
JlomoBa. lucc. moKT. XuM. HayK, MH-T xumuun HeBoaHbIX pacTBopoB AH CCCP, MBaHnoBo, 1990. 456 c.];

nJs apTopedepaToB quccepranuii — Manmmansr, @aMioms aBTopa, yKa3aHue clioBa «ABTopedepaTy», yIeHO! cTe-
MIEHN W HayK, OPTaHM3aLMs — MECTO €€ 3allUThI, TOPOI, TI€ 3TO MECTO HaXOAMTCS, TOJ] BEIXOAA B CBET, OOIIEE YHCIO
crpanuy [Hampumep, [1.B. I'ymmn. ABroped. amcc. kana. xum. Hayk, Cankr-IleTtepOyprckuii roc. yH-T,
Cankr-Ilerepoypr, 2010. 16 c.];

1.5. {ns Te3ncoB goxkyanoB — Muunuanel, @amMuing BceX aBTOPOB B YKa3aHHOM B COOPHHMKE TE€3HCOB IOPSAKE Ha
S3bIKE €ro OpUruHana. Haseanue xonghepenyuu, cumnosuyma, cvezoa (MecTo MpoBEeNeHHUsS, CPOKU MPOBEIeC-
Hust), M3gatenseTBo (ecinu ykazaHo), ['opon, rox u3gaHus, ToM U3aHus (€ClId UMeeTcs), HadyaJlbHasi—KOHEeuHas
crpanuipl (Hanpumep: S.1. Dorovskikh, L.N. Zelenina, N.B. Morozova, 1.K. Igumenov, XVIII International
Conference on Chemical Thermodynamics in Russia (Samara, Russia, October 3-7, 2011). Abstacts. Samara,
2011. Volume 1. P. 83-84.
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