OT35bIB
Ha aBropedepaT KamauaaTckoii auccepranmn Kanmycruna PocTtucnasa
BsiveciapoBu4ya Ha Temy: «OOpa3oBaHHe ra3o-KHAKOCTHBIX CTPYKTYp B
TOHKHX CJIOSIX HEKOTOPBbIX OPraHHYeCKHX CHCTeM», MNpeACTaBJIeHHOH Ha
COMCKAHHE YYEHOM cTeNneHH KAaHAMIATa XUMHYECKHX HAYK [0 ClenHaIbHOCTH

1.4.4 ®dusuyeckasa XHMHUA

UccnenoBanue nepexoqHbix (pazoBeix cocTosHud (I1PC) B TOHKHX CIIOSX
OpraHMuYecKMX JKMIKOCTEH  MpeJCTaBIseT 3HAYMTENbHBIA  MHTEpeC Ul
COBpeMeHHO! (u3M4ecKol xuMud. PaboTa mocBslleHa aKTyalbHOH npo0seme
OKCIEPUMEHTAILHOTO  TOATBEPXKJIEHUsS — CYLIECTBOBaHMS  I'a30-)KUJKOCTHBIX
CTPYKTYp TPU HOPMAJBHBIX YCIOBUSAX, YTO OTKPHIBAET HOBBIE BO3MOXHOCTH IJIA
yIpaBJieHUs CBOWCTBAMH PEareHTOB B KaTaju3e, TNIa3MOXUMHUH U IPYTHX 00J1acTAX.
Oco0Oyi0 IIEHHOCTh UMeeT pa3padoTKa allbTePHATHBHBIX MOAXOMOB K CO3/1aHMIO
CHCTEM, aHAIOTHYHBIX CBEPXKPUTHUECKMM (UronaaM, HO 0e3 HeoOXOAMMOCTH

CO3/1aHMSI CBEPXKPUTUUECKUX YCIOBHH.

B muccepTanuu noJgydeHsl CAeNyOIIne 3HAaYMMble Pe3yJIbTaThl:

1. Pa3paboTaHbl OpurdHaibHbIe MeToUKH reHepanuu [IOC B TOHKHMX CIIOAX C
WCTIONb30BaneM  MopuduiupoBanHol  MK-CIeKTpanbHOW — sHCHKH
[ePeMEHHOU TOJILIHUHBI.

2. BrepBele 9KCrepMMeHTANbHO J0KasaHo cyuiecTBoanue IIPC s
pa3TMYHBIX ~ KJIACCOB  OPraHMYeCKHX  COeIMHEHMH  (XJIOpajKaHbl,
ApOMaTUUECKHE CHCTEMBI, IIOJSPHBIE JKUIKOCTH) TIPA HOPMAallbHBIX
YCIIOBHUSIX.

3. YcraHoBnEHbI 3aKOHOMEPHOCTH BIUSIHUS MEXMOJIEKYJIIPHBIX
B3aumozeicTeril Ha (Gopmuposanue IIPC, B 4aCTHOCTH, BBIABIEHA POJb
BOJIOPOJIHBIX ¥ FAJIOTeHHBIX CBA3EH.

4. Tlpemnoxena kiaactepras Mozens IPC, noarBepKaeHHAs KOMIIEKCOM K-

CIIEKTPAJIbHBIX METOLOB U KBaHTOBO-XUMHWUCCKHUMHA pacye€TaMH.



IIpakTHueckass 3HA4YMMOCTh  pabOTBl  OOyCJIOBJIEHA  IEpCHEeKTHBAaMU
IIPUMEHEHHS pe3yJIbTaToB Juis pa3paboTKM HOBBIX CIOCOOOB aKTHBALMH
OpraHUYecKUX CUCTeM U Pa3BUTHHM METO/OB MCCIeIOBaHUS MeX(a3HbIX SBJIEHUU.
PaboTta BbllonHeHa C TPUMEHEHHWEM COBPEMEHHBIX JKCIIEPUMEHTAIbHBIX M
Teoperrudeckux MeTo10B: UK-Dypre criekrpockonus, CKaHUpYroLas 3J1€KTpOHHas!
MHUKPOCKOMHSI W KBaHTOBO-xuMmuueckwe pacdetrel (DFT, MP2) ¢ yuérom
JHUCIIEPCUOHHBIX B3aUMOIEUCTBUNA.

JIOCTOBEpHOCTh ~ pe3yJbTaTOB  OOECHeuyrBaeTcss  BOCIPOU3BOAMMOCTEIO
OKCIIEPUMEHTAIBHBIX [JIaHHBIX, COTJIACOBAHHOCTHIO PE3yJIbTAaTOB, MOJIYYEHHbBIX
pa3NIUYHBIMU METOAAaMH, U IyONlMKaluuel OCHOBHBIX Pe3yJIbTAaTOB B 8 CTAThAX B
XKypHajax, uHaekcupyembix B Scopus u Web of Science.

ITo aBTOpedepaTy uMeroTCs ClieyrolIue 3aMmedaHusl:

1. B pabore ucciemaytoTcst Tpu Ipymiibl OPraHUYECKUX COSIMHEHUN, OIHAKO

B aBTOpedepare HeJOCTaTOYHO UYETKO apryMEeHTHPOBaH UMEHHO TaKOH
nondoop BeulecTB. bpimo Obl yMecTHO mpHBecTH Oojee pa3BepHYTOE
obocHoBanue, modyemy sl uzydeHuss [IOC Obuin BBIOpaHbBl MMEHHO
XJIOpaJIKaHbl, MOJISPHBIE JKUIKOCTH M apoMaTWuecKue COeJUHEHUs, a
TaKXKe MoYeMy B KayecTBe KOHTPOJIBHBIX OOBEKTOB B3AThl XJIOPCUIIAHBI.
OTO 1Mo3BONIMIO OBI JydYIlle TIOHSTH JIOTHKY SKCIIEPUMEHTAIbHOW 4acTu
paboThI.

2. Xorsa B aBTOpedepaTe yKa3aHO, YTO pe3ylbTaThl BOCIPOU3BOIHUMEI,
OTCYTCTBYIOT KOHKpETHbl€ JIaHHblEe O KOJM4YeCTBE ITOBTOPEHUH
OKCIIEpUMEHTOB M CTaTUCTUYECKOH  00paboTKe  MOIy4YeHHBIX
CIIEKTpaJIbHBIX AaHHBIX. JloOaBieHue 3Toi MHMOpMAIMK MOBBICHUIIO Obl
JOKa3aTeNnbHylo 0a3y paboThl ¥ yOeIuTeIbHOCTh BEIBOAOB. B yacTHOCTH,
OBLIO OBI ITOJIE3HO YKa3aTh: KOJUYECTBO HE3aBHCHMBIX 3KcnepHMeHTOB
I KaXAOro COeAMHEHMs, JMama3oH Baphaluil HabMIoJaeMbIX
XapaKTEPUCTUK, METOJIbI cTaTUCTUUeCKO 00paboTku MK-criekTpanbHbIX

JIaHHBIX.



DTH 3aMeYaHHus HOCAT PEKOMEHIATeNIbHBIN XapaKkTep U He CHUXKAIOT OOLIei
LIEHHOCTHU palOTHI.

Juccepraumonnas pabora Kamyctura P.B. mpencraBiser  coboH
3aBepIlIeHHOE HAyYHOE MCCIIeOBaHKe, OTBEYAIOIIee BCEM YCTAaHOBIECHHBIM I1. 914
«ITonox)eHust 0 MPUCYKJACHUN YUEHBIX CTEIIEHEN» K KaHIHIATCKUM JIMCCepTalUiAM
(yrB. ITocranosnenueM IlpasurensctBa Poccuiickoit @enepanun ot 24.09.2013
No 842) TpeGoBanusm. IlonydeHHBIE pe3ynbTaThl O00JANAIOT  3HAYUTEIHHOM
HAyYHOW HOBH3HOW M TMPAKTHYECKOW II€HHOCTBIO. ABTOp  3acjy)XKuBaeT
NPUCYXIEHUS YUYCHOU CTeNeHU KaHJuJaTa XMMHUUYECKHUX HAyK 10 CIELHAIbHOCTU

1.4.4 Ousnueckass XUMHSL.
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