OT3hbIB
Ha aBropedepar muccepraumu Skosnea Mpana AnekceeBuua «CHHTE3 HOBBIX HHTPO-
HHUTPO30KOMILIEKCOB Ru ¢ N-IOHOPHBIMHU reTepoLMKIaMK U HeclieJ0BaHHE HX (POTOXMMHYECKHX CBOHCTB
¥ OHOJIOrMYECKO aKTUBHOCTHY, NPE/ICTABICEHHOM HA COMCKAHNE YUeHO! CTeNeHH KaHIU1aTa XMMHYECKHX
Hayk 1o crneuuanbHocTd 1.4.1 Heopranuyeckas XUMUs (XUMHUYECKHE HAYKH)

Huccepraunonsas paGora Slkosnesa MBana AsekceeBMYa HanpaBjieHa Ha paclIMpeHHe Kiacca
KOMIUIEKCOB HUTPO30PYTEHHs ¢ a30THCTBIMM ME€TEPOLIMKIAMH B Ka4eCTBE BHEIIHUX JNUraHaos, B paGore
OosbLIOE BHUMAHKE Y/IENeHO NMOoApoOHOMY M3YYEeHHIO mporeccoB (OTONIM3A TOTYHYeHHBIX COeIMHEHHIH,
YTO ABJACTCA HE TOJBKO 3HAYMTE/ILHBIM BKJIAZ0OM B (DyHIaMEHTAIbHbIE 3HAHUSA O CBOMCTBAX M3y4aeMBIX
BEILECTB, HO ¥ HOCHT MPHKJIaJHOM XapaKTep Ui JaJbHEHIIero u3y4yeHus JaHHOro Kjiacca KOMIJIEKCOB B
KOHTEKCTEe NMPUMEHEHHs B GHOMeMUMHCKOH 06nacTi. HemanoBaHbIM IOCTOMHCTBOM pabOThI CITYIKHT
pa3paboTKa MNPOTOYHOH AHAJIMTHYECKOH CHCTEMbl, MO3BOJISIOWIEH B PEXMME pEaJbHOrO BPEMEHH
orciexuBath usMeHeHus B MK- u ontHuyeckux cnekrpax npu oOJiydEHHHM pacTBOPOB, YTO OTKPHIBAET
HOBBI€ MEPCNEKTUBBI U1 UCC/IEI0BAHHS PA3IMUHBIX (POTOAKTHBUPYEMBIX IPOLIECCOB.

B pabore MBana AnekceeBMua 1o aaanTHPOBAHHBIM JIUTEPATYPHBIM METOJMKAM TMOJYYEHBl U
0XapakTepu30BaHbl ¢ T[OMOIIBI) PEHTTEHOCTPYKTYPHOTO aHaiM3a [IECTh HOBBIX KOMILUIEKCOB
HHUTPO30pYTeHHs ¢ N-JIOHOPHBIMH TETEPOLMKIAMH € XOPOIUMMH BbIXOJAMH, BCECTOPOHHE H3Y4YeH
MexaHu3M (oTonm3za, B xo/e yero goka3aHo obpasoBaHue MoJieKysisl NO, HCCIIeJ0BaHbI LIHTOTOKCHYECKHE
CBOWCTBA HEKOTOPBIX KOMIJIEKCOB METO/IOM JIBOMHOTO OKpaIlIWBAHHS.

AKTYaJIbHOCTb paboThl H 000CHOBAHHOCTD BBLIBOJIOB IAHHOM AMCCEPTALMOHHOM paGoThl MOATBEPIKAAIOT
ycnemHas anpobauus pe3ysibTaToB Ha KOH(EPEHLMAX POCCHHCKOrO M MEKIYHApOJHOTO YPOBHS M
nyGnMKauMu B NPOQMIBHBIX  MEXIYHApoOJIHBIX — peleH3upyeMblX ypHanax. Cama Hay4HoO-
KBaJIM(puKaLMOHHas paboTa MOJHOCTBIO COOTBETCTBYET MAacnopTty crneuuaibHoctd 1.4.1 Heoprannyeckas
XUMHMA (XMMHYECKUE HAYKH).

Texct aBTopedepata OTpakaeT OCHOBHOE COAEPIKAHME, pE3YJNbTAThl M  BBIBOJbI, IPO3PavHO
JAEMOHCTPUPYET JIMYHBIHA BKJaa aBTopa AMccepraudu. OHAKO B XO/E O3HAKOMJICHMS C MaTepHasioM
aBTOpedepaTa BOZHUKIIO HECKOJIBKO BOMPOCOB M 3aMEYaHHIA:

1. ITo Bcem pa3szenam asropedepata BeTpeyaeTcs O0NbIIOE KOTHYECTBO OIUMOOK W OMeYaToK.

1.1. HecorsacoBaHHOCTb: «eCTECTBEHHBIM HAmNpaBJICHWEM pa3BUTHA SABJSAETCA TOBBILLIEHHE. ..,
yay4lI€HHE. .., YMEHBIUIEHHS. .. U YBelM4YeHHs...» (cTp. 3), «B OAHOM COEAMHEHUH» (CTp. 3), «3HAUEHHE
ko3 puuMeHTOB pacnpeaeneHuey (cTp. 7), «M3JI0MKEHBI METO/bI MOJTYYEHUS M XapaKTepu3allii HOBBIX
KOMIUIEKCOB. .., H3 (OTOXMMHYECKUX CBOWCTB M OHOJIOrMYECKOW aKTHBHOCTH» (CTp. 9), «HCmosb3ys
MOHOXpOMaTH4YeCKHe CBETOAHOMBI 445 U 532 um s Bo30yxkaenus cseta» (ctp. 11), «<HECMOTps Ha TO
KOMIUIEKCHI YCTOMYMBEL. ..» — MPOINYILEHO «Ha To, 94To» (cTp. 21).

1.2. IlyHKTyauMoHHbIe OLUIMOKH K OTIeYaTKU: MECTAMH BMECTO THUPE CTOAT Aeduckl (Harnpumep, cTp. 12,
ctp. 21), HeT TOYEK B KOHLE mpemnoxkeHuit (ctp. 5, ctp. 18), oTCyTCTBYeT 3aKpbiBaiollas ckoOka B
Hancanun popmynibl Komriekca [RuNO(Me-inic)2(NO2)2:OH] (ctp. 16), OTCYTCTBYIOT rpaMMaTH4€CKH
Heo6xoauMble 3ansTeie (cTp. 5, ctp. 8, ctp. 10, cTp. 15), BcTpeuatoTes aBoiiHbIe npobessl (cTp. 8).

1.3. TTo TeKCTy He MpOC/EKMBAETCA OJMHAKOBOE HAMMCAHWEe JUISl OJJHMX M TeX ke OOBEKTOB WM
npoLeccoB, Hanpumep, Betpedatotes dopmel «azorta(ll)» u «asora (II)», «<HUTPO-HHTPO3OKOMIIIEKCHI» H
«HUTPOHUTPO30KOMILIEKCH, «IC50» 1 «ICso», « DFT-pacuetsi» u « T®I1-pacuetsin, «ESI-MS» u « 3CII-



MC», «Y®-ua-cnektpbi», «ICHU», «YD-CeKTpbl» W «ONTHYECKHE CIEKTPBI», HEKOTOphIE 4YMcia
NPUBEJICHBI C pas/ie/ieHHeM Lenoi 1 ApoOHOM yacTelt TOUKOM, a HeKoTOpble — 3anAToi. He nns Bcex
abOpeBuatyp npusesieHbl paciindpoBkH B TekcTe aBropedepara, Haripumep, s PBS.

1.4, BeTpewaloTest He O4eHb Y/JauHble BBIPKEHWS M HKAPrOHM3MBI: «OmUcaHbl HabOpoM (H3HMKO-
XUMHYECKHX METOJI0BY (CTP. 5), «B pacTBOpax ¢ pa3IMYHBIMHU pacTBOPUTENAMUY (CTp. 6), «10 paspaboTke
METOJUK CHHTE3a NOJYYEHUSA HOBBIX HMUTPO3OKOMIUIEKCOBY (CTp. 7), «CBA3EBBIA M30MepuU3M» (CTp. 9),
«NpUBE/ICHBI  OCHOBHBIE KOMILIEKCHBIE (OpMBI B pacTBopax...c nomowsto ESI-MS...» (ctp. 9),
«BbITIAPHBAHUA PACTBOPOB B JIEAAHOH YKCYCHOH KkucioTe» (ctp. 10), «HHKOTHHATHBIE KOsbLay» (cTp. 12),
«Mbl poBeny (cTp. 12), «mbl MoxeT onpeneauts» (ctp. 15), «Mbl cTponn» (cTp. 15).

Bee nepeuucieHHble OMOKM M OMEYaTKH CYMIECTBEHHO YC/IOXKHAIOT BOCIIPUATHE TEKCTA M JIENIAlOT
M3JI0KEHHE MaTepualia He COBCEM ACHBIM, OJIHAKO HE BJIMSAIOT Ha cyTh pabotbl. Tem He MeHee, eCTh TpH
BaKHBIX 3aMe4YaHHs, KOTOpbIE XOueTcs OTMETHTh OTAesbHO. 1) [lo TekeTy BeTpedaeTcs yNOMHHaHHE
METOAa «Macc-CreKTPOCKONMMM», 4YTO sABJIsgeTcHd OWMOKOH, TaKk Kak JaHHBIA MeToa — Macc-
cnexTpomeTpuyeckuii. 2) Ha crpanuue 4 npexcraeieHa obmas ¢dopmyna obeyxaaeMeix B pabore
coenuHennii — «[RuNOL] (L — nurana)», octaeTcs HENMOHATHBIM, HMEETCS JIH B BHAY MATHAEHTATHBIN
JIMTaHl WIK JIMTaH/Ibl pa3jMyHOH JeHTaTHOCTH? B TakoM cioyuyae HYHO YTOYHMTb, KAKHe BapHAHTHI
BO3MOXKHBI M CKOJIBKO TAKHX JIMraHI0B MOXKET KoopAuHUpoBaThes. 3) B tabnuue 4 nokasansl nanusie 1Cso,
B KOTOPbIX MOTPEIIHOCTE NPEBBILIAET KOJIWYECTBO NPUBEAEHHBIX 3HavauX uudp. [Ipasunsnee 66110 GBI
ykazaTb 44 + 3 BMecTo 44.2 £3.0 u 52 + 1 BmMecTO 52.2 + 1.3.

2. Ha ctpanuue 11 ¥ B BbIBOJIAX yKa3aHO, YTO «HEHTpaM3allksl PACTBOPOB. .. IPUBOAUT K YBEITHUEHHIO
BBIXOJA W3-3a HEBO3MOXKHOCTH [MPOTOHMPOBAHHUS T'MIAPOKCOrpyribi». XoTenoch Obl y3HATh, Kakue
noGoYHbIE MPOAYKTBI 00pa3yioTes B MpoLecce HEWTPATH3alMK M BIHAIOT JIH OHM KaKuM-J1H60 o6pasom Ha
BBIXO/] PEAKLIUK M MOJIHOTY BbIJEIEHNUS KOMILIEKCOB?

3. B pasnenax «Dotoxumuueckue cBoiictean u «Onpenenenne Boiaenenus NO B npouecce GoTosnzan
HE yKa3aHO, B KakoM (B KakuX) pacTBopuTese (pacTBOPHUTENIAX) MPOBOAWIOCH H3YYEHHE HMEHHO
mMexaHu3Ma doroausa. Eciu peus uaer npo BoaHyio cpeay (Boaa, PBS u 1.4.), TOo MMEIOT 1 MECTO Kakue-
nubo ruaponuTHyecKkue mpouecchl? Ecnu  MccnenoBaHMs TPOBOAMIMCE B HEBOJAHBIX Cpeaax, TO
KOHTPOJIMPOBAJIOCH JIK B HUX COJIEpXaHUe BOJbl U KMCI0poJa, 0COOEHHO B KOHTEKCTE IKCIIEPUMEHTOB ¢
peaktuBom I'pucca?

4. lNpouecc goTtonusa ¢ paspeiBoM cBia3H Ru-NO onucan Ha cTpanuue 12 cxeMo# peakUiH, B KOTOPOH
yKa3aHo M3MeHeHue cTenenyn okucnenne pytenus ¢ Ru'' mo Ru'™, ITposepsiiocs v u3MeHeHue crerneHu
OKHMCJIEHHUS PYTEHHS KAKUMH-THO0 9KCIIepUMEHTaIbHBIMH NaHHbIMHK, KpoMe DFT-pacuetos? Hanpumep, ¢
MOMOILBIO PEHTIEHOBCKOM (hOTO3/IEKTPOHHON CHEKTPOCKOIMHK ToJIyydalolerocs B rnpouecce ¢oronusa
NPOAYKTa WK APYTMMH MeToaaMu?

5. Ha ctpanuie 13 ykasaHo, 4To /Ui KOMIUJIEKCOB ¢ OEH3MMMIA30JI0M M (DEHAHTPOJIMHOM 3HAYEHHSA
KBAHTOBBIX BBIXOJIOB, MOJNYy4YaeMbIX B pe3yJibTaTe OMUCAHHOrO pacyera, SBJAIOTCA HEKOPPEKTHBIMH.
Xotesioch Gbl Y3HATh IPUYHHBI, IOYEMY TAKOH METO/] He IPUMEHHM /1 IaHHBIX KoMIiekcoB? Takoii ske
BOMPOC BO3HHK K METO/Y, OMMCAHHOMY Ha CTpaHule 15, KOTOPBIM «aJeKBATHO MOXHO OLIEHHThH TOJILKO
KBaHTOBBIH BBIXOJ AJIst COeAMHEHMH ¢ 3QUpaMU HUKOTHHOBBIX KHUCIIOTY.

6. B oOcyxIeHHMH LUMTOTOKCHYECKHX cBOHCTB (cTp. 20) yKaszaHo, 4YTO KOMIIJIEKC HE IpOsBIAET
UMTOTOKCHYecKoro addekra, Tak Kak ero [Cso > 75 MkM. B cBA3M ¢ 3THM HanpauiMBaeTCcs BOMPOC, KaKon
MOPOT 3HAYEHHs KOHLEHTPALMH 110JlyMaKCHMaIbHOrO HHrMOMPOBAHHSA FOBOPHT O HAJTHYHH TOKCHYECKOTO



apdexra? Takoit e BOMPOC BO3HHKAET K MHJEKCY CENEKTHBHOCTU — OT Kakoro 3HaveHust SI MoxHO
FOBOPHTE O JeHCTBUTEILHON M3OMPATEIEHOCTH BO3/IEHCTBUS HA PAKOBbIe KIETKH?

7. B onvcaHuM akTyaabHOCTH KMcciieoBaHuA 000CHOBAHHO OTMEUYEHO, YTO MOUCK HOBBIX areHTOB ISt
doroauHamMuuecKoi WK GOTOXMMHYECKOI TeparnuK J0KeH OCHOBBIBATBLCS B TOM YHCIIE HA CIIOCOOHOCTH
COCIMHEHHH MPOABIATE LIEJEBbIE CBOMCTBA MO/ BO3/ICHCTBHEM M3JTyHEHHMs B 00/1aCTH TEpaneBTHYECKOrO
okHa (ot 600 Hm). OnHako B npeacTaBieHHOM paboTe NMpUBEJEHbI IKCIIEPUMEHTBI ¢ 00JTyUEHHEM [UTHHAMH
BosiH 450 u 532 M. IlpoBoaunuce 1M NMONBITKH M3y4YeHHs (OTONHM3A TOMYHEHHBIX COEIMHEHHH NpH
BO30YXIEHHH CBETOM B 0oONacTH TeparneBTuyeckoro okHa? MM ¢ y4eToM OTCYTCTBHMS 3HAYHTEHHOTO
3¢ exTa B H3MEHEHHHM LIMTOTOKCHYHOCTH JI0 U 110c/ie 00/ yueHus npobiiema NpOHMKHOBEHHS CBETa B TKAHH
yesnoBeka O0JIbIe He ABJISETCS KIOYeBOH?

Bo3HuKIIME BOMPOCH UMEIOT JUCKYCCHOHHBIM XapakTep W He 3aTparuBalOT OCHOBHOIO COAEPIKaHMS
BLIHOCHMBIX Ha 3alIUTY M0J10KeHHH. PaboTa MoJIHOCTBIO COOTBETCTBYET TPeOOBAHUAM, MPENBIBIAEMbIM K
JUCCEPTALHMAM Ha COMCKAHHE YYEHOH CTENeHH KaH/1/1aTa XMMHUYECKUX HayK B COOTBETCTBHH C MyHKTaAMH
9-14 Ionoxenus o NPUCYAKICHUHM YueHBIX cTeneHei (yTBepkaeHo [ToctanoBnenneM [IpaButenscTa PO
ot 24.09.2013 r. Ne 842 B neiicTBytomieit penakuuu). YUuThiBas aKTyaqTbHOCTh TEMBl H HAYUHYIO HOBH3HY
paboTel, cuuTar, 4TO ee aBTop, MBaH AJseKkceeBWY, 3acily)KMBAeT [PUCYKIEHHS YYEHOH cTerneHu
KaH/AM1aTa XMMHYECKHX HayK 1o cretuaibHocTH 1.4.1 Heopranuueckas XMMUs (XUMHYECKHE HAYKH).

CornacHa Ha 06paboTKy nepcoHalbHbIX JaHHBIX.

Kangunar xumuueckux Hayk (1.4.1 Heopranuveckas XuMus (XHMHYECKHE HAYKH))
Hayunbiii cotpyanuk Jlabopatopun GTopupoBaHHBIX cOeIMHEHHH
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