OT3bIB
OOUILINAJIBHOI'O OIMIIOHEHTA
o nuccepranuu benoBa Koncrantuna BacunseBuua « KonpopMamoHHbIe paBHOBECHS: MOJIEKY T
JMJO0KanHa U psiia peHaMaToB B HACHIIIEHHBIX PACTBOpPaX B Cpelie CBEPXKPUTHUECKOTO HOKCHIA
yriepojay, peCTaBIeHHON Ha COMCKAHUE YUEHOM CTeNeHH KaHuAaTa XUMHYECKUAX HayK
0 crienuaabHOCTH 1.4.4. du3ndeckass XUMUS.

Huccepraums benoBa KoHcranTuHa BacunbeBnua SIBISETCS CEphE3HBIM® HAyUYHBIM
HCCIIEIOBAHUEM TIPOLECCOB (OPMUPOBAHHS MOJUMOPGHBIX (GOPM MalbIX MOJIEKYN psaaa
(enamaroB, obnazaroUMX KOH(GOPMAMOHHO-OMPEALIIEMBIM MOJTUMOPPHU3MOM, U JIHIOKAWHA C
IIPUBJICYEHUEM METOAOB CIIEKTPOCKOIUHU SIEPHOTO MarHUTHOro pe3oHanca (SIMP) u kBaHTOBO-
XMMHYECKHUX pacyeToB. Mertogamu auHamudeckoro SIMP  wu3ydeHbl koHbOpMaluOHHBIE
DaBHOBECHS. MaJIBIX MOJIEKYJl JIEKAPCTBEHHBIX COEAMHEHHH IMKOJAaMHA M psiga (EeHAMATOB B
HACBHIEHHBIX PAacTBOpax B Cpele CBEPXKPUTUYECKOIO MUOKCHAA YIJIepoAa MpU  pas3IHYHBIX
JaBJICHUAX M TeMIeparypax. AKTYalbHOCTh MpPEACTaBICHHON paOOThHl HE BBI3BIBAET COMHEHWI,
IOCKOJIBbKY MOJMMOP(HBIA CKPUHHHT SBJISETCS HEOOXOMUMBIM 3TAllOM CO3IaHHUS JIeKapCTBEHHBIX
COEIMHEHHH, U MO3BOJISET HE TOJIBKO OOHApY:XHTh HOpMy ¢ TpeOyeMBIMH (PH3UKO-XUMHUYECKHMHU
CBOMCTBAMH, HO M MHHHMMH3UPOBATH PUCK BBIBOJA HAa PHIHOK JIEKAPCTBEHHOTO COEIMHEHHUS B
MeTacTaOuiIbHOHN nomumopdHoi Gopme. OTMeUy, YTO B HACTOSIIEE BpeMs cneKTpocxohm SIMP u,
B YaCTHOCTH, CIEKTpockomus saepHoro 3dgdekxra Opepxayzepa (NOESY), sBnsercs omHuM u3
caMbIX HH(GOpPMATHBHBIX METOJOB KOHTPOJII M KOJHYECTBEHHON OIICHKH KOH()OPMAIHOHHBIX
PaBHOBECHUN MaJIbIX MOJIEKYJl B HACBHILIEHHBIX pacTBopax. J[aHHBIM (U3UKO-XUMHUECKHH METOM B
COYETaHUH C KBAHTOBO-XUMHUECKUMHU pacyeTaMy IM03BOJISIET pellaTh YHUKAIbHEIE HayYHBIE 33a91
U NOJIyyaTh KOJMYECTBEHHYIO MH(GOpPMAIMIO O MapaMeTpax CTPYKTYPBI MOJIEKYJ B pacTBOpax H
¢mounax. Kpome Toro, ucmosib30BaHHE CBEpXKpUTHUeCKoro muokcuaa yriepona (ckCO;) B
Ka4eCTBE pacTBOPHUTENS paccMaTpUBaeTcs Kak , Haubojee OKOJIOTHYECKH 4YHCTas 3aMeHa
TPaAULIHOHHBIM OPTraHHUUYECKUM PACTBOPHUTEIISIM. )

Juccepranusi COCTOUT M3 BBEACHHUS M TpeX TIJaB, BKIIOYAIOMIMX 0030p TUTEpaTyphl, dKCIIe-
PUMEHTAJIBHYIO 4acTh C ONKUCAHUEM TEOPETHYECKHX IMOJAXOM0B M (PHU3UKO-XUMHUYECKHX METOJOB,
HCIIOJIb30BAaHHBIX B paboTe, a Takke IJIaBbl 0OCYXKIEHHUS pe3yJbTaTOB, IOJTYYEHHBIX aBTOPOM, H
BbIBOZIOB. Pabora u3noxena Ha 190 crpanunax, Bimoudas 91 pucyHok u 25 Ttabmun. Coucokx
IUTHPYEMOH JTHTEpaTyphl cOCTOMT k3 302 HammeHoBaHmit. OTMedy, YTO TEKCT HANHCAH OYEHb
 TOHSATHBIM M JIOCTYIHBIM JaX€ HECHEIHAIUCTY S3bIKOM, M XOpPOIIO IPOH/UTIOCTPHPOBAH.
Pe3ynpTaThl AMCCEPTAlMOHHOTO HCCIEIOBaHUS B TOMHOH Mepe oTpaxeHbl B 10 craThix,
onyOJIMKOBaHHBIX B JKypHaiax, BKIIOUeHHBIX B [lepeuenp u3nanuil, pexkomeHnoBaHHbIX BAK, a
TaKXe B Te3Hcax 8 NOKIJIa[oB, OMyOJIMKOBAaHHBIX B COOpHHKAX TPYJOB KOH(EpeHIUH pa3iInyHOTrO
ypoBHS. Bce cratbu omyOMMKOBaHBI B PELEH3UPYEMBIX JKypHajlaX, HWHICKCUPYEMBIX B
MEXIyHapoaHBIX 6a3ax HayuHoro nutupoBanus Web of Science u Scopus, B ToM yucie 6 crareit B
KypHanax ¢ kBapTwisimMu Q1.

Bo BBeneHHMHM AOCTATOYHO JAaKOHUYHO CQOpPMYIUpOBaHA TMOCTAHOBKA 3ajadyd, IMOKazaHa
aKTyaJIbHOCTb, HOBU3HA U PAaKTUYECKasi 3HAYMMOCTh pabOTEHI.

B nureparypHoM 0030pe naHO mNOApoOHOE OMHMCaHUE SIBICHUS NOIMMOpdH3Ma, Kak
KIIIOUEBOTO  (akTopa KOHTPOJISL (DU3UKO-XMMHUECKHX XapaKTEPHCTHK MOJIEKYJ, OIHCAHUE
pasnuuHbIX MeToauk SAMP mist uccnenoBaHus MOJIEKYJISIPHBIX MEXaHH3MOB M IPOCTPAHCTBEHHOMH
CTPYKTYpbI MOJIEKYJI B pacTBOpax, a TaK)Ke OMUCaHHe (HU3UKO-XUMHUYECKHUX CBOHCTB HCCIIEIyEMBIX



coenqMHeHuH. Marepuabl 3TOH I1aBbl CBUAETENBCTBYIOT O XOPOIIEM 3HAHWH aBTOPOM JIUTEPATY Pl

10 pacCMaTpUBaEMbIM MPoOIeMaM.

Bropas riaBa mocBsilieHa 3KCIEPUMEHTAIBHBIM MeToaaM. OMucaHbBl HMCIOJB30BaHHBIE B
pabore Meroisl pacyera u onmcanue MeTonuk SIMP s mOMydYeHMs CTPYKTYPHBIX H
JMHAMHMYECKHUX IIapaMeTpPOB HCCIENyeMbIX coenuHeHui B pactBopax ckCO,. Takxke moapo6GHO
OIKCaH Mpoliecc MpoOOMOIrOTOBKH. ‘

Tperbs rnaBa nocBslleHa U3JI0KEHUIO U 00CYKICHHUIO MOIYYEHHBIX pe3ysibTatoB. Hanboiee
3HaYMMBIMH, Ha MO B3IJISi, pe3yJIbTaTaMu SIBJISIFOTCS:

1) PaspabGotan u anpoGupoBaH MOAXOJ K ONpPEACTICHUI0 KOH()OPMAIIMOHHBIX PABHOBECHH MAJIBIX
MOJIEKYJl JIEKAPCTBEHHBIX COEIMHEHHH Ha TNpuMepe JUAOKaWHAa H psaaa ¢GeHaMaroB B
HACBIIIEHHBIX PAcTBOpPAx CBEPXKPUTHUYECKOTO AUOKCHAA YIJIEpOJa, OCHOBAaHHBIM Ha JAHHBIX
OJIHO- ¥ IBYyMEPHOM CIIeKTpOoCcKONUU AMP 1 KBaHTOBO-XMMHUYECKHUX PACUETOB.

2) IlokaszaHo BIHMSIHHME NAapaMEeTPOB COCTOSIHMS (IaBICHHUS M TEMIEpaTyphl) Ha pacrpeieieHue
Josied Tpynn KOHGOPMEPOB. YCTAaHOBJIEHO TAaK)Xe, YTO U3MEHEHHS B PacCIpeleeHHH I0Jei
rpynn KoHGopMepoB (eHaMaToB KOPPEIHPYEeT C YBEIHYEHHEM 3JIEKTPOOTPHHATETHHOCTH
aTOMOB BXOJSIIMX B COCTaB 3aMECTUTENEH B UX CTPYKTYpeE.

PesynpraThl, mOJyuyeHHble B paMKaX TUCCEPTALlMOHHON palOTHI, AAIOT IPEACTABJIICHHE O
KOH(OPMAIIMOHHBIX PAaBHOBECHSX MaJBIX MOJIEKYJ] B HACBHIIIGHHBIX pacTBOpax B Cpele
CBEPXKPUTHYECKOrO JHOKCHIA YIJEpOJa W MOTYT ObITh NPUMEHEHBI IS CO3JaHHS TBEPIBIX
JIEKapCTBEHHBIX ()OpPM C 3aJaHHBIMH CBOMCTBaMH. B menom e mpeicTaBieHHas HHCCEpTaIUs
SBJISIETCS  3aKOHYEHHBIM HAyYHBIM HCCII€JIOBAaHHEM, BBIIOJHEHHBIM C  HCIOJb30BAHUEM
COBPEMEHHBIX  JKCIIEPUMEHTAIbHBIX  METOAOB, IO3BONISIOIIMX  IOJydyaTh  OOBEKTUBHYIO
MH(OPMALHMIO O CBOUCTBAX UCCIIENYEMBIX COEIMHEHUM, B YaCTHOCTH METO1a TMHamu4eckoro SIMP.
[lomyueHHBIE aBTOPOM 3KCIEPUMEHTAJIbHBIC JAHHBIE W BBIBOJBI HE BBI3BIBAIOT COMHEHHUS B HX
JIOCTOBEpHOCTH. JluccepTranmoHHas paboTa COOTBETCTBYET crenuaibHOCTH 1.4.4. OusnyecKas
XUMHSL. "

3ameyaHus:

1) U3 xakux coobpaxeHuil BbiOuMpanoch BpeMsi cMmemuBaHus 0.9 ceKyHAbI B AKCIIEPUMEHTE
single-NOESY? CornacHo nuTepaTypHBIM JaHHBIM, 3aBHCHMOCTh HHTEHCHBHOCTH KpOCC-
IIUKOB OT BPEMEHH CMEIINBAHUS CTAHOBUTCS CHIIBHO HETMHEHHOU IpH tm > 0.5 s.

2) Yem otnuuaercss T1 myM oT oObI9HOro, oHM 06a CIydaiHBI MO BPEMEHH, MOYEMY MJIs
komrieHcanuu T1 mryma Hy)keH 0coObId moaxomn? .

3) B mepechlieHHBIX pacTBOpax MOJEKYJIbI MOTYT HAXOJUTHCSI HE TOJBKO B BUJE MOHOMEPOB,
HO ¥ B BUJIE KJIACTEPOB — OKAa3bIBAIOT JIM MEXXMOJIEKYJISIpHbIE B3aUMOJEHCTBUS BIMSIHAE HA
TOYHOCTh OIPENENIEHUs] PACCTOSHHM MEXIy NIPOTOHAMH BHYTPU MOJIEKYJIBl METOIOM
NOESY? B uvacTHOCTH, HE MOXET JTH 00pa30BaHHE MEXMOJIEKYISIPHONH BOJIOPOAHON CBSI3U
B pe3yJIbTaTe poCTa JaBJieHHs, O KOTOPOH MPSAMO TOBOPHUT aBTOP B pasielie 3.3, MOBIMATH Ha
pe3yJbTaThl pacyera? '

4) Pucynox 3.20: HENOHSATHO KaK YyCTaHABIMBAJIOCH paclpeieieHHe 6-TH KOH(POpPMEpOB
Ipe/roaras 1By XIO3UIIHOHHbIA 0OMEH.

5) Pucynok 3.1 memonctpupyer orcyrcTBHe kpocc-mukoB B NOESY cmextpe MK B ckCO2,
3apeructpupoBanHoM mpu 45°C u 9 Mlla. B Toxe Bpems, Ha pucyHkax 3.21 u 3.22
NPUBOJATCS MapaMeTphl, pacCYMTAaHHbIE Ha OCHOBE 3TOr0 CIEKTpa. BO3MOXHO, aBTOp
IIPOCTO HE yKa3aJl B HOAINUCHU K pUCYHKY npucytctsre 2% JIMCO.



6) BbBombl 3 M 5 M3MMIIHE NETATH3MPOBAHBI, MOXHO OBLIO OOOUTHCH 0€3 IEepPEedYHCIICHUS
IIPOLIEHTOB B 0003HaYeHui koHpopmepos (A, B, C, JI).

VYkazaHHBIC 3aMEuyaHMsl, OJJHAKO, HUKOUM 00pa30oM HE MCKaXKAIOT CYyIECTBa MpPEICTaBICHHOM
JUCCEPTAllMOHHOM paboThl, KOTOpas 10 CBOEH IIeNH, HAy4YHOW HOBH3HE, aKTYaJlbHOCTH,
[IPaKTUYECKOH 3HAYMMOCTH, a TaKK€ IPEJCTAaBICHHBIM IyOIHUKAIIUIM TIOJHOCTBI® OTBEYAET
TpeboBanusM myHKTOB 9-11, 13, 14 [IlonoxeHHs O NPUCYKACHUH YUYCHBIX CTeleHel
~(yrBepkaenHoro Ilocranosnenuem [IpaButenbctBa Poccmiickoit ®enepanuu ot 24.09.2013 r. Ne
842) B pelictByromei pemakuuu, a ee aBTop, benoB KoncranTuH BacuineBuu, Ge3ycClIOBHO,
3aCIIyKUBAET IPUCYXKACHUS €My YyUEHOH CTeIeHH KaHIuIaTa XMMHYEeCKHX HayK MO CIeIHaTbHOCTH
1.4.4 ®usnyeckas XUMHS. ’

OdunuanbHbIi OMMOHEHT: S M / [TonsxoB Hukomnait DnyapnoBuy
JOKTOP XMMHYECKUX HAYK, ~
3aBenyromuii 1abopaTopueil MarHUTHBIX SIBJICHHUH

VHCTUTYTa XUMUYIECKON KHHETHKH U ropenus uM. B.B. Boesojckoro
Cubupckoro ornenenuss PAH (MXKIT CO PAH)

Hosocubupck, 630090, Y. UnctutyTckas, 3;

Ten. +7 (383) 3332947, e-mail: polyakov(@kinetics.nsc.ru
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[Toanuce [lonsikoBa H.D. 3aBepsito:

VYuensiit cekperaps UXKI' CO PAH
K.¢.-M.H. [IpipsieBa Anexcanapa [laBnoBHa
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