O13BIB
Ha apTOopedepaTt aucceprauuu Bonor:xkanunoii Auner BaaaumMupoBHsI
«Tonmosornyeckuii AHAIH3 KAK YHHBEPCAJILHBIN MOAX0X 15 H3YYeHHsI MOJIEKYJI B
KPHCTATHYECKOM IoJIe: 0T MOJIEKY IS PHBIX OPraHHYecKHX coeJHHEeHN l 10 acCOIHATOB ¢
0MOMAKPOMOJIEKY/IAMH» NPEACTAB/IEHHLI HA COHCKAHHE CTENEeHH JOKTOPA XHMIYEeCKHX

HAYK 0o cnennaabHocTu 1.4.4 — pusnyeckas xumus.

HuccepranuonHas padora Bonorkanunol A.B. 1ocesiieHa CpaBHHTEILHOMY aHANH3Y
TpPeX METOJOB KPHCTALIOXMMHYECKOr0 aHallu3a, OCHOBAHHBIX Ha Da3OHEHHHM TPEXMEPHOro
[IPOCTPAHCTBA HAa 00NACTH, OTBEUAIOIIME aTOMaM H MONEKYJIaM C LEeNbI0 ONpeeleHus TPaHuI]
X NPUMEHAMOCTH H IOMCKA HOBBIX CIOCOOOB IPUMEHEHHS IS BBIABIACHUSI KOPPEISALMH
«CTPYKTYpPa-CBOHCTBOY.

PaGota opuWeHTHpOBaHa Ha CTPATerHi0 COKpameHHa cpoka oOpaborku Oompmmx
MACCHBOB CTPYKTYDHBIX JaHHBIX Oe3 moTepH LEHHOH HH(OpMAIHH O TpaHHNAx AeHCTBHA
CTPYKTYPHBIX €IHMHHI HIIM COBOKYIIHOCTH BCEX MEKMOJEKY/IAPHBIX B3auMoAeicTBHH. ABTOp
pemmna 3amaud, CBA3AHHEIE ¢ BBEIYHCIGHHEM B PaMKaxX TPEX METOJIOB JECKPHIITOPOB CBA3EH,
aTOMOB M MOTEKYJl B CTPYKTYpe OpPraHHuecKHX, 3JIEMEHTOOPraHHYECKHMX H KOOPIHHAIIHOHHEIX
COeIMHEHHH U MOHCKOM KOPPENAIHH MEKIY BETHIHHAMY, MOTYUYCHHBIMH Pa3HBIMH MOIX0AaMH.,
ITosnyveHHBbIe BBIBOAEI OBUTH CHOETAHBl HA OCHOBAHUHM DPELICHHS 78 HOBBIX CTPYKTYD, aHamM3a
3NMeKTpOHHOM  miotHoetw  Oomee 50  coenuHeHHH, psiga  MYJIBTHTEMIIEPATYPHBIX
peHTreHOMH(PaKIHOHHBIX [IAHHBIX, @ Taikke TBepHO(GAsHEIX peaxkuui, MpoTeKalomux Oe3
paspyleHHs MOHOKpHcTayuia., JluccepralHoHHas paboTa NpeacTaBasieT coOOH OpHTHHANIBHOES
HAYYHOE HCCJASIOBAHME, BBIMOJIHEHHOE HA COBPEMEHHOM YDOBHE ¢ HCIONL30BaHHEM
COBPEMEHHOTO 0D0PYIOBAHHS U IPOTPAMMHOI0 00ECIEHEHHA.

B pafore moaxox K HCCIENOBAHHIO NOTUMOPOHEIX MOIH(PHKALNH rOMOMOIEKY IAPHBIX
COeIMHEHHH ¢ ITOMOIIBIO pasbuenus BopoHoro paciuyMpeH Ha u3y4eHHe ocobeHHOCTEH ha3oBhx
MepexoaoB H KOHGOPMAIIMOHHOIO aHA/IK3a COEHHEHHH B FeTEPOMOICKYIAPHBIX COSIHHEHHSIX.
Briepeble NPEAIOKEHO HCIONB30BAaTh aTOMHEIC ITOBepXHOCTH Xwupmenpia UIL aHaTH3a
MHOTOLICHTPOBBIX B3aHMOJECHCTBHH H O0OHapy:KeHa KOppesilHs MeXTy MNapiraibHEIMH
BKJIAIAMHA Pa3HYHEIX THIIOB MEXMOJEKYISPHBIX B3aMMOACHCTBHA B MJIOIMIANb MOJIEKYJIIPHOH
MOBEPXHOCTH Xupuidensaa U MOAEKYJISpHOro nomusapa Boponoro. MaTtepHans! qAccepTaiuy,
H3jI0keHHbIe B aBTopedepare w mybmukanusx BonorxanuHod A.B., npeacTaBiisiOT HHTEpEC
JUIA CIIENHATMCTOB B 00/IaCTH KpHCTaIorpaQuH W MaTepHATOBEICHHS, & TakkKe CTYICHTOB,

06yHaromuxcs 110 HANpaBJIeHAsIM (U3HYECKON XUMHN U XeMOHH()OPMaTHKH.



3aMmevyaHHs:

(& B Texcre pasjena 5.1 npucyTCTBYeT onpesieNieHHas HeJ0CKa3aHHOCTL 00 OMpejie/leHHH
CTEIEHH KOBAICHTHOCTH CBA3H M3 KPUBH3HELI aTOMHOM MOBEPXHOCTH. B 1ienomM, caenats BHIBOIEL
Oomee yOeIMTENBHEIMH MOMKHO, HAOPHMED B3AB JIAHHBIE TONOJOTHYECKOTO AHAIN3A
JJIEKTPOHHOM MIIOTHOCTH COOTBETCTBYIOLMX CBSI3eH M COMOCTABUTE C BEJHYHHAME KPHBH3HBL

2. Ha crpannnax 37 u 38 amamusupyercs KPHBH3HA OT/IC/IBHBIX YY4CTKOB MOBEPXHOCTH
atomos Xupurpensaa. B cioydae monusapos BopoHoro kpuBH3Ha OYEBHIHO OTCYTCTBYET, HO
OacceffHOB TOJYYEHHBIX B paMKaX Teopun ATOMOB B Mmonekynax P. Beifzepa Taxxke ectb
KpuBnu3Ha. CuMranack JM BeJIHYMHA STOH KPHBH3HEI H OLUTH JIH TONBITKH COIOCTABHTH €€ C
NaHHBIMH aTOMOB Xupindensaa?

HecMoTpst Ha  BEICKa3aHHBIE 3aMeYaHMs  ClELyeT OTMETHTh, 9ro paboTa
«Tonmonmoruyeckud aHanu3 Kak YHHBEPCANBHBIN MMOMXOA JUIA H3YYeHHS MOJISKYT B
KPHCTAUTHYSCKOM II0JI€: OT MOJIEKYJISIPHBIX OpraHHYEeCKUX COeJMHEHHH JI0 aCCOIHATOB ¢
OHOMAKPOMOIIEKyYIaMi» COOTBETCTBYeT mm. 9-14 «IlonoyeHHs © NOpAAKE INIPHCYKICHHS
YUYCHBIX CTeneHei», yrepixnenHoro Ilocranosnenuem [Ipasurenscrsa P® ot 24.09.2013 Ne
842 (¢ H3MEHSHHAMH H JIONOIHCHHAMH), a Takke I 2.1-2.5 «[lonoxkeHHs 0 NMPHCYIKICHHH
YYCHBIX CTereHeH B @eIepalbHOM TOCYNApPCTBEHHO OIOUKETHOM YYPEKICHHH HAYKH
Wuctutyre O6melt u Heopramwueckoit Xumuu um. H.C. Kypuakosa Poccuiickoit Axanemun
Hayk» ot 29 mapra 2024 r., npebasiseMpM K THCCEPTAMIM Ha COMCKAHHE CTENECHA HOKTOpA
Hayk, a e¢ apTop, Bonorxkanmnma AmHa BiaguMupoBHa, 3aciyXWBAET NPHCBOEHHS CTENEHH

JIOKTOpa XHMHYCCKHX HAyK 110 crnienuanbHocTH 1.4.4. — pusngeckas XuMus.

JlokTop XHMHYeCKMX HAayK, BEIYIIUi HAYUHEIH
COTPYIHHMK 1abopaTOpHU TOHKOTO OPraHHYECKOro

cuaTesa uM. M.H. Hazapora @®I'BYH «MuctutyT

opranpdeckod xumuE uM.  H.JI. HHHCKOI'O
Poccuiickoii aka/icMHU HAYK»
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