Penensis
Ha aucepTaniiiny poboty Ocokina €srena CeprioBria
Ha 3100y TTs cTyneHs JokTop ¢inocodii y ramysi 3uans
10 I'lpuponruyi Hayku, 3a cnemiansHicTio 102 Ximis
EJIEKTPOJHI TA XIMIYHI PEAKIII n-KOMITJIEKCIB KVIIPYMY

Axmyanonicmo memu oucepmayitinoi po6omu. Cepen HanpsMKiB CydacHHX XiMidHUX
JOCTiKEHb KBAHTOBO-XiMiUHE MOJIEIOBAHHA XiMIYHHX CIIOJNYK Ta MPOLECIB HANICKUTD
JI0 THX, IO 3apa3 OYpXJIMBO PO3BUBAIOTHCA Ta HaOyBalOTh BCE GUIBIIONO MOIIHPEHHS.
Oco6n1Bo akTyanbHO 3acTOCyBaHHA po3paxyHKiB 3a DFT ta QTAIM Meromamu 10
MPaKTHYHO Ba}UIMBHX CHCTEM, (isMUHE [OCTI/KEHHS AKAX YTPYAHEHE B CHIY
o0’ekTuBHMX npuduH. Jlo mOmiGHMX cHCTeM, 0e3yMOBHO, MOXHA BiJHECTH
HaHOJMCIIEPCHI Mi/iHI MOPOIIKHM 3 iHTEPKAIBOBAHOIO YACTKOO OPraHigHOTO KOMIIOHEHTY
Yy BUMIAAI QYHKIiOHANBHO 3aMilEHMX aJKeHiB — 00’€KT OCHiKEHHS aHoi
JYCcepTaliHHOl poOOTH.

Cmpyxmypa po6omu. Jluceprauis Ocokina €.C. 3MiCTOBHO Ta JOTi4HO MOJiNeHa Ha
YOTHPH PO3AIMA. Y NeplioMy HABENCHWH O JTEPATYPHHUX JDKEPEN 33 TEMOIO
JIOCITi/DKeHHS Ta 3po0iennii BECHOBOK IIPO HEOCTATHii 06°eM iH(popManii npo Oynosy
Ta yTBOpCHHS y pO3YHMHAX anuaoaKkBakoMiuiekcu Kynpymy. Bukopucrana niteparypa e
Cy4acHOIO Ta 3AeOUIbIMOro omyGiikoBaHa y JypHalaxX 3 BHCOKMMM iHIEKCAMH
UUTyBaHHA. JIpyru#l po3nin OpHCBSYCHHH METONaM Ta METONMKAM NOCIHIMKEHb — SK
pO3paxyHKOBHX, TaK i eKkciepUMeHTAIbHHX. CHiJ| Bi/I3HA9HTH BIACHHI BHECOK aBTOpa —
MporpamMHe 3a0e3reveHHs], WO J03BOJNAE IPUCKODHTH IPOLEC MOIETIOBAHH Ta
OpHTiHAJIbHI PO3PaxXyHKH iOHHMX PiBHOBar y po3umHi. Y TpeTiii 4acTHHI — KBaHTOBO-
XiMi9Hi po3paxyHKH Ta iX aHami3, a y 9eTBepTy 3i0paHi mpoBeneHi 3106yBauem
€KCTIEPUMEHTANbHI JIOCTI/KEHHA, IO 34aTHI mpsMo aGo HENPSMO MiATBEPAUTH
pesynbTaTd po3paxyHkiB 3 posmimy III. Haeepemi imoctpartusai MaTtepiaaM AopeyHi,
[IOPANIOK BUKIIaIaHHs JIOTTIHO OOTPYHTOBAHMIA, TEKCT MiCTUTE OJIPYKH, aJI€ B HEBEJIHKIi

KLIBKOCTI.




Hoeusna ma obrpynmoeanicme eucnoexis. Y npencrasieHiii poGoTi Brepme: 3
BuKopucTaHHaM QTAIM meroxy nposemMoncTpoBaHo 0cofIHBOCTI dN-PR-38’A3yBAHAA Y
n-KoMIuiekcax KynpyMy B HU3BKHX CTYTEHSX OKHCHEHHS!, BKIIOYAIOUH ATOMAPHY Mifb;
BHCBITJICHO BIUIMB MOJIEKYJT BOJM BHYTPIlIHEOI KOOPIHHALIHHOI cbepu Ha CTpyKTYpy T2
CHEPreTUKY KoMiuiekciB Kympymy 3 Maneinosowo, (ymapoow Ta aKpHIIOBOIO
KHUCIIOTaMH; BHSABICHI Je€Tali MEXaHi3My eleKTpPOXiMiYHHX TponeciB 3a ydJacri
auunoakbakoMiulekcis  Kynpymy 3 Henacuuenwmu —opranidavmu KHCJIOTaMH;
PO3pOGJICHO METOAWMKH TPENIapaTHBHOTO CHHTE3y 7-KOMILIEKCIB Kynpymy Ta
MiJBOpraHiYHKUX AUCHEPCiii HA X OCHOBI.

3aBIAKu 6araTO4MCICHHHM MeTomaM AOCII/DKEHHS, 3aJislHUM y JUCEepTaIiiHiii
poboTi (xBaHTOBO-XiMidHe MozemoBanus 3a DFT  Ta QTAIM wmeromamu;
BOJIETAMIIEPOMETPis 3  IHIHHOI  PO3rOpTKOIO MOTEHIialy Ta LUKJIYHA
BONbTAMIICPOMETDisl;  CHEKTPOPOTOMETPIs;  CemuMeHTAlliHMIA aHam3; IY-
CIIEKTPOCKOIIS,  TepMOTpaBiMeTpis, pacTposa EIEKTPOHHA  MIKPOCKOIiST Ta
CHEproJucnepciiHuii aHali3), OTpEMaHi HOBi opHriHaNBHI pe3ynbTaTH, SKi MaroTh
HayKoOBy Ta MpaKTHIHY LIHHICTE JUIA HAampsMy pO3pOOKH  KOMITO3MIIHHIX
HAaHOCTPYKTYPOBaHHX MarepialiB [IMPOKOTO 3acTOCYBAaHHS HA OCHOBI 3d-MeTauip.
Mozewno Ans eKcHepHMEHTANBHOI YaCTHHH CTANM TiTbKH KOMIUIEKCH Kynpymy 3
MajteiHOBoIO kucnororo. Ha Milt morsmsin, o6panns came 1phoro 06’exta 6axano 6yno 6
OOIDyHTYBaTH, ajle Ha 3arajbHE MO3WTHBHE BPa)XEHHs BiJl poOOTH Iie He BIUIMBAC.
OOMexeHicTh  06’€KTiB  eKCIepUMEHTATBHOTO pO3risily He JO3BOJIIE MOBHICTIO
NepeBIPUTH BCi pospaxynku posziny III, are mae nocuts NOBHOIHHE YSBJIEHHS PO
NPaKTHYHi ACHEKTH JAHOI pOGOTH, IKUMH MOXYTb OyTH NpONpaIboBaHi B ECepTaLiiHiii
POOOTI METOIUKY CHHTE3Y T-KOMIUIEKCIB Kynpymy Ta KkomMnosuTiB Ha iX OCHOBI.

BucHoBke nuceprauiiinoi po6ora € KOHKPETHUMH Ta OOIPYHTOBAaHHMH, MOBHICTIO
BIJITIOBIJAIOTh TIOCTABIEHIN MeTi i 3aBlaHHAM. OCHOBHI pPe3yIbTaTH NOCIIIKEHHS
BUKNIa/IeHi y 34 HayKoBHX myGlliKaLisx, B TOMy YHCI Y HayKOBHX XypHalax Kareropii
A, mpoiuuid anpo6amito Ha 6araThox KoHiepenuiax. V pobori BiacyTHi osmakm

MOpYIIEHH: aKaJeMIdHOI JOOpOYECHOCT.



Bucnoeox. Jluceprauiiina po6ora Ocokina €. C. 3a aKTyaJIbHICTIO, METOXMYHMM
HJXOAOM 11 BHMKOHAHHS, CHCTEMHICTIO Ta CKIIa[IHICTIO, HAyKOBOIO HOBHU3HOIO,
OOIPYHTOBAHMMH Pe3yIIETATAMH JOCITiKEHHS, HAYKOBHM Ta NPAKTHIHUM 3HAYCHHSM Ta
ONPAIONHCHHAM OTPHMAHMX DPe3yNbTaTiB B HAYKOBHX MPAlfX BiJNOBIAAE BAMOraM
Tlopsoxy npucyosicenns cmynens dokmopa inocoii ma cxacyeanns pimenns pazoeoi
cneyianizoeanoi e4enoi padu 3aknady euwyoi oceimu, HAYKOBOI ycmanosu npo
NPUCYOIICEHHA cmyneHs dokmopa ginocoghii 6io 12 ciuns 2022 p MNe 44, a ii aBrop
3aCIlyroBy€ Ha MPHCYJDKEHHS 3BaHHS NOKTOpa dinocodii y ranysi 3HaHb « I Ipupogamyi

HayKu» 3a cremianbHicTio 102 « XiMisy.

Peyenzenm:
Houent xadenpu ¢isuanoi, opramiunoi

Ta HEOPraHIvHOI XiMii, KaHJ[. XiM. HayK, JO1l. Karepuna ITSICOBCBHKA
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