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Ha aBropedepar auccepranun BosorkaHmHol AuHbI  BiaagMMupoBHBI HAa  TeMy
«Tononornyeckuii aHAIN3 KAK YHMBEPCAJBHLIH TOAXOA A M3YYCHHS MOJEKY] B
KPHCTAIIHYECKOM M0Jie: 0T MOJICKYJIAPHBLIX OPraHuvecKuX COeXWHeHWH /10 accolmaToB ¢
OMOMAaKpOMOJIEKyIaMM», TNpPeACTABJEHHOH HA COMCKaHWE YYeHOH CTeneHu [I0KTopa
XHMHYECKHX HayK 110 cnennaabHocTn 1.4.4, Dusuueckas XHMus

I'eoMETPHKO-TONOIOrHYECKHE U KBAHTOBO-XAMHYECKHE METO/(bl AHAJIM3a KPUCTA/UIMYECKHX
CTPYKTYP XMMHYECKHX COCIMHEHUH C Pa3NIHYHBIMU THIIAMH XHMHYCCKUX CBSA3CH SBISIOTCS BAXKHBIM
MHCTPYMEHTOM, KOTOPbIM [IPHMEHAETCS MPU PELICHHH CAMbIX PAasHBIX 3a1a4 CTPYKTYPHOH XMMHUH U
marepuaioseienus. Kak mpaBuno, 3TH MOJXOABI, HA3BIBAEMBIC TAKXKE MOIENSIMH, MCIONb3YIOTCS
HE3aBHCAMO JIpYT OT ApyTa M3-3a CIOKHOCTH UX OCBOCHHUS M CICHH(MHYHOCTHIO PE3YALTATOB KAXKIOMH
U3 HEX. B nocieisee BpeMs CTAHOBUTCA XOPOIUMM IIPABHIIOM NPUMEHATH OJIUH M3 YIOMSHYTBIX
BBIIIE TIOAXOAOB JUIA OMUCAHUS KPUCTALIMYECKHMX BEILIECTB U TPAKTOBKH PE3YJILTATOB CTPYKTYPHOTO
aKcnepumenTa. Yaime scero B TaKMX CydasX NPUMEHSIOT T€OMETPHKO-TONONOTHYECKHI TIOIXO,
pexe - KBaHTOBO-XMMHYECKHE PAaCyeThl. [€OMETPHKO-TOMONOIrHYECKHUH aHanu3 NpocT U ObiCIp B
UCHOIHCHHH, PE3Y/IBTAThI €TO XOPOUIO TPAKTYeMbl ¥ GOJIBIIMHCTBO €r0 METON0B aBTOMATH3HPOBAHO.
HanpoTus, KBaHTOBO-XMMHMHYECKHE pacyeTbl BECbMAa BPEMS3ATPATHBIE, CIOXHO OOBACHUMBIE H
TpeOyIOT Wit UX BLITOTHEHHA CTICIMABHBIE 3HAHNUS 1 JI0POTOE IIPOrpaMMHOE 00ecTIeueHre.

ABTOp TIPEJCTABIAEMOIO MCCICAOBAHUS B COBEPIUEHCTBE BJIAJEET OOOMMH METONAMH
ananu3sa, 4To no3sonmio Bosorkanuuoi A.B. He TONBKO CPABHUTH 3TH TTOAXOJBI APYT C APYTOM, HO
1 OLCHHTE B3aMHOC COTTIACOBAHUE PA3HBIX METOJAOB H I'PAHHUIBI X NPHMCHUMOCTH. DTO LICHHEIC
pe3ynsTaTel aHHOM paboThl, TAK KaK OHM OTKPHIBAIOT HOBBIE BO3MOXHOCTH /IS pa3BUTHS
COBPEMECHHBIX METOA0B AHATHM3a KPHCTANIHYECKUX CTPYKTYp. OTpagHO OTMETHUTh, YTO KAKUX-TTHOO
CpaBHEHMH 0OCYXAacMbiX MOZEICH K Hayaly JuccepTauMoHHOM paboTsl Bonorkauuuoit A.B. He
NPOBOAMTIOCK, N03TOMY paboTa BomorxanuHo# A.B. sBAseTca akTyalbHOH H, HECOMHEHHO,
IPEACTABISACT HE TOIBKO TEOPETHIECKHH, HO M NPAKTHYCCKUI HHTEPEC.

Hay4nasi HoBu3Ha pesynbTaroB paGoTh! Onpenensercs Tem, yto Bonorkanuaa A.B. Bnepsbie
TIPH CPABHEHHM MOJCIICH y4ia pacnpeie]eHNe JIEKTPOHHOM IIOTHOCTH P(r) B KPUCTAIUIMYECKHX
BCLIECTBAX W I[IPUMEHHIIA METO/Jbl ONMUCAHUA KPHUCTALUIMYECKUX CTPYKTYP, ONHpAalOIMECs Ha
$yuxmio p(r). HoBelif 110AX0Z HO3BONKI YCTAHOBHTH CXOXKECTh B KPHCTAUIC aTOMHBIX JAOMEHOB,
OrPaHHICHHBIX MOBEPXHOCTHIO HYICBOTO MOTOKA, IOMMIAPOB Boponoro-/uprxie u nopepxHocTei
Xupmdensia. Kaxioe u3 9THX TpexX NPEeACTABIEHHI aTOMa MMEET OTPEIE/ICHHBIE IPEUMYILECTBa 1
HE/I0OCTATKH, HO COBMECTHOE MX HCTIONB30BAHKE MO3BOMAET CO3ATh 60lee YHHBEPCANBHYIO MOJIEH,
CYIIECTBEHHO TOYHEE OINMCBIBAKOLUYIO PEANbHBIA O0OBEKT — aTOM HUIM MONSKYJy B Kpucramwie. Tak
rmonmu3ipsl Bopororo-/upuxiie B cTepeoaTtoMHON MOAEIA ICPEOLECHUBAIOT PA3MEPLI JIETKHX aTOMOB,
MOJIE/Ib «aTOMOB B Mosekyne» (AM) npobnemMaruyHO MCIONB30BATH MPH HEGOMBIIOM rpajHeHTe
/IEKTPOHHOM MIOTHOCTH, KaK B CIIy4ae M-KOMIUICKCOB, a oBepXxHOCTH Xupuipensaa (ITX) MoxHO
MOCTPOUTH TOJILKO U1 MONEKYIAPHBIX, O{HOKOMIIOHEHTHBIX KPUCTAJIIOB.

BaxxHo OTMETHTB, HYTO B pPacCMAaTPUBAEMBIX MOJENSX OTCYTCTBYET HEOOXONMMOCTH
HCIO/Ib30BaTh KAKHE-TMOO pPaaMychl aTOMOB, YTO TO3BOJSET MPHUMEHATh MX IS M3yYeHMs
KPHCTAJIMYECKHX BELIECTB B YCIIOBHSIX, OTIMIHBIX OT HOPMATEHBIX. Kpome Toro, 3T Moaenu aBrop
YCIIENIHO MPUMEHMIIA JUISL IOUCKA B KPUCTAILIIE arOCTHYECKIX W MHOTOIICHTPOBBIX B3aUMOACUCTBUH,



IIPU CPAaBHEHHMH MONEKYIAPHBIX OOBEMOB, YTO MO3BOJHMIIO C/ENATh BHIBOA O MX IOCTOSHCTBE, /IS
NIOMCKA OTIIMYMHA 10IMMOPGOB HA OCHOBE BBIACICHHS CBOMCTBEHHBIX MM MEXMOJICKYISIPHBIX H
BHYTPHMOJEKYIAPHBIX MEXATOMHBIX B3aMMOJICHCTBHMM, TIPH OLIGHKE JHEPTMM CBA3EH, a Takxke
TWAPOQHIBLHOCTH MOJEKYT TIO TapliMaJbHBIM BKJIaAaM pa3HbIX THNOB MEKMOJICKYISPHBIX
B3aMMOJICHCTBHI B 3HEPIUIO PEMISTKH U B IUIOLAJH MOJCKYISAPHOH MoBepXHOCTH. CyIECTBEHHO,
4TO GONBIIMHCTBO KPUCTAIUTHYECKHUX CTPYKTYP, HPOAHATM3UPOBAHHBIX C [IOMOIIBIO TIPEAJIAraeMbiX
Moziene, 6pu10 paciin@poBaHO ABTOPOM JTHYHO (PEIICHB! U YTOYHEHBI 78 CTPYKTYP, YTOYHCHBI 12
NPEHU3HOHHEIX PEHTIeHOAM(PAKIHOHHBIX IKCIEPUMEHTOB), 9TO MMO3BOIHIO BomorkannHoi A.B.
JeTajibHee pasobparhes B yCTPOHCTBE KPHCTAIIOB i 0COOEHHOCTSX MX cTpoeHus. [Ipu 3ToM npupoxa
XMMHUYECKUX CBSI3€H CYLIECTBEHHO OTIMYa/ach, TaK Kak ObUTH PacCMOTPEHLI KOOPIMHALIMOHHEIE
COCMHEHMS, TMOMMIAPUIECKHE COeauHeHus Oopa, coenvHeHus, cojepkauine (GopMaleBTHUECKH
aKTHBHBIE CYOCTaHIMH U ()OTOYYBCTBUTEIBHBIC COCAUHCHHS.

IlpejicraBnennbic B aBTOpedepare pe3ylabTaTbl CBHAETENLCTBYIOT, YTO AWCCEPTAIMOHHAS
pabora Bonorkanuno#t A.B. BBIIONHEHA HA COBPEMEHHOM HAyYHO-METOIMYECKOM M
JKCMEPUMCHTaNbHOM ypoBHE. IlonyyeHHble pesynbTarhl 00Ma7aloT HECOMHEHHOW HaydHOMH
HOBH3HOH M NPEACTAB/IAIOT IPAKTHYECKUH WHTEpPEC JUIA HEOPraHuYecKo#, KOOpIMHALMOHHOM,
KBAaHTOBOM M CYNpaMOIEKYIsApHOH Xumuu. ABropedepar Xopomo o(OpMIEH, BCE C/le/laHHbIC
BBIBOZIbI M 3aK/IIOYCHMS, KaK [PaBuilO, apryMEHTHPOBaHBI W OOOCHOBaHBIL J{OCTOBEPHOCTH
MOJYMCHHBIX PE3Y/ILTATOB ONPENENAeTCs UCMONb30BAHHEM COBPEMEHHOTO IPELH3HOHHOIO HAYYHOIO
060pyRoBaHys, TINATCIEHOM 1 aICKBATHON MaTeMaTideckol 06paboTKoM OTyIeHHBIX PE3yILTATOB,
a TakkKe COINIACOBAHHOCTHH) COBOKYIHOCTH MOIYYEHHBIX NAHHBIX C AHAJIOTHYHBIMH CBE/EHUSIMH
JAPYIUX UCCISROBATENCH.,

Ilo copepxanuio ¥ o(GOPMICHHIO AMCCEPTALMOHHOM PaboThl M aBTopedepara MMEKTCH
CIIEAYIOLIKE BONPOCH] U 3aMeYaHUe:

- Kak MoxHO 00BACHUTB, 4TO BemMuKHA 00beMa nosmsapa B/l win 06beMa, OrpaHHYeHHOTO
noBepxHOCThI0 Xupiudesa, aroMa-KOMILIEKC000pa3oBarens MpeBsIaeT 00beM V am B CpeiHeM HA
14-20% (ctp. 6)? DO CBA3AHO C TOYHOCTHIO HHTErPUPOBAHUS 5% B MOJEIH KATOMBI B MOJICKYIAX)»

(ctp. 23)?

- Uro 03HauaeT TEPMUH «TOMOJOTHYECKHE JiekapeTBa» (cTp. 42)? Kem, korma v s Kakoi
IPYNIIBl XMMHYECKHX BEMIECTB ObLIO BIICPBBIC WCITONB30BAHO TO NOHATHE?

- C1p.28-36, puc.8, 9, 10 u 12 orcyrcrByer 0603Ha9€HAS KOOPAMHATHLIX OCEH.

Bhicka3anHple BONPOCHI M KOMMEHTApHUM HE SBIAIOTCS CYIIECTBEHHBIMM, a HOCAT JIHIIb
yrounsgomuii  xapaxtep. ConepxaEue AMCCEPTAUHOHHOM paboThl MOJHOCTBIO COOTBETCTBYET
nacnopTy Hay4uHo¥ cneuumanbHoctd 1.4.4. ®@uzmyeckas xumus (mywktsr 1, 9, 10, 11). TTo Teme
JWCCepTALHH OMYOIHKOBAHO 32 CTAaThU B PELCH3UPYEMBIX HAYYHBIX M3NAHMSX, HHACKCUPYIOMIMXCS
B MexayHaposubix 6asax WoS u Scopus, 1 Te3ucs! nokinanos 11 kondpepenmii.

Her Hukakux comHenuii, uto amcceprainuoHHas paGora AHEHB BiaguMupoBHBI
Bonorxanunoit o coeii axTyansHOCTH, HAY4HOH HOBH3HE, 00BEMY BBIIOIHEHHBIX HCCIETOBAHMI,
HAyYHOH M MPaKTHYECKO¥ 3HAYMMOCTH TIONMYUEHHBIX PE3YITBTATOB SBISCTCS 3aBEPIIEHHON HAyYHO-
KBAIMQUKALUMOHHOK pabotoii W coorBercrByer TpeboBanuam 1mm. 9-14 IlocranoBneHus
Ilpasutenscrea PO or 24.09.2013 Ne 842 «Ilonoxenus O MPUCYKIEHMH YYEHBIX CTemeHeil B
DeflepabHONO  IOCYIAPCTBEHHOTO OIOMKETHOTO yupekaeHus Hayku Wacruryre OG6umeid u
Heoprannyecko#t Xumun nm. H.C. Kypnakosa Poccuiickoit akanemun Hayk» ot 29 mapra 2024 r.,
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MPENbABIAEMbIM K MCCEPTALUAM HA COMCKaHUE YIEHOM CTEMEeHM JOKTOpa Hayk, a eé arrop AHHa
BirapumuposHa BomorkaryHa 3aciyXUBacT IPUCYXKACHUS YIEHOM CTENIEHH TOKTOPa XMMHYECKHX
HayK 1o cnenuanbHocTy 1.4.4. Ousuueckas XHMUs.

A, Hlesuenko Anexcandp Ilemposuu, 0aio coznacue na 6KnOYEHUE CEOUX NEPCONANLHBIX OaHHBIX 6
OOKyMenmbl, ce33anmble ¢ pabomoti OUCCEPMaYUOHHO20 Co8ema, u ux OarbletiuyIo 06pabomxy.

BK CT. Hay4HbIH COTPYIHMK, AOKTO M\"m&
e PY ; P {  Ieuenko Anexcanup Ilerposuy
XHUMHUYCCKUX HayK T

Camapckuii punnan ®I'BYH Pusuueckoro uucruryra um. [LH. Jle6enera PAH (C® OGHAH),
443011, r. Camapa, yn. Hoso-Canosas, 1. 221.
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