OT3bIB
Ha aBropedepar mucceprauuy boposnunoiit Haransu IlaBinosubl
«Pazpaborka cnocoda ynpapjieHHs COPOLHOHHON AKTHBHOCTHIO HAHOTYOYJ/ISIPHBIX MATEPHAJIOB
JUIS CO3/JAHUS CEHCOPHBIX HAHOYCTPOICTBY, IIPE/ICTABIEHHON HA COUCKAaHHUE YYEHOH CTENEHH
JIOKTOpa (U3MKO-MAaTEMaTHYECKUX HAYK
no crienpaabHocTH 01.04.10 — dH3NKa MOJIYNIPOBOAHUKOB

Hanomarepuaibl OpHBIIEKAIOT 0OJIbIIOE BHUMaHHE (DU3MKOB, XMMHKOB M MaTepHaIOBE/IOB B
CBS3M C MX YHMKaIbHBIMU (U3MYECKHMH M XHMHYECKUMHU CBOMCTBaMH. VIMEHHO HaHOCTPYKTYpHEIE
00BEKTBI SABJIAIOTCS OCHOBHBIM 2JIEMEHTOM OYpHO pa3BHBAIOLIEHCS B HACTOsIIee BpeMs o0iacTu uc-
clesoBaHus — HaHOTeXHOJIOruH. Cpei HAaHOMATepHaIoB, CO3AHHBIX B IIOCIEAHHE TO/Ibl, OCOOBIH HH-
Tepec MpeCTaBIISIOT MOJUGHUINPOBAHHbIC PA3IHYHBIMU CII0COOaMU HAaHOTPYOKH, MPOABIAIONIME HO-
Bbl€ YHUKaJIbHBIE CBOMCTBA. HaHOCTPYKTYpBI, 001a/1ai0ie TAKUM KOMILIEKCOM HEOOBIYHBIX (DH3UKO-
XUMHYECKHX XapaKTepPUCTHK, aKTHBHO M3yJalOTCs KaK HOBBIE MIEPCIIEKTUBHBIE MaTepHaIbl Ul CO3/1a-
HHSl CEHCOPHBIX YCTPOMCTB, TOIUTHBHBIX 3JE€MEHTOB, aKKyMYJATOPOB BOJOPOZA M KaTaaM3aTOpoB C
HOBBILIEHHBIMH SKCIUTyaTAlHOHHBIMU XapaKTEePUCTUKAMH.

B auccepramponnoit padore H.II. Bopo3HuHOlN mnpejuiararoTcss ¥ CHCTEMaTU3UPYIOTCS BO3-
MOJKHBIE CIIOCOOBI MOU(PUKALNHE HAHOTPYOOK - CTPYKTYPHOE, IIOBEPXHOCTHOE M I'PaHUYHOE MOAU(H-
IIMPOBAaHHE X PA3TMYHBIMH aTOMaMH M )yHKIHOHAJILHBIMY IpynamMu. [lomydeHnble cuCTEMBI MOTYT
HaliTH NpUMEHEHHEe, B YaCTHOCTH, B KQUeCTBE HOBBIX OOBEKTOB HAHOIICKTPOHMKH, 4 HMEHHO HaHO-
30HJIOB JUIsl CEHCOPHBIX YCTPOMCTB, 00J1a/IatOlMX BBICOKOH YyBCTBHTEIBHOCTBIO B OTHOILIEHHM aTo-
MOB M HMOHOB ILIEJOYHBIX METALIOB. BOJIbIINE MOTEHIHAIBHBIE BO3MOMKHOCTH MOIHMHIMPOBAHHbIX
HAHOCHCTEM TPeOYIOT UX JIETAIBHOTO MCCIe0BaHUs. IMEHHO O3TOMY LeNb IPE/ICTABIEHHON JHC-
CepTAalMOHHOM pabOThI IIPEICTABIAETCS aKTYaTbHOM.

B pabore BBINOJHEHBI IPEJICTABICHBI PE3YJIBTATHl TEOPETHYECKUX M IMPAKTHYECKHX HCCIIE/I0-
BaHHUIl COPOLMOHHBIX U CEHCOPHBIX CBOMCTB YIJIEPOAHBIX HAHOTPYOOK € pas/IMYHBIMH BapHAHTAMH
Mo muIMpoBanus ¥ QYHKIMOHATH3AUKH. BBITOIHEHO KBAHTOBO-XHMHYECKOE MOJIEIMPOBAHKE PO~
[[eCCOB MOAM(GUIMPOBAHUS M B3aUMOJEHCTBUS IOJYYHBLIMXCS CHUCTEM C Pa3jIMYHBIMH aTOMaMH,
HOHAMHM ¥ OPraHMYECKHIMH COCMHEHHSMH, IIPHBEIEHB! PE3YIbTaThl M3MEPEHHs IIMPUHBI 3AIIPCIICH-
HOM 30HBI HEKOTOPHIX HAHOCHCTEM B 3aBHCHMOCTH OT crocoba WX MOAM(pHUMPOBAHHUS, & TAKXKE pe-
3yJIbTaThl U3MEPEHHS HPOBOAAIIMX XaAPAKTEPUCTHK KOMIIO3UTHBIX MATEPUAIOB, CO3JAHHBIX IIyTEM
HAaCBILIIEHHs HEKOTOPBIX [OJMMEPOB yIJIepOJHBIME HaHOTPyOKamu. B paboTe MCmonbp30BaHbl 10CTO-
BEpHbIE pacyeTHble MeTo/ bl i Mozem - Metonsl MNDO u DFT u monenu monekyisipaoro xiacrepa,
HOHHO-BCTPOCHHOTO KOBAJICHTHO-IIMKIMYECKOTO KilacTepa.

OOBEKTHl U3yYeHHss MHOIOYHCIICHHBI M DPa3sHOOOPa3Hbl, MPHUMEHIEMbBIE PACUETHBIC METO/IbI
IIPOLIIM JOCTATOYHYIO alpOOALHIO, H3/I0XKEHHE PE3yIbTAaTOB BBIIOIHEHHBIX HCCIICIOBAHHIT JIOTHYHO,
[OC/ICI0BATENIBHO M HAIJIsAHO. Pe3y/bTarsl pe/ICTaBIeHHON paboThl MOTYT OBITH B3SATHI 38 OCHOBY
NpH JlaTbHeiIeM H3ydeHHH (PU3HKO-XHMHYECKHX CBOHCTB HOBBIX HAHOTYOYJIAPHBIX CTPYKTYp H HX
KOMIIO3HTOB.

AsTopedepar auccepTaluy A0CTaTOYHO TOJHO U TPAMOTHO OTPAXKAET OCHOBHBIC Pe3yJbTaThl,
OJIOKEHHS U BBIBOJIBL, [IOJIy4YEHHBIE ABTOPOM H IIPE/ICTABJICHHBIE K 3all[HTE.

Pc3yabTaThl MCCACAOBAHUH OBUIM NIPEACTABICHBI HA MHOTHX MEXKIYHAPOIHBIX H BCEPOCCHIL-
CKMX Hay4HBIX KOH(pepeHIHUsX, ony6nukosanbl 39 crarei, pekomennoBannblx BAK, crarbu B iKyp-
HaJlaxX, BKJIIOYEHHBIX B MEXyHapouble 6a3pl nutnupoBanus SCOPUS u Web of Science (21), 1 mo-
Horpadus (B CoaBTOpcTBe) U 3 yueOHBIX 0COOHUSL.

HecMOTpst Ha BBICOKHH YPOBEHD BBIITOJIHEHHOIO MCCIIE0BAHMSA UMEIOTCSL CIIC/IYIOIIHE BOIIPOCEI
U 3aMeYaHus 1o aBropedepary:



1. Huskoe kayectBo rpapuueckoro Mareprana aBropedepara. Ha puc. 2, 3, 9, 17, 21, 30, 34
41 1ubo OTCYTCTBYIOT 0003HA4YEHHs OCEH Ha KOOPAMHATHBIX JIMHUSX IPEJICTABIEHHBIX
rpagukoB, 1100 KpaiiHe TPyIHO HACHTHPHUIHPOBATH OTMEYEHHBIE YHCIIOBBIE 3HAUEHHUS.
2. Hcnonp3yeMble aBTOPOM TEPMHUHBI «ra30(ha3Hble aTOMBIY, «METAUINYECKHUE aTOMBI», «Me-
Taju10(ha3HbIe aTOMBIY SIBISIOTCS HEKOPPEKTHBIME. [IpaBriibHee GbII0 GBI 3TH K€ 0OBEKTHI
Ha3pIBaTh aTOMaMH, OCa)KJIEHHBIMH U3 Ia30BOi (ha3bl TOro WM HHOTO peareHTa, i arToMaMu
MeTaJUIOoB.
3. B pabore npescraBieHsl pe3ysbTaThl HCCICIOBAHHS COPOLMU CIIMPTOB U3 BOJHOIO pac-
TBOpa Ha noBepxHocTH YHT, nomyuennsix CVD-meTonoM. XapakTepucTHKH 3THX HaHO-
TpyOOK He yKa3aHbL Mex Iy TeM, JaHHBIM METOJIOM, KaK IPAaBHIIO, NOJIYYalOT MHOTOCIOH-
uple YHT, npudem, eciii B KauecTBe KaTAIMTHYCCKH aKTHBHOTO KOMIIOHEHTA UCIIOJIB30BaH
HuKenb Ha Al O3-II0UI0XKKe, TO 3TH HAHOTPYOKH MMEIOT KOHMYECKYIO (hopMy rpad)eHOBBIX
c0eB. HackoIbKo KOPPEKTHBIM SBJISETCS CONOCTABIICHHE IIPE/CTABIEHHBIX B PaboTe Teo-
PETHYECKHUX BBIKJIAIOK /Ui oiHocaoiHeIX YHT ¢ skcnepuMeHTanbHBIME pe3yibTaTamu,
10JIyY€HHBIMH C MCIIOJIE30BAHUEM KOHUYECKHX MHOTOCIOWHBIX YHT?
JlanHbIe BOIIPOCK] ¥ 3aMEYaHHs HE CHHIKAIOT OOIIEro MOJIOKUTEILHOIO BIEYATIICHUS 0 paboTe 1
HE 3aTparuBarOT €€ OCHOBHBIX IMOJIOXKEHHH M BbIBOAOB. Cuntaro, uro boposuuna H.II. 3aciyxusaer
IPHUCYK/ICHUS. YYEHO! CTENEHU JOKTOpa (hM3MKO-MaTeMaTHYeCKHX Hayk 1o crenuainsHoctu 01.04.10
— “(u3MKa MOJYIPOBOJAHUKOB™ 110 pe3yIbTaTaM MyOIHYHOMN 3AIUTE] AUCCEPTALMH.

JloxTop TEXHHYECKUX HayK, Ipodeccop,
3aBeytomuii kagenpoit "TexHUKa U TeXHOIOT UK A
IIPOU3BOJICTBA HaHOIIPOykTOB" TamboBCcKOTO ?
roCyIapCTBEHHOrO TEXHHYECKOTO YHUBEPCHTE
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