PEHIEHUE TUCCEPTAIIMOHHOI'O COBETA Yp®YV 1.4.01.01
O JUCCEPTAILIMA HA COUCKAHUE YYEHOM CTENIEHU
KAHIUJATA HAYK

ot «30» mapta 2023 1. Ne 5

o mnpucyxiaecHun AoOpamoBol Kcenuu AHapeeBHe, TIpaxxJaHCTBO Poccuiickoit
denepanyu, yueHOW cTENEeHN KaHAUIaTa GU3NKO-MAaTEMaTUYECKUX HAYK.

HMuccepranus «KoMnbooTepHOe MOACJIMPOBAHUE JIMTHU3ALMU/ISTUTH3ALUA
CHJIMIEHOBOI0 AHOAA JJs JMTHI-HOHHBIX Oarapeil» no cnenuanbHoctu 1.4.4.
du3nyeckast XUMHS PUHSATA K 3alUTe AUCCEPTAMOHHBIM coBeToM YpdDY 1.4.01.01
14 despans 2023 r. npotokoa Ne 2.

Cowuckartens, AdopamoBa Kcenusi AnapeeBHa, 1992 rona poxnenus, B 2016 T.
okoHumsia ®I'AOY BIIO «Ypanbckuii enepalibHbIi YHUBEPCUTET UMEHU TIEPBOTO
IIpesunenta Poccum Bb.H. Eapumna» mno cnenuanbHoctd 140303  ®usuka
KuHeTn4eckux sapieHuil; B 2020 romy okxoHumsia ouHyro acnupantypy PI'BYH
NuctuTyT BBICOKOTEMOEpaTypHOH siekTpoxumun YpO PAH mno HanpaBieHUro
noarotoBku  04.06.01 Xwumuueckue Hayku (Dusmueckas xumus); paboTtaeT B
JOJKHOCTH MJIAJIIIEr0 HAYYHOTO COTPYHUKA Jab0paTOpPUH JIEKTPOKPUCTATIIAZAIUN
151 BBICOKOTEMIIEPATYPHOM raJlbBAHOTEXHUKU OI'bYH HNucturyt
BbICOKOTeMMeparypHoi anekTpoxumun YpO PAH (r. EkarepunOypr).

Huccepranysi  BBIIOJHEHa B Ja0OpaTopuM  SJIEKTPOKPUCTAINIM3ALMU U
BBICOKOTEMIIEPATYPHOU TAIbBAHOTEXHUKU PI'BYH MHCTUTYT BBICOKOTEMIIEPATYPHOMN
anektpoxumun YpO PAH, MunoOpnayku Poccun.

Hayunpiii pykoBoauTens — AOKTOP (DU3MKO-MATEMATHYECKUX HAYK, CTapIIAd
HayuHbld coTpyaHuk [amameB Auiexkcanap EsrenbeBnu, OI'BYH HWuctutyt
BbICOKOTeMMeparypHoil snekrpoxumun YpO PAH, naGoparopusi 31€KTpOAHBIX
IIPOLIECCOB, IVIABHBIN HAY4YHBIW COTPYAHUK.

OdurmanbHbie ONMOHEHTHI:



baumoBa IOaus AiinapoBHa, TOoKTOp (PU3MKO-MaTeMaTUYECKUX HayK, mpodeccop
PAH, ®I'bYH HuctutyT mpobiieM cBepxiutactuaHoctd MetauioB PAH (r. Ya),
naboparopust GU3MKK U MEXAHUKU YTIEPOJHBIX HAHOMATEPHAIIOB, 3aBE Ty FOIINA;
Kynpsoxkknn Anatoiamid SIkoBjiaeBMY, JOKTOp (PU3MKO-MaTeMaTUYECKUX HayK,
npodeccop, PI'AOY BO «VYpanbckuil enepanbHblii YHUBEPCUTET UMEHHU MEPBOTO
[Ipesunenta Poccum b.H. Emprmna» (r. ExatepunOypr), kadempa TeXHUYECKOH
busuku, yueOHo-Hay4Has J1aboparopust IMP u MaccriekTpoMeTpuu, 3aBe Iy IO,
Iosyxun Basepuii AnaroabeBud, T0KTOp $usznko-maTemaTnueckux Hayk, DI'bYH
Nucturyt meramnypruu YpO PAH (r. ExatepunOypr), 1adopaTopusi reTeporeHHbIX
IIPOLIECCOB, BEAYILINI HAYYHbINA COTPYIHUK

JAJIH MOJ0KUTEIbHBIE OT3bIBBI HAa IUCCEPTALIUIO.

Couckarenb umeer 16 omyOIMKOBaHHBIX pabOT, B TOM YHCIE IO TEMeE
auccepranuu — 16 pabot, n3 HuX 10 crareif, omyOIMKOBAaHHBIX B PELIEH3UPYEMBIX
HayuHbIX )XypHaax BAK P® u uHIekcupyeMbIX B MEKIyHapOAHbIE pedepaTUBHBIC
0a3pl JaHHBIX, W CHUCTeMbl LUTUpOBaHUA SCOpus u WOS. OOmuii o0bem
OIyOJIMKOBAaHHBIX paboT Mo TeMe auccepranuu 5.19 m.i. / 2.38 m.1. — aBTopcKuiil BKIIa.

Cmamvbu, onyOIuUKOBaAHHbIE 6 PEUCHIUPYEMBIX HAYUHDBIX JHCYPHANAX U
uzoanusnx, onpeoeyenuvix BAK P® u Ammecmayuonnvim coeemom Yp@dYy:

1.  Galashev, A.Y. Nanoscale simulation of the lithium ion interaction with
defective silicene / A.Y. Galashev, K.A. Ivanichkina (Abramova) // Phys. Lett. A. —
2017. -V.381. — N. 36. — P. 3079-3083; 0.313 m.i1. / 0.156 m.;1. (W0S, Scopus)

2. lamames, A.E. Crpykrypa M yCTOWYMBOCTH Je()EKTHOTO CHIMIICHA Ha
noanoxkkax Ag(001) u Ag(111). Komnsrorepnsiii sxkciepument. / A.E. I'anames, O.P.
Paxmanosa, K.A. UBannukuna (A6pamona), A.C. Bopoorsés // ®TT. — 2017. — T.59.
—Ne 6. —C. 1218-1227; 0.625 n.;1. / 0.156 m.o.

Galashev, A.E. Structure and stability of defective silicene on Ag(001) and Ag(111)
substrates: a computer experiment / A.E. Galashev, K.A. Ivanichkina (Abramova),
A.S. Vorob’ev, O.R. Rakhmanova // Phys. Solid State. — 2017. — V. 59. — N. 6. — P.
1242-1252. (WoS, Scopus)



3. Galashev, A.Y. Computer study of atomic mechanisms of
intercalation/deintercalation of Li ions in a silicene anode on an Ag (111) substrate /
A.Y. Galashev, K.A. Ivanichkina (Abramova) // J. Electrochem. Soc. — 2018. — V.
165. —N.9. — P. A1788-A1796; 0.563 m.;1. / 0.282 m.;1. (W0S, Scopus)

4, Galashev, A.Y. Physical aspects of the lithium ion interaction with the imperfect
silicene located on a silver substrate / A.Y. Galashev, O.R. Rakhmanova, K.A.
Ivanichkina (Abramova), Yu. P. Zaikov // Letters on Materials. — 2018. — V. 8. — N.
4. —P. 463-467; 0.313 .. / 0.0939 n.i. (WoS, Scopus)

5. Galashev, A.Y. Computer test of a new silicene anode for lithium-ion battery /
A.Y. Galashev, K.A. Ivanichkina (Abramova) // ChemElectroChem. — 2019. — V. 6.
—N. 5. —P. 1525-1535; 0.688 m.1. / 0.344 n.1. (WoS, Scopus)

6. Galashev, A.Y. Computational investigation of a promising Si-Cu anode material
/ A.Y. Galashev, K.A. Ivanichkina (Abramova) // PCCP. — 2019. — V. 21. — N. 23. -
P. 12310-12320; 0.688 m.11. / 0.344 1. (W0S, Scopus)

7. ["anmames, A.E. KoMnbioTepHOE H3y4€HUE NPOLIECCOB JTUTUEBOM MHTEPKAISIIUN
U JeuHTepKasiiuu B cuiuiieHoBoM kaHane / A.E. TI'amames, K.A. UBaHu4YknHa
(Aopamona) // KDX. —2019. —T. 93. — Ne 4. — C. 601-606; 0.375 .. / 0.188 m.11.

Galashev, A.E. Computer modeling of lithium intercalation and deintercalation
in a silicene channel / A.E. Galashev, K.A. Ivanichkina (Abramova) // Russ. J. Phys.
Chem. A. —2019. - V. 93. — N. 4. — P. 765-769 (Scopus, WoS)

8. ['amameB, A.E. KoMmbloTepHOE HCCIIEIOBAHWE NPUMEHUMOCTH CHJIMIIEHA
B oNieKTpoxuMuueckux ycrpoiictBax / A.E. 'anames, K.A. UBanuuknna (A0OpaMoBa)
// KCX. —2020. —T.61.—Ne 4. — C. 691-700; 0.625 r.i1. / 0.313 ..

Galashev, A.E. Computer study of silicene applicability in electrochemical
devices / A.E. Galashev, K.A. lvanichkina (Abramova) // J. Str. Chem. — 2020. — V.
61. — N. 4. — P. 659-667; (WoS, Scopus)

9. Galashev, A.Y. Silicene anodes for lithium-ion batteries on metal substrates /
A.Y. Galashev, K.A. Ivanichkina (Abramova) // J. Electrochem. Soc. — 2020. — V.
167. — N. 5. —P. 050510 (1-10); 0.625 .. / 0.313 m.a. (Scopus, WoS)



10. Tamames, A.E. KommnbploTepHOe HCCIEIOBAaHUE CTPYKTYpPhl CHIIMIIEHOBOTO
KaHaJIa ¢ TOMOIIbI0 TpaHcnopTa uoHa Li* B Hem / A E. T'anamie, K.A. UBaHn4YKknHA
(Adpamona) // KDX. —2021. — T.95. —Ne 4. — C. 562-567; 0.375 m.1. / 0.188 1.11.

Galashev, A.E. Computer study of silicene channel structure based on the
transport of Li*/ A.E. Galashev, K.A. lvanichkina (Abramova) // Russ. J. Phys.
Chem. A.—2021. - V. 95. — N.4. — P.724-729. (Scopus, WoS)

Ha aBTopedepar noctynmio 4 moiaoKUTEIbHBIX OT3bIBOB. BEAYIETO HAYYHOTO
COTPY/HHKA JTJAO0OPATOPUH KOMIUIEKCHBIX 3JieKTpodusndeckux uccienoannii ®I'6YH
WNuctutyt anexrpodusuku YpO PAH, n.¢.-m.H. BoaraueBa I'pas lllamuneBuua, .
ExarepunOypr; ngouenrta kadeapsl GU3MKU KOHIEHCUPOBaHHOTO cocTosiHus PI'BOY
BO «YensOuHCKUN TrOCyJapCTBEHHBIN YyHUBEpPCUTET», K.(.-M.H., ['pemHsikoBa
Baagumupa AuapeeBuua, r. YUensiounck; nomnenta kadeapbl GU3NKU HaHOPa3MEPHBIX
cucreM, MHCcTHTYyTa ecTecTBEHHBIX U TOUHBIX HayKk PI'AOY BO «IOxHO-Y panbckuii
rocyJapCTBEHHbI YHUBEPCUTET (HAMOHAIbHBIN UCCIIEI0BATEIbCKUI YHUBEPCUTET)Y,
K.§.-M.H., noneHTa Co3bikmHa Cepresi AHATOJbEBHYA U ACCUCTEHTa Kadeapsl
(bU3UKN HAaHOpPa3MEPHBIX cucTeM MHCTUTYTa €CTECTBEHHBIX U TOYHBIX HayK OI'AOY
BO  «lOxHO-YpanbCkuil  rocyJapCTBEHHBIM  YHMBEPCHUTET  (HAIIMOHAJBHBIN
UCCJIEIOBATENIbCKUI  YHUBEPCUTET)»,  K.p.-M.H.  AHUKHHOi  ExarepuHbl
BaagumupoBubl, 1. Yensbunck; npodeccopa MHcTUTyTa HAHOTEXHOJOTHMU B
AJICKTpOHUKE, crnuHTpoHMKe U ¢doToHMke @OI'AOY BO  HanwuoHanbHbBIN
HCCIIeIOBATENbCKUN siiepHblid yHUBepcuTeT « MUDW», n.¢.-m.H., nouenra MacaoBa
Muxaunaa MuxaijgoBuua, r. Mocksa.

OT3BIBBI COZIEPKAT CAEAYIOIINE KPUTHUECKHUE 3aMEYaHUsl U BOIIPOCHI:

0 BUJISIHUE pa3MEPHOro 3P (eKTa 1 cIeTaHHBIX B MOJENH JOMYIIEHUSAX HA MOJTyYEHHbIE
pesynbTathl (bonraues I'.111.); 06 yTouHeHHMH pPE3yNbTATOB METOAA HCCIEAOBAHUS
JIOKaJbHOM CTPYKTYpbl CHJIMIICHOBBIX JIUCTOB, HCIIOJIb30BAaHHOTO B pabote
(I'pemnsikoB B.A.); 06 00b€MHOM paCIIMPEHUN CUIIMLIEHOBBIX KaHAJIOB B PE3yJbTaTe
WX JIUTUPOBAHUS; O BIUsSHHUE JehEKTOB Ha TPENETbHOE COJCp)KaHWUE JHUTHS B
cunuiieHoBoM  kaHaie (Cospikun C.A., Anukuna E.B.); 00 yrouHeHuu

reOMETPUYECKHUX XapaKTePUCTHUK uccienyemoit cucremsl (MacnoB M.M.).



Boi0op o¢puUMANBHBIX ONNOHEHTOB OOOCHOBBIBAETCS KOMIETEHTHOCTHIO
baumosoii 10.A., Kynpspkkuna A 5., [lonyxuna B.A. B o0nactu pu3n4ecKoi XUMUH,
a IMEHHO WX HAYYHBIMH JTOCTHKCHUSMU TIPU U3yUYCHUN (DU3UKO-XUMUICCKUX CBOMCTB
HU3KOPA3MEPHBIX CUCTEM M IMPOIIECCOB, MPOTEKAONINX B TAKUX CUCTEMAX, METOJIAMHU
KOMITBIOTEPHOTO MOJICTUPOBAHUS, B TOM 4YHCJIE C NPUMEHEHHEM MOJCKYJISIPHOMN
TUHAMUKH, YTO TIOJATBEPKIAACTCS IMyOJMKAIUSIMUA B BBICOKOPEHTHHTOBBIX HAYyYHBIX
KypHamax.

JluccepTanMOHHBIN COBET OTMEYaeT, 4YTO MPEJCTaBICHHAs AWCCepTalus Ha
COMCKaHHWE YYEHOM CTeNeHU KaHaujaTa (PU3MKO-MATEMATHYECKHX  HaykK
cooTBeTcTBYeT TpeOoBaHuAM 1.9 TlojoxkeHusl 0 MPUCYKIACHUN YUCHBIX CTETICHEH B
Yp®V u aBnsercsa HayuyHO-KBaTU(DUKAIIMOHHONW paboTOM, B KOTOPOIl, HA OCHOBAaHUU
BBITIOJIHEHHBIX aBTOPOM HCCJIEIOBAHUM, COJIEPKUTCS PEIICHUE 3aa4d 10 pa3paboTKe
KOMITBIOTEPHOU MOJIEIH, OTpaXKAIONIEH CTPYKTYpHBIE U3MEHECHHUS, COTIPOBOXKTAIOIITHIC
(U3UKO-XUMHUYECKHIA TTPOIIECC JTUTU3AINN U ISTUTU3AINHA aHOJHOTO MaTepHuaa, 9To
UMEET BECOMOE€ 3HAYCHUS NJIsi pa3BUTUS (PU3MUECKOW XMMHHM B paMKax IMOAXOIOB
KOMITBIOTEPHOT'O MOJICITUPOBAHUS.

Huccepranust ~ mpeAcTaBisieT  coOOM  caMOCTOSITEIbHOE  3aKOHUYEHHOE
HccreI0Banne, 00aaroliee BHYTPEHHUM €IUHCTBOM. [loyiokeHus, BRIHOCUMBIC Ha
3aIATYy, COAEPKAT HOBbIe HAy4HbIe Pe3yJabTaThbl U CBUACTEILCTBYIOT O JIMYHOM
BKJIaJIe aBTOPA B HAYKY:

— B paMkax meTo1a MOJIEKYISIPHOM THHAMUKH TIOJTy9YeHA KOMITBIOTEPHASI MOJICITb,
MOKAa3bIBAIOIIAsl  JUHAMUYECKYIO  KapTHUHY  paclpeesieHus JIUTHS ~ BHYTPH
JIBYXCIOMHOTO  CWJIMIICHOBOTO  KaHajla,  pacloJOKEHHOTO Ha  Pa3IUYHBIX
MeTtanaeckux moainoxkkax (Ag, Ni, Cu, Al), yctaHoBieHo, 9TO Ha pacrpeaciicHue
NPEUMYIIIECTBEHHOE BIUSHHUE OKa3blBAlOT BHYTPEHHUU penbed KaHama W
MOCTYTAOIINE U3BHE HOHBI Li™.

— JloxazaHo, 4TO Marepuaj IMOMJIOKKHA OKa3bIBaeT BIMSHUE Ha TIOJBH)KHOCTH
JIMTHS B CHIIMIICHOBOM KaHaJie; HanOosbliiee 3HaueHne camoauddysun Li rocturaercs
B CHCTEME «CHJIMIICH-MEIHAs MOJJIO0KKa», HaMMCHEE IMOJBHKHON oOKasbiBaeTcs Li-

HoACUCTeMa B CHJIMIICHOBOM KaHAJIC, PACIIOJIOKCHHOM Ha aJIIOMHUHMEBOM IMOAJIOKKCE.
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— Pazpaborana oOmas MeToIMKa HCCIEIOBaHUS pelibeda JTBYXMEPHBIX
MaTepyajioB C TMOMOIIBIO <«3OHAUPYIOIICTO» CIMHUYHOTO HOHA, OCHOBaHHAs Ha
KOHIIENIIMA MHOTOTPpaHHUKOB BopoHoro.

— PaccunTaHbl KOMIOHEHTBI TEH30PA HANPSKEHUH 0y AJI1 CUIIMLIEHOBBIX JIUCTOB
IIPY 3aII0JIHEHUW KaHaja JMTHEM. YCTAaHOBJIEHO, YTO HAuOOJBIINE 3HAYCHUS Ogy
JIOCTUTAIOTCS B HAMPABJICHUU HOPMaJIU K CTEHKAM CHUJIMIIEHOBOIO KaHalla, OJJHAKO 3TO
HE TIPUBOJUT K Pa3pyIICHHIO Marepuajia (3a HCKIIOYCHUEM CHCTEMbl Ha METHOMN
MO/TTOKKE C KPYIMHBIMU Je(heKTaMHu ).

— VYCTaHOBIIEHO, YTO MO Mepe YKpYyNMHEeHHus ne(eKkToB Hambojee peryspHoe
pasMelleHHe JINTHS BAOJIb CUIMIICHOBOTO KaHajia coxpaHseTcs B cucreme Ha Ni- u Ag-
MOJJIOKKAaX, YTO MPUBOJUT K 0OoJiee PaBHOMEPHOMY paCHpPEICICHUI0 KOMITIOHEHT
TEH30pa HANpPSKCHUH U ONpeAeisieT YCTOMYMBOCTh CHUCTEMBI Ja)K€ NPU HAUTMYHHU
3HAYUMBIX 1€(EKTOB B CUIIUIICHE.

— Ha ocHOBe mnpeainoXeHHOW B JHCCEPTALMM MOJEKYJISIPHO-IMHAMHYECKOU
MOJICJIA CHJIMIICHOBOTO aHoJa II0Ka3aHO, 4YTO C TOYKU 3PEHUS COXPaHCHHS
LIEJIOCTHOCTU CHJIMIICHOBBIX JMCTOB HAWIYUILIUM SIBJISIETCS COUYETAHUE «CUJIMLIEH C
MOHO- U OMBakaHCHSAMU — AQ-TIOJJI0KKa», ¢ TOYKH 3PCHHUS EMKOCTH I10 JINTHIO —
«CHJIMIIEH ¢ MOHOBaKaHCUIMU — Ni-TIOIII0KKaY.

Hucceprauust  siBisieTcst  (PyHIaMEeHTaIbHBIM  HCCIEOBAaHUEM B  00JacTH
MOJCITUPOBaHUS (PU3UKO-XUMHUUYECKUX IpoIieccoB. B paboTe pelieHbl BaXKHBIC IS
pa3BUTUS  (PUBMUECKONM XUMHUU JBYXMEPHBIX MATEpUAJIOB HAy4yHbIE 3aJlayuu:
NpeoKeHa KOMIBIOTEPHAsT MOJIENIb, MMUTHUPYIOIIAs JUHAMHUYECKHM IpoIece
3aIl0JTHEHMS JIBYXMEPHOTO CHJIMIIEHOBOTO KaHaljla, HA OCHOBAHMHU KOTOPOM MPOBEICH
MHOTOMapaMeTPUUYECKUI aHalu3 CTPYKTYPHBIX W MEXaHUYECKUX XapaKTEPUCTHUK
KaHaia, TMOKa3aHO BJIUSHHE Je(PEKTOB B pa3IMYHON KOHIICHTPAIlMM HAa CBOMCTBA
KOMIIO3UTa «CWJIHUIIEH — MeETaJUIMYecKas TMOJJIOKKa» TMPHU €ro JUTU3AIUU.
[IpennoxxeHHble BapuaHThl KOMIIO3UTHBIX MaTE€pUaiOB Ha OCHOBE JIBYXMEPHOTO
KPEMHHsSI MOTYT OBITh UCIIOJIb30BAaHBI TPU KOHCTPYHPOBAHUU JIUTHUH-UOHHBIX

AKKyMYJISITOPOB.
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