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B pamkax meroma GGA + U 6buin mcciieIoBaHbI 3JIEKTPOHHAsT CTPYKTYpPa U MAarHUTHBIE CBOMCTBa TOH-

koit wienku YFeOs na nognoxke SrTiOs. Beuio mokazano, uto B ToHKON 1teHke YFeOs/SrTiOs snurakcu-

aJIbHasd ,ILe(i)OpMaLII/IH IPpUBOAUT K CYHIECTBEHHBIM HNCKaXKEHUAM KpI/ICTaHJII/I‘{eCKOﬁ CTPYKTYPbI 1 CMEIICHUIO

aTOMOB KeJie3a Ha [TOBEPXHOCTH IJIEHKU M3 IJIOCKOCTH, 00pa3oBaHHON OirKaimmMu KucjaopogaMu. JlaHHbre

UCKazKeHUs IIPUBOALAT K CMEHE TUIlla JaJIbHEr0O MarHUTHOT'O YIIOPDAJOYeHUdA OT aHTI/I(i)eppOMaFHI/ITHOI‘O G-TI/IHa,

HabsogaemMoro B crexuoMerpudeckoM Y FeOs, K heppuMarHUTHOMY YIIOPsiIOYEHNIO, OIM3KOMY K aHTH(EpPPO-

MarsfuTHOMY YIIOPSJOYEHUIO A-TI/IH&, u rnepexoay oT AUJIEKTPUYIECKOr'o COCTOAHUA B METAJIJINIECKOe. ITomHas

peslakCanusd HOSI/ILII/Iﬁ aTOMOB IIpUuB€JIa K BO3BHUKHOBEHHNIO MCKazKE€HU THUIIA “,Hlea,TeJIBHOfI MO,HI)I” B TOJIIIE

[JIEHKH, KOTOPasi COIPOBOKIAETCs NOABJICHUEM JIEKTPpUIecKoii nonsgpusanuu 15.1 MxKo/ cM?, 9TO HAXOMUTCS

B CcOorviaCuU C 3KCIIEPUMEHTOM. Hckaxxkenne KHCJIOPOAHBIX OKTa3/IPOB BOKPYT aTOMOB 2KeJjie3a IIPUBOJUT K IIepe-

X0y M3 BBICOKOCIIMHOBOT'O B IIPOMEZKYTOYHOCIIMHOBOE COCTOAHUNE U ITQCHUIO BEJIMYINH JIOKAJIbHBIX MOMEHTOB.
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BBenenmne. Mynbprudepponkn — mMarTepuasibl, KO-
TOpble 00JIaJIAI0T MAarHUTHBIM U CErHETO3JIEKTpUYe-
CKUM VIIOPSIJIOYEHUSIMU B OJHOW u TOil ke da3e,
CIIOCOOHBIMYU  BJIUATHL JApYr Ha xapyra [l], unreHcus-
HO HU3Y4YaJIUCh B IIOCJEIHUE TOJBbl II0CJE OTKPBITHS
s dekTa CBA3M MeXKJy IapaMerpaMu MarHUTHOI'O U
deppossiekrpuueckoro nopsika [2-4|. Ilouck HOBBIX
MaTePUAIOB-MYJIbTH(MEPPOUKOB 00YCIIOBIEH BO3MOXKHO-
CTHIO UX HCIIOJIb30BAHUsI JJIsi U3TOTOBJIEHUS DJIEKTPOH-
HBIX YCTPOWCTB C 0O0Jiee COBEPITEHHBIMU (DYHKIIUSIMA
B oOstacTu xpaneHusi nHMOOPMAIUH, JJIsi CO3JAHUS BbI-
COKOYYBCTBUTEJIbHBIX JATIYUKOB, & TAKXK€ B CIUHTPO-
HuKe [5]. B BBICOKOCHUMMETDHYHBIX COEIMHEHHsIX CO
crpykTypoit meposckura ABQOjs penko Habsromaercs
OJIHOBPDEMEHHO 3JIEKTPUYECKAs] IOJISIPUBAIMS U JAJIb-
HU MATHUTHBIA TOPSIOK B oxHOM dasze. VckiioueHn-
em sBisercs BaTiOg, xoporo usydeHnbiit ogHodaz-
HBII MyJIbTU(EPPOUK, ¢ boraToit pa30BOi JuATPAMMOIL,
JIEMOHCTPUPYIONIHiT GOJIBIIOE 3HAYEHUE JIEKTPUIECKOI
nostpuzarnuu [6]. OgHaKO MATHUTHOE YIOPAJOYEHHEe U
JIEKTPUIECKAs TTOJIAPU3AIUs HAOJIOJAINCH OIHOBPE-
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MEHHO B JPYTHX COEJIUHEHUSIX CO CTPYKTYPO# MepoB-
ckuTa [7], B KOTOPBIX OHA OblIa CBsI3aHA C IOHIXKEHUEM
CUMMETPUM ¥ CMeNIeHHeM KaTHOHa B BIO/bL oaHOIl U3
Kpucrajaorpadguaeckux oceif. Amagormnauoro sddek-
Ta MOXKHO JIOOUThLCS, NCIIOJIb3Y sl MHOTOCIOMHBIE ILJIEHOY-
HbIe MaTepHaJibl, B KOTOPLIX HMCKAKeHHs KpPUCTAJLIU-
YECKOI CTPYKTYPBI MOT'YT BO3HUKATH BCJIEJICTBUE SIIU-
TakcuaabHON Jedopmanuu [8], 4T0 OTKPBIBAET IEJIbIH
KJIACC COeJIMHEHN T — IUIEHOYHBIX My/IbTU(EpPPOnKos [9].
[Inenounbie dbepposIEKTPUKN B HACTOSINEE BPEMS SB-
JISIOTCS AKTYAJbHBIMA OOBEKTAME HMCCJIEJOBAHUS KAK
B paMKaX 3KCIIePUMEHTAJbHBIX METOJOB, TaK U IIPEBO-
OPUHIMOHBIX 110ax0108 [10, 11]. Wccnenosanue Mysib-
Tr(EPPOUIHBIX HAHOCTPYKTY PUPOBAHHBIX ILIEHOK B TI0-
cJle/iHee BpeMs yCKOPUJIOCh GJ1arofapsi ObICTPOMY IIPO-
rpeccy B Merojax ux Bbipamumbanus [12]. Hampuwmep,
JUIST OJIHOTO M3 TEPBBIX IJIEHOYHBIX MYJIbTH(DEPPOUKOB
YMnOg3 6bL1a ucciemnoBada BO3MOXKHOCTD BbIPAILIUBa-
HUSI MOHO U MOJIMKPUCTAJIIOB Ha IIOJJIOKKAX C Pa3/Ind-
HBIMI COCTaBaMW M OPHUEHTAIMSME HOBepXHOCTER [13].
OKCIEPUMEHTBI MOKA3BIBAIOT, ITO TIJIEHOYHBIE MATEPHA-
JIbI GoJlee CKJIOHHBI K IIPOSABJICHHIO 3JIEKTPUIECKON IO-
ssipusanun [14].
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Wrpuessrtit oprodeppur YFeOs npusiekaer BHUMA-
HUE CBOUM yHUKAJIbHBIM COYETaHUEeM (PU3UIECKUX U XU-
MUYECKUX CBOMCTB, U BJIUSIHUE JOMUPOBAHUSI 1 METOJIOB
00pabOTKN HA €ro IEKTPUIECKNEe U MATHUTHBIE CBOIi-
CTBa B OODLEMHBIX OOpa3ax aKTUBHO MCCJIEIOBAJINCH
SKCIIepUMeHTaIbHbIME MeTogamu [15-18]. s obbem-
HBIX MOHOKpHCTaJIOB Y FeOg 3aperucrpupoBana camast
BBICOKast CKOPOCTBH JIOMeHHbIX rpanur [19]. Hammuwme
cBoiicTB MyJsibTudeppouKa y TOHKOILIeHOYHOro YFeOg
Ha no1okke STRuO3/SrTiO35 (100) 6610 OATBEPXK e~
HO paHee B SKcrmepumente [20]. B ToscThIX mUIeHKax
YFeO3 na nogyoxkke SrTiO3 Oblia obHapYy»KeHA CHJIb-
Hasl MArHUTHAsl aHU30TPOIIUs MEPIEHIUKY/ISPHO ILJIOC-
kocTu uHTEepdeiica (001) [21].

C mOMOIIBI0 METOJOB sIIEPHOIO-MArHUTHOTO PEe30-
nanca (IMP) g nienku YFeOs na nomioxke AloOs,
OTOXK2KEHHOI B KUCJIOPOJIHOM aTMocdepe, ObLIO IToKa3a-
HO BO3HMKHOBEHUDE CYINECTBEHHOU HEOIHOPOIHOCTH JIO-
KAJIbHBIX MATHUTHBIX II0JIeH, YTO aBTOPHI MHTEPIPETO-
BaJIl KaK BO3HMKHOBEHHUE JBYX KJIACCOB MOHOB KeJIe3a
¢ pazHoit BasentHoctbio Fe?T Fe3t [22].

B nanHO#i pabore ¢ MOMOIIBIO NEPBOINPUHITUITHBIX
PAacYeToB, BBIIIOJHEHHBIX B PAMKAX [TPUOITNKEHUS JIEK-
TPOHHOM IJIOTHOCTHU, OBLIN MCCJIEJOBAHBI 9JIEKTPOHHbBIE
U MArHUTHBIE CBOMCTBa JJIsi CTEXMOMETPHYECKOTO 00-
pasna YFeOs. [Iist reTepocTpyKTyphI, MPEICTABIISIO-
meit coboit YFeOgs, HaHeCeHHBI TOHKON IIJIEHKON Ha,
noioxkky SrTi03(001), 6bLI0 MCCIETOBAHO BJMsIHUE
UCKAXKEHUH KPUCTAJJIMIECKOH CTPYKTYPBI, BBI3BAHHOE
SMUTAKCHATIBHO Aedopmarineil, Ha JIEKTPOHHBIE U Mar-
uuTHble cBoiicrBa YFeQOgs. Ilokazano, 4ro cmerenue
aTOMOB JKeJIe3a B IOBEPXHOCTHOM CJIO€ M3 IIJIOCKOCTH
FeOy mpuBOUT BOBHUKHOBEHUIO 3JIEKTPUYIECKON MOJIsI-
pUBALMK, & UCKAXKEHHUsS] KPUCTAJLINIECKON CTPYKTYPBI
BBI3BIBAIOT CMEHY JIaJIbHEI'0 MArHUTHOI'O MOPSIJIKA, CIIH-
HOBOTO COCTOSIHUSI U CTEIIEHU OKUCJICHIUS.

Meton. Pacuerst 3ounoii crpykrypel €(k) Obuim
BBIIIOJIHEHBI B PaMKaX [PUOJIMXKEHUs] 3JIEKTPOHHON
wiorHoctn  (T®II) ¢  wucnonb3osanueM  HyHKIH-
onana PBE (Perdew-Burke-Ernzerhof) [23] mus
O0OMEHHO-KOPPEJISAINOHHOIO TOTEHIINAIA. Y 9eT KyJio-
HOBCKUX KOPPeJIsilinii ObLI BBIIIOJTHEH B PAMKaX METOJa
GGA +U |24, 25]. Hna ydera SKpaAHUPOBKHU KyJIO-
HOBCKOT'O OTTAJIKUBAHUS 3IJIEKTPOHAMHU HA O0OJIOUKAX
aTOMOB JINTAHJIOB U OCOOEHHOCTEH KPHUCTAJIHICCKON
CTPYKTYPBI IIapaMerp KYJIOHOBCKOI'O B3aMMOJEHCTBUS
Ha d-opOWTAJISIX aToMa 2Keje3a ObLI DPACCIUTAH B
paMKax MeToja JmHeiiHoro orkjuka [26]. B manHOi
pabore I BCEX PACCMOTPEHHBIX CTPYKTYp ObLIA
HCIIOJIB30BAHBI [TAPAMETPHI KYJIOHOBCKOI'O OTTAJKUBA-
uust U u mapamerp Xyama J misa d-opbutaseit aroma
Fe, paBubivu 4 u 13B, coorBercTtBenno. Bce pacte-
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TBI JICKTPOHHOI CTPYKTYDBI W DPeJIAKCAIAA ITO3UIUIL
aTOMOB OBILJIM BBIIIOJIHEHBI C IMIOMOIIBIO ITPOIPAMMHOIO
nakera Quantum Espresso [27], mceBronoreHnuasib
OLLIN B3ATHI U3 OUOJMOTEKN CTAHIAPTHLIX IICEBIIOIO-
TeHnuasIoB g TBepabix Tesa [28]. Meroxm GGA +U
C IIOJIHOIl pesiakcanyeil IIO3UIUA aTOMOB XOPOIIO 3a-
pekoMeH10BaI cebsi u OBLI WCIOJIB30BAH paHee [Jist
UCCJIeOBaHUsS CTPYKTYPHBIX W MArHUTHBIX CBOWCTB
kaJibiueBoro oprogeppura CaFeOg, riue mospoJm mo-
JIyYUTh onucanue (hpa3oBOro MEpexojia IO IaBJIeHHeM
B XOPOIIEM COIVIACUH C dKCIepuMeHTOM [29], a Takxe
[IPU UCCJIEIOBAHUN MarHUTHBIX CBOWCTB TOHKUX IIJIEHOK
LaNiO3 [30].

PesynbpraTbl 1 ux obcykaeHue.

Cmexuomempuueckuti YFeOs. Ha mepsom srarme pa-
6orel ObIH 1poBesieHbl GGA + U pacuersl 3J1€KTPOH-
HOW CTPYKTYpBI 1jist crexuoMerpudeckoro YFeOg st
opTopoMOIYecKoit Ga3bl, MmapaMerpbl KOTOPOit ObLIn
B3sThl U3 paboThl [31]. CoracHo 9KCIEPUMEHTAIBHBIM
jgauabiM guctelil YFeOg sBisiercs AOM G-tuma [32]
¢ remmneparypoit Heenss Ty = 644K [33]. B coemune-
Hun YFeOg3 2Kejre30 pacio/iozKeHo B IIEHTPaX KUCJIOPOI-
HBIX OKTa3poB. Kpucrajmyeckoe 1moJjie JINTaHI0B pac-
MIEIJISeT H-KPATHO BBIPOXKIEHHBIN YPOBEHDb d-yPOBEHBb
JKeJle3a Ha 3-KPaTHO BBIPOXKJIEHHBIH tog MOJYyPOBEHB U
2-KpaTHO BBIDOXK/JIEHHBIII €, IOyPOBEHb, KOTOPBI pac-
ITOJIOXKEH BBIIIE 110 dHepruu. B paMkax JaHHON paboThI
6butn paccmorpenbl A-; C- u G-tunbsl antudeppomar-
uutHOTO (ADM) 1 deppomarauTaoe (®M) ynopsioue-
Husi. B Tabaune 1 nmpuBeeHbl MOy IE€HHBIE B PACIETAX
3HAYEHNs [MOJTHON SHEPIuu Ha (DOPMYJIBHYIO €IIMHHUILY,
IIIPUHA 3aIPEIEeHHOM 30HbI, 3HaYeHNe MArHUTHOI'O MO-
MeHTa Ha aToMme Fe.
Tabsuna 1. [Tosnas sHeprus, mupuHa 3aIPEIeHHON eI, Mar-
HUTHBIE MOMEHT Ha yaiie Fe n €ero OoTHoOImIeHHe K MaKCHMaJIbHOMY
MOMeHTy Sp, nosiydenasle B GGA + U pacuere st CreXuoMer-

pudeckoro YFeO3 njis1 pa3HbIX THIOB JajibHETO MArHUTHOIO TIO-
psiiKa

Tun AOM A-tun C-Tun G-tun F-tun
E/f.u, 3B 0.236 0.108 0 0.378
AE, 3B 0.2 1 1.8 3.5
[/aTom, up 3.68 3.63 3.60 3.74

S/So 0.74 0.73 0.72 0.75

Corutacao pesyibrataM pacdera G-THII UMeeT Hau-
MEHBIIIYIO SHEPIHUIO U SABJISETCS Hanbojiee CTabHIBHOM
KoHUryparuei Jjsi CTeXHOMETPUYIECKOTO COeIMHEHNs
YFeOs3, 9T0 HOJHOCTBIO COTJIACYETCS C IKCIIEPUMEH-
tom [32]. Ommako pacdyeTHOe 3HAUEHHE IIMPUHBI 3a-
nperernoit 30ub1 1.80 9B MeHbIe 9KCIIEPUMEHTAIBHOTO
snadenns 2.5735B [34]. Takas memoorenka =~ 30 % mo-
2KeT OBITh CBsi3aHA C MAaJIOH BEJIMYUHON HCIIOJIH30BaH-
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HOTO IapaMerpa KyJIOHOBCKOrO ortajkuBanusa U. Xors
BesimurHa, U ObljIa BBIUKUC/IEHA B PAMKAaX [TPUOJIMKEHUsI
JIMHEHOTO OTKJIMKA [26], HEBBICOKAS TOYHOCTH MeTOoJa
[IpUBeJIa K HEJIOOIEHKE JAHHOTO MapaMerpa, W JIydIle-
T'O COIJIACHS C SKCIIEPUMEHTAJbHO M3MEPEHHON BeINIn-
HOI1 IIeJIU MOXKHO JIOOMTBCsI IIyTeM BapbUPOBAHMS IIapa-
merpa U.
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Puc.1. (Isernoit ommaitn) Ilmornocts cocrosuuit st
A®M G-rumna B crexuomerpudeckom Y FeOs. Ha Bepxueit
[AHeJU [OJHAS [JIOTHOCTD COCTOsHMH, Ha nanesasx (b) u
(¢) — napumanbable TIWUIOTHOCTH cocTosamit Fe-d (yepmble
crtomable jimann), 1 O-p (3ej1eHble IIyHKTHPHBIE JIMHIN)
JUIsl CIIMHOB BBEPX U BHHU3, COOTBETCTBEHHO

B coemunennu YFeOj3 2Kkejre30 uMeer crerneHb OKKC-
nennsi Fe*t u snexrponnyio xomdurypammio d°, Ko-
TOPOI B CJIydae BBICOKOCITHHOBOI'O COCTOSIHUSI COOTBET-
CTByeT MAaKCHUMAJLHOE TEOPETUIECKOe 3HAYEHUE Mar-
HuTHOrO MomeHnta Sy = 5.0up. Bcenencrsue cuibHOI
rubpuan3aInu p-opouTasieil KUCJI0poIa ¢ d-opouTaissMu
2KeJie3a 3aCeJIeHHOCTH OpOuTa el OTINIAIOTCS OT ATOM-
HBIX 3HAYEHUH, JjIsi (POPMAJIbHO HE3aHATHIX OpOuTaJIei
nx 3acesieHHOCTDH 60sibiie (. IlockosibKy BenudnHa, JI0-
KaJIbHOTO MATHUTHOTO MOMEHTA OIPEIE/IAETCS KaK pas3-
HOCTH 3aCEJIEHHOCTE 30H »Kejie3a CO CIUHOM BBEpPX U
Buu3, n(1) — n(}), paccunTaHHBlE BEJUUUHBI JIOKAJIb-

HOTO MAarHUTHOTO MOMeEHTa MeHbIne Sy. Paccamrammoe
snaverne S/Sp mast G-tuna AM® nopsigka HaxoIuT-
Csl B XOPOIIIEM COTJIACHE C IKCIEPUMEHTAJIBHBIM 3HAYE-
auem 0.868 [35]. CuunoBas koudurypamnus Kakoi-amu6o
000JI0YKHI MOYKET OBITH OIPE/IESIEHA U3 MATPUIL 3aCEIICH-
moctu, nojydenabix B DFT pacuere. s sToro mat-
PHUIIBI HEOOXOAMMO TNArOHAIM30BATh U PACCMOTPETH UX
cobcrBeHHble 3HadeHus. OpbuTasu, 1yt KOTOPBIX COb-
CTBEHHbBIE 3HAUYEHUSI OJIU3KKU K 1 paccMaTpuBarOTCsS Kak
3aHATbIE, OPOUTAJIU, JJIs KOTOPBIX COOCTBEHHBIE 3HA-
genns menbine 0.5 — mycrere. B crexmomerpuaeckom
YFeOg3 mna G-tuma A®PM mnopsiaka coOCTBEHHBIE 3HA-
YeHUsI MATPUIbI 3aCEJIeHHOCTH JIJIsi CIIMHA BBEPX PaB-
wel: 0.98, 0.99, 0.99, 0.99, 0.99 u mra couaa Bans — 0.14,
0.15, 0.16, 0.45, 0.45, 9TO COOTBETCTBYET BHICOKOCIITHO-
Boit Koudurypammu to, (1) e,(1)2, t2g(1)° ey(1)°. dus
60JbIx cObCTBEeHHBIX 3HAYeHus1, (.45 ABJIAIOTCSH CIIeI-
CTBHUEM CHIILHOM THOpHU3aImn e, opOuTateil kemnesa n
p-opbuTajeil KUCJIOPoJa U JaHHAS KOH(MUIYPAIWS MO-
xKer ObITh 3ammcana Kak d°L%. JIjs oCTaIbHBIX TUIIOB
ADM u OM ynopsifouennii TakKe OBLIO MOy IEHO BbI-
COKOCIIMHOBOE COCTOSTHHE MOHOB KeJIe3a.

Ha pucynke 1 mnpuBenensl rpaduKd ILUIOTHOCTH
951eKTpOoHHBIX cocrostHuit (DOS) mias G-tuma AFM.
W3 mpuBeneHHLIX TpadUKOB MOXKHO CKa3aTb, 9TO B
crexuomerpruieckoM YFeOsz zonnt O-p Fe-d nexar B
mnpegesiax or —8 g0 33B, m cam OH sIBsSIeTCS U30-
sgaropoM. Ilorosiok BajieHTHONH 30HBI CcHOPMUPOBAH
KHACJIOPOIAHBIMU P- U 2KEJE€3HBIMU  d-COCTOSTHUSIMH,
CUJIBHO M'UOPUIM30BaAHHBIMYU MEXKIy CODOIA.

Tonxan naenrxa YFeOs na nodaoocke SrTiOsz. dns
MOJIeJTUPOBanusi TOHKOU TjieHkn YFeOs Ha TOIIoXKKe
SrTiO3 GbLTa CKOHCTPYMPOBAHA CBEPXSTIEHKA, COCTOSI-
mast u3 4 ciaoes SrTiOz, a Hal TOIJIOXKKONM OBLIN ITOMe-
mensl jBa cios Y FeOs. 3 Bepxuero ciost YFeOs 6buu
VIaJI€Hbl ATOMBI Y U BEPIIUHHBINA KHUCJIOPO/I, TAK ITO I10-
BEPXHOCTH IJIEHKH obpas3oBana cjioeM FeOs. Han mitoc-
kocTbio FeOs 6bLI j106aBJIeH CJI0i1 BaKyyMa TOJIIUHOMN
23.4 A (cu. puc. 2). TIpu pesaxcamuu KpUCTaLITIeCKOit
CTPYKTYPBI pa3Mep u dhopMa 3JIeMEHTaAPHON sIeiiku, u
[TO3UIMK ATOMOB JIBYX HUYKHUX CJI0eB o 10KKu SrTi03
OCTaBaJINCh (PUKCUPOBAHHBIMA. JIJIs ATOMOB, BXOISTIIIX
B OCTABIIHECS CJIOU MO/JIOXKKU U ATOMOB TOHKO# IIJIEHKT
YFeO3 ObLia BBIIOJHEHA TIOJHAS PEJIAKCAIIAST ATOMHBIX
O3UIUIA.

B oryinunme or crexuomerpuyeckoro YFeOgs, B KoTO-
POM BCe aTOMBI KeJjie3a UMEIOT OJMHAKOBOE OKPYKEeHMHeE,
B TOHKOU IIJIEHKE aTOMBI YKeJjle3a CTaHOBSITCSI HEIKBUBa~
JIEHTHBI: B HUXKHEM CJioe Fe HaxoauTcs B EHTPe KUCJIO-
POJIHOTO OKTAa3/Ipa TaK K€, KAK B CTEXHOMETPUIECKOM
YFeOs, a B BepxHeMm cJioe XKejie30 pacrojiaraercst B 0C-
HoBaHnu 4-x rpannoit nupamuaku FeOs. B pacemoTpen-
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Puc. 2. (IIsernoii onnaiin) Ceepxbsueiika YFeOs na noi-
snoxke SrTiOs moce penakcamuu. KpacHble mapbr 060-
3unadaoT arombl O, 3esensie — Sr, cepbie — Y, royObie —
Ti, kopuanesbie — Fe

HOU s4eiike nMeeTcs 4 HEIKBUBAJIEHTHBIX aTOMa, YKeJle-
3a, JIBa B HIXKHEM cjioe, u JBa B miockoctu FeOs. B
pe3yJbTaTe pesaKCcalui KPUCTAJUINYECKOH CTPYKTYPHI
BO3HUKAIOT JIOMOJHUTEIbHBIE MCKAXKEHUsI U CMEIIEeHUsT
aTOMOB U CHUMMETPUsI si9efiKu MoHmKaeTcs. Beaencreue
9TOI0 BO3HHUKAET CJIOXKHOE (heppUMArHUTHOE YIIOPSI0-
venune, 6jim3koe K A-tuiry APM nopsinka. Ha pucyn-
Kax 3 u 4 npuBeseHbl IPAMDUKA IJIOTHOCTH JIEKTPOH-
HbIX cocrosiauit (DOS) syis HU3MIEro MO SHEPIUH TUIIA
JaJIbHEr0 MarHUTHOIO MOpsaKa. BeJmanHbl MAarHUTHBIX
MOMEHTOB U COOTBETCTBYIOIINE M3MEHEHNS KPUCTAJIIN-
9eCKOU CTPYKTYPBI IpUBEIeHbI B Tab1. 2. B x071€e pesrak-
calyy KPUCTAJJIMYECKOH CTPYKTYDPBI aTOMBI Keje3a B
BEDPXHEM CJIOE CMEIAIOTCs U3 BepxHeil miockoctu FeOq
ma 0.12 1 0.13A u cranossitcs HEIKBUBAJICHTHBI, & UX
JIOKQJIbHBbIE MOMEHTHI CTAHOBATCS PaBHbI 3.1up u 2.8up,
COOTBETCTBEHHO. ATOMBI KHCJIOPOJIA TAKXKE CMEIAI0T-
Cs, 9TO COOTBETCTBYET HAKJIOHY M [IOBOPOTY MAPAMUIOK
FeOjs na 16° u 19° noopory Ha 1.6° u 1.2°. B HuzkHEM
cJ10e 00'bEMBI KHCJIOPOIHBIX OKTa3/IPOB CTAHOBATCS Pa3-
mraneivm (9.6 m 10.1 A3), u Bo3HEKaeT MCKazKeHme mo
THUILY “ABIXaTeIbHON MOJLI". ATOMBI JKejle3a B MEHTPAX
OKTa3/IPOB TAK YK€ CTAHOBATCS HESKBUBAJIEHTHBIMH, & X
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JIOKQJIbHbIE MArHUTHBIE MOMEHTHI CTAHOBATCS PABHBIMA
1.9up u 2.3up n Hanpasgeabl AOM oTHOCUTEIBHO MO-
MEHTOB aTOMOB B BEPXHEM CJIO€, COOTBETCTBEHHO.

WckarkeHnunst JIOKAJIBHOTO OKPYKEHIS ATOMOB 2KEJI€3a
IIPUBOJAT K CYIIECTBEHHOMY H3MEHEHUIO 3JIEKTPOHHOM
KoHuUryparmn: it crexuomerpudeckoro Y FeOgs B pac-
qere OBLIO TOJTyYeHO BHICOKOCIIHHOBOE COCTOSTHUE, B KO-
TOPOM Bce 5 opbuTasIeil ¢ OJHIUM CIIMHOM 3aCEJIEHBI, a OP-
6UTAHN C IIPOTUBOIOJIOKHBIM CIITHOM HTPAKTHIECKH IIy-
creie. B ciryuae TOHKOI 1IeHKM COOCTBEHHBIE 3HAYECHUST
MaTPUIL 3aCEJEHHOCTH JJIsi ATOMOB B HIKHEH ILIOCKO-
ctu (Fey), OKpy?KEHHBIX KUCIOPOIHBIM OKTA3[POM, JIJIsI
crimHa BBepX paBHsatorcs: 0.58, 0.93, 0.99, 0.99, 0.99, nia
crmua Bam3: 0.18 0.2, 0.25, 0.65, 0.99. Hannyo kondu-
Iypalyio MOXKHO PAacCMaTpPUBATH KaK IIPOMEXKYTOYHO-
CIIMHOBOE COCTOSIHUE CO CIMHOM 4/2: OIUH 3JIEKTPOH U3
30HBI CO CITHHOM BBEPX, PACHOIOKeHHbIH Ha d(322 — 1)
opOuTasN, IEPEXOAUT HA 30HY CO CIIMHOM BHU3 U 3aCEJIs-
er d(zy) opburans to, nox30HbL. s aroMa B BepxHeil
wiockocru (Fes), umeroniero okpyzkenue B ¢dhopme -
PaMUIKA, U MATHUTHBIA MOMEHT KOTOPOTO OPUEHTHUPO-
BaH B IPOTHBOIOJIOKHYIO cTopoHy (ADM), 3acenenno-
cru opburaJieil jjis cninHa BBepx pasHsitorcs: 0.12, 0.14,
0.14, 0.37, 0.97, nns comua BaU3: 0.89, 0.96, 0.99, 0.99,
0.99. Heobx01uMO OTMETUTD, UTO BCJIEIACTBUE U3MEHE-
Hust paccrosans Fe-O u Bo3pacTanust THOPHIU3AINN C
P-0pOUTAJIAMEI KHCJIOPOJa CyMMapHAasi 3aCeJIEHHOCTD d-
opburajeil yBesnduBaeTcs. 1Takym OpONTAIbHYIO KOH-
dburypamio MoyKHO paccMaTpUBaTh Kak d®, a cam mon
2KeJIe3a HAXOIUTCH B BBICOKOCITMHOBOM COCTOSIHUU, KO-
TopoMy TOXKe Oyuer coorBercrBoBaTh cumH 4/2. s
OCTaJIBHBIX JIBYX ATOMOB 2KeJjle3a I10JIyYaeTCsl aHAJIOT Y-
Has JEKTPOHHAs KOHurypamnus. Pasnuna B Beudu-
HaX MACHUTHBIX MOMEHTOB MOYKeT OBITh O0'bACHEHA BO3-
HUKIIEH pa3Huieil B 06beMax OKTa3/IPOB U IMHPAMIJIOK
U yCHJIEHUEM T'HOPHIM3AINN MEXK/Y d-OpOUTAJISIME YKe-
Jie3a U p-OpOUTAJISMHU KHACIOPOJOB BCJIEICTBUAE YMEHbD-
menusi cpegaero paccrositun Fe-O. B pabore [22] mus
TepMOOOPAOOTAHHBIX B KHUCJIOPOJHON aTmMocdepe ToJ-
crbixX WIeHoK YFeOgs ¢ mOMONIBIO MCC/IEIOBAHUI METO-
namu SIMP 6b1710 TTOKa3aHO BOSHIKHOBEHNE HEOTHOPOI-
HOCTH PacCIIpe/ieJIeHNs JJOKAJIbHBIX MArHUTHBIX II0JIEN Ha
MacImTadax Me2KaTOMHOTO PACCTOSHUS, ITO ABTOPBI MH-
TEPIPETUPOBAJIA KAK IOSBJICHUE JBYX HEIKBUBAJIECHT-
HBIX IIO3WIINII MOHOB JKejle3a C Pa3HOil BaJEHTHOCTBHIO
4593d° Fe?t (S = 4/2) u 45°3d® Fe?t (S = 5/2). Heob-
XOJIUMO OTMETHUTD, UTO JTAHHBIE UCCIIEIOBAHNS ObLIN BbI-
IIOJTHEHBI [T TOJICTBIX IIEHOK ~ 880 HM, KpHUCTaJInde-
CKasl CTPYKTYPa KOTOPBIX MaJIO OTJINYAJIaCh OT 00bEeM-
HBIX MOHOKPHUCTAJINYecKnX 00pa3nos. s Takux mie-
HOK OBLJIO IOKA3aHO HAJIMYINE ABYX obsacteit: cjoit 50 uM
BOJIn3u nHTepeiica ¢ cuabHOI nedopMmaliyeil 3a cyer
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SMUTAKCAAJIBHOTO PACTSKEHUSI M PACIOJIOXKEHHBIN BbI-
e CJIOH CO CTPYKTYPOit, OJIM3KON K 0ObEMHBIM MOHO-
Kpucrasuimaeckum obpasnam [21]. Pesynbrarer pacue-
TOB IMO3BOJISIOT MIPEJJIOKUTH €IIe OJHO 00bsICHEHNE pe-
sysabraraM AMP skcnepuMeHTOB: 9aCcTh HOHOB YKeJjie3a B
rIyOuHe IJIEHKU BCJIEJCTBHE CUJIbHBIX UCKAXKEHUN KPU-
CTAJITMIECKON CTPYKTYPBI IEPEXOIUT U3 BHICOKOCIIMHO-
BOI'O B IPOMEXKYTOYHOCIHHOBOE COCTOSIHHAE CO CIIMHOM
S = 4/2. A aroMbl Ha TOBEPXHOCTU WJIM PACHOJIOKEH-
HBIE PsIJIOM C KUCJIOPOJHON BAKAHCHEl, MMeoIlee OKpy-
JKEHUE B BUJI€ TUPAMUJKNA, UMEIOT JIEKTPOHHYIO KOH-
dburypanmuio d® ¢ Taxoit ke BemruuHON crmna S = 4/2,
KaK ¥ IPEeJIojarajii aBTopbl CTarbu. PaccMOTpeHHast
sA9eiika He MO3BOJIAET Oy IUTh DOJIee CII0KHOE MATHAT-
HOEe yIOpsiI09eHne, u Jijisi 00jiee TOYHOTO OIMCAHUS BJIU-
SIHUsI SMUATAKCHAJbHON JepbopManyum HeOOXOIUMO pac-
CMOTPETH si9€fiKu ¢ OOJIBIIUM YHCJIOM HEIKBUBAJIEHT-
HBIX ATOMOB 2K€J1€3a U KHCJIOPOIHBIMU BAKAHCUSIME, 9TO
paMKax IIepBOIPUHIIAIIHBIX PACYETOB MOXKET OBITh CO-
[IPSI?KEHO ¢ OOJIBIMIMU TEXHIIECKUMHU CJIOZKHOCTSIMHU.

Tabumnna 2. 3HadeHUs] MATHUTHOO MOMEHTA, CMEIeHUEe aToMa
Kese3a u3 miaockoctu FeOg u 06beM COOTBETCTBYIONMIErO OKTAd-
pa/nupamuiku. Feq u Feg pacnosararorcsi B HOBEPXHOCTHOM CJIO€,
Feo u Fep — B HmakHeMm citoe. B HM2KHel cTpOKe IIPUBEIEHDBI JaHHbIE
IJIsl aToMa Kejie3a B crexuomerpudeckoM Y FeOs

1y LB Cwmerenne, A v, A3
Fes (mupamnaka) 2.77 0.13 4.9
Fez (nupamunka) 3.10 0.12 5.1
Feg (oxrasap) 2.29 0.02 10.1
Fe; (oxrasap) 1.89 0.02 9.6
Fe 3.6 0.00 10.6

Obmernvie napamempvt 6 modeau Ietizenbepaa. s
HCC/Ie0BaHUs N3MECHEHHUS] JTaIbHEr0 MArHUTHOIO IOPSLI-
K& BCJIEICTBUE 3MUTAKCHAJILHON medopManuu U IIOHU-
MaHHAsI MUKPOCKOIMIECKUX MPUIUH YI00HO MPUMEHITH
MOJICJIBHBIHA ITOAX0I B paMKax Mojenu [aiizentepra.

H=-Y"J;S:8;, (1)
i#]

rje ¢ ¥ j — MHJEKCHI y3JI0B, J;; — mapamMerp oOMeHHO-
IO B3AMMOJICHCTBHS MEK/Ly Y3JIaMu i U j, S;(;) JOKab-
HBII MOMeHT Ha y3uax i(j). [lapamerpbr 06MeHHOrO B3a-
UMOJIEIICTBUSI MOT'YT OBITH IIOJIyY€HbI U3 IIOJIHBIX SHEP-
Uil Pa3JIMYHBIX THUIIOB JAJIbHErO MAIHUTHOT'O YIIOPSIIO-
YEHWS WK C UCTIOJIb30BAHUEM METOIA, OMUCAHHOTO B Pa-
Gorax [36, 37], ¢ momompo mocrpoenust 3bGEKTUBHOrO
raMUJIbTOHMAHA Ha aTOMHO-IIEHTPUPOBAHHBIX (DyHKIU-
sax Baube, KOTOpBIit U OBLT UCIOJIB30BAaH B JAHHOI pabo-
te. JaHHBIH M01X0/1 103BOJIsIET N30ABUTHCS OT MOTPEII-
HOCTEl, BHI3BAHHBIX U3MEHEHHEM BEJIUYUH JIOKAJBHBIX

40r
30

20
10}

DOS (1/eV / fu)
S0 AN (e} N 0O

Energy (eV)

Puc. 3. ITnornocTs cocrosnmii miia Tonkoii miaenku Y FeOs.
Ha BepxHeit naneu moHast IJIOTHOCTb COCTOSTHUM, Ha Ta-
sesn (b) — naprmanbable IoTHOCTH cocTosinmii Fe-d (vep-
Hble crionmHble juaun) Ha (¢) — O-p (4epHBIE CILIOMIHBIE
JIMHUM) JJIs1 CIIMHOB BBEPX U BHU3

MOMEHTOB, BO3HUKAIOIIUM IIPA PACCMOTPEHUH Pa3HBIX
THUIIOB MAIHUTHOT'O [TOPSIJIKA.

JlJist IOCTPOEHUsI MOJEJIbHOIO MaMUJIBTOHUAHA, OBLI
BBIOpan 6asuc d-opburaseit Fe u p-opburaseit O, koro-
pble JIaf0T MAKCUMAJIbHBINA BKJIaJ B COCTOsIHUsI BOJIA3U
yposusi @epmu. M3 aHa/mM3a KPUCTAJIMIECKONH CTPYK-
TYPBI MOYKHO TIPEITOIOKUTH, YTO HAMOOIbIIIEE BIUIHIE
OyIyT MMETHh B3aMMOIEHCTBUS, OTPAHNIEHHBIE TPEThEH
KOOpAuHaIMOHHON cdepoit. B manHOit pabore ObLiIn
paccYnTaHbI CJIEAYIONEe OOMEHHDBIE TTapaMeTPhl MEXKITY
aToMaMU rKeJjie3a: 0OMEHHOe B3auMOoIeiicTBIe ¢ OImKaii-
muM coceaom Ji, oOMeHHOe B3amMOJEeHCTBUE IO JIHa-
IOHAJIN I'PAHU JIEMEHTApHON sueiiku Jo ¥ B3amMO/Ieii-
CTBHE aTOMOB M3 PAa3HBIX IIIOCKOCTEH II0 auaroHajn
SJIEMEHTAPHON siueiiku J3. Pe3ynbrarsl 1peicTaBiieHbl
B Tab1. 3.

Pacdersr mapamerpoB 0OMEHHOI'O B3aMMOJIEHCTBUS
Mexxy aromamu Fe B momenu [eitsenOepra mokas3bl-
BaIOT, YTO B crexuomerpudeckoM YFeQOs BbLaessiercs
ojmH 601611101 110 3HaYeHI0 APM 0O6MeHHBIH TapamMeTp

TTucema B 2K9T®  Tom 119
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2 . 1 . i 'y 1

-2 -1 0 1

Energy (eV)

DOS (1/eV/ fu)

2 L | x | L
-2 -1 0 1

Energy (eV)

Puc. 4. (Isernoit omnaita) Ilnornocts cocrosinuit d-oGosouku aromos Fe gyist Tonkoii mienkun YFeOs (d4epHble clulomIHBIE

JIuHNN), t2g — MOJ30HBI (KPACHBIE IIYHKTUPHBIE JIMHUN), €g (3€JI€HbIE IyHKTUPHBIE JIMHAN) JJIsl CIMHOB BBEPX M BHU3

Tabauna 3. 3uauenus OOMEHHBIX TAPAMETPOB. Jll - B3aUMOJEl-

CTBHE BIIOJIb KPUCTAJIOIpadUIeCKOit OCH C, Jl‘ B3amMo/eiicTBre
B IUIOCKOCTH ab B pamMKax IepBOil KOOPAUHAIIMOHHON cdepbl

JEK | JLK | 1K | g K
YFeO3 ~510 —510 ~10 2
YFeOs /SrTiOs —317 —40 12 —6

MeKy OJIMKANIIIME COCEJIsIMUA BO BCEX HAIIPABJIEHUSIX,
41O NpUBOIAT K crabmmmsanuu G-tuna APM nopsigxa,
mapaMeTpbl OOMEHHOTO B3AMMOJIEHCTBHS C OCTAJbHBIMA
6oJiee JIAJIbHUME COCEIIsIMUA Ha TOPsiIKA MeHbIme. st
toukoii mieHkn YFeOs/SrTiO3 BeiemcTsue snuTakcu-
aJIbHOM edopMary u cMeHe cocTosiaus d-Fe ¢ BbIcoko-
CIIMHOBOT'O HA, IPOMEXKYTOYHOCIIMHOBOE OCTAETCS €I[IH-
crBeHHbI OoJibimoiit ADPM napamerp 0OMEHHOIO B3au-
MOJIEHCTBUST MEXKIy aTOMAaMH Keje3a BIO0JIb KPUCTAJ-
JiorpaduIecKoil Ocu ¢, mapaMeTpbl OOMEHHOTO B3AMMO-
JIEHCTBUST MEXKJIy aTOMaMHU Kejle3a B ILJIOCKOCTH, Iep-
[IEHIUKYJISIPHON OCH ¢ B paMKax I1ePBON KOO IMHAIM-
ouHoii cdepnl uMeror Takxke ADOM 3HAK, HO CTAHOBATCS
Ha TOPsiJIOK HuxKe. Ilapamerp oOMEHHOro B3aMMOJIEli-
CTBUSI B IJIOCKOCTHU (b MeXK Iy aTOMaMU BTOPO KOOPIH-
HarmmoHHo# cepnl, nmeer PM 3HAK, ITO COOTBETCTBYET
A-tunry A®M nopsiaka. Takoe naMenenue napaMerpoB
O0OMEHHOTO B3aUMOJIEHCTBUS IIPUBOIUT K cMeHe G-Tuia
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Ha A-TUN JaJbHEr0 MArHUTHOIO IIOPSKA, KOTOPBIA B
pesysbrare upsiMoro GGA + U pacdera nMes HanMeHb-
IIYIO HEPIHIO.

Pacwem asexmpuneckot noaspudayuu. B TOHKOM
IJIEHKE BCJIEJICTBUE SMUTAKCUAILHON TedOopMaIun aTo-
Mbl Fe cmematores u3 Bepxueit mirockoctu FeOs, uro
JIOJIZKHO TPUBOJIUTH K BOBHUKHOBEHUIO JUIMOJHHOTO MO-
MEHTa W CIIOHTAHHOMN JIEKTPUYECKO mojsgpu3anuu. B
JaHHOHM paboTe pacder IJIEKTPUUECKON IOJIAPU3AIUI
OBLI IIPOBEJIEH B paMKaX METOJa, OCHOBAHHOTO Ha Pac-
gere dasnl Beppu [38, 39|. Bouio nosydeno, 9o B TOH-
KOl TJIEHKE BO3HUKAET CIIOHTAHHAS JIEKTPUIECKAsT TO-
Jigpusanua Beqmaunoi 15.1 MK/ cM?, 9TO HAXOIUTCS
B coriacuu ¢ sKcrepumenToM [20]. Pacder st crexmo-
METPUYIECKOr0 00pasra MOKa3aJ, YTO B HEM CIOHTAH-
Has IMOJIAPU3AIUsS OTCYTCTBYET, MOCKOJbKY aToMbl Fe
HAXOJATCA B IEHTPAX KUCJIOPOIHBIX OKTadApoB. IIpose-
JIEHHBIE PACYETHI MOKA3BIBAIOT, UTO IMUTAKCUAIBLHAS e~
dopmarus Mo3BoJIgeT CYyNECTBEHHO U3MEHATH MATHUT-
uble ceoiictBa YFeO3 1 0JHOBPEMEHHO BBIZBIBAET CIIOH-
TAHHYIO JIEKTPUIECKYIO TOJISTPU3AIIHIO.

3akJriroueHne. B mannoit pabore B paMKax MeTO/a
GGA + U 06bun HCCIEIOBAHBI JIEKTPOHHAST CTPYKTY-
pa 1 MarHUTHBIE CBOMCTBA cTexuomMeTpudeckoro Y FeOg
u YFeO3, HaHECEHHOrO TOHKOM IJIEHKOH Ha IOIJIOXKKY
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SrTiOs. B pacdere 6bLUIO MOIYY€HO, YTO B CTEXUOMET-
puueckoM YFeO3 HAMMEHBIYIO TIOJIHYIO SHEPIUIO0 UMEET
G-tunt AOM yropsijioueHust, YTO IIOJHOCTHIO COIJIACY-
€TCsl C YKCIIEPUMEHTOM, U CAM OH SABJISETCH IMIJIEKTPH-
KOM C BeJUIHHOM 3ampernernoil mean 1.83B. Pacuer
C IIOJIHOM peJiaKcalyeil aTOMHBIX IO3UIMI, BBIIIOJHEH-
piii B pamkax meroga GGA + U 1y TOHKOH ILIEHKH
YFeOs3/SrTiO3, nokaszas, 9T0 TUIL JAJBHEIO MATHUTHO-
ro nopsijika u3mensiercsi ¢ G-rumna A@M B crexuomerpu-
geckoM YFeOg3 Ha cjio2kHOE (peppUMarHUTHOE YITOPSIIO-
yenHue, 6JIN3KOe K A-THITY U TepeXo/y B METAJINIECKYTO
dazy ¢ HeOOJIBIION IJIOTHOCTHIO COCTOSIHUI HA YPOBHE
@epmu. [losiHasi penakcanusi IpUBEIa K BOSHUKHOBE-
HUIO CYIIECTBEHHBIX MCKAXKEHUil, MIPEUMYIIECTBEHHO B
BepxHeil miockoctu FeO, u cMmereHnio aToma Kejesa
u3 1ockoctu FeOs, a caMa MI0CKOCTh JIONOJHUTEIBHO
HCKAXKAETCs 33 CYeT MOBOPOTA W HAKJIOHA MHPAMUIOK
FeOs ornocurensno ocu ¢ Ha yroa 16° u 19° mosopo-
Ty Ha 1.6° m 1.2° coorBercTBenHO. B CcBOIO OUepenp,
9TH WCKAXKEHUS [PUBEJM K U3MEHEHWIO CIIMHOBOTO CO-
CTOSTHUS MOHOB KeJjie3a, PACIIOJIOKEHHBIX B IIEHTPE KUC-
JIOPOJIHBIX OKTA3IPOB C BBICOKOCIIMHOBOI'O C BEJIMYUHOM
3.6 up, kKak B crexuomerpudeckom Y FeOgs, Ha mpome-
JKYTOYHOCIIUHOBOE cocTosiHue co cruaom S = 4/2. Tlpu
9TOM OJIMH 3JIEKTPOH M3 30HBI CO CIIMHOM BBEPX, PACIIO-
noxkenubiit Ha d(322 — 1) opbuTaIM, IEPEeXOUT Ha 30HY
CO CIMHOM BHHU3 U 3aceiisieT d(zry) opOHTamis ta, mMOA30-
Hbl. BestmauHa MArHUTHBIX MOMEHTOB JIJIE ATOMOB HUK-
Hero cjiost ymenbinaercs 710 1.9up u 2.3up. NoHb! xKee-
3a, PACIOJIOKEHHBIE B MIOBEPXHOCTHOM CJIOE, MMEIOIIIIe
OKDY2KEHHE B BUJI€ NMHUPAMHUIOK, UMEIOT IJIEKTPOHHYIO
koHdurypammo d®, KoTopoil COOTBETCTBYeT TAKOH IKe
couH S = 4/2. BeauunHbl MATHUTHBIX MOMEHTOB DaB-
uol 2.8up u 3.1.up. IlomyyeHHBI PE3yIBTAT TO3BOJISAET
[IPEJJIOZKUATH HOBYIO MHTEPIIpeTalnuio JanabiM JAMP u3-
Mepennit [22]. Cmemenne aToMa Keje3a U3 IVIOCKOCTH
FeOy npuBoauT K BO3HUKHOBEHHUIO DJIEKTPUIECKON MO-
nstpuzanuu Besmmannoit 15.1 MxKoi/cm?.

CwmeHa THIA JAJBHETO MATHUTHOTO IMOPSIJKA B TOH-
KOIi TIJIEHKE CBS3aHA C M3MEHEHWEM BeJUInH OOMEHHO-
r'0 B3anMOJIECTBUS MEXK/Iy aToMaMu xkeJje3a. [lapamer-
pBbI OOMEHHOTO B3auMo/ieiicTBusI B Mo/iesn |eitzenbepra,
paccuuTaHHbIe JIs crexuoMerpudeckoro Y FeOs, moka-
3BIBAIOT, YTO CYIIECTBYeT 6OJbIol mo Bejmanne ADM
OOMEHHBIN TIapaMeTp MEeXKJy aTOMaMU 2Keje3a B Iep-
BOIl KOOpAMHAIIMOHHON cdepe, a 0OMEH MeXK]1y BTOPBI-
Mz u 60Jiee JAJIBHUMUA COCEMIIMU Ha BA MOPSIIKA MEHb-
nte. B ciydae Toukoii mienku YFeOgz/SrTiO3 usz-3a uc-
KayKeHNH KPUCTAJITMIECKON CTPYKTYPBI OCTAETCS OJINH
0O0JIBIIION OOMEHHBIN TApAMETD MEXK/Iy ATOMAMU 2KeJIe-
3a, PACIOJIO2KEHHBIMU BIIOJIb OCH €, & OOMEH MKy aTo-
MaMH KeJjie3a IepBOil KOOPAMHAIIMOHHOMN ¢ ephl B IJI0C-

koctu ab, xorss u umeer ADM 3HAK, HA HOPSIOK HUXKE,
YTO IPUBOJAUAT K CMEHE THUIIA JIaJbHEr0 MArHUTHOTO I10-
psiaka ¢ G- Ha A-tun. O6MeH MeXKy BTOPBIME COCEJIsI-
Mu B mtockoctu ab nmeer @M 3HAK, ITO TOMOTHATEH-
Ho crapuimsupyer dpopmupoBanne AOM A-rtuna.

B xo1e uccienoBanus ObLIO BBISBIEHO, YTO SIUTAK-
cuasibHas e opMaIus IPUBOIUT K CYNIECTBEHHBIM U3~
MEHEHHUSIM MATHUTHBIX U IIPOBOIAIINX CBOMCTB, & TAKXKe
K BOBHUKHOBEHUIO CIIOHTAHHOM 3JIEKTPUIECKOM ITOJISIPH-
saruu B YFeOgs, 94TO TOBOPUT O BO3MOXKHOCTH IIOJIY Y€~
HUsI CBOUCTB MyJIbTU(hEPPONKA 1 U3MEHEHUS BEJININHDI
MarHUTHOTO MOMEHTA U THUIIA JAJIBHETO MOPSIIKA B TOH-
koruteHo9HOM Y FeQj3 mmyTeM BhIOOpA IMOJIOXKKH C IO
XOIAIIMMI COCTABOM M OPHEHTAITUEHA.

dunancupoBaHue. Pabora BBIIOJHEHA B paMKax
rocynapcrentoro 3aganuss MITHOBPHAYKU Poccun
(rema “Quekrpon’, # 122021000039-4) upu uacrud-
Hoit mogiepzkke Poccuiickoro naygunoro douma (npoexr
#19-72-30043).

Kouduaukr uHTEpecoB. ABTOPHI 3asBJSIOT 00
OTCYTCTBUU KOH(IUKTA UHTEPECOB.
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