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UTO aBnaeTca xapakTepucTukon « MarHUTHOCTM» aTtoMa
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KoppensTtopbl, a He cpeaHne 3Ha4YeHUs ANEKTPOHOB pPa3HbIX CMIUHOB
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3aknoBoabl

B crnyyae MarHuTHbIX aTOMOB B peLLEeTKe
cTerneHb ero « MarHUTHOCTU» U BO3MOXHbl€ U3MEHEHUS
ero CoCTOsIHUS ONpeaensatnTca NapHbIMU KOppenaTopamu
ymncen 3anonHeHus

KoppensTopbl onpeaensitotcs (MycTb NPUONUXKEHHO) U C
YYETOM 30HHOIO ABUXEHUS 3NTIEKTPOHOB

[lossBNeHne acCMMMETPUN CPEedHNX YNCEN 3anonHeHNs
[Ns1 3NIEKTPOHOB CO CMMHOM BBEPX U BHMU3 OMNMUCLIBAET TOMNbKO
NnosiBNeHne ganbHero MarHUTHOro Nopsiaka



3amevaHue nNpo gpyHKunn BaHbe
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FIG. 7: (Color online) Distinct WFs for SrVOs obtained
from the MLWF construction using the MBPP code. First
row: O(pz), O(py) and O(p.) for a chosen oxygen site. Sec-
ond row: V(tag,zy) as well as V(ey,32%-r?) and V(e,,z*-y?).
The contour value for each of the MLWFs was chosen as 0.05
(a.u.)~%/2.
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FIG. 4: (Color online) tz4-like MLWF w., for SrVOj3 de-
rived from the MBPP code. First row: SrVQj3 structure with
Sr (large blue/dark), V (red/gray) and O (small yellow/light
gray) and perspective view on wsy,. Second row: w., viewed
along the ¢ axis and along a axis. The contour value wg;) was
chosen as 0.05 (a.u.)™%/2,



