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B ctangapTtHouM moagenun AHOepCOHa onTuMaribHas
anst PUKCUpoBaHHOIo Ynucna Yactuy npoueaypa ncnosb3yeTcd
B 3ajavye C PUKCUPOBAHHLIM XMMMNOTEHLMANOM

UTo ewle HexopoLlo

Moaenb AHOepcoHa oanHaKoBO nNpeackasbiBaeT MarHUTHOE
COCTOsIHME Ans nodbIX opbutanen

Ha s- n p- opbutansax HUKTO MarHeTuaMa He BUaen

UTo BpaTh 3a 3NEeKTPOHHbIE COCTOSAHUSI HA aToOMe NpUMecu?
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HeocyulecTBrneHHas (noka) medta

PaclumpeHne cxembl Ha cCaMOCOrIacoBaHHOE BblYMCIIEHME
KOPPENATOPOB 4YMUCEN 3anonHEeHUs

Hapno crnegutb He TONBLKO 3a cpedHUM 3arnofnHeHneM
Pa3NMYHbIX COCTOSIHUW , Kak B moaenun AHOEepCOoHa,
HO M 3a KOppendaTopamMmmn Yncen 3anofnHeHns
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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(e,,32%-r%) and V(eg,z2%-y?).
The contour value for each of the MLWFs was chosen as .05
()2,

Dynamical mean-field theory using Wannier functions:
a [lexible route to electronic structure calculations of strongly correlated materials

F. Lechermann, ! 2] A. Georges.! A. Poteryaev,! 8. Biermanun, M. Posternak,® A. Yamacaki? and ().K. Andersen®
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FI1G. 4: (Color online) tzg-like MLWF w.y for SrVOsz de-
rived from the MBPP code. First row: SrV()s structure with
Sr (large blue/dark), V (red/gray) and O (small vellow/light
gray) and perspective view on wsy. Second row: we, viewed
along the c axis and along a axis. The contour value ur}icg,.] was
chosen as 0.05 (a.u.)™%/2.



Bce adbdeKkTbl MAarHUTHOIro UM opbuTanbHOro yrnopsaoyeHus
CBA3aHbl C KYJIOHOBCKMM B3aMOOENCTBMEM 3NEKTPOHOB
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Band Energy (eV)

FIG. 6 (Color online) Solid black lines: band structure of
graphene. Blue triangles: band structure for the subspace
selected by projection onto atomic p. orbitals. Red circles:
band structure for the subspace selected by projection onto
atomic p, orbitals on each site and sp? orbitals on alternate
sites, and using the frozen window indicated. The lower pan-
els show the MLWT's obtained from the standard localization
procedure applied to these two projected manifolds.

Frozen Window



KoppernnpoBaHHoe 3arnonHeHne S n P cocTtosaHunm
1
E :—jZImGnn(a))a)n(a))da) Korpa
TS ] \

, E<.—E.+&.<0 ?
1 Z USp (Gf(a))) ; ° S\
G M T [

" ) nortepu




[Mloaxon cunbHO CBA3aHHbIX AJ1IEKTPOHOB
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