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E12.5
Estimates of U—from Imada et al RMP

TABLE III. On-site Coulomb (U) and exchange (J) energies
estimated using the constrained LDA method (Anisimov et al.,
1991), compared with the empirical estimates for the Racah
parameter A and charge-transfer energy A (Zaanen and Sa-
watzky, 1990). U,y is the splitting between the d" ' and 4"
high-spin states. Energies are in eV.

U J Uss A A
CuO/CaCuO, 753 0.98 6.5 4.0 4.0
NiO 8.0 0.95 7 | (6.0) (4.92)
CoO 7.8 0.92 6.9 5.02 5.53
FeO 6.8 0.89 5.9 4.46 6.21
MnO 6.9 0.86 10.3 5.43 8.23
VO 6.7 0.81 3.9 3.54 10.47

TiO 6.6 0.78 5.8 3.02 10.01




COULOME REPULSION ENERGY U (V)

=t
T

=]
T

2
T

Lol
¥

-
T

Tl
L]

U estimated from photemission
xexperiments (Imada et al RMP)

L= T
¢
<) 2+ CATIONS ©* 7
| B
Tk
=
5
L]
B 6
&
=
st
e
%4'-
n]
i
== M
el 2
—G-II‘l:E\n. - MTIS,
O ki, ==
¥ MOy oy M S
Bgihy Ceby 1, Te I

i i i i i i i i =
o 1= - 1- TeT
T V C Mn Fe Co Ni Cu & 52 e

E12:5




Rerommmliza EY
SDII& s+='l-e__ eqec,‘f'r.-

(D H'Tlprlé‘ lﬂ‘*‘w-, electron in d orbidel cen ag
ndo other sledes on <olie
= P}S Sac> In Qn.:lersan n@deL le.-._re:[_r. 59"'{: w:cl'{r!ﬁ

) Gmlo\dulb in ée@m%a o‘? cl-fE.uELS

t sS2en L&‘Qﬁn‘_‘aﬁ LA l'tﬁ-/“ﬁ'l"ﬁe - Fﬂqllj 'EUE[ Uﬁnﬂ-uL.\Su ot
in 'E'_K.Q.C-‘f' SG"I('I‘. Mﬂ-'u?a .P--:F"{\cl{e C‘l"l"!lfﬂ

ot AE‘EM'#e aum—"‘l"urw s P L

TC:J c!.e‘gme 4= cL- e,lEGhﬂI\S'J Jerious me.%l\ctl:

SlmFJg:-‘t'. "edomie sphete sppox
L
O 'Tm. &, Df‘f-‘-w sél-zif‘_, Some
T"G-AIIJ.SJ L'I\J'F-—pdny Yo
pey<t t:‘k-ﬂm?)
Tlésen corthn ¥5f‘nerf evalucle e.q. L
A 1 e
z S L& LRy ol s froyecte d
L.fhﬂis Clv C"tog("
()
’ pﬁmladjurhe_s: f"'ilclius ég -SfLEPG‘

%"\‘&n“}m\ not SPL Y Sym C.SQMEMS c.“ruﬂ. ag)

¥ D\g@lcﬁ\'l" &'D \Jc:.l‘"? Qkp-sg \:J:) Jﬂ+&JEF Gmoua“g
h,PlMH\j ¢ ESJ“‘”’“Q“E‘-‘U L7 '?Alqj ML\j 5%“ Uﬂ"\.-r."l‘\ﬁ\f




SP?C‘FF;C:{"){ Pt)+ L SPI‘IEPI‘." SJJE l\fEHBCY‘IM >
feaies 7

C‘J'LEEM rfoy\ec aﬁ"l'p
ﬁ_‘::[‘_gl ] P yector shdes m
d&lslgﬂw'lg‘hd\ - "‘J‘jplm”y 2"{'&?%‘]{& -F:-.g,.,

CE.H ‘o CE” CCL neu‘tmhu

> werk oot SE . gt A6 ﬁ, A
Sneo 9 <o

G "'T}’P"

Tad e;-ng% emender as
Um*ie': - lﬂCJUAe:“: ul‘ﬂ]i:v(cﬁ\c:n? - afre ‘szﬂ-s Imm'ﬂ“
Eﬂ%\j cmn‘ﬁ_:,w-:'{ﬁm Dt'ﬁ:‘ﬂ-ﬂ‘ﬁi‘é I“"E'.g.‘).r"é' :“F dont-

LE+ surro un,clu-_s (E\;L:. . Ty Plcc'”:f": In Edﬂ“;éé’s n U [ .FCE.V

1 ? == Hc::[,o ‘g‘—s:'ﬁ LS PEchg-hm::W\ Metels Uaﬁﬁf

3
5 __i:'r vt c:‘.ﬁﬂ“{:- "N:.PPeq a_;ﬁlu{
Udl *E}neq .S vt e I"Ec.s:m-:!:alf “ELhS ti"ncfa::




