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Resalts of Band Caleulaticns of BEDO-TTF Compleoms of [., BCF, and CI types
intrastack interatack
coaplex brpe 8] =2 8 r F-T I~ B T - ¥ ME)* K eV 5afS5e" (center)
{HEDD-TTE Ja. 41a ls 5.5 15.2 -13.0 L3 1,13 4207
{BEDD-TTF) 1 afCF ) (Bal}a l« 5.8 14.9 133 .26 1.13 d0iz)
(BEDO-TTF) «Br{Hall} s Ia 5.6 4.8 13.4 130 1.012  50{E)
(BEDO-TTF ) ( HCHAD Is B.8 14.9 -12.8 136 1.0 50(E)
{BEDO-TTF b HOTH PHOH ) = <56 38 AT S12.0 <132 <146 <156 144 9.8 136 1.0 2R(R)
(BERC-TTR b S04 (Ea)e la 6.3 6.2 12.4 -13.5 1.46 1.03 B.OD{X), 2.B(E), 5.1(2}
{BEDO-TTF b Br [ Melra {He ) ] (Bl ) la 58 AT 4.8 145 14.6 -13.7 121 146 1,10 5208}
{BEDO-TTF).C 10, la 6.9 14.1 -13.6 140 111 LTI}
| {BEDO-TTF )z Aubirs la <52 -14.8 8.3 =144 l.aa L.07
{BEDO-TTF 1aCus | HCE 1 la £E3 43 =13.2 =10.2 -10.0 128 46 0.5 50(2)
(BEDO-TTF ) Reln (Hal1) [+ 33 4.8 11.7 1.8 -13.3 -14.7 146 105 B.4(K), 6.5(8), 2.0(I}
(BEDO-TTE b HCF(FRCN e, & WF 5.0 -13.B 13.3 -7.8 1.9 073
(BERC-TTR baCI(HaD)s 4] -1l.4 =146 1B 1R S0{r)
. Fermi-level D05 including spin degeneracy; units, states{total}/(s¥ molecule of BEDO-TTF). * Totsl band width.
* prea patio (%) of closed Formi sorface to the Beillioam zone,
states/eV-molecule
states/eV-molecule-spin 1/2
Huckel
90 (BO),ReO,(H,0)
, Hls singlez , C2s, 2p, O2s, 2p, S3s, 3p (3d
) double z (I5- )



