Table1l. Energy Band Calculations of Organic Consuctors
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Compounds Calculation Ref.
(TTF)(TCNQ) Geometry dependence 1
semimetallic 2
(TMTSF)2X Transfers for various anions 3
open (Fig. 1) 4,5
b-phase
b-(ET)2I3 close (Fig. 2 6,7
open+semimetal (Xa) 8
(ET)2SF5CH2CF2S03 open + close 49
(ET)2BrOg4 k-like 9
(ET)2ReO4 k-like 9
(ET)4Cu(C204)2 Semimetal 10
(ET)sHg3Bri11 Transfers 11
(ET)3Li0.5Hg(SCN)4(H20)2 b-like 12
b'-phase
(ET)2AuCl2 open (Fig. 3) 13
(ET)2ICl2 open 14
(ET)(TCNQ) close(ET)+open(TCNQ) (Fig. 4) 15
BETS sdlts
| -(BETS)2GaCl4 k-like 16
| -(BETS)2FeCl4 k-like 16
b"-phase
(ET)2CI(DIA) close 17
DIA: diiodoacetylene
b"-(ET)2AuBr2 open+close (Fig. 5) 18
(ET)2(ClIO4)(TCE)0.5 semimetal 19
(ET)2Pd(CN)4 semimetal 20
(ET)2Pt(CN)4 semimetal 21
(ET)2Pd(CN)4(H20) semimetal (Fig. 6) 20
(ET)2Pt(CN)4(H20) semimetal 21
(ET)3Cl2(H20)2 semimetal (Fig. 7) 22
b"-phase BO salts
(BO)2Br(H20)3 close 23
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(BO)2.4I3
(BO)10(CF)4(H20)3
(BO)3Cu2(NC9)3
(BO)2AUBIr2
(BO)2CIO4
(BO)2ReO4H20

(BO)5(HCTMM)(PhCN)2

(BO)4(SQR)(H20)6

g-Phase

(ET)2Cu2(CN)[N(CN)2]2

(ET)Cd0.66(SCN)2
(ET)2TIZn(SCN)4

(ET)2TICo(SCN)4

(ET)2RbZn(SCN)4
(ET)2RbCo(SCN)4
(ET)2CsZn(SCN)4
(ET)2CsCo(SCN)4

q-(ET)213
(BO)2CI(H20)x

a-(ET)213
(ET)2KHQ(SCN)4
(ET)2NH4Hg(SCN)4
(ET)2RbHY(SCN)4
(ET)2KHg(SeCN)4
(ET)2TIHQ(SeCN)4

(BETS)2Cu2Clg
a-(ET)4Ni(CN)4

a"-Phase
(ET)2KCu(SCN)4
(ET)2Cusle
(ET)2CsHQ(SCN)4
(ET)2K1.4Co(SCN)4

(BO)5(HCP)(PhCN)( 22

(BO)g(HCDAH)P

k-Phase

close

close

close

close

close + open
semimetal
close
semimetal

close
close
close
close
close
close
close
close
close

close

semimetal

close + open
close + open

close + open

close + open

close + open

close + open
close + open

open
open
open
open

open
open
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k-(ET)2Cu(CN)3
k-(ET)2Cu(NCS)2
(ET)2Cu(CF3)4(TCE)
k-(ET)2Cu[N(CN)2]Br
k-(ET)2I3
K-(ET)2Cu(CN)[N(CN)2]
k-(ET)2Ag(CN)2H20

(BO)2CF3S03
(BETS)2Cu[N(CN)2]Br

(MDT-TTF)2Aul2
(MT)2AU(CN)2

d-phase

b-(ET)2PFe
b-(ET)2AsFg
d-(ET)2Ni(CN)4(H20)4
(ET)2Br(H20)3
d-(ET)2AuBr2
d-(ET)2Aul2

a'-Phases
a'-(ET)2Ag(CN)2
a'-(ET)2Au(CN)2
a'-(ET)2AuBr2

g-(ET)2Aul2

k-type
k-type
k-type
k-type
k-type
k-type
k-type

k-type
k-type

k-type
k-type

open(transverese)
open(transverese)
open(transverese)
k-like
open(transverese)
open(stack)

open(stack)
open(stack)
open(stack)

open(stack)

(Fig. 13)

(Fig. 14)
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