z
1-)\1 ~

fo

i

&

Fig.G1. Definition of " molecular coor-
dinates ": X along the molecular long
axis, ¥ along the molecular short axis

in the melecular plane, Z perpendic-
ular to the molecular plane, D =AY

and tan ¢ =Zl|"l}' .
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FIE-GE- (2) Overlap integrals beraesn HOMO's of ET as a
function af @ for several 0. The molecules are moved as
shown in Fig, 1(b), (b) Overlap integrals as o function of
D These values are calculated ar ¥ = 6.6 A, 2 = 0.0 A for
=0 F=6l4 A Z=170A for ¢ = 30°. ¥ = 5.00
AZ=188Aforgp = 60% and F =004 Z =364 for

IP-W.
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Fig.G3. Overlap integral of two in-

clined ET molecules as a function of
the dihedral angle, § . The positions
of the molecules are moved according
to the change of the lattice constants

in the actual # -phases.
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b2
: \ /\;‘?“q
PZo BiLo H \ \
i e
Fig.G5. Stacking patterns of (a){ TMTSF).X \

s {bjregular chain in (TTF)(TCNGQ),
d {¢] the 3 -phase, viewed along th
and (c) E_'& L a.a_e. it S beg Fig.G6. Structure of the donor sheet
molecular short axis. )
in %-(ET)3Cu[N-{CN),|Br, viewed along
the molecular long axis.

Fig.G7. Model donor structures.
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