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Scheme 1 Target compounds for the calculations
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Figure 1. Molecular arrangement at the time of molecular rotation. Starting from (a) the stacking structure at the dihedral angle
of 8=180°, (b) the molecules are rotated up to (c) the vertical at = 0°. (d) Displacement D along the molecular long axis.
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Figure 2. 2D maps of transfer integrals (meV) with respect to @ and D together with the HOMO
(B3LYP/6-31G(d,p) level). Circles and triangles are geometries in the actual polymorphic crystals.

(2 k]
1) T. Mori et al. Bull. Chem. Soc. Jpn., 1984, 57, 627; 1998, 71, 2509; 1999, 72, 179.
2) J. L. Brédas et al. Proc. Natl. Acad. Sci. U.S.A, 2002, 99, 5804.
3) M. Mas-Torrent et al. Chem. Rev. ASAP (doi:10.1021/cr100142w)



