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Fig. 2 Crystal structure of (Me-3,5-DIP)[Ni(dmit),],: (a) side

view, (b) end-on projection and (c) overlapping mode.



Table 1 Calculated overlap integrals (S) among LUMOs (x107) for (Me-3,5-DIP)[Ni(dmit),],.

pl p2 bl sl s2 p3 rl r2 s3 s4 b2 c
234 -0.379 0410 -0.663 0.673 -13.3 -0.504  -8.80 -0.504 -8.80 0.676 0.303
Layer II 1 2 ‘spanning
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Fig. 4 Calculated Fermi surface (left) and band structure (right) of (Me-3,5-DIP)[Ni(dmit),],.
1) 85 3G4-37.

2) R.Kato, Chem.Rev., 104, 5319 (2004).



