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Scheme 2. Synthesis of pyrene derivatives

et
"
i 3.
"

Fig. 1 Molecular and crystal structures of 2.

[1] M. Ashizawa et al., ICSM2006 Dublin.

[2] Crystal data for 1: CagHss, MW = 634.99, triclinic, space group P 1, a = 8.565(5), b = 10.174(6), ¢ =
12.595(8) A, « = 102.743(8), 8 = 108.869(5), y = 94.912(5) °, V = 998(1) A% Z = 1, 8150 reflections
measured, 4529 unique (Rinx = 0.023). Final R indices [I > 2o(1)]: R1 = 0.0887, wR2 = 0.2746. For 2:
CaHis MW = 429.71, triclinic, space group P1, a = 8.855(9), b = 9.861(9), ¢ = 16.926(19) A, « =
81.99(5), = 78.94(4), vy = 72.93(5) °, V = 1381(2) A®, Z = 2, 11030 reflections measured, 6235 unique (Rin
= 0.033). Final R indices [I > 2o(1)]: R1 = 0.0968, wR2 = 0.1155. For (3)(TCNQ): CsHzsNs, MW =
468.60, triclinic, space group P1, a = 6.847(4), b = 9.862(6), ¢ = 10.112(6) A, « = 104.715(4), S =
100.307(5), y = 108.513(7) °, V = 600.7(6) A3, Z =1, 4173 reflections measured, 2184 unique (Rin = 0.031).
Final R indices [l > 2o(1)]: R1 = 0.0683, wR2 = 0.0910.



