Fepk 2 5 AR FEBRAACFATET A—"—arta—Z 27 5 FHHEE

R0 - AWML AT D8HAT v o R MAT R EY ORI
Development of novel hetero-n-conjugated molecules with unique optoelectronic properties
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Scheme 1. Syntheses of alumole 1 and its dianion 2.
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Figure 1. Optimized structures and the selected bond lengths (A) of free dianion 3 and lithium salt 4.
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Table 1. Observed and calculated NMR chemical shifts of lithium salt 2.

6(Ca) o(Cp) o(Li) O6(Al)
Observed values® 102.6 112.5 -6.0 198
Calculated values® 112 116 -5.5 177

“ Chemical shifts are reported in ppm. ’ In CeDg. ¢ The calculated °C, Li, and *’Al NMR chemical
shifts are referenced against those of SiMe, (0 ppm), Li(OH,)s (0 ppm), and AlLMes (153 ppm),

respectively.
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