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Table 11.5 Ab initio calculations and spectroscopic data

Polyene {E(HOMO) — E(LUMO)}/eV A/nm
= (C,H,) 18.1 163
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\/\/\ 12.7 252
X X X x 11.8 304
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Atkins Physical Chemistry, Eighth Edition
©2006 Peter Atkins and Julio de Paula
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