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Table 1. Diradical parameter (y), second hyperpolarizability (y), TPA cross section
(0?) of the compounds.

molecule ya yb /10%a.u. o@/GM
la 0.407 30.7 1200
(0.321)¢ (11.0) -
1b 0.324 9.2 500
2 0.036 4.2 70

2 yis calculated byUHF/6-31G*. b vy is calculated by LC-UBLYP/6-31G*. € For the structure with
a twisted m-plane, obtained by calculation.
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