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Abstract The geometrical structures and molecular first-order hyperpolarizabilities of donor-acceptor con-
jugated Schiff bases are investigated with HF/6-31G d //TDHF/6-31G d method and compared with
available experimental results. Results indicate that on the one hand these Schiff bases have non-planar
structures and that on the other hand the type of donor-acceptor substituents degree of molecular conju-
gation degree of intramolecular charge transfer between ground and excited states and HOMO-LUMO en-
ergy gap have significant effects on molecular first-order hyperpolarizability.
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