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Studies on the nonlinear optical crystal of vanillin using finite field method
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Abstract the second-order optical nonlinearity of crystal 3-methoxy-4-hydroxy- benzaldehyde (MHBAO was studied by AR

using the finite field method at the MP2 level with basis set of 6-31G+(p,d). The theoretical results of d~2~1, d~2~2, PR SCAE AR SO

d~2~3 and d~2~5 were in agreement with the experimental data. The eletron-accepting group HC=0 and the electron- - METF

donating group HO played important roles in the nonlinear optical property of MHBA. The results also showed that the| _ :,ﬁ—?ﬁ

hydrogen bonds did not contribute signifcantly to the crystal nonlinear optical coefficients. Lt
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