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A theoretical study on the second harmonic generation properties of molecules and crystals of
4, 5-bis (2', 4'-dinitrophenylthio)-1, 3-dithiole-2-one (BNPT-DTO) and 4, 5-bis (2', 4'-
dinitrophenylthio)-1, 3-dithiole-2-thione (BNPT-DTT)

XIAO CHANGY ONG,FENG JKANG,HUANG XURI,JIA QING,SUN JJAZHONG,FANG QI,JJANG MINHUA

Abstract On the basis of ZINDO method, the program for the calculation of nonlinear second-order optical
susceptibilities Bijk has been devised according to the formula of sum-over-states and the values of molecules of BNPT-
DTO and BNPT-DTT have been calculated under condition of second harmonic generation. The relation of nonlinear
second-order optical suseptibilities between molecules and crystals of BNPT-DTO, BNPT-DTT is analyzed at the
molecular level, the computation results are in better agreement with the experimental results.
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