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Simulated calculation of solubility parameters and purification of dibenzofuran
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Ganzhou 341000, China; 2. Xiangya School of Medicine, Central South University, Changsha 410000, China)

Abstract: With Materials Studio software, the solubility parameters of dibenzofuran, fluorine, acenaphthene are
calculated by constructing and optimizing molecular model, establishing and optimizing periodic box and calculating
molecular dynamics. The solubility parameters are 21.256,23. 055,20. 302, respectively. According to the principle of
“similar dissolves” , anhydrous ethanol, n-propanol, n-butanol, xylene, solvent E are selected as purifying solvent of
dibenzofuran. Under the specific conditions of crystallization, solvent E can be determined as the optimal extractant by
purifying dibenzofuran with the five kinds of reagents. The effects of different crystallization conditions on the purity and
yield of dibenzofuran product are studied. The suitable purification process parameters of dibenzofuran are eventually
determined as follows:1: 1 of the ratio of dibenzofuran and solvent E,20 minutes of stirring time,20°C of washing
temperature and 2 of washing times. The purity of dibenzofuran can be improved from 81.74% to 99. 10% .
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