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Crystal structure prediction of paroxetine hydrochloride anhydrate form A
REN Guo-bin', WANG Jing-kang®
(1. Post-Doctoral Station of Tianjin Economic and Technological Development Area, Tianjin 300457, China;

2.School of Chemical Engineering and Technology, Tianjin University, Tianjin 300072, China)

Abstract: By indexing the PXHAA power X-ray diffraction data,the most possible crystal space groups of PXHAA were
determined . According to these data, the crystal space lattice of PXHAA was determined by running Polymorph Predictor in
commercial software Cerius’.The theoretical crystal habit of PXHAA was predicted by BFDH model and AE model respectively .
The results of model prediction resemble the observed crystal morphology of experiment. Based upon the predicted crystal
structure of PXHAA , the relative stability of paroxetine hydrochloride hemihydrate (PXHH) , PXHAA and propan-2-ol solvate of

PXH has been studied and the rule of the polymorphic transformation has also been detected .
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