Accepted Manuscript e

JOURNAL OF cRYsTAL
GROWTH

Crystal Engineering of Ibuprofen Compounds: From Molecule to Crystal Struc-

ture to Morphology Prediction by Computational Simulation and Experimental

Study

Min Zhang, Zuozhong Liang, Fei Wu, Jian-Feng Chen, Chunyu Xue, Hong Zhao

PIL: S50022-0248(17)30169-0

DOI: http://dx.doi.org/10.1016/j.jcrysgro.2017.03.014

Reference: CRYS 24089 e

To appear in: Journal of Crystal Growth

Received Date: 2 December 2016

Revised Date: 20 February 2017

Accepted Date: 9 March 2017

Please cite this article as: M. Zhang, Z. Liang, F. Wu, J-F. Chen, C. Xue, H. Zhao, Crystal Engineering of Ibuprofen
Compounds: From Molecule to Crystal Structure to Morphology Prediction by Computational Simulation and
Experimental Study, Journal of Crystal Growth (2017), doi: http://dx.doi.org/10.1016/j.jcrysgro.2017.03.014

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to our customers
we are providing this early version of the manuscript. The manuscript will undergo copyediting, typesetting, and
review of the resulting proof before it is published in its final form. Please note that during the production process
errors may be discovered which could affect the content, and all legal disclaimers that apply to the journal pertain.


http://dx.doi.org/10.1016/j.jcrysgro.2017.03.014
http://dx.doi.org/10.1016/j.jcrysgro.2017.03.014

Crystal Engineering of Ibuprofen Compounds: From Molecule to Crystal Structure to
Morphology Prediction by Computational Simulation and Experimental Study
Min Zhang,? Zuozhong Liang,” Fei Wu,? Jian-Feng Chen, *° Chunyu Xue,” ™ Hong

Zhao ¢

& State Key Laboratory of Organic-Inorganic Composites, Beijing University of

Chemical Technology, Beijing 100029, P. R. China

® School of Chemistry and Chemical Engineering, Shanxi Normal University, Xi ‘an

710119, P.R. China

¢ Research Center of the Ministry of Education for High Gravity Engineering and

Technology, Beijing University of Chemical Technology, Beijing 100029, P. R. China

4 Biomass Energy and Environmental Engineering Research Center, Beijing

University of Chemical Technology, Beijing 100029, P. R. China

¢ Suzhou Research Institute, Beijing University of Chemical Technology, Suzhou

215100, China

ABSTRACT:

We selected the crystal structures of ibuprofen with seven common space groups
(Cc, P2i/c, P2:2:2;, P2;, Pbca, Pna2;, and Pbcn), which was generated from
ibuprofen molecule by molecular simulation. The predicted crystal structures of
ibuprofen with space group P2;/c has the lowest total energy and the largest density,

which is nearly indistinguishable with experimental result. In addition, the XRD
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