Theories and Applications of Chem. Eng., 2014, \Vol. 20, No. 2 1500

Solvertt Influence on Morphology of OH-L Crystal by Moleaular Moddling Study

ooo,o000”
ooooo

(Wkang@korea.ac.kr")

Crystal nomhology is one of the inportant factors in crystallization process desion and solvents have an
influence on crystal gowth habit. I this work, nolecular moddling wes carried out to predict solvent
effect on aystal nophology of OHAE-G-hydroxystyryl)-5 5-dimrethylcylcohex—2-enylidene)
nrelonontirile). Surfaces possible to appear were generated using the intrinsic crystal structure of OHA
reported in Kiwon's exerimetnal work.  Interaction of solvents and crystal surfaces was examined by
perforring nolecular dynarrics (VD) sinrulation and geonetry optinization. Attachment enargies of crystal
on each surface were calculated considering interaction energes of solvents. Crystal norphologies were
chanced in the presence of solvents from pure normphology of OH-L Oroanic polar solvents affected on
interaction of crystal molecule with crystal surface by having a stable interaction on polar surfaces and this
resulted in gronth rates of crystal surfaces.
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