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Investigation of the templatng role of organic amines for the formation of layered and microporous
aluminophosphates by molecular dynamics simulations

Yu Jihong,Li Jiyang,Xu Ruren

Jilin Univ, Dept Chem.Changchun(130023)

Abstract The templating role of organic amines for the formation of some ayered and microporous aluminophosphates has been investigated
by molecular dynamics simulations. In terms of the host-guest non- bonding interaction, some suitable template molecules can be well predicted
for the formation of a given host. Through selection of the suitable templates, some compounds with specific structures can be rationally
prepared in solvothermal system. Thiswork will further assist in the molecular engineering of microporous functional materials.
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