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Ab initio simulation on stereo—selective sorption ability of metal organic frameworks

Many drugs have two or more forms of the same chemical entity but the molecules are arranged differently in
space. Of the isomers, only one generally offers all the therapeutic benefits with the others have side effects.
Isolation of benefits results in smaller dosages with lesser side effects. A charge density /so-surface
conveniently demonstrates the process of interaction between the porous coordination polymer host and the
encapsulated molecules. The present theoretical calculations provide an explanation of the nature of multiple

host—guest interactions responsible for the stereo—selective recognition of MOF (Metal Organic Frameworks)

structures.
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http://www.quantumwise.com/
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