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ABILITY OF CHIRAL COVALENT ORGANIC FRAMEWORKS

*HUANG Lu, ZHANG Xian-xian, ZHANG Zhong-jie
(Department of Chemical Engineering, Ocean College, Minjiang University, Fuzhou, Fujian 350108, China)

Abstract: Based on the molecular docking method, the binding energy of chiral covalent organic
framework (CCOF5) with chiral enantiomers was calculated by AutoDock software. The results
showed that the binding energy differences between CCOFS5 and enantiomers were consistent with

the resolutions of enantiomers. The binding energy between them was consistent with the peak time

sequence of enantiomers. Avogadro software was used to analyze the molecular docking

conformation of AutoDock, and the chiral recognition mechanism was further explored.
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Fig. 1 Chemical structures of CCOF5 and four racemates
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Table 1 Binding energy, binding energy difference, selectivity

factor and resolution of CCOF5 with four racemates
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Fig. 2 Docking results of CCOFS5 and four racemates
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