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Virtual screening of monomer inhibitors in traditional Chinese medicine based on
diabetes related target SWELL1-LRRCS8

YANG Zi-bo, ZHI Shuang, DAI Lin-lin, ZHANG Yan, LI Dong-dong
Tianjin Institute of Medical and Pharmaceutical Science, Tianjin 300020, China

Abstract: Objective Screening of active structures of diabetes-related targets SWELL1-LRRC8 by computer-aided technology.
Methods The monomers of traditional Chinese medicine were screened according to their drug-like properties, and Autodok Vina
was used for docking screening. The diabetes treatment activity of traditional Chinese medicine monomers was predicted in PASS, and
Gromacs was used for kinetic verification. Results cnidimonal and dianthramine have simultaneous effects with key residues R103,
D102 and L101. dianthramine has better PASS prediction results and is more stable in binding with receptors. Conclusion cnidimonal,
dianthramine may have potential activity.
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A-cnidimonal 4> F45#4&: B-cnidimonal 5 SWELL1-LRRC8 44 3D &; C-cnidimonal 55 SWELL1-LRRC8 £:4 2D
A-molecular structure of cnidimonal; B-3D map of cnidimonal binding to SWELL1-LRRC8; C-2D map of cnidimonal binding to SWELL1-LRRC8
1 cnidimonal 5 SWELL1-LRRCS8 %}
Fig. 1 Results of docking between Cnidimonal and SWELL1-LRRC8
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A-molecular structure of diathramine; B-3D map of dianthramine binding to SWELL1-LRRC8; C-2D map of dianthramine binding to SWELL1-LRRC8
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Fig. 2 Results of docking between dianthramine and SWELL1-LRRC8
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Fig. 3 Molecular dynamic simulation of dianthramine docked conformation 8 binding to SWELL1-LRRCS8
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