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[bookmark: _GoBack]Supplementary Figure 1.  Molecular dynamics simulation of key compounds and core target proteins.(A) Root Mean Square Deviation (RMSD) analysis of Cyasterone_8SVG and Cyasterone_8TQD.(B) Radius of Gyration (Rg) analysis of Cyasterone_8SVG and Cyasterone_8TQD.(C) Solvent Accessible Surface Area (SASA) analysis of Cyasterone_8SVG and Cyasterone_8TQD.(D) Hydrogen Bond Numbers (HBond Numbers) analysis of Cyasterone_8SVG and Cyasterone_8TQD.(E) Root Mean Square Fluctuation (RMSF) analysis of Cyasterone_8SVG.(F) Root Mean Square Fluctuation (RMSF) analysis of Cyasterone_8TQD.
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