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Supplemntary Figure 1. Validation of docking protocol. (A) The indicated ligands were docked into the original
protein crystal structures. The reported binding manners and predicted docking poses were displayed in green and
yellow, respectively. (B) The ligands were docked in the crystal structures other than originally reported structural
data. The reported binding manners and predicted docking poses were displayed in green and yellow, respectively.
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400 MHz '"H NMR spectrum of compound 7a in CDCl;
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