Virtual screening and molecular dynamics simulation study of influenza polymerase
PB2 inhibitors

Supporting information

Verification of docking method

Figure S1 Comparison between the highest ranked pose of VX-787 and the original
pose in the crystal structur. The original pose was presented as green stick, the predicted
highest ranking pose was presented as blue stick.




Figure S2. The Structure, ID, XP glidescore, clusters and predicted absorption level and solubility

level of compounds retained by VSW.
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Figure S3. The structure, ID, XP glidescore, clusters, and predicted absorption levels and
solubility levels of compounds selected for biological evaluation.
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Figure S4. The RMSD of PB2 protein Ca atoms and Lig fit Prot of Ligand in MD

simulations.
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