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Figure S1. Superposition of the docking binding mode of asundexian (deepteal) with the crystal structure of asundexian (orange, PDB ID 8BO3). Receptors are represented in lines, and ligands are depicted in sticks.
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Figure S2. Docking binding mode of compound 6f in PKa. Receptors are depicted as lines, and ligands are represented in sticks. 



[bookmark: OLE_LINK1]The IC50 curves depicting the inhibitory activity of compounds 5a-e against FXIa. 





 

  



The IC50 curves depicting the inhibitory activity of compounds 6a-g against FXIa. 




   


 







The IC50 curves depicting the inhibitory activity of compounds 7a-c against FXIa. 

 







The IC50 curves depicting the inhibitory activity of compounds 5a-e against PKa.






 





The IC50 curves depicting the inhibitory activity of compounds 6a-g against PKa. 





 









[bookmark: OLE_LINK4]The IC50 curves depicting the inhibitory activity of compounds 7a-c against PKa. 













The IC50 curves depicting the inhibitory activity of asundexian against FXIa and PKa. 






NMR, HRMS and HPLC spectra of 5a
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NMR, HRMS and HPLC spectra of 5b
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NMR, HRMS and HPLC spectra of 5c
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NMR, HRMS and HPLC spectra of 5d
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NMR, HRMS and HPLC spectra of 5e
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NMR, HRMS and HPLC spectra of 6a
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NMR, HRMS and HPLC spectra of 6b
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NMR, HRMS and HPLC spectra of 6c
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NMR, HRMS and HPLC spectra of 6d
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NMR, HRMS and HPLC spectra of 6e
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NMR, HRMS and HPLC spectra of 6f
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NMR, HRMS and HPLC spectra of 6g
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NMR, HRMS and HPLC spectra of 7a
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NMR, HRMS and HPLC spectra of 7b
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NMR, HRMS and HPLC spectra of 7c
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