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Figure S1. UV-Vis (A), HPLC (B) and Mass (C) spectrua of cis-khellactone. 
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Figure S2. 1H NMR spectrum of cis-khellactone (400 MHz, CDCl3-d). 
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Figure S3. 13C NMR spectrum of cis-khellactone (100 MHz, CDCl3-d). 
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Figure S4. The potential energy (A) RMSD (B), RMSF (C), and hydrogen bond numbers (D) of the simulation calculated during 30 

ns. 
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