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Figure S1. 1H NMR spectrum (400 MHz) for compound 1 in DMSO-d6.
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Figure S2. 13C NMR spectrum (400 MHz) for compound 1 in DMSO-d6 
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Figure S3. Negative ESI/MS spectrum for compound 1  



6 
 

 

Figure S4. 1H NMR spectrum (400 MHz) for compound 2 in CDCL3-d. 
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Figure S5. 13C NMR spectrum (400 MHz) for compound 2 in CDCL3-d 
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Figure S6. Positive ESI/MS spectrum for compound 2 
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Figure S7. Emodin contacts with amino acids in site 2. 
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Figure S8. Average contacts of emodin in site 2. 
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Figure S9. Emodin contacts with amino acids in site 3. 



12 
 

 

Figure S10. Average contacts of emodin in site 3. 


