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Scheme S1. Used workflow for the in-silico screening. 
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Figure S1. ZINC000097961973@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) 
and RMSDs of ligand (down-left). 

Figure S2. ZINC000150368097@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) 
and RMSDs of ligand (down-left). 
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Figure S3. ZINC000097996131@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) 
and RMSDs of ligand (down-left). 

Figure S4. PubChem-66982178@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) 
and RMSDs of ligand (down-left). 
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Figure S5. AP00094@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) and RMSDs 
of ligand (down-left). 

Figure S6. AVP1227@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) and RMSDs 
of ligand (down-left). 
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Figure S7. Sal C@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) and RMSDs of 
ligand (down-left). 

Figure S8. Marine-160925-88-2@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) 
and RMSDs of ligand (down-left). 
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Figure S9. Thalassiolin A@HR1 domain. Total energy (up-left), RMSDs of protein (up-right) and 
RMSDs of ligand (down-left). 

Figure S10. Main interactions described in the pharmacophore model of HR1-HR2 and HR1-EK1. 
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Table S1. AutodockLGA simulation results for best-scoring compounds. 
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