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Table S1. Predicted binding energies from the docking studies. 

 

Comp. 

 
Binding energy in ERαa 

(kcal/mol) 
 

 
Binding energy in ERβb 

(kcal/mol) 
 

 
2a 

 
-7.9 

 
-8.1 

2b -4.1 -6.2 
2c -4.9 -9.0 
2d -6.7 -7.8 
2e -6.9 -2.1 
2f -4.8 -9.1 
2g -7.1 -7.3 
3a -7.9c -8.0 
3b -7.1 -7.4 
3c -5.3 -9.5 
3d -6.8c -6.8 
3e -2.6d -2.7 
3f 
 

-5.8 
 

-9.7 
 

aAll binding poses corresponded to non estradiol-like binding modes unless is specified. bAll binding poses corresponded to 
estradiol-like binding modes. cEstradiol-like binding pose. dOutside the ligand binding domain.  
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