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Figure S1: Phase solubility profiles of a) CD/estragole, b) CD/eugenol, c) CD/isoeugenol, d) 

CD/caffeic acid and e) CD/ferulic acid inclusion complexes. 

 

 

 

 



Table S1: Representation of the most stable CD/PP inclusion complex conformers resulting 

from the two docking strategies. 

Host/guest 
ΔE (kJ/mol) 

Inclusion complex E1 Inclusion complex E2 

β-CD/ 
estragole 

 
-46.0 

 
-43.6 

β-CD/ 
eugenol 

 
-45.2 

 
-46.7 

β-CD/ 
isoeugenol 

 
-50.9 

 
-49.9 

β-CD/ 
caffeic acid 

 
-33.3 

 
-34.6 

β-CD/p-
coumaric acid 

 
-38.4 

 
-38.8 

β-CD/ 
ferulic acid 

 
-32.2 

 
-28.1 

 


