
Target 

Name 
17-beta-HSD 

Target 

TTD ID 
TTDR00587 

 

Target 

Species 
Fungus 

Chemical 

Type 
Flavonoids 

Mode of 

Action 
Inhibitor 

QSAR 

Model 1 
 

 

QSAR 

Model 2 
 

 

Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

Specification of descriptors used in the derived 4-parameter QSAR models, along with the t test 

values for all of the descriptors (g—geometrical, q—quantum-chemical descriptors) 

D5: Max electroph. react. index for an O atom 

D6: Min. exchange energy for a C–H bond 

D7: Min. atomic state energy for a C atom 

D8: Max 1-electron react. index for a C atom 

Reference 
Flavonoids and cinnamic acid esters as inhibitors of fungal 17 -hydroxysteroid dehydrogenase: A 

synthesis, QSAR and modelling study. Bioorganic & Medicinal Chemistry 14 (2006) 7404–7418 

 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


Target 

Species 
Fungus 

Chemical 

Type 
Cinnamic acid esters 

Mode of 

Action 
Inhibitor 

QSAR 

Model 1 
 

 

QSAR 

Model 2 
 

 

Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

Specification of descriptors used in the derived 4-parameter QSAR models, along with the t test 

values for all of the descriptors (g—geometrical, q—quantum-chemical descriptors) 

D5: Max electroph. react. index for an O atom 

D6: Min. exchange energy for a C–H bond 

D7: Min. atomic state energy for a C atom 

D8: Max 1-electron react. index for a C atom 

Reference 
Flavonoids and cinnamic acid esters as inhibitors of fungal 17 -hydroxysteroid dehydrogenase: A 

synthesis, QSAR and modelling study. Bioorganic & Medicinal Chemistry 14 (2006) 7404–7418 

 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

