
Target 

Name 
GABA-A receptor alpha 3 

Target 

TTD ID 
TTDR01178 

 

Target 

Species 
Human 

Chemical 

Type 
Phthalazines 

Mode of 

Action 
Modulator 

QSAR 

Model 1 

 

 

QSAR 

Model 2 

 

 

Molecular 

Descriptor 

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

Descriptors used in the study represent physical properties, subdivided surface areas, atom and bond 

counts, Kier and Hall connectivity and kappa shape indices, adjacency and distance matrix 

descriptors, and partial charge descriptors. 

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

Species 
Human 

Chemical 

Type 
Phthalazine core-based derivatives 

Mode of 

Action 
Modulator 

QSAR 

Model 1 

 

 

QSAR 

Model 2 

 

 

Molecular 

Descriptor 

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

Descriptors used in the study represent physical properties, subdivided surface areas, atom and bond 

counts, Kier and Hall connectivity and kappa shape indices, adjacency and distance matrix 

descriptors, and partial charge descriptors. 

Reference 
Combinatorial Library Enumeration and Lead Hopping using Comparative Interaction Fingerprint 

Analysis and Classical 2D QSAR Methods for Seeking Novel GABAA r3 Modulators. J. Chem. Inf. 

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