
Target 

Name 
TrpV1 

Target 

TTD ID 
TTDC00049 

 

Target 

Species 
Human 

Chemical 

Type 
Heteroaromatic urea 

Mode of 

Action 
Antagonist 

QSAR 

Model 1 

 

N = 70, LOF = 0.6765, r2 = 0.7652, q2 = 0.7362  

QSAR 

Model 2 

 

N = 70, LOF = 0.6784, r2 = 0.7646, q2 = 0.7341 

QSAR 

Model 3 

 

N = 70, LOF = 0.6808, r2 = 0.7637, q2 = 0.7333 

QSAR 

Model 4 

 

N = 70, LOF = 0.6837, r2 = 0.7627, q2 = 0.7324 

QSAR 

Model 5 

 

N = 70, LOF = 0.6849, r2 = 0.7624, q2 = 0.7301 

QSAR 

Model 6 

 

N = 70, LOF = 0.6854, r2 = 0.7621, q2 = 0.7289 

QSAR 

Model 7 

 

N = 70, LOF = 0.6874, r2 = 0.7615, q2 = 0.7292 

QSAR 

Model 8 
 



N = 70, LOF = 0.6879, r2 = 0.7613, q2 = 0.7297 

QSAR 

Model 9 

 

N = 70, LOF = 0.6885, r2 = 0.7611, q2 = 0.7294 

QSAR 

Model 10 

 

N = 70, LOF = 0.6895, r2 = 0.7607, q2 = 0.7304 

Molecular 

Descriptor 

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

X1, base rings defined as the number of rings in the smallest set of smallest rings; X2, 3D volume for 

each molecule using the current 3D coordinates; X3, Kappa shape indices (molecular flexibility); N, 

number of samples; LOF, Friedman’s lack-of-fit score; r2 is squared correlation coefficient; q2, square 

of the correlation coefficient of the cross-validation 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

