
Target 

Name 
Thymidine kinase 

Target 

TTD ID 
TTDR00500 

 

Target 

Species 
Herpes simplex virus (HSV) 

Chemical 

Type 
N2-phenylguanines 

Mode of 

Action 
Inhibitor 

QSAR 

Model 1 

 

QSAR 

Model 2 

 

QSAR 

Model 3 

 

QSAR 

Model 4 
 

QSAR 

Model 5 

 

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

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


Descriptor CHSV1 TK and CHSV2 TK are the PHG molar concentrations that provide 50% of HSV1 TK and HSV2 TK 

inhibition, respectively;     is the Hammett electronic 

substituent constant;   is the Swain-Lupton resonance parameter; subscripts m and p stand for meta 

and para positions of the phenyl ring of the PHG derivative molecule, respectively; n is the number of 

compounds included in the models; r is the correlation coefficient; s is the overall standard deviation; 

F is the Fischer variance ratio; Q is the cross validation correlation coefficient; and SPRESS is the cross 

validation standard deviation. The numbers in parentheses are the 95% confidence interval of the 

respective regression coefficients;      is the sum of the   constant of the substituents attached to 

  is the bilinear constant, B1–3 is the 

Sterimol parameter B1, which is a measure of the width of the substituent, on the meta position,   is 

the Swain-Lupton field substituent parameter, and    is the optimum      value. The atomic frontier 

electron density   
   

 is a property that denotes the electron density in the HOMO of a given atom in a 

molecule. 
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