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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 
n is the number of compounds, r is the correlation coefficient, s is the standard deviation, and data 

within parentheses are standard errors of estimate. F is the F ratio between the variances of 

observed and calculated activities.    is a descriptor of the overall electronic effect of R4. 

Reference 
QSAR as a Tool for the Development of Potent Antiproliferative Agents by Inhibition of Choline 

Kinase. Current Computer-Aided Drug Design, 2007, 3, 297-313 

 

Target 

Species 
Human 

Chemical 

Type 
Biscationic dibromides 

Mode of 

Action 
Inhibitor 

Activity 

Type 
Antiproliferative activity against HT-29 Cell Line 

QSAR 

Model 1  

QSAR 

Model 2 
 

QSAR 

Model 3  

QSAR 

Model 4  

QSAR 

Model 5  

QSAR 

Model 6 

 

 

QSAR 

Model 7  



 

QSAR 

Model 8  

Molecular 

Descriptor 

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

   is the sum of the Rekker hydrophobic fragmental constants for R4. n is the number of 

compounds, r is the correlation coefficient, s is the standard deviation, and data within parentheses 

are standard errors of estimate. F is the F ratio between the variances of observed and calculated 

activities.    is a descriptor of the overall electronic effect of R4. 

n is the number of compounds, r is the correlation coefficient, s is the standard deviation, and data 

within parentheses are standard errors of estimate. F is the F ratio between the variances of 

observed and calculated activities.    is a descriptor of the overall electronic effect of R4.   : 

Hammett constant for para substitution;   
 : electronic parameter for resonance effect;   : 

Hammett constant for para substitution;   
 : electronic parameter defined for systems where a + 

charge is delocalised between the substituent and the reaction center via “through resonance”. 

Linker= clog PR4 – clog PH; R: Electronic parameter for resonance effects.  n is the number of 

compounds, r is the correlation coefficient, s is the standard deviation, and data within parentheses 

are standard errors of estimate. F is the F ratio between the variances of observed and calculated 

activities.    is a descriptor of the overall electronic effect of R4.   : Hammett constant for para 

substitution;   
 : electronic parameter for resonance effect;   : Hammett constant for para 

substitution;   
 : electronic parameter defined for systems where a + charge is delocalised between 

the substituent and the reaction center via “through resonance”. 

Reference 
QSAR as a Tool for the Development of Potent Antiproliferative Agents by Inhibition of Choline 

Kinase. Current Computer-Aided Drug Design, 2007, 3, 297-313 
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