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Molecular 

Descriptor 

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

n is the number of data points; r, the correlation coefficient; rcv
2 is the square of the crossvalidated 

correlation coefficient; s, the standard deviation; ClogP, the calculated hydrophobicity and F, F-ratio 

between the variances of calculated and observed activities. 

ClogP and CMR refer to calculated hydrophobicity and calculated molar refractivity. Pol referring to 

the polarizability of the molecule; Indicator variables I’s which have been used to account for the 

effect of some specific features of the compounds; n is the number of data points, r is the correlation 

coefficient,    
  is the square of the cross-validated correlation coefficient obtained from leave-one-out 

jackknife procedure, whose value greater than 0.6 indicates excellent predictive ability of the 

equation, s is the standard deviation, and F is the F-ratio between the variances of calculated and 

observed activities; An indicator variable I1 which has been used for an amide group (CONH2) 

present in the compound. For a compound that has an amide group, I1 has been assigned a value of 

unity and for others its value is zero; Indicator variable I2 has been used for compounds that have 

symmetrical groups on both sides of the linker chain. 

Reference 
A QSAR Study on Some Series of Sodium and Potassium Channel Blockers. Medicinal Chemistry, 

2009, 5, 570-576 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/
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Molecular 

Descriptor 

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

n is the number of data points; r, the correlation coefficient; rcv
2 is the square of the crossvalidated 

correlation coefficient; s, the standard deviation; ClogP, the calculated hydrophobicity and F, F-ratio 

between the variances of calculated and observed activities. 

ClogP and CMR refer to calculated hydrophobicity and calculated molar refractivity. Pol referring to 

the polarizability of the molecule; Indicator variables I’s which have been used to account for the 

effect of some specific features of the compounds; n is the number of data points, r is the correlation 

coefficient,    
  is the square of the cross-validated correlation coefficient obtained from leave-one-out 

jackknife procedure, whose value greater than 0.6 indicates excellent predictive ability of the 

equation, s is the standard deviation, and F is the F-ratio between the variances of calculated and 

observed activities; An indicator variable I1 which has been used for an amide group (CONH2) 

present in the compound. For a compound that has an amide group, I1 has been assigned a value of 

unity and for others its value is zero; Indicator variable I2 has been used for compounds that have 

symmetrical groups on both sides of the linker chain. 

Reference 
A QSAR Study on Some Series of Sodium and Potassium Channel Blockers. Medicinal Chemistry, 

2009, 5, 570-576 

 

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

