
Target 

Name 
Calcium channel 

Target 

TTD ID 
TTDS00163 

 

Target 

Species 
Human 

Target 

Location 
Heart  

Chemical 

Type 
1,4-dihydropyridines 

Mode of 

Action 
Blocker 

QSAR 

Model 1 
 

 

QSAR 

Model 2 
 

 

Molecular 

Descriptor 

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

 refers to hydrophobic parameter of X-substituent,    is the electronic parameter (Hammett 

constant) of the Xsubstituent at meta position, Vw refers to van der Waals volume of the whole 

molecule, F5
(e) refers to the frontier electron density at the 5-position of the phenyl ring,      is the 

energy barrier of the rotate in of the phenyl ring, and B1p is the STERIMOL width parameter for the 

X-substituent at para-position. Pol refers to the polarizablity of the molecule and Ip and Iew are the 

two indicator variables used with a value of 1 each for an X-substituent being at para-position and for 

that being electron-withdrawing in nature. 

Reference QSAR Studies on some Calcium Channel Blockers. Letters in Drug Design & Discovery, 2008, 5, 

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


307-312 

 

Target 

Species 
Human 

Target 

Location 
Heart  

Chemical 

Type 
Benzazepinone analogs 

Mode of 

Action 
Blocker 

QSAR 

Model 1 
 

 

QSAR 

Model 2 
 



QSAR 

Model 3 
 



Molecular 

Descriptor 

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

 refers to hydrophobic parameter of X-substituent,    is the electronic parameter (Hammett 

constant) of the Xsubstituent at meta position, Vw refers to van der Waals volume of the whole 

molecule, F5
(e) refers to the frontier electron density at the 5-position of the phenyl ring,      is the 

energy barrier of the rotate in of the phenyl ring, and B1p is the STERIMOL width parameter for the 

X-substituent at para-position. Pol refers to the polarizablity of the molecule and Ip and Iew are the 

two indicator variables used with a value of 1 each for an X-substituent being at para-position and for 

that being electron-withdrawing in nature. 

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


    stands for the Hammett constants of R1- substituent and IX and IR2 are the two indicator variables, 

used with a value of 1 each, for X = S in the 7-membered ring and R2 = OMe, respectively. 1   is 

Kier’s first-order valence molecular connectivity index of the molecule, stands for surface tension of 

the molecule, and I1 is an indicator parameter, used with a value of 1, for compounds bearing 3,5-

dmethyl group at the phenyl ring. 1v is a measure of molecular size 

Reference 
QSAR Studies on some Calcium Channel Blockers. Letters in Drug Design & Discovery, 2008, 5, 

307-312 

 

Target 

Species 
Human 

Target 

Location 
Heart  

Chemical 

Type 
Quinolizidinyl derivatives 

Mode of 

Action 
Blocker 

QSAR 

Model 1 
 

 

QSAR 

Model 2 
 



QSAR 

Model 3 
 



Molecular 

Descriptor 

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

 refers to hydrophobic parameter of X-substituent,    is the electronic parameter (Hammett 

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


constant) of the Xsubstituent at meta position, Vw refers to van der Waals volume of the whole 

molecule, F5
(e) refers to the frontier electron density at the 5-position of the phenyl ring,      is the 

energy barrier of the rotate in of the phenyl ring, and B1p is the STERIMOL width parameter for the 

X-substituent at para-position. Pol refers to the polarizablity of the molecule and Ip and Iew are the 

two indicator variables used with a value of 1 each for an X-substituent being at para-position and for 

that being electron-withdrawing in nature. 

    stands for the Hammett constants of R1- substituent and IX and IR2 are the two indicator variables, 

used with a value of 1 each, for X = S in the 7-membered ring and R2 = OMe, respectively. 1   is 

Kier’s first-order valence molecular connectivity index of the molecule, stands for surface tension of 

the molecule, and I1 is an indicator parameter, used with a value of 1, for compounds bearing 3,5-

dmethyl group at the phenyl ring. 1v is a measure of molecular size 

Reference 
QSAR Studies on some Calcium Channel Blockers. Letters in Drug Design & Discovery, 2008, 5, 

307-312 

 


