
Target 

Name 
Benzodiazepine receptor 

Target 

TTD ID 
TTDS00374 

 

Target 

Species 
Human 

Chemical 

Type 
Phenylimidazopyridines 

Mode of 

Action 
Binder 

QSAR 

Model 1 
 

 

Molecular 

Descriptor 

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

   refers to the hydrophobic constant of X-substituent and IZ and IR are two indicator parameters used 

for Z- and R-substituents. IZ takes a value of 1 for Z=Cl and zero for any other substituent. Similarly, 

IR takes a value of 1 for R=an alkylamine group and zero for others.     refers to the hydrophobic 

role of R7-substituent.   is Hammett's electronic constant.       is the van der Waals volume of R3-

substituent. 

Reference 

Quantitative Structure-Activity Relationship Studies on Some Nonbenzodiazepine Series of 

Compounds Acting at the Benzodiazepine Receptor. Bioorganic & Medicinal Chemistry 6 (1998) 

2213-2218 

 

Target 

Species 
Human 

Chemical 

Type 
Imidazobenzothiazoles 

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


Mode of 

Action 
Binder 

QSAR 

Model 1 

 

 

Molecular 

Descriptor 

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

   refers to the hydrophobic constant of X-substituent and IZ and IR are two indicator parameters used 

for Z- and R-substituents. IZ takes a value of 1 for Z=Cl and zero for any other substituent. Similarly, 

IR takes a value of 1 for R=an alkylamine group and zero for others.     refers to the hydrophobic 

role of R7-substituent.   is Hammett's electronic constant.       is the van der Waals volume of R3-

substituent. 

Reference 

Quantitative Structure-Activity Relationship Studies on Some Nonbenzodiazepine Series of 

Compounds Acting at the Benzodiazepine Receptor. Bioorganic & Medicinal Chemistry 6 (1998) 

2213-2218 

 

Target 

Species 
Human 

Chemical 

Type 
Oxadiazoles 

Mode of 

Action 
Binder 

QSAR 

Model 1 
 

 

Molecular 

Descriptor 

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

   refers to the hydrophobic constant of X-substituent and IZ and IR are two indicator parameters 

used for Z- and R-substituents. IZ takes a value of 1 for Z=Cl and zero for any other substituent. 

Similarly, IR takes a value of 1 for R=an alkylamine group and zero for others.     refers to the 

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


hydrophobic role of R7-substituent.   is Hammett's electronic constant.       is the van der Waals 

volume of R3-substituent. 

Reference 

Quantitative Structure-Activity Relationship Studies on Some Nonbenzodiazepine Series of 

Compounds Acting at the Benzodiazepine Receptor. Bioorganic & Medicinal Chemistry 6 (1998) 

2213-2218 

 

Target 

Species 
Human 

Chemical 

Type 
8 substituted, 2-phenyl congeners 

Mode of 

Action 
Ligand 

QSAR 

Model 1 

 

 

Molecular 

Descriptor 

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

Hammett ( ) and Hansch ( ) substituent constants, the molar refractivity (MR), the van der Waals 

volume (vW) and the STERIMOL Verloop parameters L, B1, and B5 were employed to model 

bulkiness and polarizability effects. 

n is the number of compounds, r and Q are the correlation coefficient and the cross-validated 

correlation coefficient, respectively; s is the standard deviation; F is the F statistic. 

Reference 

High Affinity Central Benzodiazepine Receptor Ligands: Synthesis and Structure-Activity 

Relationship Studies of a New Series of Pyrazolo[4,3-c]quinolin-3-ones. Bioorganic & Medicinal 

Chemistry 6 (1998) 389±399 

 

Target 

Species 
Human 

Chemical 

Type 
6 substituted, 2-phenyl congeners 

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


Mode of 

Action 
Ligand 

QSAR 

Model 1 

 

 

Molecular 

Descriptor 

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

Hammett ( ) and Hansch ( ) substituent constants, the molar refractivity (MR), the van der Waals 

volume (vW) and the STERIMOL Verloop parameters L, B1, and B5 were employed to model 

bulkiness and polarizability effects. 

n is the number of compounds, r and Q are the correlation coefficient and the cross-validated 

correlation coefficient, respectively; s is the standard deviation; F is the F statistic. 

Reference 

High Affinity Central Benzodiazepine Receptor Ligands: Synthesis and Structure-Activity 

Relationship Studies of a New Series of Pyrazolo[4,3-c]quinolin-3-ones. Bioorganic & Medicinal 

Chemistry 6 (1998) 389±399 

 

Target 

Species 
Human 

Chemical 

Type 
8-OCF3; 2-phenyl substituted congeners 

Mode of 

Action 
Ligand 

QSAR 

Model 1 

 

 

Molecular 

Descriptor 

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

Hammett ( ) and Hansch ( ) substituent constants, the molar refractivity (MR), the van der Waals 

volume (vW) and the STERIMOL Verloop parameters L, B1, and B5 were employed to model 

bulkiness and polarizability effects. 

n is the number of compounds, r and Q are the correlation coefficient and the cross-validated 

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


correlation coefficient, respectively; s is the standard deviation; F is the F statistic. 

Reference 

High Affinity Central Benzodiazepine Receptor Ligands: Synthesis and Structure-Activity 

Relationship Studies of a New Series of Pyrazolo[4,3-c]quinolin-3-ones. Bioorganic & Medicinal 

Chemistry 6 (1998) 389±399 

 


