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1-phenyl[2H]-tetrahydro-triazine-3-one analogues 
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Molecular 

Descriptor 

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

Molar refractivity (MR) of 2- and 4- substituents (MR2 and MR4), lipophilic effects of 3’-, 5’- and 5-

substituents (   ,     and    ),sum of Hammett    value for the 3’-, 5’-phenyl or  -pyridyl 

substituents (   ) and sum of Hammett    value for the 3’- and 5’- --pyridyl substituents (   ). 

Ip1 is 1 when phenyl group is attached with N, Ip2 and Ip4 are 1 when hydrogen is not present at R4 and 

R5’. When     is present at R4 the indicator parameter is Ip3 having the value of unity. 

Reference 
QSAR Study on 5-Lipoxygenase Inhibitors Using Distance-Based Topological Indices. Bioorganic & 

Medicinal Chemistry 11 (2003) 5519–5527 
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2,6-di-tert-Butylphenol derivatives 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


Molecular 

Descriptor 

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

Atomic charges and the energies of the highest-occupied (EHOMO) and lowest unoccupied molecular 

(ELUMO) orbital. Hydrophobicity, the ClogP parameter20 

Reference 
QSAR Study of Dual Cyclooxygenase and 5-Lipoxygenase Inhibitors 2,6-di-tert-Butylphenol 

Derivatives. Bioorganic & Medicinal Chemistry 11 (2003) 4207–4216 

 

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

