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Type 
2,3-benzodiazepin-4(thi)one- and 1,2-phthalazine derivatives 
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Molecular 

Descriptor 

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

HOMO is the highest occupied molecular orbital energy calculated by a semiempirical MOPAC/AM1 

method, HBdon is the number of hydrogen bond donors, ALOGP is a calculated log octanol-water 

partition coefficient, I_ssCH2 and I_dsN are electrotopological state indices encoding for the 

presence/absence of -CH2- and –N= type carbon and nitrogen atoms, respectively, and IZagreb is the 

Zagreb topological index. 

I_NH&arNH2: an HB donor in the region corresponding to the vicinity of the 3-position of the 

benzodiazepine skeleton in combination with a (3’- or 4’-positioned) aromatic NH2 group, 

I_noOMeOPHTZ: phthalazine structures lacking the -OCH2O- methylenedioxy functionality, 

I_NH&noCO: an endocyclic NH lacking a carbonyl substituent, I_pNO2: a 4’-NO2 substituent, 

I_mono7,8-O: structures only mono-O-substituted in the 7- or 8-position 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

