ST008376 5-methyl-4-nitro-2-[(6-0x0-7,11-diazatricyclo[7.3.1.0]trideca-2,4-dien-11 -yl)carbonyl]benzoic aci

0O
o
S
[ "
°

%

Formula: C20H19N306
MW: 397.39

MDL: MFCDO01789905

TNP:

Gl

LogP: 1.99
LogS: -3.98

Acceptors: 6

Donors: 1

Rotation Bonds: 3




ST008376 5-methyl-4-nitro-2-[(6-0x0-7,11-diazatricyclo[7.3.1.0]trideca-2,4-dien-11 -yl)carbonyl]benzoic acic

Chiral Centers: 2

N+O: 9

LIPINSKY: 4

IUPAC: 5-methyl-4-nitro-2-[(6-ox0-7,11-diazatricyclo[7.3.1.0<2,7>]trideca-2,4-dien-11
-yl)carbonyl]benzoic acid

Smiles: Cc1c([N+]([O-])=0)cc(C(N2CC3Cn4c(C(C2)C3)cecec4=0)=0)c(c1)C(=0)0
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