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In Silico Predicted Toxic Properties
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Molecule properties:
Property Value
Num Aliphatic Carbocycles 0
Num Heteroatoms 5
Num Hydrogen Bond Acceptor 4
Num Aromatic Carbocycles 1
LogP 3.783
Num Rotatable Bonds 9
Num Aromatic Heterocycles 1
Num Lipinski HB Donor 2
Num Atoms 23
Num Lipinski HB Acceptor 4
Num Rings 2

Num Hydrogen bond Donor 2
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Potential Toxicity:
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Toxic substructure:

Index Alert Name

000 PatWalters

001 Covalent Bind With DNA
002 Covalent Bind With DNA

Confidence

1.0

Structure
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Index Alert Name

003 Covalent Bind With DNA

004 Covalent Bind With DNA

005 Non genotoxic carcinogenicity
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