4-Chloro-o-toluidine  CC1=C(C=CC(=C1)Cl)N
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O-AMINOAZOTOLUENE CC1=CC=CC=C1N=NC2=CC(=C(C=C2)N)C
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2-Amino-4-nitrotoluene CC1=C(C=C(C=C1)[N+](=O)[O-])N
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4,4'-Methylene-bis(2-methylaniline)  CC1=C(C=CC(=C1)CC2=CC(=C(C=C2)N)C)N
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p-Cresidine CC1=CC(=C(C=C1)OC)N
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4,4,-Thiodianiline C1=CC(=CC=C1N)SC2=CC=C(C=C2)N
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o-Toluidine CC1=CC=CC=C1N

[image: image13.png]@ Lower Limit Upper Limit (111} Compound Properties

MW

logP nRig

logs fChar

logD nHet

nHA MaxRing

nHD nRing

TPSA nRot



[image: image14.png]Probabilities for activity

dHgpatotoxicity
9% CIP2EL Wl This molecule (User defined)

Neurotoxi
P
Average for active moleculesiclass

Nephrotoxicity

Resprotory oy
Cardiotoxicity " l
v -
Carcinogenicity '\ \ cvpacis
— —
N %
N ,
N y
Mutagenicty -  Natfl-symporter (NIS)
/
Po— ——
"

~
NADH-quinone oxidoreductase (NADHOX)

BBB grrier

Pregnane Xreceptor (PYR)

Ecotoricity_
Clinical toricity— Constiutive androstane receptor (CAR)

Achgtylcholinesterase (ACKE)

NutritionalEoxiely

—
Kainate receptor (KAR)

_—
Arylhydrocarbon Receptor (AHR)

Androgen Receptor (AR)

B ecepror (GABAR)
\
\ Ryancdine receptor (RYR)

Estrogen Receptor Alpha (ER) / /
/ /
Estrogen Receptor Ligand Binding Démain (ERLED)
/

/

\
\Transtyretrin (TTR)

PPARGamma THRE

nr2/ARE

THRa.

HSE ATADS





2,4,5-Trimethylaniline CC1=CC(=C(C=C1C)N)C
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2,4-Xylidine CC1=CC(=C(C=C1)N)C
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P-Phenylazoaniline C1=CC=C(C=C1)N=NC2=CC=C(C=C2)N
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