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> SELECT PROPERTY:

Acute Oral Toxicity in vitro (cytotoxicity)
> SELECT MODEL:

Model o diverse organic compounds

> LOAD DATA:

B Molecule Browser
P Model molecules
& 1.2.6-Hexanetriol
& 1-Butanol

& 1-Octanol

& 1-Pentanol

& 1-Propanol

& 2.4-Dinitrophenol
& 2-Butoxyethanol
& 2-Methoxyethanol
& 2-Propanol

& Acetic acid

& Acetone

& Acetonitrile

& Acetylsalicylic acid
Allyiaiconol
Benzoic acid
& Benzylalcohol

5 dButylate

& carparyl

& Chiorhexidine
Colchicine
Cyclohexanol
Cycloheximide
Digitoxin

Dimethyl sulforide
Dimethylformanide
Ethylene glycol
Formaldehyde
Giycerol
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Mol/SDF directory

Hexachlorophene

Browse and upload

your structure

PREDICT
B Molecular Info

Name [ New Molecule

Descriptor values:

Property name: Acute Oral Toxicity in vt (cytotoxicity) Kier&Hall index (order 2) 6.71
Predicted value [model]: -0.92| | Global softness: 1/(LUMO - HOMO) (AM1) 011
Predicted value [mg/L]: 26.75| | Number of carbonyl groups n/a

Activity:

Moderately toxic

B Reports

Report || Prediction || Help || About

QSAR Model and Prediction Report

Endpoint background

Developed in vitro systems (biokinetic, cellular and molecular §
compounds. The registry of cytotoxicity (RC) is based on the cor

predict the acute oral LD, for rats within a predefined dose rang§

ents) can significantly reduce the number of animals needed for the toxicity testing of a broad range of
hrison of the IC;, values and the LD, values by using linear regression analysis. The RC method allows to

practically non-toxic

1C, > 10000.0 mg/L.

stightly toxic

100.0 mg/L < IC, < 10000.0 mg/L

Moderately toxic

1.0 mg/L < ICg, < 100.0 mg/L

Highly toxic

0.1 mg/L< ICy < 1.0mg/L
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Investigate the predicted value
and observe the evaluation
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