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Toxtree (Estimation of Toxic Hazard - A Decision Tree Approach) v2.6.0

File Edit Chemical Compounds Toxic Hazard Method Help

File: C:\Users\Mazal\Desktop \STAM. csv™

Available structure attributes -

Cramer rules
SMILES
toxTree, tree.cramer, Cram...

High (Class II)
cc{c)=CcC(=0)clccoct
1M, 214, 3N, 5M, M, 7Y, 8N, L.

o

s

V4

o

¥ Estimate

Verbose explanation

e

Cramer rules

8 Q1.Normal constituent of the body No

B8 Qz.Contains functional groups associated with enhanced toxicity No
A Q3.Contains elements other than CH,0O N divalent S No

B8 Qs.Simply branched atiphatic hydrocarbon or a common carbohydrate No
#8 Qs Benzene derivative with certain substituents No

Bl Q7 Heterocyclic Yes

#8 Q8 Lactone or cyclic diester No

88 Q10.3-membered heterocycle No

88 Q11Has a heterocyclic ring with complex substituents. No

B8 Q12 Heteroaromatic Yes

i

13.Does the ring bear any substituents: Yes

#8 Q14 More than one aromatic ring No
B8 Qz2.Common component of food No
#8 (33 Has sufficient number of sulphonate or sulphamate groups No Class
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