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The following hypothesis was generated by the SubdueCL system to predict if a chemical
compound will cause cancer in male rats. The hypothesis states that a chemical
compound that contains one or more of the 24 substruspmesented below will cause
cancer in male rats. If none of the substructures are present, then the compound will not
cause cancer in male rats. Both a graphical and English description are given below for
each substructure.
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A compound that contairsnalkanegroup and twdalide
groups of typebrominewill cause cancer in male rats.

has_group
A compound that contains twm _aminegroups and one
aro2n2group will cause cancer in male rats.




A compound that contains omarbonyl2group and one
aro2n2group will cause cancer in male rats.

nAlkane

nRingstruct

A compound that contains foatkanegroups and three
ring structureswill cause cancer in male rats.

A compound that contains sevatkanegroups and one
alkenegroup will cause cancer in male rats.

has grou
A compoundhat contains onénolgroup, ong_amine
group, and onaro2n2group will cause cancer in male rats.
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A compound that contains omeethylgroup, twoaromatic
groups, and onaminegroup will cause cancer in male rats.
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has_grou

A compound that containgye methylgroup, threealkane
groups, and onethergroup will cause cancer in male rats.
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A compound that contains twalkenegroups, oneing
structure and onesthergroup will cause cancer in male
rats.

9)



nAlkane

has group

N

A compound that contains oradkanegroup, oneether
group, and onenethylgroup will cause cancer in male rats.
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A compound that contains oreninegroup, twoester
groups, and twanethylgroups will cause cancer in male
rats.
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A compound that contains fourteatkanegroups and
twelvering structureswill cause cancer in male rats.



A compound that contains eightkanegroups and one
fenolgroup will cause cancer in male rats.

nEther

A compound that contains twethergroups and twalkane
groups will cause cancer in maletsa
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A compound that contains twoethylgroups, ondnalide
group, and onalkenegroup will cause cancer in male rats.
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A compound that contains twzarbonyl2groups and one
nitro group will cause cancer in male rats.
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A compound that catains oneing structure one

carbonyl2group and onalkenegroup will cause cancer in
male rats.
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A compound that contains twatomslinked by asingle
bondand the element of one of the atomprssphorus
and the element of the other atommisrogenwill cause
cancer in male rats.
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A compound that contains twalkanegroups, twaring
structures onearomaticgroup and onalkenegroup will
cause cancer in male rats.
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A compound that contains thréalide groups of type
brominewill causecancer in male rats.
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A compound that contains orienolgroup and thredalide
groups will cause cancer in male rats.
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A compound that contains threeethylgroups and that also
contains twaatomslinked with adouble bondand the
elemenbf one of thke atoms iphosphorusand theelement
of the other atom isitrogenwill cause cancer in male rats.
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A compound that contains twang structures one aro2n2
group and that also contains ca®mwith nitrogenas its
elemenwill cause cancer in malats.
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A compound that contains ortnalide group of type
bromineand also contains fouatoms and two of the atoms
are linked by asingle bondwill cause cancer in male rats.




Prediction Details

When classifying the PTC test group compounds, the abobstaictures were applied in
order. As soon as a substructure was found in a compound, that compound was classified
as positive, and the remaining substructures were not checked. The following table shows
the number of times the substructure was the fodie found in the compound. Of

course, the compound may also contain occurrences of other fnghdrered

substructures, but this was not checked. Note that only 7 of the 24 substructures were
used to make the positive predictions for compounds irPfRh€ test group.

Substructure # Number of positive predictions
4
5
I
8
11
15
17
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