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Table 1 Dataset of primary aromatic amines in this study

Information source  Ames test result Total
Positive Negative
Total dataset® 465 712 177
Public database 249 17 420
In-house 216 541 757
Working dataset® 322 510 832

2 sum of public and internal compounds with reliable Ames test data

b Excluding the compounds with non-aromatic amine alerts, MW > 500, ring-

opening remarks, two or more amine groups
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Fig.4 Ames test results and ddE values of 824 PAAs in Table 6
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Table 5 False positive rate of ddE based decision on PAAs with ortho substitution

NH;

B g
‘

Example

False positive rate®

Ciass 1; two CH2CH3 or larger substituents at both R1 and R2

Class 2: one CH2CH3 or larger substituent at ortho position with and
the other artha substitution

Class 3: Smaller substituents at R1 and/or R2

Ciass 4: No ortho substitution

88.9% (8/9)

55.0% (44/80)

17.9% (5/28)

29% (29/100)

*-5 kcal/mol ddE cutoft
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Double negative from common

two QSAR systems? Negative conclusion
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Structure alert other than PAA?
Or two or more amine groups?
Or MW > 5007

Case by case decision

@

ddE approach

Two ortho substituted groups of
CH,CHj; or larger?
Or ring opening system?

Negative conclusion

a
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ddE > -5 kcal/mol? Negative conclusion

@

Positive conclusion

Fig.5 Proposed scheme of integration of the ddE approach Iinto QSAR mutagenicity assessment of PAA
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