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» 1. K S 35

~OHYOTI'T o0 A breastearductliver other all mixed

L g L g

. 4- biphenylacetamide
. 4- biphenyldimethylamine
. 4- biphenylacethydroxamiacid

2- fluoro- 4- phenylaniline po

36 fluoro- 4- phenylaniline

2- methyl 4- phenylaniline
3- methyl 4- phenylaniline
26 methyl 4- phenylaniline
46 methyl 4- phenylacetanilide
10. 3,26 dimethy} 4- biphenylamine
11. 0,0G dianisidine na
12. 3,36 dichlorobenzidine
13. 3,36 dihydroxybenzidine
14. 2- methyldiacetylbenzidine na
15. 4.46 methylenedianiline

-

fiSurvey of Compounds Which Have Been Tested for Carcinogenic Actiitys. Department of Health, Education and Welfare, U.S.Public Health Service, National Institute of Health.
D.B.Clayson and R.C.Garner, ifiChemical Carcinogenesis and Canagr€harles C. Thomas, Sprindfield, 1., 1964.
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» . KJAEYXY O. K s d
structure active site breast earduct liver
administration po other all po other all other all
biphenyl active 9 1 10 7 2 9 0 4 4
not active 7 7 14 8 6 14 15 4 19
stilbene active 4 0) 4 7 4 11 1 4 5
not active 6 11 17 1 6 7 9 7 16
azo active O O 0) 2 0) 2 3 1 4
not active 16 2 18 13 2 15 13 1 14
fluorene active 18 10 28 16 4 20 15 3 18
not active 10 4 14 10 8 18 13 11 24
methylene active 1 O 1 0 0 0 3 0 3
not active 3 O 3 4 0) 4 0 0 0)
misc active 19 3 22 8 0) 8 3 0) 3
not active 15 11 26 25 14 39 29 14 43
total 108 49 157 101 46 147 104 49 153
a3> "HmFE" T TWé Cp 3t WY9" k 1 PobHLYYAwbhU!
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] "~ V6O K3l E s wih. Kx

1. number of carbon atoms 16. molecular connectivity environment: SS5

2. number of oxygen atoms 17. molecular connectivity environment: SS6

3. number of nitrogen atoms 18. largest principal moment

4. number of singldouds 19. intermediate principal moment

5. number of double bonds 20. smallest principal moment

6. number of aromatic bonds 21. ratio of largest to smallest principal moment

7. number of basis rings 22. ratio of intermediate to smallest principal moment

8. number of ring atoms 23. molecular connectivity environment: SS7

9. path 3 molecular connectivity 24. molecular connectivity environment: SS8
10. path 4 molecular connectivity 25. molecular connectivity environment: SS9
11. total number of paths 26. molecular connectivity environment: SS10
12. molecular connectivity environment: SS1 27. molecular connectivity environment: SS11
13. molecular connectivity environment: SS2 28. molecular connectivity environment: SS12
14. molecular connectivity environment: SS3 29. molecular connectivity environment: SS13
15. molecular connectivity environment: SS4 30. molecular volume

31.

numberof F+Cl+ 1+ S




O v xad " 1. N-hydroxylation theory ; SS2, SS7
2. 0- hydroxy theory ; SS3, SS8
3. co- planality of biphenyl structure ; SS6, SS12, SS13
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admin.
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admin.
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S AT A A A A AT NNNNNNNNNNOOM

Nno. in
final set

12

21

23

21

19

19

18

20

15

16

18
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(g

3 U XDY1T., 6nboM"

Cp
RUPVICFENICERG R

!. num!er o‘ nl\rogen a\oms 18. largest principal moment

19. intermediate principal moment

21. ratio of largest to smallest principal moment

. number of basIs rings
8. number of ring atoms
9. path 3 molecular connectivity 24. molecular connectivity environment: SS8

26. molecular connectivity environment: SS10

. molecular connectivity environment:
14. molecular connectivity environment: SS3

A S————
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O v xad ‘ 1. N- hydroxylation theory ; SS2, SS7
2. 0- hydroxy theory ; SS3, SS8
3. co- planality of biphenyl structure; SS6, SS12, SS13



Q' Oxt0.- KIAE(OK. p, * Lo it Do

1T

On. ® m%MY"H 6H6vvs T XDYT1T WU, 6 x bIMx

1. number of carbon atoms 16. molecular connectivity environment: SS5

number of nitrogen atoms

6. number of aromatic bonds 21. ratio of largest to smallest principal moment
7. number of basis rings 22. ratio of intermediate to smallest principal moment

8. number of ring atoms 23. molecular connectiviti environment: SS7

10. path 4 molecular connectivity

25. molecular connectivity environment: SS9

m 26. molecular connectivity environment: SS10
. molecular connectivity environment: 27. molecular connectivity environment: SS11

13. molecular connectivity environment: SS2 28. molecular connectivity environment: SS12
14. molecular connectivity environment: SS3 29. molecular connectivity environment: SS13

31. numberof F+Cl +1+ S

| :Mixed admin. group | : Oral administration group




In SM’#
Q' OXt0. KIAEG M8

classifier % correctly classified
data set active not active total

Bayes (quadratic) A 90.9 87.0 88.6
_ B 96.7 93.3 94.7

Bayes (linear) A 75.8 84.8 81.0
B 83.3 91.1 88.0

KNN (k=1) A 66.7 73.9 70.9
B 73.3 82.2 78.7

KNN (k=3) A 66.7 82.6 76.0
_ _ B /3.3 86.7 81.3
iterative least square A 84.9 97.8 92.4
_ B 96.7 97.8 97.3
simplex A 81.8 89.0 84.8
_ _ _ B 93.3 93.3 93.3
linear learning machine B 100.0 100.0 100.0

set A: original data set setB: pruned data set



4MTho3> "H
2-Fluorenyldiethylamine  (4)

2-Phenanthrylacetamide (11)

4 ¢ [Methoxyphenyl)azo] -o-anisidine (4)

4 ¢luoro-p-phenylaniline (4)

4-(Phenylazo) - o-anisidine (6)
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