Molecular groups prevalence in carcinogenicity dataset

MGs Active  NoActive Prevalence% Tox
Al_COO 59 109 35 Neutral
Al_OH 269 355 43 Neutral
ArN 150 62 71 Tox
Ar_OH 1 3 25 NoTox
CS 10 27 27 NoTox
HOCCN 8 9 47 Neutral
Imine 20 28 42 Neutral
NHO 759 433 64 Neutral
NH1 133 176 43 Neutral
NH2 92 152 38 Neutral
N_O 29 8 78 Tox
Ndealkylat 37 60 38 Neutral
Ndealkylat 11 30 27 NoTox
Nhpyrrole 38 38 50 Neutral
SH 0 4 0 NoTox
aldehyde 17 8 68 Tox
alkyl carbs 1 1 50 Neutral
alkyl_halid 309 158 66 Tox
allylic_oxic 208 237 47 Neutral
amide 174 146 54 Neutral
amidine 6 8 43 Neutral
aniline 140 96 59 Neutral
aryl_methy 179 118 60 Neutral
azide 1 0 100 Tox
azo a7 20 70 Tox
barbitur 1 3 25 NoTox
benzene 317 242 57 Neutral
benzodiaze 0 6 0 NoTox
bicyclic 663 385 63 Neutral
diazo 2 0 100 Tox
dihydropyr 4 8 33 NoTox
epoxide 16 11 59 Neutral
ester 100 129 44 Neutral
ether 175 276 39 Neutral
furan 42 7 86 Tox
guanido 10 19 34 NoTox
hdrzine 49 13 79 Tox
hdrzone 31 13 70 Tox
imidazole 31 24 56 Neutral
imide 11 18 38 Neutral
isocyan 6 0 100 Tox
isothiocyar 1 2 33 NoTox
ketone 111 87 56 Neutral

ketone_To 65 65 50 Neutral
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