LabCyte EPI-MODEL24

NI:non-irritant

I: irritant
EPI-MODEL24
Invivo In vivo class In vitro Class
No. CAS number
score GHS Run Mean * SD I/NI

1 1-bromo-4-chlorobutane 6940-78-9 0 NI 1 173 = 44 T T
2 237 =15 I
3 186 + 2.1 |

2 diethvl phthalate 84-66-2 0 NI 1 1043 + 4.4 NI NI
2 103.1 £ 15 NI
3 554 + 138 NI

3 di-propvlene alvcol 25265-71-8 0 NI 1 1099 + 2.0 NI NI
2 100.2 + 10.2 NI
3 929 + 122 NI

4 naphtalen acetic acid 86-87-3 0 NI 1 927 + 12 NI NI
2 107.8 + 2.0 NI
3 985 + 3.8 NI

5 3-ChloronitroBenzene 121-73-3 0 NI 1 1043 + 4.4 NI NI
2 98.0 + 22 NI
3 952 + 6.9 NI

6  3.3-Dithiodipropionic Acid 1119-62-6 0 NI 1 100.0 * 5.6 NI NI
2 989 + 25 NI
3 89.9 + 10.1 NI

7 4.4-Methvlenebis 118-82-1 0 NI 1 1039 + 10.6 NI NI
(2,6-di-tert-buthylphenol) 2 100.0 * 3.5 NI
3 100.0 + 9.9 NI

8  4-Amino-1.2.4-Triazole 584-13-4 0 NI 1 101.0 * 6.9 NI NI
2 974 + 6.7 NI
3 98.8 + 84 NI

9 Benzvl Benzoate 120-51-4 0 NI 1 105.7 + 2.0 NI NI
2 996 + 3.2 NI
& 100.3 + 10.1 NI

10  Sodium Bicarbonate 144-55-8 0 NI 1 99.6 + 3.7 NI NI
2 100.0 + 55 NI
3 1003 + 124 NI

11 Erucamide 112-84-5 0 NI 1 1025 + 2.2 NI NI
2 927 + 28 NI
& 90.0 + 110 NI

12 1.5-hexadiene 592-42-7 0 NI 1 85.6 + 122 NI NI
2 925 + 72 NI
3 956 + 3.8 NI

13  Polvethlene alvcol 400 25322-68-3 0 NI 1 106.6 + 8.7 NI NI
2 98.2 + 54 NI
3 103.2 + 43 NI

14 Glvcerol 56-81-5 0 NI 1 125.7 + 9.0 NI NI
2 98.1 + 6.5 NI
3 1033 + 6.5 NI

15 3.3-Dimethvipentane 562-49-2 0 NI 1 723 + 32 NI NI
2 763 + 9.7 NI
3 908 + 19 NI

16  allvl phenoxv-acetate 7493-74-5 0.3 NI 1 947 + 18 NI NI
2 96.3 + 3.6 NI
3 56.0 + 3.8 NI

17 Isopropanol 67-63-0 0.3 NI 1 835 + 5.6 NI NI
2 877 + 28 NI
3 82.7 + 85 NI

18 Benzvl Salicvlate 118-58-1 0.3 NI 1 936 + 164 NI NI
2 98.2 + 36 NI
3 999 + 9.7 NI

19  Lauric Acid 143-07-7 0.3 NI 1 940 + 40 NI NI
2 109.2 + 7.4 NI
3 1100 + 6.3 NI

20  4-methyl-thio-benzaldehyde 3446-89-7 1 NI 1 246 + 58 1 1
2 214 + 11 |
3 218 + 0.8 |

21 Methyl Stearate 112-61-8 1 NI 1 98.6 + 4.8 NI NI
2 1131 + 45 NI
& 1015 + 49 NI

22 Benzyl Acetate 140-11-4 1 NI 1 113 + 2.7 | |
2 298 + 47 |
3 374 + 80 |

23 Hydroxycitronellal 107-75-5 1 NI 1 19.8 + 11.2 | |
2 204 + 18 |
3 323 £ 6.0 |

24 |sopropyl Myristate 110-27-0 1 NI 1 1079 * 3.7 NI NI
2 97.3 + 5.2 NI
3 972 + 124 NI

25 |sopropyl Palmitate 142-91-6 1 NI 1 1041 + 10.6 NI NI
2 1025 + 1.3 NI
3 1159 # 2.2 NI

26 n-Buthyl Propionate 590-01-2 1 NI 1 231 + 47 1 !
2 412 + 6.4 |
3 459 + 6.4 |

27  Sodium Bisulphite 7631-90-5 1 NI 1 111 + 55 | NI
2 61.2 + 6.8 NI
3 747 + 9.7 NI

28 Benzyl Alcohol 100-51-6 1.3 NI 1 56 + 1.3 | |
2 175 + 49 |
3 178 + 20 |

29 allyl heptanoate 142-19-8 1.7 NI 1 956 + 5.7 NI NI
2 108.9 + 10.7 NI
& 1046 + 3.3 NI

30 heptyl butyrate 5870-93-9 1.7 NI 1 1059 + 2.0 NI NI
2 108.8 + 104 NI
3 109.7 + 1.3 NI




31 2-Ethoxy Ethyl Methacrylate 2370-63-0 17 NI 1 293 + 52 1 |
2 431 + 59 |
3 744 £ 36 NI
32 hexyl salicylate 6259-76-3 2 NI 1 884 =+ 8.2 NI NI
2 1195 + 2.0 NI
3 1122 + 2.2 NI
33 Linalyl Acetate 111-95-7 2 NI 1 1012 + 11 NI NI
2 86.8 + 6.7 NI
3 92.6 * 12.6 NI
34 terpinyl acetate 80-26-2 2 NI 1 262 * 41 1 1
2 336 + 33 |
3 36.3 = 10.9 |
35 Linalol 78-70-6 2 NI 1 79 £ 07 [ |
2 166 + 1.9 |
3 254 * 4.0 |
36 Cinnamaldehyde 104-55-2 2 NI 1 214 + 41 1 1
2 301 = 59 |
3 356 = 4.6 |
37 Eugenol 97-53-0 2 NI 1 185 £ 22 | 1
2 304 = 4.4 1
3 322 = 7.1 |
38 cyclamen aldehyde 103-95-7 2.3 | 1 301 + 11.2 | 1
2 242 £ 77 |
3 360 = 45 |
39 1-decanol 112-30-1 23 | 1 249 + 38 | 1
2 298 * 65 |
3 421 29 |
40 1-bromohexane 111-25-1 2.7 | 1 363 * 8.2 | 1
2 403 * 108 |
3 43.0 + 3.8 |
41 alpha-Terpineol 98-55-5 27 | 1 136 + 13 1 !
2 174 £ 16 1
3 33.0 * 58 |
42 1-BromoPentane 110-53-2 2.7 | 1 243 + 151 | 1
2 17.7 + 39 |
3 237 * 57 |
43 2-chloromethyl-3,5-dimethyl 86604-75-3 2.7 | 1 10.7 + 15 | |
-4-methoxypyridine HC 2 110 + 17 |
3 16.4 * 25 |
44 butyl methacrylate 97-88-1 3 | 1 286 + 6.1 | |
2 245 * 41 |
3 336 + 11.8 |
45  di-n-propyl disulphide 629-19-6 3 | 1 749 + 86 NI NI
2 771 + 89 NI
3 632 + 7.6 NI
46  Potassium Hydroxide 5% 1310-58-3 3 | 1 33 + 04 | 1
2 25 + 09 |
3 34 + 14 |
47 Heptanal 111-71-7 33 | 1 137 £ 99 | !
2 182 + 1.8 |
3 199 + 25 |
48  benzynethiol, 7340-90-1 33 | 1 222 + 83 | 1
5-(1,1-dimethylethyl)-2-methyl 2 233 + 24 |
3 37.2 + 16.8 |
49  1-methyl-3-phenyl-1-piperazine 5271-27-2 3.3 | 1 121 + 45 | |
2 205 * 57 |
3 13.0 * 44 |
50 SLS (20% aq) 151-21-3 4 | 1 9.4 + 0.9 | |
2 132 + 13 |
3 134 * 42 |
51 1,1,1 Trichloroethane 71-55-6 4 | i 13.4 + 0.6 | 1
2 120 + 11 1
3 101 * 4.3 |
52 Tetrachlotroethylene 127-18-4 4 ! 1 111 + 13 1 1
2 171 £ 09 |
3 226 * 21 |
53 Capric acid (decanoic acid) 334-48-5 4 | 1 61 + 28 | 1
2 9.8 + 04 1
3 176 * 34 |
54  SLS (5% aq) 127-18-4 1 1 145 + 19 | 1
2 11.4 + 1.0 |
3 14.4 + 0.9 |
In vitro/in vivo
In vivo classification
Irritant Non-irritant Total
Irritant 16 27
In vitro prediction Non-irritant 1 27
17 54
Sensitivity (%) 94.1
Specificity (%) 70.3
Accuracy (%) 77.8




