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Table 1-1: Test chemicals for optimised protocol

ph)-sica] Final in vivo
No.  Chemical name CAS No.  Chemical type state Supplier classification
(S/L) for the study’

1 SLS 20% (aq.) 151-21-3 Soaps/surfactant L Wako 1

2 SLS 50% (aq) 151-21-3 Soaps/surfactant L Wako I
3 Tetrachloroethylene 127-18-4 Chlorinated L Wako I

4 1,1,1 trichloroethane 71-55-6 Chlorinated L Wako |

5 Potassium hydroxide 5% 1310-58-3  Alkali L Wako I

6 Heptanal 111-71-7  Aldehyde L Wako I

7 Lilestralis/lilial 80-54-6 Aldehyde L Wako I
8 Methyl palmitate 112-39-0 Ester L Sigma I
9 1-Bromopentane 110-53-2 Brominated L Acros organics 1
10 Alpha terpineol 98-55-5 Alcohol L Acros organics |
11 dI-Citronellol 106-22-9 Alcohol L Wako I
12"  Tallow polypropylene polyamine  68911-79-5 Amine S |
13 1-Bromohexane 111-25-1 Brominated L Wako I
14 Methyl laurate 111-82-0  Ester L Wako I
15 Cinnamaldehyde 104-55-2 Aldehyde L Wako I
16 Linalyl acetate 115-95-7 Ester L Wako 1
17 d-Limonene 5989-27-5  Miscellaneous L Sigma-Aldrich 1
18 Eugenol 97-53-0 Phenolic derivative L Aldrich I
19 10-Undecenoic acid 112-38-9 Organic acid L Kanto chemical 1
20 Linalool 78-70-6 Alcohol L Wako |
21 Dimethyl disulphide 624-92-0 Sulphur containing L Wako NI
22*  Soap from 20/80 coconut oil/tallow ND® Soaps/surfactant S NI
23 Methyl stearate 112-61-8 Ester S Sigma NI
24 Benzyl alcohol 100-51-6 Alcohol L Acros organics NI
25 Cis -Cyclooctene 931-87-3 Hydrocarbon L Aldrich NI
26 2-ethoxy ethyl methacrylate 2370-63-0  Acrylate/methacryl: L Aldrich NI
27 Benzyl benzoate 120-51-4 Ester I Acros organics NI
28 2-Methyl-4-Pphenyl-2-butanol 130-05-9 Alcohol L Wako NI
29 Benzyl acetate 140-11-4 Ester L Acros organics NI
30 Isopropyl palmitate 142-91-6 Ester L, TCl NI
31 2,4-Xyhdine 95-68-1 Amine L Wako NI
32 Sodium metasilicate (10%) 6834-92-0  Alkali I Kanto chemical NI
33 Isopropyl myristate 110-27-0 Ester L Wako NI
34 Hydroxycitronellal 107-75-5 Aldehyde L Wako NI
35 n-Butyl propionate 590-01-2 Ester L Acros organics NI
36 Sodium bisulphite 7775-14-6  Inorganic S Sigma-Aldrich NI
37 1,6 Dibromohexane 629-03-8 Brominated derivat L Acros organics NI
38 Isopropanol 67-63-0 Alcohol L Wako NI
39 Benzyl salicylate 118-58-1 Ester L Wako NI
40 Lauric acid 143-07-7 Fatty acid S Acros organics NI
41 Dipropylene glycol 25265-71-8  Alcohol L Acros organics NI
42 Sodium bicarbonate 144-55-8 Alkali S Acros organics NI
43 3,3-Dithiodipropionic acid 1119-62-6  Sulphur containing S Aldrich NI
44  4.4-Methylene-bis (2,6-di-butyl)phe 118-82-1 Phenolic S Aldrich NI
45 4-Amino-1,2 4-triazole 584-134 Miscellancous S Aldrich NI
46 3-Chloronitrobenzene 121-73-3 Halogenated aroma S Alta Aesar NI
47" Polyether siloxane ND" Siloxane derivative L NI
48 Erucamide 112-84-5  Amide S Acros organics NI

*Chemicals not avairable; "ND=not detected; “S=solid, L=liquid; “classification afler analysis and review of in vivo data suggested by Ingrid Gemer

I=trritant, NI=non irritant
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Table 1-2: Test chemicals used

Ph_\‘sic al Final in vivo EPISKIN

No. Chemical name CAS No. Chemical type Supplier classification :;:::::l:t_m
state for the study _ 15min/d2h)

T Lilestralis/lihal 80-54-6  Aldehyde Liquid Wako

9 1-Bromopentane 110-53-2 Brominated Liquid Acros organics 1 |

13  |-Bromohexane 111-25-1 Brominated Liquid Wako I 1

14  Methyl laurate 111-82-0 Ester Liquid Wako | |

16 Linalyl acetate 115-95-7 Ester Liquid Wako I I

17  d-Limonene 5989-27-5 Miscellaneous Liquid Sigma-Aldrich 1 |

20 Linalool 78-70-6  Alcohol Liquid Wako I |

24  Benzyl alcohol 100-51-6  Alcohol Liquid Acros organics NI NI

25 Cis-Cyclooctene 931-87-3 Hydrocarbon Liguid Aldrich NI I

29  Benzyl acelate 140-11-4 Ester Liquid Acros organics NI |

32  Sodium metasilicate (10%) 6834-92-0 Alkali Liquid Kanto chemical NI NI

34  Hydroxycitronellal 107-75-5 Aldehyde Liquid Wako NI NI

35  n-Butyl propionate 590-01-2 Ester Liquid Acros organics NI NI

37 1,6 Dibromohexane 629-03-8 Brominated derivative Liquid Acros organics NI 1
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Table2 Diference of post-incubation using LabCyte

Sensitivity=CP/(CP+FN)

Accuracy=(CP+CN)/(CP+CN;FN+FP)

Chemi . ; .
ical nam 15min+1hi5min+42h
{ Chemical name Smin+1h15
1 SLS 20% (aq.) I I
2 |SLS 50% (aq) I I
3  |Tetrachloroethylene NI I
4 1,1,1 trichloroethane I I
5 |Potassium hydroxide 5% I I
6 Heptanal I I
7  |Lilestralis/lilial NI I
8 |Methyl palmitate NI NI
9 1-Bromopentane NI I
10 |Alpha terpineol 1 I
11 |di-Citronellol I I
13 |1-Bromohexane NI I
14 |Methyl laurate NI I
15 |Cinnamaldehyde I I
16 |Linalyl acetate NI NI
17 |d-Limonene NI NI
18 |Eugenol p 3 I
19 |10-Undecenoic acid I I
20 |Linalool I I
21 |Dimethyl disulphide 1 I
23 |Methyl stearate NI NI
24 |Benzyl alcohol I I
25 |Cis -Cyclooctene NI NI
26 |2-ethoxy ethyl methacrylate NI NI
27 |Benzyl benzoate NI NI
28 |2-Methyl-4-Pphenyl-2-butanol I I
29 |Benzyl acetate NI  §
30 |Isopropyl palmitate NI NI
31 |2,4-Xylidine  ; I
32 |Sodium metasilicate (10%) I I
33 |lsopropyl myristate NI NI
34 |Hydroxycitronellal NI p !
35 |n-Butyl propionate NI I
36 |Sodium bisulphite NI NI
37 |1.6 Dibromohexane NI I
38 |lIsopropanol NI NI
39 |Benzyl salicylate NI NI
40 |Lauric acid NI NI
41 |Dipropylene glycol NI NI
42 |Sodium bicarbonate NI NI
43 |3,3-Dithiodipropionic acid NI NI
44 14,4-Methylene-bis (2,6-di-butyl)phenol NI NI
45 J4-Amino-1,2.4-triazole NI NI
46 |3-Chloronitrobenzene NI NI
48 |Erucamide NI NI |
Specificity(%) 80.8 65.4
Sensitivity(%) 57.9 84.2
Accracy(%) 71.1 73.3
Specificity=CN/(CN+FP) not matched
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