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Table S1. Retention time and MS/MS transitions for the fragrance allergens, preservatives, plasticizers
and synthetic musks.

Compounds Ret. time (min) MS/MS transition CE?
Fragrance allergens
77.1 —  50.8 15
Pinene 4.30 92.8 — 39.0 35
928 — 770 10
679 — 530 10
Limonene 5.85 92.8 — 77.0 15
9228 — 910 10
790 — 509 20
Benzyl alcohol 5.93 1071 — 79.1 10
1082 —  79.1 15
710 — 430 10
Linalool 6.94 92.9 — 77.0 10
29 — 910 10
790 — 770 10
Methyl-2-octynoate 8.14 94.9 — 67.0 10
1229 — 671 10
671 — 410 15
Citronellol 8.42 95.0 - 67.1 10
1231 — 811 10
689 — 410 10
Citral 8.82 940 — 790 10
1089 — 810 10
929 — 510 25
Geraniol 8.65 92.9 — 771 10
1109 — 931 5
Cinnamaldehyde 8.9 1031 — 770 10
1311 —  51.0 40
1311 — 770 25
Hydroxycitronellal 8.99 59.0 — 31.0 10
710 — 430 10
95.1 - 671 10
Anise alcohol 8.99 109.1 — 77.0 15
109.1 — 940 10
1370 — 770 20
Cinnamyl alcohol 9.18 92.1 — 91.0 10
1341 — 780 15
1341 — 912 20
Eugenol 9.53 1311 — 103.0 10



1642 — 103.0 20
1470 — 91.1 10
Methyleugenol 9.86 1630 — 1071 10
1781 — 1471 10
770 — 509 15
Isoeugenol 10.19 1030 — 770 10
le4l — 1491 10
1180 — 89.0 20
Coumarin 10.16 1180 — 90.1 10
1461 — 1181 10
107.0 — 91.0 10
a-isomethylionone 10.39 1501 — 91.0 20
150.1 — 135.1 10
1892 — 1311 10
Lilial® 10.72 2042 — 1472 10
2042 — 1892 10
1168 — 115.1 10
Amylcinnamaldehyde 11.5 1289 —  128.0 20
2020 — 129.1 10
29 - 77.0 10
Lyral® 11.65 1361 —  79.0 10
136.1 — 93.1 10
91.1 - 65.0 15
Amylcinnamyl alcohol 11.77 1331 — 55.0 10
1331 — 1151 10
69.0 — 39.0 15
Farnesol 11.95 69.0 N 410 10
116.8 — 91.0 15
Hexylcinnamaldehyde 12.3 1290 — 1270 20
2163 — 129.1 10
209 — 65.0 15
Benzyl benzoate 12.56 1051 — 77.0 10
1941 — 1651 20
1311 — 77.0 20
Benzyl cinnamate 17.39 1311 — 103.0 10
1920 — 1912 15
209 — 65.0 15
Benzyl benzoate 12.56 1051 — 77.0 10
1941 — 165.1 20
Preservatives
830 1349 — 107.0 5
Bronidox 13.0 S 1090 5
940 — 65.1 15
Phenoxyethanol (PhEtOH) 8.36 940 — 658 10
1380 — 941 10
9240 — 65.8 10
1380 — 94.1 10
Methyl paraben (MeP) 10.22 210 — 65.1 15
121.0 — 93.1 10
. 1520 — 1211 10
Butylhydroxyanisole (BHA) 10.30 1371 — 771 20
1652 — 1371 10
180.1 — 165.1 10
Butylhydroxytoluene (BHT) 10.55 2051 — 1451 15
2051 — 1772 10
2202 — 205.2 10
Ethyl paraben (EtP) 10.64 1210 — 65.1 15



121.0 — 93.1 10
. 138.0 — 1210 10
Isopropyl paraben (iPrP) 10.82 1210 — 65.1 15
121.0 — 93.0 10
1381 — 1211 10
Propyl paraben (PrP) 11.28 1210 — 65.0 15
121.0 — 93.1 10
1381 — 1210 10
Iodopropynylbutyl carbamate (IPBC) 11.62 1649 — 1269 35
1819 — 1539 10
Isobutyl paraben (iBuP) 11.70 1211 — 651 15
1211 — 93.1 10
1380 — 1211 10
Butyl paraben (BuP) 12.06 1211 — 651 15
1211 — 93.1 10
1380 — 1211 10
. 2180 — 1269 30
Triclosan (TCS) 17.44 2880 — 2180 15
121.0 — 65.1 20
Benzyl paraben (BzP) 17.99 1210 — 93.1 10
2282 — 1211 10

Plasticizers
1110 — 830 10
Dimethyl adipate (DMA) 8.55 114. - 71.0 15
1140 — 113.0 10
1283 — 99.0 10
Diethyl adipate (DEA) 9.72 157.0 — 83.0 15
1570 — 1110 5
. 149.0 — 1211 10
Diethyl phthalate (DEP) 11.07 1767 — 1491 10
1490 —  65.0 25
Diisobutyl phthalate (DIBP) 13.41 149.0 — 1210 15
2231 — 1490 10
1490 — 651 20
Dibutyl phthalate (DBP) 14.76 1490 — 930 15
149.0 — 1210 10
1042 — 76.0 10
Dimethoxyethyl phthalate (DMEP) 15.36 1489 — 65.0 20
1489 — 1210 10
1490 — 930 15
Diisopentyl phthalate (DIPP) 16.57 149.0 — 1210 15
2371 — 1490 10
1490 —  65.0 25
Dipentyl phthalate (DPP) 18.02 149.0 — 93.0 15
149.0 — 1210 15
149.0 — 65.1 20
Benzylbuty phthalate (BBP) 19.86 1490 — 930 15
2069 — 1491 10
129.0 — 83.0 10
Diethylhexyl adipate (DEHA) 20.11 1290 — 101.0 5
1469 — 1010 10
149.0 — 65.0 25
Diisohetpty phthalate (DIHP) 20.45 149.0 — 1210 15
2651 —  149.0 10
149.0 — 65.0 25
Dicyclohexyl phthalate (DCHP) 20.78 1490 — 930 15
2491 — 1491 15
Diethylhexyl phthalate (DEHP) 20.84 1490 — 930 15



149.0 — 1210 15

2791 — 1491 10

2250 — 770 20

Diphenyl phthalate (DPhP) 20.92 2250 — 1150 30

2250 — 1528 10

. 1490 —  93.0 15

Di-n-octyl phthalate (DnOP) 21.9 1490 — 1210 15
Synthetic musks

163.1 — 107.1 10

Cashmeran 10.58 1911 — 1351 10

2062 — 191.2 10

2293 — 1731 10

Celestolide 11.94 2442 — 1731 15

2442 — 2292 10

1870 — 1452 10

Phantolide 12.35 2292 — 187.0 10

2442 — 2292 10

2531 — 1059 10

Ambrette 13.06 2531 — 1199 10

2681 — 2531 5

173.0 — 1311 10

Trasolide 13.25 2152 — 1731 10

2582 — 2152 10

2132 — 1712 10

Galaxolide 13.35 2432 — 1982 20

2432 — 2132 10

1871 —  43.0 15

Tonalide 13.42 2432 —  159.2 10

2582 — 1872 10

2631 — 1278 40

Musk Moskene 13.69 263.1 — 2009 10

2631 — 2211 10

. 2511 — 1599 10

Musk Tibetene 14.28 2663 — 2512 5

. 9%9 — 811 10

Ambrettolide 14.46 1089 — 671 10

1089 —  81.0 10

Musk Ketone 15.02 2791 — 1179 20

2791 — 1910 10

a CE: Collision Energy, eV. Underlined MS/MS transitions: quantification transitions.
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Figure S1. Calibration plots for some representatives compounds of each studied family.



