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JREE : SCIEX Triple Quad™ 5500 System
REAR : Scheduled MRM™
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2. SCIEX Triple Quad™ 5500 LC-MS/MSER Gt 8 FiRS %1,

Source Parameters

Curtain Gas(CUR) 30psi
Collision Gas(CAD) 9psi
lonSpray Voltage(IS) 1200v
Temperature(TEM) 600° C
lon Source Gas(GS1) 65psi
lon Source Gas(GS2) 60psi
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3. List of analytes with MRM transitions.

Compound MH+ Product ion(Q/C)a
Aniline (PAA 1) 941 77/51
o-Toluidine ( PAA 2) 108 91.1/93
M-phenylenediamine ( PAA 3) 109 92/65
2,4-dimethylaniline ( PAA 4) 122 77.1/105.1
2,6-dimethylaniline (PAA 5) 122 77.1/105.1
2,4-diaminotoluene ( PAA 6) 123.1 106.1/77 1
2,6-diaminotoluene ( PAA 7) 123.1 106.1/77 1
o-Anisidine ( PAA 8) 1241 109.1/65
4-chloroaniline ( PAA 9) 128.1 93.1/75
2,4,5-trimethylaniline ( PAA 10) 136 91.1/121.1
P-cresidine (PAA 11) 138 123.1/78
4-methoxy-1,3" -phenylenediamine ( PAA 12 ) 139 124.1/108.1
2-naphthylamine ( PAA 13) 144 1277771
4-aminobiphenyl ( PAA 14) 170 152/153.1
2-aminobiphenyl ( PAA 15) 170 152/153.1
4,4-diaminobiphenyl ( PAA 16) 185 168.1/167
4-aminoazobenzene ( PAA 17) 198 77.1/105.1
Bis-(4-aminophenyl)methane ( PAA 18) 199 106.1/77
4,4’ -oxydianiline (PAA 19) 201 108.1/184
3,3’ -dimethylbenzidine ( PAA 20) 213 180/196.1
4,4’ -diaminodiphenylsulfide ( PAA 21) 217 124/200
o-Aminoazotoluene ( PAA22 ) 226 91/121.1
4,4 -diamino-3,3” -dimethyliphenylmethane ( PAA 23 ) 227 120.1
3,3’ -dimethoxybenzidine ( PAA 24 ) 245.1 230.1/187.1
3,3’ -dichlorobenzidine ( PAA 25) 253.1 217.1/182.1
4,4’ -methylene-bis(2-chlorozniline) ( PAA 26 ) 267 231.1/140.1
3-amino-4-methylbenzamide ( PAA 27) 151 108.1/93
3-chloro-4-methoxyaniline ( PAA 28) 158 123.1/80.1
5-chloro-2-methoxyaniline ( PAA 29) 158 143/108.1
1,5-diaminonaphtalene ( PAA 30) 159 115.1/143.1
4-chloro-2,5-dimethoxyaniline ( PAA 31) 188 173.1/130
3-amino-p-anisanilide ( PAA 32) 243 212.1/227
2-methoxy-4-nitroaniline ( PAA 33)) 169 152/122.1

Note: * ( Quantitation lon / Confirmation lon )
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4. Main analytical parameters a.

SCIEX

PAA Equation R LOD(ng/ml) LOQ(ng/ml) RSD(%) Rec(%)
Aniline y=1.905e6x+1.604e5 0.9962 0.029 0.09 8.9 94.2
o-Toluidine y=2.12e6x+14137 0.9981 0.012 0.04 3.67 87.4
M-phenylenediamine y=1.329e6x+10356 0.9998 0.02 0.062 2.22 106.1
2,4-dimethylaniline y=1.7840e6x+8177 0.9977 0.01 0.041 2.08 103.4
2,6-dimethylaniline y=1.6121e6x+25871 0.9975 0.009 0.033 1.9 105.9
2,4-diaminotoluene y=1.444e6x+23110 0.9995 0.011 0.045 412 98.3
2,6-diaminotoluene y=1.23246e6x+20386 0.9930 0.008 0.028 2.89 943
o-Anisidine y=4.354e6x+3.0078e4 0.9945 0.0049 0.015 4.83 100.9
4-chloroaniline y=1.1465e6x+5264 0.9987 0.0048 0.021 49 86.8
2,4,5-trimethylaniline y=2.5363e6x+25932 0.9972 0.01 0.034 3.68 91.9
P-cresidine y=6.667e6x+3.307e4 0.9966 0.001 0.0045 3.98 99.4
4-methoxy-1,3" -phenylenediamine y=5.8050e6x+2242 0.9993 0.01 0.05 3.20 109.5
2-naphthylamine y=2.5801e6x+3999.3 0.9991 0.005 0.016 2.96 105.5
4-aminobiphenyl y=2.8274e6x+8232.5 0.9972 0.01 0.038 4.30 89.1
2-aminobiphenyl y=3.8334e6x+4.6294e4 0.9899 0.01 0.030 4.16 87.9
4,4-diaminobiphenyl y=1.5268e6x+13989 0.9984 0.005 0.019 3.09 93.1
4-aminoazobenzene y=1.4826e6x+7.47e5 0.9958 0.001 0.0036 3.25 91.0
Bis-(4-aminophenyl)methane y=3.0494e6x+3.23e4 0.9980 0.005 0.018 2.65 98.2
4,4’ -oxydianiline y=2.2383e6x+18163 0.9987 0.001 0.0033 2.08 95.5
3,3” -dimethylbenzidine y=2.269e6x-8183 0.9990 0.01 0.045 2.77 107.3
4,4’ -diaminodiphenylsulfide y=1.769e6x+9944 0.9988 0.01 0.048 3.46 106.1
o-Aminoazotoluene y=1.1079e7x+4.6817e5 0.9944 0.001 0.0041 4.03 86.0
4,4 -diamino-3,3" -dimethyliphenylmethane y=3.4679e6x+29360 0.9955 0.005 0.015 3.49 85.8
3,3” -dimethoxybenzidine y=2.6076e6x+5.7198e4 0.9955 0.05 0.13 3.37 100.7
3,3’ -dichlorobenzidine y=6.5351e6x+27514 0.9992 0.01 0.030 3.33 99.5
4,4 -methylene-bis(2-chlorozniline) y=1.0702e6x+4.7568e4 0.9986 0.005 0.0178 3.54 101.1
3-amino-4-methylbenzamide y=3.0257e6x+27540 0.9952 0.005 0.0164 3.66 109.4
3-chloro-4-methoxyaniline y=1.0783e6x+3546 0.9997 0.01 0.0334 3.15 102.3
5-chloro-2-methoxyaniline y=2.8078e6x+26640 0.9957 0.005 0.0152 3.45 85.2
1,5-diaminonaphtalene y=1.4086e6x+2846 0.9992 0.02 0.068 2.59 64.2
4-chloro-2,5-dimethoxyaniline y=3.681e6x+4.046e4 0.9923 0.005 0.0193 4.23 86.4
3-amino-p-anisanilide y=2.269e6x+2.763 0.9962 0.05 0.163 3.17 69.1
2-methoxy-4-nitroaniline y=4.946e6x+25359 0.9956 0.005 0.0152 2.69 88.3

Note: * Calibration curve equations, regression coefficients (R), limit of detection (LOD), limit of quantitation (LOQ),

repeatability of three different concentrations, and mean recovery of 3 (0.1, 5, 20 ng/ml) spike levels.
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6. Some detected PAAs in samples.

PAA Plastic Spoon Plastic Fork Paper cup Napkin Plastic packaging
o-Toluidine 0.05 0.04 N/A 0.07 0.04
M-phenylenediamine 0.04 N/A N/A 0.04 N/A
2,4-dimethylaniline N/A N/A N/A 0.13 0.038
2,6-diaminotoluene 0.048 0.078 0.057 0.088 N/A
4-chloroaniline N/A N/A N/A 0.061 N/A
4,4-diaminobiphenyl N/A N/A N/A 0.138 N/A
Bis-(4-aminophenyl)methane 0.023 0.031 N/A 0.23 N/A
4,4’ -oxydianiline 0.047 0.038 N/A 0.028 N/A
4,4’ -diaminodiphenylsulfide N/A N/A N/A 0.025 N/A
o-Aminoazotoluene N/A N/A 0.02 0.027 0.021
4,4’ -diamino-3,3’ -dimethyliphenylmethane N/A N/A 0.065 0.022 N/A
3,3’ -dichlorobenzidine N/A 0.155 N/A N/A N/A
3-amino-4-methylbenzamide N/A N/A N/A 0.136 N/A
3-chloro-4-methoxyaniline 0.32 N/A N/A N/A N/A
5-chloro-2-methoxyaniline N/A 0.197 N/A 0.222 0.049
3-amino-p-anisanilide 0.06 N/A N/A 0.04 N/A

Note: unit, ng/ml; N/A, not detected
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ALRARTHMNEFRE, FEERUERBEMBFEZH 1. Commission regulation (EU) No.10/2011 of 14 January 2011 on

WRFERRE PRGN TT % plastic materials and articles intended to come into contact with
RO AT IR B i, AN AYYASRFHEKE, food. Official Journal of th‘.e European Un|oln L12,15.1.2011.
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No. 10/2011 FMHER, BIFTUEE 2T 0.01 mgkg.
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