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Compound Table j’ﬂh“c '\E‘Te‘pm pikai than specified limit. p-Cresidine Selected Precursor lons
Sep n runs will be perform
a 5 E" @ E_!J ,g @ O Y:? 5 Select Mass Abundance % A %
Moledil Left RT Right 1219  19,113,480.00 1.00 G dN
olecular  Le ight ~ ompound Name ~
# s f
[ Compound Name RT (min) CAS Formula Weight Delta (min) delta 136.8 16,694,241.00 0.87 il .
p-Cresidine
p-Cresidine 5142 120718 CBHIINO 13708 0.0 023 - | somildeli oo ST
. & 7 3,074,273.00 0.16 E
Cyclohexasiloxane, dodecamethyl- 5.256 540-97-6 C12H36065i6  444.11 0.10 0132 Ao 8 pCresidine
Phenol, 4-(1,1-dimethylpropyl)- 5774 80-46-6 CIHI60 16412 010 018 g s TA66H0.00 | 908 5, T eing
— [ 1229 145632100 008 =
< 22 = T sl & e
Chromatogram @ TIC O Compound best hits [ show full names Spectrum p-Cresidine, MW= 137.08, RT= 5.14
C\Users\sdasgupt\OneDrive - Agilent Technologies\Documents\Manesar_Reach\REACH Data_opt\REACH_70_project\REACH_Sca | 107 129
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32 1. MRM ZHEZ ] 1EHA|QF 2CHA|, AZH HIOIE{Of M A|ZF /S22, HEE Al 2 % H7 0|2 ME| [IZ2RHE off22 ool s H(YIE T )0l AE 3 LHEEH,
YO T 0|2 g XS MESI] & Ao EAISt Y I 20tE 10 AHMERHE FAIYLICH AFEA= oS B F 0|l HAIE M8 =0 X+ 0|28 HEY =
AF LT
Product lon Scan Table Benzenamine, 4,4'-me Selected Product lons
% 5 Ex Er 3 ) vy pd Select  Mass CE Abunc / %
. 231 15 679
1 Compound Name RT (min) Precursor Mass -~ Compound Name Precursor lon  Product lon  CE ~
2311 15 669 |
Benzenamine, 4,4'-methylenebis[2-chloro- 14474 267.7 1951 35 615 1 Benzenamine, 4,4'-methylenebis[2-chloro- 2677 231 15
Benzenamine, 4,4'-methylenebis[2-chloro- 14.474 265.7 D 3300 15 625 2 Benzenamine, 4,4'-methylenebis[2-chloro- 267.7 195.1 35
Benzenamine, 4,4'-methylenebis[2-chloro- 14474 2327 B o1os 35 622 3 Benzenamine, 4,4'-methylenebis[2-chloro- 267.7 180 35
Benzenamine, 4,4'-methylenebis[2-chloro- 14474 2307 ~ = - 1 P 4 Benzenamine, 4,4'-methylenebis[2-chloro- 265.7 231 15 ~
> > >
Chromatogl’am () TIC @ Extracted Chromatograms Spec‘trum Benzenamine, 4,4'-methylenebis[2-chloro-
x107 Ben (267.7) x107 Ben (265.7) x10% CE=5
T 5.0 231
124 2.0+
1.04 0o 501 5.9 80.389.9 102 1146 129.1 141.6 1555 167.7  185.8195203.8214.2 240.8 252.9
i - T T T T T T T T T T
0.8 15 40 60 80 100 120 140 160 180 200 220 240 260
0.6 1.0 x105 CE=15 2
0.4 7
0.5+
0.2+ 2.5 195.1
0ol 419 534 751845 94 1038 116 1267 1419 155 167.8 179.5 | 214.1 7 2519
8 T T T T T T T T T T
1444 1445 1448 145 1452 1444 1446 1448 145 1452 1454 40 60 80 100 120 140 160 180 200 220 240 260
x107 Ben (232.7) x107 Ben (230.7) x105 CE=25 195.1 231
1.0 2.0
2.0
i 180 215.9
o8 3.0 0o l407 539627 768 18 104111591267 13991505 1682 19156 203.9 24142519
- T T T T T T T T T T T T
0.6 40 60 80 100 120 140 160 180 200 220 240 260
2.0+
0.4 x105 CE=35 1961
o 104 4.0
. 2.0 168 180 231
0ol L6 538 648 77 918 1038 116 1267 011511 Ty ) 2038 218 ) aaazsa %Y
T T T T T T T T T T T T - T T T T T t T T T T T T
1444 1446 1448 145 1452 1454 1444 1446 1448 145 1452 1454 40 60 80 100 120 140 160 180 200 220 240 260
. " o .
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MRM Transitions Benzenamine, 4,4'-methylenebis[2-chloro- (267.7->231)
a g EX ET @ O T,} >< Selected CE Abundance
Ms1 MS2 12 738,055.90
[ Compound Name RT (min) Precursor lon S— Product lon Resolution CE (old) = CE (new) B 14 733,080.40
Benzenamine, 4,4'-methylenebis[2-chloro- 14474 2677 Wide v 231 Wide v 15 12 O 16 710,438.60
Benzenamine, 4.4'-methylenebis[2-chloro- 14.474  267.7 Wide v 1951 Wide v 35 40 R 695321.10
Benzenamine, 44"methylenebis[2-chloro- 14.474  267.7 Wide - 180 Wide v 35 46 a e 665,844.30
. , : y N [ 630,587.80
Benzenamine, 4,4'-methylenebis[2-chloro- 14.474 2657 Wide > 23 Wide > 15 14
| 20 599,657.40
Benzenamine, 4,4'-methylenebis[2-chloro-  14.474 265.7 Wide ¥ 1951 Wide ¥ 35 38
]} 6 517,213.90
Chromatogram O TIC ® Extracted Chromatograms lon Breakdown Profile ® Selected O Al
x10° | A Ben (267.7-231) %105 ABen (267.7-195.1) 7~ x10%] /A Ben (265.7-231)

S 0.0 =
145 1455 1445 145 1455 146

\ Benzenamine, 4,4'-methylenebis[2-chloro- (267.7->231)
A 1.0 A x10% |

x10° FiBen (265.7-195.1) = gen (232.7-195.1) x10%
J A
A 4.0
5.0 . a4
254 A 2.04
0.0 2N 0.0 = 3
1445 145 1455 146 144 1445 145 1455
x10% X105 \ Ben (230.7-214) Ly
404 14
2.0
T T
0.0- 5
14.4 14.5

Abundance vs Collision Energy
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H stE g CAS Hz HS ste g CAS Hz
1 2-Ethoxyethanol® 110-80-5 23 3,4-Dichlorotoluene 95-75-0
2 2-Ethoxyethyl acetate’ 111-15-9 24 2,6-Dichlorotoluene 118-69-4
3 1,2,3-Trichloropropane* 96-18-4 25 1,2-bis(2-methoxyethoxy)ethane (TEGDME, triglyme)* 112-49-2
4 bis(2-Methoxyethyl) ether" 111-96-6 26 2-Chlorophenol 95-57-8
5] Octamethylcyclotetrasiloxane(D4)* 556-67-2 27 Trichlorobenzene, 1,2,3- 87-61-6
6 2-Chlorotoluene 95-49-8 28 a,a,a-Trichlorotoluene® 98-07-7
7 3-Chlorotoluene 108-41-8 29 3-Chlorophenol 108-43-0
8 4-Chlorotoluene 106-43-4 30 Naphthalene® 91-20-3
9 Phenol 108-95-2 31 Dibutyl tin* 683-18-1
10 Dichlorobenzene, 1,3- 541-73-1 32 4-Chlorophenol 106-48-9
11 Dichlorobenzene, 1,4- 106-46-7 88] Trichlorobenzene, 1,3,5- 108-70-3
12 o-Toluidine 95-53-4 34 6-Methoxy-m-toluidine(p-cresidine)" 120-71-8
13 Dichlorobenzene, 1,2- 95-50-1 35 2,4 Xylidine 95-68-1
14 Benzene, nitro-" 98-95-3 36 2,6 Xylidine 87-62-7
15 Aniline 62-53-3 &7 Dodecamethylcyclohexasiloxane(D6)* 540-97-6
16 Decamethylcyclopentasiloxane(D5)* 541-02-6 38 Tri-n-Propyl tin* 2279-76-7
17 2,6-Dimethyl phenol 576-26-1 39 2,3-Dichlorophenol 576-24-9
18 2,3-Dichlorotoluene 32768-54-0 40 2,4,5 Trichlorotoluene 6639-30-1
19 2,4-Dichlorotoluene 95-73-8 41 2,3,6-Trichlorotoluene 2077-46-5
20 2,5-Dichlorotoluene 19398-61-9 42 2,4-Dichlorophenol 120-83-2
21 Trichlorobenzene, 1,2,4- 120-82-1 43 2,5-Dichlorophenol 583-78-8
22 2-Methoxyaniline, o-Anisidine’ 90-04-0 44 Tetrachlorobenzene, 1,2,3,5- 634-90-2




Mz siete o CAS ¥z Mz R CAS &
45 2,6-Dichlorophenol 87-65-0 92 [1,1-Biphenyl]-4-amine’ 92-67-1
46 Chloroaniline, 4- 106-47-8 93 Benzyl benzoate® 120-51-4
47 n-Butyl tin* 1118-46-3 04 Sﬁﬁ;g:gej:),gﬁtpr‘lﬁarboxyhc acid 1,2 anhydride(trimellitic 550-30-7
48 p-(1,1-Dimethylpropyl)phenol(PTAP)* 80-46-6

. . 95 Phenanthrene® 85-01-8
49 4-Methyl-m-phenylenediamine(toluene-2,4-diamine)* 95-80-7
- - 96 5-Nitro-o-toluidine 99-55-8
50 Trimethylaniline, 2,4,5- 137-17-7
- 97 Anthracene’ 120-12-7
51 3,4-Dichlorophenol 95-77-2
- - 98 Dinoseb(6-sec-butyl-2,4-dinitrophenol)* 88-85-7
52 4-Chlorobenzo trichloride® 5216-25-1
99 Pentachlorophenol® 87-86-5
53 Tetrachlorobenzene, 1,2,4,5- 95-94-3
100 Tetrachloroguaiacol 2539-17-5
54 Tetrachlorobenzene, 1,2,3,4- 634-66-2
: 101 Diisobutyl phthalate" 84-69-5
55 3,5-Dichlorophenol 591-35-5
. 102 4-n-Nonylphenol 104-40-5
56 4-Chloro-o-Toluidine 95-69-2
- 103 5-tert-Butyl-2,4,6-trinitro-m-xylene(Musk xylene)* 81-15-2
57 2,4,5-Trichlorophenol 95-95-4
K 104 Diphenyl tin* 1135-99-5
58 2,3,4-Trichlorophenol 15950-66-0
. 105 Di-n-Butyl phthalate? 84-74-2
59 Phenylenediamine, p- 106-50-3
106 bis(2-Methoxyethyl) phthalate” 117-82-8
60 Tetrachlorotoluene 2136-89-2
107 4,4-Dibromodiphenyl Ether 2050-47-7
61 Acenaphthylene’ 208-96-8
108 4,4-Dibromodiphenyl 92-86-4
62 Acenaphthene’ 83-32-9
- 109 Diisopentylphthalate® 605-50-5
63 2,3,5-Trichlorophenol 933-78-8
i 110 Fluoranthene® 206-44-0
64 2,3,6-Trichlorophenol 933-75-5
111 4-Aminoazobenzene’ 60-09-3
65 2,6,0,a-Tetrachlorotoluene 81-19-6
_ 112 n-Octyl tin* 3091-25-6
66 2,4,6-Trichlorophenol 88-06-2
N N 113 N-pentyl-isopentylphthalate® 776297-69-9
67 Tributyl tin* 1461-22-9
- 114 4,4-oxydianiline” 101-80-4
68 3,4,5-Trichlorophenol 609-19-8
— 115 Pyrene' 129-00-0
69 2,4-Dinitrotoluene(2,4-DNT)* 121-14-2
116 4,4'- Diaminodiphenylmethane(MDA)* 101-77-9
70 Pentachlorobenzene 608-93-5
- 117 Dipentyl phthalate(DPP)* 131-18-0
71 Diethyl phthalate® 84-66-2
N ‘ 118 2,4,5-Tribromodiphenyl 115245-07-3
72 Tri-n-Octyl tin* 2587-76-0
119 2,3,4-Tribromodiphenyl Ether 147217-78-5
73 4-(1,1,3,3-Tetramethylbutyl)phenol(4-ter-OctylPhenol)* 140-66-9
120 Methylpyrene 2381-21-7
74 Fluorene® 86-73-7
121 o-Aminoazotoluene’ 97-56-3
75 2,3,5,6-Tetrachlorophenol 935-95-5
122 4,4-methylenedi-o-toluidine” 838-88-0
76 2-Phenylphenol 90-43-7
123 Triphenyl tin* 639-58-7
77 2,3,4,5-Tetrachorophenol 4901-51-3
N 124 Dihexyl phthalate" 84-75-3
78 Tetrabutyl tin* 1461-23-2
125 Butyl benzyl phthalate® 85-68-7
79 2,3,4,6-Tetrachlorophenol 58-90-2
. N 126 2,2'4,5'-Tetrabromobiphenyl 60044-24-8
80 2,4 Diamino anisole 615-05-4
. 127 3,3'4,4-Tetrabromobiphenyl 77102-82-0
81 4-Nonylphenol, branched and linear* -
, 128 N,N,N',N'-tetramethyl-4,4'-methylenedianiline(Michler's base)* 101-61-1
82 4-Bromodiphenyl ether 101-55-3
1,2-Benzenedicarboxylic acid, di-C6-8-branched alkyl esters, 0.
83 | 23456-Pentachlorotoluene 877112 129 | C7-rich(DHNUP C7-C11 or Diisoheptyl phthalate)" 71888896
84 4-Bromodiphenyl 92-66-0 130 Benz[a]anthracene® 56-55-3
85 4 -Phenylphenol 92-69-3 %5 Chrysene' 218-01-9
86 Tribromophenol, 2,4,6- 118-79-6 132 Benzidine 92-87-5
87 Hexachlorobenzene 118-741 133 | 2-Benzotriazol-2-yl-4,6-di-tert-butylphenol(UV-320)" 3846-71-7
88 Naphthylamine, 2- 91-59-8 134 | Tricyclohexyl tin* 3091-32:5
89 4-n-Octylphenol 1806-26-4 135 2,2-Dichloro-4,4methylenedianiline(MOCA)* 101-14-4
90 Tris 2-Chloro ethyl phosphate® 115-96-8 _(2H-] iazol-2-v)-4-(tert- -6- |
136 2h(2H ?Er\]/zggéavml 2-yl)-4-(tert-butyl)-6-(sec-butyl) 36437-37-3
91 Diisopropyl phthalate 131-16-8 phenol(UV-350)




He SfStE CAS HZ HS SfStE CAS HZ
137 2,2'4,4-Tetra bromodiphenyl ether 5436-43-1 155 4,4-bis(dimethylamino)benzophenone(Michler's ketone)* 90-94-8
138 Dicyclohexyl phthalate(DCHP)* 84-61-7 156 Benzo[a]pyrene’ 50-32-8
139 1,2-Benzenedicarboxylic acid, di-C7-11-branched and linear 68515-42-4 157 Dinonyl phthalate 84-76-4
alkyl esters(Heptyl undecyl phthalate)* -
158 Diisodecyl phthalate® 26761-40-0
140 bis(2-ethylhexyl) phthalate® 117-81-7 -
159 3,3'4,4'5,5-Hexabromobiphenyl 60044-26-0
141 2,2'4,5'6-Pentabromobiphenyl| 59080-39-6 ,
160 2,2'4,4'5,5'-Hexabromobiphenyl 59080-40-9
142 Di-n-Octyltin* 3542-36-7 X
161 2,2'4,4'5,5'-Hexa bromodiphenyl ether 68631-49-2
143 2-(2H-benzotriazol-2-yl)-4,6-ditertpentylphenol(UV-328)" 25973-55-1
162 HBCDD* 25637-99-4
144 Dimethyl benzidine, 3,3" 119-93-7
163 Indenol1,2,3-cd]pyrene’ 193-39-5
145 Di-n-Octyl Phthalate® 117-84-0 -
164 Dibenz[a,h]anthracene® 53-70-3
146 Benzo|b]fluoranthene* 205-99-2 -
165 Benzolg,h,ilperylene’ 191-24-2
147 2,2'4,4' 5-Penta bromodipheyl ether 60348-60-9 N
166 2,2'3,4,4'5'6' Heptabromodipheyl ether 207122-16-5
148 Benzo[j]fluoranthene 205-82-3
167 Benzo[a,lJpyrene 191-30-0
149 Diisononyl Phthalate® 68515-48-0
168 Dodecachloropentacyclo[12.2.1.16,9.02,13.05,10]octadeca-
150 4,4' Thiodianiline 139-65-1 7,15-diene (bis(hexachlorocyclopentadieno)cyclooctane)*
151 Benzo[K]fluoranthene® 207-08-9 169 Dibenz[a,e]pyrene 192-65-4
152 3,3-Dichlorobenzidiene 91-94-1 170 Benzo[a,h]pyrene 189-64-0
153 Benzole]pyrene 192-97-2 + 02 &l 3182 0]l thet MRME TQ OptimizerS A2 SH WL E| Q& LICH
154 3,3-Dimethoxy benzidiene 119-90-4 *NaBEt, 2 RSt =
** NaOH ZX{ 5t0j| Al 2= OFM|ELQ 2 OfM| R3St =
L E CIOE =T WS AFESH & 40
A 17070 st =2 =8=S QQQ
GC/MSZ 2MSIAELICH. 18 4= Stefs
=229l £& MRM I Z20E I QILICE
H 4700 o220 55 YR, HAEE R0 HEE &
AE 5=(ppm)
Hs sptE g R? ZZH AZ1 ZH A E 2 ZZH AE3
1 2-Ethoxyethanol 0.999
2 2-Ethoxyethyl acetate 0.990
3 1,2,3-Trichloropropane 0.999
4 bis(2-Methoxyethyl) ether 0.999
5] Octamethylcyclotetrasiloxane(D4) 0.999 6.45 217
6 Benzene, nitro- 0.999
7 Decamethylcyclopentasiloxane(D5) 0.999 7.95 35.85
8 2-Methoxyaniline, o-Anisidine 0.999 13.20 5.31
9 1,2-bis(2-Methoxyethoxy)ethane(TEGDME,triglyme) 0.998 8.55 5.23
10 a,a,a-Trichlorotoluene 0.999 7.30 -
11 Naphthalene 0.999
12 | 6-Methoxy-m-toluidine(p-cresidine) 0.999 12.90 5.89
13 Dodecamethylcyclohexasiloxane(D6) 0.999 41.60 84.21
14 | p-(1,1-dimethylpropyl)phenol(PTAP) 0.999
15 | 4-Methyl-m-phenylenediamine(toluene-2,4-diamine) 0.998 11.10
16 4-Chlorobenzo trichloride 0.999 8.20 7.01
17 Acenaphthylene 0.999




AE 5=(ppm)

Hs SpE R? 22l Az 1 22 Nz 2 Z2H AE 3
18 Acenaphthene 0.999

19 2,4-Dinitrotoluene(2,4-DNT) 0.992 10.15 -

20 Diethyl phthalate 0.998

21 4-(1,1,3,3-Tetramethylbutyl)phenol(4-ter-octylphenol) 0.995 10.80 2.02 33.60
22 Fluorene 0.997

23 4-Nonylphenol, branched and linear 0.989 13.40 6.43

24 Tris 2-Chloro ethyl phosphate 0.987 13.25 8.09

25 [1,1-Biphenyl]-4-amine 0.992

26 Benzyl benzoate 0.999 14.65 9.66

27 Benzene-1,2,4-tricarboxylic acid 1,2 anhydride(trimellitic anhydride)(TMA) 0.978 6.85 9.81

28 Phenanthrene 0.999

29 | Anthracene 0.998

30 Dinoseb(6-sec-butyl-2,4-dinitrophenol) 0.975 16.20 10.86

31 Pentachlorophenol 0.987

32 Di-n-butyl phthalate 0.999 13.55 6.24

88} 5-tert-Butyl-2,4,6-trinitro-m-xylene(Musk xylene) 0.982 6.55 8.83

34 Diisobutyl phthalate 0.998 13.55 11.87 168.50
35 | bis(2-Methoxyethyl) phthalate 0.997 13.60 11.76 163.80
36 Diisopentylphthalate 0.994 10.70 9.74 8.05
37 Fluoranthene 0.999

38 4-Aminoazobenzene 0.991 11.10 9.74

39 N-pentyl-isopentylphthalate 0.999 10.90 7.99 80.50
40 | 44-oxydianiline 0.972 14.70 9.68

41 Pyrene 0.999

42 | 44-Diaminodiphenylmethane(MDA) 0.986 13.90 6.61

43 | Dipentyl phthalate(DPP) 0.999 10.90 6.94 118.00
44 o-Aminoazotoluene 0.995 12.45 9.63

45 4,4'-Methylenedi-o-toluidine 0.978 10.15 9.41

46 Dihexyl phthalate 0.997 10.20 10.31 121.40
47 Butyl benzyl phthalate 0.997 11.10 10.40 119.90
48 N,N,N',N*tetramethyl-4,4-methylenedianiline(Michler’s base) 0.999 10.20 -

49| G on(DANUP C7-011 o Disohept prthalate) 0987 1015 1162

50 Benz[a]anthracene 0.999

51 Chrysene 0.999

52 | 2-Benzotriazol-2-yl-4,6-di-tert-butylphenol(UV-320) 0.996 7.00 -

58 2,2-Dichloro-4,4-methylenedianiline(MOCA) 0.994 14.00 9.39

54 | 2-(2H-benzotriazol-2-yl)-4-(tert-butyl)-6-(sec-butyl)phenol(UV-350) 0.989 6.85 11.02

55 Dicyclohexyl phthalate(DCHP) 0.995 9.60 9.45 123.80
56 l’;ﬁi?ﬁ::fjiﬁi:jz%);ﬁ,l;taﬁ;?égicm 1-branched and linear alkyl 0.989 730 11.20 128.50
57 | bis(2-Ethylhexyl) phthalate 0.997 9.25 9.82 154.40
58 | 2-(2H-Benzotriazol-2-yl)-4,6-ditertpentylphenol(UV-328) 0.993 5.90 11.13

59 Di-n-octyl phthalate 0.991 10.05 9.40 130.60
60 Benzo[b]fluoranthene 0.999

61 Diisononyl phthalate 0.976 9.65 13.73

62 Benzo[K]fluoranthene 0.999




AE 5=(ppm)
Ha sptE R? EZH AZ 1 EH A E 2 ZZH AE3
63 | 4,4-bis(Dimethylamino)benzophenone(Michler’s ketone) 0.971 8.05 11.88
64 | Benzola]pyrene 0.999
65 Diisodecyl phthalate 0.975
66 HBCDD 0.995
67 Indeno[1,2,3-cd]pyrene 0.999
68 Dibenz[a,h]anthracene 0.999
69 Benzolg,h,ilperylene 0.999
70 ngecachloropentacycloh 2:2.1 .16,9.02,13.05,10]octadeca-7,15-diene 0.984 755 1214
(bis(hexachlorocyclopentadieno)cyclooctane)
x10? ] 1,2-Benzenedicarboxylic acid, bis(3-methylbutyl) ester: + MRM (149.0 - 65.1) ;
1.14
1.04 10.069
' 8903 13.253 16.223
0.9
14.699
081 17.596
0.7 1 3.525
€ s 7.125
o 19.751
3 05
“ 0.4
' 11.594 20.861
0.3
0.2
16.854
0.1
1 I AA 24.773
0

w
I
o - B
~
<)

Mz 24
Ml 7EXl Az Z2E2E QQQ GC/MS
EMECZ EMSIRASLILE AR &
SILIRE0.5mg/L 28 otefE BESEL
S20EOH2 O 5~81F 25 LT
HIAE AMzo| BH 245 2[dl 7074
oI E0| MEE|JASLICL 2/ F BEYHS
0| 85t0] stef=0i tiet 771 HEk LoIE
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A x10?
1.1, 11.594

14608911.67

+MRM (136.9 = 122.1) P-S-A1.D

1.0
0.9
0.8+
0.7
0.6

Counts (%)

0.5+
0.4+
0.3
0.2
0.7+

B x10°

1.34
1.2
1.1
1.0
0.9
0.8-
0.7-
0.6-
0.5-
0.4-
0.3-
0.2-
0.1

Counts (%)

5.250
19269343.01

8.460
11927589.8

16.105
9675739.16

19.248
3124.80

A

24.767

470539.74

Ly

Cpd 13: p-Cresidine 5.133: + MRM (136.9 - 122.1) Std_0,5ppm.D
11.257

5.250

8.460

3.724

10.323

Aﬂ7 L8 A
13 14 15 16 17 18 19 20
Acquisition time (min)

13.168

14.737

16.105

17457 18,839

20.385

24

25

24.773

L b ﬂn Al

0 11 12

oo
O

13 14 15 16 17 18 19 20
Acquisition time (min)

a2 5 A AlE(A) 2 0.5ng/L EESE(B) L 2HefE9 5 MRM I 20tE T3,

10

21



A 454 Cpd23: Nonylphenol 8.354: + MRM (190.7 - 121.2) P-S-A1.D 8213 8.354

7.955 753827.17
700755.52
404 592905.45 | /

3.5 Il 8.057 I I

‘
[ 510273.63 [ [ 8.460
3.0 [ o\ ‘ \ 448291.92

2.54

Counts (%)

2.04 |

i
‘ 8.307 ‘

154 7.825 281669.03

185449.24

8.122
1119636.37

2.04

7.604
69558.59

7.719
6546.35

7.5 7.6 7.7 7.8 7.9 8.0 8.1 8.2 8.3 8.4 8.5 8.6 8.7
Acquisition time (min)
B x10'

1.04  Cpd23: Nonylphenol 8.348: + MRM (190.7 - 121.2) Std_0.5ppm.D 8.208 8.460

8.348
63964.35 65374.91

7.955

49946.79
0.8 8.057

48108.70

Counts (%)
o
@

J 7.825
04 20388.37

7.894
13260.82

7.604
.2
0 7738.09

Acquisition time (min)

11



Counts

Counts

a

x107

Cpd 30: Diisobutyl phthalate; 9.201: + MRM (223.0 - 149.0)
6.0
5 5: Dicyclohexyl phthalate
d 14.755
504 86611042.65
4.54
i %107 [Cpd 56 1.2-Benzenedicarboxylic..
4.0
0 = 1.5
3.5 £ 1.0
T 3 0.5
3.04 °
J 0-E= : =
25 16 17 18
| Acquisition time (min)
2.04 1,2-Benzenedicarboxylic acid,
T di-C7-11-branched and linear alkyl
1.54 esters (Heptyl undecyl phthalate)
1.0 .
| Diisobutyl phthalate 11.050 Dihexyl phthalate
0.54 10176 457571560 13.168 14.298 16.757
| ' 213904319 1117621.11 1146248.95
J_ 978088 | N R
90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 19.0
Acquisition time (min)
2 7. A2 & StLtoflq HEE ZER|0|E stEe YR
Cpd 30: Diisobutyl phthalate; 9.201: + MRM (223.0 - 149.0)
6
xl 05_ N-pentyl-isopentylphthalate %108 Cpd 83 1 2-Bemzensdicabori 1,2-Benzenedicarboxylic acid,
’ 11.257 di-C6-8-branched alkyl esters,
144 1873143.30 " 3 C7-rich (DHNUP C7-C11 or
’ = | Diisoheptyl phthalate)
13 Dipentyl 3 2 |
7 phthalate (DPP) © g |
1.2 0 Artionmien JIL
114 Diisobutyl 140 145 15.0
| phthalate Acquisition time (min) - -
104 ¥107 Cpd % | 2Bemenedisniontic. 4 9_Benzenedicarboxylic acid,
15 di-C7-11-branched and linear
0.9 Dihexyl phthalate 210 alkyl esters (Heptyl undecyl
13168 5 0 thh ! phthalate)
0.8 Diisopentylphthalate : S Y L
penyip 1076153.08 o e | 1
0.7 8;509-‘;]5868 16 17 18
06 ’ Acquisition time (min)
) Dicyclohexyl
0.5 phthalate oi y
i-n-octy
14.737
0.4+ 527294.30 phthalate
Butvl b | 16.105
0.3 Uyl benzy 48944434
. phthalate
02l Bis(2-methoxyethyl) Bis(2-ethylhexyl)
: phthalate v phthalate Dinonyl phthalate
0.14 10.323 13.938 15.412 16.795 17.458
51855.58 I 37542.61 1622.38 50145.9166014.69
0J A Al AadBaias A YA A
90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 19.0
Acquisition time (min)
2 8.0.5mg/L EEEE =29 ZER|0|E o AHE.
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%1074
2.5
2.0
1.5

1.0

Responses

0.54
0A

x107 4
1.44
1.24
1.0+
0.8
0.6
0.44
0.2

0<

Responses

x107

1.0
0.8
0.6
0.44

Responses

0.2
0

x107

Responses

Decamethylcyclopentasiloxane (D5)

y =2805893.419263x + 190789.671274
R?=0.9997

T I T T T T T 1
0o 1 2 3 4 5 6 7 8

Concentration (mg/L)

6-Methoxy-m-toluidine (p-cresidine)
y =1507591.521171x — 141415.897906
R?=0.9995

T T T T T T T 1T
0o 1 2 3 4 5 6 7 8

Concentration (mg/L)

a,a,a,a-Tetrachlorotoluene/Chlorobenzotrichloride

y =1182431.992223x — 189990.047821
R?=0.9993

T I T T T T T 1
0o 1 2 3 4 5 6 7 8

Concentration (mg/L)

Diisobutyl phthalate (DIBP)

1 y=8228996.112920x - 1600578.718456
1 R?=0.9994

Responses

Responses

Responses

Responses

x107

1.4
1.24
1.0
0.8
0.6
0.4
0.2

0<

x107

1.64
1.44
1.24
1.04
0.8+
0.6+
0.4+
0.2+

OA

x10°

4.0
3.5
3.01
2.5
2.0
1.51
1.0
0.5

OA

x10°

[oc]

6
5
4
34
24
1
04

2-Methoxyaniline; o-Anisidine
y =1620520.317287x — 111997.066091
R? =0.9994

T T T T T T T T T 1T
0o 1 2 3 4 5 6 7 8 9 10

Concentration (mg/L)

4-tert-Butylphenol

y =1723606.842711x — 308510.842260
R?=0.9992

| y=451212.051406x - 41803.351406

T T T T T T T T T T
o 1 2 3 4 5 6 7 8 9 10

Concentration (mg/L)

Benzyl Benzoate

R?=0.9999

| N,N,N',N-tetramethyl-4,4-methylenedianiline (Michl
| y=892342.938964x - 51267.300695
| R2=0.9949

1 T T T T T T T T 1T
o 1 2 3 4 5 6 7 8 9 10

Concentration (mg/L)

’s base)

T T T T T T T T T 1T
0 1 2 3 4 5 6 7 8 9 10

Concentration (mg/L)
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The implementation of REACH and
CLP are managed by ECHA, the
European Chemicals Agency:
https://www.echa.europa.eu/
web/guest/regulations/reach/
understanding-reach

Forum methodology for
recommending analytical methods
to check compliance with REACH
Annex XVII restrictions

Andrianova, A.; Quimby, B;

Churley, M. GC/TQ& Agilent
MassHunter OptimizerZ 0| &t
O|= EPA 241 82702 HE
AHS=HE MRM 2418 T ofAHE
HasZXA S8 A, gl Ho
5994-2086K0, 2020.
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