Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031022\
Data File : BF127289.D

Acqg On : 10 Mar 2022 15:32
Operator : CG\JU

Sample : SSTDICCO60

Misc :

ALS vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 10 15:54:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M Reviewed By :Christian Giraldo  03/11/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By Jagrut Upadhyay ~ 03/11/2022
QLast Update : Thu Mar 10 14:28:21 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 82412 20.000 ng 0.00
21) Naphthalene-d8 8.157 136 287227 20.000 ng # 0.00
39) Acenaphthene-di10 9.916 164 162536 20.000 ng 0.00
64) Phenanthrene-d10 11.404 188 292128 20.000 ng # 0.00
76) Chrysene-di12 14.057 240 207243 20.000 ng # 0.00
86) Perylene-di12 15.539 264 156014 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.493 112 546496 98.213 ng 0.00

7) Phenol-d6 6.510 99 755663 101.128 ng 0.00
23) Nitrobenzene-d5 7.445 82 782142 108.922 ng 0.00
42) 2,4,6-Tribromophenol 10.710 330 203508 112.562 ng 0.00
45) 2-Fluorobiphenyl 9.233 172 1242885 102.383 ng 0.00
79) Terphenyl-di4 12.992 244 1373235 109.333 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane
3) Pyridine
4) n-Nitrosodimethylamine

.646 88 154875 55.418 ng # 82
410 79 414592 56.599 ng # 76
.399 42 234701 57.988 ng # 63

6) Aniline .545 93 457287 51.611 ng 93
8) 2-Chlorophenol .663 128 289223 51.580 ng 93
9) Benzaldehyde .428 77 194392 45.155 ng 93
10) Phenol .528 94 413903 50.289 ng # 66
11) bis(2-Chloroethyl)ether .616 93 311471 51.736 ng 93
12) 1,3-Dichlorobenzene .810 146 322415 51.302 ng 95
13) 1,4-Dichlorobenzene .892 146 321795 51.103 ng 99
14) 1,2-Dichlorobenzene .045 146 296518 49.409 ng 98
15) Benzyl Alcohol .022 79 299582 53.915 ng 90
16) 2,2'-oxybis(1-Chloropr... .145 45 576204 50.321 ng 100

17) 2-Methylphenol .128 107 245676 51.771 ng # 89
18) Hexachloroethane .381 117 130041 54.087 ng # 78
19) n-Nitroso-di-n-propyla.. .292 70 231661 49.798 ng # 86
20) 3+4-Methylphenols .287 107 284917 46.876 ng # 83
22) Acetophenone .287 15 392868 48.780 ng # 81

24) Nitrobenzene 463 77 369448 54.517 ng 92
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25) Isophorone .698 82 617939 54.064 ng # 96
26) 2-Nitrophenol .775 139 154645 55.736 ng # 73
27) 2,4-Dimethylphenol .810 122 226437 53.986 ng 93
28) bis(2-Chloroethoxy)met... .904 93 386488 53.056 ng 97
29) 2,4-Dichlorophenol .016 162 261159 54.046 ng 98
30) 1,2,4-Trichlorobenzene .098 180 293125 53.251 ng 98
31) Naphthalene .181 128 842243 52.772 ng 99
32) Benzoic acid .963 122 173289 79.262 ng 88
33) 4-Chloroaniline .234 127 320994 51.682 ng 94
34) Hexachlorobutadiene .287 225 196680 53.441 ng 98
35) Caprolactam .628 113 79388m 56.153 ng

36) 4-Chloro-3-methylphenol .716 107 275412 52.833 ng 97
37) 2-Methylnaphthalene .869 142 540447 52.166 ng 97
38) 1-Methylnaphthalene .969 142 527466 53.053 ng 100
49) 1,2,4,5-Tetrachloroben... .034 216 285264 53.218 ng # 95
41) Hexachlorocyclopentadiene .016 237 127202 87.609 ng 95
43) 2,4,6-Trichlorophenol .151 196 190795 57.579 ng 97
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031022\
Data File : BF127289.D

Acqg On : 10 Mar 2022 15:32
Operator : CG\JU

Sample : SSTDICCO60

Misc

ALS vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 10 15:54:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@31022.M Reviewed By :Christian Giraldo  03/11/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 03/11/2022
QLast Update : Thu Mar 10 14:28:21 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol .192 196 199345 56.446 ng 92
46) 1,1'-Biphenyl .334 154 685609 53.396 ng 98
47) 2-Chloronaphthalene .363 162 537340 54.159 ng 100
48) 2-Nitroaniline .463 65 213125 56.638 ng 88
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49) Acenaphthylene 799344 52.080 ng 98
50) Dimethylphthalate .639 163 643799 53.534 ng 99
51) 2,6-Dinitrotoluene .710 165 134598 55.651 ng 95
52) Acenaphthene .951 154 474661 51.888 ng 96
53) 3-Nitroaniline .881 138 148526 56.199 ng 96
54) 2,4-Dinitrophenol 9.986 184 79327 81.608 ng 95
55) Dibenzofuran 10.122 168 758284 53.135 ng 98
56) 4-Nitrophenol 10.045 139 95487 61.906 ng # 69
57) 2,4-Dinitrotoluene 10.116 165 180748 56.568 ng # 90
58) Fluorene 10.469 166 562985 50.598 ng 100
59) 2,3,4,6-Tetrachlorophenol 10.239 232 171993 59.634 ng # 80
60) Diethylphthalate 10.339 149 595714 53.867 ng 97
61) 4-Chlorophenyl-phenyle... 10.457 204 314573 52.829 ng # 87
62) 4-Nitroaniline 10.504 138 142036 53.917 ng # 81
63) Azobenzene 10.616 77 664116 51.895 ng 87
65) 4,6-Dinitro-2-methylph... 10.528 198 111204 62.634 ng 920
66) n-Nitrosodiphenylamine 10.580 169 483357 50.598 ng 99
67) 4-Bromophenyl-phenylether 10.945 248 191755 51.994 ng 99
68) Hexachlorobenzene 11.010 284 212907 53.040 ng # 91
69) Atrazine 11.104 200 163289 49.212 ng 93
70) Pentachlorophenol 11.210 266 100236 73.190 ng 98
71) Phenanthrene 11.433 178 847864 52.467 ng 99
72) Anthracene 11.486 178 821444 51.183 ng 100
73) Carbazole 11.645 167 773336 51.555 ng 98
74) Di-n-butylphthalate 11.957 149 941867 53.771 ng 99
75) Fluoranthene 12.622 202 926857 51.359 ng 93
77) Benzidine 12.745 184 291552 55.408 ng 96
78) Pyrene 12.857 202 920076 54.572 ng 98
80) Butylbenzylphthalate 13.463 149 359431 56.500 ng # 96
81) Benzo(a)anthracene 14.045 228 785878 54.524 ng 99
82) 3,3'-Dichlorobenzidine 14.004 252 230994 50.205 ng # 94
83) Chrysene 14.080 228 724234 53.975 ng 98
84) Bis(2-ethylhexyl)phtha... 14.016 149 478285 55.630 ng # 98
85) Di-n-octyl phthalate 14.627 149 705566 54.748 ng 97
87) Indeno(1,2,3-cd)pyrene 17.051 276 589278 61.716 ng # 83
88) Benzo(b)fluoranthene 15.104 252 555433 53.057 ng # 91
89) Benzo(k)fluoranthene 15.133 252 539294 53.599 ng # 93
90) Benzo(a)pyrene 15.480 252 460767 56.028 ng # 91
91) Dibenzo(a,h)anthracene 17.068 278 479070 59.854 ng # 90
92) Benzo(g,h,i)perylene 17.515 276 496488 63.809 ng # 84

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031022\
Data File : BF127289.D

Acqg On : 10 Mar 2022 15:32

Operator : CG\JU

Sample : SSTDICCO60

Misc :

ALS vial : 7 Sample Multiplier: 1

Manual Integrations

Quant Time: Mar 10 15:54:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@31022.M Reviewed By :Christian Giraldo  03/11/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 03/11/2022

QLast Update : Thu Mar 10 14:28:21 2022
Response via : Initial Calibration

Abundance TIC: BF127289.D\data.ms
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Abundance Scan 779 (6.869 min): BF127287.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.869 min Scan# 7{gSidtipgl=lples
Ref 50 115.0 Delta R.T. -0.000 min [Z\lg
520 781 Lab File: BF127289.D (GUEQIEEIICIE
Acq: 10 Mar 2022 15:32 ESLIRIECLE
Ol— \w T \‘\“\‘ “”i‘\ \“!““ \“\‘\9\7.‘8\ T 1“ \1\3\2\2‘ T
miz--> 40 60 80 100 120 140 160 Tgt IOI’]Z:!.SZ RESpZ 8241 WY ERIEL Integrations
Abundance  Scan 779 (6.869 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
150.0 152 160 Reviewed By :Christian Giraldo  03/11/2022
150 150.8 128.1 192.18 supervised By :Jagrut Upadhyay — 03/11/2022
115 66.9 56.7 85.1
Raw 5o 115.0
52.1 78.1 Abundance
(o \“} T \‘\“\“ ‘”‘i‘\ \“!H“ \“\‘\g§.‘9\ T 1“ \1\3\2\0‘ T
miz--> 40 60 80 100 120 140 160 00000 6,869
Abundance Scan 779 (6.869 min): BF127289.D\data.ms (-76
150.0
50000
Sub g 115.0
52.1 78.1 '
b ipite 980 | 1320 S
miz--> 40 60 80 100 120 140 160 Time-> 6.85  6.90

Abundance Scan 60 (2.640 min): BF127287.D\data.ms (-54)| #2

58.1 88.1 1,4-Dioxane
Concen: 55.418 ng
RT: 2.646 min Scan# 61
Ref 50 43.0 Delta R.T. ©.006 min
' Lab File: BF127289.D
‘ Acq: 10 Mar 2022 15:32
0\‘\\\\“\‘“\\‘\\\“\\\\.‘\\\\‘\\\“‘\\\\ . .
miz--> 30 40 50 60 70 80 90 Tgt Ion: .88 Resp: 154875
Abundance  Scan 61 (2.646 min): BF127289.D\datams | 10N Ratlo Lower Upper
58.1 88.1 88 100
58 93.6 62.8 94.2
43 37.5 22.3 33.5#
Raw 50
43.0 Abundance
100000 2.646
0\‘\\\\“1“\\‘\\\“\\\6\8.‘9\\\\‘\\\“‘\\\\ 80000
miz--> 30 40 50 60 70 80 90
Abundance Scan 61 (2.646 min): BF127289.D\data.ms (-9) (
60000
58.1 88.1
40000
Sub 50
43.0
20000
0 65.9 o
m/z--> 30 40 50 60 70 80 90 Time--> 260 270
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Abundance Scan 190 (3.405 min): BF127287.D\data.ms (-18 #3

52.0 79.1 Pyridine
Concen: 56.599 ng
RT: 3.410 min Scan# 1{gEelEies
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D [(®IEIEElsllEllof
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0' TTTTT [T T T T T T T T[T I T T[T T T T[T T T T[T T TTrT[TTTT .
miz--> 40 6‘0 8‘0 160 ]éo 11‘10 1é0 1é0 260 Tgt Ion: 79 RESpZ 41459 WY ERIEL Integratlons
Abundance  Scan 191 (3.410 min): BF127289.D\datams 10N Ratio Lower Upper BRNE i ON=0)
52.0 79.1 79 160 Reviewed By :Christian Giraldo  03/11/2022
52 91.8 56.2 84.4 Supervised By :Jagrut Upadhyay  03/11/2022
51 45.4 26.7 40.1
Raw 50
Abundance
3.410
150000
0' \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘J\-\gg‘o\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 191 (3.410 min): BF127289.D\data.ms (-17 100000
52.0 79.1
Sub o 50000
O' \‘\\\‘\‘}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\0\ 7\‘\\\\‘\\\\‘\\\\‘\\\
m/z-> 40 60 80 100 120 140 160 180 200 Time--> 3.30 3.40 3.50 3.6

Abundance Scan 186 (3.381 min): BF127287.D\data.ms (-17 #4

421 741 n-Nitrosodimethylamine
Concen: 57.988 ng
RT: 3.399 min Scan# 189
Ref 50 Delta R.T. ©0.018 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
207.1
OTY_YJ'*MJ\\\"\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T I .42R . 2471
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ion: esp: 23470
Abundance  Scan 189 (3.399 min): BF127289.D\datams | 100 Ratio Lower Upper
421 79.1 42 100
74 106.3 125.6 188.4#
44 6.9 5.7 8.5
Raw 50
Abundance
3.399
100000
0 \"\HH"‘\\H‘\H\‘\\\\1‘4\\7\.(\)‘\\\\‘]\_\9§.‘1\\H‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 80000
Abundance Scan 189 (3.399 min): BF127289.D\data.ms (-16
42.1 79.1 60000
Sub 40000
50
20000
0 A 1470  193.1 0
rr e e e B AR
miz--> 40 60 80 100 120 140 160 180 200 220 Time-->  3.30  3.40
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Abundance Scan 545 (5.493 min): BF127287.D\data.ms (-53 #5

1121 2-Fluorophenol
64.0 Concen: 98.213 ng
RT: 5.493 min Scan# S48 lEies
Ref 50 Delta R.T. -0.000 min [Z\lg
92.0 Lab File: BF127289.D [(GICHIEEIelEI(CH
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0 \‘\\ﬁ%‘.}usw‘:}l‘.\.‘(\)‘h“\\‘ii‘\‘i‘u‘ri#u‘\‘u\‘HH“‘\H‘H .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: :}12 Resp: 54649@VEGIENIgIETolE= 1Tl k]
Abundance  Scan 545 (5.493 min): BF127289.D\datams 10N Ratio Lower Upper BRNE i ON=0)
1121 112 160 Reviewed By :Christian Giraldo  03/11/2022
64.1 64 78.1 49.5 74.3§ supervised By :Jagrut Upadhyay — 03/11/2022
63 41.1 23.9 35.9
Raw 50
92.0 Abundance
‘ 5.493
39.1 ‘ A 500000
0 \‘\\\‘\‘“\\‘\5\‘%\.‘]\?1\“‘\\‘1i“\‘i?\g‘.h‘u‘\‘u\‘HH“‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 400000
Abundance Scan 545 (5.493 min): BF127289.D\data.ms (-49
1121 300000
64.1
Sub 200000
50
92.0 100000
39.1 L
05%179A Oj T T
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 540 550 5.60

Abundance Scan 723 (6.540 min): BF127287.D\data.ms (-71 #6
93.1 Aniline
Concen: 51.611 ng
RT: 6.545 min Scan# 724

Ref 50 66.0 Delta R.T. ©0.006 min
Lab File: BF127289.D
39.0 Acq: 10 Mar 2022 15:32
0 \\‘H \5\%‘\0 il 78'0 |
T ‘ TTTT ‘ TTTT ‘ T ‘ T ‘ LI ‘ TTTT ‘ T ‘ TTTT ‘ . .
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 93 Resp: 457287
Abundance  Scan 724 (6.545 min): BF127289.D\data.ms Ion Ratio Lower Upper
93.1 93 100

66 45.0 32.2 48.4
65 23.2 16.3 24.5

Raw gg 66.1
Abundance
6.545
. 520 300000
\‘H ol 181 Il
0 \‘\\\‘\‘\‘\\‘\}\‘\\\“}\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 724 (6.545 min): BF127289.D\data.ms (-67 200000
93.1
sub o 66.1 100000
39.1
1 5%\0 Wl 781 | 1
0 Frrr et e e e e B R RREREEEIEE
miz--> 30 40 50 60 70 80 90 100  Time-> 6.45 6.50 6.55 6.60
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Abundance Scan 717 (6.504 min): BF127287.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 101.128 ng
RT: 6.510 min Scan# 71gEdllEgies
Ref 50 711 Delta R.T. ©.006 min  [ELNGWE
421 Lab File: BF127289.D (SUEQISEIIAE
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0“_‘mﬂmh‘H1‘wcwhwu“_‘u“hdh“w“ :
miz--> 30 40 50 60 70 80 90 100 110 @ Tgt Ion: 99 Resp: 75566 Manual Integrations
Abundance  Scan 718 (6.510 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
99.1 99 160 Reviewed By :Christian Giraldo  03/11/2022
42 24.8 14.2 21.4 Supervised By :Jagrut Upadhyay  03/11/2022
71  40.9 24.3 36.5
Raw
%0 [ens Abundance
42.1 6.410
‘ 500000
T O I = S
m/z--> 30 40 50 60 70 80 90 100 110 400000
Abundance Scan 718 (6.510 min): BF127289.D\data.ms (-66
99.1 300000
Sub 200000
50 71.1
42.1 100000
ol ‘W‘L“ﬁgf“ﬂ‘uh‘w‘u S St
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 6.40 6.50 6.60

Abundance Scan 743 (6.657 min): BF127287.D\data.ms (-73 #8
128.0 2-Chlorophenol
Concen: 51.580 ng

64.0 RT: 6.663 min Scan# 744
Ref 50 Delta R.T. ©0.006 min
Lab File: BF127289.D
39.0 ‘ 92.0 ‘ Acq: 10 Mar 2022 15:32
oL M‘HHM‘, T L“;;qq‘ il
m/z-> 80 100 120 140 T8t Ion:128 Resp: 289223

Abundance Scan 744(6.663 min): BF127289.D\datams | 1on Ratio Lower Upper
128.0 128 100

130 32.1 12.7 52.7

64.0 64 62.8 35.6 75.6
Raw 50
Abundance
391 92.0 6.663
300000
(e \‘M‘ \‘\“\‘\ ’ \“H\ T \“ T H‘ \0\8\8\ T “\‘ ™
m/z--> 80 100 120 140
Abund in): -
undance Scan 744 (6.663 min): BF127289.D\data.ms (-69 200000
128.0
64.0
Sub 100000
39.1 92.0 L
om\“ e “““‘“1‘0‘878‘ - Ess
m/z--> 80 100 120 140 Time--> 6 60 6.70
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Abundance Scan 704 (6.428 min): BF127287.D\data.ms (-69 #9

7.1 105.1 Benzaldehyde
Concen: 45.155 ng
51.0 RT: 6.428 min Scan# 7{RUAIuEE
Ref 50 Delta R.T. -0.000 min [EI\AWZ
Lab File: BF127289.D [(®IEIEElsllEllof
390 Acq: 10 Mar 2022 15:32 ESLIRIECLE
0\’\\\‘1"\\\\“!\\\6“%\(\)\‘\!‘\‘\’\\\\"\\\\‘\\\‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 77 RESpZ 19439 WY ERIEL Integrations
Abundance  Scan 704 (6.428 min): BF127289 Ddatams 10N Ratio Lower Upper SRVEEONIZ0)
771 105.1 77 160 Reviewed By :Christian Giraldo  03/11/2022
1e5 89.1 74.9 114.9 Supervised By :Jagrut Upadhyay  03/11/2022
51.0 106 84.6 72.4 112.4
Raw 50
Abundance
6.428
G\’\\\‘\‘"\\\\“!\\\‘\\\\‘\‘!‘1\’\\8\\9‘.0\\\\‘\\\‘\‘\\\ 150000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 704 (6.428 min): BF127289.D\data.ms (-65
77.1 105.1 100000
51.0
Sub
50 50000
39.1
M N 1 N O
m/z--> 30 40 50 60 70 80 90 100 110 Time-> 6.35 6.40 6.45 6.50

Abundance Scan 720 (6.522 min): BF127287.D\data.ms (-71 #10

94.1 Phenol
Concen: 50.289 ng
RT: 6.528 min Scan#t 721
Ref 50 66.1 Delta R.T. ©.006 min
39.1 Lab File: BF127289.D
‘ 55.0 Acq: 10 Mar 2022 15:32
0 \‘\\\‘1“\\\‘\}‘\‘\‘\\“\“\‘\‘\‘\\\\‘\\\\‘\“\\“\\\\‘
m/z--> 30 40 50 70 80 90 100 Tgt Ion: 94 Resp: 413903
Abundance  Scan 721 (6.528 mln): BF127289.D\datams 100 Ratio Lower Upper
94.1 94 100
65 38.3 7.2 47.2
66.1 66 59.5 14.5 54,5#
Raw 50
Abundance
391 568000 6,628
0
0 \‘\\\‘!“\\\‘\HH\“\\ “‘} ‘ \‘\7\7\]‘-\\\\‘\‘ ‘\\“\\\\‘
miz--> 30 40 50 60 70 80 90 100 300000
Abundance Scan 721 (6.528 min): BF127289.D\data.ms (-66
94.1
200000
Sub 50 66.1
391 100000
0
0 ""M"m}‘m“W‘J‘m_??rl‘”ws Lty e
m/z--> 30 40 50 60 70 80 90 100  Time--> 650  6.60
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Abundance Scan 735 (6.610 min): BF127287.D\data.ms (-73 #11

63.0 93.0 bis(2-Chloroethyl)ether
Concen: 51.736 ng
RT: 6.616 min Scan# 7lgSidtipl=lgies
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D [(®IEIEElsllEllof
Acq: 10 Mar 2022 15:32 ESLIRIECLE
o239 ‘ 142.0
miz--> 4‘0 65 Sb 160 150 1)10 Tgt Ion: ‘93 Resp: 31147 VEGIENIgIETo g1l gk
Abundance  Scan 736 (6.616 min): BF127289.D\datams | 10N Ratio Lower  Upper BReULEENIE
63.0 93.0 93 100 Reviewed By :Christian Giraldo  03/11/2022
63 89.1 60.5 100.5 Supervised By :Jagrut Upadhyay  03/11/2022
95 32.1 12.9 52.9
Raw 50
Abundance
300000 6416
o B0 | 1420
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140
Abundance Scan 736 (6.616 min): BF127289.D\data.ms (-68 200000
63.0 93.0
Sub
50 100000
ol 439, ‘ 142.0 0
0 T —_—
miz--> 40 60 80 100 120 140 Time--> 6.60 6.65

Abundance Scan 769 (6.810 min): BF127287.D\data.ms (-76 #12
146.0 1,3-Dichlorobenzene

Concen: 51.302 ng

RT: 6.810 min Scan# 769

Ref 50 75.0 111.0 Delta R.T. -0.000 min

50.0 Lab File: BF127289.D
‘ Acq: 10 Mar 2022 15:32
0L \H‘ T ‘\‘ ‘\ ‘\ i‘”\ T i“} T 1“‘\9\3.\9‘ T \”‘ LI L ‘\“\ ™
miz--> 40 60 30 100 120 140 Tgt Ion:146 Resp: 322415

Abundance  Scan 769 (6.810 min): BF127289.D\datams 10N Ratio Lower Upper
146.0 146 100

148 61.9 50.9 76.3
75 40.7 28.4 42.6

Raw 50 111.0
50.0 8.0 Abundance
’ 6.810
300000
0L \H‘ ‘i i“‘\ T i“l T “”\9\4.\0‘ T \”‘\ T \‘\“\ ™
m/z--> 40 60 80 100 120 140
Abundance in): -
Scan 769 (6.810 min): BF127289.D\data.r71 (-71 200000
146.0
Sub
50 75.0 111.0 100000
50.0
094'8 O‘HH‘HH‘\H
m/z--> 40 60 80 100 120 140 Time--> 6.75 6.80 6.85
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Abundance Scan 782 (6.887 min): BF127287.D\data.ms (-77 #13

146.0 1,4-Dichlorobenzene
Concen: 51.103 ng
RT: 6.892 min Scan# 7{gSidtipgl=lpies
Ref 50 75.0 111.0 Delta R.T. ©.006 min  [Z0W
50.0 Lab File: BF127289.D [(GICHIEEIelEI(CH
‘ ‘ Acq: 10 Mar 2022 15:32 ESLIRIECLE
0 \\iu‘\‘\“\‘\ i‘”\\i‘}‘“‘\9\3.\‘\\”‘\‘\\\\‘\w\\‘
Mz 40 60 80 100 120 140 Tgt Ion::}46 Resp: 321798V EGUEIRICE Tl
Abundance  Scan 783 (6.892 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
14p.0 146 100 Reviewed By :Christian Giraldo  03/11/2022
148 63.4 49.8 74.6 Supervised By :Jagrut Upadhyay  03/11/2022
111 44.7 36.1 54.1
Raw 5o 111.0
75.1 Abundance
50.0 6.892
(e \H‘ T \“‘\ l i‘”\ T i“\‘ T }“\9\3\9‘ T \”‘\ T \‘\“\ ™ 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 783 (6.892 min): BF127289.D\data.ms (-73
146.0 200000
Sub
111.0
50 751 100000
50.0
0 ““““N“‘ LB T e e e
m/z—-> 40 60 80 100 120 140 Time--> 6.85 6.90 6.95

Abundance Scan 808 (7.040 min): BF127287.D\data.ms (-80 #14

146.0 1,2-Dichlorobenzene
Concen: 49.409 ng

RT: 7.045 min Scan# 809

Ref 50 75.0 111.0 Delta R.T. ©.006 min
Lab File: BF127289.D
50.0 Acq: 10 Mar 2022 15:32
o peag Ul
miz--> 40 60 80 100 120 140 160 T8t Ion:146 Resp: 296518

Abundance  Scan 809 (7.045 min): BF127289. D\datams 10N Ratio Lower Upper
146.0 146 100

148 64.3 51.6 77.4
111 47.5 40.2 60.2

Raw 50 111.0
751 Abundance
50.0 7045
93.9
0! ”‘ U“\ T ‘i”‘ L L ‘\“\ T 300000
miz--> 40 60 80 100 120 140 160
Abundance Scan 809 (7.045 min): BF127289.D\data.ms (-75
145.0 200000
Sub
50 75.1 111.0 100000
50.0
0' ‘1“‘\9\3-\‘\‘1”\‘\\\\‘\‘\“\\‘\ LI B I B A A
miz--> 40 60 80 100 120 140 160 Time--> 7.00 7.05 7.10
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Abundance Scan 804 (7.016 min): BF127287.D\data.ms (-79 #15

79.1 Benzyl Alcohol
108.1 Concen: 53.915 ng
1500 RT: 7.022 min Scan# 8UgiAtTIEgls
Ref 50 ' Delta R.T. ©.006 min BNA_F
51.0 Lab File: BF127289.D [GUERISEIIEIHE
| ‘ Acq: 10 Mar 2022 15:32 ESLIRIECLE
0! \“\“\ T \‘ T ‘\‘ L I ‘\“\ T .
miz--> 40 60 80 160 12‘0 1)10 1é0 Tgt Ion: 79 Resp: 29958 MVERIEINIgIElelEli[o]g
Abundance  Scan 805 (7.022 min): BF127289.D\datams | 10N Ratio Lower  Upper BReULEENIZE
701 1sp.0 79 1e@ Reviewed By :Christian Giraldo  03/11/2022
108 65.0 63.2 94.8 Supervised By :Jagrut Upadhyay  03/11/2022
108.1 77 63.3 49.4 74.2
Raw 50 52.1 '
Abundance
7.022
0 il :“ 1319 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 805 (7.022 min): BF127289.D\data.ms (-75 150000
79.1 150.0
100000
Sub 108.1
50 52.1
50000
ol el 1318 el
mlz-—-> 40 60 80 100 120 140 160 Time--> 700 7.10

Abundance Scan 826 (7.145 min): BF127287.D\data.ms (-81 #16

45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 50.321 ng
RT: 7.145 min Scan# 826
Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
77.0 1211 Acq: 10 Mar 2022 15:32
ob b e L 1850
miz--> 40 60 80 100 120 140 160 | Tgt Ion: 45 Resp: 576204
Abundance  Scan 826 (7.145 min): BF127289.D\data.ms Ion Ratio Lower Upper
451 45 100
77 12.4 0.0 32.4
79 9.6 0.0 29.8
Raw 50
Abundance
770 121.1 400000 7.A45
o s L 1570
m/z--> 40 60 80 100 120 140 160 300000
Abundance Scan 826 (7.145 min): BF127289.D\data.ms (-77
45.1
200000
Sub
50 100000
77.0 1211
0‘”‘1”*”“”\"HH\“%"O\““HNHw‘”w” AR AR
miz--> 40 60 80 100 120 140 160 Time--> 7.10 7.15 7.20
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Abundance Scan 823 (7.128 min): BF127287.D\data.ms (-81 #17

108.1 2-Methylphenol
Concen: 51.771 ng
RT: 7.128 min Scan# 8lgiidtipl=lpies
Ref 50 7.0 Delta R.T. -0.000 min \A_
45.1 90.0 Lab File: BF127289.D [(GlEhlSEInlellEll0f
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0\‘\\\‘\‘“‘\\\\H‘\M‘\\‘}‘\”H‘\\\!‘\\\\“\\\\‘\\\“\\]\-\2“]\“\]\-\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 130 Tgt Ion:107 RESpZ 24567 WY ERIEL Integrations
Abundance  Scan 823 (7.128 min): BF127289.D\datams 10N Ratio Lower Upper BRNE i ON=0)
108.1 167 1ee Reviewed By :Christian Giraldo  03/11/2022
le8 115.0 93.4 140.0 Supervised By :Jagrut Upadhyay  03/11/2022
77 60.5 36.1 54.1
Raw 5 ml 79 59.2 34.9 52.3i
45.1 00.1 Abundance
400000
M
G\‘\\\‘\“\\\\‘\1‘\\‘1“\\‘\\\\‘\\\\“\\\\‘\\\“\\\\“\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110120 130 300000
Abundance Scan 823 (7.128 min): BF127289.D\data.ms (-77
108.1
200000
Sub 0 77.1
5 100000
451 90.1
63.0
\M ‘ M L. ‘ “\ | 1211
Ot bt e e e e e e D
miz--> 30 40 50 60 70 80 90 100110 120 130 Time--> 710 7.20

Abundance Scan 866 (7.381 min): BF127287.D\data.ms (-86 #18

116.9 200.9 | Hexachloroethane
Concen: 54.087 ng
165.9 RT: 7.381 min Scan# 866
Ref 50 : Delta R.T. -0.000 min
47.0 820 Lab File: BF127289.D
‘ ‘ ‘ ‘ ‘ ‘ Acq: 10 Mar 2022 15:32
0\\\‘\\‘\\"\\\\“‘\\\\‘\\\\‘\\H\\‘\\\\‘1\‘\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 130041
Abundance  Scan 866 (7.381 min): BF127289.D\data.ms Ion Ratio Lower Upper
116.9 20p.9 117 100
119 98.4 75.4 113.0
201 109.2 56.8 85.2#
Raw 50 165.9
47.0 Abundance
820 ‘ ‘ 150000 7.381
0\\\‘\\‘\\"\\\\“‘\\\\‘\\\\‘\\H\\‘\\\\‘\\‘\\‘\\\\‘\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 866 (7.381 min): BF127289.D\data.ms (-81 100000
116.9 200.9
Sub
50 165.9 50000
47.0
82.0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.35  7.40

BF127289.D 8270-BF031022.M Mon Mar 14 02:32:02 2022 Page 12



Abundance Scan 850 (7.287 min): BF127287.D\data.ms (-84 #19

77.1 105.1 n-Nitroso-di-n-propylamine
43.1 Concen: 49.798 ng
RT: 7.292 min Scan# 8lgiidiipl=lpies
Ref 50 Delta R.T. ©.006 min \A_
Lab File: BF127289.D |(GUEIEETSIEIR
‘ ‘ ' 33‘0_1 Acq: 10 Mar 2022 15:32 SELIRIECLEN
0\\\‘}\“‘\ ‘\‘\‘\‘}\\\\\‘\\‘\‘\\\\\\\\\\\\\\\\.\\\\ .
miz--> 4‘0 6‘0 8b 160 12‘0 14‘10 1%0 1é0 260 Tgt Ion: ‘70 Resp: 23166 Manual Integratlons
Abundance  Scan 851 (7.292 min): BF127289.Didatams | 10N Ratio  Lower Upper BRALLICNISE
431 771 105.1 70 106 Reviewed By :Christian Giraldo  03/11/2022
42 71.6 45.8 68.88 Supervised By :Jagrut Upadhyay — 03/11/2022
101 8.2 6.9 10.3
Raw 50 130 17.5 14.4 21.6
Abundance
92
3301
0 Il ‘H\‘\‘\ MMH\ Ll ‘ 193.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 851 (7.292 min): BF127289.D\data.ms (-79
431 771 1051 100000
Sub
50 50000
30.1 \
ol 1930 (S 74 W
miz--> 40 60 80 100 120 140 160 180 200 Time.> 7.20 7.25 7.30 7.35
Abundance Scan 849 (7.281 min): BF127287.D\data.ms (-84 #20
7.1 105.1 3+4-Methylphenols
' Concen: 46.876 ng
43.1 RT: 7.287 min Scan# 850
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
H‘ ‘\ “ 1301 Acq: 10 Mar 2022 15:32
0\\\“i}\lh;““‘\‘\‘\u}\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@7 Resp: 284917
Abundance  Scan 850 (7.287 min): BF127289.D\data.ms Ion Ratio Lower Upper
771 107 100
105.1 108 94.2 72.4 112.4
77 134.9 83.8 123.8#
Raw 5g| 43.1 79 38.8 8.5 48.5
Abundance
H ‘ 01 400000
0\ “‘\\\HN ‘\““““\‘\Hw”“““‘ \‘\‘\\‘\\‘\\\\‘\\\\‘]\_\9\3\‘]_\\\\
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 850 (7.287 min): BF127289.D\data.ms (-79
e 105.1
' 200000
Sub ool 4z
100000
miz--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.30 7.40
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Abundance Scan 998 (8.157 min): BF127287.D\data.ms (-99 #21
136.2  Naphthalene-ds8
Concen: 20.000 ng
RT: 8.157 min Scan# 9{giSiidiipl=lgies
Ref 50 Delta R.T. -0.000 min _
Lab File: BF127289.D |(GUEIEETSIEIR
54.1 108.1 Acq: 10 Mar 2022 15:32 SELIRIECLEN
ol 280 Al [ol Ll _
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 28722 Manual Integratlons
Abundance  Scan 998 (8.157 min): BF127289.D\datams 10N Ratio Lower Upper BEELULIENIZS
1362 136 100 Reviewed By :Christian Giraldo 03/11/2022
137 le.7 8.6 13.08 supervised By :Jagrut Upadhyay — 03/11/2022
54 11.1 7.8 11.
Raw 5 68 5.8 6.3 9.
Abundance
54.1 108.1 300000 5
ol 380 il w [l Ll
m/z--> 40 60 80 100 120 140
Abundance Scan 998 (8.157 min): BF127289.D\data.ms (-94 200000
136.2
sub 100000
54.1 108.1
ol 288 Ll BN Ll e———
m/z--> 40 60 80 100 120 140 Time--> 810 815 8.20
Abundance Scan 850 (7 287 min): BF127287.D\data.ms (-84 #22
1 1051 Acetophenone
431 Concen: 48.780 ng
RT: 7.287 min Scan# 850
Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
‘ ‘ ‘ 30.1 Acq: 10 Mar 2022 15:32
0H*U‘“‘“\““‘*”‘\*‘”“*\““““\““wawwa'ww
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 392868
Abundance  Scan 850 (7.287 min): BF127289.D\data.ms Ion Ratio Lower Upper
771 105 100
105.1 71 6.3 5.4 8.0
51 53.2 27 .4 41 .0#
Raw 50| 431 120 20.6 17.0 25.6
Abundance
ok \\H“ y ‘Hh} ‘\“‘ , ‘ - ‘ ﬁ? ‘]‘. EaEmas ‘:!-‘9‘3‘ ‘1‘ - 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 850 (7.287 min): BF127289.D\data.ms (-79 504000
e 105.1
sub ol 431 100000
0 “F?Q‘%““““““H‘HH F . “ Con
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.30 7.40
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Abundance Scan 876 (7.440 min): BF127287.D\data.ms (-87 #23
82.1 Nitrobenzene-d5
541 Concen: 108.922 ng
) RT: 7.445 min Scan# 8lgSiidtipl=lgies
Ref 50 Delta R.T. ©0.006 min BNA_F
128.1 . . .
Lab File: BF127289.D [(GICHIEEIelEI(CH
98.1 Acq: 10 Mar 2022 15:32 ESLIRIECLE
oL 400 || eso, ) | 1121 |
Mz 4‘0 65 85 160 12‘0 ' Tgt Ion: '82 Resp: 78214 BEVEGNEINGIEI g
Abundance  Scan 877 (7.445 min): BF127289.Didatams | 10N Ratio  Lower Upper BRLLICNSE
82.1 82 100 Reviewed By :Christian Giraldo  03/11/2022
128 37.1  32.7 49.1F supervised By :Jagrut Upadhyay — 03/11/2022
54.1 54 63.7 41.7 62.5
Raw 50
128.1  Abundance
981 600000 445
Ob— ‘\18‘]\. \”\‘“\ T 16§‘]\- \‘“‘”‘\ T \“ \1\1\2\1‘ T ]
m/z--> 40 80 100 120
Abundance Scan 877 (7.445 min): BF127289.D\data.ms (-82 400000
82.0
b 54.0
Su 200000
50 128.1
98.1
o 40 | 8o | 1121
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\\
miz--> 40 60 80 100 120 Time--> 7.40 7.45
Abundance Scan 879 (7.457 min): BF127287.D\data.ms (-87 #24
71.0 Nitrobenzene
51.0 Concen: 54.517 ng
RT: 7.463 min Scan# 880
Ref 50 123.1 Delta R.T. ©.006 min
Lab File: BF127289.D
93.1 Acq: 10 Mar 2022 15:32
0 \‘\S\Zﬂ‘l\\hﬂH\‘M‘H‘\‘\M\“\\H‘\‘\H‘]\_\()\?\.‘(\)\H‘H‘H‘HH
m/z--> 30 40 50 60 70 80 90 100110120130 T8t Ion: 77 Resp: 369448
Abundance  Scan 880 (7.463 min): BF127289.D\data.ms Ion Ratio Lower Upper
771 77 100
123 37.9 34.6 52.0
511 65 15.7 10.6 15.8
Raw 50
1231 Abundance
93.0 400000 7.463
0 \‘?ZU‘()HH‘HH\‘M‘\\‘\‘M\“\\H‘\‘\\\‘]\-gzi]\-\\\‘\\‘\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100110120130 300000
Abundance Scan 880 (7.463 min): BF127289.D\data.ms (-82
71.0
51.0 200000
Sub 50
123.1 100000
‘ 93.0
0 \‘?Z(“O\u\‘1u\‘M‘\\‘wm‘\\u‘\‘\u‘\m‘\m‘u‘u‘uu I AR mE
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45 7.50
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Abundance Scan 919 (7.692 min): BF127287.D\data.ms (-91 #25
82.1 Isophorone
Concen: 54.064 ng
RT: 7.698 min Scan# 9UgSIiAtTlEls
Ref 50 Delta R.T. ©.006 min BNA_F
541 Lab File: BF127289.D |(GUEIEETSIEIR
39.1 >4 1381 | Acq: 10 Mar 2022 15:32 SSALRIECNED
0\\\“‘\\\“‘\‘\‘\\\“‘\\\\‘:\L]\-O\.J\-‘\\\\“‘\\
Mz 80 100 120 140 I8t Ion: 82 Resp: 61793 Manual Integrations
Abundance Scan 920 (7.698 min): BF127289.D\datams ~ 1ON Ratio Lower Upper BEUauelicy)
82.1 82 100 Reviewed By :Christian Giraldo  03/11/2022
95 7.7 5.0 7. Supervised By :Jagrut Upadhyay 03/11/2022
138 13.6 12.3 18.
Raw 50
Abundance
39.1 54.1 7.698
138.1 400000
‘\ i ‘ 110.1
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 60 80 100 120 140
- 300000
Abundance Scan 920 (7.698 min): BF127289.D\data.ms (-86
82.0
200000
Sub
50
100000
39.1 54.1 1381
Gm\‘u S N £1-E S
m/z--> 60 80 100 120 140 [Time--> 7.65 7.70 7.75
Abundance Scan 933 (7.775 min): BF127287.D\data.ms (-92 #26
139.1 | 2-Nitrophenol
65.1 Concen: 55.736 ng
39.0 ' RT: 7.775 min Scan# 933
Ref 50 109.0 Delta R.T. -0.000 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
0\\\ \\\\ \\\“\"\\\‘\’\‘\‘\\1‘2‘\4"\0\\}\\
miz--> 100 120 140 Tgt IOI’IZ:!.39 Resp: 154645
Abundance Scan933(1775rnw0.BFlZ?ZSQINda&Lms Ion Ratio Lower Upper
139.1 139 100
65.1 109 38.0 20.0 30.0#
39.1 ' 65 70.4 40.8 61.2#
Raw 50 81.1
109.1 Abundance
7175
Ob— \““ \‘\“M‘H “‘\“\ rit " T \H‘\ T \‘\‘\ \1‘2‘\4.\0\ T } T 150000
m/z--> 40 0 80 100 120 140
Abundance Scan 933 (7.775 min): BF127289.D\data.ms (-88
139.1 100000
65.0
39.0
Sub
50 109.1 50000
G” [TT T T[T T T T[T T TT T
m/z--> 100 120 140  Time--> 7.70 7.75 7.80

Page 16



Abundance Scan 938 (7.804 min): BF127287.D\data.ms (-93 #27
107-1122 1 2,4-Dimethylphenol
' Concen: 53.986 ng
RT: 7.810 min Scan# 9UPSIIAtTIEls
Ref 50 770 Delta R.T. ©.006 min BNA_F
' Lab File: BF127289.D (SUEINEETIEIR
51.0 4{ Acq: 10 Mar 2022 15:32 ESLIRIECLE
0 \3\6\1?‘\ ““‘\ H‘\‘ T \ “ \9\ “.‘(\)‘ ‘\“ 1 T ‘ ‘\ LI ‘ T
miz--> 0 80 100 120 140 Tgt IOI’]Z:!.ZZ Resp: 22643 Manual Integrations
Abundance Scan 939 (7.810 min): BF127289.D\datams 10N Ratio Lower Upper BREELULIENISE
1071 ,,, 122 1o Reviewed By :Christian Giraldo 03/11/2022
' 167 124.2 91.2 136.8Q/ supervised By :Jagrut Upadhyay —03/11/2022
121 57.6 44 .4 66.6
Raw 50
77.1 Abundance
391 % 300000
G T \H‘ ?ﬁ H‘\‘ T \ “ T ? “.‘]\-‘ H‘ 1 T ‘ ‘\ T ;‘\38‘.\9\ 7. 10
m/z--> 4 80 100 120 140
Abundance Scan 939 (7.810 min): BF127289.D\data.ms (-88 200000
107'1122.1
S
ub 50 100000
77.0
39.1 %
ol \w B T TS ) e
m/z--> 80 100 120 140 Time--> 7.80 7.85
Abundance Scan 955 (7.904 min): BF127287.D\data.ms (-94 #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 53.056 ng
RT: 7.904 min Scan# 955
Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
‘ 123.0 Acq: 10 Mar 2022 15:32
G\\\‘9\\‘\\\\“\\\\‘\‘\\\“‘\\\].\4‘2\\0\\‘]\_7\%\()‘\
miz--> 40 60 100 120 140 160 Tgt Ion: ] 93 Resp: 386488
Abundance  Scan 955 (7.904 min): BF127289.D\data.ms Ion Ratio Lower Upper
93.0 93 100
63.0 95 33.3 25.4 38.2
123 10.1 8.9 13.3
Raw 50
Abundance
1230 400000 7.904
0 43\'9\ i R~ I | ‘\ 141.9 173.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 100 120 140 160 300000
Abundance Scan 955 (7.904 min): BF127289.D\data.ms (-90
93.0
63.0 200000
Sub 50
100000
123.0
0 43\'% il | | \‘ 141.9 173.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160 Time--> 7.85 7.90 7.95
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Abundance Scan 974 (8.016 min): BF127287.D\data.ms (-96 #29
162.0  2,4-Dichlorophenol

63.0 Concen: 54.046 ng
RT: 8.016 min Scan# 91EidllEies
Ref 50 98.0 Delta R.T. -0.000 min |
Lab File: BF127289.D (SUEQISEIIAE
370 | 12‘6,0 Acq: 10 Mar 2022 15:32 ESLIRIECLE
1 [T " [
iz 0 40 60 ‘ % 100 130 140 160 Tgt Ton:162 Resp: 261158MVEGIENINE EiTo e

I[sJold  APPROVED

Reviewed By :Christian Giraldo  03/11/2022
Supervised By :Jagrut Upadhyay  03/11/2022

Abundance  Scan 974 (8.016 min): BF127289.D\datams | 10N Ratio Lower
162.0 162 100

63.0 164 61.4 43.8  83.
98 42.8 23.6 63.6

Raw 5o 98.0
Abundance
8.016
250000
37.0 12\6'0
0! \““i‘\‘w ““H‘\HH‘HH\

m/z--> 40 60 80 100 120 140 160 200000
Abundance Scan 974 (8.016 min): BF127289. D\data ms (-92

0 150000
63.0
Sub 100000
50 98.0
50000
37.0 126 0 k
b \“\‘\‘HHH‘HH‘HH‘ 0\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160  Time-> 8.00 8.10

o

Abundance Scan 987 (8.092 min): BF127287.D\data.ms (-98 #30

180.0  1,2,4-Trichlorobenzene
Concen: 53.251 ng

RT: 8.098 min Scan# 988

Ref 50 Delta R.T. 0.006 min
740 1090 1450 Lab File: BF127289.D
50.0 ‘ ‘ Acq: 10 Mar 2022 15:32
0 ,N‘L—v—v
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:180 Resp: 293125

Abundance  Scan 988 (8.098 min): BF127289.D\datams 10N Ratio Lower Upper
180.0 180 100

182 95.4 75.5 113.3
145 29.0 26.2 39.2

Raw gg
Abundance
145.0
74.0 1090 8,098
50.0 ‘ M
0 Hi“H“H“\\1”\‘1”\”\\’\“‘\\‘HHH‘\H‘HH
m/z--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 988 (8.098 min): BF127289.D\data.ms (-93
180.0
Sub 100000
50
74.0 109 o 1450
50.0 ‘ M
0 \\\“\\“\\‘\\M\ !”w‘u,u“u‘HH‘WH‘HH L B
miz--> 40 60 80 100 120 140 160 180 Time.s 805 810 8.5
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Abundance Scan 1001 (8.175 min): BF127287.D\data.ms (-9 #31
128.1 Naphthalene
Concen: 52.772 ng
RT: 8.181 min Scan# 1{gSidtipgl=lgiss
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D [(®IEIEElsllEllof
51.0 102.1 Acq: 10 Mar 2022 15:32 SELIRIECLEN
' 75.1 ' ‘
0\3\5\.9‘\\i\“”\\WW\‘\\\““\\\\‘\“\\ T .
m/z--> 40 60 80 100 120 140 Tgt Ion:128 RESpZ 84224 WY ERIEL Integratlons
Abundance Scan 1002 (8.181 min): BF127289.D\datams 10N Ratio Lower Upper BRNEONZ0)
128.1 128 1600 Reviewed By :Christian Giraldo  03/11/2022
129 11.2 8.6 13.0 Supervised By :Jagrut Upadhyay  03/11/2022
127 13.0 10.3 15.
Raw 50
Abundance
1021 8.181
51.0 .
0 \3\5\.‘ T \“i T “u \7\4“'\‘% T \““\ T \‘H\ T 800000
m/z--> 40 60 80 100 120 140
Abundance Scan 1002 (8.181 min): BF127289.D\data.ms (-9 600000
128.1
400000
Sub
50
200000
51.0 102.1
o389 T LT
m/z--> 40 60 80 100 120 140 Time--> 8.15 8.20
Abundance Scan 961 (7.940 min): BF127287.D\data.ms (-94 #32
770 1081 Benzoic acid
Concen: 79.262 ng
51.0 RT: 7.963 min Scan# 965
Ref 50 Delta R.T. ©0.023 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
O' ‘\\\‘\‘i‘\\\“\\\\‘\\\\‘\\\\‘\\\.\‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:122 Resp: 173289
Abundance  Scan 965 (7.963 min): BF127289.D\datams = 10N Ratlo Lower Upper
105.1 122 100
il 105 132.6 101.0 141.0
77 107.1 74.5 114.5
Raw gp 51.0
Abundance
0' ‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘ 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 965 (7.963 min): BF127289.D\data.ms (-91 150000
771 105.1
100000
Sub
50 51.0 7963
50000
0! e e e e N
miz--> 40 60 80 100 120 140 160 180 Time--> 7.80  8.00
BF127289.D 8270-BF031022.M Mon Mar 14 ©2:32:03 2022 Page 19



Abundance Scan 1010 (8.228 min): BF127287.D\data.ms (-1 #33

127.1 4-Chloroaniline
Concen: 51.682 ng
RT: 8.234 min Scan# 1([EidlilEies
Ref 50 65.0 Delta R.T. 0.006 min .
91 Lab File: BF127289.D |SUCQISEINIEICICE
39.1 Acq: 10 Mar 2022 15:32 ESLIRIECLE
0! H\“H\H‘lu””"1“““]‘-6‘2‘-9‘ y
miz--> 40 60 80 100 120 140 160 Tgt Ion:127 Resp: 32099 WY ERIEL Integratlons
Abundance Scan 1011 (8.234 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
127.0 127 1ee Reviewed By :Christian Giraldo  03/11/2022
129 32.5 26.5 39.7 Supervised By :Jagrut Upadhyay  03/11/2022
65 38.9 26.6 39.8
Raw 50 92 23.1 16.1 24.1
65.0 Abundance
92.1 300000
39.1
0! \H\“H‘“1\\“““1”“”;‘6‘3‘9‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1011 (8.234 min): BF127289.D\data.ms (-9 ~ 200000
127.0
Sub 100000
50 65.0
92.1
39.0 ‘
0 Aol 1620 0L T T
miz--> 40 60 80 100 120 140 160  Time--> 820 8.30

Abundance Scan 1020 (8.287 min): BF127287.D\data.ms (-1 #34

224.9 Hexachlorobutadiene

Concen: 53.441 ng

RT: 8.287 min Scan# 1020

Ref 50 189.9 Delta R.T. -0.000 min
118.0 259.9 Lab File: BF127289.D
470 83.0 ‘ 52.9 ‘ Acq: 10 Mar 2022 15:32
oL, u‘ L ‘w‘h b \\\ . ’H\‘ . ‘\’ : ‘n“\ — H\“
miz--> 100 150 200 250 Tgt Ion:225 Resp: 196680
Abundance Scan 1020 (8.287 min): BF127289.D\datams ~ 100 Ratio Lower Upper
224.9 225 100

223 64.3 48.6 73.0
227 63.8 51.4 77.90

Raw 50 189.9
118.0 259.9 Abundance
47 0 83 0 52 9 ‘ 8.287
0 @\u“ \\nu i k ‘ - Il ‘,LM‘ 200000
miz--> 100 200 250
Abundance Scan 1020 (8.287 mm). BF127289.D\data.ms (-9 150000
224.9
100000
Sub
50 189.9
118.0 259.9 50000
47 0 83 0 52 9 ‘
miz--> 100 150 200 250  Time-> 8.25 830
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Abundance Scan 1075 (8.610 min): BF127287.D\data.ms (-1 #35
55.0 Caprolactam
Concen: 56.153 ng m
2.1 RT: 8.628 min Scan# 1([EidlilEies
Ref 50 85.1 1131 Delta R.T. 0.018 min
Lab File: BF127289.D (SUEQISEIIAE
‘ | 1 Acq: 10 Mar 2022 15:32 ESLIRIECLE
ATTE T R il - ‘
iz 0 30 40 50 60 70 80 90 100 110 120 | | Tgt Ion:113 Resp: 7938 EMVEUNEINNICHENE
Abundance Scan 1078 (8.628 min): BF127289.D\datams 10N Ratio Lower Upper BRNEONZ0)
55.0 113 lee Reviewed By :Christian Giraldo  03/11/2022
55 218.8 183.9 223.9 Supervised By :Jagrut Upadhyay  03/11/2022
1 56 175.5 129.9 169.9
Raw 50 85.1 113.1
Abundance
100000
GG?P‘QSO“
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 1078 (8.628 min): BF127289.D\data.ms (-1
55.0 60000
.628
40000
sub 42.1 85.1 113.1
20000 %L
06??,9&0,, OTAfT‘\\ —
m/z--> 30 40 50 60 70 80 90 100 110120 Time--> 8.60 8.70
Abundance Scan 1092 (8.710 min): BF127287.D\data.ms (-1 #36
107.1 4-Chloro-3-methylphenol
142.1 Concen: 52.833 ng
77.1 RT: 8.716 min Scan# 1093
Ref 50 Delta R.T. ©0.006 min
51.0 Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
N ol L 1670
miz--> 40 60 80 100 120 140 160 Tgt Ion:167 Resp: 275412
Abundance Scan 1093 (8.716 min): BF127289.D\data.ms Ion Ratio Lower Upper
107.1 107 100
1421 144 22.3 18.5 27.7
771 142 69.6 58.1 87.1
Raw 50
Abundance
510 600000
Ow ‘M“ . ‘H\iH’ e M I RARE ‘Hh e
miz--> 40 60 80 100 120 140 160
Abundance Scan 1093 (8.716 min): BF127289.D\data.ms (-1 400000
107.1
142.1 8.716
77.0
Sub 50 200000
51.0
0! w“\\“‘”\H;H’N‘"Mh‘””"H“HH OHH‘HH‘HH
miz--> 40 60 80 100 120 140 160  Time--> 8.70 8.80
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Abundance Scan 1119 (8.869 min): BF127287.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 52.166 ng
RT: 8.869 min Scan# 11EidlilEies
Ref 50 115.1 Delta R.T. -0.000 min i
Lab File: BF127289.D [(®IEIEElsllEllof
Acq: 10 Mar 2022 15:32 SELIRIECLEN
391 B30 el Il - ’
0\\\‘\\”\\‘\‘\“\”\\\\\\\\\\\\\\\\\ .
Mz 4‘0 6‘0 85 160 1é0 1)10 Tgt Ion:142 Resp: 54644 Manual Integrations
Abundance Scan 1119 (8.869 min): BF127289.D\datams 10" Ratio Lower Upper BRUEONZ0)
14p1 142 160 Reviewed By :Christian Giraldo  03/11/2022
141 88.1 68.6 102.8 Supervised By :Jagrut Upadhyay  03/11/2022
Raw 50
1151 Abundance
600000 8.869
39.0 63.0 89.1
G\\\‘\\H\\“‘\‘\‘\H\‘\\‘\\‘\\\\’\\\\“‘\\\\
m/z--> 40 60 80 100 120 140
Abundance Scan 1119 (8.869 min): BF127289.D\data.ms (-1 400000
142.1
Sub 200000
50 115.1
39.0 63.0 89.1
o N PV O SR . ——
miz--> 40 60 80 100 120 140 Time--> 8.80 8.85 8.90

Abundance Scan 1136 (8.969 min): BF127287.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 53.053 ng
RT: 8.969 min Scan# 1136
Ref 50 115.1 Delta R.T. -0.000 min
Lab File: BF127289.D
63.0 Acq: 10 Mar 2022 15:32
G \3§ ‘9\\”\ \““\‘\“\h\ ‘ \ \ \ T ‘ T \ \ ‘ \ T \“ ‘\ T %‘6§-‘g“ \2\\0‘0\.\9\\ ‘ \2\\\’3\7‘.\\9
miz--> 40 60 80 100120140160180200220240 T8t Ion:142 Resp: 527466
Abundance Scan 1136 (8.969 min): BF127289.D\datams | 10" Ratio Lower Upper
142.1 142 100
141  89.9 72.1 1e8.1
Raw 50
115.1 Abundance
630 600000 8.969
0\3\ \"O\\H\ \““\‘\“\h\ ‘ T \‘\ T ‘ T \ \ ‘ \ T \“‘\ TTT ‘ TTTT ‘ T \2\\0‘0\.\9\\ ‘\2\3\\5‘.9
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1136 (8.969 min): BF127289.D\data.ms (-1 400000
142.1
Sub 200000
50 115.1
63.0
0889, b M 2009 2359 O
miz--> 40 60 80 100120140 160 180200220240 Time--> 8.90 895 9.00
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Abundance Scan 1297 (9.916 min): BF127287.D\data.ms (-1 #39

162.2 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.916 min Scan# 1lgSiEgilplgles

Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF127289.D [(®IEIEElsllEllof
82.1 Acq: 10 Mar 2022 15:32 SEMIRICEREY
0 540 | H\H 106 1 13% 1 \‘ h
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\

mjze> 40 60 80 100 120 140 160 180 200 718t Ion:164 Resp: 16253@MVERIEINGIEETITNES
Abundance Scan 1297 (9.916 min): BF127289.D\datams 10N Ratio Lower Upper BRAGLON=0)
162.2 164 1600 Reviewed By :Christian Giraldo  03/11/2022

162 102.0 81.4 122.0
160 43.5 36.6 54.8

Supervised By :Jagrut Upadhyay  03/11/2022

Raw 50
Abundance
80.1 200000 9,916
106.1 132.1
0,
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1297 (9.916 min): BF127289.D\data.ms (-1
162.2
100000
Sub
50 50000
80.0
0 51. 0 ‘\ \u‘ 108.1 13% 0 \‘ 195.9 1
SRS MBI VRSeS| BB -7 e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.85 9.90 9.95

Abundance Scan 1147 (9.034 min): BF127287.D\data.ms (-1 #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 53.218 ng

RT: 9.034 min Scan# 1147

Ref 50 Delta R.T. -0.000 min
1810 Lab File: BF127289.D
571 74.0 10T0 142.9 H Acq: 10 Mar 2022 15:32
0\\\‘\\H‘\\1‘\‘\\\\‘\‘\”\\‘\H\“U‘H\‘\\\\“\H\‘\\\Hl\\\\‘\
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:216 Resp: 285264

Abundance Scan 1147 (9.034 min): BF127289 D\datams 10N Ratio Lower Upper
215.9 216 100

214 80.2 64.6 96.8
179 20.2 19.5 29.3

Raw gg 108 18.3 21.1 31.7#
Abundance
0 H‘i‘ ‘\h\‘\i‘u1“\‘HH‘\‘Uhu‘i\\H“”‘H\‘\\HH‘HH‘H\MHH‘\ 300000
m/z--> 40 60 80 100 120140 160 180 200 220
Abundance Scan 1147 (9.034 min): BF127289.D\data.ms (-1
215.9 200000
Sub
50 100000
37 0 4.0 108.0 143.0 H
miz--> 40 60 80 100120 140 160 180 200220  Time.> 9.00 9.05
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Abundance Scan 1144 (9.016 min): BF127287.D\data.ms (-1 #41

236.9 Hexachlorocyclopentadiene
Concen: 87.609 ng
RT: 9.016 min Scan# 1lgiEgilplEgles
Ref 50 Delta R.T. -0.000 min |
Lab File: BF127289.D [(®IEIEElsllEllof
Acq: 10 Mar 2022 15:32 ESLIRIECLE
o! )
miz--> 50 100 150 200 250 Tgt Ion:237 Resp: 127208 8VERUEINIEIEl[o]gF
Abundance Scan 1144 (9.016 min): BF127289.D\datams = 1N Ratio Lower Upper BRSNS
236.9 237 100 Reviewed By :Christian Giraldo  03/11/2022

235 62.7 3

8.9 03/11/2022
272 11.7 0.0 33.5

Supervised By :Jagrut Upadhyay

Raw 50
R
95.0 9.016
60.0 130.0 164 9 202.9
0,
miz--> 50 100 150 200 250
Abundance Scan 1144 (9.016 min): BF127289 D\datams (-1 00000
236.9
Sub 50000
50
95.0
500 130.0 1649 202.9 271.9
) RIS TP T L S PR T A e
miz-> 50 100 150 200 250  Time-> 9.00 9.05

Abundance Scan 1432 (10.710 min): BF127287.D\data.ms (- #42

32D.€ | 2,4,6-Tribromophenol
Concen: 112.562 ng
RT: 10.710 min Scan# 1432
Ref 501 620 Delta R.T. -0.000 min
141.0 Lab File: BF127289.D
‘ H 2219 Acq: 10 Mar 2022 15:32
0 \“‘\ ‘i‘ 1‘ f ‘\‘]“O‘Z\M% t i“‘ \“‘M T \“ T UHH\ T “l“‘ T T ‘” T
miz--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 2063508
Abundance Scan 1432 (10.710 min): BF127289.D\data.ms Ion Ratio Lower Upper
320¢ 330 100
332 95.0 76.0 114.0
62.0 141 34.0 30.1 45.1
Raw 50
141.0 Abundance
221.9 10.y10
0 “““W‘ MH\ ‘1“‘1‘10‘2@%\“ ;h‘ ‘H\M Ce UHH‘ : Ll\h e 200000
miz--> 50 100 150 200 250 300
Abundance Scan 1432 (10.710 min): BF127289.D\data.ms (- 150000
329.€
62.0 100000
Sub
50
141.0 50000
221.9
olfbodoza | 4 4 o L
miz--> 50 100 150 200 250 300 Time--> 10.60 10.80

BF127289.D 8270-BF031022.M

Mon Mar 14 02:
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Abundance Scan 1166 (9.145 min): BF127287.D\data.ms (-1 #43

196.0 | 2,4,6-Trichlorophenol
Concen: 57.579 ng
RT: 9.151 min Scan# 1lgSiEgilplEgles
Ref 50 Delta R.T. ©0.006 min |
Lab File: BF127289.D [(GICHIEEIelEI(CH
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0 .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:196 Resp: 19079 \ERIEL Integratlons
Abundance Scan 1167 (9.151 min): BF127289.D\datams 10N Ratio Lower Upper BRGENON=0)
196.0 196 1600 Reviewed By :Christian Giraldo
198 95.4  78.5 117.78 supervised By :Jagrut Upadhyay
97.0 200 32.1 24.9 37.3
Raw 50
Abundance
200000 9451
0,
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1167 (9.151 min): BF127289.D\data.ms (-1
100000
Sub
50000
O ‘ T T T T ‘ T T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.10  9.15

Abundance Scan 1174 (9.192 min): BF127287.D\data.ms (-1 #44
9

195. 2,4,5-Trichlorophenol
Concen: 56.446 ng

97.0 RT: 9.192 min Scan# 1174

Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
O,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:196 Resp: 199345
Abundance Scan 1174 (9.192 min): BF127289.D\data.ms Ion Ratio Lower Upper
196.0 | 196 100
198 93.3 82.0 123.0
97.0 97 63.3 53.5 80.3
Raw 50 132 29.1 28.7 43.1
Abundance
200000 | 9192
0,
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1174 (9.192 min): BF127289.D\data.ms (-1
196.0
100000
(
Sub |
50000| || |/
| | \
4]
| U |
A\
\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25 9.30

BF127289.D 8270-BF031022.M Mon Mar 14 02:32:04 2022
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Abundance Scan 1181 (9.234 min): BF127287.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 102.383 ng
RT: 9.233 min Scan# 1lgEgillEgles
Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D [(GICHIEEIelEI(CH
Acq: 10 Mar 2022 15:32 SELIRICENED)
0 ‘5]“_.0 A ““85‘)‘.0‘ . 129"1\14‘\6;\\‘1‘ \‘ .
iz 40 60 80 100 120 140 160 180 200 @ Tt Ton:172 Resp: 124288 SMVEUIEINLIEREEELE
Abundance Scan 1181 (9.233 min): BF127289.D\datams 10" Ratio Lower Upper BRNEONZ0)
172.1 172 100 Reviewed By :Christian Giraldo  03/11/2022
171 36.1 28.3 42. Supervised By :Jagrut Upadhyay 03/11/2022
170 23.7 19.0 28.
Raw 50
Abundance
9.234
51.0 85.1 1901 146.1 1970
O et e 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1181 (9.233 min): BF127289.D\data.ms (-1
172.1
500000
Sub
50
Oy ki 20 ML | 1960 o s
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.15 9.20 9.25

Abundance Scan 1198 (9.334 min): BF127287.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 53.396 ng
RT: 9.334 min Scan# 1198
Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
76.1 Acq: 10 Mar 2022 15:32
51.0
N 102.1 128.1 197.8
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:154 Resp: 685609
Abundance Scan 1198 (9.334 min): BF127289.D\data.ms Ion Ratio Lower Upper
154.1 154 100
153 40.3 19.0 59.0
76 13.4 0.0 34.5
Raw 50
Abundance
76.1 9.334
51.0 * 102.1 128.1 196.0
0 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1198 (9.334 min): BF127289.D\data.ms (-1,
1541 400000
Sub
50 200000
76.0
0 \51\‘-‘-0 l \‘\ “10\2'1\12\?.1‘ M 196.0
v e e et b TR R e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.30 9.35 9.40
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Abundance Scan 1203 (9.363 min): BF127287.D\data.ms (-1 #47

162.1 2-Chloronaphthalene
Concen: 54.159 ng
RT: 9.363 min Scan#t 1lSEgilnlEies
Ref 50 127.1 Delta R.T. -0.000 min \A_
Lab File: BF127289.D [(GlEhlSEInlellEll0f
Acq: 10 Mar 2022 15:32 ESLIRIECLE
3g0 630 1011 |
0 \\\‘\\‘\\“‘\\\H\“‘\‘\\\H"\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOHZ%GZ Resp: 53734 hAanuaIHuegranons
Abundance Scan 1203 (9.363 min): BF127289.D\datams 10N Ratio Lower Upper BRNEONZ0)
162.1 162 100 Reviewed By :Christian Giraldo  03/11/2022
127 41.5 33.5 5@.38 supervised By :Jagrut Upadhyay — 03/11/2022
164 32.7 26.2 39.4
Raw 50 127.1
Abundance
600000 9.363
63.0
G \\3\9‘?-\“\ T “‘\ \ \HM“\‘\]\-%"]-\ \]-\ T ‘ \‘\ T ‘ LI “\ TTT ‘ \;-\9\8‘\0
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1203 (9.363 min): BF127289.D\data.ms (-1 400000
162.1
Sub 200000
50 127.1
63.0
IS VR TICS CN EN N: Y
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.30 9.35 9.40

Abundance Scan 1220 (9.463 min): BF127287.D\data.ms (-1 #48

65.1 138.1 2-Nitroaniline
921 Concen: 56.638 ng
' RT: 9.463 min Scan# 1220
Ref 50 Delta R.T. -0.000 min
39.0 Lab File: BF127289.D
‘ Acq: 10 Mar 2022 15:32
0! H”ih“‘\\“\‘\‘H‘H“‘H\\“HH‘HH‘HH‘\ T I . R . 21312
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion: 65 Resp: 3125
Abundance Scan 1220 (9.463 min): BF127289.D\datams 10N Ratio Lower Upper
65.1 65 100
138.1 92 61.9 54.4 81.6
92.1 138 76.8 72.5 108.7
Raw 50
39.1 Abundance
9.463
‘ 200000
0' \\\‘\\‘\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\1\?\5‘§
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1220 (9.463 min): BF127289.D\data.ms (-1
65.1
138.1 100000
92.1
Sub
50
39.0 50000
0' T T T T T T T T T T[T T TT T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.40 9.45 9.50
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Abundance Scan 1273 (9.775 min): BF127287.D\data.ms (-1 #49

152.1 Acenaphthylene
Concen: 52.080 ng
RT: 9.781 min Scan# 1lgiigilplgles

Ref 50 Delta R.T. ©0.006 min |
Lab File: BF127289.D [(®IEIEElsllEllof
76.0 Acq: 10 Mar 2022 15:32 SELIRIECLEN
oL 510 17 es0 1261 M
L B B B R T \“‘ L

m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 79934 Manual Integrations
Abundance Scan 1274 (9.781 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
152.1 152 100

Reviewed By :Christian Giraldo  03/11/2022
03/11/2022

151  20.0 15.7  23.
153 13.1 11.4 17.0

Supervised By :Jagrut Upadhyay

Raw 50
Abundance
9.781
oL 500 01 980 1261 M 800000
\H‘H‘\\“HH‘\”\H“‘HH‘HH’H‘\’HH
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1274 (9.781 min): BF127289.D\data.ms (-1 600000
159.1
400000
Sub
50
200000
oL 500 00 980 1261 N
\\\‘\\‘\\“\\\\‘\H\\\h‘\\\\‘\\\\’\\‘\’\\\\ ‘\\\\‘\\\\‘\\\\\
m/z-> 40 60 80 100 120 140 160  Time-> 9.70 9.75 9.80

Abundance Scan 1249 (9.634 min): BF127287.D\data.ms (-1 #50

168.1 Dimethylphthalate
Concen: 53.534 ng
RT: 9.639 min Scan# 1250
Ref 50 Delta R.T. ©0.006 min
77.0 Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
500 | 041 1330 | g1 7
G\\\‘\\‘\\‘1\\“\”‘\H\‘\‘\\\i\u\‘uu‘uu‘\u‘\‘\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 643799
Abundance Scan 1250 (9.639 min): BF127289.D\datams | 10" Ratio Lower Upper
168.1 163 100
194 3.8 2.6 3.8
164 10.2 7.8 11.8
Raw 50
Abundance
50.0 e 9439
] | (1040 13‘3‘»1 1941 500000
0\\\“\\‘\\ﬂ\\H\”‘\H\‘\‘\\\i\u\‘uu‘uu‘\u‘\‘\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1250 (9.639 min): BF127289.D\data.ms (-1
168.1 300000
sub 200000
50
100000
77.0
50.0 \ 104.0 133.0 | 194.1 ol
G\\\‘\\‘\\‘\\\\“\\\\‘1‘\\\i\\\H\‘\\\\‘\\\\‘\\\‘\‘\ \\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.60 9.65 9.70
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Abundance Scan 1261 (9.704 min): BF127287.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
Concen: 55.651 ng
63.0 89.1 RT:  9.710 min Scan# 1[SIdlEles
Ref 50 Delta R.T. ©0.006 min BNA_F
20.0 1210 Lab File: BF127289.D |(GUEIEETSIEIR
: : Acq: 10 Mar 2022 15:32 ESLIRIECLE
0 .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 RESpZ 13459 Manual Integratlons
Abundance Scan 1262 (9.710 min): BF127289.D\datams |~ 10N Ratio Lower Upper BRALLIENISE
165.1 165 166 Reviewed By :Christian Giraldo  03/11/2022
63 61.3 48.4 72.68 Supervised By :Jagrut Upadhyay — 03/11/2022
63.0 89 56.2 50.5 75.
89.1
Raw 50
Abundance
39.1 121.0 9110
0! i il ‘\“\ T M T \”“‘\ T \“\ T !‘\ i \“\ T \]\-\9\5‘9
m/z--> 40 60 80 100 120 140 160 180 200
; 100000
Abundance Scan 1262 (9.710 min): BF127289.D\data.ms (-1
165.1
63.0
Sub 89.1 50000
50
30.1 121.0
0 i\‘H\‘\“\‘M\\”““\H“\‘\!‘H‘\“H\‘HH‘\ L B s O B
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.65 9.70 9.75

Abundance Scan 1303 (9.951 min): BF127287.D\data.ms (-1 #52

158.1  Acenaphthene

Concen: 51.888 ng

RT: 9.951 min Scan# 1303

%‘r

Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
76.1 Acq: 10 Mar 2022 15:32
0 . 5%'0 I M‘\ " 98“‘1 1291
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 T&t Ion:154 Resp: 474661

Abundance Scan 1303 (9.951 min): BF127289. D\datams 10N Ratio Lower Upper

158.1 154 100
153 112.8 87.8 131.6
152 54.3 39.4 59.2
Raw 50
Abundance
76.1 600000 9.951
510 uL 980 1261
0\\\“\\‘\\“\‘\\’\”\\\”“\\\\‘\‘\‘\\‘\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1303 (9.951 min): BF127289.D\data.ms (-1 400000
153.1
Sub
50 200000
76.1
S0 se1 1261
G\\\“\\‘\\‘w\\‘\’\H\\\H“\\\\‘\W\\‘\\ \\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Time--> 9.90 9.95
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Abundance Scan 1290 (9.875 min): BF127287.D\data.ms (-1 #53

65.0 3-Nitroaniline
921 Concen: 56.199 ng
138.1 RT: 9.881 min Scan#t 1lSagilnlclies
Ref 50 Delta R.T. ©0.006 min |
39.1 Lab File: BF127289.D [SUEWIEENIIEIE
Acq: 10 Mar 2022 15:32 SELIRIECLEN
[ “‘H\ T " T \“\‘\ ’1\0\8.\1\ rTT \“ T q
m/z--> 40 60 80 100 120 140 Tgt Ion:138 RESpZ 14852 WY ERIEL Integrations
Abundance Scan 1291 (9.881 min): BF127289.D\datams ~ 10N Ratio Lower Upper BREELULIENISS
65.1 138 1@ Reviewed By :Christian Giraldo 03/11/2022
92.1 led 11.7 8.6 13.0f supervised By :Jagrut Upadhyay —03/11/2022
92 136.7 105.0 157.6
138.1
Raw 50
391 Abundance
200000
0 \“\‘\ . H“\ \“H M ‘ Al 10\8.1123-1 |
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\ 9.81
m/z--> 40 60 80 100 120 140 150000
Abundance Scan 1291 (9.881 min): BF127289.D\data.ms (-1
65.0
92.1 100000
Sub 138.1
50
50000
39.1
108.1
ol.- B e ™ ot e
m/z--> 40 60 80 100 120 140 Time-> 9.80 9.85 9.90 9.95
Abundance Scan 1308 (9.981 min): BF127287.D\data.ms (-1 #54
63.0 184.1 2,4-Dinitrophenol
Concen: 81.608 ng
91.0 RT: 9.986 min Scan# 1309
Ref 50 Delta R.T. ©0.006 min
38.0 Lab File: BF127289.D
’ Acq: 10 Mar 2022 15:32
0! ‘1”\‘\l\\‘\‘1‘\‘1\\‘\}\3\?.\0\\\‘\}\\"H\‘\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:184 Resp: 79327
Abundance Scan 1309 (9.986 min): BF127289.D\datams A 100 Ratio Lower Upper
63.0 184.0 184 100
154.0 63 87.4 70.4 105.6
91.0 154 70.6 49.7 74.5
Raw 50
Abundance
38.0
‘ 500000
0! ‘1‘\””‘} mEE T 1]\-\2(‘)\\0\ \“ T ‘\ T e T “\ T
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1309 (9.986 min): BF127289.D\data.ms (-1
184.0 300000
53.0 154.0
Sub 91.0 200000
50
100000 9.986
b 3200 L L o S =
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.95 10.00
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Abundance Scan 1332 (10.122 min): BF127287.D\data.ms (1 #55
168.1 Dibenzofuran
Concen: 53.135 ng
RT: 10.122 min Scan#t 1lgigiil=glies
Ref 50 Delta R.T. -0.000 min _
139.1 ) : _
Lab File: BF127289.D |(GUEIEETSIEIR
Acq: 10 Mar 2022 15:32 SEARRISIONED
39.0 63‘0 84‘1 11?;1 ‘ ‘ a
0\\\\\\\‘\\‘\”\ \H\‘\\\\\‘\\\\\\\\\\\\\\\ .
miz--> 4‘0 6‘0 Sb 160 12‘0 11‘10 1é0 1é0 Tgt IOI’]Z:!.68 Resp: 75828 Manual Integratlons
Abundance Scan 1332 (10.122 min): BF127289.D\datams 10N Ratio Lower Upper BRLLIENISE
168.1 168 166 Reviewed By :Christian Giraldo  03/11/2022
139 39.7 30.6 46.00 supervised By :Jagrut Upadhyay — 03/11/2022
169 12.9 10.0 15.0
Raw 50
139.1 Abundance
800000 10422
;1 030841 131 |
G\\\‘\\\\“\\‘\“\‘\H\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 1332 (10.122 min): BF127289.D\data.ms (-
168.1
400000
Sub 50
139.1 200000
391 630 841 1131
o) SO S REPASES S SRN URY IS S 0— o
miz--> 40 60 80 100 120 140 160 180 Time-> 10.10
Abundance Scan 1318 (10.039 min): BF127287.D\data.ms (- #56
63.0 4-Nitrophenol
139.1 ;
39.0 109.0 Concen: 61.906 ng
RT: 10.045 min Scan# 1319
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
‘ ‘ Acq: 10 Mar 2022 15:32
0! ‘\\h\“\\1‘\‘\\‘\\“\\\\}\\\\]‘.\6\8\'\0‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:139 Resp: 95487
Abundance Scan 1319 (10.045 min): BF127289.D\data.ms Ion Ratio Lower Upper
651 139 100
139.1 109 90.7 44.1 84.1#
39.1 109.1 65 136.3 85.5 125.5#
Raw 50
Abundance
, 86. | ‘ 1840 300000
0' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1319 (10.045 min): BF127289.D\data.ms (-
65.1 200000
39.0 109.1 1391
Sub 50 100000 10/045
miz--> 40 60 80 100 120 140 160 180 200 Time->  10.00 10.05 10.10
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Abundance Scan 1330 (10.110 min): BF127287.D\data.ms (1 #57

89 1 165.1 2,4-Dinitrotoluene
’ Concen: 56.568 ng
63.0 RT: 10.116 min Scan#t 1lgigill=gles
Ref 50 Delta R.T. ©0.006 min |
200 139.0 Lab File: BF127289.D (GUCQISCUIIEICE
' ‘ 11? 1 Acq: 10 Mar 2022 15:32 SEIRISEL
0\\\“\\‘\\“!H\‘\H}H‘i“hh\‘\‘H\ \h\“\\\\‘\\\\‘\“‘\\“\\\
miz--> 40 60 80 100 120 140 160 180 Tgt IOHZ%GS RESpZ 18074 hAanuaIHuegraﬂons
Abundance Scan 1331 (10.116 min): BF127289.D\datams 10N Ratio Lower Upper SRLLICNISE
168.1 165 160 Reviewed By :Christian Giraldo  03/11/2022
63 67.7 43.86  64.6§ supervised By :Jagrut Upadhyay — 03/11/2022
89 84.0 71.0 106.4
Raw 50 182 2.6 1.6 2.4
630 o1 139.1 Abundance
‘ 10/116
113.
G\\\‘\\‘\‘\“1‘\‘\”\”“\“}\\‘\\\h\“ﬂk\\\\“\\\\‘\“\\‘\\\
miz--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1331 (10.116 min): BF127289.D\data.ms (-
163.1 100000
Sub 50
139.1 50000
63.0 89.1
i
113.
O OO N | s
m/z--> 40 60 80 100 120 140 160 180 Time-> 10.05 10.10 10.15

Abundance Scan 1390 (10.463 min): BF127287.D\data.ms (- #58

166.1 Fluorene

Concen: 50.598 ng

RT: 10.469 min Scan# 1391

Ref 50 Delta R.T. ©.006 min
Lab File:  BF127289.D
82.5 139.1 Acq: 10 Mar 2022 15:32
0530, |, 11307 ] 2041 733¢
\\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100120140 160 180200220 18t Ion:166 Resp: 562985
Abundance Scan 1391 (10.469 min): BF127289.D\datams 10N Ratlo Lower Upper
166.1 166 100

165 97.e 77.7 116.5
167 13.0 10.7 16.1

Raw 50
Abundance
825 139.1 600000 10,68
ol30L 1 w30 |l 20302319
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1391 (10.469 min): BF127289.D\data.ms (- 400000
166.1
Sub 50 200000
0\r“8ﬁ5\11\013?0\”‘\195\92\29%\3 O
miz--> 40 60 80 100 120 140 160 180200220  Time-.>  10.40 10.45 10.50
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Abundance Scan 1352 (10.239 min): BF127287.D\data.ms (1 #59

2319  2,3,4,6-Tetrachlorophenol
Concen: 59.634 ng

RT: 10.239 min Scan#t 1lgigiil=gles
Ref 50 130.9 Delta R.T. -0.000 min |
Lab File: BF127289.D [(GICHIEEIelEI(CH
Acq: 10 Mar 2022 15:32 SllRleeEl

61.0 96.0 193.9
Il “‘ [T \‘h\ Iy HH\ Hm I

m/z--> 40 60 80 100 120 140 160 180 200 220 240 Tgt IOI’]Z??’Z Resp: 17199 Manual Integrations
Abundance Scan 1352 (10.239 min): BF127289.D\datams 10" Ratio Lower Upper BRNEON=0)

o

2319 232 160 Reviewed By :Christian Giraldo  03/11/2022
131 43.8 . . Supervised By :Jagrut Upadhyay — 03/11/2022
130 2.
Raw 50 131.0 166 27.8
165.9 Abundance
61.0 96.0 193.9
G T ”‘ \‘U\‘\ U\h\m\ ‘HH\‘\ \h“ \“”\ ‘\ ‘ } T “\ “\ TTT ‘ T \H\ T ‘ T \H\“”\ TTT ‘ T \H! ‘ T 150000
m/z--> 40 60 80 100 120 140160 180 200 220 240
Abundance Scan 1352 (10.239 min): BF127289.D\data.ms (-
2319 100000
Sub
50 1310 50000
165.9
61.0 96.0 ‘ 193.9
0 0 e
miz--> 40 60 80 100120 140 160 180 200 220 240 Time..> 1020 1030

Abundance Scan 1368 (10.334 min): BF127287.D\data.ms (- #60

149.1 Diethylphthalate
Concen: 53.867 ng
RT: 10.339 min Scan# 1369
Ref 50 Delta R.T. ©.006 min
1771 Lab File: BF127289.D
65.0 105.1 Acq: 10 Mar 2022 15:32
0\3\\9‘.9‘\\‘\‘\\!“\\\‘\‘”\\\‘\\\\‘\\‘\\‘\\\\“\\\\‘\\2\\2‘2\.\]\_\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 595714
Abundance Scan 1369 (10.339 min): BF127289.D\datams 10N Ratio  Lower Upper
140.1 149 100
177 23.3 16.7 25.1
150 12.1 9.8 14.8
Raw 50
Abundance
177.1
651 1051 600000 10339
0\3\\9‘\]-\‘\\‘\‘\\!“\\\‘\‘\‘\\\‘\\\\‘\\‘\\‘\\\1‘\\\\‘\\2\\2‘2\.\1\-\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1369 (10.339 min): BF127289.D\data.ms (- 400000
149.1
Sub
50 200000
177.1
0 76.0 105.1
Orrpeabe bbb e b 22 Nss ——
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.30 10.40
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Abundance Scan 1388 (10.451 min): BF127287.D\data.ms (- #61
204.1 4-Chlorophenyl-phenylether

Concen: 52.829 ng

RT: 10.457 min Scan# 11Eigil=lies
Ref 50 771 Delta R.T. 0.006 min

141.1

51.0 e
Lab File: BF127289.D [(®IEIEElsllEllof
1151 169.1 Acq: 10 Mar 2022 15:32 ESLIRIECLE
0\\\‘\\\\"‘\‘\‘\H‘l"“\\H‘\\\‘\‘\}H“‘\H\“\‘U\‘MHH‘“\H‘HH.‘ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ge4 Resp: 31457 BRVEGUEIR I Tl
Abundance Scan 1389 (10.457 min): BF127289.D\datams 10" Ratio Lower Upper BRNEONZ0)
204.1 204 100 Reviewed By :Christian Giraldo  03/11/2022
206 32.4 26.3 39. Supervised By :Jagrut Upadhyay  03/11/2022
141.1 141 58.0 59.0 88.
Raw 50
Abundance
10.457
ol 231.9
miz--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1389 (10.457 min): BF127289.D\data.ms (-
2041 200000
Sub 141.1
100000
| 231.9
\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200220  Time--> 10.40 10.45 10.50

Abundance Scan 1395 (10.492 min): BF127287.D\data.ms (- #62

65.0 4-Nitroaniline
Concen: 53.917 ng
108.1 1381 RT: 10.504 min Scan# 1397
Ref 50 Delta R.T. ©0.012 min
39.0 Lab File: BF127289.D
‘ ‘ Acq: 10 Mar 2022 15:32
0 H\““\\H‘\“\"“‘\‘H‘\"W\“\‘\‘\\‘\\“\H\“\H\‘H'H‘HH‘HH‘HH‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 142036
Abundance Scan 1397 (10.504 min): BF127289.D\data.ms Ion Ratio Lower Upper
65.1 138 100
92 58.6 36.2 76.2
108.1 1381 108 92.1 46.7 86.7#
Raw 50
30.1 Abundance
10.504
‘ ‘ ‘ 100000
0 T \‘H\ \HM‘\ "‘H\ \ \ ’ T \‘\ T ‘ T \‘\ T ‘ \ TT \“ TT \1\‘6§ \1\‘ \%28‘\%\ \2‘\3\0\\‘0
m/z--> 40 60 80 100120 140 160 180 200 220 80000
Abundance Scan 1397 (10.504 min): BF127289.D\data.ms (-
65.0 60000
138.1
108.1
Sub 40000
50
39.0 20000
miz--> 40 60 80 100120 140 160 180 200220  Time-> 1040 10.50
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Abundance Scan 1416 (10.616 min): BF127287.D\data.ms (- #63

77.1 Azobenzene
Concen: 51.895 ng
RT: 10.616 min Scan#t 14gigiipl=igles
Ref 50 510 Delta R.T. -0.000 min VA
' 1051 182.1 Lab File: BF127289.D |QUERISENIICICE
. . . SSTDICC060
15%1 Acqg: 10 Mar 2022 15:32
0\\\“‘\\“\\‘w\\\“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ] 77 RESpZ 66411 WY ERIEL Integratlons
Abundance Scan 1416 (10.616 min): BF127289.D\datams 10N Ratio Lower Upper BRNEON=0)
77.1 77 160 Reviewed By :Christian Giraldo  03/11/2022
182 22.2 0.0 39.08 supervised By :Jagrut Upadhyay — 03/11/2022
105 18.6 3.2 43.2
Raw sgg 51 38.1 8.2 48.2
51.1 Abundance
105.1 182.1
152.1
A I 229.9
GH\‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1416 (10.616 min): BF127289.D\data.ms (-
77.0 400000
Sub
S0 510 200000
152.1
JMSPASE ENTEI AN NSRS NN SN ——— o
miz--> 40 60 80 100 120 140 160 180200220  Time--> 10.60 10.65

Abundance Scan 1550 (11.404 min): BF127287.D\data.ms (- #64

188.2 Phenanthrene-d10

Concen: 20.000 ng

RT: 11.404 min Scan# 1550
Ref 50 Delta R.T. -0.000 min

Lab File: BF127289.D

80.1 Acq: 10 Mar 2022 15:32

15
0 \4\2.%‘ by ”\‘ \“ 1\18\0\ | ? t \“\ T \2\37\9‘ T
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 292128
Abundance Scan 1550 (11.404 min): BF127289.D\datams = 10N Ratlo Lower Upper
188.2 188 100

94 8.6 10.1 15.1#
80 10.0 11.8 17.6#

Raw 50
Abundance
80.1 1561 300000 11404
0 \4\2.:‘17‘ b ”\‘ “ 1\18\1\- T ?\ Tt ‘\ T \2\2\9\8 ‘26\3\8
miz--> 50 100 15 200 250
Abundance Scan 1550 (11.404 min): BF127289.D\data.ms (- 200000
188.2
Sub
50 100000
80.1 156.1
o201, ““11?‘0‘ : 9‘” Ui 2208 265 o
miz--> 50 100 150 200 250  Time-> 11.35 11.40 11.45
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Abundance Scan 1400 (10.522 min): BF127287.D\data.ms (1 #65

198.1 4,6-Dinitro-2-methylphenol
Concen: 62.634 ng
RT: 10.528 min Scan#t 1{gEigial=lies
Ref 50{ 51.0 105.1 Delta R.T. 0.006 min \A_|
770 168.1 Lab File: BF127289.D |(GUEIEETSIEIR
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0\\\“\\‘\‘\’\‘\‘\hl““\\\“\‘}\\\‘%?4\‘9\1\‘\!\\‘\\\\“\\\\‘\\\.\‘ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:}98 Resp: 11120 Manualnuegranons
Abundance Scan 1401 (10.528 min): BF127289.D\data.ms 10" Ratio Lower Upper BRNEONZ0)
198.1 198 100 Reviewed By :Christian Giraldo  03/11/2022
51 54.5 32.0 72.0 Supervised By :Jagrut Upadhyay  03/11/2022
105 41.1 32.7 72.7
Raw 50 510
1211 Abundance
77.0 168.1
ol 229.8
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1401 (10.528 min): BF127289.D\data.ms (-
198.1
10.528
Sub 51.0 100000
50 105.1
77.0 168.1
miz--> 40 60 80 100 120 140 160 180 200220  Time--> 10.50 10.60

Abundance Scan 1409 (10.575 min): BF127287.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 50.598 ng
RT: 10.580 min Scan# 1410
Ref 50 Delta R.T. ©.006 min
510 Lab File: BF127289.D
T Acq: 10 Mar 2022 15:32
G\\\“\\‘L\’”\H\\\“‘\\\\’\]-\]\-\5‘\]-\]\-\4.““]:\]\-\‘\‘\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:169 Resp: 483357
Abundance Scan 1410 (10.580 min): BF127289.D\data.ms Ion Ratio Lower Upper
169.1 169 100
168 66.3 53.4 80.0
167 35.7 29.4 44.0
Raw 50
Abundance
511 274 500000 10580
0 \\\“\\“\\’}H\\\“‘\\\\’\]-\]\-\5‘\]-\]\-\4"“‘]\-\]\.\‘\“\\‘\]\_\9\8‘.\(\)\\%?’\(\).\(‘)
miz--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1410 (10.580 min): BF127289.D\data.ms (-
169.1 300000
sub 200000
50
510 100000
‘ 77“ 11511411 | , \
0H“\‘“"r”H‘w””r””w””‘\“‘Hw‘ AR RARASRARRN =
miz--> 40 60 80 100 120 140 160 180 200220  Time--> 10.50  10.60
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Abundance Scan 1472 (10.945 min): BF127287.D\data.ms (1 #67
248.0 4-Bromophenyl-phenylether
141.1 Concen: 51.994 ng
RT: 10.945 min Scan#t 14gigill=gles
Ref 50 Delta R.T. -0.000 min VA
Lab File: BF127289.D [(GICHIEEIelEI(CH
Acq: 10 Mar 2022 15:32 ESLIRIECLE
0! \\\\\\‘\\\\\\\\\\ .
m/z--> 1é0 260 250 360 Tgt Ion:g48 Resp: 19175 8RVEGIENIgItTolE 1ol gk
Abundance Scan 1472 (10 945 min): BF127289.D\data.ms Ton Ratio Lower Upper BAUGLoMI=0)
1411 48.0 248 100 Reviewed By :Christian Giraldo
250 95.9 76.2 114.4F supervised By :Jagrut Upadhyay
141 83.3 66.2 99.4
Raw 50
Abundance
10.945
200000
0! ‘\\\\‘\\‘\\\\\\‘\3\2\9.\=
M/z--> 150 200 250 300 150000
Abundance Scan 1472 (10.945 min): BF127289.D\data.ms (-
1411 248.0
770 100000
Sub
50
50000
Al L me | b et
miz--> 50 100 150 200 250 300 Time--> 10.90 10.95
Abundance Scan 1483 (11.010 min): BF127287.D\data.ms (- #68
283.9 Hexachlorobenzene
Concen: 53.040 ng
RT: 11.010 min Scan# 1483
Ref 50 Delta R.T. -0.000 min
142.0 2130 Lab File: BF127289.D
71.0 ' Acq: 10 Mar 2022 15:32
ol 331.
miz--> 50 100 150 200 250 300 Tgt Ion:284 Resp: 212907
Abundance Scan 1483 (11.010 min): BF127289.D\datams 190 Ratio Lower Upper
283.9 284 100
142 34.2 30.7 46.1
249 32.7 21.1 31.7#
Raw 50
142.0 Abundance
213.9 11.010
71.0 200000
0,
miz--> 50 100 150 200 250 300
Abundance Scan 1483 (11.010 min): BF127289.D\datams (- 20000
283.9
100000
Sub
>0 50000
142.0 213.9
no | 1
ow‘H\mwwW“Lu_‘m_”wﬂ_m e,
miz--> 50 100 150 200 250 300  Time-> 10.95 11.00 11.05
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Abundance Scan 1499 (11.104 min): BF127287.D\data.ms (1 #69

200.1 Atrazine
Concen: 49.212 ng
RT: 11.104 min Scan#t 14gigiipl=glies
Ref 50 981 Delta R.T. -0.000 min |
1731 Lab File: BF127289.D |(GUEIEETSIEIR
926 120 ‘ Acq: 10 Mar 2022 15:32 SIIRISEU
0l ‘\‘M : ‘\“ ‘\‘ Ml ‘\‘\‘\M | M‘ ‘ “‘ ‘\! “‘ Ly “i - ”H‘ [ “ : ‘\}“‘ . y
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 Resp: 16328 Manual Integratlons
Abundance Scan 1499 (11.104 min): BF127289.D\data.ms 10" Ratio Lower Upper BEVE i ON=0)
200.1 200 100 Reviewed By :Christian Giraldo  03/11/2022
173 26.5 9.2 49.2 Supervised By :Jagrut Upadhyay  03/11/2022
58.1 215 48.7 23.2 63.2
Raw 50
1731 Abundance
926 1320 ‘ 11.104
[oama ‘ - ‘\“H“‘\“\“ ; ‘\‘\‘\M i l‘h‘ - ‘\‘ ‘d! “‘ “‘ - ‘ - !H‘ ‘ TV “ ; ‘\1“ - 150000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1499 (11.104 min): BF127289.D\data.ms (-
200.1 100000
58.1
Sub g 50000
173.1
92.6 122.1 ‘
G\HNHJM‘A\ﬁUM‘M\\MN}ﬂH\‘\M y ”Mwa‘ 01 e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.10

Abundance Scan 1517 (11.210 min): BF127287.D\data.ms (- #70

265.9 | pentachlorophenol

Concen: 73.190 ng

RT: 11.210 min Scan# 1517
Delta R.T. -0.000 min

Lab File: BF127289.D
Acq: 10 Mar 2022 15:32

Ref 50

0!
miz--> 50 100 150 200 250 Tgt Ion:266 Resp: 100236

Abundance Scan 1517 (11.210 min): BF127289.D\datams 10N Ratio Lower Upper
265.9 266 100

268 62.3 52.3 78.5
264 63.0 50.4 75.6

Raw 50
Abundance
11.210
ol 80000
miz--> 50 100 150 200 250
Abundance Scan 1517 (11.210 min): BF127289.D\data.ms (- 60000
265.9
40000
Sub
20000
- 7\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 11.20 11.30
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Abundance Scan 1554 (11.428 min): BF127287.D\data.ms (- #71

178.1 Phenanthrene
Concen: 52.467 ng
RT: 11.433 min Scan#t 1{gSagilnlEalee
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D (SUEQISEIIAE
6 Acq: 10 Mar 2022 15:32 SEIRISEL
0\39\11‘ 7 \”‘.\ ‘H\ “ \1\2‘6\1\ ““\ \“H\ L B B B
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.78 Resp: 847864V EQIIEL Integrations
Abundance Scan 1555 (11.433 min): BF127289.D\datams 10" Ratio Lower Upper BRNEON=0)
178.1 178 1600 Reviewed By :Christian Giraldo  03/11/2022
176 19.3 15.7 23.5 Supervised By :Jagrut Upadhyay  03/11/2022
179 15.0 12.3 18.5
Raw 50
Abundance
11.433
76.1
0\39\11‘ Tl \”‘\ ‘H\ “ \1\2‘6\1\ ““\ \“H\ L B ‘2\65\8 800000
m/z--> 50 100 150 200 250
Abundance Scan 1555 (11.433 min): BF127289.D\data.ms (- 600000
178.1
400000
Sub
50
200000
76.1
TIPS I Bt o2 LI
m/z--> 50 100 150 200 250 Time--> 11.40 11.45

Abundance Scan 1563 (11.480 min): BF127287.D\data.ms (- #72

178.1 Anthracene
Concen: 51.183 ng
RT: 11.486 min Scan# 1564
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
05 :50‘”.0\“ \”‘\ “‘\" \1\2‘6\1\ ““\ \“‘\ L B ‘2\67\
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.78 Resp: 821444
Abundance Scan 1564 (11.486 min): BF127289.D\datams 100 Ratio  lLower Upper
178.1 178 100
176 18.9 15.0 22.6
179 15.4 12.5 18.7
Raw 50
Abundance
11.486
89.1
05 \51‘:9‘ \“‘\ “‘\ T \1\2‘6\1\ “H\ \“‘\ LI ‘2\65\5 800000
miz--> 50 100 150 200 250
Abundance Scan 1564 (11.486 min): BF127289.D\data.ms (1 00000
178.1
400000
Sub
50
200000
ol 319 Bt aeea | 265.¢
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 Time--> 11.40 11.50 11.60
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Abundance Scan 1590 (11.639 min): BF127287.D\data.ms (1 #73

167.1 Carbazole

Concen: 51.555 ng

RT: 11.645 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.006 min BNA_F

Lab File: BF127289.D (SUEQISEIIAE
Acq: 10 Mar 2022 15:32 ESLIRIECLE

sto Sosas ||
miz--> ‘ ‘5‘0‘ . ‘100‘ B ‘150‘ - ‘2(‘)0‘ B ‘25‘0‘ ‘ Tgt IOI’]Z:!.67 Resp: 77333 Manual Integrations
Abundance Scan 1591 (11.645 min): BF127289.D\datams 10N Ratio Lower Upper BRNGEONZ0)
167.1 167 10 Reviewed By :Christian Giraldo  03/11/2022
166 21.4 16.9  25.38 supervised By :Jagrut Upadhyay — 03/11/2022
139 12.4 11.3 16.9
Raw 50
Abundance
800000 11.645
Joo1  %0us1y | 266.
T T ‘ T \ T T ‘ T T T T T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 600000
Abundance Scan 1591 (11.645 min): BF127289.D\data.ms (-
167.1
400000
Sub
50 200000
o 500 5301141 | | ol
g ot .
miz--> 50 100 150 200 250  Time--> 11.60 1170

Abundance Scan 1644 (11.957 min): BF127287.D\data.ms (- #74

149.1 Di-n-butylphthalate

Concen: 53.771 ng

RT: 11.957 min Scan# 1644

Ref 50 Delta R.T. -0.000 min
Lab File: BF127289.D
41.1 Acq: 10 Mar 2022 15:32
76.1 .
0 T \‘ ‘ “\ ‘\ ‘\ \‘ ‘l’]\-s\“o\ T } T T T T “\22\‘3;1\ ‘ \2\78\“
mlz-—-> 50 100 150 200 250 Tgt Ion:}49 Resp: 941867
Abundance Scan 1644 (11.957 min): BF127289.D\datams 100 Ratio Lower Upper
149.1 149 100
150 9.1 7.2 10.8
104 5.8 4.2 6.2
Raw 50
Abundance
1000000 11.857
411 761 223.1
ok ‘\‘ i‘“\‘\“\ T l']\_S\l\ T } t \1\8\9.(‘)‘\ \‘; ™ \27$.‘ 800000
m/z--> 50 100 150 200 250
Abundance Scan 1644 (11.957 min): BF127289.D\data.ms (- 600000
149.1
400000
Sub
50
200000
41.0
oblp OF | 18902231 o7 o2
m/z--> 50 100 150 200 250 Time-->  11.90 12.00
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Abundance Scan 1757 (12.622 min): BF127287.D\data.ms (1 #75

202.1 | Fluoranthene
Concen: 51.359 ng
RT: 12.622 min Scan#t 11gEgEll=gles
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF127289.D [(GICHIEEIelEI(CH
1011 Acq: 10 Mar 2022 15:32 SEMIRICEREY
oL BL1 750 1240 150.1174.1 m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ?02 Resp: 92685 Manual Integratlons
Abundance Scan 1757 (12.622 min): BF127289.D\datams 10" Ratio Lower Upper BUEONZ0)
£. Reviewed By :Christian Giraldo  03/11/2022
2021 202 100 - d By :Christi o T
le1i 9.6 0.0 35.7 Supervised By :Jagrut Upadhyay  03/11/2022
203 17.5 0.0 37.1
Raw 50
Abundance
12.622
101.1
ol 510 741 " 1940 150.1174.1 | 800000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1757 (12.622 min): BF127289.D\data.ms (1 600000
202.1
400000
Sub
50
200000
101.1
ol 510 741 ""1240150.1174.1 | ol
g e T TR —T—7
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 12.60 12.70

Abundance Scan 2000 (14.051 min): BF127287.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.057 min Scan# 2001
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
Gflq(‘) \7\8\0\ “ HH T \17\4\1\ ” il \h\“““ T \2\8\0\'
miz--> 50 100 150 200 250 Tgt IOHZ?40 Resp: 207243
Abundance Scan 2001 (14.057 min): BF127289.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 7.4 14.4 21.6#
236 25.4 20.5 30.7
Raw 50
Abundance
14 057
5420 760 1181 1561 2082 | 251 200000
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ i T i ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 2001 (14.057 min): BF127289.D\data.ms (- 150000
240.2
100000
Sub
50
50000
0420 780 12011561 2082 | ogy, 0!
\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\ \‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-->  14.00 14.05 14.10
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Abundance Scan 1778 (12.745 min): BF127287.D\data.ms (- #77

184.1 Benzidine

Concen: 55.408 ng
RT: 12.745 min Scan#t 1Sl
Ref 50 Delta R.T. -0.000 min |
Lab File: BF127289.D (SUEQISEIIAE
Acq: 10 Mar 2022 15:32 ESLIRIECLE

38.0 65.0 92.1 1580156.1 M

237.0
0\\\‘\\\\‘\\\\‘\\‘1‘\‘\\\\‘\“\\“\\\‘1‘\”}\\‘\\\‘\\\\‘\\\\‘\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Tgt Ion: :!.84 Resp: 29155 Manual Integratlons
Abundance Scan 1778 (12.745 min): BF127289.D\datams 10" Ratio Lower Upper BRNEON=0)
184.1 184 100 Reviewed By :Christian Giraldo  03/11/2022
185 16.2 11.8 17.8F supervised By :Jagrut Upadhyay — 03/11/2022
183 11.8 8.2 12.2
Raw 50
Abundance
12.745
300000
G %7\‘]\-\\\6‘5\\\0\“\9\2‘1‘\]‘_\\\\]-‘2\\‘8‘\ ‘]if?ﬁi‘“HH“HH“Z“BZ-‘O‘
m/z--> 40 60 80 100120140160 180 200 220 240
Abundance Scan 1778 (12.745 min): BF127289.D\data.ms (- 200000
184.1
sub 100000
o381 830 77 128470 | 2370 ol
miz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 12.70 12.80

Abundance Scan 1796 (12.851 min): BF127287.D\data.ms (- #78

2021 Pyrene
Concen: 54.572 ng
RT: 12.857 min Scan# 1797
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
0 620 A \“ 1501 L HH S
\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 Tgt IOI’IZ?@Z Resp: 920076
Abundance Scan 1797 (12.857 min): BF127289.D\datams 10" Ratio Lower Upper
202.1 202 100
200 21.7 16.6 24.8
203 16.8 13.8 20.8
Raw 50
Abundance
12.857
101.1
0 62.0 | 150.1 “\ 274.1310.( 800000
\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\
m/z--> 50 100 150 200 250 300
Abundance Scan 1797 (12.857 min): BF127289.D\data.ms (- 600000
202.1
400000
Sub
50
200000
0 630 | u 150.1 | H“ 274.1311. 01
\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\ \\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 Time--> 12.80 12.90 13.00
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Abundance Scan 1820 (12.992 min): BF127287.D\data.ms (- #79
244.3 Terphenyl-di4
Concen: 109.333 ng
RT: 12.992 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\lg
Lab File: BF127289.D [(®IEIEElsllEllof
Acq: 10 Mar 2022 15:32 ESLIRIECLE
04 \‘Sﬁ..\l‘\ ft \““:‘1;2‘\‘2.\%\1’6‘10\2\1?8‘\2 . hh“‘ L
miz--> 50 100 150 200 250 300 Tgt IOI’]Z?44 Resp: 137323 \ERIEL Integrations
Abundance Scan 1820 (12.992 min): BF127289.D\datams 10" Ratio Lower Upper BRNEOMN=0)
244.3 244 100 Reviewed By :Christian Giraldo  03/11/2022
212 7.5 5.0 7. Supervised By :Jagrut Upadhyay 03/11/2022
122 10.1 13.3 19.
Raw 50
Abundance
12.992
o4t 118021082 | gh
T ‘ T T ‘ T T ’ =TT ‘ i T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 1000000
Abundance Scan 1820 (12.992 min): BF127289.D\data.ms (-
244.3
500000
Sub
50
122.1
oLsar 118021082 | gh o A
e e R i A o
miz--> 50 100 150 200 250 300 Time-> 1290 13.00 13.10
Abundance Scan 1900 (13.463 min): BF127287.D\data.ms (- #80
o1 1491 Butylbenzylphthalate
Concen: 56.500 ng
RT: 13.463 min Scan# 1900
Ref 50 Delta R.T. -0.000 min
206.1 Lab File: BF127289.D
Acq: 10 Mar 2022 15:32
G T ‘\‘ J “\‘\ h‘\ ‘\h h‘\ \“‘ \M\ \‘\ ‘\ T ‘ \ T ‘\ ‘2\67\ ]\- T 3‘1\2\
miz--> 50 100 150 200 250 300 T8t Ton:149 Resp: 359431
Abundance Scan 1900 (13.463 min): BF127289.D\datams A 10" Ratio Lower Upper
91.1 149.1 149 100
91 86.9 70.5 105.7
206 23.1 12.6 19.0#
Raw 50
Abundance
206.1 400000 13.163
0 T ‘\‘ H‘“\‘\ h‘\ h“ H\ \‘M \“\ \‘\ ‘\ T ‘ \ T ‘\ ‘2\67\ (\) \3‘1\1\'
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 1900 (13.463 min): BF127289.D\data.ms (-
91.1 149.1
200000
Sub 50
100000
206.1
SR A I N7 XY
m/z--> 50 100 150 200 250 300 Time--> 13.40 13.45 13.50
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Abundance Scan 1998 (14.039 min): BF127287.D\data.ms (- #81

228.1 Benzo(a)anthracene
Concen: 54.524 ng
RT: 14.045 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D [(®IEIEElsllEllof
1141 Acq: 10 Mar 2022 15:32 SEIRISEL
oL 510 . | | 150.1 187* Al 28l
Mz 5‘0 160 1é0 200 25‘0 Tgt Ion:228 Resp: 78587 Manual Integrations
Abundance Scan 1999 (14.045 min): BF127289.D\datams 10" Ratio Lower Upper BRNEON=0)
228.1 228 100 Reviewed By :Christian Giraldo  03/11/2022
226  27.6 21.4  32.08 supervised By :Jagrut Upadhyay — 03/11/2022
229 19.6 15.4 23.2
Raw 50
Abundance
14.045
114.1
T \50‘1\- T i‘ \‘“\ T \17\5\0\ ‘m T \M\‘ ‘\‘ T \2\8\1\ 600000
m/z--> 50 100 150 200 250
Abundance Scan 1999 (14.045 min): BF127289.D\data.ms (-
228.1 400000
Sub
50 200000
039.1 75.1 il'lf'l 1741 | 01
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 Time—>  13.95 14.00 14.05

Abundance Scan 1992 (14.004 min): BF127287.D\data.ms (- #82

25p.1 3,3'-Dichlorobenzidine
Concen: 50.205 ng

RT: 14.004 min Scan# 1992

Ref 50 149.1 Delta R.T. -0.000 min

570 Lab File: BF127289.D

181.1 Acq: 10 Mar 2022 15:32

‘ 215.1
oL M“MMMHJ MH‘W‘ WHM‘M; \W‘\\‘H\\\\
miz--> 50 100 150 200 250 Tgt IOHZ?52 Resp: 230994
Abundance Scan 1992 (14.004 min): BF127289.D\datams 190 Ratio Lower Upper
25D.1 252 100

254 66.3 51.0 76.4
126 9.3 13.4  20.0#

Raw 59 149.1
Abundance
57.1 250000 14.004
‘ 182.1516 1 |
oL H\NWNMMJ\MN‘« \M¢HM\M3 HMW “W“‘ . 200000
miz--> 50 100 150 200 250
Abundance Scan 1992 (14.004 min): BF127289.D\data.ms (-
25D 1 150000
100000
Sub
50 149.1
570 50000
‘ 1821516 ‘
H”‘WMH‘HH‘J MLJ Hw [l W
G T T T T T T T T T T \ T T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 Time--> 14.00 14.10
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Abundance Scan 2005 (14.080 min): BF127287.D\data.ms (- #83

228.1 Chrysene
Concen: 53.975 ng
RT: 14.080 min Scan#t 2(gigill=gles
Ref 50 Delta R.T. -0.000 min [Z\lg
Lab File: BF127289.D [(GlEhlSEInlellEll0f
1131 Acq: 10 Mar 2022 15:32 ESLIRIECLE
ol500 T 1751, |
miz--> 5‘0 160 15‘0 260 25‘0 360 35‘0 Tgt Ion:gZ8 RESpZ 72423 WY ERIEL Integrations
Abundance Scan 2005 (14.080 min): BF127289.D\datams 10" Ratio Lower Upper BRVEON=0)
228.1 228 100 Reviewed By :Christian Giraldo  03/11/2022
226 30.9 23.7 35.58 supervised By :Jagrut Upadhyay — 03/11/2022
229 20.1 15.5 23.3
Raw 50
Abundance
14.080
113
0 620 | 1631 . 297.9342.0 600000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2005 (14.080 min): BF127289.D\data.ms (-
228.1 400000
Sub
50 200000
113.1
ol 3t gl trad, 4 2720 3420 o e
miz--> 50 100 150 200 250 300 350  Time--> 14.10

Abundance Scan 1994 (14.016 min): BF127287.D\data.ms (- #84

149.1 Bis(2-ethylhexyl)phthalate
Concen: 55.630 ng
RT: 14.016 min Scan# 1994
Ref 50 57.0 Delta R.T. -0.000 min
' Lab File: BF127289.D
Acqg: 10 Mar 2022 15:32
[ | 279 "
0 T \ ‘ T T \h \ “ \“ \ \ T l T ‘\ T \()‘2'\0\ T T ‘h T T ‘\ T
miz--> 100 150 200 250 Tgt Ion:}49 Resp: 478285
Abundance Scan 1994 (14.016 min): BF127289.D\datams = 1on Ratio Lower Upper
149.1 149 100
167 27.4 21.4 32.2
279 4.4 2.4 3.6#
Raw 50
57.1 Abundance
14.016
[ H ‘\ \H‘\h \].0%“:]-‘ T T ‘\1\87\% \22\3\9\ ‘“ \2\7‘\9‘7 500000
m/z--> 100 150 200 250 400000
Abundance Scan 1994 (14.016 min): BF127289.D\data.ms (-
149.1 300000
Sub 200000
50| 570
100000
104.1
o ‘\H Uw | 18710039 | 271 .
miz—-> 100 150 200 250 Time--> 14.00
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Abundance Scan 2098 (14.627 min): BF127287.D\data.ms (- #85

149.1 Di-n-octyl phthalate
Concen: 54.748 ng
RT: 14.627 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. -0.000 min [EI\AWZ
Lab File: BF127289.D [(GICHIEEIelEI(CH
43.0 Acq: 10 Mar 2022 15:32 SELIRIECLEN
oL \H ‘M\ ‘i“\‘:lw-o‘?\.c\) TT \‘\1\8\9.’1\ T \2\7‘\9\1‘ T \3\4\1’ .
miz--> 50 100 150 200 250 300 Tgt Ion:149 Resp: 70556 Manual Integrations
Abundance Scan 2098 (14.627 min): BF127289.D\datams 10" Ratio Lower Upper BRNGEON=0)
149.1 149 100 Reviewed By :Christian Giraldo  03/11/2022
167 1.6 1.1 1.7/ supervised By :Jagrut Upadhyay — 03/11/2022
43 13.8 9.9 14.9
Raw 50
Abundance
431 14.927
0oL \M ‘M\ W“\‘]\-o‘ﬂ\.(\) TT \‘\1\8\9.’0\2\3\3\.2‘ \2\7‘\9\2‘ T T 600000
m/z--> 50 100 150 200 250 300
Abundance Scan 2098 (14.627 min): BF127289.D\data.ms (-
149.0 400000
Sub g 200000
43.1
ol Ll 2080 | 18902332 2191 ol
miz--> 50 100 150 200 250 300 Time--> 14.60 14.70

Abundance Scan 2252 (15.533 min): BF127287.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.539 min Scan# 2253

Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
. 132.1 Acq: 10 Mar 2022 15:32
ob Ly 972 \” 170.1 2321
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 1 T ‘
miz--> 50 100 150 200 250 Tgt Ion:264 Resp: 156014

Abundance Scan 2253 (15.539 min): BF127289.D\data.ms 1°" Ratio Lower Upper
264.2 264 100

260 24.6 19.2 28.8
265 20.8 17.4 26.2

Raw 50
Abundance
15539
57.1 132.1
! h‘ | \99'1 I \H 180.2 . 23%'1 mh“
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 100000
miz--> 50 100 150 200 250
Abundance Scan 2253 (15.539 min): BF127289.D\data.ms (-
264.1
50000
Sub
50
57.0 132.1
G\\“‘“‘\ \‘\‘\99“.1\”\‘\”\‘\1\8\0'\2‘\2\3\%'\1‘“ O\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 1550 15.60
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Abundance Scan 2509 (17.045 min): BF127287.D\data.ms (- #87

276.1 | Indeno(1,2,3-cd)pyrene

Concen: 61.716 ng

RT: 17.051 min Scan#t 2{gSigilnlEalee
Ref 50 Delta R.T. ©0.006 min BNA_F

Lab File: BF127289.D (SUEQISEIIAE
Acq: 10 Mar 2022 15:32 ESLIRIECLE

138.1
63.0 99.0 “H\ 170.0 2241

miz--> 50 100 150 200 250 Tgt IOHZ?76 Resp: 58927 Manual Integrations
Abundance Scan 2510 (17.051 min): BF127289.D\datams 10" Ratio Lower Upper BN EON=0)

2762 276 100 Reviewed By :Christian Giraldo  03/11/2022
138 20.1 29.2 43. Supervised By :Jagrut Upadhyay ~ 03/11/2022
277 25.1 19.8 29.

o

Raw 50
Abundance
138.1 17.051
5.1 871, | 1609 2241 J“L 200000
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250
Abundance Scan 2510 (17.051 min): BF127289.D\data.ms (- 120000
276.1
100000
Sub
50
50000
138.1
ol 630 1001 | 1600 2241 ol
SRS Sel SN M LA R i e
miz--> 50 100 150 200 250 Time--> 1700 17.20

Abundance Scan 2178 (15.098 min): BF127287.D\data.ms (1 #88

252.1 Benzo(b)fluoranthene
Concen: 53.057 ng
RT: 15.104 min Scan# 2179
Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
) Acq: 10 Mar 2022 15:32
0 63.0 o 2011,
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 8t Ion:252 Resp: 555433
Abundance Scan 2179 (15.104 min): BF127289.D\datams 10" Ratio Lower Upper
25p.1 252 100
253 22.0 17.8 26.8
125 7.0 12.4 18.6#
Raw 50
Abundance
500000
126.1 15.104
74.0 y 199'1m i 355.
0\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\ 400000
m/z--> 50 100 150 200 250 300 350
Abundance in): g
Scan 2179 (15.104 min): BF1225722.£139.D\data.ms ( 300000
200000
Sub
50
100000
126.1
0 740 | | 174.1 | 355. 0
e e T
m/z--> 50 100 150 200 250 300 350 Time->  15.05  15.10
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Abundance Scan 2184 (15.133 min): BF127287.D\data.ms (- #89

2521 Benzo(k)fluoranthene
Concen: 53.599 ng
RT: 15.133 min Scan#t 2/gigiil=glies
Ref 50 Delta R.T. -0.000 min [Z\lg
Lab File: BF127289.D |(GUEIEETSIEIR
126.1 Acq: 10 Mar 2022 15:32 =ELRIEEE)
0430 _87.0 | 198.1, || 295.0 340.
N 50 100 150 200 280 300 || Tt Ton:252 Resp: 53929 NVERIENRICHIEHELE
Abundance Scan 2184 (15.133 min): BF127289.D\datams 10N Ratio Lower Upper BRGENON=0)
250.1 252 100 Reviewed By :Christian Giraldo  03/11/2022
253 21.8 17.5 26.38 supervised By :Jagrut Upadhyay — 03/11/2022
125 7.4 11.8 17.
Raw 50
Abundance
500000 15.0133
126.1
63.0 i \\‘ 198.1 w il
G\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 400000
m/z--> 50 100 150 200 250 300
Abundance in): -
Scan 2184 (15.133 min): BF12275)2§2.D\data.ms ( 300000
200000
Sub
50
100000
126.1
L2 I R —— o
m/z--> 50 100 150 200 250 300 Time--> 15.10 15.15 15.20

Abundance Scan 2242 (15.474 min): BF127287.D\data.ms (- #90

2521 Benzo(a)pyrene

Concen: 56.028 ng

RT: 15.480 min Scan# 2243

Ref 50 Delta R.T. ©.006 min
Lab File: BF127289.D
126.1 Acq: 10 Mar 2022 15:32
00— ‘6\3.\0\ ™ \“‘ \‘H\ T %6;\0\1\9‘9%‘- \”‘“\ T i T T
m/z-> 50 100 150 200 250 Tgt IOHZ?52 Resp: 460767
Abundance Scan 2243 (15.480 min): BF127289.D\datams = 190 Ratio Lower Upper
2591 252 100

253 21.2 17.1 25.7
125 7.8 13.0 19.6#

Raw 50
Abundance
15/480
126.1
0\39\0‘ \7\4.\0\ T \“‘ \‘H\ \%6}\1\1\98‘:\" Pl “‘\ T \2\9? 300000
m/z--> 50 100 150 200 250
Abundance Scan 2243 (15.480 min): BF127289.D\data.ms (-
252.1 200000
Sub
50 100000
126.1
0 52.8 870 , | 1611 2111 | 298. 0
L B e e B A LR e T
m/z--> 50 100 150 200 250 Time--> 15.40 15.50
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Abundance Scan 2512 (17.062 min): BF127287.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene
Concen: 59.854 ng
RT: 17.068 min Scan#t 2!igiil=gles
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF127289.D [(GICHIEEIelEI(CH
139.1 Acq: 10 Mar 2022 15:32 ESLIRIECLE
0l \7\3.\9\ 1 \“‘\"H\ TT T 2\2\‘4\.1\-‘“\ \h‘\‘ T T \3\55\
miz--> 56 160 1%0 260 2%0 360 3%0 Tgt Ion:278 Resp: 47907 hAanuaIHuegraﬂons
Abundance Scan 2513 (17.068 min): BF127289.D\datams 10" Ratio Lower Upper BRNEON=0)
278.2 278 100 Reviewed By :Christian Giraldo  03/11/2022
139 13.3 18.0 27.0% supervised By :Jagrut Upadhyay — 03/11/2022
279 24.2 18.6 27.8
Raw 50
Abundance
17.068
138.1
043'0 87.0 M \‘H 22‘4'1m h‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 200000
Abundance Scan 2513 (17.068 min): BF127289.D\data.ms (-
278.1
Sub 100000
50
139.1
0 63.1 o \‘H 22\4'1\\\ i 01
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 Time--> 17.00 17.10

Abundance Scan 2587 (17.504 min): BF127287.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 63.809 ng

RT: 17.515 min Scan# 2589

Ref 50 Delta R.T. 0.012 min
Lab File: BF127289.D
1371 Acq: 10 Mar 2022 15:32
Gwlqc‘)\ \9\9.‘9\ \"\“H\ [T ‘2\2\3\.]\_" T \h . T \3\’5‘5\
miz--> 50 100 150 200 250 300 350 I8t Ion:276 Resp: 496488
Abundance Scan 2589 (17.515 min): BF127289.D\datams A 10" Ratio Lower Upper
276.1 276 100

277 24.7 18.5 27.7
138 18.6 25.9 38.94#

Raw 50
Abundance
17.615
138.1 200000
(o} \5‘7\.]\- \9\8‘.(\) \“‘\1“\ [T ‘2\2\2\0\ “ T \h\ L B
m/z--> 50 100 150 200 250 300 350 150000
Abundance Scan 2589 (17.515 min): BF127289.D\data.ms (-
276.1
100000
Sub
50
50000
138.1
040 916 M 2220 | 0]
A e o B e e B A B S
m/z--> 50 100 150 200 250 300 350 Time--> 17.40 17.60
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