Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53123\
Data File : BG@57626.D

Acqg On : 31 May 2023 18:01

Operator : CG/JU

Sample : 02953-03MSD :
Misc : PNNL-RH-524-1MSD

ALS vial : 9 Sample Multiplier: 1

Manual Integrations
Quant Time: Jun 01 03:56:10 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M Reviewed By :Yogesh Patel  06/01/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By ‘mohammad ahmed ~ 06/01/2023
QLast Update : Thu Jun 01 ©3:51:58 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.337 152 23270 20.000 ng 0.00
21) Naphthalene-d8 11.174 136 90325 20.000 ng 0.00
39) Acenaphthene-di10 14.957 164 65806 20.000 ng 0.00
64) Phenanthrene-d10 17.695 188 173778 20.000 ng 0.00
76) Chrysene-di12 22.001 240 155977 20.000 ng 0.00
86) Perylene-di12 25.484 264 166848 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.858 112 184183 137.509 ng 0.00

7) Phenol-d6 7.491 99 246526 117.607 ng 0.00
23) Nitrobenzene-d5 9.518 82 172797 89.428 ng 0.00
42) 2,4,6-Tribromophenol 16.438 330 138290  131.258 ng 0.00
45) 2-Fluorobiphenyl 13.577 172 409684 89.470 ng 0.00
79) Terphenyl-di4 20.262 244 813306 90.323 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 3.655 88 21406 38.572 ng # 48

3) Pyridine 4.090 79 45073 26.566 ng 98

4) n-Nitrosodimethylamine 3.984 42 30195 43.986 ng 88

6) Aniline 7.656 93 52859 20.844 ng 96

8) 2-Chlorophenol 7.902 128 69003 47.986 ng 93

9) Benzaldehyde 7.462 77 29870 21.508 ng 91
10) Phenol 7.520 94 85294 42.991 ng 98
11) bis(2-Chloroethyl)ether 7.738 93 63780 43.053 ng 99
12) 1,3-Dichlorobenzene 8.225 146 69416 45.311 ng 98
13) 1,4-Dichlorobenzene 8.372 146 70455 45.205 ng 97
14) 1,2-Dichlorobenzene 8.695 146 68473 45.042 ng 96
15) Benzyl Alcohol 8.578 79 74062 45.930 ng 93
16) 2,2'-oxybis(1-Chloropr... 8.854 45 81802m  44.469 ng
17) 2-Methylphenol 8.783 107 61819 42.430 ng 97
18) Hexachloroethane 9.430 117 24715 46.311 ng 97
19) n-Nitroso-di-n-propyla.. 9.142 70 59494 40.853 ng 929
20) 3+4-Methylphenols 9.112 107 85426 41.767 ng 99
22) Acetophenone 9.171 165 110243 45.644 ng 97
24) Nitrobenzene 9.565 77 88462 45.102 ng 97
25) Isophorone 10.082 82 163315 43.001 ng 98
26) 2-Nitrophenol 10.281 139 39334 46.772 ng 99
27) 2,4-Dimethylphenol 10.322 122 71294m  49.034 ng
28) bis(2-Chloroethoxy)met... 10.552 93 89981 45.691 ng 98
29) 2,4-Dichlorophenol 10.828 162 74911 49.055 ng 97
30) 1,2,4-Trichlorobenzene 11.033 180 74732 44.903 ng 99
31) Naphthalene 11.227 128 209455 43.836 ng 98
32) Benzoic acid 10.487 122 32212m  39.383 ng
33) 4-Chloroaniline 11.339 127 18651 8.488 ng 94
34) Hexachlorobutadiene 11.491 225 51652 44.870 ng 96
35) Caprolactam 12.108 113 23791m 37.581 ng
36) 4-Chloro-3-methylphenol 12.437 107 84031 46.489 ng 99
37) 2-Methylnaphthalene 12.807 142 156773 41.805 ng 96
38) 1-Methylnaphthalene 13.025 142 149322 41.725 ng 99
49) 1,2,4,5-Tetrachloroben... 13.166 216 104083 48.188 ng 99
41) Hexachlorocyclopentadiene 13.136 237 56493 93.301 ng 95
43) 2,4,6-Trichlorophenol 13.407 196 68907 50.674 ng 99
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53123\
Data File : BG@57626.D

Acqg On : 31 May 2023 18:01

Operator : CG/JU

Sample : 02953-03MSD :
Misc : PNNL-RH-524-1MSD

ALS vial : 9 Sample Multiplier: 1

Manual Integrations
Quant Time: Jun 01 03:56:10 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@52723.M Reviewed By :Yogesh Patel | 06/01/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 06/01/2023
QLast Update : Thu Jun 01 ©3:51:58 2023
Response via : Initial Calibration

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

44) 2,4,5-Trichlorophenol 13.489 196 74011 45.698 ng 98
46) 1,1'-Biphenyl 13.788 154 227231 48.314 ng 99
47) 2-Chloronaphthalene 13.847 162 173129 48.871 ng 99
48) 2-Nitroaniline 14.047 65 60454 48.717 ng 94
49) Acenaphthylene 14.681 152 277157 46.201 ng 929
50) Dimethylphthalate 14.393 163 245185 45.207 ng 100
51) 2,6-Dinitrotoluene 14.529 165 55072 47.435 ng 96
52) Acenaphthene 15.016 154 170171 46.359 ng 98
53) 3-Nitroaniline 14.863 138 24437 20.180 ng # 97
54) 2,4-Dinitrophenol 15.081 184 68896 96.710 ng 94
55) Dibenzofuran 15.351 168 287097 45.773 ng 99
56) 4-Nitrophenol 15.181 139 75095 93.074 ng 95
57) 2,4-Dinitrotoluene 15.316 165 82266 47.324 ng 98
58) Fluorene 15.997 166 240949 45.498 ng 97
59) 2,3,4,6-Tetrachlorophenol 15.580 232 75464 49.737 ng 100
60) Diethylphthalate 15.739 149 254432 44.945 ng 99
61) 4-Chlorophenyl-phenyle... 15.974 204 132165 44,781 ng 99
62) 4-Nitroaniline 16.027 138 54659 41.843 ng 91
63) Azobenzene 16.267 77 234823 46.644 ng 99
65) 4,6-Dinitro-2-methylph... 16.085 198 53264 50.339 ng 96
66) n-Nitrosodiphenylamine 16.191 169 212145 46.969 ng 98
67) 4-Bromophenyl-phenylether 16.867 248 92040 47.216 ng 100
68) Hexachlorobenzene 17.002 284 99107 49.323 ng 98
69) Atrazine 17.119 200 91912 47.397 ng 99
70) Pentachlorophenol 17.348 266 97061 94.800 ng 98
71) Phenanthrene 17.736 178 419619 47.186 ng 99
72) Anthracene 17.830 178 420272 46.068 ng 99
73) Carbazole 18.094 167 391227 47.937 ng 99
74) Di-n-butylphthalate 18.605 149 458354 47.310 ng 99
75) Fluoranthene 19.727 202 517172 44.797 ng 100
77) Benzidine 19.910 184 53848m  11.409 ng

78) Pyrene 20.086 202 524693 47.244 ng 929
80) Butylbenzylphthalate 20.932 149 195637 48.369 ng 98
81) Benzo(a)anthracene 21.977 228 508147 46.959 ng 99
82) 3,3'-Dichlorobenzidine 21.872 252 103245 25.873 ng 97
83) Chrysene 22.048 228 464751 45.448 ng 100
84) Bis(2-ethylhexyl)phtha... 21.813 149 272439 47.220 ng 99
85) Di-n-octyl phthalate 23.099 149 464562 48.578 ng 100
87) Indeno(1,2,3-cd)pyrene 29.520 276 565381 48.603 ng 99
88) Benzo(b)fluoranthene 24.368 252 514771 50.124 ng 99
89) Benzo(k)fluoranthene 24.439 252 496278 47.881 ng 99
90) Benzo(a)pyrene 25.320 252 446405 44,572 ng 99
91) Dibenzo(a,h)anthracene 29.573 278 473725 48.932 ng 99
92) Benzo(g,h,i)perylene 30.789 276 459307 48.646 ng 99

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53123\
Data File : BG@57626.D

Acqg On : 31 May 2023 18:01

Operator : CG/JU

Sample : 02953-03MSD :
Misc : PNNL-RH-524-1MSD

ALS vial : 9 Sample Multiplier: 1

Manual Integrations

Quant Time: Jun 01 ©3:56:10 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M Reviewed By :Yogesh Patel | 06/01/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 06/01/2023

QLast Update : Thu Jun 01 ©3:51:58 2023
Response via : Initial Calibration

Abundance TIC: BG057626.D\data.ms
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Abundance Scan 819 (8.348 min): BG057591.D\data.ms (-8] #1

150.1 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 8.337 min Scan# 8ligiidiipl=lgies
Ref 50 115.1 Delta R.T. ©.003 min _
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:

52 78.2
“ Acq: 31 May 2023 18:01 ENNEEPESAVEI
0 T \” T \‘\ T T \“\H \“\ T T \‘ }‘ T T T \H‘ .
m/z--> 4‘0 6’0 80 160 150 1)10 Tgt Ion:152 Resp:  2327@VERNEIRGICEHIETTO

Ion Ratio Lower Upper BWAEE{ON/SD)

152 1ee Reviewed By :Yogesh Patel  06/01/2023
150 148.0 123.8 184.4F sypervised By :mohammad ahmed — 06/01/2023

T ‘ T
160
ms
0.1
115 59.0 47.4 71.2
Raw 50
115.1
78.2 Abundance
‘ 20000
G\\“‘\\\\’\\\“\““\“\‘\\‘\\\}“\\\\‘\\

Abundance Scan 817 (8.337 min): BG057626.D\data.
150.

m/z--> 40 100 120 140 160 15000 8.337
Abundance Scan 817 (8.337 mm). BG057626.D\data.ms (-7¢
150.0
10000
Sub o 115.1
78.2 5000
52.1
G\\“\\\“\"\‘\\\“\\\\‘\\\}“\\\\‘\\ 07\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 Time--> 8.30 8.35 8.40

Abundance Scan 20 (3.655 min): BG057591.D\data.ms (-15) #2

88.2 1,4-Dioxane
Concen: 38.572 ng
58.1 RT: 3.655 min Scan# 20
Ref 50 Delta R.T. ©.015 min
43.1 Lab File: BGO57626.D
Acq: 31 May 2023 18:01
G‘HH‘HH“\‘\‘H\H\‘\H\‘\H\“HH‘HH‘HH‘HH‘HH‘H‘\“HH‘HH T I . R . 214
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 gt Ion: 88 Resp: 06
Abundance  Scan 20 (3.655 min): BG057626.D\data.ms Ion Ratio Lower Upper
43.1 88.2 88 100
58.1 58 74.0 52.6 79.0
' 43 107.0 22.1 33.1#
Raw 50
Abundance
73.2 3/655
\\‘H \‘ 3‘ | 15000
O‘HH‘HH‘H \‘H\\‘\\H‘\H\“HH‘HH‘\i\\‘\\\\‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 20 (3.655 min): BG057626.D\data.ms (-1)
43.1 88.2 10000
58.1
sub 5000
‘ ‘ 73.2
O reregrretll et berperesreserreege e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 3.60 3.65 3.70
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Abundance Scan 93 (4.084 min): BG057591.D\data.ms (-89) #3
79.2 Pyridine
Concen: 26.566 ng

52.1 RT: 4.090 min Scan#t 94EiidtinlEIgies
Ref 50 Delta R.T. 0.021 min |
Lab File: BGO57626.D [SlULERISEIIAE
Acq: 31 May 2023 18:01 ENNEEPESAVEI
0! \\H‘i“uuuuuuuuHHHHHH .
m/z--> 40 6‘0 8‘0 160 12‘0 14‘10 1%0 1é0 260 Tgt Ion: 79 RESpZ 4507 WY ERIEL Integratlons
Abundance  Scan 94 (4.090 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
79.2 79 160 Reviewed By :Yogesh Patel  06/01/2023

52 58.6 48.4 72.6

Supervised By :mohammad ahmed  06/01/2023

51 30.3 24.4 36.6

52.1
Raw 50
Abundance
25000{  4.090
o 207.1
0' \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 94 (4.090 min): BG057626.D\data.ms (-1)
79.2 15000
10000
Sub 52.1
50
5000
0 ] 207.1 0!
L R R RRRR RN R R R R AR ARREARE T
miz--> 40 60 80 100 120 140 160 180 200 Time—> 4.00 4.10 4.20

Abundance Scan 78 (3.996 min): BG057591.D\data.ms (-72) #4

74.2 n-Nitrosodimethylamine
421 Concen: 43.986 ng
RT: 3.984 min Scan# 76
Ref 50 Delta R.T. ©0.003 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
0\\””1\\\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion: 42 Resp: 30195
Abundance  Scan 76 (3.984 min): BG057626.D\data.ms Ion Ratio Lower Upper
74.2 42 100
74 148.9 107.3 160.9
42.1 44 7.2 6.1 9.1
Raw 50
Abundance
25000
‘ 207.2
O bt e 20000
m/z--> 40 60 80 100 120 140 160 180 200 220 3.984
Abundance Scan 76 (3.984 min): BG057626.D\data.ms (-1)
74.2 15000
42.1
Sub 10000
50
5000
0 0“\\1\\\\2\072\ O'\ T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 3.90 4.00 4.10
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Abundance Scan 396 (5.864 min): BG057591.D\data.ms (-3¢ #5

1121 2-Fluorophenol
Concen: 137.509 ng
64.2 RT: 5.858 min Scan# 3{EaicE
Ref 50 Delta R.T. ©.003 min

92.0 Lab File: BG@57626.D (GUEINEEITSIEIR
Acq: 31 May 2023 18:01 ENNEEPESAVEI
39.1 | 7 ‘
0 \‘\H‘“‘H\\"M\.‘\‘}\‘"\‘\‘\‘\‘\‘\M\\.‘q\‘\‘\\‘\‘\H‘HH‘ ‘H\‘\\ .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 18418 Manual Integratlons

I[sJold  APPROVED

Reviewed By :Yogesh Patel 06/01/2023
Supervised By :mohammad ahmed  06/01/2023

Abundance  Scan 395 (5.858 min): BG057626.D\datams 100 Ratio Lower
1121 112 100

64 63.6 47.8 71.6

64.2 63 33.1 27.8 41.8
Raw 50
Abundance
020 100000 5558
39.1 511 7g£ ‘ |
0 \‘\H‘\H‘HH"M\‘\‘M"\‘\‘\H\‘\”H“\‘\‘H‘\‘\H‘HH‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 395 (5.858 min): BG057626.D\data.ms (-3(
112.1 60000
64.2
Sub 40000
50
92.0 20000
0 38-15?.1,79' SEARE R R
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.80 590 6.00
Abundance Scan 702 (7.661 min): BG057591.D\data.ms (-6¢ #6
93.2 Aniline
Concen: 20.844 ng
RT: 7.656 min Scan# 701
Ref 50 66.2 Delta R.T. ©.003 min
Lab File: BGO57626.D
39.1 Acq: 31 May 2023 18:01
0 T ‘ T \‘\‘“H\ T \‘\5“%:\‘]-\ T “\“\“\‘\ ‘ \7\6i.‘9‘ T TT ‘ \‘ \‘ T ‘ T1
miz--> 30 40 50 60 70 80 90 100 I8t Ion: 93 Resp: = 52859
Abundance Scan 701 (7.656 min): BG057626.D\data.ms Ion Ratio Lower Upper
93.2 93 100
66 38.6 32.2 48.4
65 18.5 16.7 25.1
Raw 50
66.2 Abundance
39.1
ok T \‘\“i‘\ t \‘\5“‘2\‘.\‘1\ T “\“\“\‘\ T \7\‘6\‘-\(‘)‘ T \‘ \‘ T
miz--> 30 40 50 60 70 80 90 100 30000 7.656
Abundance Scan 701 (7.656 min): BG057626.D\data.ms (-61
932 20000
Sub
S0 66.2 10000
39.1
SN . S ol
miz--> 30 40 50 60 70 80 90 100 Time--> 7.60 7.65 7.70
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Abundance Scan 674 (7.497 min): BG057591.D\data.ms (-6€ #7

99.2 Phenol-d6
Concen: 117.607 ng
RT: 7.491 min Scan# 61EdtlEies
Ref 50 71.2 Delta R.T. ©.003 min VA
Lab File: BGO57626.D [SlULERISEIIAE
42.1 Acq: 31 May 2023 18:01 ENNEEPESAVEI
0\‘\\\}‘H\“\‘\\i\‘\‘\\“i}\‘\“‘\\\\‘\\\\‘\\\\‘“\\‘\‘\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: ‘99 RESpZ 24652 WY ERIEL Integrations
Abundance  Scan 673 (7.491 min): BG057626.D\datams 10N Ratio Lower Upper BRNGE i ON=0)
99.2 99 160 Reviewed By :Yogesh Patel  06/01/2023
42 17.6 12.8 19.2§ sypervised By :mohammad ahmed — 06/01/2023
71 37.3 30.3 45.5
Raw 50
71.2 Abundance
7.491
54.1
G\‘\\\}‘HJ‘\‘\\“\‘\‘\\“\\‘\‘\“‘\\\\8‘2\\2\\‘\\\\“‘\\\\‘\\\
miz-> 30 40 50 60 70 80 90 100 110 100000
Abundance Scan 673 (7.491 min): BG057626.D\data.ms (-5¢
99.2
sub 50000
71.2
42.1
ob e e -
m/z--> 30 40 50 60 70 80 90 100 110 Time->  7.40 7.50 7.60

Abundance Scan 744 (7.908 min): BG057591.D\data.ms (-73 #8

128.1 2-Chlorophenol

Concen: 47.986 ng

RT: 7.902 min Scan# 743

Ref 50 64.2 Delta R.T. ©.003 min
Lab File: BG@57626.D
301 “ 92‘-2 ‘ Acq: 31 May 2023 18:01
G T T \“‘ T \ \‘\ ‘ T T \‘\ ’ T T T \H‘\ T T T ‘ T “\ T ‘
miz--> 40 60 80 100 120 Tgt Ion:128 Resp: 69003

Abundance  Scan 743 (7.902 min): BG057626.D\data.ms  1on Ratio Lower Upper
128.1 128 100

136 33.6 10.5 50.5
64 48.5 33.8 73.8

Raw 50 64.2
Abundance
39.1 92.0 702
(e \‘H‘ ‘\‘\”\‘ T ““\“\ i“‘\ [T !‘ T "‘”\ - “\ ™
miz-> 40 60 80 100 120 30000
Abundance Scan 743 (7.902 min): BG057626.D\data.ms (-65
128.1
20000
Sub 64.2
50 10000
39.1 92.0
G L \‘H‘ \‘\ \‘ T “‘\‘ T \“‘\ ’ T \‘ T "‘H\ T LI ‘ T “\ T ‘ OV‘ T T T 7T ‘ T T T 7T ’ T T
miz--> 40 60 80 100 120 Time> 7.80 7.90 8.00
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Abundance Scan 670 (7.473 min): BG057591 D\data.ms (-6€¢ #9

71.2 105.1 Benzaldehyde
Concen: 21.508 ng
RT: 7.462 min Scan# 6(EidlilEies
Ref 50 51.1 Delta R.T. -0.003 min _
Lab File: BGO57626.D [SlULERISEIIAE
201 ‘ ‘ ‘ Acq: 31 May 2023 18:01 \NSREEPZSIVE)

0\ \\\‘“M\‘w\\ \\\\ ‘\”\\‘\H\\“\‘\ T \\\\“\\ ‘\ TTT .
miz--> 3‘0 4‘0 5b 6‘0 7‘0 8‘0 gb 160 1]‘_0 Tgt Ion: 77 RESpZ 2987V ERIIEN Integratlons
Abundance  Scan 668 (7.462 min): BG057626.D\datams 10N Ratio Lower Upper BRNE i ON=0)

71.2 105.1 77 160 Reviewed By :Yogesh Patel  06/01/2023
1e5 85.4 75.0 115.0 Supervised By :mohammad ahmed  06/01/2023
106 84.3 72.5 112.5
Raw  5p 51.1
Abundance
%0 ‘ 15000 7462

0\‘\\\‘\H‘“\‘\‘\\‘\‘\\\“\“\\\““\\“\‘\“\\\\‘\\\‘\“\\‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 668 (7.462 min): BG057626.D\data.ms (-65 10000

77.2 105.1
Sub
50 51.1 5000
39. ‘

Gwml‘,‘u‘m"um:pduu““‘u‘h‘“"m_m‘mh‘m 0= R

miz--> 30 40 50 60 70 80 90 100 110 Time--> 7.40 7.50

Abundance Scan 678 (7.520 min): BG057591.D\data.ms (-67 #10

94.2 Phenol
Concen: 42.991 ng
RT: 7.520 min Scan# 678
Ref 50 66.2 Delta R.T. ©0.009 min
' Lab File: BG@57626.D
39.1 Acq: 31 May 2023 18:01
0 w‘\ HSE\).O L 79.0 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\ . .
miz--> 30 40 50 60 70 80 90 100 110 I8t Ion: 94 Resp: 85294
Abundance  Scan 678 (7.520 min): BG057626.D\datams | 10" Ratlo Lower Upper
94.2 94 100
65 28.2 9.6 49.6
66 41.4 22.0 62.0
Raw 50
66.2 Abundance
39.1 7520
55.1
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 678 (7.520 min): BG057626.D\data.ms (-5¢ 30000
94.2
20000
Sub
50 66.2
10000
39.1
55.1 ‘
bl b o 11081 il
miz--> 30 40 50 60 70 80 90 100 110 Time-> 7.40 7.50 7.60
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Abundance Scan 717 (7.749 min): BG057591.D\data.ms (-71 #11

63.0 93.0 bis(2-Chloroethyl)ether
' Concen:  43.053 ng
RT: 7.738 min Scan# 71EdtlEgies
Ref 50 Delta R.T. -0.003 min IA_
Lab File: BGO57626.D [SlULERISEIIAE
Acq: 31 May 2023 18:01 ENNEEPESAVEI
ol 4% | ‘ 142.1
m/z--> 4‘0 6’0 Sb 160 150 1)10 Tgt Ion:'93 Resp:  6378@VEQIENIgIETolE1ilo] gk
Abundance  Scan 715 (7.738 min): BG057626.D\datams 10N Ratio Lower Upper BRNGEON=0)
93.0 93 160 Reviewed By :Yogesh Patel  06/01/2023
63.0 63 78.4 59.3 99.38 suypervised By :mohammad ahmed  06/01/2023
95 33.9 14.1 54.1
Raw 50
Abundance
7.738
0 43.1 ‘ L 142.1
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 30000
Abundance Scan 715 (7.738 min): BG057626.D\data.ms (-62
2
63.0 930 20000
Sub
50 10000
m/z-> 40 60 80 100 120 140 Time-> 7.70 7.75 7.80

Abundance Scan 800 (8.237 min): BG057591.D\data.ms (-7¢ #12

146.1 1,3-Dichlorobenzene
Concen: 45.311 ng

RT: 8.225 min Scan# 798
Ref 50 111.1 Delta R.T. -0.003 min

5.2 Lab File: BG@57626.D
50.1 Acq: 31 May 2023 18:01
0 T \ ‘ T \“‘\ ‘\ "\ T \“\‘ ‘\ T ‘ T \M}‘\ ‘ L ‘ \‘\“\ \‘
m/z--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 69416

Abundance  Scan 798 (8.225 min): BG057626.D\datams 10N Ratio Lower Upper
146.1 146 100

148 65.8 53.4 80.0
75 35.6 27.4 41.2

Raw 50 111.1
75.2 ’ Abundance
50.1 40000 8.225
0\\\‘\\“\‘\"\\\“}‘“”\\\‘\\”‘\‘\\\\‘\w\\‘
m/z--> 40 60 80 100 120 140 30000
Abundance Scan 798 (8.225 min): BG057626.D\data.ms (-7
146.1
20000
Sub 50
75.2 111 10000
50.1
o‘m_“m,u”‘: [ER NS | - O e
miz—-> 80 100 120 140 Time-->  8.15 8.20 8.25 8.30
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Abundance Scan 825 (8.384 min): BG057591.D\data.ms (-81 #13

146.1 1,4-Dichlorobenzene

Concen: 45.205 ng

RT: 8.372 min Scan# 8lgiidtipl=lpies
Ref 50 111.1 Delta R.T. -0.003 min .
75.0 Lab File: BG@57626.D (GUEINEEITSIEIR
Acq: 31 May 2023 18:01 ENNEREEFESAVET)

50.1

miz--> 40 60 100 120 140 Tgt Ion:146 Resp: 7045 Manual Integrations

Abundance  Scan 823 (8.372 mln): BG057626.D\datams | 10N Ratio Lower Upper BREUUGLIONZE
1461 146 100 Reviewed By :Yogesh Patel  06/01/2023

148 65.6 53.8 80.68 suypervised By :mohammad ahmed — 06/01/2023
111  42.3  31.9 47.9

o

Raw 50 111.1
75.2 ’ Abundance
50.0 40000 8.872
0! T fer—— T \‘1‘ L L
m/z--> 40 60 80 100 120 140 30000
Abundance Scan 823 (8.372 min): BG057626.D\data.ms (-7
146.1
20000
Sub 50
75.2 111 10000
50.0
O' ‘“”\\\‘\\W\‘\\\\‘\ 7\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 Time-->  8.30 8.35 8.40 8.45

Abundance Scan 880 (8.707 min): BG057591.D\data.ms (-87 #14

146. 1,2-Dichlorobenzene
Concen: 45.042 ng

RT: 8.695 min Scan# 878

:

Ref 50 1111 Delta R.T. -0.003 min
75.1 Lab File: BGO57626.D
50.1 “ | Acq: 31 May 2023 18:01
G T \ ‘ T \“‘\ ‘\ i T \‘\ ‘ \ \ 1 ‘ T \‘\ T ‘ L ‘ T
miz--> 40 60 100 120 140 Tgt Ion:146 Resp: 68473

Abundance  Scan 878(8.695 mln): BG057626.D\datams | 10N Ratio Lower Upper
146.1 146 100

148 64.0 53.5 80.3
111 42.5 36.6 54.8

Raw g0 111.1
75.2 Abundance
50.1 8.695
Ol ‘\\J 1. TE R
miz--> 40 60 80 100 120 140
Abundance Scan 878 (8.695 min): BG057626.D\data.njs (-7¢
146.1 20000
Sub g 111.1 10000
75.2
50.1
0‘”‘\”““‘ r““‘w‘”HO\H”“‘WHH\“”“W O
m/z--> 80 100 120 140 Time--> 8.65 8.70 8.75
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Abundance Scan 859 (8.583 min): BG057591.D\data.ms (-85 #15

79.2 Benzyl Alcohol

108.2 Concen: 45.930 ng

RT: 8.578 min Scan# 8UgidtinlEis

Ref 50 Delta R.T. ©.003 min |
51.1 Lab File: BG@57626.D [SULERIEEUC][ol
39.1 65.0 91‘.2 Acq: 31 May 2023 18:01 ENNEREEZZSRIER
0\‘\\Nm\\\NJ“\\f“ﬁ\‘\“Huwwwmhwww‘uuwuwwu‘

mjze> 30 40 50 60 70 80 90 100 110 Tgt Ion: 79 Resp: 74068V ERNEIRGICHIETO)
Abundance  Scan 858 (8.578 min): BG057626.D\datams | 10N Ratio Lower Upper BRAGLON=0)
79.2 79 160 Reviewed By :Yogesh Patel  06/01/2023

1032 168 71.5 52.6 78.8
77 66.9 49.7 74.5

Supervised By :mohammad ahmed  06/01/2023

Raw 50
Abundance
51.1 8.578
B w2 91"2
G\‘\HWM\H\WMH\f“ﬁ\‘\M\J\H\W\H\‘\M\H\H\‘ 30000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 858 (8.578 min): BG057626.D\data.ms (-7¢€
79.2 20000
108.2
Sub
50 10000
51.1
39.1 63.1 912
owmw“HH‘JJ‘M,‘JM‘H_MHM“J‘mwuw‘uw O
m/z--> 30 40 50 60 70 80 90 100 110  Time--> 850 8.60 8.70

Abundance Scan 907 (8.865 min): BG057591.D\data.ms (-8¢ #16
45.1 2,2"'-oxybis(1-Chloropropane)

Concen: 44.469 ng m

RT: 8.854 min Scan# 905

Ref 50 Delta R.T. -0.003 min
1212  Lab File: BGO57626.D
77.0 Acq: 31 May 2023 18:01
ol Ll 580 ]| 930
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ . .
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: 45 Resp: 81802
Abundance  Scan 905 (8.854 min): BG057626.D\datams | 10N Ratlo Lower Upper
45.1 45 100
77  15.9 0.0 39.2
79  12.5 0.0 34.2
Raw 50
Abundance
121.1 8.854
77.0 30000
. 1.58.0 | 930 107.1
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

miz—> 30 40 50 60 70 80 90 100 110 120

Abundance Scan 905 (8.854 min): BG057626.D\data.ms (-81 20000
45.1

sub o 10000

1211
77.0

1,580 | 930 1071 0
R A Lo e

m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.80 8.90
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Abundance Scan 894 (8.789 min): BG057591.D\data.ms (-8¢ #17

108.2 2-Methylphenol
Concen: 42.430 ng
RT: 8.783 min Scan# 8{giidtinlEls

Ref 50 7.2 Delta R.T. ©.003 min  [ZAVAR
902 Lab File: BGO57626.D [SlULERISEIIAE
39.1 51‘1 H Acq: 31 May 2023 18:01 ENNIEEPESAVER)
0\ \\\1‘ \\\\‘H\‘\\ \“\“\\ \\\\ T ‘\ TTT TTT ‘ TTTT .
m/z--> 3‘0 4‘0 5‘0 6‘0 7‘0 8‘0 9‘0 160 ﬁo | Tgt Ion:107 Resp: 61818 VERIEREIIEHNIS

Abundance  Scan 893 (8.783 min): BG057626.D\datams 10N Ratio Lower Upper BRAGLHONZD)
108.2 107 1600 Reviewed By :Yogesh Patel  06/01/2023

1e8 112.7 87.7 131.58 supervised By :mohammad ahmed — 06/01/2023
77 55.5 43.0 64.6
Raw 5 77.2 79 56.1 41.0 61.4
Abundance
511 90.2 40000
30.1 | 63.1 M 8.7183
G\‘\\\\‘\\\\“H\“\\‘\“\‘\\‘\\\\“\\\\“\\\\‘\\\“\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 30000
Abundance Scan 893 (8.783 min): BG057626.D\data.ms (-84
108.2
20000
Sub 77.2
50 10000
511 90.2
39.1 ‘ 63.1 “
owm:‘_m“‘”sm J‘mw:m‘_w“m‘m N i
miz--> 30 40 50 60 70 80 90 100 110  Time.> 870 880 8.90

Abundance Scan 1005 (9.441 min): BG057591.D\data.ms (-¢ #18
200.8 | Hexachloroethane
117.0 Concen:  46.311 ng
165.9 RT: 9.430 min Scan# 1003
Ref 50 Delta R.T. -0.003 min
94.0 Lab File: BG@57626.D
47‘0 “ ‘ H ‘ Acq: 31 May 2023 18:01
| | |

\v\\\\\\\

miz--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 24715

Abundance Scan 1003 (9.430 min): BG057626.D\datams 10N Ratio Lower Upper
200.8 117 100

117.0 119 99.1 80.6 121.0
201 130.2 108.8 163.2

o

Raw  sp 165.9
94.0 Abundance
47.0 ‘
04 \‘\‘\\"7\9\(\)“ H“‘HH“‘HH\‘\‘HH‘\!‘H‘HHM“\H 15000 9.430
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1003 (9.430 min): BG057626.D\data.ms (-¢
200.8 10000
117.0
Sub 165.9
50 5000
94.0
ool
0 "W“‘H‘,‘H‘w‘!m‘wH_M“HHMHWH‘NM e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.35 9.40 9.45 9.50
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Abundance Scan 955 (9.147 min): BG057591.D\data.ms (-9¢ #19

70.2 n-Nitroso-di-n-propylamine
43.1 Concen: 40.853 ng
RT: 9.142 min Scan# 9Ugiigipl=les
Ref 50 Delta R.T. ©0.003 min IA_
1302 Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
1002 1 Acq: 31 May 2023 18:01 ENNISIHAEPESANET)
0\\\‘i}H\‘“‘\\‘\\‘\\\\“\‘\H‘\\\\‘\\\\‘\\\\‘\\\\2’0\\6\\9‘\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ‘70 Resp: 59498V ERITEL Integratlons
Abundance  Scan 954 (9.142 min): BG057626.D\datams 10N Ratio Lower Upper BRNGEON=0)
70.2 70 1600 Reviewed By :Yogesh Patel  06/01/2023
431 42 50.6 Supervised By :mohammad ahmed  06/01/2023
101 8.
Raw 50 130 18.
Abundance
10
G\\\‘}\‘\\‘“\\‘\\“‘\\\\‘ﬂ\ﬂ:‘\\‘\\‘\\\\‘\\H‘]\-\gﬁﬂ-\\z\\z‘]-\\] 30000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 954 (9.142 min): BG057626.D\data.ms (-8¢€
70.2 20000
43.1
Sub
50 10000
130.2
b L 1931 220 e
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.05 9.10 9.15 9.20

Abundance Scan 951 (9.124 min): BG057591.D\data.ms (-94 #20

107.2 3+4-Methylphenols
Concen: 41.767 ng
RT: 9.112 min Scan# 949
Ref 50 77.2 Delta R.T. -0.003 min
Lab File: BGO57626.D
51.1 ‘ Acq: 31 May 2023 18:01
0h ‘\Q\‘ ‘\‘MH‘ oL ‘\ o ‘ SRR 130.1 ‘
miz--> 60 80 100 120 Tgt Ion:107 Resp: 85426
Abundance Scan 949 (9.112 min): BG057626 D\datams | 10N Ratio Lower Upper
10%7.2 107 100
108 86.7 65.6 105.6
77 37.1 18.0 58.0
Raw  5g 79 31.7 11.1 51.1
77.2 Abundance
50000
o 37, mu — it R
miz-> 40 80 100 120 40000
Abundance Scan 949 (9.112 min): BG057626.D\data.ms (-85
107.1 30000
Sub 20000
50
10000
53.1
O 0 2 L 1303 0L
m/z--> 40 60 80 100 120 Time--> 9.00 9.10 9.20
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Abundance Scan 1302 (11.186 min): BG057591.D\data.ms (- #21

136.2  Naphthalene-d8
Concen: 20.000 ng
RT: 11.174 min Scan#t 11gigiil=glies
Ref 50 Delta R.T. -0.003 min |
Lab File: BG057626.D [GUERISEIIEH
. . PNNL-RH-524-1MSD
54‘.1 80.0 10?.2 | Acq: 31 May 2023 18:01
0\\‘\\\‘\\“\‘\\H“\‘\\\\‘\\\\\\“ ™1 .
m/z--> 4b 6‘0 8‘0 160 150 1)10 Tgt Ion::}36 Resp: 9032 EEVEGNEINGICIIE WIS
Abundance Scan 1300 (11.174 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
1362 | 136 100 Reviewed By :Yogesh Patel  06/01/2023
137 11.0 9.8 14.8 Supervised By :mohammad ahmed  06/01/2023
54 7.0 5.8 8.6
Raw 5o 68 5.8 4.1 6.1
Abundance
50000 11474
5 54.1 78.2 108.2 I
0 \\-“\\\“\‘H\‘\\H‘H\‘\\\‘\‘\\\‘\\\H‘\\ 40000
m/z--> 40 60 80 100 120 140
Abundance Scan 1300 (11.174 min): BG057626.D\data.ms ( 30000
136.2
b 20000
S
5
10000
108.2
54.1
ol383 1T BRIl
m/z--> 40 60 80 100 120 140 Time--> 11.10 11.20
Abundance Scan 960 (9.177 min): BG057591.D\data.ms (-95 #22
105.1 Acetophenone
Concen: 45.644 ng
RT: 9.171 min Scan# 959
Ref 50 Delta R.T. ©.003 min
511 Lab File: BGO57626.D
' Acq: 31 May 2023 18:01
0\ T “‘ T \m\ T “\ !‘ L ‘ T T T \2‘07\.2\ T T ‘ T T T T
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.@S Resp: 110243
Abundance  Scan 959 (9.171 min): BG057626.D\data.ms Ion Ratio Lower Upper
105.2 105 100
71 0.0 0.0 0.0
51 23.6 20.7 31.1
Raw 5o 120 21.4 17.9 26.9
Abundance
51.1
60000 9471
ok “\“ ““ \‘“\‘m‘\ § “\ ! T T T \2|07\2\ T \2\8\0:
m/z--> 50 100 150 200 250
Abundance Scan 959 (9.171 min): BG057626.D\data.ms (-8€ 40000
105.2
Sub
50 20000
51.1
ow\‘ el L . 2072 280! of 2
miz--> 50 100 150 200 250 Time--> 9.10 9.20
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Abundance Scan 1020 (9.529 min): BG057591.D\data.ms (-1 #23

82.2 Nitrobenzene-d5

Concen: 89.428 ng

RT: 9.518 min Scan# 1(giigilpl=gles

Ref 50 54.1 128.2 Delta R.T. -0.003 min !
' Lab File: BG@57626.D (GUEINEEITSIEIR

Acq: 31 May 2023 18:01 ENNEREEFESAVET)

98.2
401 || es2, || | 1

‘HH‘HH‘HH‘HH‘HH‘\H‘\\H‘HH‘HH‘HH‘HH‘ .

m/z--> 30 40 50 60 70 80 90 100110120130 Tgt Ion: 82 Resp: 17279 Manual Integratlons

Abundance Scan 1018 (9.518 min): BG057626.D\datams 10N Ratio Lower Upper BRNGEONZ0)

82.2 82 1600 Reviewed By :Yogesh Patel  06/01/2023

128 38.3 30.0 45.0 Supervised By :mohammad ahmed  06/01/2023
54 44.3 35.2 52.8

o

Raw
50 54.1 128.2  apyndance

98.2
401 || esR, | 112.2

m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 1018 (9.518 min): BG057626.D\data.ms (-¢ 60000

80000

o

82.2
40000
Sub 50 541
128.2 20000
98.2
401 | es2 | 1122 | ol
o) S - N T I R~ e

miz--> 30 40 50 60 70 80 90 100110120130  Time--> 9.459.50 9.55 9.60

Abundance Scan 1027 (9.570 min): BG057591.D\data.ms (-1 #24
7.2 Nitrobenzene
Concen: 45.102 ng
RT: 9.565 min Scan# 1026
Ref 50 51.1 123.1 Delta R.T. 0.003 min
Lab File: BGO57626.D
93.0 Acq: 31 May 2023 18:01
o3 | ed2 | | 1070 |
\‘HH‘HH’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H . .
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 77 Resp: 88462
Abundance Scan 1026 (9.565 min): BG057626.D\datams 10N Ratlo Lower Upper
77.2 77 100
123 40.3 30.6 46.0
65 12.4 10.2 15.4
Raw 50
511 123.2 Abundance
93.2 9.665
0 \‘\‘\?’\‘8\“.‘]\-\H"‘M\\‘6\“4\‘.).\2\‘\‘M\“HH“‘H\‘:\LRZI‘%\H‘H‘H‘H 40000
m/z--> 30 40 50 60 70 80 90 100 110120130
Abundance Scan 1026 (9.565 min): BG057626.D\data.ms (-§ 30000
71.2
20000
Sub 50
51.1 .
123.2 10000
93.2
0 3%1 i 6&)'2 Ll 107.1 | 01
R R R e RRARARY BB B S e SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 950 9.60
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Abundance Scan 1115 (10.087 min): BG057591.D\data.ms (; #25
823.2 Isophorone
Concen: 43.001 ng
RT: 10.082 min Scan# 1{gEigial=laies
Ref 50 Delta R.T. ©.003 min IA_
Lab File: BG@57626.D (GUEINEEITSIEIR
39.1 54.1 138.2 | Acq: 31 May 2023 18:01 NNISIRIERPESRVIEIR)
0\\“‘\\‘\“‘\‘\‘\\\“\\\\‘%1\-9.3\‘\\\\‘\\
miz--> 60 80 100 120 140 Tgt Ion: ‘82 Resp: 16331 Manual Integrations
Abundance Scan 1114 (10.082 min): BG057626.D\datams | 10N Ratio Lower Upper BRUULGISIE
82.2 82 100 Reviewed By :Yogesh Patel  06/01/2023
95 7.9 6.3 9.5 Supervised By :mohammad ahmed  06/01/2023
138 16.1 12.0 18.0
Raw 50
Abundance
391 54.1 138.2 10.p82
N \ | 1102 80000
G\\‘\\‘\H\‘\‘\\\“\\\\‘\\\\‘\\\\“\\
m/z--> 40 80 100 120 140
Abundance Scan 1114 (10.082 min): BG057626.D\data.ms ( 60000
82.2
40000
Sub
50
20000
39.1 54.1 138.2
G\\“‘\\\“‘\‘\‘\\\“\\\‘\‘1\0\8.\1\‘\\\\“‘\\ OV\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 Time->  10.00 10.10 10.20
Abundance Scan 1150 (10.293 min): BG057591.D\data.ms (- #26
139.1 | 2-Nitrophenol
Concen: 46.772 ng
65.2 RT: 10.281 min Scan# 1148
81.2 - i
Ref 50 39.1 109.1 Delta_R.T. 0.003 min
Lab File: BGO57626.D
‘ ‘ Acq: 31 May 2023 18:01
Al I | L
G\\\“\\‘\\“\\\\“\\\H\‘\\\\“\\\\“\\
miz--> 40 80 100 120 140 Tgt IOI’IZ:!.39 Resp: 39334
Abundance Scanll48(10281rnh0:BGOS?626Iﬂda&Lms Ion Ratio Lower Upper
139.1 139 100
109 36.8 29.5 44.3
. 65.2 65 55.1 43.0 64.6
01 391 8L.2 109.1 Abundance
‘ 20000, 1081
Oh— \““ t \“‘\‘“\ “‘\“\ \Hi““‘\ T H‘\ T \‘\‘\ T “‘\ T “ T
miz--> 40 0 80 100 120 140 15000
Abundance Scan 1148 (10.281 min): BG057626.D\data.ms (
139.1
10000
Sub 50 65.1
812 109.1 5000
39.1
0 O
miz--> 80 100 120 140 Time-> 10.20 10.30
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Abundance Scan 1157 (10.334 min): BG057591.D\data.ms (- #27
1072,,,, 2,4-Dimethylphenol
Concen: 49.034 ng m
RT: 10.322 min Scan#t 1gigiil=glies
Ref 50 Delta R.T. -0.003 min
.2 Lab File: BGB57626.D (@UiElCIE
51.0 ‘ . Acq: 31 May 2023 18:01 ENNEEPESAVEI
“m \‘\‘\ T - “ #\'\ i |
s T e e 1o | Tet Ton:122 Resp: 7120
Abundance Scan 1155 (10.322 min): BG057626.D\datams 10N Ratio Lower Upper BNEON=0)
1072 ,, 122 1o Reviewed By :Yogesh Patel  06/01/2023
' 167 124.5 99.4 149.2Q sypervised By :mohammad ahmed  06/01/2023
121 56.4 48.4 72.6
Raw 50
77.2 Abundance
39.1 % Q
[o) “‘i“‘ \“\“??‘.‘\”\ M“‘ : ? ‘\\'\‘2‘ \‘u 1 ey \‘ . ‘1‘38“9‘ 40000 10.322
m/z--> 40 60 80 100 120 140
Abundance Scan 1155 (10.322 min): BG057626.D\data.ms ( 30000
107.2
122.2
20000
Sub 50
77.2 10000
39.1 %
o %08 | %2 | | 139 o\
m/z--> 40 60 80 100 120 140 Time->  10.20 10.40
Abundance Scan 1196 (10.563 min): BG057591.D\data.ms (- #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 45.691 ng
RT: 10.552 min Scan# 1194
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
123.1 Acq: 31 May 2023 18:01
04‘749\‘\‘\\‘\\1711\
miz--> 40 60 80 100 120 140 160 Tgt Ion: 93 Resp: 89981
Abundance Scan 1194 (10.552 min): BG057626.D\data.ms Ion Ratio Lower Upper
93.0 93 100
63.0 95 32.8 25.3 37.9
' 123 10.3 8.2 12.4
Raw 50
Abundance
1231 50000 10352
0 A\A“l ‘ \“‘“ T T \““* T \1711\
m/z--> 40 60 80 100 120 140 160 40000
Abundance Scan 1194 (10.552 min): BG057626.D\data.ms (
93.0 30000
63.0
Sub 20000
50
10000
123.1
04\4‘ ‘ \“‘“ T T \““‘ BARRES \1711\ O T
m/z--> 40 60 80 100 120 140 160 Time--> 10.50 10.60
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Abundance Scan 1242 (10.833 min): BG057591.D\data.ms (- #29
162.1 | 2,4-Dichlorophenol
Concen: 49.055 ng

63.1 RT: 10.828 min Scan#t 1Sl
Ref 50 98.0 Delta R.T. -0.003 min |
' Lab File: BGO57626.D [SlULERISEIIAE
71 126.1 Acq: 31 May 2023 18:01 NNSIRPESAVEP)
0! . B B o B \‘\‘ \“\ T T .
m/z--> 40 60 Sb 100 12‘0 11‘10 1(‘50 Tgt Ion:162 Resp: 74918V EQIVEL Integratlons

Abundance Scan 1241 (10.828 min): BG057626.D\datams 10N Ratio Lower Upper BRNEONZ0)

162.1 162 100 Reviewed By :Yogesh Patel  06/01/2023
164 66.7 44.1 84.1F sypervised By :mohammad ahmed — 06/01/2023
98 35.7 16.3 56.3

63.1
Raw 50
98.0 Abundance
10,828
126.1
ol 3t R 30000
- \‘\\\\\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1241 (10.828 min): BG057626.D\data.ms (
. 20000
Sub
10000
- 7\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160  Time--> 10.80 10.90

Abundance Scan 1278 (11.045 min): BG057591.D\data.ms (; #30

1819 | 1,2,4-Trichlorobenzene
Concen: 44.903 ng

RT: 11.033 min Scan# 1276

Ref 50 Delta R.T. -0.003 min
500 \\“ | ‘H ‘ - e .
0 Hi“‘\‘\‘\‘\i“uH‘\”\”H‘\M\’HHH‘\‘H‘HH
miz--> 40 60 80 100 120 140 160 180 | '8t Ion:18@ Resp: 74732

Abundance Scan 1276 (11.033 min): BG057626.D\datams 10N Ratio Lower Upper
181.9 180 100

182 101.4 80.2 120.2
145 29.0 23.1 34.7

Raw 50
Abundance
742 1091 1451 11,633
501 ‘ ‘ M 40000
oL \‘\“‘ \‘\“\”\ ‘”‘\ T M T \‘“\”\ T 1“\ T Ul BRRA
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 1276 (11.033 min): BG057626.D\data.ms (
181.9
20000
Sub
%0 10000
741 1001 1451
m/z--> 40 60 80 100 120 140 160 180  Time--> 11.00 11.10
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Abundance Scan 1311 (11.239 min): BG057591.D\data.ms (; #31

128.2  Naphthalene

Concen: 43.836 ng

RT: 11.227 min Scan#t 11gigill=gles

Ref 50 Delta R.T. -0.003 min |
Lab File: BGO57626.D [(CUEISEIeEIH
1021 Acq: 31 May 2023 18:01 NNSIRPESAVEP)

39.1 63.1 77.2

0\\\“\\“\\“‘\‘\\Hi“\‘\\\““\\\\‘\‘H\\‘

miz-> 40 60 80 100 120 Tgt Ion:128 Resp: 209458 WVERIVEINIIE]E 1]
Abundance Scan 1309 (11.227 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
1282 128 100 Reviewed By :Yogesh Patel  06/01/2023

129 11.0 8.7 13.1Q. Supervised By :mohammad ahmed  06/01/2023
127 13.8 9.8 14.8
Raw 50
Abundance
102.2 11.227
(o5 \3\7‘1\5\:‘]‘-\1\ “‘\‘ \7\?\”9‘ T \““\.\ ] \‘H\ ™ 100000
m/z--> 40 60 80 100 120
Abundance Scan 1309 (11.227 min): BG057626.D\data.ms (
128.2
50000
Sub
50
102.2
51.1
ob s it w0 o2
miz--> 40 60 80 100 120 Time--> 11.20 11.30

Abundance Scan 1182 (10.481 min): BG057591.D\data.ms (; #32

105.1 i i
772 Pt 1000 Benzoic acid
) Concen: 39.383 ng m
RT: 10.487 min Scan# 1183
Ref 50 Delta R.T. ©0.009 min
511 Lab File: BGO57626.D
Acq: 31 May 2023 18:01
G\‘\\3\‘8\”.‘]\-\‘\\“‘\‘\HU‘\W\‘\‘\“H‘\H\‘H‘H“i}\‘uu‘\‘\u‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:122 Resp: 32212
Abundance Scan 1183 (10.487 min): BG057626.D\datams = 10N Ratlo Lower Upper
105.1 122 100
.2 1221 105 133.9 104.8 144.8
77 108.0 75.8 115.8
Raw 50
51.1 Abundance
0\‘\H‘\H‘HHH“}\H|‘i‘\‘\‘\‘\‘\‘H‘\H\‘H‘H“\l\‘uu‘\‘\u‘\ 30000
m/z--> 30 40 50 60 70 80 90 100 110120
Abundance Scan 1183 (10.487 min): BG057626.D\data.ms (
105.1
77.2 122.1 20000
Sub
51.1
GWm“.‘(\)\‘u“‘l\u“w\‘M“H‘\m‘\JH‘HMHH‘\‘M‘\ 01~ T
m/z--> 30 40 50 60 70 80 90 100110120  Time—> 10.40 10.60
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06/01/2023

06/01/2023

Abundance Scan 1329 (11.344 min): BG057591.D\data.ms (; #33
127.1 4-Chloroaniline
Concen: 8.488 ng
RT: 11.339 min Scan#t 1lgigill=gles
Ref 50 Delta R.T. ©.003 min .
6.2 622 Lab File: BGB57626.D (@UiElEIE
391 ‘ Acq: 31 May 2023 18:01 ENNEEPESAVEI
0\\\”“‘\‘\‘\‘\“‘H\\M\‘\\“\\””\\:L]\-:\L‘\‘l‘\\‘\ ]
m/z--> 40 60 80 100 120 140 Tgt Ion:127 Resp: 1865V EQIVEL Integratlons
Abundance Scan 1328 (11.339 min): BG057626.D\datams 10N Ratio Lower Upper BRNE i ON=0)
127.1 127 100 Reviewed By :Yogesh Pate
129 31.3 26.9 40.3 Supervised By :mohammad ahmed
65 30.1 27.3 40.9
Raw s5g 92 17.7 16.8 25.2
65.2 Abundance
o
0l ‘H‘\ T ‘\\ u ‘ - ‘\u‘ — Al -
miz--> 40 100 120 140
Abundance Scan 1328 (11.339 mm). BG057626.D\data.ms ( 10000
127.1 11.339
sub 5000
65.2
92.0
41.0 ‘ ‘ |
0 e e e B BN
m/z--> 40 60 80 100 120 140 Time--> 11.30 11.40
Abundance Scan 1357 (11.509 min): BG057591.D\data.ms (; #34
224.8 Hexachlorobutadiene
Concen: 44.870 ng
RT: 11.491 min Scan# 1354
Ref 50 189.9 Delta R.T. -0.003 min
1181 2599 | Lab File: BGO57626.D
471 ‘83? | M 5ﬁg ‘ Acq: 31 May 2023 18:e1
G i — ‘\H‘\\ \ il — \‘ — \‘M — \r\ . oy
mlz-—-> 5‘0 100 150 200 250 Tgt Ion:225 Resp: 51652
Abundance Scan 1354 (11.491 min): BG057626.D\data.ms | 1©" Ratio Lower Upper
224.8 225 100
223 63.5 50.1 75.1
227 65.7 47.9 71.9
Raw
>0 1181 189.9 259.9 Abundance
47 0 83 0 ‘ 549 M 30000 11.491
[ u‘ \ ‘\ \\ N ‘\ ‘ H\ T ‘\“‘ — \“\ — M‘
miz--> 50 100 150 200 250
Abundance Scan 1354 (11.491 min): BG057626. D\data ms ( 20000
224,
Sub
50 189.9 10000
118.1 259.9
pme T | |
(o) um u‘ " “\ ‘\\‘N ‘\ ‘ H\‘H‘ ; “m‘ ; ‘\‘\ ; M 0 T
m/z--> 50 100 150 200 250 Time--> 11.50
BGO57626.D 8270-BGO52723.M Thu Jun 01 11:00:54 2023
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Abundance Scan 1460 (12.114 min): BG057591.D\data.ms (| #35

55.1 Caprolactam
Concen: 37.581 ng m
o1 85.2 1132 pr: 12.108 min Scan# 1GEGTUEE
Ref 50 ' Delta R.T. -0.003 min IA_
Lab File: BGO57626.D [SlULERISEIIAE
| 67‘ 2 Acq: 31 May 2023 18:01 ENNSIEPESAVIE
0\\\\\‘\\\\‘\‘\‘\‘\\\\1”\\\\\‘\\\\\\\\\\\\\\\\\ .
miz--> 3‘0 4‘0 5b 6‘0 7b 8‘0 g‘o 160 1]‘_0 ]éo Tgt Ion:113 Resp: 23798V EQIVEL Integratlons
Abundance Scan 1459 (12.108 min): BG057626.D\datams 10N Ratio Lower Upper BRNEOMN=0)
55.1 113 1lee Reviewed By :Yogesh Patel  06/01/2023
55 169.8 140.9 180.9 Supervised By :mohammad ahmed  06/01/2023
113.2 56 123.1 105.9 145.9
Raw 50 42.1 85.2
Abundance
10000
‘ 67.2
0 | “ 1l ‘ ‘\n ‘ 98.0
\‘\H\‘H\\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘\\ 8000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1459 (12.108 min): BG057626.D\data.ms ( 12/10
581 6000
113.2 4000
Sub 50 421 85.2
2000
‘ 67.2
I | Y N oLt =
m/z--> 30 40 50 60 70 80 90 100 110 120 Time-> 12.00 12.20

Abundance Scan 1516 (12.443 min): BG057591.D\data.ms (; #36

107.2 ) 4-Chloro-3-methylphenol
1421 Concen: 46.489 ng
77.2 RT: 12.437 min Scan# 1515
Ref 50 Delta R.T. -0.003 min
511 Lab File: BGO57626.D
Acq: 31 May 2023 18:01
G\\\‘\\“\H\ ‘ \ t \H‘\H‘\\\\‘\h\‘\“\ T ‘H\‘\\
miz--> 40 60 80 100 120 140 Tgt IOI’IZ:!.07 Resp: 84031
Abundance Scan 1515 (12.437 min): BG057626.D\data.ms | 10" Ratio Lower Upper
107.2 107 100
142.1 144 25.3 19.7 29.5
772 142 76.1 61.6 92.4
Raw 50
Abundance
51.1 12.437
Ob— ‘ t \“\“\ “‘\ gl \‘H\H‘ it T \H \“\J‘-Z\E\IZ\ T ‘H\‘\ T 40000
miz--> 40 60 80 100 120 140
Abundance Scan 1515 (12.437 min): BG057626.D\data.ms ( 30000
107.2
142.1
20000
Sub 7.2
50
10000
51.1
oot el 1252 | of e
miz--> 40 60 80 100 120 140  Time--> 12.40 12.50
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Abundance Scan 1580 (12.819 min): BG057591.D\data.ms (| #37

142.2 2-Methylnaphthalene

Concen: 41.805 ng

RT: 12.807 min Scan#t 1{gSagilnlcaiee
Ref 50 115.2 Delta R.T. -0.003 min |
Lab File: BGO57626.D [SlULERISEIIAE
. . PNNL-RH-524-1MSD
631 8o Acq: 31 May 2023 18:01
04 \3\9“-1\-\”\ \““\‘\“‘\“i" \”\‘\ T it T T “\ T
miz--> 40 60 80 100 120 140 Tgt Ion: :!.42 Resp: 15677 Manual Integrations
Abundance Scan 1578 (12.807 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
14p.2 142 100

141 89.3 68.6 103.0
115 36.2 30.4 45,

Reviewed By :Yogesh Patel
Supervised By :mohammad ahmed

Abundance Scan 1615 (13.025 min)
14

: BG057626.D\data.ms Ton
b2 142

Ratio
100

Raw 50
115.2 Abundance
12/807
0 391 J \6%:1\\ Iy 8\%2 uly . H 80000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140
Abundance Scan 1578 (12.807 min): BG057626.D\data.ms ( 60000
142.2
40000
Sub
50
115.2 20000
391 631 892 |
N L e
m/z—-> 40 60 80 100 120 140 Time--> 12.80
Abundance Scan 1616 (13.030 min): BG057591.D\data.ms ( #38
142.2 1-Methylnaphthalene
Concen: 41.725 ng
RT: 13.025 min Scan# 1615
Ref 50 115.2 Delta R.T. -0.003 min
Lab File: BGO57626.D
6%1 | Acq: 31 May 2023 18:01
GH\“\\”\\“‘\‘\‘“\”H\”\‘“\\‘HM‘\‘\H‘HH‘HH‘HH‘\'H\‘HH‘H
miz--> 40 60 80 100120 140160 180200220240 | Tgt Ion:142 Resp: 149322

Lower Upper

141 99.6 72.1 108.1
116 3.9 3.4 5.2

Raw 50
115.2 Abundance
13(025
6?‘>J‘. | | 20‘2.9 235.8 80000
OH\“\\”\\“‘\‘\‘\”\“\”\‘\\‘HM‘\‘\H‘HH‘\\H‘HH“\‘H\‘HH‘.H
m/z--> 40 60 80 100120140160 180200220240
Abundance Scan 1615 (13.025 min): BG057626.D\data.ms (90000
142.2
40000
Sub 50
1152 20000
63.1
m/z--> 40 60 80 100120140160 180200220240 Time--> 13.00
BGO57626.D 8270-BGO52723.M Thu Jun 01 11:00:56 2023
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Abundance Scan 1946 (14.969 min): BG057591.D\data.ms (| #39

164.3 | Acenaphthene-di1e
Concen: 20.000 ng
RT: 14.957 min Scan#t 1{gSagilnlEalee
Ref 50 Delta R.T. -0.003 min .
Lab File: BGO57626.D [SlULERISEIIAE
80.2 Acq: 31 May 2023 18:01 PNNL-RH-524-1MSD
0 5“17 mw“mlpo‘zm 13%2“
miz--> 46 Gb 80 160 1éo 140 160 Tgt Ion:164 RESpZ 6580 hAanuaIHuegraﬂons

Abundance Scan 1944 (14.957 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
16p.2 164 1600 Reviewed By :Yogesh Patel  06/01/2023

162 100.6 80.1 120.18 sypervised By :mohammad ahmed — 06/01/2023
160 47.2 35.9 53.9
Raw 50
Abundance
80.2 40000 141957
541 | 1061 1821 |
Ot e e e
m/z--> 40 60 80 100 120 140 160 30000
Abundance Scan 1944 (14.957 min): BG057626.D\data.ms (
162.2
20000
Sub
50 10000
80.2
54.1 1061 1321 | M ol
GH\m“*w‘“““‘mwmwm‘wm‘\m U T
miz--> 40 60 80 100 120 140 160  Time--> 14.90 15.00
Abundance Scan 1641 (13.177 min): BG057591.D\data.ms (- #40
215.9 1,2,4,5-Tetrachlorobenzene
Concen: 48.188 ng
RT: 13.166 min Scan# 1639
Ref 50 Delta R.T. -0.009 min
Lab File: BGO57626.D
- 74‘2 10H91 1431 17‘7-9 Acq: 31 May 2023 18:01
o) R Y U M H\m b MH\HH -
miz--> io e‘o 80 100120140 160 180200220240 T8t Ton:216 Resp: 104083
Abundance Scan 1639 (13.166 min): BG057626.D\data.ms | 1©" Ratio Lower Upper
215.9 216 100
214 78.0 63.0 94.6

179 18.6 15.0 22.6
Raw 50 108 14.3 10.6 16.0
Abundance
180.9 13.166
371 74.2 108.1 1431 H 60000
0 H\“H\\‘HM‘\‘\‘H\‘\Uh\\“H\\‘\‘\H‘\H\‘\H\‘H\Hl\\\\‘\\
m/z--> 40 60 80 100120140160 180200 220 240
Abundance Scan 1639 (13.166 min): BG057626.D\data.ms ( 40000
215.9
Sub 20000
742 108.1 1431
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time->  13.10 13.20

BGO57626.D 8270-BGO52723.M
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Abundance Scan 1636 (13.148 min): BG057591.D\data.ms (- #41

236.8 Hexachlorocyclopentadiene
Concen: 93.301 ng

RT: 13.136 min Scan#t 1(lgigiipl=gles

Ref 50 Delta R.T. -0.003 min IA_
Lab File: BGO57626.D (GUEEEIMEIRE
95.0 130.1 164.9 273.9 Acq: 31 May 2023 18:01 mNSIRIEEPESAVEN)
0L~ n’ 1\\ T “\ I, H\ ‘\ H\ ‘H\‘ : ‘2(‘)4‘9‘ : — }H\‘
miz--> 50 100 150 200 250 Tgt IOI’]Z?37 RESpZ 5649 WY ERIEL Integrations
Abundance Scan 1634 (13.136 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
236.8 237 100 Reviewed By :Yogesh Patel  06/01/2023
235 62.2 45.7 85.7 Supervised By :mohammad ahmed  06/01/2023
272 13.0 0.0 30.1
Raw 50
Abundance
13.136
95.0 130.1 166.9 271.9
' 202.9
o) \’ 1‘ T “w\’w L H H H ‘H\‘ — ‘m S }‘\ o }“\‘ 30000
m/z--> 50 100 150 200 250
Abundance Scan 1634 (13.136 min): BG057626.D\data.ms (
Sub
50 10000
95.0 130.1 166.9 271.9
) ‘\hh L ‘\\\h H H H\ H\ 20\%? \‘\ \“\
G\\’\\\ \‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 Time--> 13.10 13.15

Abundance Scan 2199 (16.455 min): BG057591.D\data.ms (; #42

329.¢ 2,4,6-Tribromophenol
Concen: 131.258 ng

RT: 16.438 min Scan# 2196

Ref 50| g21 Delta R.T. -0.009 min
141.1 Lab File: BG@57626.D
H 221.8 Acq: 31 May 2023 18:01
0 M ‘ ‘\H p] “ g u\H e “H“‘ : \“\\ e
rs 50 100 150 200 250 300 Tgt Ion:330 Resp: 138290

Abundance Scan 2196 (16.438 min): BG057626.D\datams  1oN Ratio Lower Upper
320.¢ 330 100

332 96.2 77.3 115.9
141 31.3 24.6 37.0
Raw 50/ 62.1

140.9 Abundance
‘ 221.8 80000 16.438
0 ‘\‘\‘ \i‘ }‘ l \\1&0‘3M ‘ ;h‘ ‘u\M‘ o UH“‘ : h“\\“ e
miz--> 50 100 150 200 250 300 60000
Abundance Scan 2196 (16.438 min): BG057626.D\data.ms (
329.¢
40000
Sub 50l 621
140.9 20000
‘ 221.8
ootheaosa Loy L S S
m/z--> 50 100 150 200 250 300 Time--> 16.40 16.50
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Abundance Scan 1682 (13.418 min): BG057591.D\data.ms (; #43

1979 | 2,4,6-Trichlorophenol

Concen: 50.674 ng

RT: 13.407 min Scan#t 1(lgigilpl=gles
Delta R.T. -0.003 min
Lab File: BG@57626.D (GUEINEEITSIEIR
Acq: 31 May 2023 18:01 ENNEEPESAVEI

Ref 50

0! .
miz-> 40 60 80 100 120 140 160 180 200 T8t Ion:196 Resp: 6890V ERNEIRGICEHIETOIE
Abundance Scan 1680 (13.407 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGIHONZD)
1989 196 1600 Reviewed By :Yogesh Patel  06/01/2023

198 99.0 79.6 119.4F supervised By :mohammad ahmed — 06/01/2023
200 33.2 28.2 42.2
Raw 50
Abundance
0,
miz--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1680 (13.407 min): BG057626.D\data.ms (
20000
Sub
10000
- 07 T ‘ T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.40

Abundance Scan 1696 (13.500 min): BG057591.D\data.ms (| #44

1959 | 2,4,5-Trichlorophenol
Concen: 45.698 ng

RT: 13.489 min Scan# 1694
Ref 50 97.0 Delta R.T. -0.003 min

Lab File: BGO57626.D

Acq: 31 May 2023 18:01

O,
miz--> 40 60 80 100 120 140 160 180 200 | T8t Ion:196 Resp: 74011

Abundance Scan 1694 (13.489 min): BG057626.D\datams 10N Ratio Lower Upper
195.9 196 100

198 97.0 76.9 115.3
97 45.4 36.6 55.0

Raw gg 97.0 132 20.7 18.9 28.3
Abundance
40000
0,
miz--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1694 (13.489 min): BG057626.D\data.ms (
195.9
20000
Sub \
10000
- O T T T T ‘ T T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.50
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Abundance Scan 1711 (13.588 min): BG057591.D\data.ms (; #45

172.2 2-Fluorobiphenyl

Concen: 89.470 ng

RT: 13.577 min Scan#t 1Sl
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D [SlULERISEIIAE
Acq: 31 May 2023 18:01 ENNEEPESAVEI

51.1 852 120.2 146.2

Ol \h‘\ P \“\‘w‘\‘ e .
miz--> JO Gb 50 160 150 140 1é0 1é0 260 Tgt Ion:172 Resp: 40968 hﬂanualnuegranons
Abundance Scan 1709 (13.577 min): BG057626.D\datams 10N Ratio Lower Upper BRNE i ON=0)
172.2 172 100 Reviewed By :Yogesh Patel  06/01/2023
171 36.3 29.2 43. Supervised By :mohammad ahmed ~ 06/01/2023
170 24.3 19.0 28.4
Raw 50
Abundance
250000 13,877
39.1 631852 1201 1462 | 4959
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1709 (13.577 min): BG057626.D\data.ms (
172.2 150000
Sub 100000
50
50000
e e e T e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 13.50  13.60

Abundance Scan 1747 (13.800 min): BG057591.D\data.ms (- #46

154.2 | 1,1'-Biphenyl

Concen: 48.314 ng

RT: 13.788 min Scan# 1745

Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
511 %2 1005 1282 a Y
0\\\“\\‘\‘\“1\\”\‘\‘\‘\\“\\\\‘\H\\\“\\‘
miz--> 40 60 80 100 120 140 160 18t Ion:154 Resp: 227231

Abundance Scan 1745 (13.788 min): BG057626.D\datams 10N Ratio Lower Upper

154.2 154 100
153 39.6 19.6 59.6
76 12.5 0.0 30.9
Raw 50
Abundance
150000 13.r88
51.1 76"2 1021 1282
0l \“ T \“\ T “‘\‘ T \“\“ T “\ - T \”\‘\\“ i
miz--> 40 60 80 100 120 140 160
Abundance Scan 1745 (13.788 min): BG057626.D\data.ms (100000
154.2
Sub
50 50000
51.1 76"2 1021 1282
Ob oy b e ey 0 ——
miz--> 40 60 80 100 120 140 160 Time--> 13.80
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Abundance Scan 1757 (13.859 min): BG057591.D\data.ms (- #47
162.1 | 2-Chloronaphthalene
Concen: 48.871 ng
RT: 13.847 min Scan#t 11gigill=gles
Ref 50 Delta R.T. -0.003 min IA_
127.1 Lab File: BGO57626.D (GUERIESELIIEIHE
Acq: 31 May 2023 18:01 ENNEEPESAVEI
ol 381 631810 1011 | |
wes b o0 @0 10 130 140 o | Tet Ton:le2 Resp: 17312{f RIS
Abundance Scan 1755 (13.847 min): BG057626.D\datams 10N Ratio Lower Upper BRNEONZ0)
1621 162 100 Reviewed By :Yogesh Patel  06/01/2023
127 35.6  28.2 42.28 sypervised By :mohammad ahmed ~ 06/01/2023
164 31.7 26.1 39.1
Raw 50
127.2 Abundance
13(847
100000
G\\\‘\5\0“\]\.‘\\7\5‘\‘?\‘\\1\(‘)“‘].\]\.\\‘\‘\‘\\‘\\\\“\‘\\\
m/z--> 40 60 80 100 120 140 160 80000
Abundance Scan 1755 (13.847 min): BG057626.D\data.ms (
162.1 60000
Sub 40000
50 127.2
’ 20000
50.1 , 722 101.1 \ |
Gm‘mm‘um”e“mu“um‘mwmw‘ 0= R
miz--> 40 60 80 100 120 140 160  Time--> 13.80 13.90
Abundance Scan 1791 (14.058 min): BG057591.D\data.ms (; #48
65.2 138.1 2-Nitroaniline
92.2 Concen:  48.717 ng
RT: 14.047 min Scan# 1789
Ref 50 Delta R.T. -0.003 min
301 108.2 Lab File: BG@57626.D
‘ ‘ ‘ Acq: 31 May 2023 18:01
0\\\“‘\\“J‘\““\H\\‘\‘H‘\\“\‘\‘\\‘\\“‘\\\\‘\\
miz--> 80 100 120 140 Tgt Ion:.65 Resp: 60454
Abundance Scan 1789 (14.047 min): BG057626.D\datams 10" Ratio Lower Upper
65.2 138.2 65 100
92 66.7 57.3 85.9
922 138  99.1 84.6 127.0
Raw 50
Abundance
39.1 ‘ 108.2 14.b47
Oh— \““ \‘\“\“\ “H‘\ \H\m“‘\ \“\‘\ T T “‘\ TT \“ TT 30000
m/z--> 80 100 120 140
Abundance Scan 1789 (14 047 min): BG057626.D\data.ms (
65.2 138.2 20000
92.2
Sub
50 10000
391 108.2
miz--> 80 100 120 140 Time--> 14.00 14.10
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Abundance Scan 1899 (14.693 min): BG057591.D\data.ms (- #49

152.2 ' Acenaphthylene

Concen: 46.201 ng

RT: 14.681 min Scan#t 1{gigiil=les
Ref 50 Delta R.T. -0.009 min
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
HL_ Acq: 31 May 2023 18:01 ENNEEPESAVEI

50.1 7?"2 98.0 126.2

0\\\\\‘\\“\\\\\”\\\“\\\\\‘\\\\\‘ .
m/z--> 4‘0 6’0 Sb 160 150 1)10 Tgt Ion:152 Resp: 27715FVERNEIRGICHIETOE

Abundance Scan 1897 (14.681 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)

1522 152 100 Reviewed By :Yogesh Patel  06/01/2023
151 21.5 16.5 24.78 suypervised By :mohammad ahmed ~ 06/01/2023
153 13.6 11.0 16.4

Raw 50
Abundance
14.681
o 511 00 950 1261 150000
\\\‘\\”\\"\\\\‘\”\\\“‘\\\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 1897 (14.681 min): BG057626.D\data.ms (
15b 2 100000
sub g 50000
o so1 MY emo 1261 o
L L L L LA L B B
miz--> 40 60 80 100 120 140 Time--> 14.60 14.70

Abundance Scan 1850 (14.405 min): BG057591.D\data.ms (; #50

163.1 Dimethylphthalate
Concen: 45.207 ng
RT: 14.393 min Scan# 1848
Ref 50 Delta R.T. -0.003 min
771 Lab File: BGO57626.D
' Acq: 31 May 2023 18:01
ol 501 | 1041 1331 ) 1941
miz--> 40 60 80 100 120 140 160 180 T8t Ton:163 Resp: 245185
Abundance Scan 1848 (14.393 min): BG057626.D\data.ms | 1©" Ratio Lower Upper
168.1 163 100
194 3.9 3.0 4.4
164 10.4 8.5 12.7
Raw 50
Abundance
77.2 14.893
o S | posz w1 | geap PN
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1848 (14.393 min): BG057626.D\data.ms (| 100000
163.1
sub o 50000
77.2
ol 2ot | jop2 14| 1942 0
miz--> 40 60 80 100 120 140 160 180 Time--> 1430 1440
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Abundance Scan 1873 (14.540 min): BG057591.D\data.ms (| #51
165.1  2,6-Dinitrotoluene
Concen: 47.435 ng

89.2 RT: 14.529 min Scan#t 1{gSugilnlEalee
Ref 50 631 Delta R.T. -0.003 min VA
' Lab File: BGO57626.D |(@IEIEEIsllEll0f
43.1‘ H 12‘11 | ‘ Acq: 31 May 2023 18:01 NNSIRPESAVEP)
0\ T \‘ ‘\ T \“\ ‘\‘H\ T \‘ \h\ T \‘M‘ T \H‘ T T T \‘\ T \‘\ T .
miz--> 6‘0 8‘0 160 12‘0 11‘10 1(‘50 Tgt Ion:165 Resp: LE.¥4 Manual Integrations

Abundance Scan 1871 (14.529 min): BG057626.D\datams 10N Ratio Lower Upper SRULLiCNIZE
165.1 165 100 Reviewed By :Yogesh Patel  06/01/2023

63 56.2 39.3 58.9 Supervised By :mohammad ahmed  06/01/2023
89 56.2 41.5 62.3

Raw 50
Abundance
121.1 14529
0! \‘\MH\‘H‘HH‘\!‘H‘\‘H\ 30000
m/z--> 100 120 140 160
Abundance Scan 1871 (14.529 min): BG057626.D\data.ms (
165.1 20000
Sub
50 10000
121.1
O' ‘\‘H‘\‘\\H‘\\\‘\‘\!‘\\‘\‘\\\ 07\ T T ‘ T T
m/z--> 100 120 140 160 Time--> 14.50

Abundance Scan 1957 (15.034 min): BG057591.D\data.ms (- #52

158.2  Acenaphthene

Concen: 46.359 ng

RT: 15.016 min Scan# 1954

%‘w

Ref 50 Delta R.T. -0.009 min
Lab File: BGO57626.D
76.1 Acq: 31 May 2023 18:01
0 5:!7'1 L M‘\ . 989 12?.1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 18t Ion:154 Resp: 170171

Abundance Scan 1954 (15.016 min): BG057626.D\datams 10N Ratio Lower Upper

158.2 154 100
153 110.9 87.4 131.0
152 51.8 40.2 60.4
Raw 50
Abundance
76.2 15.016
0\\\‘\E)\]‘T\]\-“\\\ut‘\\\g\g‘z\\\\]‘-2\6\%\‘\\‘ 100000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1954 (15.016 min): BG057626.D\data.ms (
153.2
50000
Sub
50
o 511 7.0 o9g2 1261
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 Time-> 14.95 15.00 15.05
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Abundance Scan 1930 (14.875 min): BG057591.D\data.ms (| #53

65.2 92.2 -Ni ili
4 138.2 3-Nitroaniline
Concen: 20.180 ng
RT: 14.863 min Scan#t 1{gigiinl=les
Ref 50 Delta R.T. -0.003 min IA_
391 Lab File: BG@57626.D |GUCIEEIEIRE
‘ | ‘ 108.2 Acq: 31 May 2023 18:01 ENNEEPESAVEI
0\\\‘”‘\\”\“‘\ “\‘\\“\” \\M\ \\"\\ \\\\‘ T .
Mz 40 6‘0 8‘0 1(‘)0 1é0 1)10 Tgt Ion::}38 Resp: 2443 QMVERNEIRGIC WIS
Abundance Scan 1928 (14.863 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
65.2 92.2 138 100 Reviewed By :Yogesh Patel  06/01/2023
1382 18 11.7 7.1 10.78 Supervised By :mohammad ahmed  06/01/2023
92 121.2 94.9 142.
Raw 50
Abundance
39.1
108.2
00— \““‘M \H\‘“\ ““\H\ it ““\ \‘U\ T T T T \“ T 15000 14,463
m/z--> 40 60 80 100 120 140
Abundance Scan 1928 (14.863 min): BG057626.D\data.ms (
65.1 10000
138.1
Sub 92.2
50 5000
39.1
‘ 108.2
cHwmm_\H‘_mu_m,”m_‘ .
miz--> 60 80 100 120 140 Time--> 1480 1490

Abundance Scan 1968 (15.098 min): BG057591.D\data.ms (- #54

184.1 | 2, 4-Dinitrophenol

Concen: 96.710 ng

RT: 15.081 min Scan# 1965

Ref 50 63.1 107.1 Delta R.T. -0.009 min
154.1 Lab File: BG@57626.D
381 ‘ ‘ Acq: 31 May 2023 18:01
G\\\‘H‘\‘\‘H‘\“\H\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\
miz--> 40 80 100 120 140 160 180 | 18t Ion:184 Resp: 68896

Abundance Scan 1965(15.081m|n). BG057626.D\datams = 10N Ratio Lower Upper
184.1 184 100

63 59.1 41.4 62.2
154.1

63.1 : 154 67.2 52.5 78.7
Raw 50 107.1
Abundance
38.0 100000
0' w\””“\\\‘\‘\1\\‘\\\\‘\\\‘\‘\}\\"\\\
m/z--> 40 60 80 100 120 140 160 180 80000
Abundance Scan 1965 (15.081 min): BG057626.D\data.ms (
184.1 60000
154.1
Sub 63.1 40000{ | 15081
50 107.1
20000
38.0 ‘
0! wu‘:““‘“w‘1”‘””‘”“‘_1”"m O
miz--> 40 60 80 100 120 140 160 180 Time->  15.00 15.20
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Abundance Scan 2013 (15.363 min): BG057591.D\data.ms (| #55

168.2 Dibenzofuran
Concen: 45.773 ng
RT: 15.351 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. -0.003 min u
139.2 ) ; _
Lab File: BGO57626.D [SUESERIIEIE
Acq: 31 May 2023 18:01 ENNEEPESAVEI
1 82 12 | |
0\\\\\\\\\\\\‘\\\\\\‘\\\\\\\\\\\\\\\ .
m/z--> 4b 6’0 8‘0 160 12‘0 14’10 1(‘50 1é0 Tgt IOI’]Z:!.68 Resp: 28709 Manual Integratlons
Abundance Scan 2011 (15.351 min): BG057626.D\datams 10N Ratio Lower Upper BRNGEON=0)
168.2 168 100 Reviewed By :Yogesh Patel  06/01/2023
139 37.6 30.6 46.0 Supervised By :mohammad ahmed  06/01/2023
169 13.7 10.6 16.0
Raw 50
139.2 Abundance
15851
3091 63.1 842 1132
G\\\‘\\\\"\\‘\H\‘\‘H\‘\\‘\\\\‘\\\\’\\\\‘\‘\\‘\\\ 150000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 2011 (15.351 min): BG057626.D\data.ms (
168.2 100000
Sub 50
139.2 50000
391 63‘1 84‘2 11‘32 | ‘
L uyl L
e e e e e e T
miz--> 40 60 80 100 120 140 160 180 Time--> 15.30  15.40
Abundance Scan 1984 (15.192 min): BG057591.D\data.ms (- #56
63.2 109.1  139.2 4-Nitrophenol
Concen: 93.074 ng
39.1 RT: 15.181 min Scan# 1982
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
‘ Acq: 31 May 2023 18:01
O' \\h\“\\f\‘\\‘\\"\\\\}\\\\‘\\\]\-‘8\4\']\.
miz--> 40 60 80 100 120 140 160 180 I8t Ion:139 Resp: 75695
Abundance Scan 1982 (15.181 min): BG057626.D\data.ms Ion Ratio Lower Upper
68.2 109.1 1301 139 100
109 91.3 78.2 118.2
391 65 100.1 83.2 123.2
Raw 50
Abundance
‘ ‘ 184.1 60000
0! ‘\\‘h\‘i‘\\‘\“\‘\‘\‘\\"HH‘HH‘HH‘\H
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1982 (15.181 min): BG057626.D\data.ms (
65.1 109.1 130.1 40000 15,81
sub - _39.1 20000
miz--> 40 60 80 100 120 140 160 180 Time--> 15.20
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Abundance Scan 2007 (15.327 min): BG057591.D\data.ms (| #57

165.1 2,4-Dinitrotoluene
89.2 Concen:  47.324 ng
RT: 15.316 min Scan#t 2(gigiipl=gles
Ref 50 Delta R.T. -0.009 min u
63.1 ] : _
110.2 Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
39 1 L ‘ ‘ Acq: 31 May 2023 18:01 ENNEEPESAVEI
0\\\‘\\‘1‘\‘\\\”\““\”\i\‘\H\H"HH‘HH‘\‘\H“H\ .
m/z--> 40 60 80 100 120 140 160 180 Tgt IOHZ%GS Resp: 8226 Manualnuegranons
Abundance Scan 2005 (15.316 min): BG057626.D\datams 10N Ratio Lower Upper BENEON=0)
165.1 165 100 Reviewed By :Yogesh Patel  06/01/2023
89.2 63 38.2 30.6 45.8Q supervised By :mohammad ahmed — 06/01/2023
89 69.6 54.2 81.2
Raw 5o 182 2.2 1.6 2.4
63.1 Abundance
39 1 ‘ 1191 50000
O ‘ t \‘H T ‘ \‘”\ \”\‘H‘i = i ™ \m\ T \“’ T \:I\-B\?\]T T \‘\ T “\ T
miz--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 2005 (15.316 min): BG057626.D\data.ms (
165.1 30000
89.2
Sub 0 20000
63.1
10000
391 119.1
0’ H‘“ m‘”u “‘\”\ \“\‘H‘i w‘\“; RN \“, \ \]T:?)?\l\ T L e 01
miz--> 40 60 80 100 120 140 160 180 Time-->

Abundance Scan 2123 (16.009 min): BG057591.D\data.ms (- #58

16p.2 Fluorene
Concen: 45.498 ng
RT: 15.997 min Scan# 2121
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:166 Resp: 246949
Abundance Scan 2121 (15.997 min): BG057626.D\datams = 10N Ratlo Lower Upper
166.2 166 100
165 98.0 81.2 121.8
167 13.4 11.1 16.7
Raw 50
Abundance
150000 15p97
82.5
ol 501, T 11521332 Il 2041
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2121 (15.997 min): BG057626.D\data.ms ( 100000
166.1
Sub
50 50000
82.5 139.2
ol 804 [ 15277 | 2041 0l
— = R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 15.90  16.00
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Abundance Scan 2052 (15.592 min): BG057591.D\data.ms (; #59
2319  2,3,4,6-Tetrachlorophenol

Concen: 49.737 ng
RT: 15.580 min Scan# 2(Eigial=laies
Ref 50 Delta R.T. -0.003 min _
1311 Lab File: BGO57626.D (GUUISERIEICIEE
61.1 96.0 H "1959 Acq: 31 May 2023 18:01 RANERIEEZSRVEN
0 \\\‘\\H\‘\}“\“\w\‘w”\\‘“‘“\‘w\\‘i\‘}‘\“\\\\‘\\H\\‘\\\H“”\\\\‘\\H!‘\ .
miz--> 40 60 80 100 120 140 160 180 200220240 T8t Ion:232 Resp: g3 Manual Integrations

Abundance Scan 2050 (15.580 min): BG057626.D\data.ms 1N Ratio Lower Upper BRAGIHONZS)
2319 232 100 Reviewed By :Yogesh Patel  06/01/2023

131 35.8 28.6 43.0 Supervised By :mohammad ahmed  06/01/2023
130 2.1 1.8 2.
Raw 5o . 166 26.6 21.5 32.3
131.1
167.9 Abundance
61.1 96.0 195.9
T - | 40000
G \H‘HH\‘\ M\W\ ‘u”\ \‘\“‘\“”H‘H‘M‘HH‘H‘\\‘HH““HH‘HH\ ‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 2050 (15.580 min): BG057626.D\data.ms ( 30000
231.9
20000
Sub
50 31.1
1679 10000
61.1 96.0 H 195.9 |
miz--> 40 60 80 100120 140 160 180 200 220 240 Time-->

Abundance Scan 2079 (15.750 min): BG057591.D\data.ms (; #60

149.1 Diethylphthalate
Concen: 44.945 ng
RT: 15.739 min Scan# 2077
Ref 50 Delta R.T. -0.003 min
177.2 Lab File: BG@57626.D
76.2 105.1 Acq: 31 May 2023 18:01
ol 20 L 2222
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 254432
Abundance Scan 2077 (15.739 min): BG057626.D\data.ms Ion Ratio Lower Upper
149.1 149 100
177 23.5 19.0 28.6
150 11.8 10.1 15.1
Raw 50
Abundance
177.2 15[739
76.2 105.2
0\\\‘5\9\\]-‘\\\!’\\\‘\‘U\\\‘\\\\‘\\‘\\‘\\\1‘\\\\‘\\\2\2‘2\.\\2\‘ 150000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 2077 (15.739 min): BG057626.D\data.ms (
149.1 100000
Sub
50 50000
177.2
oL R L 22 ot L
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 15.70 15.80
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Abundance Scan 2119 (15.985 min): BG057591.D\data.ms (| #61

204.1 4-Chlorophenyl-phenylether
Concen: 44.781 ng
141.2 RT: 15.974 min Scan#t 21gigil=glies
Ref 50 772 Delta R.T. -0.003 min \
: Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
51"1 | 11‘5,2 001 | Acq: 31 May 2023 18:01 ENEERFZEIVED)
T A T AU O {1 Al
m/z--> 0 4b 66 86 1601501401é0150260250 " Tgt Ton:204 Resp: 132168V ENIEINIEEETTOE
Abundance Scan 2117 (15.974 min): BG057626.D\datams 10N Ratio Lower Upper BRNEOMN=0)
204.1 204 100 Reviewed By :Yogesh Patel  06/01/2023
2066 33.2 26.6 39.8Q supervised By :mohammad ahmed  06/01/2023
141 49.5 40.8 61.2
Raw o 141.2
77.2 Abundance
51.1 115 160.2 15974
0 “\‘ ‘ ““ : ‘\‘i\‘\‘\\‘}““h - ‘\“‘ ‘\‘\“ [ “\\‘ o ‘”‘M — ‘\‘\‘ - ‘2‘3“1‘5 80000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 2117 (15.974 min): BG057626.D\data.ms ( 60000
204.1
40000
Sub 50 141.2
77.2 20000
511 115.2 169.2
G‘H‘\"““"\M\‘\‘\\‘WM"\“Hw““‘“}H“w\”““w‘”‘\}”“H“\‘\‘“‘2‘3“1‘-% 01 — ———
miz--> 40 60 80 100 120 140 160 180 200 220  Time-->  15.90 16.00

Abundance Scan 2127 (16.032 min): BG057591.D\data.ms (- #62

65.1 108.2  138.2 4-Nitroaniline

Concen: 41.843 ng

RT: 16.027 min Scan# 2126
Ref 50 Delta R.T. ©.003 min

1662 Lab File: BGO@57626.D

381 Acq: 31 May 2023 18:01
O'M\ T ““\9\0“\‘0\ T ‘\ T “\ T “ T ‘\‘“\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:}38 Resp: 54659
Abundance Scan 2126 (16.027 min): BG057626.D\datams = 10N Ratlo Lower Upper
65.2 108.2 138.1 138 100

92 51.9 36.4 76.4
108 94.1 85.4 125.4

Raw 50
Abundance
39.1 30000 16.027
90,2 165.2
0! \\“\“‘\\“\‘\‘\‘\‘\\“\\\\“H\\‘\“\\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 2126 (16.027 min): BG057626.D\data.ms ( 20000
65.1 108.1 138.1
Sub
50 10000
39.1
OM 901 | 1651 0
| R L L IR R T
miz--> 40 60 80 100 120 140 160  Time-> 16.00
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Abundance Scan 2169 (16.279 min): BG057591.D\data.ms (| #63
2

1. Azobenzene
Concen: 46.644 ng
RT: 16.267 min Scan#t 21gigil=gles
Ref 50 Delta R.T. -0.003 min |
51.1 182.2 Lab File: BGO57626.D [SlULERISEIIAE
105.2 Aca: 31 May 2023 18:01 PNNL-RH-524-1MSD
152.2 q: y :
OH\”‘H‘M“\‘\\‘\“H\\‘\‘\\‘\]‘-\2\‘8\-\2‘H‘l‘\“\u“uu‘uu .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ] 77 Resp: 23482 Manual Integratlons
Abundance Scan 2167 (16.267 min): BG057626.D\datams 10N Ratio Lower Upper BRNEON=0)
71.2 77 160 Reviewed By :Yogesh Patel  06/01/2023
182 27.3 7.4  47.4Q supervised By :mohammad ahmed  06/01/2023
105 19.3 0.0 39.4
Raw 5o 51 25.5 6.2 46.2
Abundance
511 105.1 1822 16.p67
‘ 1522 150000
G\\\“\\‘\‘\“\‘\\”\‘H\\‘\‘\\‘\]‘-\2\‘8\.\2‘\\‘1“\“\\\“\\\\%(\)\7\-2\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2167 (16.267 min): BG057626.D\data.ms ( 100000
71.2
Sub o 50000
51.1 182.2
105.1 152.2
0 " ‘ ‘12‘8'2 |, | 207.2 0/
e e e e e S ILA A A E
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 16.20 16.30

Abundance Scan 2412 (17.706 min): BG057591.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.695 min Scan# 2410
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
o2t 2% men MR2
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 173778
Abundance Scan 2410 (17.695 min): BG057626.D\datams = 10N Ratlo Lower Upper
188.2 188 100
94 7.2 5.2 7.8
80 7.9 6.7 10.1
Raw 50
Abundance
17695
80.2
04\4‘1\ ‘\”\‘ \H ‘1]\-4\2\ \1‘5ﬁ'2\ \m\ T ‘2\65\5 100000
miz--> 50 100 150 200 250 80000
Abundance Scan 2410 (17.695 min): BG057626.D\data.ms (
Sub 40000
50
20000
80.2 .
of2i a2 PR aen ol
m/z--> 50 100 150 200 250 Time--> 17.60 17.70
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Abundance Scan 2138 (16.097 min): BG057591.D\data.ms (; #65
198.1 | 4,6-Dinitro-2-methylphenol
Concen: 50.339 ng

RT: 16.085 min Scan# 2{[Eigil=laies
Ref 50 Delta R.T. -0.003 min

121.1 P .
S, 168.2 Lab File: BGO57626.D0 (GUENSEMLIELE
: | ‘ Acq: 31 May 2023 18:01 ENNEEPESAVEI
0 Tl }‘\\\‘\\\\\\‘1\\\\\“\\\\‘\\ .
miz--> 40 60 go 160 1%0 1Ao 1é0 1é0 260 Tgt Ion:198 Resp: LEPId  Manual Integrations

Abundance Scan 2136 (16.085 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGIHONZD)
198.1 198 100 Reviewed By :Yogesh Patel  06/01/2023

51 34.5 14.9 54.9 Supervised By :mohammad ahmed  06/01/2023
105 35.9 11.8 51.8

Raw 50
51.1 1211 Abundance
77.2 ‘ 168.1 30000 16.085
0 i\\‘W‘H‘\“i\\“\\\‘\‘\\}\‘\\‘\\“\\\\“\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2136 (16.085 min): BG057626.D\data.ms ( 20000
198.0
Sub 10000
501 o4 1211
7.2 168.0
0! M\wh‘kwwﬁuwu‘ulw‘\hwM\H\‘\\ O"\ T
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 16.00 16.10 16.20

Abundance Scan 2156 (16.203 min): BG057591.D\data.ms ( #66

169.2 n-Nitrosodiphenylamine
Concen: 46.969 ng
RT: 16.191 min Scan# 2154
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
Acqg: 31 May 2023 18:01
G\H“‘ \5\]‘-\‘.-:[‘ ‘1”\‘7\‘71“.‘2‘\\”\\‘\]:]\-?-‘2\\:\'-\4;“%.\2\‘\‘\M‘JH‘HH‘H q y
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:169 Resp: 212145
Abundance Scan 2154 (16.191 min): BG057626.D\data.ms Ion Ratio Lower Upper
160.2 169 100
168 69.4 56.7 85.1
167 37.7 30.7 46.1
Raw 50
Abundance
51.1 77.2 1000 1oyt
O “ T T ‘i”\”\‘i“‘ ‘\ T T \]:J\-?‘ZH‘:\L?“%\\Z\‘\ T \M\ BE \1\9\8‘\1\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2154 (16.191 min): BG057626.D\data.ms (| -00000
169.2
Sub 50000
50
51.1 77.2
GwHH\JM‘WMJWLH\‘}%?ﬁ€%ﬁﬁ?Hw\mH‘\;g%4\ O"\\ T
miz--> 40 60 80 100 120 140 160 180 200 Time—> 16.10 16.20

BGO57626.D 8270-BGO52723.M Thu Jun 01 11:01:08 2023 Page 36



Abundance Scan 2271 (16.878 min): BG057591.D\data.ms (| #67
248.1 | 4-Bromophenyl-phenylether
Concen: 47.216 ng

1412 RT: 16.867 min Scan# 2/ &
Ref 50 77.2 Delta R.T. -0.003 min _
Lab File: BGO57626.D [SlULERISEIIAE
. . PNNL-RH-524-1MSD
39 169.2 Acq: 31 May 2023 18:01
oL 1 ‘\‘MHHW ‘1 : “\2 ‘;\H o H‘m‘ — 2‘2?‘1 : H :
miz--> 50 100 150 200 250 Tgt Ion:248 Resp:  9204@MVELIEIRGNEETTNES

Abundance Scan 2269 (16.867 min): BG057626.D\datams 10N Ratio Lower Upper BENEON=0)

248.1 248 100 Reviewed By :Yogesh Patel  06/01/2023
256 97.2 77.4 116.28 suypervised By :mohammad ahmed ~ 06/01/2023

141.2 141 61.9 49.4 74.0
Raw 50 77.2
Abundance
16.867
B | w1 192 aa | 60000
oL “\“H\‘“\‘\”‘ \“T\ T 1”“‘”\ T T o T
m/z--> 50 100 150 200 250
Abundance Scan 2269 (16.867 min): BG057626.D\data.ms (
2481 40000
141.2
Sub gy 772 20000
39.1‘ 4? 160.2
ol bl ar p o7 Z00
miz--> 50 100 150 200 250 Time--> 16.80 16.85 16.90

Abundance Scan 2294 (17.013 min): BG057591.D\data.ms (. #68

283.9 | Hexachlorobenzene

Concen: 49.323 ng

RT: 17.002 min Scan# 2292

I

Ref 50 Delta R.T. -0.003 min
1071142 2139248'8 Lab File: BG@57626.D
) 176.9 ' Acq: 31 May 2023 18:01
G%Q\]T‘ 17]\‘-“% 4t ““ ““\ ‘1 ft T H\‘ T \H”\ T
miz--> 50 100 150 200 250 Tgt Ion:284 Resp: 99107

Abundance Scan 2292 (17.002 min): BG057626.D\datams 10N Ratio Lower Upper

288.9 284 100
142 27.0 22.9 34.3
249 32.7 27.0 40.4
Raw 50
248.8 Abundance
107.1 1421 213.9 17.602
71.0 176.9 60000
E S B
[ “ t \h\ ”\““ ‘“\ ‘1 t \H”‘ e T L
miz--> 50 100 150 200 250
Abundance Scan 2292 (17.002 min): BGOS7626.D\dat2aémg( 40000
Sub 20000
248.8
107.1 142.1 6.0 213.9
71.0 ‘ 176. ‘
o2t b 0 L o
m/z--> 50 100 150 200 250 Time--> 17.00
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Abundance Scan 2315 (17.137 min): BG057591.D\data.ms (; #69

200.2 Atrazine

Concen: 47.397 ng
RT: 17.119 min Scan#t 2/gigil=glies

Ref 50 Delta R.T. -0.003 min IA_
58.1 173.2 Lab File: BG@57626.D |GUCIEEIEIRE
| ‘ ‘H 927 1321 “ | Acq: 31 May 2023 18:01 ENNIEHERRE IS
0 \\“H\‘\\‘\ “\ T “\ ‘\‘\hl ‘ 1“\‘\ T “‘\ \‘1 \“ \‘\ T \‘i\‘\\”\ ‘ T \ \\ ‘\ T \‘\“\\ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 Resp: 9191 BV EQIVEL Integratlons

Abundance Scan 2312 (17.119 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
200.2 200 100 Reviewed By :Yogesh Patel  06/01/2023
173 23.3 3.2 . Supervised By :mohammad ahmed ~ 06/01/2023
215 47.9 28.4 68.4

Raw 50
58.1 Abundance
1732 17.0119
‘ M 927 1321 ‘ 60000
G T \“H\‘ T \“\ “\ \‘\ T “\ ‘\‘\hl ‘ 1“\‘\ T “‘\ \‘1 \“ \‘\ \ \‘i T !H\ ‘ \ \ T \ “\ T \‘\‘“‘ Ll
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 2312 (17.119 min): BG057626.D\data.ms (
40000
200.2
Sub o 20000
58.1
1732
| e
obertl bl bt B o=
miz-> 40 60 80 100 120 140 160 180 200 220 Time.> 17.10

Abundance Scan 2354 (17.366 min): BG057591.D\data.ms (- #70

265.9 | pentachlorophenol

Concen: 94,800 ng

RT: 17.348 min Scan# 2351
Delta R.T. -0.009 min

Lab File: BGO57626.D
Acq: 31 May 2023 18:01

Ref 50

O,
miz--> 50 100 150 200 250 Tgt Ion:266 Resp: 97061

Abundance Scan 2351 (17.348 min): BG057626.D\data.ms Ion Ratio Lower Upper
265.9 266 100

268 65.4 52.2 78.4
264 60.2 51.2 76.8

Raw 50
Abundance
ol 40000
miz--> 50 100 150 200 250
Abundance Scan 2351 (17.348 min): BG057626.D\data.ms ( 30000
265.9
20000
Sub
10000
- O T T T T ‘ T T T T
miz--> 50 100 150 200 250  Time-> 17.20  17.40
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Abundance Scan 2420 (17.753 min): BG057591.D\data.ms (- #71

178.2 Phenanthrene

Concen: 47.186 ng

RT: 17.736 min Scan#t 24{gSigilnlclee
Ref 50 Delta R.T. -0.009 min
Lab File: BGO57626.D [SlULERISEIIAE
Acq: 31 May 2023 18:01 ENNEEPESAVEI

76.2
39.1 Loy 126.2 w‘ M

mjze> 50 100 150 200 250 Tgt Ion:178 Resp: 419618NVERNEIRGICEHIETTOF
Abundance Scan 2417 (17.736 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
178.2 178 1600 Reviewed By :Yogesh Patel  06/01/2023

176 19.1 15.3  22.9
179 15.8 12.0 18.0

Supervised By :mohammad ahmed  06/01/2023

Raw 50
Abundance
17.736
0391 782 1262, | 2e5c 220000
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 200000
Abundance Scan 2417 (17.736 min): BG057626.D\data.ms (
178.2 150000
Sub 100000
50
50000
0391 782 162 | 265.¢
e M . LS B T
miz—-> 50 100 150 200 250  Time--> 17.70  17.80

Abundance Scan 2435 (17.842 min): BG057591.D\data.ms (; #72

178.2 Anthracene
Concen: 46.068 ng
RT: 17.830 min Scan# 2433
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
76.2 Acq: 31 May 2023 18:01
oL T 1282 4 M S
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.78 Resp: 420272
Abundance Scan 2433 (17.830 min): BG057626.D\data.ms | 1©" Ratio Lower Upper
178.2 178 100
176 18.8 14.6 22.0
179 15.4 12.6 18.8
Raw 50
Abundance
17.830
o, 501 P02 a1, | aere PO
m/z--> 50 100 150 200 250 200000
Abundance Scan 2433 (17.830 min): BG057626.D\data.ms (
178.2 150000
Sub 100000
50
50000
o s0n M2 1261, | gese NTN
miz--> 50 100 150 200 250  Time--> 17.80 17.90
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Abundance Scan 2481 (18.112 min): BG057591.D\data.ms (| #73

167.2 Carbazole
Concen: 47.937 ng
RT: 18.094 min Scan#t 24gigiipl=gles
Ref 50 Delta R.T. -0.003 min |
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
837 139.2 Acq: 31 May 2023 18:01 NNSIRPESAVEP)
ol s21 837 a1 7T |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.67 Resp: 39122 Manual Integratlons
Abundance Scan 2478 (18.094 min): BG057626.D\datams 10N Ratio Lower Upper BENEON=0)
167.2 167 100 Reviewed By :Yogesh Patel  06/01/2023
166 23.3 17.9 26.9 Supervised By :mohammad ahmed  06/01/2023
139 12.1 9.6 14.4
Raw 50
Abundance
250000 18.094
139.2
83.7
51.1 113.2 207.2
G\H‘H\\‘”\\“\”\“‘\‘\‘\\‘\\\‘”\‘\\\\‘HHHH‘\‘H‘HH‘HH 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2478 (18.094 min): BG057626.D\data.ms ( 150000
167.1
b 100000
Su
50
50000
139.2
o511 537 113277 | o ol
e T e e e e R RERREERAERERE
miz--> 40 60 80 100 120 140 160 180 200 Time-> 18.00 18.10 18.20

Abundance Scan 2568 (18.623 min): BG057591.D\data.ms (- #74

149.1 Di-n-butylphthalate
Concen: 47.310 ng
RT: 18.605 min Scan# 2565
Ref 50 Delta R.T. -0.009 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
ol [SPra | 2092 o7
miz--> 50 100 150 200 250 Tgt Ion:}49 Resp: 458354
Abundance Scan 2565 (18.605 min): BG057626.D\data.ms | 10" Ratio Lower Upper
149.1 149 100
150 9.6 7.3 10.9
104 5.3 4.6 6.8
Raw 50
Abundance
18.605
ol %202 | 2052 o218 300000
miz--> 50 100 150 200 250
Abundance Scan 2565 (18.605 min): BG057626.D\data.ms (
149.1 200000
Sub
50 100000
ol IOt w82 | 10292232 278 -
miz--> 50 100 150 200 250 Time--> 18.50 18.60 18.70
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Abundance Scan 2759 (19.745 min): BG057591.D\data.ms (| #75

202.2 Fluoranthene
Concen: 44.797 ng
RT: 19.727 min Scan#t 2][gigil=gles
Ref 50 Delta R.T. -0.003 min |
Lab File: BG@57626.D (GUEINEEITSIEIR
1011 Acq: 31 May 2023 18:01 ENNEEPESAVEI
0 62'1” | ) 150'2 M ‘\H 282..
m/z--> 5b 160 1é0 260 2%0 Tgt Ion:gez Resp: 51717 BEVEGNEIRNGIEI g
Abundance Scan 2756 (19.727 min): BG057626.D\datams 1N Ratio Lower Upper BREUULIENISE
202.2 202 100 Reviewed By :Yogesh Patel  06/01/2023
le1i 7.7 0.0 27. Supervised By :mohammad ahmed  06/01/2023
203 18.3 0.0 38.4
Raw 50
Abundance
19.r27
101.2
0 501 1502 “H 281.: 300000
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
Abundance Scan 2756 (19.727 min): BG057626.D\data.ms (
202.2 200000
Sub
50 100000
101.2
0 501 o 1502 m \\H‘ 281.: 01
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 19.70 19.80

Abundance Scan 3146 (22.018 min): BG057591.D\data.ms (; #76

240.3 Chrysene-d12
Concen: 20.000 ng
RT: 22.001 min Scan# 3143
Ref 50 Delta R.T. -0.003 min
Lab File: BGO57626.D
1182 “ Acq: 31 May 2023 18:01
0 \5%\1\ Tt “‘\‘H .\ T ‘1\7\0\2\ “i‘ \M\m““ \2\8\3\']‘-\ \3\4\1‘1\
miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 155977
Abundance Scan 3143 (22.001 min): BG057626.D\data.ms | 1O" Ratio Lower Upper
240.3 240 100
120 6.5 5.2 7.8
236 25.9 21.4 32.0
Raw 50
Abundance
22[bo1
0 \5‘5\1\ Tt ‘]“.\%‘\‘0\2\1‘6\0\3\ T ‘“i‘ \“‘L\ML“ T \2\8\2\1‘ T \3\4\0‘9\ 80000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3143 (22.001 min): BG057626.D\data.ms ( 60000
240.3
40000
Sub
50
20000
o0 12 0o | ey aws oL
m/z--> 50 100 150 200 250 300 350 Time-> 21.90  22.00
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Abundance Scan 2787 (19.909 min): BG057591.D\data.ms (: #77

184.2 Benzidine
Concen: 11.409 ng m
RT: 19.910 min Scan#t 2gigiil=glies
Ref 50 Delta R.T. ©0.015 min IA_
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
Acq: 31 May 2023 18:01 ENNEEPESAVEI
0 T \51 ]\-‘ T \9% 2 T ?-\3“}0.‘\‘2 “\ “‘\ \‘H\ T T T T T 2\8\]-.\:
miz--> 5‘0 160 1%0 260 25‘0 Tgt Ion:184 RESpZ 5384 WY ERIEL Integrations
Abundance Scan 2787 (19.910 min): BG057626.D\datams 10N Ratio Lower Upper BRNGE i ON=0)
184.2 184 100 Reviewed By :Yogesh Patel  06/01/2023
185 17.1 12.0 18.0 Supervised By :mohammad ahmed  06/01/2023
183 11.9 10.0 15.0
Raw 50
Abundance
19.910
8000
MWO 92.2 1302 | 2211 280.¢
0l ‘H‘H“h‘\ ‘\h NI \\‘ bl EE — I
m/z--> 50 100 150 200 250 6000
Abundance Scan 2787 (19.910 min): BG057626.D\data.ms (
184.2
4000
Sub
50 2000
600 922 1302 | 2211 280 ol
Ol b il S T
miz--> 50 100 150 200 250 Time-> 19.80  20.00

Abundance Scan 2820 (20.103 min): BG057591.D\data.ms (; #78

202.2 Pyrene
Concen: 47.244 ng
RT: 20.086 min Scan# 2817
Ref 50 Delta R.T. -0.009 min
Lab File: BGO57626.D
Acq: 31 May 2023 18:01
o, 631 1001 4505 ‘H 28
T T ‘ T T T ‘ L T T ‘ T L T T T T T ‘ T L T
miz--> 50 100 150 0 250 Tgt IOI’IZ?@Z Resp: 524693
Abundance Scan 2817 (20.086 min): BG057626.D\data.ms 10N Ratio Lower Upper
202.2 202 100
200 21.6 16.8 25.2
203 18.1 14.5 21.7
Raw 50
Abundance
20.086
101.1
04— ‘6\3.\1‘\ & “ =T \1\5‘0\1\‘\ T H‘\ T ‘26\3\9\ T 300000
m/z--> 50 100 150 200 250
Abundance Scan 2817 (20.086 min): BG057626.D\data.ms (
202.2 200000
Sub
50 100000
101.1
0 62'1‘ L \“ 150'1 L HH\ 263.9 01
e e I B A e B SRR
miz--> 50 100 150 200 250 Time--> 20.00 20.10
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Abundance Scan 2850 (20.279 min): BG057591.D\data.ms (- #79

244.3 Terphenyl-di4

Concen: 90.323 ng

RT: 20.262 min Scan#t 2{gigiil=gles
Ref 50 Delta R.T. -0.003 min .
Lab File: BG@57626.D (GUEINEEITSIEIR
Acq: 31 May 2023 18:01 ENNEEPESAVEI

oL541 122 | 182 | 341,
iz % 100 15‘0 200 250 300 | Tgt Ton:244 Resp: 81330@NVERIENNICLIEHELE
Abundance Scan 2847 (20.262 min): BG057626.D\datams = 1oN Ratio Lower Upper BRALLIENISE
2443 244 100 Reviewed By :Yogesh Patel  06/01/2023

212 7.4 5.6 8.4 Supervised By :mohammad ahmed  06/01/2023
122 6.4 4.8 7.2
Raw 50
Abundance
L60.2 600000 20.p62
54.1 106.2 60 200.2 | 283.1
\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance Scan 2847 (20.262 min): BG057626.D\data.ms ( 400000
244.3
Sub
50 200000
6621062 1902 | 2831
e e T R T
miz--> 50 100 150 200 250 300 Time--> 20.20  20.30
Abundance Scan 2964 (20.949 min): BG057591.D\data.ms (- #80
149.1 Butylbenzylphthalate
91.2 Concen: 48.369 ng
RT: 20.932 min Scan# 2961
Ref 50 Delta R.T. -0.009 min
206.2 Lab File: BG@57626.D
W11 Acq: 31 May 2023 18:01
G “ “ “\‘\h‘\ ‘\h ’h‘\ \‘“ \“\ \‘\ ‘\ T ‘h\ T \‘\ ‘ \2\8\].'\].‘ T \3\5‘5\'
miz--> 50 100 150 200 250 300 350 T&t Ton:149 Resp: 195637
Abundance Scan 2961 (20.932 min): BG057626.D\data.ms | 10" Ratio Lower Upper
149.1 149 100
91.2 91 70.1 57.0 85.6
' 206 22.9 19.4 29.2
Raw 50
Abun
206.2 58550 20.932
0‘ \‘\ L u“‘h\‘ \‘h h\ \“ ‘\ e ‘\L‘ - ‘ ‘2‘8‘1‘1‘ - ‘3‘5‘5‘
miz--> 50 100 150 200 250 300 350 100000
Abundance Scan 2961 (20.932 min): BG057626.D\data.ms (
149.1
91.2
Sub 50000
50
206.2
et I R S e
miz--> 50 100 150 200 250 300 350 Time--> 20.90  21.00
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Abundance Scan 3143 (22.001 min): BG057591.D\data.ms (- #81

228.2 Benzo(a)anthracene

Concen: 46.959 ng

RT: 21.977 min Scan#t 31gEigiil=gles
Ref 50 Delta R.T. -0.003 min u
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
Acq: 31 May 2023 18:01 ENNEEPESAVEI

ol 630 1141 9632 || 2829
N o 100 150 260 2850 300 350 TEt Ion:228 Resp: 56814 RMVEWIEINNIERIETE
Abundance Scan 3139 (21.977 min): BG057626.D\datams 10N Ratio Lower Upper BRGENON=0)
228.2 228 100 Reviewed By :Yogesh Patel  06/01/2023
226 27.4 21.4 32.0f supervised By :mohammad ahmed  06/01/2023
229 19.3 15.4 23.2
Raw 50
Abundance
21977
ol 631 82 4972 | 2811 385
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
_ 200000
Abundance Scan 3139 (21.977 min): BG057626.D\data.ms (
228.2
Sub 100000
50
ol 631 141 4742 | 2831 3411 0
ey Ay 2831 S4ll e
miz--> 50 100 150 200 250 300 350 Time--> 21.90  22.00

Abundance Scan 3125 (21.895 min): BG057591.D\data.ms (- #82

25p.1 3,3'-Dichlorobenzidine
Concen: 25.873 ng

RT: 21.872 min Scan# 3121
Ref 50 Delta R.T. -0.003 min

Lab File: BGO57626.D
Acq: 31 May 2023 18:01

154.
o, 910 wz 4,

miz--> 50 100 150 200 250 300 350 '8t Ion:252 Resp: 103245
Abundance Scan 3121 (21.872 min): BG057626.D\datams = 1ON Ratlo Lower Upper
25p.1 252 100

254 67.0 51.8 77.8
126 7.1 5.4 8.2

Raw 50
Abundance
154.2 60000 21.872
91.0 < 207.1
0\4ﬂ.“0\‘ \”‘\ \‘ ‘ 0 \H‘\ t ‘““\‘\ ‘\H‘”} “\m‘\“\ T “\ T T \3\4\1‘1\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3121 (21.872 min): BG057626.D\data.ms ( 40000
252.1
Sub
50 20000
154.2
91.0
0Pt B0 3Ll 0L —— —
m/z--> 50 100 150 200 250 300 350 Time--> 21.80 22.00
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Abundance Scan 3155 (22.071 min): BG057591.D\data.ms (| #83

228.2 Chrysene
Concen: 45.448 ng
RT: 22.048 min Scan# 3{Eigil=lies
Ref 50 Delta R.T. -0.009 min |
Lab File: BG@57626.D (GUEINEEITSIEIR
1131 Acq: 31 May 2023 18:01 ENNEEPESAVEI
0l \W\W“ﬂ;\\ }?qgm\\M\ \%Q¥9\\3A99
miz--> 5b 160 1%0 260 Zéo 360 3%0 Tgt Ion:228 RESpZ 46475 hﬂanualnuegraﬂons
Abundance Scan 3151 (22.048 min): BG057626.D\datams 1N Ratio Lower Upper BRALLENISE
228.2 228 166 Reviewed By :Yogesh Patel  06/01/2023
226 30.0 24.3 36.58 supervised By :mohammad ahmed  06/01/2023
229 20.0 16.0 24.0
Raw 50
Abundance
22.048
oL 630 1131 4631 | 2831 3411
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
- 200000
Abundance Scan 3151 (22.048 min): BG057626.D\data.ms (
228.2
Sub 100000
50
oL 630 M 72 | 2gp1 3a11 0
e B e R RC S L L T
miz--> 50 100 150 200 250 300 350 Time--> 22.00 22.10

Abundance Scan 3115 (21.836 min): BG057591.D\data.ms (- #84

149.1 Bis(2-ethylhexyl)phthalate
Concen: 47.220 ng
RT: 21.813 min Scan# 3111
Ref 50 Delta R.T. -0.009 min
571 Lab File: BG®57626.D
Acq: 31 May 2023 18:01
0104% 20112793354
miz--> 50 100 150 200 250 300 350 I8t Ion:149 Resp: 272439
Abundance Scan 3111 (21.813 min): BG057626.D\data.ms Ion Ratio Lower Upper
149.1 149 100
167 26.0 20.6 31.0
279 4.0 3.6 5.4
Raw 50
Abundance
57.1 21.813
H h‘ [0 ‘ 2071 2791 341
O\V‘\W‘\f‘\W\\ T \\‘W\\\‘\\ L B 150000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3111 (21.813 min): BG057626.D\data.ms (
149.1 100000
Sub
50 50000
57.1
104.1
m/z--> 50 100 150 200 250 300 350 Time--> 21.80
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Abundance Scan 3335 (23.128 min): BG057591.D\data.ms (| #85

149.1 Di-n-octyl phthalate
Concen: 48.578 ng
RT: 23.099 min Scan#t 3l
Ref 50 Delta R.T. -0.009 min |
Lab File: BGO57626.D [SlULERISEIIAE
W31 Acq: 31 May 2023 18:01 ENNIEHERRE IS
ol 1041 | 1911 2791 355
m/z--> 5’0 160 150 260 25‘0 360 35‘0 Tgt IOI’]Z:!.49 RESpZ 46456 WY ERIEL Integrations
Abundance Scan 3330 (23.099 min): BG057626.D\datams 10N Ratio Lower Upper BRNE i ON=0)
149.1 149 100 Reviewed By :Yogesh Patel  06/01/2023
167 1.6 1.3 1.9/ supervised By :mohammad ahmed ~ 06/01/2023
43 8.6 7.0 10.4
Raw 50
Abundance
5 250000 23.099
m Joar | 2072 2791 3411
\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 200000
Abundance Scan 3330 (23.099 min): BG057626.D\data.ms (
149.0 150000
1
Sub 00000
50
50000
h3.1
I - o7+ O
miz--> 50 100 150 200 250 300 350 Time->  23.00 23.10

Abundance Scan 3743 (25.525 min): BG057591.D\data.ms (; #86

264.3 Perylene-d12
Concen: 20.000 ng
RT: 25.484 min Scan# 3736
Ref 50 Delta R.T. -0.014 min
Lab File: BGO57626.D
132.2 Acq: 31 May 2023 18:01
0 T \8\8\.3‘\”\ h\”\ T \]\-9\4|]\-\ flaiT ““\h‘\ T \3\5‘5\
miz--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 166848
Abundance Scan 3736 (25.484 min): BG057626.D\data.ms | 1°" Ratio Lower Upper
264.3 264 100
260 22.6 19.1 28.7
265 23.0 17.7 26.5
Raw 50
Abundance
50000 2584
132.2
0 \“ 7%\2\ f el h\‘ T \\Z?K'\l\‘”\ ““\h‘\ 1T T \3\5‘5\
m/z--> 50 100 150 200 250 300 350 40000
Abundance Scan 3736 (25.484 min): BG057626.D\data.ms (
264.3 30000
Sub 20000
50
10000
132.2
0 66.2 Al hH 180'2221-\; Lol 355. 01
A B e B T
m/z--> 50 100 150 200 250 300 350 Time--> 25.40 25.60
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Abundance Scan 4433 (29.579 min): BG057591.D\data.ms (- #87

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

Concen: 48.603 ng

RT: 29.520 min Scan# 44{QEiginl=lies

Ref 50 Delta R.T. -0.032 min
Lab File: BGO57626.D |(@IEIEEIsllEll0f
138.1 Acq: 31 May 2023 18:01 ENNSIEPESAVIE
0h32 87.0 | 222.1 _
miz--> | ‘5‘0‘ ‘ “1(‘)(‘)‘ “15‘(‘)‘ “2(‘)6‘ “25‘6‘ éc‘)(‘)‘ ‘5‘56 Tgt Ion:276 Resp: 565388 MVERIVEINIIE]E= 1]
Abundance Scan 4423 (29.520 min): BG057626.D\data.ms 10N Ratio Lower Upper BRAGIHONZD)

2761 276 100
138 16.1 12.3 18.5
277 25.5 20.5 30.7

Reviewed By :Yogesh Patel 06/01/2023
Supervised By :mohammad ahmed  06/01/2023

Raw 50
Abundance
29.520
138.1
040 920 | 2071 ) 355. 80000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z-—-> 50 100 150 200 250 300 350
Abundance Scan 4423 (29.520 min): BG057626.D\data.ms ( 60000
276.1
40000
Sub
50
20000
138.1
0h5L.0 91.2_, | 178.9224.1 326.9 0]
R O R R ERREEE
m/z--> 50 100 150 200 250 300 350 Time--> 29.40 29.60

Abundance Scan 3551 (24.397 min): BG057591.D\data.ms (- #88

25p.2 Benzo(b)fluoranthene
Concen: 50.124 ng
RT: 24.368 min Scan# 3546
Ref 50 Delta R.T. -0.009 min
Lab File: BGO@57626.D
Acq: 31 May 2023 18:01
o 712 21 1082, | ,
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 I8t Ion:252 Resp: 514771
Abundance Scan 3546 (24.368 min): BG057626.D\data.ms 10N Ratio Lower Upper
25p.2 252 100
253 22.4 18.4 27.6
125 6.3 5.2 7.8
Raw 50
Abundance
20000 24.868
0%40 852 77 2074 | 2031 355,
m/z--> 50 100 150 200 250 300 350 150000
Abundance Scan 3546 (24.368 min): BG057626.D\data.ms (
252.2
100000
Sub
50 50000
ol 742 T 2012 | 2931 35, o=
miz--> 50 100 150 200 250 300 350 Time--> 2430  24.40
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Abundance Scan 3564 (24.474 min): BG057591.D\data.ms (- #89

25p.2 Benzo(k)fluoranthene
Concen: 47.881 ng
RT: 24.439 min Scan#t 3!{gEigiil=gles
Ref 50 Delta R.T. -0.009 min |
Lab File: BG@57626.D |(GUCEHIEEIel(EI(6R:
1261 Acq: 31 May 2023 18:01 ENNEEPESAVEI
0 74.0 | ] 211'%‘[ i
miz--> 5b 160 1%0 260 2%0 360 3%0 Tgt IOHZ?SZ RESpZ 49627 hﬂanualnuegraﬂons
Abundance Scan 3558 (24.439 min): BG057626.D\datams 10N Ratio Lower Upper BRNGEON=0)
252.2 252 100 Reviewed By :Yogesh Patel  06/01/2023
253 21.7 17.e  25. Supervised By :mohammad ahmed ~ 06/01/2023
125 6.5 5.1 7.
Raw 50
Abundance
2000001 ) 24 k39
126.2
0 75. I d‘ 20‘7:!E Il 355.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 150000
Abundance Scan 3558 (24.439 min): BG057626.D\data.ms (
252.2
100000
Sub
50 50000
126.2
ol /0 i 1872 . W N
miz--> 50 100 150 200 250 300 350 Time--> 24.40 24.50 24.60

Abundance Scan 3714 (25.355 min): BG057591.D\data.ms (; #90

25p.2 Benzo(a)pyrene
Concen: 44.572 ng
RT: 25.320 min Scan# 3708
Ref 50 Delta R.T. -0.009 min
Lab File: BG@57626.D
Acq: 31 May 2023 18:01
0 T \71\1.\0\ ‘:\I;Z\‘“‘S\:\L‘ T \1\9‘9.\1\““\ \”‘\ L \3\5‘5\
miz--> 50 100 150 200 250 300 350 18t Ion:252 Resp: 446405
Abundance Scan 3708 (25.320 min): BG057626.D\data.ms | 1°" Ratio Lower Upper
25p.2 252 100
253 21.8 17.7 26.5
125 7.6 5.3 7.9
Raw 50
Abundance
150000 25820
125.1
oh. 730 ] 2071 | 2951 341.1
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 3708 (25.320 min): BG057626.D\data.ms (100000
252.2
Sub 50000
50
126.1
o 770 [T 1991, | 2051 355 ol
miz--> 50 100 150 200 250 300 350 Time--> 2520  25.40
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Abundance Scan 4441 (29.626 min): BG057591.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene

Concen: 48.932 ng

RT: 29.573 min Scan# 44{QEiginl=lies

Ref 50 Delta R.T. -0.020 min
Lab File: BGO57626.D [SlULERISEIIAE
1391 Acq: 31 May 2023 18:01 NNSIRPESAVEP)
ol 140 ol 222, Il 3269
m/z--> 50 100 150 200 250 300 350 Tgt Ion:278 Resp: 47372 hAanuaIHuegraﬂons
Abundance Scan 4432 (29.573 min): BG057626.D\datams 10N Ratio Lower Upper BRNE i ON=0)
278.1 278 100 Reviewed By :Yogesh Patel  06/01/2023

139 10.2 7.8 11.8
279  23.5 19.1 28.7

Supervised By :mohammad ahmed  06/01/2023

Raw 50
Abundance
100000 2973
138.1
of40 870 2071 | 3411
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 80000
Abundance Scan 4432 (29.573 min): BG057626.D\data.ms (
278.1 60000
Sub 40000
50
20000
138.1
oh3:2 87.0 ) 17922242 | 341.1 04
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ \\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 300 350 Time--> 29.40 29.60

Abundance Scan 4649 (30.847 min): BG057591.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 48.646 ng

RT: 30.789 min Scan# 4639

Ref 50 Delta R.T. -0.020 min
Lab File: BG@57626.D
138.1 Acq: 31 May 2023 18:01
0\44.‘0\ \\9]\_.‘8\ \“\““\ [T \1\9?\2\ T \“ T \h\ T \3\4\1‘1\
miz--> 50 100 150 200 250 300 350 18t Ion:276 Resp: 459307
Abundance Scan 4639 (30.789 min): BG057626.D\data.ms | 1" Ratio Lower Upper
276.1 276 100

277  23.3 18.9  28.3
138 13.7 10.2 15.4

Raw 50
Abundance
138.2 80000 30.f89
40 g10 | 271 | g
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 60000
Abundance Scan 4639 (30.789 min): BG057626.D\data.ms (
276.1
40000
Sub 50
20000
138.2
oLl 910 | 2232 | 341.0 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 Time--> 30.60 30.80 31.00
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