Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41414.D

Acqg On : 15 Aug 2023 20:11

Operator : MA/JU

Sample : 03985-02MSD :
Misc : PNNL-APM2-0811-1MSD

ALS Vvial : 12  Sample Multiplier: 1

Quant Time: Aug 16 01:13:14 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 11 17:51:06 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.763 152 172932 20.000 ng -0.01
21) Naphthalene-d8 10.569 136 659057 20.000 ng -0.01
39) Acenaphthene-d1e 14.427 164 391020 20.000 ng -0.01
64) Phenanthrene-d1e 17.186 188 792731 20.000 ng #-0.02
76) Chrysene-d12 21.397 240 737628 20.000 ng #-0.02
86) Perylene-d12 23.756 264 862637 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.345 112 1094372 94.582 ng 0.00
7) Phenol-d6 6.951 99 1299847 86.667 ng 0.00
23) Nitrobenzene-d5 8.945 82 976756 68.922 ng 0.00
42) 2,4,6-Tribromophenol 15.933 330 623794 112.786 ng -0.01
45) 2-Fluorobiphenyl 13.045 172 2147340 69.373 ng -0.01
79) Terphenyl-di14 19.827 244 3088057 75.694 ng -0.02
Target Compounds Qvalue
2) 1,4-Dioxane 3.257 88 133686 27.009 ng # 45
3) Pyridine 3.663 79 313782 24.110 ng 94
4) n-Nitrosodimethylamine 3.575 42 183822 30.539 ng 98
6) Aniline 7.104 93 297583 16.954 ng 99
8) 2-Chlorophenol 7.334 128 415344 36.770 ng 98
9) Benzaldehyde 6.916 77 158218 19.992 ng 99
10) Phenol 6.981 94 475117 32.799 ng 95
11) bis(2-Chloroethyl)ether 7.204 93 406744 34.688 ng 96
12) 1,3-Dichlorobenzene 7.651 146 452500 36.802 ng 99
13) 1,4-Dichlorobenzene 7.798 146 459874 37.211 ng 99
14) 1,2-Dichlorobenzene 8.116 146 442624 37.353 ng 98
15) Benzyl Alcohol 8.028 79 403598 42.611 ng 98
16) 2,2'-oxybis(1-Chloropr... 8.304 45 466654 29.869 ng 92
17) 2-Methylphenol 8.228 107 341579 34.515 ng 97
18) Hexachloroethane 8.828 117 171122 37.192 ng 90
19) n-Nitroso-di-n-propyla... 8.586 70 341901 37.531 ng 96
20) 3+4-Methylphenols 8.563 107 457841 34.600 ng 96
22) Acetophenone 8.604 105 640639 36.703 ng 99
24) Nitrobenzene 8.986 77 507924 35.441 ng 99
25) Isophorone 9.510 82 914253 38.004 ng 98
26) 2-Nitrophenol 9.692 139 226918 40.502 ng 95
27) 2,4-Dimethylphenol 9.757 122 350523 35.555 ng 98
28) bis(2-Chloroethoxy)met... 9.992 93 540027 35.836 ng 100
29) 2,4-Dichlorophenol 10.228 162 409991 41.238 ng 98
30) 1,2,4-Trichlorobenzene 10.433 180 456607 41.569 ng 99
31) Naphthalene 10.616 128 1248370 34.906 ng 99
32) Benzoic acid 9.951 122 261461 37.203 ng 95
33) 4-Chloroaniline 10.763 127 63772 4.462 ng 98
34) Hexachlorobutadiene 10.886 225 298682 45.211 ng 99
35) Caprolactam 11.574 113 56692 19.712 ng # 86
36) 4-Chloro-3-methylphenol 11.892 107 404260 38.633 ng 97
37) 2-Methylnaphthalene 12.239 142 857180 35.551 ng 99
38) 1-Methylnaphthalene 12.457 142 813701 36.057 ng 99
40) 1,2,4,5-Tetrachloroben... 12.610 216 511131 40.257 ng # 97
41) Hexachlorocyclopentadiene 12.569 237 365689 54.440 ng 98
43) 2,4,6-Trichlorophenol 12.863 196 339564 41.726 ng 99
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41414.D

Acqg On : 15 Aug 2023 20:11

Operator : MA/JU

Sample : 03985-02MSD :
Misc : PNNL-APM2-0811-1MSD

ALS Vvial : 12  Sample Multiplier: 1

Quant Time: Aug 16 01:13:14 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 11 17:51:06 2023

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol 12.939 196 359155 38.131 ng 96
46) 1,1'-Biphenyl 13.257 154 1147022 36.184 ng 98
47) 2-Chloronaphthalene 13.298 162 900951 38.064 ng 99
48) 2-Nitroaniline 13.527 65 271552 35.942 ng 99
49) Acenaphthylene 14.151 152 1417643 37.107 ng 99
50) Dimethylphthalate 13.904 163 1135446 38.603 ng 99
51) 2,6-Dinitrotoluene 14.033 165 242505 39.791 ng 95
52) Acenaphthene 14.492 154 814975 35.411 ng 99
53) 3-Nitroaniline 14.363 138 117035 18.282 ng 97
54) 2,4-Dinitrophenol 14.586 184 180798 46.561 ng 89
55) Dibenzofuran 14.833 168 1347960 35.898 ng 100
56) 4-Nitrophenol 14.686 139 330275 65.025 ng 94
57) 2,4-Dinitrotoluene 14.827 165 328342 38.298 ng 93
58) Fluorene 15.486 166 1080808 36.486 ng 99
59) 2,3,4,6-Tetrachlorophenol 15.063 232 309772 40.614 ng 95
60) Diethylphthalate 15.262 149 1087152 38.221 ng 99
61) 4-Chlorophenyl-phenyle... 15.480 204 584475 39.374 ng 96
62) 4-Nitroaniline 15.539 138 189784 30.822 ng 93
63) Azobenzene 15.774 77 1081214 34.702 ng 97
65) 4,6-Dinitro-2-methylph... 15.592 198 140547 29.266 ng 87
66) n-Nitrosodiphenylamine 15.704 169 907379 36.804 ng 99
67) 4-Bromophenyl-phenylether 16.374 248 351977 40.496 ng 97
68) Hexachlorobenzene 16.486 284 403644 41.764 ng 96
69) Atrazine 16.662 200 337665 52.152 ng 99
70) Pentachlorophenol 16.839 266 454888 67.970 ng 99
71) Phenanthrene 17.233 178 1595061 36.215 ng 100
72) Anthracene 17.321 178 1606263 36.874 ng 100
73) Carbazole 17.604 167 1440134 36.527 ng 100
74) Di-n-butylphthalate 18.162 149 1820329  40.858 ng 100
75) Fluoranthene 19.256 202 1850816 37.403 ng 98
77) Benzidine 19.456 184 592743 58.957 ng 100
78) Pyrene 19.621 202 1921522 37.251 ng 99
80) Butylbenzylphthalate 20.527 149 773773 41.077 ng 98
81) Benzo(a)anthracene 21.380 228 1926830 38.533 ng 99
82) 3,3'-Dichlorobenzidine 21.321 252 453683 27.804 ng # 99
83) Chrysene 21.433 228 1773966 36.677 ng 99
84) Bis(2-ethylhexyl)phtha... 21.297 149 1158430 39.215 ng 97
85) Di-n-octyl phthalate 22.215 149 1911291 40.146 ng # 95
87) Indeno(1,2,3-cd)pyrene 26.203 276 2386046 37.622 ng # 94
88) Benzo(b)fluoranthene 23.038 252 1993013 38.891 ng # 98
89) Benzo(k)fluoranthene 23.086 252 1889955 36.054 ng 98
90) Benzo(a)pyrene 23.650 252 1758266 35.708 ng # 97
91) Dibenzo(a,h)anthracene 26.215 278 2011297 38.021 ng # 96
92) Benzo(g,h,i)perylene 26.950 276 1915707 37.010 ng # 95

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41414.D

Acq On : 15 Aug 2023 20:11

Operator : MA/JU

Sample : 03985-02MSD :
Misc : PNNL-APM2-0811-1MSD

ALS Vial : 12  Sample Multiplier: 1

Quant Time: Aug 16 01:13:14 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 11 17:51:06 2023

Response via : Initial Calibration
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Abundance Scan 804 (7.916 min): BM041162.D\data.ms (-8¢ #1

47.9 206.9 1,4-Dichlorobenzene-d4
147.0 Concen: 20.000 ng
RT: 7.763 min Scan# 71gSidtglElpies
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(GUCHIEEIelEI(EH
280. | Acq: 15 Aug 2023 20:11 NNENEVPRVERRERIETD)
oLl e0s |
A
m/z--> 50 100 150 200 250 Tgt IOHZ%SZ RESpI 172932
Abundance Scan 778 (7.763 min): BM041414.D\datams 10N Ratio Lower Upper
149.9 152 100
150 155.9 125.5 188.3
115 61.0 48.0 72.0
Raw 50
78.0 115.0 Abundance
049'9““”” b Ll 2089 280. 150000
T e R
m/z--> 50 100 150 200 250 71763
Abundance Scan 778 (7.763 min): BM041414.D\data.ms (-7€
149.9 100000
Sub
50 115.0 50000
78.0
S W B . TS b
miz--> 50 100 150 200 250 Time--> 7.70  7.80

Abundance Scan 14 (3.269 min): BM041162.D\data.ms (-8) ( #2

88.0 1,4-Dioxane
Concen: 27.009 ng
RT: 3.257 min Scan# 12
Ref 50 Delta R.T. ©0.012 min
43.0 Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
0\ \‘“’ ‘\ T T ‘ \173\2\.9‘ \]-?6\.\9‘ UL ’ T 1T ‘ UL ‘
miz--> 50 100 150 200 250 300 Tgt Ion: 88 Resp: 133686
Abundance  Scan 12 (3.257 min): BM041414 D\datams 100 Ratlo Lower Upper
43.0 88 100
88.0 58 68.2 58.2 87.4
43 124.9 24.4 36.6#
Raw 50
Abundance
H 150000
132.9 207.0 280.9 340.
0‘\”‘,‘;““\"H“HH‘HH,HH‘HH‘ 3.257
m/z--> 50 100 150 200 250 300
Abundance Scan 12 (3.257 min): BM041414.D\data.ms (-1) 100000
43.0
88.0
Sub
50 50000
ol H | | 1329 191.0 267.1 340.
\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 Time--> 3.20 3.25 3.30 3.35

BM041414.D 8270-BMO72823.M Wed Aug 16 01:13:27 2023 Page 4



Abundance Scan 87 (3.799 min): BM040221.D\data.ms (-82) #3

79.0 Pyridine
Concen: 24.110 ng
RT: 3.663 min Scan# 81giidtipl=lpies
Ref 50 Delta R.T. ©0.012 min \A_
Lab File: BM@41414.D [(GUCHIEEIelEI(EH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oliY | 132917682208 3268
m/z--> 50 100 150 200 250 300 350 T8t Ion: 79 Resp: 313782
Abundance  Scan 81 (3.663 min): BM041414.D\datams 190 Ratio Lower Upper
79.0 79 100
52 59.6 52.1 78.1
51 32.6 27.5 41.3
Raw 50
Abundance
200000 3663
03ﬁ | 1350  207.0 253.0 341.0
R e N
m/z--> 50 100 150 200 250 300 350 150000
Abundance Scan 81 (3.663 min): BM041414.D\data.ms (-62)
79.0
100000
Sub
50 50000
03“‘ 1 | 1350 1909  267.0  341.0
ALl A S e
miz--> 50 100 150 200 250 300 350 Time--> 360 3.80
Abundance Scan 68 (3.587 min): BM041162.D\data.ms (-67) #4
74.0 n-Nitrosodimethylamine
Concen: 30.539 ng
RT: 3.575 min Scan# 66
Ref 50 Delta R.T. ©.006 min
Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
0 \1\“\\\\‘]\-\3\2\.‘8\\%()‘7\.\0\\‘2\\8\0\"9\\\3\5‘4\'\9\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 450 '8t Ion: 42 Resp: 183822
Abundance  Scan 66 (3.575 min): BM041414 D\data.ms 100 Ratlo Lower Upper
74.0 42 100
74 128.5 100.8 151.2
44 5.8 5.0 7.4
Raw 50
Abundance
oLl ) 1349 207026703268 4151475 150000 3575
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 66 (3.575 min): BM041414.D\data.ms (-48)
74.0 100000
Sub
50 50000
ol 145.0 206.9 267.0 326. 8 4151475, ]
B e AL bl e —
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 350 3.60 3.70
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BM041414.D 8270-BMO72823.M

Abundance Scan 371 (5.369 min): BM041162.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 94.582 ng
64.0 RT:  5.345 min Scan# 3(EGIUCLE
Ref 50 Delta R.T. -0.000 min
Lab File: BM@41414.p [SUERISEIAEIE
Acq: 15 Aug 2023 20:11 NSRRI
oL | \}H\“\‘\Hu‘m ‘h‘\ ““ ) — ‘2‘07‘-9‘ — ‘2‘8‘0“
miz--> 50 100 150 200 250 Tgt Ion:112 RESpI 1094372
Abundance  Scan 367 (5.345 min): BM041414.D\data.ms 10N Ratio Lower Upper
112.0 112 100
64 58.6 48.5 72.7
64.0 63 33.0 26.5 39.7
Raw 50
Abundance
5.345
oLt L1928 2814 500000
m/z--> 50 100 150 200 250
Abundance Scan 367 (5.345 min): BM041414.D\data.ms (-31
112.0 400000
Sub 64.0
50 200000
ol b }9218“ —— 281 O“Tj‘jj t“—
miz--> 50 100 150 200 250 Time--> 520 540 5.60
Abundance Scan 672 (7.140 min): BM041162.D\data.ms (-6€ #6
93.0 Aniline
Concen: 16.954 ng
RT: 7.104 min Scan# 666
Ref 50 Delta R.T. -0.006 min
Lab File: BM@41414.D
39.0 Acq: 15 Aug 2023 20:11
olap “m‘\‘ b 150 2069
miz--> 50 100 150 200 250 Tgt Ion: 93 Resp: 297583
Abundance  Scan 666 (7.104 min): BM041414.D\datams | 1on Ratio Lower Upper
93.0 93 100
66 39.4 32.0 48.0
65 19.9 16.6 24.8
Raw 50
Abundance
39.0
ok \\‘W\ i “\‘ s :‘1-92-‘8‘ —— ‘2‘8‘0-; 250000
m/z--> 50 100 150 200 250 200000
Abundance Scan 666 (7.104 min): BM041414.D\data.ms (-61 7104
93.0 150000
Sub 100000
50
50000
39.0
O\“‘”‘w\“““\w\M‘\\\\‘\\\\‘\'\\\‘\\\\ 0"”“””“
m/z--> 50 100 150 200 250 Time--> 7.10 7.20

Wed Aug 16 01:13:28 2023
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Abundance Scan 645 (6.981 min): BM041162.D\data.ms (-63 #7

99.0 Phenol-d6
Concen: 86.667 ng
RT: 6.951 min Scan# 64lgSiidiipl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [SUERIEEUICI6
42.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
o dul | 1328 a0e
miz--> 50 100 150 200 250 Tgt Ion:‘99 RESpI 1299847
Abundance Scan 640 (6.951 min): BM041414.D\datams 10N Ratio Lower Upper
99.0 99 100
42 18.9 15.4 23.0
71 39.3 28.2 42.4
Raw 50
Abundance
420 800000 6.951
ol bl | 1380 1927 80,
miz--> 50 100 150 200 250 600000
Abundance Scan 640 (6.951 min): BM041414.D\data.ms (-5¢
99.0
400000
Sub
50 200000
42.0
G\‘\‘“MH‘\““J‘\ \w \:\I-3\3\0‘ L e B \2\8\0: 7\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 6.90 7.00 7.10

Abundance Scan 711 (7.369 min): BM041162.D\data.ms (-7C #8
9

127. 2-Chlorophenol
Concen: 36.770 ng
RT: 7.334 min Scan# 705
Ref 50/ 640 Delta R.T. -0.006 min
Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
ol iy L] b 2070 280
miz--> 50 100 150 200 250 Tgt IOHZ:!.28 Resp: 415344
Abundance  Scan 705 (7.334 min): BM041414 D\datams 100 Ratlo Lower Upper
128.0 128 100
130 32.3 12.3 52.3
64 47.6 29.3 69.3
Raw 50 64.0
Abundance
250000 7p34
oldy ;‘\““\H‘wao‘ L le29 280
m/z--> 50 100 150 200 250 200000
Abundance Scan 705 (7.334 min): BM041414.D\data.ms (-65
128.0 150000
Sub . 640 100000
50000
09k5><0- ———————
m/z--> 50 100 150 200 250 Time--> 7.30 7.40
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BM041414.D 8270-BMO72823.M

Abundance Scan 641 (6.957 min): BM041162.D\data.ms (-62 #9
71.0 Benzaldehyde
Concen: 19.992 ng
RT: 6.916 min Scan# 6lgiAtTIEIs
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
20 ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
o5 0 A N TN
m/z--> 50 100 150 200 250 Tgt Ion:‘77 RESpI 158218
Abundance Scan 634 (6.916 min): BM041414.D\datams | 10" Ratio Lower Upper
770 77 100
105 91.3 72.8 112.8
106 90.2 70.8 110.8
Raw 50
Abundance
6.916
Nn i 206.9 281.0 80000
e M AR5
m/z--> 50 100 150 200 250
Abundance Scan 634 (6.916 min): BM041414.D\data.ms (-5¢ 60000
771.0
40000
Sub
50
20000
i O N % SR~
miz--> 50 100 150 200 250 Time--> 6.85 6.90 6.95
Abundance Scan 650 (7.010 min): BM041162.D\data.ms (-64 #10
94.0 Phenol
Concen: 32.799 ng
RT: 6.981 min Scan# 645
Ref 50 Delta R.T. -0.006 min
39.0 Lab File: BM041414.D
" Acq: 15 Aug 2023 20:11
0\“1““\”‘”\\\“\\\\‘\\\\"\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion: .94 Resp: 475117
Abundance Scan 645 (6.981 min): BM041414. D\datams  1°0 Ratlo Lower Upper
94.0 94 100
65 30.8 9.5 49.5
66 42.3 18.0 58.0
Raw 50
Abundance
39.0 6.981
‘ 300000
obbatde b 2078 2
miz--> 50 100 150 200 250
Abundance Scan 645 g(;j.%sl min): BM041414.D\data.ms (-5¢ 200000
sub o 100000
39.0
miz--> 50 100 150 200 250 Time--> 6.90 7.00 7.10

Wed Aug 16 01:13:29 2023
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Abundance Scan 689 (7.240 min): BM041162.D\data.ms (-6¢ #11

93.0 bis(2-Chloroethyl)ether
Concen: 34.688 ng
RT: 7.204 min Scan# 6{gSiidtipl=lpies
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
49.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol L 1a1e 2079 280
miz--> 50 100 150 200 250 Tgt Ion:‘93 RESpI 406744
Abundance Scan 683 (7.204 min): BM041414.D\datams | 10" Ratio Lower Upper
93.0 93 100
63 75.1 58.8 98.8
95 33.0 11.8 51.8
Raw 50
Abundance
7.204
49.0 250000
ol .l | 1420 2080 20
m/z--> 50 100 150 200 250 200000
Abundance Scan 683 (7.204 min): BM041414.D\data.ms (-62
93.0 150000
Sub 100000
50
50000
49.0
ol ) 142.0 |
el T
miz--> 50 100 150 200 250 Time--> 720 7.30

Abundance Scan 791 (7.840 min): BM041162.D\data.ms (-7¢ #12

145.9 1,3-Dichlorobenzene
Concen: 36.802 ng
RT: 7.651 min Scan# 759
Ref 50 750 110.9 Delta R.T. -0.006 min
' Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
37\'0\\ “ |
0\‘\“i‘”\‘\“‘\“”\\\“\\\\‘\\'\\‘\\\\
miz--> 50 100 150 200 250 Tgt Ion:}46 Resp: 452500
Abundance  Scan 759 (7.651 min): BM041414. D\data.ms 100 Ratlo Lower Upper
145.9 146 100
148 65.2 51.9 77.9
75 34.4 28.3 42.5
Raw 50
111.0
70 AR e
of i, L. oA 2070 281
m/z--> 50 100 150 200 250
Abundance Scan 759 (7.651 min): BM041414.D\data.ms (-7( 200000
145.9
Sub 50 100000
750 111.0
7o | |
L L R S e
miz--> 50 100 150 200 250 Time--> 7.60 7.70 7.80
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Abundance Scan 791 (7.840 min): BM041162.D\data.ms (-7¢ #13

145.9 1,4-Dichlorobenzene
Concen: 37.211 ng
RT: 7.798 min Scan# 7UgSidtnlEnles
Ref 50 750 110.9 Delta R.T. -0.012 min |
' Lab File: BM@41414.D [SUERIEEUICI6
‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
87.0 ‘ ‘
obigee a4 2210
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.46 RESpI 459874
Abundance  Scan 784 (7.798 min): BM041414.D\datams ~ 100 Ratio Lower Upper
145.9 146 100
148 64.9 51.4 77.0
111 40.4 32.4 48.6
Raw 50
75.0 111.0 Abundance
7.798
O?FQWWJMW 2070 280
m/z--> 50 100 150 200 250
- 200000
Abundance Scan 784 (7.798 min): BM041414.D\data.ms (-73
145.9
Sub 100000
50 75.0 1110
o??QWWfWH“vM 131 280, e
miz--> 50 100 150 200 250 Time--> 7.70 7.80 7.90

Abundance Scan 845 (8.157 min): BM041162.D\data.ms (-85 #14

145.9 1,2-Dichlorobenzene
Concen: 37.353 ng
RT: 8.116 min Scan# 838
Ref 50 110.9 Delta R.T. -0.006 min
75.0 Lab File: BM041414.D
‘ Acq: 15 Aug 2023 20:11
03\’7‘\-0‘1“\‘ \“‘ \h‘\ T ‘”‘\ T “ T T T ‘ L B e B
miz--> 50 100 150 200 250 Tgt IOHZ:!.46 Resp: 442624
Abundance  Scan 838 (8.116 min): BM041414.D\data.ms 10 Ratio Lower Upper
145.9 146 100
148 65.5 50.9 76.3
111 42.0 33.8 50.6
Raw 50 111.0
75.0 ' Abundance
8.116
250000
oéﬁquuwh“wk 2080 2804
m/z--> 50 100 150 200 250 200000
Abundance Scan 838 (8.116 min): BM041414.D\data.ms (-7¢
145.9 150000
Sub 100000
50 75 1110
' 50000
o%%qweﬂkh 2089 280, e
m/z--> 50 100 150 200 250 Time--> 8.00 810 8.20
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Abundance Scan 829 (8.063 min): BM041162.D\data.ms (-81 #15

79.0 Benzyl Alcohol

Concen: 42.611 ng

RT: 8.028 min Scan# 8lIEIVIiIEI

Ref 50 Delta R.T. -0.006 min
Lab File: BM@41414.D [(SUEQISEIoEIH
30.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol ‘M o u\ 791508 1007
miz--> 50 100 150 200 250 Tgt Ion: 79 RESpI 403598
Abundance  Scan 823 (8.028 min): BM041414.D\data.ms 10N Ratio Lower Upper
79.0 79 100

168 73.1 59.8 89.8
77 66.0 53.8 80.6

Raw 50
Abundance
8.028
39.0
oLl hbdiy b 2089 280 500000
m/z--> 50 100 150 200 250
Abundance Scan 823 (8.028 min): BM041414.D\data.ms (-77 150000
79.0
100000
Sub
50
50000
39.0
G\“‘\ l“ \‘H\h‘ H‘ “‘\ L \296\9\ L A 7‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 Time-->  7.90 8.00 8.10 8.20

Abundance Scan 878 (8.351 min): BM041162.D\data.ms (-8¢ #16

45.0 2,2"'-oxybis(1-Chloropropane)
Concen: 29.869 ng
RT: 8.304 min Scan# 870
Ref 50 Delta R.T. ©.006 min
121.0 Lab File: BM@41414.D
77.0 ’ Acq: 15 Aug 2023 20:11
ol b b 1548 2079
miz--> 50 100 150 200 250 Tgt Ion:.45 Resp: 466654
Abundance Scan 870 (8.304 min): BM041414.D\data.ms Ion Ratio Lower Upper
45.0 45 100
77 18.3 0.0 34.5
79 14.4 0.0 32.1
Raw 50
121.0 Abundance
77.0 : 04
ol “ - ““ 1951 2209 28LI 150000
m/z--> 50 100 150 200 250
Abundance Scan 870 (8.304 min): BM041414.D\data.ms (-81
43.0 100000
Sub
50 50000
121.0
77.0
0 1551 102.0 e
miz--> 50 100 150 200 250 Time--> 8.20 8.25 8.30 8.35
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Abundance Scan 863 (8.263 min): BM041162.D\data.ms (-85 #17

108.0 2-Methylphenol
Concen: 34.515 ng
RT: 8.228 min Scan# 8UgidtilEles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41414.D [(SUEQISEIoEIH
51.0 ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol } \\W L aere o079
miz--> 100 150 200 250 Tgt IOﬂZ:!.07 RESpI 341579
Abundance Scan 857 (8.228 min): BM041414.D\datams 10N Ratio Lower Upper
108.0 107 100
108 110.9 89.9 134.9
77 52.9 39.8 59.8
Raw 5 79 49.6 37.7 56.5
Abundance
51.0 ‘ 8.228
ol 4. ‘Nh ) o 147.9 2070 280 500000
m/z--> 100 150 200 250
Abundance Scan 857 (8.228 min): BM041414.D\data.ms (-8( 150000
108.0
100000
Sub
50
50000
51.0 ‘
om““‘m‘w” 1470 1029 280
m/z--> 100 150 200 250 Time--> 8.20 8.30
Abundance Scan 967 (8.875 min): BM041162.D\data.ms (-95 #18
116.8 200.8 Hexachloroethane
Concen: 37.192 ng
165.8 RT: 8.828 min Scan# 959
Ref 50 Delta R.T. -0.012 min
47.0 81.9 Lab File: BM041414.D
‘ ‘ ‘ ‘ Acq: 15 Aug 2023 20:11
0 “\ “ ‘\‘\\\“ T ‘H‘\‘\‘l\\ “\\\\‘2\67\'9\
m/z--> 50 100 150 200 250 Tgt Ion:}17 Resp: 171122
Abundance Scan 959 (8.828 min): BM041414.D\data.ms Ion Ratio Lower Upper
116.9 200.8 117 100
119 95.6 74.2 111.4
201 110.2 74.5 111.7
RaW o 165.8
Abundance
47.0 81.9
Jo b 1] "
ol “ L “ AL 2805 100000
m/z--> 100 150 200 250
Abundance Scan 959 (8.828 min): BM041414.D\data.ms (-91
116.9 200.8
50000
Sub 165.8
50
47.0 81.9
0 267.0
m/z--> 100 150 200 250 Time--> 8.80  8.90
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Abundance Scan 925 (8.628 min): BM041162.D\data.ms (-91 #19

70.0 n-Nitroso-di-n-propylamine
Concen: 37.531 ng
RT: 8.586 min Scan# 9llglSiidtipl=lgies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41414.p [SUERISEIAEIE
Acq: 15 Aug 2023 20:11 ENNEAENIPRURRERTIED
oLl il 208828103650 4750508
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 7@ Resp: 341901
Abundance Scan 918 (8.586 min): BM041414.D\datams | 10" Ratio Lower Upper
70.0 70 100
42 53.5 45.8 68.8
101 9.3 7.4 11.0
Raw 5 130 18.8 15.2 22.8
Abundance
ol J‘ \ il 19302660 3410 41504801 2000
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance Scan 918 (8.586 min): BM041414.D\data.ms (-8¢ 120000
70.0
100000
Sub
50
50000
ol ik 1L 19202851 3410 4150 4801 ol M
miz--> 50 100 150 200 250 300 350 400450500  Time> 850 860 8.70

Abundance Scan 919 (8.592 min): BM041162.D\data.ms (-91 #20

107.0 3+4-Methylphenols
Concen: 34.600 ng
RT: 8.563 min Scan# 914
Ref 50 Delta R.T. -0.006 min
Lab File: BM@41414.D
39.0 L Acq: 15 Aug 2023 20:11
0\“‘1}““\“‘Zﬂp‘h“\\\\‘\\\\‘\\'\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion:}07 Resp: 457841
Abundance Scan 914 (8.563 min): BM041414. D\datams 100 Ratlo Lower Upper
107.0 107 100
108 89.6 67.2 107.2
77 39.0 15.4 55.4
Raw 5o 79 33.4 9.2 49.2
Abundance
39.0
ol ik 74“9 | 169 1929 2668 P
m/z--> 50 100 15 200 250
Abundance Scan 914 (81.?)?.30mm). BMO041414.D\data.ms (-8€ 200000
sub o 100000
obflipl | | 1469 1029 2668 =
m/z--> 50 100 15 200 250 Time--> 8.50 8.60 8.70
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Abundance Scan 1263 (10.616 min): BM041162.D\data.ms ( #21

136.0 Naphthalene-d8
Concen: 20.000 ng
RT: 10.569 min Scan# 1lgSagiinlcllee
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D [(SUEQISEIoEIH
54.0 10‘8.0 | Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
O bt e e e e 28
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 659057
Abundance Scan 1255 (10.569 min): BM041414.D\datams 190 Ratlo Lower Upper
136.1 136 100
137 10.6 8.8 13.2
54 7.1 6.9 10.3
Raw gg 68 5.9 5.4 8.2
Abundance
400000 10.569
540 108.0
0 1800 | ) 162.0 192.9 220.€
rrprr et b e e TS TR T
miz--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1255 (10.569 min): BM041414.D\data.ms (
136.1
200000
Sub
50 100000
108.0
0.200,%%%, | 179.9206.9 0
St TENTHRNSRINN S MENNRE 1114 S e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.50 10.60 10.70

Abundance Scan 928 (8.645 min): BM041162.D\data.ms (-92 #22

105.0 Acetophenone

Concen: 36.703 ng

RT: 8.604 min Scan# 921

Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
43,0 \ Acq: 15 Aug 2023 20:11
e"Amuw‘H“&999Hw?§39$ﬂ%9wﬂ¥49‘ﬁ99
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:165 Resp: 640639
Abundance  Scan 921 (8.604 min): BM041414 D\datams 100 Ratlo Lower Upper
105.0 105 100
71 1.8 1.2 1.8
51 26.5 22.0 33.0
Raw 50 120 22.2 18.0 27.0
Abundance
. 400000
ol | . i . 207.0267.03289 41494751
miz--> 50 100 150 200 250 300 350 400 450 300000
Abundance Scan 921 (8.604 min): BM041414.D\data.ms (-87
105.0
200000
Sub 50
100000
0 J\“ ‘ 207.0 280.9342.1 414.9475.1 01
“_“w“‘w“u“u“‘u“u‘ R SR ———
miz--> 50 100 150 200 250 300 350 400 450  Time--> 8.50 8.60 8.70
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Abundance Scan 985 (8.981 min): BM041162.D\data.ms (-97 #23

82.0 Nitrobenzene-d5
Concen: 68.922 ng
RT: 8.945 min Scan# 91l Eies
Ref 50 128.0 Delta R.T. -0.006 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
. PP NNL-APM2-0811-1MSD
429 | Acq: 15 Aug 2023 20:11
0\‘1“1‘\“\“1\“ w‘w‘ww‘wwww"wwww‘wwww
miz--> 50 100 150 200 250 Tgt Ion:‘82 RESpI 976756
Abundance  Scan 979 (8.945 min): BM041414.D\datams | 10" Ratio Lower Upper
83.0 82 100
128 40.4 31.8 47.6
54 46.2 40.1 60.1
Raw 50
1280 Abundance
600000 8.945
ol B L L asee - as0s
m/z--> 50 100 150 200 250
Abundance Scan 979 (8.945 min): BM041414.D\data.ms (-92 400000
82.0
Sub 200000
50 128.0
42
G\‘\‘“iq‘\u\‘w\“\\‘\\‘\\\\‘\\\\‘\\\\ 7\\\\‘\\\\‘\\\\‘\
m/z-—-> 50 100 150 200 250 Time--> 8.90 9.00 9.10

Abundance Scan 993 (9.028 min): BM041162.D\data.ms (-97 #24
71.0 Nitrobenzene

Concen: 35.441 ng

RT: 8.986 min Scan# 986

Ref 50 123.0 Delta R.T. -0.006 min

Lab File: BM041414.D

Acq: 15 Aug 2023 20:11

39‘1 14|

0 T T ‘ ‘\ \‘ T T ‘ T T T T ‘ \. T T T ‘ T T T T
m/z—> 50 100 150 200 250 Tgt Ion: ) 77 Resp: 507924
Abundance  Scan 986 (8.986 min): BM041414.D\data.ms 10 Ratio Lower Upper
77.0 77 100

123 42.2 34.2 51.2
65 13.4 10.7 16.1

Raw 50 123.0
' Abundance
300000 8986
o224 Ll L[ 1030 281
miz--> 50 100 150 200 250
Abundance Scan 986 (8.986 min): BM041414.D\data.ms (-93 200000
77.0
Sub
50 123.0 100000
0??‘\"“‘\“‘\““\\“\\‘\\‘\\\\‘\\\\‘\\\\ OV\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 Time--> 8.90 9.00 9.10
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Abundance Scan 1082 (9.551 min): BM041162.D\data.ms (-] #25
82.0 Isophorone
Concen: 38.004 ng
RT: 9.510 min Scan# 1¢giigiipl=les
Ref 50 Delta R.T. -0.012 min [ZNAWY
Lab File: BM@41414.p [SUERISEIAEIE
39.0 138.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol bbada | 1928 280
miz--> 50 100 150 200 250 Tgt Ion:‘82 Resp: 914253
Abundance Scan 1075 (9.510 min): BM041414.D\datams = 100 Ratlo Lower Upper
83.0 82 100
95 7.1 5.3 7.9
138 16.9 12.8 19.2
Raw 50
Abundance
39.0 138.1 9.$10
ol b L aees o o2eyy 000
m/z--> 50 100 150 200 250 400000
Abundance Scan 1075 (9.510 min): BM041414.D\data.ms (-1
82.0 300000
Sub 200000
50
100000
39.0 138.1
oh, ‘w‘uw A A S £ T
miz--> 50 100 150 200 250 Time—>  9.40 9.50 9.60
Abundance Scan 1113 (9.734 min): BM041162.D\data.ms (-1 #26
139.0 2-Nitrophenol
Concen: 40.502 ng
65.0 RT: 9.692 min Scan# 1106
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
040 Acq: 15 Aug 2023 20:11
0! ‘\H“\‘ ﬁ‘“i. \“\ 1 T \296\9\ T \2\8\0\'
miz--> 50 100 150 200 250 Tgt IOHZ:!.39 Resp: 226918
Abundance Scan 1106 (9.692 min): BM041414.D\data.ms Ion Ratio Lower Upper
130.0 139 100
109 36.1 25.4 38.2
65.0 65 56.3 47.2 70.8
Raw 50
Abundance
4 9.692
ol bl 1989 | 1030  om1.
m/z--> 50 100 150 200 250 100000
Abundance Scan 1106 (9.692 min): BM041414.D\data.ms (-1
139.0
Sub 65.0 50000
50
040
0 \”‘\\w.“}\“\l‘\\\\-‘\\\\‘\\\\ L L B
miz--> 50 100 150 200 250 Time-—>  9.60 9.70 9.80
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Abundance Scan 1124 (9.798 min): BM041162.D\data.ms (-1 #27

107.0 2,4-Dimethylphenol
Concen: 35.555 ng
RT: 9.757 min Scan# 1gSiigilpl=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.p [SUERISEIAEIE
51.0 ‘ Acq: 15 Aug 2023 20:11 NSRRI
ol bl L) 1528 1028
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.ZZ RESpI 350523
Abundance Scan 1117 (9.757 min): BM041414.D\datams 10N Ratio Lower Upper
107.0 122 100
107 120.3 94.3 141.5
121 57.0 45.8 68.8
Raw 50
Abundance
39.0 250000
ol 720 50 ‘ i 1300 1928 280 Q'AW
miz--> 50 100 150 200 250 200000
Abundance Scan 1117 (9.757 min): BM041414.D\data.ms (-1
107.0 150000
Sub 100000
50
50000
390 L ‘ Z
oL L LT40L | haoo 1028 o) L
miz--> 50 100 15 200 250 Time--> 9.70  9.80

Abundance Scan 1165 (10.039 min): BM041162.D\data.ms (| #28

93.0 bis(2-Chloroethoxy)methane
Concen: 35.836 ng
RT: 9.992 min Scan# 1157
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
490 Acq: 15 Aug 2023 20:11
ol ‘ 1249 170.9 207.9
L ‘ \ \ T T T T L ‘ L T T ‘ T L T ‘ L T T
m/z--> 50 100 150 200 250 Tgt Ion:.93 Resp: 540027
Abundance Scan 1157 (9.992 min): BM041414.D\data.ms Igg Eg;lo Lower  Upper
93.0
95 32.4 25.9 38.9
123 11.1 9.1 13.7
Raw 50
Abundance
9.992
0 490 | 1250 1729207.0 280. 300000
AR LA R S S
m/z--> 50 100 150 200 250
Abundance Scan 1157 (9.992 min): BM041414.D\data.ms (-1
93.0 200000
Sub
50 100000
0 49.0) 1250 171.0 207.0 0f
e ——
m/z--> 50 100 150 200 250 Time--> 10.00

BM041414.D 8270-BMO72823.M Wed Aug 16 01:13:35 2023 Page 17



Abundance Scan 1204 (10.269 min): BM041162.D\data.ms ( #29

161.9 2,4-Dichlorophenol
Concen: 41.238 ng
63.0 RT: 10.228 min Scan# 1{QELC i1
Ref 50 979 Delta R.T. -0.012 min |
: Lab File: BM@41414.p [SUERISEIAEIE
Acd: 15 Aug 2023 20:11 ENNETNPRREETISs)
37.0 1259 | 1009 a g
o! e S 162 . 20999
m/z--> 40 60 80 100 120 140 160 180 200  'gt Ion:162 Resp: 4 1
Abundance Scan 1197 (10.228 min): BM041414.D\datams 100 Ratlo Lower Upper
161.9 162 100
164 65.5 44.3 84.3
63.0 98 34.8 15.1 55.1
Raw 50
98.0 Abundance
10.p28
125.9
o0 T 190.8 200000
bl e
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1197 (10.228 min): BM041414.D\data.ms ( 150000
161.9
630 100000
Sub ’
50
98.0 50000
125.9
NEIR oL 190.8 0
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ T T ‘ T T T T ‘ T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.20 10.40

Abundance Scan 1239 (10.475 min): BM041162.D\data.ms ( #30

179.9 1,2,4-Trichlorobenzene
Concen: 41.569 ng
RT: 10.433 min Scan# 1232
Ref 50 Delta R.T. -0.006 min
74.0 19g.9 144.9 Lab File: BM041414.D
03\?\0“} el ! T (B T = T Acq: " Aug o o
m/z--> 50 100 150 200 250 Tgt IOHZ:!.S@ Resp: 456607
Abundance Scan 1232 (10.433 min): BM041414.D\data.ms = 1N Ratio Lower Upper
179.9 180 100
182 95.2 75.9 113.9
145 27.6 23.6 35.4
Raw 50
Abundance
74.0 1089 144.9 104433
250000
b L, ,“u\ o 2210 281
miz--> 50 100 150 200 250 200000
Abundance Scan 1232 (10.433 min): BM041414.D\data.ms (
179.9 150000
Sub 100000
50
74.0 108.9 144.9 50000
AT NV N Y VY] R S
m/z--> 50 100 150 200 250 Time--> 10.40 10.50
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Abundance Scan 1271 (10.663 min): BM041162.D\data.ms (| #31

128.0 Naphthalene
Concen: 34.906 ng
RT: 10.616 min Scan# 1lgigiil=gles

Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
510 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol 1L BTO | 1s28  a2s1
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.ZS RESpI 1248370
Abundance Scan 1263 (10.616 min): BM041414.D\datams 10N Ratio Lower Upper
128.0 128 100
129 10.9 9.0 13.4
127 13.0 10.5 15.7
Raw 50
Abundance
10.616
>0 pro | 2069 281
0 T ‘ TOTOTT ‘ L ‘ L ‘ T T T T ‘ L 600000
m/z--> 50 100 150 200 250
Abundance Scan 1263 (10.616 min): BM041414.D\data.ms (
1238.0 400000
Sub
50 200000
oL YA BTO | seno  2e
miz--> 50 100 150 200 250 Time--> 10.50 10.60 10.70

Abundance Scan 1151 (9.957 min): BM041162.D\data.ms (-1 #32

105.0 Benzoic acid
Concen: 37.203 ng
RT: 9.951 min Scan# 1150
Ref 50 51.0 Delta R.T. -0.000 min
Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
ol “““!“ ol jae9 2089  280.
miz--> 50 100 150 200 250 Tgt Ion:}zz Resp: 261461
Abundance Scan 1150 (9.951 min): BM041414 D\datams = 100 Ratlo Lower Upper
105.0 122 100
105 129.1 1e4.0 144.0
77 105.8 79.9 119.9
Raw 50
51.0 Abundance
200000
0‘\\“\!‘\ ‘\\\‘\‘\H‘ ‘\““ ) — P ‘2?6"9‘ o ‘2‘8‘1"
m/z--> 50 100 150 200 250 150000
Abundance Scan 1150 (9.951 min): BM041414.D\data.ms (-1
105.0
100000
9/951
Sub
50 51.0 50000
O‘m\L‘MM aldy 1928  280d e —
m/z--> 50 100 150 200 250 Time--> 9.80 10.00
BM041414.D 8270-BM@72823.M Wed Aug 16 01:13:36 2023
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BM041414.D 8270-BMO72823.M

Abundance Scan 1293 (10.792 min): BM041162.D\data.ms (; #33
127.0 4-Chloroaniline
Concen: 4.462 ng
RT: 10.763 min Scan# 1Jgigiil=gles
Ref 50 Delta R.T. -0.000 min _
65.0 Lab File: BMe41414.p (SUCEEWIEE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL d‘HM ‘\\h Ll \“ \‘u et
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.27 Resp: 63772
Abundance Scan 1288 (10.763 min): BM041414.D\datams 10N Ratio Lower Upper
127.0 127 100
129 31.9 25.9 38.9
65 34.8 26.9 40.3
Raw 5 92 20.8 15.8 23.6
65.0 Abundance
ok u‘w m\ ‘\\h b \\‘ \L\ N - ‘1§§'§ ‘292'9 — ‘2‘8‘1"' 25000
miz--> 50 100 150 200 250 20000
Abundance Scan 1288 (10.763 min): BM041414.D\data.ms (
Sub 10000
50
65.0
5000
oL n“mid‘ ‘\\h\‘h‘ ;\‘ \‘L\ — . '}6‘3‘7‘ ‘2‘08‘9 — ‘2‘8‘0: i ‘HH ’7‘ ‘ i\‘T‘
miz--> 50 100 150 200 250 Time--> 10.70 10.80 10.90
Abundance Scan 1318 (10.939 min): BM041162.D\data.ms (| #34
224.8 Hexachlorobutadiene
Concen: 45.211 ng
RT: 10.886 min Scan# 1309
Ref 50 117.9 189.8 Delta R.T. -0.012 min
‘ 259.6  |ab File: BM@41414.D
46.9 829 ﬂszs Acq: 15 Aug 2023 20:11
ol ‘u ' ‘ ‘\‘H‘d ‘\ \‘\ ] ‘H\‘ e ‘\““ : ‘u“\ -
miz--> 50 100 150 200 250 Tgt IOHZ%25 Resp: 298682
Abundance Scan 1309 (10.886 min): BM041414. D\datams ~1o0 Ratlo Lower Upper
224.8 225 100
223 62.0 49.0 73.4
227 63.6 50.8 76.2
Raw 50 189.8
117.9 259.8 Abundance
470 82.9 549 H 10/p86
oL~ “ “\ ‘\‘H , d M \‘\ " L w o ‘H“\ o U‘ — 150000
miz--> 100 150 200 250
Abundance Scan 1309 (10.886 min): BM041414.D\data.ms (
224.8 100000
Sub
50 189.8 50000
117.9 259.8
47.0 829 ﬂsz.g H
0‘\‘\\”‘\‘\\“\ ‘\ \!\"\‘H\H““\“‘u“\"M‘H 0“ o
miz--> 50 100 150 200 250 Time> 10.80  10.90

Wed Aug 16 01:

13:37 2023
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Abundance Scan 1430 (11.598 min): BM041162.D\data.ms (; #35
55.0 Caprolactam
Concen: 19.712 ng
113.0 RT: 11.574 min Scan# 14igil=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D |(GUEINEERTSIEIR
‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0\‘1“1““‘\“\‘ w“w‘w“www‘wwww"wwww‘wwww
m/z--> 50 100 150 200 250 Tgt Ion:113 Resp: 56692
Abundance Scan 1426 (11.574 min): BM041414.D\datams 100 Ratio Lower Upper
55.0 113 100
55 159.9 162.5 202.5#
113.0 56 121.0 114.1 154.1
Raw 50
Abundance
40000
oddd L L 2070 om.
miz--> 50 100 150 200 250 30000
Abundance Scan 1426 (11.574 min): BM041414.D\data.ms (
55.0
20000
113.0
Sub
50 10000
0 Lol aeas s
miz-> 50 100 150 200 250 Time--> 11.50 11.55 11.60
Abundance Scan 1485 (11.922 min): BM041162.D\data.ms (- #36
10101420 4-Chloro-3-methylphenol
’ Concen: 38.633 ng
RT: 11.892 min Scan# 1480
Ref 50 Delta R.T. -0.006 min
51.0 Lab File: BMO41414.D
Acq: 15 Aug 2023 20:11
0 \“\“\‘\\\H“\\\\"\\\\‘\2\8\0'\!
miz--> 50 100 150 200 250 Tgt IOHZ:!.O7 Resp: 404260
Abundance Scan 1480 (11.892 min): BM041414.D\datams 1ON Ratio Lower Upper
107.0 107 100
142.0 144 26.3 20.1 30.1
142 80.1 62.2 93.4
Raw 50
Abundance
51.0 11,892
0 ol L2080 2810 500000
m/z--> 50 100 150 200 250
Abundance Scan 1480 (11.892 min): BM041414.D\data.ms (| 150000
107.0
142.0
100000
Sub
50
50000
51.0
ol ol 2089 281 ot
m/z--> 50 100 150 200 250 Time--> 11.80 12.00
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Abundance Scan 1546 (12.280 min): BM041162.D\data.ms (| #37

142.0 2-Methylnaphthalene
Concen: 35.551 ng
RT: 12.239 min Scan# 11Eigial=lies
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.p [SUERISEIAEIE
. . PNNL-APM2-0811-1MSD
63.0 J Acq: 15 Aug 2023 20:11
ol pdpn, 3008 . 1929 280
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.42 RESpI 857180
Abundance Scan 1539 (12.239 min): BM041414.D\datams 100 Ratio Lower Upper
1490 142 100
141 88.2 70.7 106.1
115 38.2 29.3 43.9
Raw 50
Abundance
12,239
63.0 500000
Ol o 9800 |l 1929 2338 280
m/z--> 50 100 150 200 250 400000
Abundance Scan 1539 (12.239 min): BM041414.D\data.ms (
141.9 300000
Sub 200000
50
100000
63.0
ol ke 804l 1929 2338 280. e,
miz--> 50 100 150 200 250 Time--> 12.20 12.30

Abundance Scan 1584 (12.504 min): BM041162.D\data.ms (- #38

141.9 1-Methylnaphthalene
Concen: 36.057 ng
RT: 12.457 min Scan# 1576
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
63.0 Acq: 15 Aug 2023 20:11
obrpln 9781 | 20682307
miz--> 50 100 150 200 250 Tgt Ion:}42 Resp: 813701
Abundance Scan 1576 (12.457 min): BM041414.D\datams 100 Ratlo Lower Upper
142.0 142 1e0
141 92.4 73.4 110.2
116 4.5 3.2 4.8
Raw 50
Abundance
63.0 500000 12457
o im0l Il 20082358 281
m/z--> 50 100 150 200 250 400000
Abundance Scan 1576 (12.457 min): BM041414.D\data.ms (
142.0 300000
Sub 200000
50
100000
oL ir 1099 | 20282358 261, ==l
miz--> 50 100 150 200 250 Time--> 12.40 12.50
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Abundance Scan 1919 (14.474 min): BM041162.D\data.ms (; #39

162.1 Acenaphthene-die
Concen: 20.000 ng
RT: 14.427 min Scan# 14gSigiil=glies

Ref 50 Delta R.T. -0.012 min |
800 Lab File: BM@41414.D [SUERIEEUICI6
: Acq: 15 Aug 2023 20:11 ENNSAGVPEEEEIYE)
0 ‘42\ i ‘\‘\‘ HH‘ et :!'2‘2 ‘P‘ \H —— ‘07“9 S 2‘8‘1,
m/z--> 50 100 15 200 250 Tgt Ion:164 Resp: 391020
Abundance Scan 1911 (14.427 min): BM041414.D\datams 100 Ratlo Lower Upper
162.1 164 100

162 99.9 80.4 120.6
160 45.1 36.2 54.2

Raw 50
Abundance
14.427
80.1 250000
0201 ) 1220 Il a06s ;1
m/z--> 50 100 150 200 250 200000
Abundance Scan 1911 (14.427 min): BM041414.D\data.ms (
162.1 150000
Sub 100000
50
50000
80.0
o420 | | 1300 || 2069 281 0
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
miz--> 50 100 150 200 250 Time--> 14.40 14.50

Abundance Scan 1609 (12.651 min): BM041162.D\data.ms (- #40
215.8 1,2,4,5-Tetrachlorobenzene
Concen: 40.257 ng
RT: 12.610 min Scan# 1602
Ref 50 Delta R.T. -0.012 min
740 1078 178.9 Lab File: BM@41414.D
570 ‘ ‘ 142.8 H Acq: 15 Aug 2023 20:11
: ‘\‘. ‘\i " ‘\‘ “ o \‘h - ““\‘ — \ ‘ ‘M : ‘25‘2-‘8‘ —
m/z--> 50 100 150 200 250 Tgt Ion:216 Resp: 511131

Abundance Scan 1602 (12.610 min): BM041414.D\datams 10N Ratio Lower Upper
215.9 216 100

214 78.1 63.2 94.8
179 19.8 16.2 24.2

o

Raw 50 108 16.4 17.0 25.44
Abundance
74.0 107.9 149 ¢ 1789
‘ H | H 280 300000
N O NN S S Y
m/z--> 50 100 150 200 250
Abundance Scan 1602 (12.610 min): BM041414.D\data.ms ( 200000
215.9
sub o 100000
74.0 107.9 1429 180.9 \
m/z--> 50 100 150 200 250 Time--> 1250 12.60 12.70
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BM041414.D 8270-BMO72823.M

Abundance Scan 1604 (12.622 min): BM041162.D\data.ms (- #41
236.8 Hexachlorocyclopentadiene
Concen: 54.440 ng
RT: 12.569 min Scan# 1!{gigiil=gles
Ref 50 Delta R.T. -0.012 min \A_
949 Lab File: BM@41414.D [(SUEQISEIoEIH
600 ‘ 129.9 164. 2718 Acq: 15 Aug 2023 20:11 AN PAVRE VD)
0l \‘ ‘h‘\\ " ‘H‘HH th M H\ : \‘ “20‘\%8“ ‘\}‘\‘ : \‘H\‘ :
miz--> 50 100 150 200 250 Tgt IOHZ%37 RESpI 365689
Abundance Scan 1595 (12.569 min): BM041414.D\data.ms ;‘3’; igglo Lower Upper
236.8
235 62.4 43.6 83.6
272 12.4 0.0 33.3
Raw 50
Abundance
4.9 250000 12.569
60. ‘ 129.9 166.9 "02.8 ‘ 271.8
o \‘ “ ‘\ ‘\‘H‘\H H M H\ , \‘ - ‘m" , ‘w‘ , m\‘ . 200000
m/z--> 50 100 150 200 250
Abundance Scan 1595 (12.569 min): BM041414.D\datams (124000
236.8
Sub 100000
u
50
94.9 50000
60. ‘ 129.9 146 9 - ‘ 271.8
S T T O | =
miz--> 50 100 150 200 250 Time--> 1250  12.60
Abundance Scan 2174 (15.974 min): BM041162.D\data.ms (- #42
329.7) 2,4,6-Tribromophenol
Concen: 112.786 ng
RT: 15.933 min Scan# 2167
Ref 50/ 620 Delta R.T. -0.012 min
140.9 Lab File: BM@41414.D
221.8 Acq: 15 Aug 2023 20:11
ol 20 | i2746
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 623794
Abundance Scan 2167 (15.933 min): BM041414.D\data.ms ggg E;‘;lo Lower Upper
329.¢
332 96.9 77.7 116.5
141 33.2 28.3 42.5
Raw 59/ 620
140.9 Abundance
221.8 15.933
obibuaoze | as27 | jorar | 400000
miz--> 50 100 150 200 250 300
Abundance Scan 2167 (15.933 min): BM041414.D\data.ms (300000
200000
Sub
100000
- T OV‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300 Time-> 15.80  16.00
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Abundance Scan 1651 (12.898 min): BM041162.D\data.ms (| #43

195.9 2,4,6-Trichlorophenol
96.9 Concen: 41.726 ng
: RT: 12.863 min Scan# 1¢giigiinl=igles
Ref 50 131.9 Delta R.T. -0.012 min \A_|
62.0 Lab File: BM@41414.D [SUEWEENIIEIEE
‘ ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL b \h\ ‘\‘H‘Mh | H‘ M‘ : ‘h‘ \16@‘ N R ‘2‘8‘0:
m/z—> 50 100 150 200 250 Tgt Ion:}96 Resp: 339564
Abundance Scan 1645 (12.863 min): BM041414.D\datams 100 Ratlo Lower Upper
195.9 196 100
198 96.5 76.2 114.4
96.9 200 31.0 24.6 36.8
Raw 50
1319 Abundance
62.0 12,863
ol ‘\HMW\M‘M‘ I ‘ 5\3\ 280 200000
m/z--> 50 100 150 200 250
Abundance Scan 1645 (12.863 min): BM041414.D\data.ms (| 150000
195.9
100000
Sub 50 96.9
50000
62.0 131.9
0k M”W”;w““\\‘h 1@;9“ —— 0t ——T
miz--> 50 100 150 200 250 Time-->  12.80 12.90

Abundance Scan 1664 (12.974 min): BM041162.D\data.ms (| #44

195.8 2,4,5-Trichlorophenol
Concen: 38.131 ng
96.9 RT: 12.939 min Scan# 1658
Ref 50 Delta R.T. -0.012 min
62.0 131.9 Lab File: BM@41414.D
‘ Acq: 15 Aug 2023 20:11
oL ‘h‘ JH\ ‘“h‘m‘\“ b, ‘HL‘ G?h‘ e
miz--> 50 100 150 200 250 Tgt IOHZ:!.96 Resp: 359155
Abundance Scan 1658 (12.939 min): BM041414.D\datams 100 Ratio Lower Upper
195.9 196 100
198 97.2 78.2 117.4
97 47.2 42.7 64.1
Raw 50 96.9 132 22.9 21.6 32.4
Abundance
fo i m ‘\HM\\HH“‘H\H‘ : hh\ \16‘3‘9‘ A ‘2‘8‘0-; 200000
miz--> 50 100 15 200 250
Abundance Scan 1658 (12.939 min): BM041414.D\data.ms (| 150000
195.9
100000
sub o 96.9 i
50000
oL+l ‘\HM\M‘HH\‘ ‘ ‘hh‘“lﬁ?ﬂ‘g‘ A ‘2‘8‘0-? of -
miz--> 50 100 150 200 250 Time--> 12.90 13.00

BM041414.D 8270-BMO72823.M
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Abundance Scan 1684 (13.092 min): BM041162.D\data.ms (| #45
172.0 2-Fluorobiphenyl
Concen: 69.373 ng
RT: 13.045 min Scan# 1¢gigiil=gles
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D [(SUEQISEIoEIH
85.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL SO AT %22 | 2080 281
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.72 RESpI 2147340
Abundance Scan 1676 (13.045 min): BM041414.D\datams 1ON Ratio Lower Upper
1720 172 100
171 34.8 28.1 42.1
170 23.5 18.9 28.3
Raw 50
Abundance
1500000 13.p45
ol 1O 20 1389, | 2080 281
m/z--> 50 100 150 200 250
Abundance Scan 1676 (13.045 min): BM041414.D\data.ms (| 1000000
172.0
Sub 50 500000
oL %00 P20 1380, | sos0 28 o=
miz--> 50 100 150 200 250 Time--> 13.00 13.20
Abundance Scan 1720 (13.304 min): BM041162.D\data.ms (- #46
154.0 1,1'-Biphenyl
Concen: 36.184 ng
RT: 13.257 min Scan# 1712
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
o220 L M8l aes7 20
m/z--> 50 100 150 200 250 Tgt IOHZ:!.54 Resp: 1147022
Abundance Scan 1712 (13.257 min): BM041414.D\data.ms 1o Ratlo Lower Upper
154.0 154 100
153 39.7 20.5 60.5
76 12.7 0.0 34.1
Raw 50
Abundance
800000 13.p57
oB9% L 1P | 1028 2s0:
miz--> 50 100 150 200 250 600000
Abundance Scan 1712 (13.257 min): BM041414.D\data.ms (
154.0
400000
Sub
50 200000
090 L0 1P ) 2070 g0 ol e
miz--> 50 100 150 200 250 Time--> 13.20 13.40
BM@41414.D 8270-BMO72823.M Wed Aug 16 01:13:41 2023
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Abundance Scan 1727 (13.345 min): BM041162.D\data.ms (: #47

162.0 2-Chloronaphthalene
Concen: 38.064 ng
RT: 13.298 min Scan# 11Eigial=lies
Ref 50 1270 Delta R.T. -0.018 min |
' Lab File: BM@41414.D [SUEWEENIIEIEE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
b0, | 1 2070 280
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.GZ RESpI 900951
Abundance Scan 1719 (13.298 min): BM041414.D\datams 100 Ratio Lower Upper
162.0 162 100
127 37.8 30.6 45.8
164 32.8 25.6 38.4
Raw 50
127.0 Abundance
600000 14 hog
74.0
o390 Ll y 1 I T I
m/z--> 50 100 150 200 250 4
Abundance Scan 1719 (13.298 min): BM041414.D\data.ms ( 00000
162.0
Sub 50 200000
127.0
75.0
o9 Ly 1 A 2069 e
miz--> 50 100 150 200 250 Time--> 13.20 13.30 13.40

Abundance Scan 1765 (13.569 min): BM041162.D\data.ms (- #48

65.0 138.0 2-Nitroaniline
Concen: 35.942 ng
RT: 13.527 min Scan# 1758
Ref 50 Delta R.T. -0.012 min
Lab File: BMO41414.D
‘ ‘ Acq: 15 Aug 2023 20:11
0k “\“””‘“ \“M\”m\‘ \0‘2‘.\9\“ T ‘\ T ]\-7\1\9\296\9\ T \2\8\0:
miz--> 50 100 150 200 250 Tgt Ion:.65 Resp: 271552
Abundance Scan 1758 (13.527 min): BM041414.D\datams 100 Ratio Lower Upper
65.0 138.0 65 100
92 65.5 53.0 79.4
138 98.0 79.1 118.7
Raw 50
Abundance
13.527
ok ‘\‘M‘mm“ 04‘0 . \‘ — :‘1-9‘2-‘8‘ . ‘246"6‘ %89: 150000
m/z--> 50 100 150 200 250
Abundance Scan 1758 (13.527 min): BM041414.D\data.ms (
653.0 138.0 100000
Sub
50 50000
ow“w“‘ ] o0 1028 2466 ol
miz--> 50 100 150 200 250 Time-->  13.40 13.60
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Abundance Scan 1871 (14.192 min): BM041162.D\data.ms (- #49

152.0 Acenaphthylene
Concen: 37.107 ng
RT: 14.151 min Scan# 1{gEigil=lies
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
76.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0300 14 1120 | 2069 280
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.SZ RESpI 1417643
Abundance Scan 1864 (14.151 min): BM041414.D\datams 100 Ratlo Lower Upper
152.0 152 100
151 19.7 16.1 24.1
153 13.0 10.5 15.7
Raw 50
Abundance
1000000 14.151
300 00 0.0 |
. 110. . R
ot ol e “ - ;‘Lg‘z‘g‘ - 280 800000
m/z--> 50 100 150 200 250
Abundance Scan 1864 (14.151 min): BM041414.D\data.ms ( 600000
152.0
b 400000
Su
50
200000
76.0
0390 , [ 1100 | 1929 ,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\’\\\\\
miz--> 50 100 150 200 250 Time--> 14.10 14.20

Abundance Scan 1828 (13.939 min): BM041162.D\data.ms ( #50

163.0 Dimethylphthalate
Concen: 38.603 ng
RT: 13.904 min Scan# 1822
Ref 50 Delta R.T. -0.012 min
77.0 Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
03\8\.q“ \”\h‘”\ \‘ “1\210.9‘\ T \‘\ \1\9‘5‘9\ T \2\8\0\'
m/z--> 50 100 150 200 250 Tgt Ion:}63 Resp: 1135446
Abundance Scan 1822 (13.904 min): BM041414.D\datams 100 Ratlo Lower Upper
168.0 163 100
194 4.5 3.3 4.9
164 10.1 8.3 12.5
Raw 50
Abundance
77.0 8000001 13 b04
0380 . | 1209 1 1950 2658
miz--> 50 100 150 200 250 600000
Abundance Scan 1822 (13.904 min): BM041414.D\data.ms (
163.0
400000
Sub
50 200000
77.0
038.(}‘ u“ ‘ M]'ZOQ\ ‘ 195'0 281.1
e T
miz--> 50 100 150 200 250 Time--> 13.80 13.90 14.00
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Abundance Scan 1850 (14.069 min): BM041162.D\data.ms (| #51

165.0 2,6-Dinitrotoluene
89.0 Concen: 39.791 ng
: RT: 14.033 min Scan# 1{gigiil=les
Ref 50 Delta R.T. -0.012 min |
510 Lab File: BM@41414.p [SUERISEIAEIE
. 121.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol “L I H\; ‘ i ‘u“ 1 \“ L 2089 2804
m/z—> 50 100 150 200 250 Tgt Ion:}65 Resp: 242505
Abundance Scan 1844 (14.033 min): BM041414.D\datams 100 Ratlo Lower Upper
165.0 165 100
63 58.8 50.9 76.3
89.0 89 59.9 50.6 76.0
Raw 50
Abundance
51.0 121.0 14,033
o LAl L L 2me ey asoom
m/z--> 50 100 150 200 250
Abundance Scan 1844 (14.033 min): BM041414.D\data.ms (
165.0 100000
89.0
Sub
50 50000
51.0 121.0
o LAl u [ L] ame o A
miz--> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1930 (14.539 min): BM041162.D\data.ms (- #52

158.0 Acenaphthene
Concen: 35.411 ng
RT: 14.492 min Scan# 1922
Ref 50 Delta R.T. -0.018 min
6.0 Lab File: BM041414.D
’ Acq: 15 Aug 2023 20:11
0\39‘\0i‘ \“‘\M\”\:‘I‘-‘l}.g‘\ T } T T \296\9\ T \2\8\0\'
m/z--> 50 100 150 200 250 Tgt Ion:}54 Resp: 814975
Abundance Scan 1922 (14.492 min): BM041414.D\data.ms = 1" Ratio Lower Upper
158.0 154 100
153 112.4 90.2 135.4
152 52.8 43.4 65.0
Raw 50
Abundance
76.0 14,492
600000 |
0399 1l 150 | 1e30 7
m/z--> 50 100 150 200 250
Abundance Scan 1922 (14.492 min): BM041414.D\data.ms ( 400000
152.9
Sub 200000
76.0
o0 L mso | om0 S——
m/z--> 50 100 150 200 250 Time--> 14.50
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Abundance Scan 1906 (14.398 min): BM041162.D\data.ms (| #53

63.0 3-Nitroaniline
138.0 Concen: 18.282 ng
RT: 14.363 min Scan# 14gigiil=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [SUERIEEUICI6
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol hfdld0s0 | aee  ze0.
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.38 RESpI 117035
Abundance Scan 1900 (14.363 min): BM041414.D\datams 100 Ratio Lower Upper
65.0 138 100
138.0 108 8.9 7.6 11.4
92 120.0 98.9 148.3
Raw 50
Abundance
80000
oLbidlions | amo om e
m/z--> 50 100 150 200 250 60000
Abundance Scan 1900 (14.363 min): BM041414.D\data.ms (
65.0
138.0 40000
Sub
50 20000
cu“e“‘p“w‘“u!‘?4;9”\““‘2‘09'9”_2‘8‘14
miz-> 50 100 150 200 250 Time--> 14.30 14.40 14.50
Abundance Scan 1942 (14.610 min): BM041162.D\data.ms (| #54
63.0 183.9 2,4-Dinitrophenol
Concen: 46.561 ng
RT: 14.586 min Scan# 1938
Ref 50 106.9 Delta R.T. -0.012 min
Lab File: BM@41414.D
‘ Acq: 15 Aug 2023 20:11
0! ‘\”M i‘”‘ ‘\ 11\3?.“\ ‘\ \‘\ T T \2\8\0\'
miz--> 50 100 150 200 250 Tgt IOHZ:!.84 Resp: 180798
Abundance Scan 1938 (14.586 min): BM041414.D\data.ms = 1On Ratio  Lower Upper
184.0 184 100
63 66.8 66.5 99.7
63.0 154 64.2 52.8 79.2
Raw 50 107.0
Abundance
600000
O T
m/z--> 50 100 150 200 250
Abundance Scan 1938 (14.586 min): BM041414.D\data.ms (400000
184.0
63.0
Sub 200000
50 107.0
14.586
o “M S As49 | 280 o
m/z--> 50 100 150 200 250 Time--> 14.60
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Abundance Scan 1987 (14.874 min): BM041162.D\data.ms (| #55

168.0 Dibenzofuran
Concen: 35.898 ng
RT: 14.833 min Scan# 1Sl
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
63.0 : :
ol dnu 201 | 2080 280
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.68 RESpI 1347960
Abundance Scan 1980 (14.833 min): BM041414.D\datams 10N Ratio Lower Upper
168.0 168 100
139 37.1 29.8 44.6
169 13.3 10.5 15.7
Raw 50
Abundance
890 14833
030 i 1209, | 2089 280: 00000
m/z--> 50 100 150 200 250
Abundance Scan 1980 (14.833 min): BM041414.D\data.ms ( 600000
168.0
400000
Sub
50
200000
89.0
o, B89, 1208 | 2069 280
mlz--> 50 100 150 200 250 Time--> 14.80 14.90

Abundance Scan 1959 (14.710 min): BM041162.D\data.ms (. #56

65.0 139.0 4-Nitrophenol

Concen: 65.025 ng

RT: 14.686 min Scan# 1955

Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
‘ l Acq: 15 Aug 2023 20:11
0k “i “w” \“ L\h T T s \‘ T 1 T T T T T
miz--> 50 100 150 200 250 Tgt IOHZ:!.39 Resp: 330275
Abundance Scan 1955 (14.686 min): BM041414.D\datams 1o Ratlo Lower Upper
65.0 139.0 139 100

109 92.6 61.2 101.2
65 108.3 89.5 129.5

Raw gg
Abundance

ol bk “LO [0 | 18402210 267.0 300000
m/z--> 50 100 150 200 250
Abundance Scan 1955 (14.686 min): BM041414.D\data.ms ( 14.686

65.0 138.9 200000 '

Sub

50 100000

o ‘Lox-‘?‘ 240 2209 2600 T TS
m/z--> 50 100 150 200 250 Time-->  14.60 14.70 14.80
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Ref 50

m/z-->

0,

39.0

3209

Abundance Scan 1984 (14.857 min): BM041162.D\data.ms (
89.0 168.0

50 100 150

200 250

#57

2,4-Dinitrotoluene
Concen: 38.298 ng
RT: 14.827 min Scan# 1Sl
Delta R.T. -0.012 min

Lab File: BM@41414.D [(SUEQISEIoEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD

Tgt Ion:165 Resp: 328342

Abundance

Scan 1979 (14.827 min):

BM041414.D\data.ms

Ion Ratio Lower Upper

Sub
50

16

770 1150 ‘
\d $WMm \ | ‘ M

6.0

204.0

m/z-->

50 100 150

200 250

168.0 165 100
63 66.1 48.3 72.5
89 82.9 71.8 107.8
Raw g 182 2.5 2.0 3.0
Abundance
89.0 14.ﬁ27
ot 4 ‘M‘m“\ 1219, ‘\ ~207.0 280! 200000
m/z--> 50 100 150 200 250
Abundance Scan 1979 (14.827 min): BM041414.D\data.ms ( 150000
168.0
100000
Sub
50
50000
89.0
51.0 ‘ ‘
ol % t210] || 2089 )
m/z--> 50 100 150 200 250 Time--> 14.80 14.90
Abundance Scan 2098 (15.527 mm) BM041162.D\data.ms (: #58
6b.0 Fluorene
Concen: 36.486 ng
RT: 15.486 min Scan# 2091
Ref 50 204.0 Delta R.T. -0.012 min
Lab File: BM@41414.D
1150 Acq: 15 Aug 2023 20:11
oo [ 50| § | '
0\ T \“‘\‘H\m\ 4 \H\ [ e “‘\ T \2\8\0'\'
miz--> 50 100 150 200 250 Tgt IOHZ:!.66 Resp: 1080808
Abundance Scan 2091 (15.486 min): BM041414.D\data.ms = 1On Ratio Lower Upper
166.0 166 100
165 97.1 78.2 117.4
167 13.0 10.6 16.0
Raw 50
204.0 Abundance
15/486
i end il 281,
0\ “ ”\M”H‘ Nww‘V‘ L 600000
m/z--> 50 100 150 200 250
Abundance Scan 2091 (15.486 min): BM041414.D\data.ms (

400000

200000

0

15.40 15.50 15.60

Time-->
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Abundance Scan 2026 (15.104 min): BM041162.D\data.ms (; #59

231.8 2,3,4,6-Tetrachlorophenol

Concen: 40.614 ng

RT: 15.063 min Scan# 2¢gigiil=gles
Delta R.T. -0.018 min [N\

Lab File: BM@41414.D [(SUEQISEIoEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD

Ref 50

0,
m/z--> 50 100 150 200 250 Tgt IOHZ%32 RESpI 309772
Abundance Scan 2019 (15.063 min): BM041414.D\datams =190 Ratlo Lower Upper
231.8 232 100

131 41.5 36.9

130 2.3 2.0 3.0

166 28.9 24.2
Abundance

Raw 50

0 200000
m/z--> 50 100 150 200 250
Abundance Scan 2019 (15.063 min): BM041414.D\data.ms ( 150000

100000
Sub
50000\
- \‘\\\\‘\ L
miz--> 50 100 150 200 250 Time->  15.00 15.10

Abundance Scan 2060 (15.304 min): BM041162.D\data.ms (- #60

149.0 Diethylphthalate

Concen: 38.221 ng

RT: 15.262 min Scan# 2053

Ref 50 Delta R.T. -0.018 min
1770 Lab File: BM@41414.D
500 76:0 105.0 ' Acq: 15 Aug 2023 20:11
0\\\‘\H\‘\\\!“H\‘\‘1\\\‘\\\\‘\\‘\\‘\\\1“\\\\‘\\?\2‘2\.\0\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 1087152
Abundance Scan 2053 (15.262 min): BM041414.D\datams 100 Ratlo Lower Upper
149.0 149 100

177  22.9 17.5 26.3
156 12.6 10.1 15.1

Raw 50
Abundance
177.0 800000 15.262
500 80 105.0
Obrrrpr bbb bbb e 222
m/z--> 40 60 80 100 120 140 160 180 200 220 600000
Abundance Scan 2053 (15.262 min): BM041414.D\data.ms (
148.9
400000
Sub 50
200000
177.0
76.0 105.0 ‘
50.0
Obrrr bbb bl e b e 222 O
m/z-—-> 40 60 80 100120140 160180200220  Time--> 15.20 15.30
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Abundance Scan 2097 (15.521 min): BM041162.D\data.ms (- #61

166.0 4-Chlorophenyl-phenylether
Concen: 39.374 ng
204.0 RT: 15.480 min Scan# 2¢gigiil=les
Ref 50 Delta R.T. -0.012 min [ZNAWY
77.0 Lab File: BM@41414.D [(GUCHIEEIelEI(EH
390 115.0 ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0! il
miz--> 50 100 150 200 250 Tgt IOHZ%04 RESpI 584475
Abundance Scan 2090 (15.480 min): BM041414.D\datams 100 Ratio Lower Upper
166.0 204 100
206 33.3 26.5 39.7
204.0 141 51.5 44.8 67.2
Raw 50
Abundance
77.0 115.0 15.480
39.0 ' “ 280 400000
o N
m/z--> 50 100 150 200 250
Abundance Scan 2090 (15.480 min): BM041414.D\data.ms (300000
165.9
b 204.0 200000
u
50
100000
39.0
0! \‘\\“\\\\‘\\\\ OV‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 1540 1550

Abundance Scan 2105 (15.568 min): BM041162.D\data.ms (- #62

63.0 138.0 4-Nitroaniline
Concen: 30.822 ng
RT: 15.539 min Scan# 2100
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
‘ ‘ Acq: 15 Aug 2023 20:11
05 ‘M‘H‘h‘ \“‘H\ 't i‘(‘) \.O\‘ L I ]\-9\2‘9\ 2\3\1'\6‘ T T
miz--> 50 100 150 200 250 Tgt IOHZ:!.38 Resp: 189784
Abundance Scan 2100 (15.539 min): BM041414.D\datams = 1ON Ratio Lower Upper
g 138 100
65.0 138.0
92 51.6 35.1 75.1
108 96.2 67.8 107.8
Raw 50
Abundance
15/539
ol bl f.lg080 | 2070 2810 100000
m/z--> 50 100 150 200 250
Abundance Scan 2100 (15.539 min): BM041414.D\data.ms (
65.0 138.0
50000
Sub
50
0 2041 281 L B
m/z--> 50 100 150 200 250 Time--> 15.50 15.60
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Abundance Scan 2147 (15.815 min): BM041162.D\data.ms (| #63

71.0 Azobenzene
Concen: 34.702 ng
RT: 15.774 min Scan# 21l
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D [(SUEQISEIoEIH
182.0 Acq: 15 Aug 2023 20:11 ENNENGVPRVGEEMV
o329 . ﬂ15 0146.8 280.!
e ‘ b —— 5
miz--> 50 100 150 200 250 Tgt Ion:‘77 RESpI 1081214
Abundance Scan 2140 (15.774 min): BM041414.D\datams 10N Ratio Lower Upper
710 77 100
182 24.9 1.3 41.3
105 18.3 0.0 38.5
Raw 5o 51 28.6 9.1 49.1
Abundance
182.0 800000
o329 . \1280 ! ‘ 266.9
m/z--> 50 100 150 200 250 600000
Abundance Scan 2140 (15.774 min): BM041414.D\data.ms (
77.0
400000
Sub
50 200000
182.0
ol4L0 | ‘ 128.0 | “ 266.9 o
o R T
miz--> 50 100 150 200 250 Time-> 15.70  15.80

Abundance Scan 2387 (17.227 min): BM041162.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.186 min Scan# 2380
Ref 50 Delta R.T. -0.018 min
Lab File: BM041414.D
80. Acq: 15 Aug 2023 20:11
156.0
o420 1 1801990 || 2200 o
m/z--> 50 100 150 200 250 Tgt Ion:}88 Resp: 792731
Abundance Scan 2380 (17.186 min): BM041414.D\data.ms = 1ON Ratio Lower Upper
188.1 188 100
94 7.9 8.2 12.2#
80 9.0 8.6 13.0
Raw 50
Abundance
17.186
S0 H‘ m 118.0 15630 5900 2t 500000
m/z--> 50 100 150 200 250 400000
Abundance Scan 2380 (17.186 min): BM041414.D\data.ms (
188.1 300000
Sub 200000
50
100000
.0
0l420 ") 1180 15ﬁ0 2209 282 0]
miz--> 50 100 150 200 250 Time-> 17.10  17.20
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Abundance Scan 2114 (15.621 min): BM041162.D\data.ms (| #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 29.266 ng
RT: 15.592 min Scan# 21gigiil=glies
Ref 50/ 510 1050 Delta R.T. -0.012 min [\AW
Lab File: BM@41414.p [SUERISEIAEIE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ot L1 ] 3520 | 27 om0,
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.98 RESpI 140547
Abundance Scan 2109 (15.592 min): BM041414.D\datams 100 Ratlo Lower Upper
198.0 198 100
51 41.4 31.7 71.7
105 40.2 27.8 67.8
Raw 50
51.0 121.0 Abundance
N ‘w Lo e 49, | 2318 280! 200000
m/z--> 50 100 150 200 250
Abundance Scan 2109 (15.592 min): BM041414.D\data.ms ( 150000
198.0
100000{|  15.592
Sub 50
1. 121.0
510 50000
0! ‘““\\‘\”\16\4\9\\“\2\3\1.\8‘\\\\ 7\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-->  15.50 15.60 15.70

Abundance Scan 2134 (15.739 min): BM041162.D\data.ms (- #66

169.0 n-Nitrosodiphenylamine
Concen: 36.804 ng

RT: 15.704 min Scan# 2128

Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
51‘0 || 1150 Acq: 15 Aug 2023 20:11
0 ‘ \hu\ \\ \‘\ L \‘ T \\.\\ LU LU T
m/z--> 50 160 1%0 200 250 300 350 T8t Ion:169 Resp: 907379
Abundance Scan 2128 (15.704 min): BM041414.D\datams 10N Ratio Lower Upper
169.0 169 100

168 67.2 54.6 81.8
167 37.3 29.9 44.9

Raw 50
Abundance
15.704
600000
ol mw%?% A 2810 354
m/z--> 50 100 150 200 250 300 350
Abundance in):
Scan 2128 (15.704 min): BM041414.D\data.ms ( 400000
169.0
Sub 200000
°1.0 115.0 j k\\
0“\“H\‘\‘\‘\\\““\‘\\‘\\\\‘\\\\‘\\\3\?4\.' G\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 Time-> 15.60 15.70 15.80
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Abundance Scan 2250 (16.421 min): BM041162.D\data.ms (- #67
247.9 4-Bromophenyl-phenylether
141.0 Concen: 40.496 ng
RT: 16.374 min Scan# 2]QE{0VLEis
Ref 50 Delta R.T. -0.018 min _
Lab File: BM@41414.D [SUERIEEUICI6
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0 ~1WH208§H\HH
miz--> 150 250 Tgt Ion:%48 Resp: 351977
Abundance Scan 2242 (16 374 min): BM041414 D\data.ms ;Zg igglo Lower  Upper
248.0
141.0 256 99.4 78.0 117.0
R 770 141 70.6 53.8 80.8
aw 50
Abundance
39. 250000 16874
oL L Laoss | 1az0ng | o,
m/z--> 50 100 150 200 250 200000
Abundance Scan 2242 (16.374 min): BM041414.D\data.ms (
247.9 150000
141.0
Sub o 100000
50000
ol 1392079 | 280. !

T T ‘ T T T T T T T ‘ T T T T ‘ T T T T
miz--> 150 250 Time-->  16.30  16.40
Abundance Scan 2268 (16.527 min): BM041162.D\data.ms (. #68

283.8 | Hexachlorobenzene
Concen: 41.764 ng
RT: 16.486 min Scan# 2261
Ref 50 141.9 Delta R.T. -0.018 min
106.9 248.8 Lab File: BMO41414.D
o 7‘ | 17‘?,821”3-8 Acq: 15 Aug 2023 20:11
(St LAy ‘u’ ol /R
m/z--> 50 100 150 200 250 Tgt IOHZ%84 Resp: 403644
Abundance Scan 2261 (16.486 min): BM041414.D\data.ms ;gz Eg;lo Lower  Upper
283.8
142 31.1 28.0 42.0
249 30.2 23.7 35.5
Raw 50
141 9 248 8 Abundance
' 300000 16.486
71.0 1789
0360 h\m‘“\ HHM ““H
m/z--> 5 100 150 200 250
Abundance Scan 2261 (16.486 min): BM041414.D\datams (. 200000
283.8
Sub 100000
50
141.9
710 00° ‘ 1789708
03\60 { \h‘\‘\‘ H‘ h f \“" T \H\‘ 7 \H‘\ T 01 T T T T T T T
miz--> 50 100 150 200 250 Time—> 16.40 16.50
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Abundance Scan 2298 (16.704 min): BM041162.D\data.ms (- #69

200.0 Atrazine

Concen: 52.152 ng
RT: 16.662 min Scan# 21Eigil=laies

Ref 50 58.0 Delta R.T. -0.018 min VA
Lab File: BM@41414.D [SUERIEEUICI6
92.6 k Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL \;‘H ‘h‘m“\\H \H‘H hh‘\ “\ d“ “ L ‘?‘ “ et il ‘H“‘ Vo 2‘8‘1-‘1
m/z--> 50 100 150 200 250 Tgt Ion: %00 RESpI 337665
Abundance Scan 2291 (16.662 min): BM041414.D\datams 100 Ratlo Lower Upper
200.0 200 100

173 24.6 5.6 45.6
215 48.9 28.5 68.5

Raw 50
58.1 Abundance
‘ kl 250000  16.§62
ol ‘\M mm ) m 1640 [l 280
miz--> 50 100 150 200 250 200000
Abundance Scan 2291 (16.662 min): BM041414.D\data.ms (
200.0 150000
100000
Sub 50
s 50000
ol H‘\ Al mm Iy m k) 80 et
miz--> 50 100 150 200 250 Time--> 16.60 16.70 16.80

Abundance Scan 2328 (16.880 min): BM041162.D\data.ms (- #70

265.8 Pentachlorophenol

Concen: 67.970 ng

RT: 16.839 min Scan# 2321

Ref 50 164.8 Delta R.T. -0.018 min
94.9 Lab File: BM@41414.D
‘ d* Acq: 15 Aug 2023 20:11
okt \‘%Hu ‘h‘\‘\“\u\“h‘u\u \h\ L ‘ur - h 8”\\‘ - !\ R ‘3‘5‘4‘
m/z--> 50 100 150 200 250 300 350 T8t Ton:266 Resp: 454888
Abundance Scan 2321 (16.839 min): BM041414.D\data.ms Ion Ratio Lower Upper
265.8 266 100

268 63.3 51.0 76.6
264 62.6 49.4 74.2
Raw 50

164.9 Abundance
94.9 16.839
o] \‘c‘{h‘\u Bl ol by ‘h\ M “ u ‘?#F‘ ! H‘Lm‘ - !\ Cop ‘3‘4‘0‘9‘
m/z--> 50 100 250 300 350
200000
Abundance Scan 2321 (16.839 mm)_ BMO41414.D\data.ms (
265.8
Sub 100000
50 164.9
94.9
Oqil “‘\H ‘HH?% ‘!‘\\“‘!\H‘HH-“ rmw‘mm‘mm‘u
m/z--> 50 100 150 200 250 300 350 Time--> 16.80 16.90 17.00
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Abundance Scan 2395 (17.274 min): BM041162.D\data.ms ( #71

178.0 Phenanthrene
Concen: 36.215 ng
RT: 17.233 min Scan# 21gigil=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [SUERIEEUICI6
76.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
Obrrnd ) 1260 | 22092668
m/z--> 50 100 150 200 250 300 350 T8t Ion:178 Resp: 1595061
Abundance Scan 2388 (17.233 min): BM041414.D\datams 100 Ratio Lower Upper
178.0 178 100
176 19.4 15.6 23.4
179 15.3 12.1 18.1
Raw 50
Abundance
17033
760 1960
0l it 1260) | 2210 2810 355 1000000
miz--> 50 100 150 200 250 300 350
Abundance Scan 2388 (17.233 min): BM041414.D\data.ms (
178.0
500000
Sub
50
76.0
0 1. 12600 | 2210 2810 355 o}
e B = SL R T
miz--> 50 100 150 200 250 300 350 Time--> 17.20  17.30

Abundance Scan 2410 (17.362 min): BM041162.D\data.ms (- #72

178.0 Anthracene

Concen: 36.874 ng

RT: 17.321 min Scan# 2403

Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
89.0 Acq: 15 Aug 2023 20:11
03\9\0 pl \“‘\ ‘“\ “ \1\3\2\% T T \2\8\3\9 T \3\’5‘5\
miz--> 50 100 150 200 250 300 350 8t Ion:178 Resp: 1606263
Abundance Scan 2403 (17.321 min): BM041414.D\data.ms 1o Ratlo Lower Upper
178.0 178 100

176 19.0 15.2 22.8
179 15.5 12.4 18.6

Raw 50
Abundance
17.821
89.0
0890, 1] 1319 ] 2209 2829 355 1000000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2403 (17.321 min): BM041414.D\data.ms (
178.0
500000
Sub
50
89.0
0890, | 1330 220.9 280.9 0
e e o R e — —
m/z--> 50 100 150 200 250 300 350 Time--> 17.20 17.40
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Abundance Scan 2458 (17.645 min): BM041162.D\data.ms (| #73

167.0 Carbazole
Concen: 36.527 ng
RT: 17.604 min Scan# 24Eigial=laias
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
83.5 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
olL5L0 )~ 1160 | “\ 207.0 282,
R e e B
miz--> 50 100 150 200 250 Tgt Ion:}67 RESpI 1440134
Abundance Scan 2451 (17.604 min): BM041414.D\datams 100 Ratlo Lower Upper
167.0 167 100
166 21.4 17.3 25.9
139 12.8 10.3 15.5
Raw 50
Abundance
1000000 17.604
83.5
51.0 116.0 ‘ _ .
[ ‘M‘ HL\\ZP?Q — ?§50“ 800000
m/z--> 50 100 150 200 250
Abundance Scan 2451 (17.604 min): BM041414.D\data.ms ( 600000
167.0
b 400000
Su
50
200000
83.5
0390 TU1160) | 2070 2658 0]
e e o e T o
miz--> 50 100 150 200 250 Time--> 17.60

Abundance Scan 2553 (18.204 min): BM041162.D\data.ms (| #74

149.0 Di-n-butylphthalate
Concen: 40.858 ng
RT: 18.162 min Scan# 2546
Ref 50 Delta R.T. -0.018 min
Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
410  104.0
oL ‘\‘ i“\‘\“\ \“h\ LI B e e “2\2\‘3\0\ T \2\8\3\.]‘-\ T
miz--> 50 100 150 200 250 300 350 '8t Ion:149 Resp: 18208329
Abundance Scan 2546 (18.162 min): BM041414. D\datams 100 Ratlo Lower Upper
149.0 149 100
150 9.1 7.3 10.9
104 5.5 4.5 6.7
Raw 50
Abundance
1500000  18.162
ol 2 00 | 22312669 3aio
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2546 (18.162 min): BM041414.D\data.ms (; 1000000
149.0
Sub
50 500000
ol D 080 | 22312660 s, o
m/z--> 50 100 150 200 250 300 350 Time--> 18.10 18.20 18.30
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Abundance Scan 2739 (19.298 min): BM041162.D\data.ms (- #75

201.9 Fluoranthene
Concen: 37.403 ng
RT: 19.256 min Scan# 21gigil=gles
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.p [SUERISEIAEIE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0500 101500 | 660 s
m/z--> 50 100 150 200 250 300 350 T8t Ion:262 Resp: 1850816
Abundance Scan 2732 (19.256 min): BM041414.D\datams 100 Ratlo Lower Upper
202.0 202 100
101 9.3 0.0 30.8
203 17.2 0.0 37.6
Raw 50
Abundance
19.P56
101.0
0,500 [ 1500 | 2649 3410
m/z--> 50 100 150 200 250 300 350
: 1000000
Abundance Scan 2732 (19.256 min): BM041414.D\data.ms (
202.0
Sub 500000
50
101.0
ol 510 ;1500 264.9 3247 ol
Rt B s T EE Lt Ll e
miz--> 50 100 150 200 250 300 350 Time->  19.20 19.30

Abundance Scan 3102 (21.433 min): BM041162.D\data.ms (- #76

240.1 Chrysene-di12

Concen: 20.000 ng

RT: 21.397 min Scan# 3096

Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
120.0 Acq: 15 Aug 2023 20:11
0 H‘HH‘\J!H‘HH“\\\\\‘ ‘\\\\3‘\2\4\'\9‘\\\4%@\'\0‘\4\8\\9“9\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 737628
Abundance Scan 3096 (21.397 min): BM041414. D\datams 100 Ratlo Lower Upper
240.1 240 100
120 7.7 8.3  12.5#
236 26.2 20.6 30.8
Raw 50
Abundance
21397
120.0
0520 7" L 313038704609 s4s.
miz--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance Scan 3096 (21.397 min): BM041414.D\data.ms (
240.1
Sub 200000
50
120.0
01540 7 324.9 400.9 475.0 548. 01
it e A e T e T e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 21.30 21.40 21.50
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Abundance Scan 2773 (19.498 min): BM041162.D\data.ms ( #77

184.0 Benzidine
Concen: 58.957 ng
RT: 19.456 min Scan# 2SSl
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.D [(SUEQISEIoEIH
920 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
020 ] 2369 368
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:184 Resp: 592743
Abundance Scan 2766 (19.456 min): BM041414.D\datams 100 Ratlo Lower Upper
184.1 184 100
185 14.1 11.4 17.0
183 11.5 9.2 13.8
Raw 50
Abundance
19.456
0411‘?%01u\Jw\ ! 281.0 341.0 428.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 300000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2766 (19.456 min): BM041414.D\data.ms (
18¢.1 200000
Sub
50 100000
o0, 920 | ama  ass1 azs 0
el gt L S 9992 229, e
m/z--> 50 100 150 200 250 300 350 400  Time--> 19.40 19.60

Abundance Scan 2801 (19.662 min): BM041162.D\data.ms (: #78

202.0 Pyrene

Concen: 37.251 ng

RT: 19.621 min Scan# 2794

Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
101.0 Acq: 15 Aug 2023 20:11
0 \5\0‘\0\ \”\ J“ T \1\5?\0\ T “ T \2‘6\5\.(\)\ ‘ T \3:4\2‘.(?
m/z--> 50 100 150 200 250 300 350 T8t Ion:202 Resp: 1921522
Abundance Scan 2794 (19.621 min): BM041414.D\datams 100 Ratlo Lower Upper
202.0 202 100

200 21.0 16.9 25.3
203 17.2 14.1 21.1

Raw 50
Abundance
1500000 19.p21

0‘5?9~‘mﬂ"???PH‘W““%§5?3}%Q3?5
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2794 (19.621 min): BM041414.D\data.ms (| 1000000

202.0

Sub 50 500000

WWQMMPWHWHﬁ@@W$5 -
m/z--> 50 100 150 200 250 300 350 Time--> 19.60 19.80
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Abundance Scan 2836 (19.868 min): BM041162.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 75.694 ng
RT: 19.827 min Scan#t 2{gSidiinl=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [(SUEQISEIoEIH
1220 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0,240, Tl arad | 3090 429
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:244 Resp: 3088657
Abundance Scan 2829 (19.827 min): BM041414.D\datams 10N Ratio Lower Upper
2442 244 100
212 7.1 5.4 8.2
122 8.5 7.8 11.6
Raw 50
Abundance
1221 2500000 1927
ol 880 | 2841 | 327.0 428.
et Ml 96 e TS
m/z--> 50 100 150 200 250 300 350 400 2000000
Abundance Scan 2829 (19.827 min): BM041414.D\data.ms (
2442 1500000
Sub 1000000
50
500000
122.1
ol540 1T 1941 | 2950 356.1 428, o]
i pepted g L Ll £59-0 9901 820 e
m/z--> 50 100 150 200 250 300 350 400  Time--> 19.80 19.90

Abundance Scan 2955 (20.568 min): BM041162.D\data.ms (: #80

148.9 Butylbenzylphthalate
91.0 Concen: 41.077 ng
RT: 20.527 min Scan# 2948
Ref 50 Delta R.T. -0.018 min
206.0 Lab File: BM041414.D
’ Acq: 15 Aug 2023 20:11
G%Q‘J.ﬁ\‘lwh‘\ l\M‘L\ \‘“ \“‘\ T ““\ T \‘\2‘6\4\'\9\ ‘3\2\4\\8‘ T ﬁj-\‘l\\g\
m/z--> 50 100 150 200 250 300 350 400 I8t Ion:149 Resp: 773773
Abundance Scan 2948 (20.527 min): BM041414.D\data.ms = 1On Ratio Lower Upper
149.0 149 100
91.0 91 74.2 60.8 91.2
206 22.1 16.4 24.6
Raw 50
Abundance
206.1 20.527
NI “a ., 28103419 4150 600000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2948 (20.527 min): BM041414.D\data.ms (
149.0 400000
91.0
Sub
50 200000
206.1
oB30 Ll L H‘H,\uw“%@‘*‘-?‘ 3250 4010 o~
m/z--> 50 100 150 200 250 300 350 400 Time--> 20.50
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Abundance Scan 3099 (21.415 min): BM041162.D\data.ms (- #81
228.0 Benzo(a)anthracene
Concen: 38.533 ng
RT: 21.380 min Scan# 3{aEigil=laies
Ref 50 Delta R.T. -0.018 min [Z\AWY
Lab File: BM@41414.D |(GUEINEERTSIEIR
114.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0390 il gl 29693711 4740
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:228 Resp: 1926830
Abundance Scan 3093 (21.380 min): BM041414.D\datams 190 Ratio Lower Upper
2281 228 100
226 26.9 22.4 33.6
229 19.7 15.8 23.8
Raw 50
Abundance
1140 1500000 21,580
0390 L1 di 29603600 4761 549,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3093 (21.380 min): BM041414.D\data.ms (; 1000000
228.1
Sub
50 500000
114.0
082 bl p 2920, 369.0 476.1 549, e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 21.35 21.40
Abundance Scan 3089 (21.356 min): BM041162.D\data.ms (- #82
25.0 3,3'-Dichlorobenzidine
Concen: 27.804 ng
RT: 21.321 min Scan# 3083
Ref 50 Delta R.T. -0.018 min
Lab File: BM041414.D
9101489 Acq: 15 Aug 2023 20:11
0 T \‘ “‘\‘ \‘1\ \J ’H\ \|l\ T ‘"\\”\ \AU‘ ‘ \ \ TT ‘\\ T \‘3%4\’.\9‘ T \4\\0‘()\.\9\4\‘6\()\.\9\ ‘
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:252 Resp: 453683

Abundance Scan 3083 (21.321 min): BM041414.D\data.ms

Ion Ratio Lower Upper
252 100

254 64.4 51.8 77.6
126 8.6 8.6 13.0#

Abundance
21.821

300000

25.0
Raw 50
o 154.0 ‘
Ol bk il b Ly 355:0414.9475.2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3083 (21.321 min): BM041414.D\data.ms (
250.9
Sub
50
154.0
Ot b o e 312:9371.11429.0 489,
m/z--> 50 100 150 200 250 300 350 400 450

200000

100000

Time-> 21.20 21.30 21.40

BM041414.D 8270-BM@72823
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Abundance Scan 3108 (21.468 min): BM041162.D\data.ms (; #83

228.0 Chrysene

Concen: 36.677 ng

RT: 21.433 min Scan# 31EiginlEies

Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D [(SUEQISEIoEIH
113.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0390 il .| 2040 41604800
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:228 Resp: 1773966
Abundance Scan 3102 (21.433 min): BM041414.D\datams 1ON Ratio Lower Upper
228.1 228 100

226 29.6 24.5 36.7
229 19.8 15.8 23.8

Raw 50
Abundance
1150 1500000 | 2133
0440 1~ .l 20503601 4751548,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3102 (21.433 min): BM041414.D\data.ms (1000000
228.1
Sub
50 500000
113.0
0850 e 26,1, 369.1 4751 548. o
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.40 21.50

Abundance Scan 3086 (21.339 min): BM041162.D\data.ms (| #84

148.9 Bis(2-ethylhexyl)phthalate
Concen: 39.215 ng
RT: 21.297 min Scan# 3079
Ref 50 Delta R.T. -0.024 min
57.0 Lab File: BM041414.D
‘ ’ Acq: 15 Aug 2023 20:11
0 \‘\H ‘i\‘““\h\“\\“ et %97\\0\\ ‘“2\7\‘\9\:’[\373\\8‘%4\99\\9\ \‘4\7\5\
m/z--> 50 100 150 200 250 300 350 400 450 18t Ion:149 Resp: 11584360
Abundance Scan 3079 (21.297 min): BM041414.D\data.ms = ton Ratio  Lower Upper
149.0 149 100
167 27.8 21.0 31.6
279 4.4 3.1 4.7
Raw 50
Abundance
57.1 1000000 21.297
‘ 207.0 5791
'-339.0 431.0
0 \\H‘L“\“J‘w‘\\‘\cw\ HH,‘mu‘u‘m,\m‘uH,\m‘m 800000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3079 (21.297 min): BM041414.D\data.ms ( 600000
149.0
400000
Sub
50
57.0 200000
ol Liliy. 12070 279130094030 o=
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 21.30
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Abundance Scan 3243 (22.262 min): BM041162.D\data.ms ( #85

148.9 Di-n-octyl phthalate
Concen: 40.146 ng
RT: 22.215 min Scan# 3lgSgiinlElee
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.p [SUERISEIAEIE
Acg: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
13.0 2791 q: g :
ol bbb 27913451 4200
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:149 Resp: 1911291
Abundance Scan 3235 (22.215 min): BM041414.D\datams 100 Ratlo Lower Upper
149.0 149 100
167 1.6 1.2 1.8
43 8.3 8.3  12.5#
Raw 50
Abundance
1500000 2215
A43.1 279.1
Obbberprr bk 21T 359.04300 5030
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3235 (22.215 min): BM041414.D\data.ms (; 1000000
148.9
Sub
50 500000
3.0
ol L 279134504159 5350 0
b e N 229 e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 22.20

Abundance Scan 3505 (23.803 min): BM041162.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.756 min Scan# 3497

Ref 50 Delta R.T. -0.024 min
Lab File: BM@41414.D
131.9 Acq: 15 Aug 2023 20:11
0 \\’\H\‘\“\J\‘\‘\\].\\‘\\\\‘ \\\‘\3\:3\\8"%\4‘]-\5\7\9‘ﬂ9\]-‘.9\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 862637
Abundance Scan 3497 (23.756 min): BM041414.D\datams 100 Ratlo Lower Upper
264.1 264 100

260 23.8 18.5 27.7
265 21.7 17.4  26.0

Raw 50
Abundance
132.0 400000/  23{%6
0f40, .| 1969 [, 3551 4611 549,
m/z--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance Scan 3497 (23.756 min): BM041414.D\data.ms (
264.1
200000
Sub 50
100000
132.0
ol 66.0 | 199.0 341.0 475.0 549. 0
vyl R B ST T
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 23.60 23.80
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Abundance Scan 3922 (26.256 min): BM041162.D\data.ms ( #87

276.0 Indeno(1,2,3-cd)pyrene
Concen: 37.622 ng
RT: 26.203 min Scan# 3{gEiginl=lies
Ref 50 Delta R.T. -0.030 min |
138.0 Lab File: BM@41414.D |QUEMISEUIRIEICE
' Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
01630 | 2070 | 341041604890
. ) )
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:276 Resp: 2386046
Abundance Scan 3913 (26.203 min): BM041414.D\datams 100 Ratio Lower Upper
276.1 276 100
138  19.2 20.0 30.0#
277 25.3 20.1 30.1
Raw 50
Abundance
138.0207.0 26.£03
73.0
0 ‘wm,«‘w“_‘m et 39514200 5349 400000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3913 (26.203 min): BM041414.D\data.ms (
276.1 400000
Sub
50 200000
137.9
0630 m‘ 207.0, | 343.0416.1 549.
e i R T S e .
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 26.00 26.20 26.40

Abundance Scan 3382 (23.080 min): BM041162.D\data.ms (- #88
251.9 Benzo(b)fluoranthene

Concen: 38.891 ng

RT: 23.038 min Scan# 3375

Ref 50 Delta R.T. -0.024 min
Lab File: BM@41414.D
126.0 Acq: 15 Aug 2023 20:11
0 \5‘5\\0\ T " \”\]\ T il \3‘\2\4\9‘\ \4\(\)‘2\\(\]\ ‘\4\8\\8‘\9\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:252 Resp: 1993013
Abundance Scan 3375 (23.038 min): BM041414.D\datams 1°0 Ratlo Lower Upper
2591 252 100

253 22.2 17.7 26.5
125 7.5 8.2 12.4#

Raw 50
Abundance
23,038
126.0
01541 |, |l .3249 4290 549. 1000000
AR A RRAE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3375 (23.038 min): BM041414.D\data.ms (
25p.1
500000
Sub
50
126.0
01,590 ] L L 322.9 399.0 476.1 549. 0
e e e e e e L
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 22.95 23.00 23.05
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Abundance Scan 3391 (23.133 min): BM041162.D\data.ms ( #89

252.0 Benzo(k)fluoranthene
Concen: 36.054 ng
RT: 23.086 min Scan# 31gEigill=gles
Ref 50 Delta R.T. -0.024 min |
Lab File: BM@41414.D [SUERIEEUICI6
126.0 Acq: 15 Aug 2023 20:11 ENNERNEVPRVERREAIETD)
oH8L0 L o] 32494000 911
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:252 Resp: 1889955
Abundance Scan 3383 (23.086 min): BM041414.D\datams 100 Ratio Lower Upper
25p.1 252 100
253 21.7 17.4 26.0
125 7.6 7.6 11.4
Raw 50
Abundance
3.086
126.0
01850 il || 3229 4201 549 1000000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3383 (23.086 min): BM041414.D\data.ms (
250.1
500000
Sub
50
126.0
0l.58.0 | .l 327.0 402.9 475.1 549. 0
e L e R
miz--> 50 100 150 200 250 300 350 400 450 500  Time-->  23.00 23.20

Abundance Scan 3487 (23.697 min): BM041162.D\data.ms (- #90

251.9 Benzo(a)pyrene

Concen: 35.708 ng

RT: 23.650 min Scan# 3479

Ref 50 Delta R.T. -0.030 min
Lab File: BM@41414.D
126.0 Acq: 15 Aug 2023 20:11
0H‘\.\H’HH‘HH‘HHH‘\\\\3‘\2\4\'\9‘\ﬂ(\)‘]-\.9\4‘\7\5\'\‘0\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:252 Resp: 1758266
Abundance Scan 3479 (23.650 min): BM041414.D\datams 1°0 Ratlo Lower Upper
2591 252 100

253 21.8 17.3 25.9
125 8.7 9.0 13.4#

Raw 50
Abundance
23.650
126.0
01550 | Ll .325.0 4291 549. 800000
e e e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3479 (23.650 min): BM041414.D\data.ms ( 600000
252.1
400000
Sub
50
200000
126.0
0489 I .| 32284019 4901 oL
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 23.60 23.70

BM041414.D 8270-BMO72823.M Wed Aug 16 01:13:55 2023 Page 48



Abundance Scan 3924 (26.268 min): BM041162.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene
Concen: 38.021 ng
RT: 26.215 min Scan# 3l
Ref 50 Delta R.T. -0.030 min |
138.0 Lab File: BM@41414.D [(GUEREEIEIEIE
: Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
060 1| 2070 | sssoma0 s
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:278 Resp: 2011297
Abundance Scan 3915 (26.215 min): BM041414.D\datams 190 Ratio Lower Upper
2781 278 100
139 11.8 12.7 19.1#
279 23.6 19.1 28.7
Raw 50
Abundance
138.0207.0 26,215
0L630 | | .| 3550 4609 549.
ettt el T T R T 600000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3915 (26.215 min): BM041414.D\data.ms (
278.1 400000
Sub
50 200000
138.0
0l.630 | 2109, | 355.0429.1 503.2
N T L e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 26.00 26.20 26.40
Abundance Scan 4050 (27.009 min): BM041162.D\data.ms (- #92
275.9 Benzo(g,h,i)perylene
Concen: 37.010 ng
RT: 26.950 min Scan# 4040
Ref 50 Delta R.T. -0.030 min
1380 Lab File: BM@41414.D
' Acq: 15 Aug 2023 20:11
0 T "\ TTT ‘ T \”\”\ ‘ T \\237\.(\)\“ T \]\ T ‘ \374\]-‘.\9\\4‘]76\79‘&8\\9"9 T ‘ T
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:276 Resp: 1915707
Abundance Scan 4040 (26.950 min): BM041414. D\datams 190 Ratlo Lower Upper
276.1 276 100
277 23.5 19.1 28.7
138 16.5 17.1  25.7#
Raw 50
Abundance
138.0207.0 600000 26,550
o730 | ‘ | 35504200 549,
reprirer et e T
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 4040 (26.950 min): BM041414.D\data.ms (400000
276.1
Sub 200000
50
137.9
ol530 | 0 | 34404159 490.1
LA TR R At e e e e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 26.80 27.00 27.20
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