Quantitation Report (QT 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

Manual Integrations
Quant Time: Aug 16 01:13:14 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M Reviewed By :Yogesh Patel  08/16/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Sohil Jodhani  08/16/2023
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-di10 14.427 164 391020 20.000 ng -0.01
64) Phenanthrene-d10 17.186 188 792731 20.000 ng #-0.02
76) Chrysene-di12 21.397 240 737628 20.000 ng #-0.02
86) Perylene-di12 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-di4 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 166255m  21.008 ng
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 96658m 33.608 ng
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
49) 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 (QT 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

Manual Integrations
Quant Time: Aug 16 01:13:14 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Sohil Jodhani
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 (QT 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 vial : 12  Sample Multiplier: 1

Manual Integrations
Quant Time: Aug 16 01:13:14 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M Reviewed By :Yogesh Patel  08/16/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Sohil Jodhani  08/16/2023
QLast Update : Fri Aug 11 17:51:06 2023
Response via : Initial Calibration
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Abundance Scan 780 (7.775 min): BM041378.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.763 min Scan# 7{gSidtgl=lpies
Ref 50 115.0 Delta R.T. -0.012 min [NAW
78.0 Lab File: BM@41414.D [(SUEIEEIslEEI0H
‘ Acq: 15 Aug 2023 20:11 EANEAEVPRVEEEIVED)
R U Y T
m/z--> 50 100 150 200 250 Tgt Ion::}sz Resp: 17293 BEVEGNEINGIEIE WIS
Abundance Scan 778 (7.763 min): BM041414.D\datams 10N Ratio Lower Upper BRAGLON=0)
149.9 152 100 Reviewed By :Yogesh Patel  08/16/2023
156 155.9 125.5 188.3F suypervised By :Sohil Jodhani  08/16/2023
115 61.0 48.0 72.0
Raw 50
78.0 115.0 Abundance
049-9\% b 1l 2089 280: 150000
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 7163
Abundance Scan 778 (7.763 min): BM041414.D\data.ms (-7¢
149.9 100000
Sub
50 115.0 50000
78.0
o0 L L a1 o O
m/z--> 50 100 150 200 250 Time—> 770  7.80

Abundance Scan 10 (3.246 min): BM041378.D\data.ms (-3) ( #2

88.0 1,4-Dioxane
Concen: 27.009 ng
RT: 3.257 min Scan# 12
Ref 50 Delta R.T. ©.012 min
43.0 Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
ol | 134817802210 2669 327.0
m/z--> 50 100 150 200 250 300 Tgt Ion: 88 Resp: 133686
Abundance  Scan 12 (3.257 min): BM041414.D\datams 100 Ratio 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\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ 357
miz--> 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
0 ‘\\ ‘ | | 1329 1910 267.1  340. 0
\\’\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 Time--> 3.20 3.25 3.30 3.35
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Abundance Scan 79 (3.652 min): BM041378.D\data.ms (-74) #3

79.0 Pyridine
Concen: 24.110 ng
RT: 3.663 min Scan# 8l lEles
Ref 50 Delta R.T. 0.012 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
obid, | 1380 1008 2669 3269
Mz 5‘0 160 15‘50 260 25‘0 360 3‘50 Tgt Ion: 79 Resp: 31378FNVERUEINIIE[E1(o]gk
Abundance  Scan 81 (3.663 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
79.0 79 160 Reviewed By :Yogesh Patel  08/16/2023
52 59.6 52.1 78.1 Supervised By :Sohil Jodhani  08/16/2023
51 32.6 27.5 41.3
Raw 50
Abundance
200000{ 363
03% | 1350 207.0253.0 341.0
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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%- | 1350 1909  267.0  341.0 0
B R A — T
miz--> 50 100 150 200 250 300 350 Time--> 3.60 3.80
Abundance Scan 65 (3.569 min): BM041378.D\data.ms (-56) #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\‘\\\\’\\].\4\?\9\%0‘7\\(\)\‘2\\89\‘9\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 450 '8t Ion: 42 Resp: 183822
Abundance  Scan 66 (3.575 min): BM041414. D\datams | 10N Ratlo Lower Upper
74.0 42 100
74 128.5 100.8 151.2
44 5.8 5.0 7.4
Raw 50
Abundance
ol k1349 2070267.03268 415.1475. 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. 8 415 1475. 01
B e e e
m/z--> 50 100 150 200 250 300 350 400 450  Time--> 350 360 3.70
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Abundance Scan 367 (5.346 min): BM041378.D\data.ms (-3¢ #5

112.0 2-Fluorophenol
Concen: 94.582 ng
64.0 RT:  5.345 min Scan# (SN
Ref 50 Delta R.T. -0.000 min
Lab File: BM@41414.D [SlUEERISEIIAEIE
‘ Acq: 15 Aug 2023 20:11 BNNENVPRUEBERLVED)
0l \}H\“\“Hw‘h\ ‘h‘\ - ‘\ : ‘1‘47‘-]‘- : ]‘-9‘0‘9‘ — ‘2‘66"8‘ : ]
m/z--> 50 100 150 200 250 Tgt Ion:112 Resp: 109437 RVEWIENGIE[EERNE
Abundance ~ Scan 367 (5.345 min): BM041414.D\datams 10N Ratio Lower Upper BRNE i ON=0)
112.0 112 100 Reviewed By :Yogesh Patel  08/16/2023
64 58.6 48.5 72.78 supervised By :Sohil Jodhani  08/16/2023
64.0 63 33.0 26.5 39.7
Raw 50
Abundance
5.345
fo \}H“\“HH‘H\ ‘h‘\ “‘ ‘ ‘\ T :!-9‘2‘8‘ T 2‘8‘1" 600000
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
0 “}9%8“‘ “‘28;4 OL“
m/z--> 50 100 150 200 250 Time—> 520 540 5.60
Abundance Scan 667 (7.110 min): BM041378.D\data.ms (-65 #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
olp ‘\ I 1328 2069  280.
miz--> 50 100 150 200 250 Tgt Ion: 93 Resp: 297583
Abundance Scan 666 (7.104 min): BM041414.D\datams 10N 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
oL w“u ‘i‘” n “\‘ T :‘LQ‘Z-‘S‘ — ‘2‘8‘0-3 250000
m/z--> 50 100 150 200 250 200000
Abundance Scan 666 (7.104 min): BM041414.D\data.ms (-6 7.104
93.0 150000
Sub 100000
50
50000
39.0
Gw“‘w‘“ww“““w‘w “\“““““2‘07‘-9”“”‘ 0"”“””“
m/z--> 50 100 150 200 250 Time--> 7.10 7.20
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Abundance Scan 641 (6.957 min): BM041378.D\data.ms (-6% #7

99.0 Phenol-d6
Concen: 86.667 ng
RT: 6.951 min Scan# 64l e
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
42‘.0 “ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0\‘\‘““”“\““\‘\\‘\\\\ T T T T I .
m/z--> 5‘0 100 15‘50 2(‘)0 25‘-,0 Tgt Ion:'99 Resp: 129984 RVEGNEIRGICEIETToIFS
Abundance  Scan 640 (6.951 min): BM041414.D\datams 10N Ratio Lower Upper BRNGEON=0)
99.0 99 160 Reviewed By :Yogesh Patel  08/16/2023
42 18.9 15.4 23.0 Supervised By :Sohil Jodhani  08/16/2023
71 39.3 28.2 42 .4
Raw 50
Abundance
420 800000 6.951
o bl | 1m0 27 280,
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
cw\ww“ Lo o
mlz--> 100 150 200 250 Time--> 6.90 7.00 7.10

Abundance Scan 706 (7.340 min): BM041378.D\data.ms (-6¢ #8
128.0 2-Chlorophenol
Concen: 36.770 ng
RT: 7.334 min Scan# 705
Ref 50 64.0 Delta R.T. -0.006 min
Lab File: BM041414.D

‘ Acq: 15 Aug 2023 20:11
[ N .
L L A L I L L L AL

miz--> 50 100 150 200 250 Tgt Ion:128 Resp: 415344

Abundance  Scan 705 (7.334 min): BM041414 D\datams 10N Ratio Lower Upper
128.0 128 100

130 32.3 12.3 52.3
64 47.6 29.3 69.3

o

Raw 50 64.0

Abundance
250000 7-p34
0 T ‘H ‘H “ \‘H\g\ T ‘ T T \19\2i9\ T T T ‘ \2\8\().\1
m/z--> 50 100 150 200 250 200000
Abundance Scan 705 (7.334 min): BM041414.D\data.ms (-6%
128.0 150000
100000
sub 1 640
50000
miz--> oo 150 200 250 Time--> 7.30  7.40
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Abundance Scan 635 (6.922 min): BM041378.D\data.ms (-62 #9
7

.0 Benzaldehyde
Concen: 21.008 ng m
RT: 6.916 min Scan# 61EdllEies
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
39.

O\M\“‘\M\““\\ ‘\\\\ T T T T T T T .
iz 50 100 150 200 250 Tgt Ion: 77 Resp: 16625 SMERIENGICLICHELE
Abundance  Scan 634 (6.916 min): BM041414.D\datams 10N Ratio Lower Upper BRNEONZ0)

77.0 77 160 Reviewed By :Yogesh Patel  08/16/2023
1e5 91.3 72.8 112.8 Supervised By :Sohil Jodhani  08/16/2023
106 90.2 70.8 110.8
Raw 50
Abundance
6.916
il b 206.9 281.( 80000
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 634 (6.916 min): BM041414.D\data.ms (-5¢ 60000
77.0
40000
Sub
50
20000
39. ‘

ol \wa‘“u S I L Y S— 2 e

m/z—-> 50 100 150 200 250 Time--> 6.90 7.00

Abundance Scan 646 (6.987 min): BM041378.D\data.ms (-6: #10

94.0 Phenol
Concen: 32.799 ng
RT: 6.981 min Scan# 645
Ref 50 Delta R.T. -0.006 min
Lab File: BM041414.D
39.0 Acq: 15 Aug 2023 20:11
o bl L 1w e
miz--> 50 100 150 200 250 Tgt Ion: .94 Resp: 475117
Abundance  Scan 645 (6.981 min): BM041414 D\datams = 10N 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
oL \‘hh M}M — “‘ e ‘2‘07"8‘ — 2‘8‘1“
miz--> 50 100 150 200 250
Abundance Scan 645 g(f].%Sl min): BM041414.D\data.ms (-5¢ 200000
sub o 100000
39.0
G‘\‘hm}m“d‘\w"H“HH“H“H"“HH 'H‘HH‘HH‘H
miz--> 50 100 150 200 250 Time--> 6.90 7.00 7.10
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Abundance Scan 684 (7.210 min): BM041378.D\data.ms (-67 #11

93.0 bis(2-Chloroethyl)ether
Concen: 34.688 ng
RT: 7.204 min Scan# 6{gsiidiipl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
490 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol 141.9 207.0 281.|
miz--> 5‘0 160 15‘0 260 25‘0 Tgt Ion: ‘93 RESpZ 40674 WY ERIEL Integrations
Abundance  Scan 683 (7.204 min): BM041414.D\datams 10N Ratio Lower Upper BRUEONZ0)
93.0 93 160 Reviewed By :Yogesh Patel  08/16/2023
63 75.1 58.8 98.8 Supervised By :Sohil Jodhani  08/16/2023
95 33.0 11.8 51.8
Raw 50
Abundance
7.204
49.0 250000
(O \“”‘i‘ tl—r— T \J\-4\2.‘0\ T \298\9\ ™ \2\8\0\‘
m/z--> 50 100 150 200 250 200000
Abundance Scan 683 (7.204 min): BM041414.D\data.ms (-6:
93.0 150000
Sub 100000
50
50000
49.0
olul | 142.0 |
T T S e B B T
miz--> 50 100 150 200 250 Time--> 720 7.30

Abundance Scan 760 (7.657 min): BM041378.D\data.ms (-7% #12

145.9 1,3-Dichlorobenzene
Concen: 36.802 ng
RT: 7.651 min Scan# 759
Ref 50 750 111.0 Delta R.T. -0.006 min
' Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
37\'0\\ “\ I ‘ |
G\‘\“ih‘\‘\h\““\\\“\\\\‘\'\\\‘\\\\
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.46 Resp: 452500
Abundance  Scan 759 (7.651 min): BM041414 D\datams = 10N 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
75.0 Abu ce
55 -
03\7”\.0‘1“1‘” \““\H”\ T ‘U‘\ T ‘l T T \2?7\(\) T \2\8\1.\:
m/z--> 50 100 150 200 250 200000
Abundance Scan 759 (7.651 min): BM041414.D\data.ms (-7(
145.9
Sub 50 100000
750 111.0
9 |y |
T B e
m/z--> 50 100 150 200 250 Time--> 7.60 7.70 7.80
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Abundance Scan 786 (7.810 min): BM041378.D\data.ms (-77 #13

145.8 1,4-Dichlorobenzene
Concen: 37.211 ng
RT: 7.798 min Scan# 7{gSidtipgl=lpies
Ref 50 111.0 Delta R.T. -0.012 min |
5.0 Lab File: BM@41414.Dp SUEMEE I
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
03\7“\.0‘1“1‘” \“‘ e T ‘1“\ T “ L E— \2‘0\9(\)\ ™ \2\8\1\‘ .
miz--> 50 100 150 200 250 Tgt Ion::}46 Resp: 4598748V EGIENIgIETo]E=1ilo] gk
Abundance Scan 784 (7.798 min): BM041414.D\datams 10N Ratio Lower Upper BRUEON=0)
145.9 146 100 Reviewed By :Yogesh Patel 08/16/2023
148 64.9 51.4 77.0 Supervised By :Sohil Jodhani  08/16/2023
111 40.4 32.4 48.6
Raw 50
75.0 111.0 Abundance
7.7198
0577”\.(‘)‘1“”” \““\“h\ T ‘”‘\ T ‘l T T \2‘07\9 T \2\8\0\‘
m/z--> 50 100 150 200 250
- 200000
Abundance Scan 784 (7.798 min): BM041414.D\data.ms (-7:
145.9
Sub 100000
%0 75.0 111.0
of2o., \‘ L 1es1 280
m/z—-> 50 100 150 200 250 Time--> 7.70 7.80 7.90

Abundance Scan 839 (8.122 min): BM041378.D\data.ms (-82 #14

145.9 1,2-Dichlorobenzene
Concen: 37.353 ng
RT: 8.116 min Scan# 838
Ref 50 750 111.0 Delta R.T. -0.006 min
’ Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
oba \“ ol 209 281
miz--> 50 100 150 200 250 Tgt Ion:146 Resp: 442624
Abundance  Scan 838 (8.116 min): BM041414.D\data.ms | 190 Ratio Lower Upper
145.9 146 100
148 65.5 50.9 76.3
111 42.0 33.8 50.6
Raw
>0 75.0 1110 Abundance
8.116
o, \“ oL aosoampy 000
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 75.0 111.0
' 50000
of2o., I 2089 280, e
miz--> 50 100 150 200 250 Time-> 8.00 810 8.20
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Abundance Scan 824 (8.034 min): BM041378.D\data.ms (-8] #15

79.0 Benzyl Alcohol
Concen: 42.611 ng
RT: 8.028 min Scan# 8ligiidtipl=lpies
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@41414.D [SlUEERISEIIAEIE
39.‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol ﬂ“ iy m791508 1898 280
m/z--> 5‘0 160 15‘50 260 25‘0 Tgt Ion:'79 Resp: 403598V ERIENIgIETolE il gk
Abundance  Scan 823 (8.028 min): BM041414.D\datams 10" Ratio Lower Upper BRNEON=0)
79.0 79 160 Reviewed By :Yogesh Patel  08/16/2023
168 73.1 59.8 89.8F supervised By :Sohil Jodhani  08/16/2023
77 66.0 53.8 80.6
Raw 50
Abundance
8.028
39.0‘
(O “‘\ ‘l“ \“H\h“ u‘ “‘\ LI B R \296\9\ T \2\8\0: 200000
m/z--> 50 100 150 200 250
Abundance Scan 823 (8.028 min): BM041414.D\data.ms (-71 150000
79.0
100000
Sub
50
50000
39.0
G\”‘\ l“ \“H\h“ H‘ “‘\ LI L B \296\9\ L 7‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time->  7.90 8.00 8.10 8.20

Abundance Scan 869 (8.298 min): BM041378.D\data.ms (-8d #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
Acq: 15 Aug 2023 20:11
ol W 770. | 1849 2070 281
miz--> 50 100 150 200 250 Tgt Ion:.45 Resp: 466654
Abundance  Scan 870 (8.304 min): BM041414 D\datams = 10N Ratlo Lower Upper
48.0 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 “u 1551 2209 28L0 150000
m/z--> 50 100 150 200 250
Abundance Scan 870 (8.304 min): BM041414.D\data.ms (-8
43.0 100000
Sub
50 50000
121.0
77.0 ‘
0 “\‘ ‘ “ T = 15\51 ‘19‘2'\9‘ T T AN RARABRARRN A
m/z--> 50 100 150 200 250 Time--> 8.20 8.25 8.30 8.35
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Abundance Scan 858 (8.234 min): BM041378.D\data.ms (-8¢ #17

108.0 2-Methylphenol
Concen: 34.515 ng
RT: 8.228 min Scan# 8lgliidiipl=lgies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41414.D [(GICEHIEEIelEI(6H
51.0 ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol-k \Nn Ll 4 ases 1009 s,
Mz 100 150 200 250 Tgt Ion:107 Resp: 341578 NVERIEINIIE]E o]
Abundance Scan857(8.228min): BM041414.D\datams 10N Ratio Lower Upper BRAGLMOMN=0)
108.0 167 1lee Reviewed By :Yogesh Patel  08/16/2023
le8 110.9 89.9 134.9 Supervised By :Sohil Jodhani  08/16/2023
77 52.9 39.8 59.8
Raw 5 79 49.6 37.7 56.5
Abundance
51.0 ‘ 8.228
o“kmhh“ || 479 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
Gm\ MH | 1470 1029 280
m/z--> 100 150 200 250 Time--> 8.20 8.30

Abundance Scan 961 (8.840 min): BM041378.D\data.ms (-95 #18

116.9 200.8 Hexachloroethane
Concen: 37.192 ng
RT: 8.828 min Scan# 959
Ref 50 Delta R.T. -0.012 min
470 Lab File:  BM@41414.D
‘ h ‘ H ‘ ‘ Acq: 15 Aug 2023 20:11
0\‘\"‘\\\‘\‘\‘!‘\‘\1\\‘\\\\‘\\\\‘\\\\"
miz--> 50 100 150 200 250 300 Tgt Ion:117 Resp: 171122
Abundance  Scan 959 (8.828 min): BM041414.D\data.ms | 100 Ratio Lower Upper
116.9 200.8 117 1ee
119 95.6 74.2 111.4
201 110.2 74.5 111.7
Raw 50
Abundance
47.0
h\ M ‘ | ‘ | 280.9 S
0\“\’\‘1\“\“‘\‘\‘\‘\”1\\‘\\\\‘\\\.\‘\\\\’ 100000
miz--> 50 100 150 200 250 300
Abundance Scan 959 (8.828 min): BM041414.D\data.ms (-9
116.9 200.8
50000
Sub
50
47.0
o, e =
miz--> 100 150 200 250 300 Time--> 880  8.90
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Abundance Scan 919 (8.593 min): BM041378.D\data.ms (-91 #19

70.0 n-Nitroso-di-n-propylamine
Concen: 37.531 ng

RT: 8.586 min Scan# 9UPSIIAtTIEIs

Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41414.D ([GUEQISEMIEH
F?’O 1 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0 \Ll“J‘\ \\‘\1[\‘\\\2\0‘7\\1\-\2‘6\\7\0\3\2\§\9\\\\4‘]_\5\\0\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: ‘70 Resp: 34190 Manual Integratlons
Abundance ~ Scan 918 (8.586 min): BM041414.D\datams 10" Ratio Lower Upper BRNEON=0)

70.0 76 100
42 53.5 45.8 68.8
101 9.3 7.4 11.

Reviewed By :Yogesh Patel 08/16/2023
Supervised By :Sohil Jodhani  08/16/2023

Raw 5 130 18.8 15.2 22.8
Abundance
30.1
o Ll M 193.0250.9 3410 41504750 200000
\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350 400 450
Abundance Scan 918 (8.586 min): BM041414.D\data.ms (-8¢ 120000
70.0
100000
Sub
50
50000
30.1
0 J“l ‘ M 103.02509 3269 4150 489. o\
b i 22202009 3269 415.0 489, e
miz--> 50 100 150 200 250 300 350 400 450  Time.> 850 860 8.70

Abundance Scan 915 (8.569 min): BM041378.D\data.ms (-9( #20

10f.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 UP Acq: 15 Aug 2023 20:11
oL \‘m ‘Mu ‘\\\ ull \‘\ \‘ o — ]‘-9‘2‘8‘ — ‘2‘66‘9‘ :
m/z--> 50 100 150 200 250 Tgt Ion:107 Resp: 457841
Abundance  Scan 914 (8.563 min): BM041414 D\datams = 10N 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 LL
300000
[ “LH‘ }MH \‘Mﬁ t ‘!‘ T ‘\ T \1\46‘9\ T :\1_9\2‘9\ T ‘2\66\8\ T
m/z--> 50 100 150 200 250
Abundance Scan 914 (8.563 min): BM041414.D\data.ms (-8¢ 200000
107.0
sub o 100000
G T “L“ W” \“““\‘“!‘ ‘!‘ T ‘\ T \1\469\ T :\ngz 9\ T T ‘2\66\8\ T T T T[T T T T[T T T TTTT]
m/z--> 50 100 150 200 250 Time--> 8.50 8.60 8.70
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Abundance Scan 1257 (10.581 min): BM041378.D\data.ms ( #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.569 min Scan# 1Eigial=laiss
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D (GUEINEETSIEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
[ \Sﬁ\(‘)”\ H\%Oio‘“\ T \‘H\ T \297\0\\ ™ \2\8\0:
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.36 Resp: 65905 Manual Integrations
Abundance Scan 1255 (10.569 min): BM041414.D\datams 10N Ratio Lower Upper SRALLAICNSE
136.1 136 166 Reviewed By :Yogesh Patel  08/16/2023
137 1.6 8.8 13.2Q supervised By :Sohil Jodhani  08/16/2023
54 7.1 6.9 10.3
Raw 5 68 5.9 5.4 8.2
Abundance
400000 10.569
54.0
G T \ ‘H \‘H\ %‘8\.0‘ “\ T \‘H\ ‘ L J\-g\zig\ L T ‘ L T T
m/z--> 50 100 150 200 250 300000
Abundance Scan 1255 (10.569 min): BM041414.D\data.ms (
136.1
200000
Sub
50 100000
66.0
ol 2000 1799 ps=
miz--> 50 100 150 200 250 Time--> 10.50 10.60 10.70

Abundance Scan 923 (8.616 min): BM041378.D\data.ms (-9( #22

105.0 Acetophenone
Concen: 36.703 ng
RT: 8.604 min Scan# 921
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
43.0 Acq: 15 Aug 2023 20:11
0 T \“ \l\“\\ \ ‘ T ! T ‘ TT \2\0‘7\\0\\2‘6\§\g\‘:3\2\§\9\ T \\4’%5\\]T‘4Z4\\9‘
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:165 Resp: 640639
Abundance  Scan 921 (8.604 min): BM041414 D\datams = 10N Ratlo Lower Upper
105.0 105 100
71 1.8 1.2 1.8
51 26.5 22.0 33.0
Raw gg 120 22.2 18.0 27.0
Abundance
43,0 400000
oL “mm ‘ “M 207.0267.0328.9 414.9475.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 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
43|
0 ’\»20702809342141494751 ol L
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 8.50 8.60 8.70
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Abundance Scan 980 (8.951 min): BM041378.D\data.ms (-97 #23

82.0 Nitrobenzene-d5
Concen: 68.922 ng
RT: 8.945 min Scan# 9llgSiidtipl=lpies
Ref 50 128.0 Delta R.T. -0.006 min |
Lab File: BM@41414.D (SUEINEETIEIE
a2 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0\‘““?‘\”\‘“1 \“ T T \2(‘)7\.(\)\\ T T
m/z--> 50 100 150 200 250 Tgt Ion: ‘82 Resp: 97675 Manual Integrations
Abundance ~ Scan 979 (8.945 min): BM041414.D\datams 10N Ratio Lower Upper BRVEON=0)
82.0 82 100 Reviewed By :Yogesh Patel  08/16/2023
128 40.4 31.8 47.6 Supervised By :Sohil Jodhani  08/16/2023
54 46.2 40.1 60.1
Raw 50
128.0 Abundance
600000 8.945
0\4‘}2‘.‘1‘\”\‘“1 \“ T T :\ngz‘g\ T \2\8\0\:
m/z--> 50 100 150 200 250
Abundance Scan 979 (8.945 min): BM041414.D\data.ms (-9 400000
82.0
Sub 200000
50 128.0
42. ‘ ‘
ol 4 4 - ===mmm
miz--> 50 100 150 200 250 Time--> 8.90 9.00 9.10
Abundance Scan 987 (8.993 min): BM041378.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
Gg‘\ “\““\‘h\ \“ T T \1\9\0‘9\ LB L B \3\’5‘4\
miz--> 50 100 150 200 250 300 350 gt Ion: 77 Resp: 507924
Abundance  Scan 986 (8.986 min): BM041414.D\data.ms | 190 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
8.986
300000
0 \6‘“\. “‘ \“H‘\ \“ T T \1\9\3‘.9\ T \2\8\1\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance Scan 986 (8.986 min): BM041414.D\data.ms (-99 200000
77.0
Sub
50 123.0 100000
2 O
miz--> 50 100 150 200 250 300 350 Time--> 8.90 9.00 9.10
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Abundance Scan 1077 (9.522 min): BM041378.D\data.ms (-] #25

82.0 Isophorone
Concen: 38.004 ng
RT: 9.510 min Scan# 1(gEgilpl=gles
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D [(SUEWISEIoEIH
39‘.0 13‘8.1 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
T | .
m/z--> o ‘5‘0‘ a ié)d a iéd a ééd a ééd ' Tgt Ton: 82 Resp: 91425 MNVERIERLIEIETNE
Abundance Scan 1075 (9.510 min): BM041414.D\datams 10N Ratio Lower Upper BREUULIENISS
82.0 82 160 Reviewed By :Yogesh Patel  08/16/2023
95 7.1 5.3 7.9 Supervised By :Sohil Jodhani  08/16/2023
138 16.9 12.8 19.2
Raw 50
Abundance
390 138.1 9.310
b L ases o2e1y 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
ol ‘;\“‘\\\Hw‘\‘ — ‘ SR ] 6 R =
m/z--> 50 100 150 200 250 Time--> 940 950 9.60
Abundance Scan 1108 (9.704 min): BM041378.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: BM@41414.D
‘ 4 Acq: 15 Aug 2023 20:11
ok W L1080 | 2210 280
miz--> 50 100 150 200 250 Tgt Ion:}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 56.3 47.2 70.8

65.0
Raw 50
Abundance
‘ 4 9.692

oL “\“M” \““\”‘L\‘ \%?‘1.0\“\ 1 T :\Lg\s‘ow [ \2\8\1\1
miz--> 50 100 150 200 250 100000
Abundance Scan 1106 (9.692 min): BM041414.D\data.ms (-1

139.0

Sub 65.0 50000

50
miz--> 50 100 150 200 250 Time->  9.60 9.70 9.80
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Abundance Scan 1119 (9.769 min): BM041378.D\data.ms (-1 #27

107.0 2,4-Dimethylphenol
Concen: 35.555 ng
RT: 9.757 min Scan# 1lgSEgilpl=gles
Ref 50 Delta R.T. -0.012 min [)V-%
Lab File: BM@41414.D [SlUEERISEIIAEIE
L Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol | e are
m/z--> 50 100 150 200 250 Tgt Ion::}zz Resp: 35052 BEVERNEIRGICIEWTIS
Abundance Scan 1117 (9.757 min): BM041414.D\datams 10N Ratio Lower Upper BRNGEONZ0)
107.0 122 100 Reviewed By :Yogesh Patel  08/16/2023
le7 120.3 94.3 141.58 supervised By :Sohil Jodhani  08/16/2023
121 57.0 45.8 68.8
Raw 50
Abundance
39.0 ‘ 250000
9.757
oL L JI80L | 100 1028 260
miz--> 50 100 150 200 250 200000
Abundance Scan 1117 (9.757 min): BM041414.D\data.ms (-
107.0 150000
Sub 100000
50
50000
39.0 L
oL f Q40 300 aeee
miz--> 50 100 150 200 250 Time--> 9.70  9.80

Abundance Scan 1159 (10.004 min): BM041378.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
Acq: 15 Aug 2023 20:11
ol o0l L 130 1709 2080 2s0.
miz--> 50 100 150 200 250 Tgt Ion:_93 Resp: 540027
Abundance Scan 1157 (9.992 min): BM041414 D\datams = 10N Ratlo Lower Upper
93.0 93 100
95 32.4 25.9 38.9
123 11.1 9.1 13.7
Raw 50
Abundance
9.992
0 4‘9“0”‘ 1250 172.9207.0 280.! 300000
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
Abundance Scan 1157 (9.992 min): BM041414.D\data.ms (-
93.0 200000
Sub
50 100000
49.0
ol L 120 1702070 0 — —
m/z--> 50 100 150 200 250 Time--> 10.00
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Abundance Scan 1199 (10.240 min): BM041378.D\data.ms ( #29

161.9 2,4-Dichlorophenol
Concen: 41.238 ng
63.0 RT: 10.228 min Scan#t 1lgigiipl=gles
Ref 50 Delta R.T. -0.012 min |
9.0 Lab File: BM@41414.D [SUERIEEICI0
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL ‘h‘\ ”W‘ \‘M‘ \“‘” s ‘U‘ 4 1\3‘9‘\0‘ \“\ T \2‘07\9 T \2\8\0:
miz--> 50 100 150 200 250 Tgt Ion::}62 Resp: 40999 RV EGIENIgIETo]E1ilo] gk
Abundance Scan 1197 (10.228 min): BM041414.D\datams 10N Ratio Lower Upper BRNEOMN=0)
161.9 162 100 Reviewed By :Yogesh Patel 08/16/2023
164 65.5 44.3 84.3 Supervised By :Sohil Jodhani  08/16/2023
98 34.0 15.1 55.1
63.0
Raw 50
98.0 Abundance
10.p28
ol “\‘\ “\‘u e \U\ 1297 |l 2089 | 200000
m/z--> 50 100 150 200 250
Abundance Scan 1197 (10.228 min): BM041414.D\data.ms ( 150000
161.9
63.0 100000
Sub )
50
98.0 50000
TS B - u—
m/z—-> 50 100 150 200 250 Time--> 10.20 10.40

Abundance Scan 1233 (10.439 min): BM041378.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 10g.9 144.9 Lab File:  BM@41414.D
‘ ‘ ‘ Acq: 15 Aug 2023 20:11
03‘7‘\“0‘\} N ‘M“h b ‘\U‘ — ‘H‘u‘ P
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SO Resp: 456607
Abundance Scan 1232 (10.433 min): BM041414.D\datams 10" Ratio Lower Upper
179.9 180 100
182 95.2 75.9 113.9
145 27.6 23.6 35.4
Raw 50
74.0 108.9 144.9 Abundance Lofia3
obadt “\LL ol e210 281 260000
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
0577\“(‘)\} n | HLL — T ‘2‘2‘1-‘0‘ | ‘2‘8‘1“ | — T,
m/z--> 50 100 150 200 250 Time--> 10.40 10.50
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Abundance Scan 1265 (10.628 min): BM041378.D\data.ms (| #31

128.0 Naphthalene
Concen: 34.906 ng
RT: 10.616 min Scan#t 1lgSagilnlcalee
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
. . PNNL-APM2-0811-1MSD
) 51‘10“ 87,0, | | Acq: 15 Aug 2023 20:11
m/z--> ‘ ‘5‘0‘ a iéd - i5‘d a ééd - ééd T Tt Ion::}28 Resp: 124837@RVEGNEIRGIETIETTO
Abundance Scan 1263 (10.616 min): BM041414.D\datams 10N Ratio Lower Upper BRNEONZ0)
128.0 128 1600 Reviewed By :Yogesh Patel  08/16/2023
129 10.9 9.0 13.4 Supervised By :Sohil Jodhani  08/16/2023
127 13.0 10.5 15.
Raw 50
Abundance
10.616
>0 870 | 2069 281
G T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T 600000
m/z--> 50 100 150 200 250
Abundance Scan 1263 (10.616 min): BM041414.D\data.ms (
128.0 400000
Sub
50 200000
oL Y BTO | sero  oei
m/z--> 50 100 150 200 250 Time-> 10.50 10.60 10.70

Abundance Scan 1150 (9.951 min): BM041378.D\data.ms (-1 #32

105.0 Benzoic acid
Concen: 37.203 ng
RT: 9.951 min Scan# 1150
Ref 50 Delta R.T. -0.000 min
51.0 Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
oL u\‘\\!h ‘\\\‘\‘\H‘ ‘\‘\‘ i - S ——
miz--> 50 100 150 200 250 Tgt Ion:}zz Resp: 261461
Abundance Scan 1150 (9.951 min): BM041414.D\datams A 10" Ratio 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
oL M‘M!L ‘\\\‘\‘\H‘ ! ‘ “ L ‘\\\ ‘2?6‘9‘ — ‘2‘8‘1“
m/z--> 50 100 150 200 250 150000
Abundance Scan 1150 (9.951 min): BM041414.D\data.ms (-
105.0
100000
9/951
Sub
50 51.0 50000
G“u‘\‘!\‘ udl ad )l 1928  280d e —
miz--> 50 100 150 200 250 Time--> 9.80  10.00
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Abundance Scan 1288 (10.763 min): BM041378.D\data.ms (| #33
127.0 4-Chloroaniline
Concen: 4.462 ng
RT: 10.763 min Scan# 1Eigil=lies
Ref 50 Delta R.T. -0.000 min _
65.0 Lab File: BM@41414.D [SlUEERISEIIAEIE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol dia “\ LI 1619 2069 _ 280. :
miz--> 50 100 150 200 250 Tgt Ion:127 Resp: [£¥#) Manual Integrations
Abundance Scan 1288 (10.763 min): BM041414.D\datams 10N Ratio Lower Upper BRNEONZ0)
127.0 127 100 Reviewed By :Yogesh Pate
129 31.9 25.9  38.98 supervised By :Sohil Jodhani
65 34.8 26.9 40.3
Raw 50 92 20.8 15.8 23.6
65.0 Abundance
oL u‘w \M ‘\\h ‘\H\‘ \“ ‘L\ e ‘1‘6‘8"8 ‘2(‘)?9 ] ‘2‘8‘1" 25000
miz--> 50 100 150 200 250 20000
Abundance Scan 1288 (10.763 min): BM041414.D\data.ms (
127.0 15000
Sub 10000
50
65.0
5000
oL H““‘N‘ ‘\‘h\‘h‘ }\‘ ‘lw\ S| - '}6‘3‘7‘ ‘2‘08‘9 — ‘2‘8‘0: - Con ’7‘ — P
miz--> 50 100 150 200 250 Time--> 10.70 10.80 10.90
Abundance Scan 1311 (10.898 min): BM041378.D\data.ms (| #34
224.8 Hexachlorobutadiene
Concen: 45.211 ng
RT: 10.886 min Scan# 1309
Ref 50 189.8 Delta R.T. -0.012 min
117.9 2598 Lab File: BM@41414.D
470 82.9 54.9 H Acq: 15 Aug 2023 20:11
oL h‘ \ “ “H“\\ M \!\ : ﬁ“‘\“‘ : “\‘ — \“\ — M‘ —
miz--> 50 100 150 200 250 Tgt IOI’IZ?ZS Resp: 298682
Abundance Scan 1309 (10.886 min): BM041414 D\datams = 10N Ratlo Lower Upper
224.8 225 100
223 62.0 49.0 73.4
227 63.6 50.8 76.2
Raw 50 9.8
117.9 259.8 Abundance
470 82.9 549 H 10/gse
oL h‘ “ “\ ‘\‘H‘d M \‘\ b ‘\‘ — \“\ — “‘\‘ — 150000
miz--> 100 200 250
Abundance Scan 1309 (10.886 mm). BMO041414.D\data.ms (
224.8 100000
Sub
50 189.8 50000
117.9 259.8
47 o 829 ﬂsz.g H
o ﬂ‘ , ‘\“‘“‘\‘ ‘\ \‘\ " ‘\‘H\‘H‘ , w‘\‘ Ay “‘ — 0 T
miz--> 50 100 150 200 250 Time-> 10.80  10.90
BM@41414.D 8270-BMO72823.M Wed Aug 16 06:47:31 2023

08/16/2023
08/16/2023

Page 20



Abundance Scan 1429 (11.592 min): BM041378.D\data.ms (| #35

53.0 Caprolactam
1131 Concen: 33.608 ng m
' RT: 11.574 min Scan#t 14igigl=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ok ‘\‘“ ihh T h‘} \“\ “ \“\ L I :\Lg\s‘ow LI B R
m/z--> 50 100 150 200 250 Tgt Ion:}13 Resp: 96658V ERIVEL Integrations
Abundance Scan 1426 (11.574 min): BM041414.D\datams 10N Ratio Lower Upper BRNEONZ0)
55.0 113 1lee Reviewed By :Yogesh Patel  08/16/2023
55 159.9 162.5 202.5 Supervised By :Sohil Jodhani  08/16/2023
113.0 56 121.0 114.1 154.1
Raw 50
Abundance
40000
ok “\‘“‘ i”“ gl h‘} \‘h\ “‘ \“ T \14\.4‘9\ T \297\(\) L — 2\8\1\
miz--> 50 100 150 200 250 30000
Abundance Scan 1426 (11.574 min): BM041414.D\data.ms ( 11374
55.0
20000
113.0
Sub
50 10000
I 7 R o—='
m/z-> 50 100 150 200 250 Time--> 11.60

Abundance Scan 1481 (11.898 min): BM041378.D\data.ms (| #36

107-0 145 o 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: BM041414.D
Acq: 15 Aug 2023 20:11
0 e ‘H\“\ T \H“ U \297\(\)\ ™ \2\8\0\‘
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.07 Resp: 404260
Abundance Scan 1480 (11.892 min): BM041414.D\datams 10N 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! (. ‘H\“\ T \H“ T \298\9\ ™ \2\8\1\‘ 200000
m/z--> 50 100 150 200 250
Abundance Scan 1480 (11.892 min): BM041414.D\data.ms (| 150000
107.0 1420
100000
Sub
50
50000
51.0
0! = ‘H\‘\ T \H“ T T \2‘06\9\ T \2\8\1\‘ 0 L LI B
m/z--> 50 100 150 200 250 Time--> 11.80 12.00
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Abundance Scan 1541 (12.251 min): BM041378.D\data.ms (| #37

141.9 2-Methylnaphthalene
Concen: 35.551 ng
RT: 12.239 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [SlUEERISEIIAEIE
. . PNNL-APM2-0811-1MSD
63‘.0 . | Acq: 15 Aug 2023 20:11
05—+ ‘\“\M“\”\ Sl T T T T T T T .
m/z--> 5‘0 160 15‘50 260 25‘0 Tgt Ion::}42 Resp: 85718@VEGIENIgIETolE=1ile] gk
Abundance Scan 1539 (12.239 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
142.0 142 100 Reviewed By :Yogesh Patel  08/16/2023
141 88.2 70.7 106.18 supervised By :Sohil Jodhani  08/16/2023
115 38.2 29.3 43.9
Raw 50
Abundance
12,239
63.0 500000
0L+ i‘ ‘\“‘ 1‘”“\ “?8‘.0\”\ T U“ T :\ngz‘g\ \23\3\8‘ \2\8\0:
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 800 Wl 1929 2338 280. .
miz--> 50 100 150 200 250 Time--> 12.20 12.30

Abundance Scan 1578 (12.469 min): BM041378.D\data.ms ( #38

142.0 1-Methylnaphthalene
Concen: 36.057 ng
RT: 12.457 min Scan# 1576
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
63.0
[ i‘ ‘\“‘ \M“\ “?7‘.9\“‘\ T L T ]\-9\2‘8\ \2\3\9‘8 T 2\8\0\'
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.42 Resp: 813701
Abundance Scan 1576 (12.457 min): BM041414 D\datams = 10N Ratlo Lower Upper
142.0 142 100
141 92.4 73.4 110.2
116 4.5 3.2 4.8
Raw 50
Abundance
12.457
63.0 500000
(e i‘ ‘\“‘ \M“\ “‘\9‘.0\“‘\ T L T \2\09\8 \2\35\8‘ \2\8\1\‘
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
0 “ﬁﬁﬁ“ﬂ1o%9‘L 202.8235.8 28L1.(
L i Baanae I B A e SRS
miz--> 50 100 150 200 250 Time--> 12.40 12.50
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Abundance Scan 1913 (14.439 min): BM041378.D\data.ms (| #39

162.1 Acenaphthene-die

Concen: 20.000 ng

RT: 14.427 min Scan#t 1{gEigil=lies

Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D [SlUEERISEIIAEIE
80.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0200 | 1220 | 2079 2808 a0
m/z--> 50 100 150 200 250 300 Tgt Ion:164 Resp: 39102@VERIEINIgIElEl[0]g
Abundance Scan 1911 (14.427 min): BM041414.D\datams 10N Ratio Lower Upper BRAGLON=0)

162.1 164 100
162 99.9 80.4 120.6
160 45.1 36.2 54.2

Reviewed By :Yogesh Patel 08/16/2023
Supervised By :Sohil Jodhani  08/16/2023

Raw 50
Abundance
14427
80.1 250000
040.3 L1220 206.9 281.1
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 200000
Abundance Scan 1911 (14.427 min): BM041414.D\data.ms (
162.1 150000
Sub 100000
50
50000
80.0
0810 | | 1189 206.9  281.0
I e C
m/z--> 50 100 150 200 250 300 Time--> 14.40 14.50

Abundance Scan 1604 (12.622 min): BM041378.D\data.ms (| #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 40.257 ng

RT: 12.610 min Scan# 1602

Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D
740 1079, ,, 5 1800 Acq: 15 Aug 2023 20:11
(}3\7‘;0‘1 . ‘\“‘\w ‘\H;\ . ‘hh" ‘ “H‘\‘ - L ‘2§7‘-Q‘
miz--> 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

Raw 50 108 16.4 17.0 25.44%
Abundance
12610
o 740 107.9 149 g 1789 400000
oL “\. ”i f \““ \“\ “‘ ‘Hl‘ H— \‘““ T ‘H“ ™ \M T \2\8\0:
miz--> 50 100 150 200 250
Abundance Scan 1602 (12.610 min): BM041414.D\data.ms (
215.9 200000
sub o 100000
74.0 107.9 1429 180.9
miz--> 50 100 150 200 250 Time--> 12.50 12.60 12.70

BM041414.D 8270-BM@72823.M Wed Aug 16 06:47:33 2023 Page 23



Abundance Scan 1597 (12.581 min): BM041378.D\data.ms ( #41

236.8 Hexachlorocyclopentadiene
Concen: 54.440 ng

RT: 12.569 min Scan#t 1{gigilpl=gies

Ref 50 Delta R.T. -0.012 min \A_
94.9 Lab File: BM@41414.D [(SUEWISEIoEIH
60. ‘ 129.8 64.8 | 271.8  Acq: 15 Aug 2023 20:11 ENNEAGVPVEEEIVED)
[o \‘ “\‘\ . ‘H‘\M M\ M H\ : \‘ : ‘20‘2‘8‘ il — 1“\‘ :
miz--> 50 100 150 200 250 Tgt Ion:237 Resp: 36568 Manual Integrations
Abundance Scan 1595 (12.569 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)

236.8 237 100
235 62.4 43.6 .
272 12.4 0.0 33.

Reviewed By :Yogesh Patel 08/16/2023
Supervised By :Sohil Jodhani  08/16/2023

Raw 50
Abundance
4.9 250000 12.569
60. 129.9 66.9 271.8
Ll ‘m I ‘\ H 202.8 ‘ I
0+ T \‘\”” . \‘\ T ‘”‘\ T \W‘ T 200000
m/z--> 50 100 150 200 250
Abundance Scan 1595 (12.569 min): BM041414.D\data.ms ( 150000
236.8
<ub 100000
u
50
040 50000
129.9 6 9 271.8
L e02s |
Gwmdw““” m‘wmm:‘_lm T
miz--> 50 100 150 200 250 Time--> 1250  12.60

Abundance Scan 2169 (15.945 min): BM041378.D\data.ms (| #42

329.€ | 2,4,6-Tribromophenol
Concen: 112.786 ng

62.0 RT: 15.933 min Scan# 2167
Ref 50 ) Delta R.T. -0.012 min

1 Lab File:  BM@41414.D
2218 Acq: 15 Aug 2023 20:11
0’ 2.0 1 2766
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 623794

Abundance Scan 2167 (15.933 min): BM041414.D\datams 10N Ratio Lower Upper
3206 330 100

332 96.9 77.7 116.5
141 33.2 28.3 42.5
Raw 59/ 620

Abundance
15.p33
400000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 2167 (15.933 min): BM041414.D\data.ms (300000
320.€
200000
sub ol 620
140.9 100000
221.8
ol w02 19 | 269 ol J
miz--> 50 100 150 200 250 300  Time-> 1580  16.00
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Abundance Scan 1647 (12.875 min): BM041378.D\data.ms (| #43

195.9 2,4,6-Trichlorophenol
Concen: 41.726 ng
97.0 RT: 12.863 min Scan# 1([gEigial=laies
Ref 50 Delta R.T. -0.012 min |
131.9 ) : _
Lab File: BM@41414.D (SUEINEETIEIE
62.0 ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ol ‘\HMW\M‘M‘ b 6\3\ A 2497
Mz 50 100 150 200 250 Tgt Ion:196 Resp: 33956 Manual Integrations
Abundance Scan 1645 (12.863 min): BM041414.D\datams 10" Ratio Lower Upper BRNE i ON=0)
195.9 196 100 Reviewed By :Yogesh Patel  08/16/2023
198 96.5 76.2 114.4 Supervised By :Sohil Jodhani  08/16/2023
200 31.0 24.6 36.8
96.9
Raw 50
131.9 Abundance
62.0 12863
ol ‘\HMW\M‘M‘ I M“ 1639 ) — 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
o) \n\”‘h‘“\w‘“\ N Hh 16‘39 R R S R R 0" B— —
m/z--> 50 100 150 200 250 Time->  12.80 12.90

Abundance Scan 1660 (12.951 min): BM041378.D\data.ms (| #44

195.9 2,4,5-Trichlorophenol
Concen: 38.131 ng
RT: 12.939 min Scan# 1658
Ref 50 96.9 Delta R.T. -0.012 min
131.9 Lab File:  BM@41414.D
62.0
‘ Acq: 15 Aug 2023 20:11
oL \H\ ‘H\‘W‘H‘ L ‘H\‘ 5%‘ A
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.96 Resp: 359155
Abundance Scan 1658 (12.939 min): BM041414 D\datams = 10N Ratlo 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
62.0 131.9 12.939
0l m \H\\‘\HM‘HH\‘ : hh\ \163\‘ R ‘2‘8‘0-3 200000
miz--> 50 100 150 200 250
Abundance Scan 1658 (12.939 min): BM041414.D\data.ms (|~ 150000
195.9
100000
Sub 50 96.9
50000
oty NWWN‘H\W‘ MM\lﬁa“‘ A “2894 e ==
miz--> 50 100 150 200 250 Time--> 12.90 13.00
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Abundance Scan 1678 (13.057 min): BM041378.D\data.ms (| #45

172.0 2-Fluorobiphenyl
Concen: 69.373 ng
RT: 13.045 min Scan#t 1(lgigiipl=gles
Ref 50 Delta R.T. -0.012 min

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

51.0 85.0 1329 ‘

206.9
OL— \“\m‘\h‘\‘” ul 1”\‘\“‘“”\ o (I A — .
m/z--> 5‘0 160 15‘50 2(‘)0 25‘0 Tgt Ion:172 Resp: 214734 Manual Integrations
Abundance Scan 1676 (13.045 min): BM041414.D\datams 10" Ratio Lower Upper BRNEON=0)
172.0 172 100 Reviewed By :Yogesh Patel  08/16/2023
171 34.8 28.1 42.1 Supervised By :Sohil Jodhani  08/16/2023
170 23.5 18.9 28.3
Raw 50
Abundance
1500000 13.045
85.0
(O \5%(\)“ plly h‘\‘”‘ ul %ﬁ:‘g;?i“”\ ‘\‘ T \298\9 T \2\8\1\‘
m/z--> 50 100 150 200 250
Abundance Scan 1676 (13.045 min): BM041414.D\data.ms (| 1000000
172.0
Sub
50 500000
85.0 ‘
ol 20 20n 320 2080 281 ol b
miz--> 50 100 150 200 250 Time--> 13.00 13.20

Abundance Scan 1714 (13.269 min): BM041378.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: BM041414.D
. Acq: 15 Aug 2023 20:11
G\Sg‘\ow‘ \‘h \”“\ “r ‘:‘L%‘s\?\ T i‘\ T \1\95‘9\ T \2\5‘1'\8\ 1
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.54 Resp: 1147022
Abundance Scan 1712 (13.257 min): BM041414 D\datams = 10N Ratlo Lower Upper
154.0 154 100
153 39.7 20.5 60.5
76 12.7 0.0 34.1
Raw 50
Abundance
6.0 800000 13.p57
0?9‘\()”‘ \‘h\”“\ 4 ‘:‘L%?\(‘:“)\ T N\ T :\1_9\2‘8\ T \2\8\0:
miz--> 50 100 150 200 250 600000
Abundance Scan 1712 (13.257 min): BM041414.D\data.ms (|
154.0
400000
Sub
50 200000
090 L0 PO ) 20m0 g0 ol e
miz--> 50 100 150 200 250 Time--> 13.20 13.40
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Abundance Scan 1722 (13.316 min): BM041378.D\data.ms ( #47
162.0 2-Chloronaphthalene
Concen: 38.064 ng
RT: 13.298 min Scan# 1[[Eigial=lies
Ref 50 Delta R.T. -0.018 min \A_
127.0 Lab File: BM@41414.D (SUEHSEIEIERE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
oL ?9 s ﬁ%(\)‘” T \“\ T \“\ T \206\9\ T \2\8\0:
Mz 55 160 1%0 260 2%0 Tgt Ion:162 Resp: 90095 Manual Integrations
Abundance Scan 1719 (13.298 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
162.0 162 100 Reviewed By :Yogesh Pate
127 37.8 30.6 45. Supervised By :Sohil Jodhani
164 32.8 25.6 38.4
Raw 50
127.0 Abundance
600000, 13 hog
039 q‘ \“ \H“\‘ H\ H‘ T \“‘\ T ‘ \“\ T \2‘07\-0\ T T ‘ T T T T
m/z--> 50 100 150 200 250 4
Abundance Scan 1719 (13.298 min): BM041414.D\data.ms ( 00000
162.0
Sub 0 200000
S 127.0
0029 20, 1| aes S S
m/z--> 50 100 150 200 250 Time--> 13.20 13.30 13.40
Abundance Scan 1760 (13.539 min): BM041378.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: BM041414.D
‘ ‘ Acq: 15 Aug 2023 20:11
ol M‘L \‘\ 1029, | 172.0206.9 2490
miz--> 100 150 200 250 Tgt Ion:.65 Resp: 271552
Abundance Scan 1758 (13.527 min): BM041414.D\datams = 100 Ratio Lower Upper
g. 138. 65 100
63.0 38.0
92 65.5 53.0 79.4
138 98.0 79.1 118.7
Raw 50
Abundance
13.527
oL ‘\‘M‘mw 04‘0 : \‘ —— :‘1-9‘2-‘8‘ : ‘246"6‘ %89: 150000
miz--> 100 150 200 250
Abundance Scan 1758 (13.527 min): BM041414.D\data.ms (
65.0 138.0 100000
Sub
50 50000
o ‘m“‘ | lao | asme ams o
m/z--> 100 150 200 250 Time-->  13.40 13.60
BMO41414.D 8270-BMO72823.M Wed Aug 16 06:47:36 2023
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Abundance Scan 1866 (14.163 min): BM041378.D\data.ms ( #49

152.0 Acenaphthylene

Concen: 37.107 ng

RT: 14.151 min Scan# 1{gEig0l=ies

Ref 50 Delta R.T. -0.012 min
Lab File: BM@41414.D [(SUEWISEIoEIH
76.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0399 /[ 100 | 1009 80,
m/z--> 50 100 150 200 250 Tgt Ion:152 Resp: 141764 Manual Integrations
Abundance Scan 1864 (14.151 min): BM041414.D\datams 10N Ratio Lower Upper BRNEOMN=0)
152.0 152 1e0 Reviewed By :Yogesh Patel  08/16/2023

151 19.7 16.1 24.1
153 13.0 10.5 15.7

Supervised By :Sohil Jodhani  08/16/2023

Raw 50
Abundance
1000000 14.151
300 00 0.0 \‘
. 110. . N
[ORe i‘ \“‘ \H‘\ 4y h‘ e T :\ngz‘g\ L 2\8\0\ 800000
m/z--> 50 100 150 200 250
Abundance Scan 1864 (14.151 min): BM041414.D\data.ms (
152.0 600000
b 400000
Su
50
200000
A
0390 1100 | 1929 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 Time--> 14.10 14.20

Abundance Scan 1824 (13.916 min): BM041378.D\data.ms (| #50

168.0 Dimethylphthalate
Concen: 38.603 ng
RT: 13.904 min Scan# 1822
Ref 50 Delta R.T. -0.012 min
770 Lab File: BM@41414.D
' Acq: 15 Aug 2023 20:11
0\39\0i‘ T \“\ \‘ “‘1\210.9\ T \‘\ \19\5‘0\ [ ‘2\65\8\ T
miz--> 50 100 150 200 250 Tgt Ion::.L63 Resp: 1135446
Abundance Scan 1822 (13.904 min); BM041414.D\datams 10N Ratio  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 bo4
03\8\-q“ ™ \H‘”\ \‘ “‘1\29-9\ T \‘\ \19\5‘0\ [ ‘2\65\8\ T
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
ng'q u u‘u ‘ \;qu ‘ 195'0 281.1
e e e T e e T
miz--> 50 100 150 200 250 Time--> 13.80 13.90 14.00
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Abundance Scan 1846 (14.045 min): BM041378.D\data.ms (| #51

165.0 2,6-Dinitrotoluene
Concen: 39.791 ng
89.0 RT: 14.033 min Scan# 1{ENTLCLE
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
‘ 1210 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
H h\ ‘h “ u hu\ \ \ ‘ .
0 T \ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250 Tgt IOI’]Z:!.GS RESpZ 24250 WY ERIEL Integrations
Abundance Scan 1844 (14.033 min): BM041414 D\datams 10N Ratio Lower Upper BRNGENONIZE
165.0 165 100 Reviewed By :Yogesh Patel  08/16/2023
63 58.8 50.9 76.3 Supervised By :Sohil Jodhani  08/16/2023
89.0 89 59.9 50.6 76.0
Raw 50
Abundance
51. 121.0 14,033
0' i L L M‘\ “\‘ \“\ “‘ T ‘\ T \296\.9\ T T ‘ T 2\8\]"\‘ 150000
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
AR D NI
miz--> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1925 (14.510 min): BM041378.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
Lab File: BM@41414.D
76.0 Acq: 15 Aug 2023 20:11
0 39‘0“ \“ \““\ ‘\ 1‘1\]- \q\ T } T T ]\-9\2"8\ T T T ‘ T T T T
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.54 Resp: 814975
Abundance Scan 1922 (14.492 min): BM041414.D\datams 10" 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
600000 14.492
0 39‘\ 0” \“‘ \H‘\ ‘\ ‘1150\ } T T \19\3i0\ T T T ‘ T 2\8\]-.\‘
miz--> 50 100 150 200 250
Abundance Scan 1922 (14.492 min): BM041414.D\data.ms ( 200000
152.9
sub 200000
76.0
o390 i 150 || 210 JE———
m/z--> 50 100 150 200 250 Time--> 14.50
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Abundance Scan 1903 (14.380 min): BM041378.D\data.ms (| #53

63.0 3-Nitroaniline
138.0 Concen: 18.282 ng
RT: 14.363 min Scan#t 1{gSidtinl=lgles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [GUEQISEENIEH
Acq: 15 Aug 2023 20:11 ENNIERENPRUEEAVED
0+ “L“‘Nh \“H\h ‘!‘ 195\0\ T ‘\ T \2‘07\9\ ™ \2\8\0:
miz--> 50 100 150 200 250 Tgt Ion:138 Resp: 117038 NVERIEINIgIEolEl[o]g
Abundance Scan 1900 (14.363 min): BM041414.D\datams 10N Ratio Lower Upper BENEON=0)
65.0 138 100 Reviewed By :Yogesh Patel 08/16/2023
138.0 1e8 8.9 7.6 11.4Q supervised By :Sohil Jodhani  08/16/2023
92 120.0 98.9 148.3
Raw 50
Abundance
80000
0+ “L‘MM‘ \“H\‘””l f ? \.9\‘ T ‘\ T \297\(\) T \2\8\1\‘ 14,303
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
GN‘L‘H;““ L lods | 2090 281 e
m/z-> 50 100 150 200 250 Time--> 14.30 14.40 14.50

Abundance Scan 1940 (14.598 min): BM041378.D\data.ms (| #54

184.0 2,4-Dinitrophenol
63.0 Concen:  46.561 ng
RT: 14.586 min Scan# 1938
Ref 50 107.0 Delta R.T. -0.012 min
Lab File: BM@41414.D
‘ Acq: 15 Aug 2023 20:11
[V ‘h\“‘mh \‘LM\ h“l i“‘ ‘\ t \:‘L\S“ .\9‘\ T ‘2\2\0\9\ T \2\8\0\'
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.84 Resp: 180798
Abundance Scan 1938 (14.586 min): BM041414 D\datams = 10N Ratlo 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
[ ‘h\‘“‘mh \‘LM\M ih“ ‘\ t \:‘I\-S“ .\9‘\ LB B A \2\8\1\‘
miz--> 50 100 150 200 250
Abundance Scan 1938 (14.586 min): BM041414.D\data.ms (00000
184.0
63.0
Sub 200000
50 107.0
14.586
obid ;‘M 1809 280 o
m/z--> 50 100 150 200 250 Time--> 14.60
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Abundance Scan 1982 (14.845 min): BM041378.D\data.ms (| #55

168.0 Dibenzofuran
Concen: 35.898 ng
RT: 14.833 min Scan#t 1{gSigilnl=lee
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
89.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
[ “\Sjﬂ‘.?‘”\w\m‘l‘ ‘]\_%\0\9‘\‘ T \M T T T T
Mz 50 100 150 200 250 Tgt Ion:168 Resp: 134796 Manual Integrations
Abundance Scan 1980 (14.833 min): BM041414.D\datams 10N Ratio Lower Upper BRNE i ON=0)
168.0 168 100 Reviewed By :Yogesh Patel  08/16/2023
139 37.1 29.8 44.6 Supervised By :Sohil Jodhani  08/16/2023
169 13.3 10.5 15.
Raw 50
Abundance
89.0 14,833
0\39‘\0i“ “M\‘Hu‘hh‘} ‘J\-%\O\Q\‘ T \M\ T \296\9\ T \2\8\0: 800000
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 P10 1208 | 2069 280
m/z--> 50 100 150 200 250 Time--> 14.80 14.90

Abundance Scan 1958 (14.704 min): BM041378.D\data.ms (| #56

63.0 139.0 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
‘ ‘ Acq: 15 Aug 2023 20:11
ol bl [ Ly 1000 280
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.39 Resp: 330275
Abundance Scan 1955 (14.686 min): BM041414.D\datams 100 Ratio Lower Upper
65.0 139.0 139 100
109 92.6 61.2 101.2
65 108.3 89.5 129.5
Raw 50
Abundance
ol L, LO-O | 18402210 2670 300000
miz--> 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
ol LO-O | 18402209 267.0 e e
miz--> 50 100 150 200 250 Time->  14.60 14.70 14.80
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Abundance Scan 1981 (14.839 min): BM041378.D\data.ms (| #57
168.0 2,4-Dinitrotoluene
Concen: 38.298 ng
RT: 14.827 min Scan#t 1{gSagilnl=alee
Ref 50 Delta R.T. -0.012 min \A_
89.0 Lab File: BM@41414.D [(SUEWISEIoEIH
‘ ‘ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0 T ‘\ ‘h “‘M‘HH‘M\‘ ‘\l‘\zwg.‘\p‘ i \2‘07\(\)\ T \2\8\0.\9‘ T \3\4\0‘
miz--> 50 100 150 200 250 300 Tgt IOI’]Z:!.GS Resp: 32834 WY ERIEL Integrations
Abundance Scan 1979 (14.827 min): BM041414.D\datams 10N Ratio Lower Upper BRNE i ON=0)
168.0 165 100 Reviewed By :Yogesh Patel  08/16/2023
63 66.1 48.3 72.5 Supervised By :Sohil Jodhani  08/16/2023
89 82.9 71.8 107.8
Raw 5 182 2.5 2.6 3.0
Abundance
89.0 14./?27
G T \ “‘ ‘\‘M‘\H\‘hh“ t ‘\2\9.‘\0‘ \“\ T \2?7\\0\ T \2\8\0.\9‘ T 200000
m/z--> 50 100 150 200 250 300
Abundance Scan 1979 (14.827 min): BM041414.D\data.ms ( 150000
168.0
100000
Sub
50
50000
89.0
39.0 ‘ ‘
029 s 1200 | 2089 )
miz--> 50 100 150 200 250 300 Time--> 14.80 14.90
Abundance Scan 2093 (15.498 min): BM041378.D\data.ms ( #58
16p.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
77.0 1150 ‘ Acq: 15 Aug 2023 20:11
[V ‘\q} \“‘\‘H‘\““\ “‘ I \‘ T \““\‘\ T ““\ [ ‘2\66\9\ T
miz--> 100 150 200 250 Tgt IOI’IZ:!.GG Resp: 1080808
Abundance Scan 2091 (15.486 min): BM041414.D\datams 100 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
» 770 1150 15/486
[ “\.q} ‘\L\\“\LH\M‘ “ \”‘\ \“i‘ T \‘““\ ST ““\ T \2\8\1\( 600000
miz--> 50 100 150 200 250
Abundance Scan 2091 (15.486 min): BM041414.D\data.ms (
16p.0 400000
Sub
50 204.0 200000
77.0
1150
miz--> 50 100 150 200 250 Time--> 1540 1550 15.60
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Abundance Scan 2022 (15.080 min): BM041378.D\data.ms (| #59
231.8 2,3,4,6-Tetrachlorophenol

Concen: 40.614 ng

RT: 15.063 min Scan#t 2(gigiil=gles
Delta R.T. -0.018 min

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

Ref 50

0! )
miz-> 50 100 150 200 250 Tgt Ion:gBZ Resp: 30977 8VEQIENIgIETolE=1il] k]
Abundance Scan 2019 (15.063 min): BM041414.D\datams 10N Ratio Lower Upper BRAGLON=0)
231.8 232 100 Reviewed By :Yogesh Patel  08/16/2023

131 41.5 36.9

130 2.3 2.0 3.

166 28.9 24.2
Abundance

Supervised By :Sohil Jodhani  08/16/2023

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 2056 (15.280 min): BM041378.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
Lab File: BM041414.D
76.0 Acq: 15 Aug 2023 20:11
0 \39‘\q“ \“\”“\ \ﬂ-‘q‘sw'\ 7T T “\ T 2\2\2\1\ T 2\8\1\‘
mlz-—-> 50 100 150 200 250 Tgt Ion:}49 Resp: 1087152
Abundance Scan 2053 (15.262 min): BM041414.D\datams 10" Ratio Lower Upper
149.0 149 100

177  22.9 17.5 26.3
156 12.6 10.1 15.1

Raw 50
Abundance
15.262
76.0 ]‘\ 800000
0\39‘\q“ \“\”“\ \‘ ‘:ul‘]\-4\h9\‘\ T ‘\86\9‘ 2\2\2\1\ T
m/z--> 50 100 150 200 250 600000
Abundance Scan 2053 (15.262 min): BM041414.D\data.ms (
148.9
400000
Sub 50
200000
76.0
o290 il yl | 18692221 i S e
m/z--> 50 100 150 200 250 Time--> 15.20 15.30
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Abundance Scan 2092 (15.492 min): BM041378.D\data.ms (| #61

16p6.0 4-Chlorophenyl-phenylether
204.0 Concen: 39.374 ng
' RT: 15.480 min Scan# 2(Eigil=laies
Ref 50 Delta R.T. -0.012 min |
77.0 Lab File: BM@41414.D [SlUEERISEIIAEIE
a9 115.0 ‘ Acq: 15 Aug 2023 20:11 ENNEZEVPEREEAVIE])
0! i “‘\ T T T T T .
m/z--> 50 100 150 260 25‘0 Tgt Ion:204 Resp: 58447 Manual Integrations
Abundance Scan 2090 (15.480 min): BM041414.D\datams 1on Ratio Lower Upper BRELULIENIZS
166.0 204 100 Reviewed By :Yogesh Patel  08/16/2023
206 33.3 26.5 39.7Q supervised By :Sohil Jodhani  08/16/2023
204.0 141 51.5 44.8 67.2
Raw 50
Abundance
77.0 1150 15.480
39. : “ g0 400000
0 e “‘\ LI 1
m/z--> 50 100 150 200 250
Abundance Scan 2090 (15.480 min): BM041414.D\data.ms (300000
165.9
cub 204.0 200000
u
50
100000
77.0
39 115.0
0 AP A e
m/z-> 50 100 150 200 250 Time-> 1540 1550

Abundance Scan 2102 (15.551 min): BM041378.D\data.ms ( #62
65.0 138.0 4-Nitroaniline
Concen: 30.822 ng
RT: 15.539 min Scan# 2100
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
‘ Acq: 15 Aug 2023 20:11
| 05.0, 208.8 280.

0\“‘\‘“%““\““\”\‘ i“ L B B B B B B B B B
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.38 Resp: 189784
Abundance Scan 2100 (15.539 min): BM041414 D\datams = 10N Ratlo Lower Upper
92 51.6 35.1 75.1
108 96.2 67.8 107.8
Raw 50
Abundance
15639
OJ“‘MH i‘(‘) \-0\‘ T ‘\ T \2‘07\(\) T \2\8\1\( 100000
miz--> 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 LI L R B B B R R
miz--> 50 100 150 200 250 Time--> 15.50 15.60
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Abundance Scan 2142 (15.786 min): BM041378.D\data.ms (| #63

77.0 Azobenzene
Concen: 34.702 ng
RT: 15.774 min Scan#t 21gigil=gles
Ref 50 Delta R.T. -0.012 min \A_
182.0 Lab File: BM@41414.D [(SUEWISEIoEIH
' Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0380, | 1280, | 2210 267.1  326.0
miz--> 5b 1(’)0 15‘0 200 25‘0 360 ‘ Tgt Ion:‘77 Resp: 108121 Manual Integrations
Abundance Scan 2140 (15.774 min): BM041414.D\datams 10N Ratio Lower Upper BRLLAIENISE
77.0 77 100 Reviewed By :Yogesh Patel  08/16/2023
182 24.9 1.3 41.30 supervised By :Sohil Jodhani  08/16/2023
105 18.3 0.0 38.5
Raw 5 51 28.6 9.1 49.1
Abundance
182.0 800000
0 38@4 il ‘128 0 h I 266.9
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 600000
Abundance Scan 2140 (15.774 min): BM041414.D\data.ms (
71.0
400000
Sub
50 200000
182.0
038 4 ‘128 0, | 266.9 ol \
"_"‘,‘H“HH‘HH‘HH‘HH‘ T
miz--> 50 100 150 200 250 300 Time-> 1570  15.80

Abundance Scan 2383 (17.204 min): BM041378.D\data.ms (| #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.186 min Scan# 2380
Ref 50 Delta R.T. -0.018 min
Lab File: BM041414.D
80.0 Acq: 15 Aug 2023 20:11
04\0\0\ \‘\‘ \J“ \1\3\2\0‘”‘ \M\ [T \2‘6\3\6\ T \3\2\9\0’
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 792731
Abundance Scan 2380 (17.186 min): BM041414.D\datams 10N 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
04\.0\(")\‘\”\‘ \“‘ \1\3\2\0‘”1 T \H\ [T \‘26\5\\7\ T T 500000
miz--> 50 100 150 200 250 300 400000
Abundance Scan 2380 (17.186 min): BM041414.D\data.ms (
188.1 300000
Sub 200000
50
100000
0s10 200 1819y | am0 ol S
miz--> 50 100 150 200 250 300 Time-> 17.10  17.20
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Abundance Scan 2111 (15.604 min): BM041378.D\data.ms (| #65

BM041414.D 8270-BM@72823.M

198.0 4,6-Dinitro-2-methylphenol
Concen: 29.266 ng
RT: 15.592 min Scan# 2{[Eigil=lies
Ref 50| 51.0 105.0 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D (GUEINEETSIEIH
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
ot L1 1129 | z0s 2o,
miz--> 50 160 150 260 250 Tgt IOI’]Z:!.98 Resp: 14054 TV ERIVEL Integrations
Abundance Scan 2109 (15.592 min): BM041414.D\datams 1N Ratio Lower Upper BRELULIENISE
198.0 198 100 Reviewed By :Yogesh Pate
51 41.4 31.7 71.78 Supervised By :Sohil Jodhani  08/16/2023
105 40.2 27.8 67.8
Raw 50
51.0 121.0 Abundance
ol h | 231.8 280.! 200000
T \ \ \ ‘ T \ \ T ‘ T T T T ‘ T T T T
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
. 121.0
510 50000
0! ‘“‘uMu1?49‘“_2‘3‘1"8‘”” e
m/z--> 50 100 150 200 250 Time-->  15.50 15.60 15.70
Abundance Scan 2130 (15.716 min): BM041378.D\data.ms ( #66
169.1 n-Nitrosodiphenylamine
Concen: 36.804 ng
RT: 15.704 min Scan# 2128
Ref 50 Delta R.T. -0.012 min
Lab File: BM041414.D
Acq: 15 Aug 2023 20:11
G“\h”\\‘\]‘-]\-‘s\\o“\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 '8t 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.y04
600000
o wﬁ%m .. 2810 354
miz--> 50 100 150 200 250 300 350
Abundance
Scan 2128 (15.704 min): BM041414.D\data.ms ( 400000
169.0
sub o 200000
510 115.0 j k
miz--> 50 100 150 200 250 300 350 Time—> 15.60 15.70 15.80

Wed Aug 16 06:

47:44 2023

Page 36



BM041414.D 8270-BM@72823.M

Wed Aug 16 06:47:44 2023

Abundance Scan 2245 (16.392 min): BM041378.D\data.ms (| #67
241.9 4-Bromophenyl-phenylether
141.0 Concen: 40.496 ng
77.0 RT: 16.374 min Scan# 2[GE{dUIE|es
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [SlUEERISEIIAEIE
39_1 ‘ Acq: 15 Aug 2023 20:11 ENNEAGIPRY:EEEAVED)
[ “\ “ \“‘H”\‘M‘\‘\““ Tl ‘HH‘”\ h‘\‘mlwg\z‘.gw L T \32\6\
m/z--> 50 100 150 200 250 300 Tgt Ion:g48 Resp: 35197 BVEGIENIgIETolE 1ol gk
Abundance Scan 2242 (16.374 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
248.0 248 100 Reviewed By :Yogesh Pate
141.0 256 99.4 78.0 117.0F supervised By :Sohil Jodhani
141 70.6 53.8 80.8
77.0
Raw 50
Abundance
39% ‘ ‘ 250000 16§74
0 “\“ I ‘M\‘I\M\“\‘m‘ e ‘}‘H‘H‘ h“‘m‘ ‘2?7‘9‘ . ‘ Ce
m/z--> 50 100 150 200 250 300 200000
Abundance Scan 2242 (16.374 min): BM041414.D\data.ms (
247.9 150000
141.0
Sub 77.0 100000
50
50000
39.01 | ‘
ol bl L W\ pore | ==t
miz--> 50 100 150 200 250 300  Time--> 16.30 16.40
Abundance Scan 2264 (16.504 min): BM041378.D\data.ms ( #68
283.8 Hexachlorobenzene
Concen: 41.764 ng
RT: 16.486 min Scan# 2261
Ref 50 Delta R.T. -0.018 min
141.9 Lab File: BM041414.D
710 21338 Acq: 15 Aug 2023 20:11
ol 326.0
miz--> 50 100 150 200 250 300 Tgt Ion:284 Resp: 463644
Abundance Scan 2261 (16.486 min): BM041414 D\datams = 10N Ratlo Lower Upper
283.8 284 100
142 31.1 28.0 42.0
249 30.2 23.7 35.5
Raw 50
141.9 Abundance
2138 300000 16.486
71.0
0,
miz--> 50 100 150 200 250 300
Abundance Scan 2261 (16.486 min): BM041414 Didatams (200000
283.8
Sub 100000
50
141.9
213.8
71.0
0' OV ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 300 Time--> 16.40 16.50

08/16/2023
08/16/2023
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Abundance Scan 2294 (16.680 min): BM041378.D\data.ms (| #69

200.0 Atrazine
Concen: 52.152 ng
RT: 16.662 min Scan#t 2[gSagilnlcalee
Ref 50 58.1 Delta R.T. -0.018 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
‘ ‘ ?ﬁ Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
obd W M‘H‘h“ %L whd L 28203261
miz--> 50 100 150 200 250 300 350 Tgt Ion:200 Resp: 33766 \ERIEL Integrations
Abundance Scan 2291 (16.662 min): BM041414.D\datams 10N Ratio Lower Upper BRAGLON=0)
200.0 200 100 Reviewed By :Yogesh Patel  08/16/2023
173 24.6 5.6 45. Supervised By :Sohil Jodhani  08/16/2023
215 48.9 28.5 68.5
Raw
50 58.1 Abundance
‘ 250000{  16.662
ol \\H“\‘ | Mm‘\h‘ \‘ ‘m L ‘\‘u“_ L, 2808
miz--> 50 100 150 200 250 300 350 200000
Abundance Scan 2291 (16.662 min): BM041414.D\data.ms (
200.0 150000
sub 100000
%81 50000
ol M\u‘m Vil 4 \L\ AL as09 S
miz--> 50 100 150 200 250 300 350 Time--> 16.60 16.70 16.80

Abundance Scan 2324 (16.857 min): BM041378.D\data.ms ( #70

265.8 Pentachlorophenol

Concen: 67.970 ng

RT: 16.839 min Scan# 2321

Ref 50 166.9 Delta R.T. -0.018 min
94.9 Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
0 “\1\ Lk ‘h\“”}h\m‘m Mh - ‘ : ‘% ‘H“n‘ - \‘ = “32‘6‘:‘1-‘
miz--> 50 100 150 200 250 300 Tgt Ion:266 Resp: 454888
Abundance Scan 2321 (16.839 min): BM041414.D\datams 10N 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
fo ! \(Th " H ‘H“\“h\h M‘\ I - u‘ — ’3‘ H‘n : \\ — ‘3‘4‘0‘
miz--> 50 100 150 200 250 300 200000
Abundance Scan 2321 (16.839 min): BM041414.D\data.ms (
265.8
Sub 100000
50 164.9
94.9
ol qll M‘\‘h‘ ‘u‘ — ’3‘ ‘H“n“ “‘w” R ‘ LA LS
miz--> 50 100 150 200 250 300 Time--> 16.80 16.90 17.00
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Abundance Scan 2390 (17.245 min): BM041378.D\data.ms ( #71

178.0 Phenanthrene
Concen: 36.215 ng
RT: 17.233 min Scan#t 2/gigil=glies
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BM@41414.D [SlUEERISEIIAEIE
6.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0 T \‘ \“‘\‘H\ T \6\\0‘“\ \ T 1T \26\5\.\8\ \3\2?.\9 T
Mz 5‘0 160 15‘50 260 25‘0 360 35‘0 Tgt Ion:178 Resp: 159506 Manual Integrations
Abundance Scan 2388 (17.233 min): BM041414.D\datams 10N Ratio Lower Upper BRNEONZ0)
178.0 178 1600 Reviewed By :Yogesh Patel  08/16/2023
176  19.4 15.6  23.4F supervised By :Sohil Jodhani  08/16/2023
179 15.3 12.1 18.1
Raw 50
Abundance
17.233
780 1260
G T ‘ \‘ \“‘\ “\ ‘ T \ T w\ \‘\ T ‘2\2\]-;0\ ‘ \2\8\1-.\0‘ T \3\5‘5\- 1000000
m/z--> 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. 126.0) | 221.0 281.0  355. 0]
et e e S AR S ——
miz--> 50 100 150 200 250 300 350 Time--> 1720 17.30

Abundance Scan 2406 (17.339 min): BM041378.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: BM041414.D
76.0 Acq: 15 Aug 2023 20:11
126.0 264.8 342.1
Ol e TS e
miz--> 50 100 150 200 250 300 350 '8t Ion:178 Resp: 1606263
Abundance Scan 2403 (17.321 min): BM041414 D\datams = 10N 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
03\9\? Tt \“‘\ “‘\ | \1\3\1\%‘ T ‘2\2\0\9\ T \2\8\2\.9‘\ T \3\5‘5\ 1000000
miz--> 50 100 150 200 250 300 350
Abundance Scan 2403 (17.321 min): BM041414.D\data.ms (
178.0
500000
Sub
50
0290 7701330 | 2209 2809 WASATS
m/z--> 50 100 150 200 250 300 350 Time--> 17.20 17.40
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Abundance Scan 2454 (17.621 min): BM041378.D\data.ms (| #73

167.0 Carbazole
Concen: 36.527 ng
RT: 17.604 min Scan#t 24igiipl=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: YAV AV Y EClientSampleld :
835 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
03\9‘\(‘) e \““:‘\ ]\-’%4\4? T 2\2\0\9\ 2§6\§\ \32\6\\0 T
m/z--> 56 160 1%0 260 2%0 360 3%0 Tgt Ion:}67 RESpZ 144013 hAanuaIHuegraﬂons
Abundance Scan 2451 (17.604 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
167.0 167 10 Reviewed By :Yogesh Patel  08/16/2023
166 21.4 17.3 25.9 Supervised By :Sohil Jodhani  08/16/2023
139 12.8 10.3 15.5
Raw 50
Abundance
1000000 17.604
83.5
9.0
05 f o \“““\ ‘]\.‘“2\4:4?‘ T ?9?9\ \2‘6\5\(\)\ T T 800000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2451 (17.604 min): BM041414.D\data.ms ( 600000
167.0
b 400000
Su
50
200000
83.5
039.0 1 . | | 208.0 265.8 0/
e e T
miz--> 50 100 150 200 250 300 350 Time--> 17.60

Abundance Scan 2549 (18.180 min): BM041378.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
10 Acq: 15 Aug 2023 20:11
oL ‘\‘.‘“\‘\“\]\-‘O‘ﬁ\-?\ T T T “2\2\?\]\-2‘6\4\.9\ ‘3\2\4\\9‘ T
miz--> 50 100 150 200 250 300 350 gt Ion:149 Resp: 1826329
Abundance Scan 2546 (18.162 min): BM041414.D\datams 10" Ratio 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
Olwl:l‘\."io“\‘\“\]\-‘()‘ﬁ'?\ T T T “2\2\?’\]\-‘2§6\\9\ T \3\4\1‘0\
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
oD M0 L 231aeee 3, o
miz--> 50 100 150 200 250 300 350 Time--> 18.10 18.20 18.30
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Abundance Scan 2735 (19.274 min): BM041378.D\data.ms (| #75

20p.0 Fluoranthene
Concen: 37.403 ng
RT: 19.256 min Scan#t 2gigil=glies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
101.0 Acq: 15 Aug 2023 20:11 ENNEAEIPRURERTIED
0 \5\0‘ \O\ \‘\ 1“ \. T %\5‘]-\0\\ T TTT \2‘6\4\.\]_\ ‘3\2\4\.\9’ TTTT ‘4\\2\9.\
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:gez Resp: 185081 Manual Integrations
Abundance Scan 2732 (19.256 min): BM041414.D\datams 10N Ratio Lower Upper BRNE i ON=0)
202.0 202 100 Reviewed By :Yogesh Patel  08/16/2023
le1i 9.3 0.0 30.88 supervised By :Sohil Jodhani  08/16/2023
203 17.2 0.0 37.6
Raw 50
Abundance
19.p56
101.0
G \5\9\()\ \“\ 1“ T \%‘\I:_)‘]-\c\)\ \‘ TTT \2‘6\4\“\9\ ‘ \\3\4.\1-’.0\\ T ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
: 1000000
Abundance Scan 2732 (19.256 min): BM041414.D\data.ms (
202.0
sub 500000
50
101.0
0‘51‘9”«{“”1‘5‘2‘9”‘““%‘?4‘-9‘%2‘4;7,”‘Wm S
miz--> 50 100 150 200 250 300 350 400  Time->  19.20 19.30

Abundance Scan 3099 (21.415 min): BM041378.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
Acq: 15 Aug 2023 20:11
118.0
01220 o070, 3851 476.1 549,
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 737628
Abundance Scan 3096 (21.397 min): BM041414 D\datams = 10N 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
0 92‘\(\)\ \ “\ ‘1 TT ‘ T \ ‘L\\J\ ‘ T \?\"1\3\.\0\‘\3§\7‘.\0\ ﬂ?g'? ‘ \\5\4\‘8\.
m/z--> 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
0 54.0 "y | 324.9 400.9 475.0 548. 01
g pee el SEEE RS SRS SR T
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.30 21.40 21.50
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Abundance Scan 2769 (19.474 min): BM041378.D\data.ms ( #77

184.1 Benzidine
Concen: 58.957 ng
RT: 19.456 min Scan#t 2|l
Ref 50 Delta R.T. -0.018 min [)/-%
Lab File: BM@41414.D [SlUEERISEIIAEIE
Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0f10. 550 1 1) 2369 2051347.04000
miz--> 50 100 150 200 250 300 350 400 Tgt IOT’II:!.84 Resp: 59274 WY ERIEL Integrations
Abundance Scan 2766 (19.456 min): BM041414.D\datams 10" Ratio Lower Upper BRNEON=0)
184.1 184 100 Reviewed By :Yogesh Patel  08/16/2023
185 14.1 11.4 17.0F supervised By :Sohil Jodhani  08/16/2023
183 11.5 9.2 13.8
Raw 50
Abundance
19.456
0 L \92ﬁ 01 P W 281.0 341.0 428.
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ 300000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2766 (19.456 min): BM041414.D\data.ms (
18¢.1 200000
Sub
50 100000
0410‘?ﬁ91u|mm1 241.1 355.1 428. (o}
e e e AR o
miz--> 50 100 150 200 250 300 350 400  Time--> 19.40 19.60

Abundance Scan 2797 (19.639 min): BM041378.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
G \5\0‘ \()\ \“\ J“ T \:\l\s‘]_\\o\ \‘ T \2\5‘2\ \g\ \3‘]\-6\\0\ ‘ TTTT ‘ T 1T \
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:262 Resp: 1921522
Abundance Scan 2794 (19.621 min): BM041414.D\datams = 10" Ratio Lower Upper
202.0 202 100

200 21.0 16.9 25.3
203 17.2 14.1 21.1

Raw 50
Abundance
19.621
101.0 1500000
0500 | 1510 | 2658 3429
\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2794 (19.621 min): BM041414.D\data.ms (1000000
202.0
Sub
50 500000
101 0
0 | 151.9 | 264.9 340.9 ]
“‘ T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 Time--> 19.60 19.80
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Abundance Scan 2832 (19.845 min): BM041378.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 75.694 ng
RT: 19.827 min Scan#t 2{Ugigiil=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [(GICEHIEEIelEI(6H
1921 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
b 880 8L LU 2060 4011
miz--> 5‘0 160 15‘0 260 25’_)0 360 35‘0 460 Tgt Ion:244 RESpZ 308805 WY ERIEL Integrations
Abundance Scan 2829 (19.827 min): BM041414.D\datams 1N Ratio  Lower Upper BRLLICNISE
24n.2 244 100 Reviewed By :Yogesh Patel  08/16/2023
212 7.1 5.4 8.2 Supervised By :Sohil Jodhani  08/16/2023
122 8.5 7.8 11.
Raw 50
Abundance
1221 2500000 19.p27
ol 880 1. A8l {8270 428,
miz--> 50 100 150 200 250 300 350 400 2000000
Abundance Scan 2829 (19.827 min): BM041414.D\data.ms (
244.2 1500000
Sub 1000000
50
500000
122.1
ob 20 4 224E L 295.0 356.1 428, e
m/z--> 50 100 150 200 250 300 350 400 Time--> 19.80 19.90
Abundance Scan 2951 (20.545 min): BM041378.D\data.ms (| #80
149.0 Butylbenzylphthalate
91.0 Concen:  41.077 ng
RT: 20.527 min Scan# 2948
Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
Acq: 15 Aug 2023 20:11
ol ;u“« mlu L “‘2‘0‘%‘9% 65.9 362.0 429.1489.
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:149 Resp: 773773
Abundance Scan 2948 (20.527 min): BM041414 D\datams = 10N Ratlo 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
20.527
oL iM.‘.l“l.‘ ML L H.ﬁ?ﬁ?ﬁﬁl‘ ‘0‘3‘4‘1‘ 9 4150 600000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 2948 (20.527 min): BM041414.D\data.ms (
149.0 400000
91.0
Sub
50 200000
NEmIT W1??:?‘9"3‘1%‘1‘_‘49‘1‘9‘_” ob—~
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 20.50
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Abundance Scan 3096 (21.398 min): BM041378.D\data.ms ( #81
228.1 Benzo(a)anthracene
Concen: 38.533 ng
RT: 21.380 min Scan#t 3(gEigiil=gles
Ref 50 Delta R.T. -0.018 min |
Lab File: BM@41414.D [(GICEHIEEIelEI(6H
114.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
000,11 g, Ly 295036204301 8030 _
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:228 Resp: 192683 Manual Integrations
Abundance Scan 3093 (21.380 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
228.1 228 100 Reviewed By :Yogesh Patel  08/16/2023
226 26.9 22.4 33. Supervised By :Sohil Jodhani  08/16/2023
229 19.7 15.8 23.8
Raw 50
Abundance
1140 1500000 21880
0890 e 4 226,0.369.0 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 500000
114.0
0489 il 44,2950 3600  476.1 549. [——a
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 21.35 21.40
Abundance Scan 3086 (21.339 min): BM041378.D\data.ms ( #82
251.9 3,3'-Dichlorobenzidine
Concen: 27.804 ng
RT: 21.321 min Scan# 3083
Ref 50 Delta R.T. -0.018 min
Lab File: BM@41414.D
270 153.9 Acq: 15 Aug 2023 20:11
O ottt rocdi e | 319.0386.0 5029
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:252 Resp: 453683
Abundance Scan 3083 (21.321 min): BM041414.D\data.ms Ion Ratio Lower Upper
259.0 252 100
254 64.4 51.8 77.6
126 8.6 8.6 13.0#
Raw 50
Abundance
21.821
154.0
Obropbibrbededicbi ot 3990 4782 5q5009
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3083 (21.321 min): BM041414.D\data.ms (
251.9 200000
Sub
50 100000
154.0
OOk ) 3229 2020 ase2 S e
m/z--> 50 100150200250300350400450500 Time--> 21.20 21.30 21.40
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Abundance Scan 3105 (21.451 min): BM041378.D\data.ms (| #83

228.1 Chrysene
Concen: 36.677 ng
RT: 21.433 min Scan# 3{Eigil=ies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
113.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
04\\‘\\\\‘\'\H’\\\\J‘\\\J\\‘\\95‘\\9\\3‘6\\9\\0‘\\ﬂ?99‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:?28 Resp: 177396 Manualnuegranons
Abundance Scan 3102 (21.433 min): BM041414.D\datams 10N Ratio Lower Upper BRNEON=0)
228.1 228 100 Reviewed By :Yogesh Patel  08/16/2023
226 29.6 24.5 36.7 Supervised By :Sohil Jodhani  08/16/2023
229 19.8 15.8 23.8
Raw 50
Abundance
1150 1500000{ | 2133
04\\ ‘ TTT \ ‘ T H’HHJ‘”\ \J\ \‘\?%5‘.\9\\3‘6\\9\.\]-‘\\\\4"\7\5\.\]‘-\\5\4\.‘8\.
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
0850l d 296,1,369.1  475.1 548, T
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 21.40 2150

Abundance Scan 3083 (21.321 min): BM041378.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: BM@41414.D
J ‘ - Acq: 15 Aug 2023 20:11
G \\H‘\J\’A\]\ ‘\\‘l\ \‘\ “““““‘1“\“‘§ﬂ"7‘9‘ ‘ﬁgg‘%““‘§4?"
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:149 Resp: 1158436
Abundance Scan 3079 (21.297 min): BM041414.D\datams 10" 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 21.097
J 279 1
356.0 431.0
0 \\H‘\‘J\L\]\“\\l\'\‘\ H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\ 800000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3079 (21.297 min): BM041414.D\data.ms ( 600000
149.0
400000
Sub
50
57.0 200000
ol Lol 710 amng ol 2L
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.30
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Abundance Scan 3238 (22.233 min): BM041378.D\data.ms (| #85

148.9 Di-n-octyl phthalate
Concen: 40.146 ng
RT: 22.215 min Scan#t 3l
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41414.D [SlUEERISEIIAEIE
Acq: 15 Aug 2023 20:11 ENNEAEIPRURERTIED
#3.0 279.1
0 \\“‘i\‘\‘\\‘\\\\ \‘\\\‘\\\\‘\\‘\\.‘\\Sﬂz;\z\é‘l\e\;\o‘ﬂg\%.%\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:}49 Resp: 191129 Iwanualnuegranons
Abundance Scan 3235 (22.215 min): BM041414.D\datams 10" Ratio Lower Upper BRNEON=0)
14p.0 149 100 Reviewed By :Yogesh Patel  08/16/2023
167 1.6 1.2 1.88 supervised By :Sohil Jodhani  08/16/2023
43 8.3 8.3 12.5
Raw 50
Abundance
- 1500000 22p15
oLl 2791 359 0430.0 503.0
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\
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 500000
13.0
bl 279134504159 5350 0
W VNUHVUNN E—— ST E L SR e e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 22.20

Abundance Scan 3501 (23.780 min): BM041378.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
132.0 Acq: 15 Aug 2023 20:11
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘3%6\11\-\4\\0‘4\.\]\-\?Z§\']‘.\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 862637
Abundance Scan 3497 (23.756 min): BM041414.D\datams  1°" Ratio Lower Upper
264.1 264 100

260 23.8 18.5 27.7
265 21.7 17.4  26.0

Raw 50
Abundance
1220, 400000 236
0440, | L. 3551 4611 549,
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 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
0 Ll 199.0, 329.0 401.0 475 0 549. 0
“,““‘ e E
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 23.60 23.80
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Abundance Scan 3918 (26.233 min): BM041378.D\data.ms ( #87

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

Concen: 37.622 ng

RT: 26.203 min Scan# 3{gEiginl=ies

Ref 50 Delta R.T. -0.030 min |
Lab File: BM@41414.D [(SUEWISEIoEIH
138.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
O 53\\\0\ T f \l\j\ I \\2\0‘?\.‘\0\ “L\ AN \3\1\1%\]\_\ T ‘4\\3%‘2\\ T ?4‘9\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:276 Resp: 238604 Manualnuegranons

Abundance Scan 3913 (26.203 min): BM041414.D\datams 10N Ratio Lower Upper BRGENON=0)
276.1 276 100 Reviewed By :Yogesh Patel  08/16/2023

138 19.2 20.0  30.0% supervised By :Sohil Jodhani  08/16/2023

277  25.3 20.1 30.1

Raw 50
Abundance
138.0207.0 26.203
63.0 355.1429.0 534.9
0 \\‘Hl\\‘\"\l\'J\‘HH"‘L\‘HM‘HL\‘\\H‘HH‘HH‘HH‘HH‘\ 600000
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 | 2070, | 34304161 549 0l
T T T T T T LA e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 26.00 26.20 26.40

Abundance Scan 3379 (23.062 min): BM041378.D\data.ms ( #88

25p.1 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‘.9\ T ‘ \” \A\ T ‘ TTTT ‘ T \L\ TTTTT ‘ TTT \‘3Z§\.]‘-\ T ﬁ?\()\.ﬁ ‘ T 54\"9\'
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:252 Resp: 1993013
Abundance Scan 3375 (23.038 min): BM041414.D\data.ms Ion Ratio 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
NEZR |, | .324.9 4290 549. 1000000
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3375 (23.038 min): BM041414.D\data.ms (
252.1
500000
Sub
50
126.0
01590 ] .| 322.9 399.0 476.1 549. 0
e e e e e T
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 3387 (23.109 min): BM041378.D\data.ms ( #89

25p.1 Benzo(k)fluoranthene
Concen: 36.054 ng
RT: 23.086 min Scan# 3[Eigil=laiss

Ref 50 Delta R.T. -0.024 min \A_
Lab File: BM@41414.D [(SUEWISEIoEIH
126.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0 H]‘_.\O\H‘\”\\\‘HH‘HJ‘H‘HH‘HH‘\\\\‘4\\3%‘]\-\5\9‘\\]\_\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt IOHZ?SZ Resp: 188995 Manualnuegranons
Abundance Scan 3383 (23.086 min): BM041414.D\datams 10" Ratio Lower Upper BRNE i ON=0)
252.1 252 100 Reviewed By :Yogesh Patel  08/16/2023
253 21.7 17.4 26.0 Supervised By :Sohil Jodhani  08/16/2023
125 7.6 7.6 11.4
Raw 50
Abundance
3.086
126.0
0 o |, 3229 429.1 549. 1000000
H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3383 (23.086 min): BM041414.D\data.ms (
252.1
500000
Sub
50
126.0
0l.58.0 | . L 327.0 402.9 475.1 549. 0
P e P e e L B A
miz--> 50 100 150 200 250 300 350 400 450500  Time-.>  23.00 23.20

Abundance Scan 3484 (23.680 min): BM041378.D\data.ms ( #90

252.1 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
0 T 9.\(\)\ T ‘ \“ \1\ T ‘ TTTT ‘ T \]l\ T TTT \?%?;}\39\?1?&?%'2‘5%5\.‘]\-
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°" Ratio Lower Upper
2591 252 100

253 21.8 17.3 25.9
125 8.7 9.0 13.4#

Raw 50
Abundance
23.550
1260
0 |, | 3250 4291 549 800000
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 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 | .| 322.8 401.9 490.1 ol
48 b e ALY A0 e —
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 23.60 23.70
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Abundance Scan 3920 (26.244 min): BM041378.D\data.ms ( #91

278.1 Dibenzo(a,h)anthracene

Concen: 38.021 ng

RT: 26.215 min Scan# 3{gEigil=lies

Ref 50 Delta R.T. -0.030 min
Lab File: BM@41414.D [(SUEWISEIoEIH
138.0 Acq: 15 Aug 2023 20:11 PNNL-APM2-0811-1MSD
0830 il 2130, | 3860 4770549
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:278 Resp: 201129 Manual Integrations
Abundance Scan 3915 (26.215 min): BM041414.D\datams 10" Ratio Lower Upper BRNE i ON=0)
278.1 278 100 Reviewed By :Yogesh Patel  08/16/2023

139 11.8 12.7 19.1
279 23.6 19.1  28.

Supervised By :Sohil Jodhani  08/16/2023

Raw 50
Abundance
138.0207.0 26215
63'|O N H' , ‘\ N 355.0 460.9 549.
G\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\ 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
0,630 | 2109, | 3550 429.1 503.2 ol
T L ==
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 26.00 26.20 26.40

Abundance Scan 4045 (26.980 min): BM041378.D\data.ms (| #92
276.1 Benzo(g,h,i)perylene

Concen: 37.010 ng

RT: 26.950 min Scan# 4040

Ref 50 Delta R.T. -0.030 min
Lab File: BM@41414.D
138.0 Acq: 15 Aug 2023 20:11
0H‘.\\\\‘\\‘I\”\‘\\\\‘\'\\\“HJ\\‘53\4%.\];\4\"]75\?4“&9\\1‘.9\\‘\
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  1°" Ratio 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 26.950
o730 | ‘ ) 35504200 549,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 4040 (26.950 min): BM041414.D\datams (400000
276.1
Sub 200000
50
137.9
o530 | 2100 | 344041594901 0
T T - e
miz--> 50 100 150 200 250 300 350 400 450 500  Time-->  26.80 27.00 27.20
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