Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131894.D

Acqg On : 04 Jan 2023 12:15

Operator : CG\JU

Sample : SSTDCCCo40

Misc

ALS vial : 2  Sample Multiplier: 1

Manual Integrations
APPROVED

Quant Time: Jan 05 ©5:33:04 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Dec 30 02:06:40 2022

Response via : Initial Calibration

01/05/2023
01/05/2023

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 6.816 152 70957 20.000 ng 0.00
21) Naphthalene-d8 8.104 136 251515 20.000 ng 0.00
39) Acenaphthene-d1e 9.869 164 148792 20.000 ng 0.00
64) Phenanthrene-d1e 11.363 188 298626 20.000 ng 0.00
76) Chrysene-d12 14.015 240 196599 20.000 ng 0.00
86) Perylene-d12 15.492 264 135672 20.000 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.416 112 357811 83.568 ng 0.00
7) Phenol-d6 6.451 99 464271 82.532 ng 0.00
23) Nitrobenzene-d5 7.392 82 509406 80.863 ng 0.00
42) 2,4,6-Tribromophenol 10.663 330 136006 84.129 ng 0.00
45) 2-Fluorobiphenyl 9.186 172 894572 82.351 ng 0.00
79) Terphenyl-di14 12.957 244 1082447 93.133 ng 0.00
Target Compounds Qvalue
2) 1,4-Dioxane 2.493 88 79582 40.081 ng 98
3) Pyridine 3.228 79 232846 41.715 ng 97
4) n-Nitrosodimethylamine 3.204 42 108433 41.314 ng 99
6) Aniline 6.481 93 284692 41.730 ng 99
8) 2-Chlorophenol 6.598 128 188079 41.693 ng 93
9) Benzaldehyde 6.363 77 142088 39.365 ng 95
10) Phenol 6.463 94 276424 41.263 ng 95
11) bis(2-Chloroethyl)ether 6.557 93 197189 41.163 ng 99
12) 1,3-Dichlorobenzene 6.757 146 210075 40.751 ng 98
13) 1,4-Dichlorobenzene 6.833 146 215856 41.549 ng 97
14) 1,2-Dichlorobenzene 6.986 146 202006 41.381 ng 98
15) Benzyl Alcohol 6.963 79 209258 42.420 ng 96
16) 2,2'-oxybis(1-Chloropr... 7.092 45 252776 41.348 ng 97
17) 2-Methylphenol 7.075 107 172315 41.784 ng 100
18) Hexachloroethane 7.328 117 87205 41.569 ng 96
19) n-Nitroso-di-n-propyla... 7.239 70 163000 41.028 ng 98
20) 3+4-Methylphenols 7.233 107 224043 41.637 ng 98
22) Acetophenone 7.233 105 297579 40.357 ng 98
24) Nitrobenzene 7.410 77 258398 40.929 ng 99
25) Isophorone 7.651 82 424482 41.261 ng 98
26) 2-Nitrophenol 7.722 139 100972 41.135 ng 93
27) 2,4-Dimethylphenol 7.763 122 145492 41.553 ng 97
28) bis(2-Chloroethoxy)met... 7.857 93 226865 41.105 ng 99
29) 2,4-Dichlorophenol 7.969 162 174990 41.482 ng 98
30) 1,2,4-Trichlorobenzene 8.045 180 204067 40.801 ng 99
31) Naphthalene 8.128 128 565608 41.063 ng 99
32) Benzoic acid 7.892 122 99385m  38.835 ng
33) 4-Chloroaniline 8.180 127 219440 41.520 ng 98
34) Hexachlorobutadiene 8.239 225 139368 40.729 ng 99
35) Caprolactam 8.569 113 52605 42.119 ng 95
36) 4-Chloro-3-methylphenol 8.669 107 204224 42.836 ng 97
37) 2-Methylnaphthalene 8.822 142 383436 41.477 ng 99
38) 1-Methylnaphthalene 8.922 142 370768 41.290 ng 100
40) 1,2,4,5-Tetrachloroben... 8.986 216 211547 40.492 ng 99
41) Hexachlorocyclopentadiene 8.969 237 66184 32.134 ng 99
43) 2,4,6-Trichlorophenol 9.104 196 137966 41.232 ng 98
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131894.D

Acqg On : 04 Jan 2023 12:15
Operator : CG\JU

Sample : SSTDCCCo40

Misc

ALS vial : 2  Sample Multiplier: 1

Manual Integrations
Quant Time: Jan ©5 ©5:33:04 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF122422.M Reviewed By :Christian Giraldo  01/05/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/05/2023
QLast Update : Fri Dec 30 02:06:40 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol .145 196 148805 41.140 ng 98
46) 1,1'-Biphenyl .292 154 468704 41.145 ng 98
47) 2-Chloronaphthalene .316 162 387013 41.065 ng 99
48) 2-Nitroaniline .416 65 145297 42.061 ng 95
49) Acenaphthylene .733 152 585942 41.754 ng 99

© VWV WWLWVWLWULVLWWYVLVLY
Ul
o]
(o]
=
a
w

50) Dimethylphthalate 476706 42.349 ng 99
51) 2,6-Dinitrotoluene .663 165 103298 42.391 ng 91
52) Acenaphthene .904 154 352266 41.593 ng 99
53) 3-Nitroaniline .833 138 103712 41.770 ng 97
54) 2,4-Dinitrophenol .939 184 56456 40.259 ng 96
55) Dibenzofuran 10.074 168 550416 42.182 ng 98
56) 4-Nitrophenol 9.998 139 68023 39.109 ng 94
57) 2,4-Dinitrotoluene 10.069 165 140983 42.305 ng 97
58) Fluorene 10.421 166 439231 41.232 ng 99
59) 2,3,4,6-Tetrachlorophenol 10.198 232 116833m 39.361 ng

60) Diethylphthalate 10.292 149 453239 41.835 ng 98
61) 4-Chlorophenyl-phenyle... 10.410 204 234850 42.409 ng 98
62) 4-Nitroaniline 10.451 138 108652 41.989 ng 98
63) Azobenzene 10.574 77 499491 41.542 ng 99
65) 4,6-Dinitro-2-methylph... 10.480 198 83321 40.980 ng 98
66) n-Nitrosodiphenylamine 10.533 169 372003 40.837 ng 96
67) 4-Bromophenyl-phenylether 10.904 248 140700 40.652 ng 94
68) Hexachlorobenzene 10.969 284 156818 41.245 ng 92
69) Atrazine 11.063 200 129748 43.264 ng 97
70) Pentachlorophenol 11.168 266 74519 39.609 ng 98
71) Phenanthrene 11.386 178 657700 40.050 ng 99
72) Anthracene 11.439 178 650473 40.491 ng 99
73) Carbazole 11.598 167 565990 39.909 ng 99
74) Di-n-butylphthalate 11.927 149 714054 41.655 ng 99
75) Fluoranthene 12.580 202 758298 39.643 ng 99
77) Benzidine 12.704 184 138729 42.939 ng 99
78) Pyrene 12.810 202 758537 46.033 ng 99
80) Butylbenzylphthalate 13.433 149 289310 47.335 ng 99
81) Benzo(a)anthracene 14.004 228 612557 43.034 ng 98
82) 3,3'-Dichlorobenzidine 13.968 252 170845 41.526 ng 98
83) Chrysene 14.045 228 564050 42.169 ng 99
84) Bis(2-ethylhexyl)phtha... 13.992 149 336548 45.224 ng 100
85) Di-n-octyl phthalate 14.604 149 441102 44.031 ng 100
87) Indeno(1,2,3-cd)pyrene 16.980 276 382774 44.409 ng 99
88) Benzo(b)fluoranthene 15.062 252 391564 39.361 ng 99
89) Benzo(k)fluoranthene 15.092 252 401722 41.794 ng 99
90) Benzo(a)pyrene 15.433 252 310780 40.351 ng 98
91) Dibenzo(a,h)anthracene 16.998 278 321993 45.606 ng 98
92) Benzo(g,h,i)perylene 17.427 276 320662 39.449 ng 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BF122422 .M Thu Jan 05 11:41:56 2023 Pag 2



Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131894.D

Acq On : 04 Jan 2023 12:15
Operator : CG\JU

Sample : SSTDCCCO40

Misc

ALS Vial : 2  Sample Multiplier: 1

Manual Integrations
Quant Time: Jan ©5 ©5:33:04 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF122422.M Reviewed By :Christian Giraldo  01/05/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/05/2023
QLast Update : Fri Dec 30 02:06:40 2022
Response via : Initial Calibration

Abundance TIC: BF131894.D\data.ms
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Abundance Scan 807 (6.834 min): BF131824.D\data.ms (-80 #1
150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.816 min Scan# 8giAtIIEls
Ref 50 115.0 Delta R.T. -0.000 min [Z0NW
520 /80 Lab File: BF131894.D (GUCHISEMIIEILE
‘ Acq: 04 Jan 2023 12:15 SSMIRICCEl
ot 09 | vors 1
miz--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: yEEY  Manual Integrations
Abundance  Scan 804 (6.816 min): BF131894 Didatams 10N Ratio Lower Upper BREUULIENIZE
15p0 152 1o@ Reviewed By :Christian Giraldo 01/05/2023
156 151.8 120.6 180.08 supervised By :Jagrut Upadhyay 01/05/2023
115 67.0 55.1 82.7
Raw 59 115.0
78.0 Abundance
52.0
¥ “_ Al ess | 1319 |
0Lty 1398 ML 3323 L 0000
m/z--> 40 60 80 100 120 140 160 olaie
Abundance Scan 804 (6.816 min): BF131894.D\data.ms (-78
150.0
sub 50000
5 115.0
78.0
52.0
0b—ths “!‘u o “‘1“1 488, 1“ 1319 . IL = et
m/z--> 40 60 80 100 120 140 160 Time--> 6.80 6.85
Abundance Scan 75 (2.528 min): BF131824.D\data.ms (-70) #2
88.0 1,4-Dioxane
58.0 Concen: 40.081 ng
RT: 2.493 min Scan# 69
Ref 50 Delta R.T. -0.036 min
43.0 Lab File: BF131894.D
‘ ‘ Acq: 04 Jan 2023 12:15
0‘\\\\“1“\\’\\\\“\\\\i\\\\‘\\\“‘\\\\‘
m/z--> 30 40 50 70 30 90 Tgt Ion: .88 Resp: 79582
Abundance  Scan 69 (2.493 min): BF131894 D\datams 100 Ratlo Lower Upper
88.0 88 100
58.0 58 73.8 58.2 87.2
43 31.7 24.2 36.4
Raw 50
43.0 Abundance
‘ 2.493
ol 888
miz—-> 30 40 50 80 90 40000
Abundance Scan 69 (2.493 min): BF131894.D\data.ms (-16)
88.0
58.0
Sub 20000
50
43.0
0"’ 7\\\’\\\\’\\\\‘\\\\‘\\
miz--> 30 40 50 80 90 Time--> 2.45 2.50 2.55 2.60
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Abundance Scan 202 (3.275 min): BF131824.D\data.ms (-19 #3
79.0 Pyridine
52.0 Concen: 41.715 ng
RT: 3.228 min Scan# 1UgidtinlEilies
Ref 50 Delta R.T. -0.036 min [Z\Wlg
Lab File: BF131894.D |(GUEINEEIEIH
200 ‘ Acq: 04 Jan 2023 12:15 SEALEEO
miz--> 3‘0 3’5 4b 4‘5 5b 5‘5 6‘0 6‘5 7b 7‘5 8‘0 8‘5 ‘ Tgt Ion: 79 RESpI 23284¢VERIVEL Integratlons
Abundance  Scan 194 (3.228 min): BF131894 Didatams 10N Ratio Lower Upper BREUULIENISS
79.0 79 100 Reviewed By :Christian Giraldo 01/05/2023
52.0 52 68.5 55.4 83.28 Supervised By :Jagrut Upadhyay ~ 01/05/2023
' 51 38.3 27.8 41.8
Raw 50
Abundance
3.228
390 ‘ 100000
0\u‘uHMuw\uwuﬂp\MMHWHKWHHMHuww}HH‘HHM
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 80000
Abundance Scan 194 (3.228 min): BF131894.D\data.ms (-18
79.0 60000
52.0
Sub 40000
50
20000
39.0 ‘
) SRSy NN 1| N 5 E— | —————
mfz--> 30 35 40 45 50 55 60 65 70 75 80 85  Time--> 320 3.40
Abundance Scan 197 (3.246 min): BF131824.D\data.ms (-18 #4
a1 74.0 n-Nitrosodimethylamine
’ Concen: 41.314 ng
RT: 3.204 min Scan# 190
Ref 50 Delta R.T. -0.036 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
0 Ll 59.0
\‘HH’\H\‘HH‘\H\‘HH’\H\‘HH‘\\H‘H!’H\\‘HH‘ . .
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 42 Resp: 168433
Abundance  Scan 190 (3.204 min): BF131894.D\data.ms Ion Ratio Lower Upper
74.0 42 100
42.1 74 128.3 102.0 153.0
44 5.5 4.6 7.0
Raw 50
Abundance
60000
O brprrreprre Ho b e e o e 3204
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 190 (3.204 min): BF131894.D\data.ms (-17 40000
74.0
42.1
sub o 20000
59.0 ]
A R e T
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 3.10 3.20 3.30

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:17 2023
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Abundance Scan 570 (5.440 min): BF131824.D\data.ms (-56/ #5

RT:

112.0 2-Fluorophenol
Concen: 83.568 ng
64.0 RT: 5.416 min Scan# S ERIES
Ref 50 Delta R.T. -0.006 min [Z\Elg
92.0 Lab File: BF131894.D |(GUEINEEIEIH
Acq: 04 Jan 2023 12:15 SELIRICClelEl
O+ \3\‘%,.:\[\ \5\‘}‘\"(\)‘1‘\ “1 iy \‘1?\8"‘0 R RARREEREE L o ]
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:}lz Resp: 357818 MVEGIEINIIElElilo]gk
Abundance  Scan 566 (5.416 min): BF131894.D\datams | 10N Ratio Lower Upper SREULlielisS
1120 112 1ee Reviewed By :Christian Giraldo  01/05/2023
64 64.7 49.2 73.88 supervised By :Jagrut Upadhyay — 01/05/2023
64.0 63 36.5 27.5 41.3
Raw 50
Abundance
92.0 5416
o B0 e
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 566 (5.416 min): BF131894.D\data.ms (-51
>
11¢.0 200000
64.0
Sub
50 100000
92.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 540 550
Abundance Scan 750 (6.498 min): BF131824.D\data.ms (-74, #6
93.0 Aniline

Concen: 41.730 ng

6.481 min Scan# 747

Ref 50 66.0 Delta R.T. -0.000 min
Lab File: BF131894.D
39.0 Acq: 04 Jan 2023 12:15
0 \‘\\\‘M‘\\\‘\i‘51‘41..\0\“m\‘\‘\17\81.’0\\\\"\‘\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 93 Resp: 284692
Abundance  Scan 747 (6.481 min): BF131894.D\datams 10N Ratio Lower Upper
93.0 93 100
66 43.1 33.9 50.9
65 21.5 17.4 26.0
Raw 59 66.0
Abundance
390 250000 6.481
0 w“uﬁu‘miﬁ?wVHMM“ng‘H‘,tM“‘H‘
miz--> 30 40 50 60 70 80 90 100 200000
Abundance Scan 747 (6.481 min): BF131894.D\data.ms (-69
93.0 150000
100000
Sub
50 66.0
50000
39.0
‘ 52\'0 780 Il
Ottt S e et e e —
miz--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.45 6.50 6.55

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:17 2023 Page 6



BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:18 2023

Abundance Scan 745 (6.469 min): BF131824.D\data.ms (-73 #7
99.1 Phenol-d6
Concen: 82.532 ng
RT: 6.451 min Scan# 74{gSidtigl=lpies
Ref 50 71.1 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
42.1 Acq: 04 Jan 2023 12:15 SEALEEO
olvep ettt 820 L
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 RESpI 46427 WY ERIEL Integrations
Abundance  Scan 742 (6.451 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
99.0 99 160 Reviewed By :Christian Giraldo  01/05/2023
42 19.5 15.3 22.9 Supervised By :Jagrut Upadhyay 01/05/2023
71 43.3 33.5 50.3
Raw 59 71.1
Abundance
21 400000 6.451
A ST 1 R . L
miz--> 30 40 50 60 70 80 90 100 300000
Abundance Scan 742 (6.451 min): BF131894.D\data.ms (-69
99.0
200000
Sub
42.1
w1l S\AT'O\ \H 820 | || '
G\\‘\\\\“ ‘H“\‘H‘\““H’\H\‘HH‘HH‘HH‘ T T T T T T[T T T T[T TTT T
miz--> 30 40 50 60 70 80 90 100  Mime-> 6.40 6.45 6.50
Abundance Scan 771 (6.622 min): BF131824.D\data.ms (-76 #8
128.0 2-Chlorophenol
Concen: 41.693 ng
64.0 RT: 6.598 min Scan# 767
Ref 50 ' Delta R.T. -0.006 min
Lab File: BF131894.D
39.0 92.0 Acq: 04 Jan 2023 12:15
[ \‘H‘ \‘\‘\‘\ ‘H‘\ i‘”\ T \‘ ‘\}HJ‘.O‘Q‘.O‘ T “\ T
m/z--> 40 30 100 120 140 @ Tgt Ion Z:!.28 Resp: 188079
Abundance  Scan 767 (6.598 min): BF131894.D\data.ms igg Egglo Lower Upper
128.0
130 32.1 12.6 52.6
64.0 64 58.6 30.7 70.7
Raw 50
Abundance
39.0 92.0 200000 6.598
0\\\m HWJ\ ‘1JW‘\\}HH1\§9\‘\‘WM‘\
m/z--> 80 100 120 140 150000
Abundance Scan 767 (6.598 min): BF131894.D\data.ms (-71
128.0
100000
Sub 50 64.0
50000
390 ‘ 92.0
0\\\M‘NNJ\‘ HJW‘\ \LW“\\\\‘\ Ly, o T T
m/z--> 80 100 120 140 Time->  6.55 6.60 6.65
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51.0

39.0 “‘ 630

77.0

105.0

30 40 50 60 70

Abundance Scan 731 (6.387 min): BF131824.D\data.ms (-72 #9
Benzaldehyde

Concen:

Scan 727 (6.363 min): BF131894.D\data.ms

51.0

39.0 “‘ 630

71.0

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->

30 40 50 60 70

RT: 6.
Delta R. |
Lab File: BF131894.D (SUERISEUICIe

39.365 ng
363 min Scan#t 7gEidtinlEies
T. -0.006 min [Nz

Abundance

Sub 50

Scan 727 (6.363 min): BF131894.D\data.

51.0

39.0 ‘M 63.0

77.0

m/z-->

30 40 50 60 70 80 90 100 110

Acq: 04 Jan 2023 12:15 SELIRICClelEl
. |
80 QO 160 1i0 Tgt Ion: 77 Resp: 142088 RVERUEINIgICEIEl[0]gf
Ion Ratio Lower Upper BWAEE{ON/SD)
105.0 77 100 Reviewed By :Christian Giraldo  01/05/2023
165 89.2 72.9 112.98 supervised By :Jagrut Upadhyay — 01/05/2023
106 83.6 68.5 108.5
Abundance
6.363
89.0 ‘
et
80 90 100 110 100000
ms (-67
105.0
50000
89.0 ‘ |
‘\\\\‘\\\\‘\\\\
Time--> 6.30 6.35 6.40

Ref 50

66.0

39.0

\\“ H\\. 770

94.0

o

m/z-->

30 40 50 60 70 80 90 100

Abundance Scan 747 (6.481 min): BF131824.D\data.ms (-74 #10

Phenol
Concen:

Abundance

Raw 50

Scan 744 (6.463 min): BF131894.D\data.ms

66.0

39.1

\“‘w o Hw‘ . w\ 770 M |

94.0

o

m/z-->

30 40 50 60 70 80 90 100

RT: 6.
Delta R.
Lab File: BF131894.D

41.263 ng
463 min Scan# 744
T. -0.006 min

Acq: 04 Jan 2023 12:15
Tgt Ion: 94 Resp: 276424
Ion Ratio Lower Upper
94 100

65 35.5 14.6 54.6
66 53.0 28.2 68.2

Abundance

Abundance

Sub
50

Scan 744 (6.463 min): BF131894.D\data.ms (-69

66.0

39.1
In

(7.0

94.0

m/z-->

30 40 50 60 70 80 90 100

Time-->

250000

200000

150000

100000

50000

6.40 6.45 6.50 6.55

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:19 2023 Page 8



Abundance Scan 763 (6.575 min): BF131824.D\data.ms (-75 #11

63.0 93.0 bis(2-Chloroethyl)ether
' Concen: 41.163 ng
RT: 6.557 min Scan# 7¢gSidtigl=lpies
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D (SUERISEUICIe
Acq: 04 Jan 2023 12:15 EELIRClelezl)
o 430, | ‘ 1419
miz--> 4b 6‘0 86 160 150 1)10 Tgt Ion: ‘93 Resp: 197188MVEGIENIgIETolE 1Tl gk
Abundance  Scan 760 (6.557 min): BF131894.D\datams | 10N Ratio  Lower Upper BReULEENIE
93.0 93 1ee Reviewed By :Christian Giraldo  01/05/2023
63.0 63 76.8 57.6 97.6 Supervised By :Jagrut Upadhyay 01/05/2023
95 31.4 12.7 52.7
Raw 50
Abundance
6557
200000
o 430 | | 142.0
vl e TR
m/z--> 40 60 80 100 120 140
: 150000
Abundance Scan 760 (6.557 min): BF131894.D\data.ms (-70
93.0
63.0 100000
Sub
50
50000
0 4%\'\(%\ i \‘ 1420 0
R S [ : ——
miz--> 40 60 80 100 120 140  Time--> 6.55

Abundance Scan 797 (6.775 min): BF131824.D\data.ms (-79 #12
146.0 1,3-Dichlorobenzene

Concen: 40.751 ng

RT: 6.757 min Scan# 794

Ref 50 75.0 111.0 Delta R.T. -8.000 min

Lab File: BF131894.D

50.0 Acq: @4 Jan 2023 12:15

0 \H‘ T \“‘\ 'y i‘”\ T i“} T “”\ T \”‘\ T \‘\“\ ™
miz--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 210075

Abundance  Scan 794 (6.757 min): BF131894.D\datams 10N Ratio Lower Upper
145.9 146 100

148 64.6 51.8 77.6
75 36.6 32.2 48.4

Raw
>0 75.0 1110 Abundance
SCT'O ‘ 250000 6.757
0~ ‘H‘HH‘\‘ im‘w‘;‘“”‘ : “‘M“ ‘HH“\‘\“ -
m/z--> 40 60 80 100 120 140 200000
Abundance Scan 794 (6.757 min): BF131894.D\data.ms (-74
145.9 150000
sub 100000
50 111.0
75.0
50000
50.0
0"“‘H\“"‘H“‘;‘UH‘H‘H‘\}“HH“\‘\‘H‘ 0“‘”‘“”“”‘
miz--> 40 60 80 100 120 140 Time—>  6.70 6.75 6.80

BF131894.D 8270-BF122422.M Thu Jan 05 11:42:20 2023 Page 9



Abundance Scan 810 (6.851 min): BF131824.D\data.ms (-80 #13
145.9 1,4-Dichlorobenzene
Concen: 41.549 ng
111.0 RT: 6.833 min Scan# S{EidllEies
Ref 50 75.0 ’ Delta R.T. -0.000 min [Z\Wlg
50.0 Lab File: BF131894.D |QUCWIECUIRIEICE
‘ ‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)
PSRN W Y- A |
m/z--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 21585@MVERIVEINIIE]E= 1]
Abundance  Scan 807 (6.833 min): BF131894.D\datams 10N Ratio Lower Upper BENGEONZ0)
1459 146 100 Reviewed By :Christian Giraldo  01/05/2023
148 63.5 51.3  76.98 supervised By :Jagrut Upadhyay — 01/05/2023
111 46.3 40.1 60.1
Raw 50 75.0 111.0
' Abundance
50.0 6.833
250000
Y R < 3 A [
m/z--> 40 60 80 100 120 140 200000
Abundance Scan 807 (6.833 min): BF131894.D\data.ms (-75
145.9 150000
100000
Sub
5 75.0 111.0
50.0 50000
A | 48 S S
miz--> 40 60 80 100 120 140 Time--> 6.80 6.85
Abundance Scan 837 (7.010 min): BF131824.D\data.ms (-83 #14
145.9 1,2-Dichlorobenzene
Concen: 41.381 ng
RT: 6.986 min Scan# 833
Ref 50 50 111.0 Delta R.T. -0.006 min
' Lab File: BF131894.D
50.0 Acq: 04 Jan 2023 12:15
0\\\“\\“\‘\“\\i“}‘“‘\g\\?’.\g‘\\w‘\‘\\\\‘\‘\H\\‘
miz--> 40 60 80 100 120 140 Tgt Ion:}46 Resp: 202006
Abundance  Scan 833 (6.986 min): BF131894.D\data.ms 10N Ratio Lower Upper
145.9 146 100
148 64.2 52.2 78.4
111 48.9 38.2 57.4
Raw g 111.0
8.0 Abundance
50.0 6.986
250000
o T —
m/z--> 40 60 80 100 120 140 200000
Abundance Scan 833 (6.986 min): BF131894.D\data.ms (-78
145.9 150000
Sub 100000
50 75.0 111.0
50.0 50000
0' ‘1“‘\9\3.\9‘\1”\‘\\\\‘\ L LA B
miz--> 40 60 80 100 120 140 Time--> 6.95 7.00
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:21 2023 Page 10



~
(o}

9.1

108.0

Abundance Scan 832 (6.981 min): BF131824.D\data.ms (-82 #15

Benzyl Alcohol
Concen: 42.420 ng

Ref 50 150.0 Delta R.T. -0.006 min BNA_F
51.0 Lab File: BF131894.D |SIEHIEEIIEIEE
| ‘ ‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)

0. ST R R :
miz--> 40 60 80 160 150 1&0 1&0 Tgt Ion: 79 Resp: 20925 hﬂanualnuegranons
Abundance  Scan 829 (6.963 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)

79.0 79 100
150.0
108.0 77 67.86 51.4 77.0
Raw 50
52.0 Abundance
200000 6.963

o b ase
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 829 (6.963 min): BF131894.D\data.ms (-77

79.0
150. 100000
108.0 500
Sub

50 520 50000

ol bz e
miz--> 40 60 80 100 120 140 160 Time--> 690  7.00

Abundance Scan 855 (7.116 min): BF131824.D\data.ms (-84

45.1

#16
2,2"-oxybis(1-Chloropropane)
Concen: 41.348 ng

RT: 7.092 min Scan# 851

Ref 50 Delta R.T. -0.006 min
121.0 Lab File: BF131894.D
77.0 Acq: 04 Jan 2023 12:15
G\\\“H\ \‘\\‘\\\\“‘\\9\5\0‘\\\\"\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 I8t Ion: 45 Resp: 252776
Abundance  Scan 851 (7.092 min): BF131894.D\data.ms Ion Ratio Lower Upper
45.0 45 100
77 17.4 0.0 36.1
79 12.1 0.0 33.3
Raw 50
Abundance
77.0 121.0 7.002
ol il | 949 | 1550
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ 150000
miz--> 40 60 80 100 120 140 160
Abundance Scan 851 (7.092 min): BF131894.D\data.ms (-80
43.0 100000
Sub
50 50000
77.0 121.0
ob Al e 1ss0 — e
miz--> 60 80 100 120 140 160 Time-> 7.05 7.10 7.15

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:21 2023

RT: 6.963 min Scan# SISiiiyglElies

Reviewed By :Christian Giraldo
1e8 66.0 49.8 74.8 Supervised By :Jagrut Upadhyay
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Abundance Scan 851 (7.092 min): BF131824.D\data.ms (-84 #17

108.0 2-Methylphenol
Concen: 41.784 ng
77.0 RT: 7.075 min Scan# 84[gisiidiipgl=lgies
Ref 50 Delta R.T. -0.006 min [Z\Elg
90.0 Lab File: BF131894.D [(GICHIEEIel(EI(6H
51“0 ” Acq: 04 Jan 2023 12:15 SElIRICe(ell
0 ‘_"w“‘ﬂlvu‘:wm“u“u“HH“_“‘_“w‘a‘w‘ :
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt IOﬂZ:!.07 Resp: 17231 Manual Integratlons
Abundance  Scan 848 (7.075 min): BF131894.D\datams | 10N Ratio Lower Upper BRULIENISE
108.0 167 1ee Reviewed By :Christian Giraldo  01/05/2023
1e8 109.3 87.6 131.48 supervised By :Jagrut Upadhyay — 01/05/2023
77 57.5 45.8 68.8
Raw g o 79 56.6 45.1 67.7
90.0 Abundance
‘ 120.9
0 W‘H‘ﬁuhwmu‘w"W‘H‘M“L‘H‘M“H‘H‘M‘H“ 150000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 848 (7.075 min): BF131894.D\data.ms (-79
108.0 100000
Sub 77.0
50 50000
90.0
51.0
obr 28l it0 M i 1209
miz--> 30 40 50 60 70 80 90 100110120  Mime-> 7.05 7.10

Abundance Scan 894 (7.345 min): BF131824.D\data.ms (-88 #18

116.9 200.8 | Hexachloroethane
Concen: 41.569 ng
165.9 RT: 7.328 min Scan# 891
Ref S0 93.9 Delta R.T. -0.006 min
47.0 Lab File: BF131894.D
‘ ‘ ‘ ‘ ‘ Acq: 04 Jan 2023 12:15
G‘“\‘““‘!7““\“‘“‘\‘“‘\"H“‘\““\““‘\““\““‘
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 87205
Abundance  Scan 891 (7.328 min): BF131894.D\data.ms Ion Ratio Lower Upper
116.9 2008 117 100
119 95.1 76.5 114.7
201 109.1 81.7 122.5
Raw 5g 93.9 165.8
' Abundance
47.0 7 408
oo 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 891 (7.328 min): BF131894.D\data.ms (-84
116.9 200.8
50000
Sub
50 6.0 165.8
47.0
0! 1
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 7.30 7.35

BF131894.D 8270-BF122422.M Thu Jan 05 11:42:22 2023 Page 12



Abundance Scan 879 (7.257 min): BF131824.D\data.ms (-87 #19
77.0 105.0 n-Nitroso-di-n-propylamine
431 Concen: 41.028 ng
' RT: 7.239 min Scan# 81gSidtipl=lpies
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
‘ ‘ 301 Acq: 04 Jan 2023 12:15 SEIIRCSOEl
ol H‘:“s“hu““:”uu :
m/z--> 4‘0 6‘0 8‘0 160 12‘0 14‘10 1é0 1é0 260 Tgt Ion: 70 Resp: 16300@VERNEIRGICEHIETOE
Abundance  Scan 876 (7.239 min): BF131894 Didatams 10N Ratio Lower Upper BREUULIENISE
77.0 105.0 70 100 Reviewed By :Christian Giraldo 01/05/2023
431 42 53.4 43.8 65.68 supervised By :Jagrut Upadhyay — 01/05/2023
101 9.4 7.4 11.0
Raw 5 130 18.5 13.8 20.6
Abundance
‘ 30.1 150000 7.239
orzoeg
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 876 (7.239 min): BF131894.D\data.ms (-82 100000
77.0 105.0
43.1
sub 50000
‘ 30.1
0Hw\“‘www‘;"m‘MWwwmaqes e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.25 7.30
Abundance Scan 878 (7 251 min): BF131824.D\data.ms (-87 #20
0 105.0 3+4-Methylphenols
Concen: 41.637 ng
RT: 7.233 min Scan# 875
Ref 501 431 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
IR NE “
G\\\““i\‘U”i““‘i‘\‘\“l}\\‘Hu‘\ T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@87 Resp: 224043
Abundance  Scan 875 (7.233 min): BF131894.D\data.ms Ion Ratio Lower Upper
77.0 105.0 107 1600
108 89.5 67.1 107.1
77 137.3 114.9 154.9
Raw 50| 45, 79 37.2 17.@¢ 57.0
' Abundance
30.1
ok »U\c el b 2068 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 875 (7.233 min): BF131894.D\data.ms (-82
77.0 105.0 200000
Sub
u 501 431 100000
30 1
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.30
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:22 2023 Page 13



Abundance Scan 1027 (8.128 min): BF131824.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.104 min Scan# 1dgSidtipgl=lpies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D [(GICHIEEIel(EI(6H
Acq: 04 Jan 2023 12:15 SEIIRCSOEl
0780 T ’

[ e o A e R e e B B :
miz--> 40 60 80 100 120 140 160 180 200 T8t IOﬂZ:!.36 Resp: 25151 Manual Integrations
Abundance Scan 1023 (8.104 min): BF131894.Didatams = 10N Ratio Lower Upper BREUULIENISE

136.1 136 1loe Reviewed By :Christian Giraldo 01/05/2023
137 11.0 8.6 12.88 supervised By :Jagrut Upadhyay — 01/05/2023
54 9.0 6.7 10.1
Raw 5g 68 6.3 4.8 7.2
Abundance
108.1 250000 8.04
1 780 T

RS SO SNBSS
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1023 (8.104 min): BF131894.D\data.ms (-9

136.1 150000
Sub 100000
50
50000
108.1
0 5‘\]‘. 1\\\7%\\9 . ‘ \M A
L LI T R R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.05 810 8.5
Abundance Scan 878 (7 251 min): BF131824.D\data.ms (-87 #22
0 105.0 Acetophenone
Concen: 40.357 ng
RT: 7.233 min Scan# 875
Ref 501 439 Delta R.T. -0.006 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
Ll o0 “

G\\\““i\‘U“i““‘i‘\‘\“l}\\‘Hu‘\ T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 297579
Abundance  Scan 875 (7.233 min): BF131894.D\data.ms Ion Ratio Lower Upper

771.0 105.0 105 1600
71 7.0 5.4 8.0
51 38.8 31.9 47.9
Raw 50 431 120 19.6 15.2 22.8
Abundance
300000
30 1

0 M B 2068
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 875 (7.233 min): BF131894.D\data.ms (-82 200000

77.0 105.0
Sub 100000
501 431
30 1
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.25 7.30
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:23 2023 Page 14



Abundance Scan 905 (7.410 min): BF131824.D\data.ms (-89

82.1

#23

Nitrobenzene-d5
Concen: 80.863 ng
RT: 7.392 min Scan# 9{idtilElies
Delta R.T. -0.000 min [EAEWZ

Lab File: BF131894.D [(GlEhISElellEll0f
Acq: 04 Jan 2023 12:15 EELIRClelezl)

Tgt Ion: 82 Resp: 50940@ MV ERIVEINIIE]E 1]

Ref 50 54.1
128.0
98.1
oot || eso, | |20 |
m/z--> 40 60 80 100 120
Abundance  Scan 902 (7.392 min): BF131894.D\data.ms

82.1

Ion Ratio Lower Upper BWAEE{ON/SD)

82 160 Reviewed By :Christian Giraldo  01/05/2023
128 36.9 27.1 40.7 Supervised By :Jagrut Upadhyay 01/05/2023
54 48.1 37.0 55.6

Ref 50

37.0

51.0

640

123.0

93.0
| | 107.0

o

m/z-->

30 40 50 60 70

80 90 100110120130

Raw 50 54.0
128.0  Abundance
74492
98.0
ol 490 8l gl | 1120 | 400000
SNk PR ML < ATV MR M
miz--> 40 60 80 100 120
Abundance Scan 902 (7.392 min): BF131894.D\data.ms (-85 300000
82.0
200000
Sub
50 54.0
128.0 100000
98.0
oL 400 || e | | 1120 | ,
S vl A ML’ < " TN [N WL M e
miz--> 40 80 100 120 Time--> 7.35 7.40
Abundance Scan 908 (7.428 min): BF131824.D\data.ms (-90 #24
71.0 Nitrobenzene

Concen: 40.929 ng

RT: 7.410 min Scan# 905
Delta R.T. -0.000 min

Lab File: BF131894.D
Acq: 04 Jan 2023 12:15

Tgt Ion: 77 Resp: 258398

Abundance

Raw 50

o

Scan 905 (7.410 min): BF131894.D\data.ms

380

51.0

640

71.

0

123.0

93.0
| 107.0

m/z-->

30 40 50 60 70

80 90 100110120130

Ion Ratio Lower Upper
77 100

123 38.1 30.4 45.6
65 14.6 11.1 16.7

Abundance

Sub
50

o

Scan 905 (7.410 min):

38.0

i

51.0

64,0

77

BF131894.D\data.ms (-85
.0

123.0

93.0
| | 1070

m/z-->

30 40 50 60 70 80 90 100110120130

Abundance
300000 7410
200000
100000
7\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 7.35 7.40 7.45

BF131894.D 8270-BF122422.M

Thu Jan 05 11:
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Abundance Scan 949 (7.669 min): BF131824.D\data.ms (-94 #25
82.0 Isophorone
Concen: 41.261 ng
RT: 7.651 min Scan# 94lgisiidiipl=lgias
Ref 50 Delta R.T. -0.000 min [EhVaWZ
Lab File: BF131894.D [(GlEhISElellEll0f
39.1 54.1 138.1 | Acq: 04 Jan 2023 12:15 ESIIRCCICEN
ol ‘\‘\‘ ol eee 1280 | _
miz--> 80 100 120 140 | Tgt Ion: 82 Resp: 42448 FRVEQIEINGIERIETENE
Abundance Scan 946 (7.651 min): BF131894.D\datams 10N Ratio Lower Upper BREULLCNIZS
82.0 82 160 Reviewed By :Christian Giraldo  01/05/2023
95 7.3 6.2 9.4 Supervised By :Jagrut Upadhyay 01/05/2023
138 15.1 11.5 17.3
Raw 50
Abundance
39.0 54.0 138.1 7651
0 JH“”“\‘M“W“““\}%QQ\‘ “w“‘ 300000
m/z--> 80 100 120 140
Abundance Scan 946 (7.651 min): BF131894.D\data.ms (-89
82.0 200000
Sub
50 100000
39.0 54.0 138.1
Gm\“w\_ el 1100 =
miz--> 80 100 120 140 Time--> 7.60 7.65 7.70
Abundance Scan 962 (7.745 min): BF131824.D\data.ms (-95 #26

139.0 | 2-Nitrophenol
Concen: 41.135 ng
65.0 RT: 7.722 min Scan# 958
Ref 50| 391 810 3090 Delta R.T. -0.006 min
Lab File: BF131894.D
‘ Acq: 04 Jan 2023 12:15
G\\\‘\\\\\\\H\“‘\\\\’\‘\‘\\“‘\\\\}\\
m/z--> 100 120 140 Tgt Ion:139 Resp: 100972
Abundance Scan 958 (7.722 mln). BF131894.D\datams  1on Ratio Lower Upper
130.0 139 100
65.0 109 42.9 33.7 50.5
390 81.0 65 70.6 49.4 74.2
Raw 50 109.0
Abundance
7.722
om HMH“‘,“mlﬁf‘uo”}H 100000
m/z--> 100 120 140 80000
Abundance Scan 958 (7.722 mln). BF131894.D\data.ms (-90
139.0 60000
65.0
Sub 39.0 81.0 40000
50 109.0
20000
0 1124'0 B R
M/z--> 100 120 140  Time--> 7.70 7.75

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:24 2023
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Abundance Scan 968 (7.781 min): BF131824.D\data.ms (-96 #27
107.0 2,4-Dimethylphenol
122.1 Concen: 41.553 ng
RT: 7.763 min Scan# 9¢giAtInlEs
Ref 50 210 Delta R.T. -0.000 min [Z\Wlg
~ 910 Lab File: BF131894.D |QUERISENIMEICE
‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)
0 Wm“mH\mmwuu H‘H‘HH‘M‘WHMMHH‘“HW
miz--> 30 40 50 60 70 80 90 100 110 120 130 Tgt Ion:122 RESpI 14549 Manual Integrations
Abundance  Scan 965 (7.763 min): BF131894.D\datams | 10N Ratio Lower Upper BRLLA NS
107.0 122 1ee Reviewed By :Christian Giraldo  01/05/2023
122.0 167 135.7 104.4 156.68 supervised By :Jagrut Upadhyay —01/05/2023
121 57.5 46.8 70.2
Raw 50
77.0 Abundance
91.0
380 "Pog0 | || 200000
0\‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘\ 7 63
m/z--> 30 40 50 60 70 80 90 100 110120 130
Abundance Scan 965 (7.763 min): BF131894.D\data.ms (-91 150000
107.0
122.0
100000
Sub
5
77.0 50000
91.0
0 ““3‘8}‘9‘H\‘l“m:ﬁqw‘H‘W“M‘W‘:ul_m,“uw e
miz--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 775  7.80
Abundance Scan 985 (7.881 min): BF131824.D\data.ms (-97 #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 41.105 ng
RT: 7.857 min Scan# 981
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
123.0 Acq: 04 Jan 2023 12:15
0\\\‘ 9\\‘\‘\\\“\\\\‘\‘\\\“‘\\\\‘\\\\‘\1\7\3\‘0\
miz--> 80 100 120 140 160 180 '8t Ion: 93 Resp: 226865
Abundance Scan 981 (7.857 min): BF131894.D\data.ms Ion Ratio Lower Upper
93.0 93 100
63.0 95 32.7 26.3 39.5
' 123 10.4 8.7 13.1
Raw 50
Abundance
7.857
123.0 250000
0 43\'Q\ Al L “\ 170.9
L
m/z--> 40 80 100 120 140 160 180 200000
Abundance Scan 981 (7.857 min): BF131894.D\data.ms (-93
93.0 150000
63.0
Sub 100000
50
50000
123.0
ol 23 39 U S| N N— Y2 e
miz--> 40 60 80 100 120 140 160 180 Time-->  7.80 7.85 7.90
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:25 2023 Page 17



Abundance Scan 1003 (7.987 min): BF131824.D\data.ms (-9 #29

161.9  2,4-Dichlorophenol
63.0 Concen: 41.482 ng
RT: 7.969 min Scan# 1dgSidtipgl=lpies
Ref 50 98.0 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
271 126.0 Acq: 04 Jan 2023 12:15 SEIIRCSOEl
ol SR NEPIRSNN PTRSS—| | R :
m/z--> 40 60 8b 100 1é0 130 1é0 Tgt Ion:}62 Resp: 17499@MVERNEINGIEIIE WIS
Abundance Scan 1000 (7.969 min): BF131894.D\datams 10N Ratio Lower Upper BRVEONZ0)
161.9 162 100 Reviewed By :Christian Giraldo  01/05/2023
164 65.9 44.1 84.18 supervised By :Jagrut Upadhyay — 01/05/2023
63.0 98 38.4 19.9 59.9
Raw 50
98.0 Abundance
7.969
371 S
0! USRI IBAVASMSESSS MRS | N
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 1000 (7.969 min): BF131894.D\data.ms (-9
161.9 100000
63.0
Sub
50 98.0 50000
37.1 12‘6 0 | |
0 \“1‘\‘\\HH‘\‘HM\‘HH‘\‘\H LN B T I R B
miz--> 40 60 80 100 120 140 160  Time-> 7.90 7.95 8.00 8.05

Abundance Scan 1017 (8.069 min): BF131824.D\data.ms (-1 #30

178.9 | 1,2,4-Trichlorobenzene
Concen: 40.801 ng

RT: 8.045 min Scan# 1013

Ref 50 Delta R.T. -0.006 min
74.0 1090 144.9 Lab File: BF131894.D
0.0 ‘h | ‘ M Acq: @4 Jan 2023 12:15
G\\\‘\\\\i‘\\1\‘\H\H\\‘\H\\‘\\\\‘“\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:180 Resp: 204067

Abundance Scan 1013 (8.045 min): BF131894.D\datams 10N Ratio Lower Upper
179.9 180 100

182 94.3 76.2 114.4
145 28.7 23.3 34.9

Raw 50
74.0 144.9 Abundance
1090 8.045
50.0 ‘ M
0“N‘wﬂ‘p“d ‘Mm“‘ﬁu“““w“““‘ 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1013 (8.045 min): BF131894.D\data.ms (-9 150000
179.9
100000
Sub
50
74.0 109.0 144.9 50000
50.0 ‘ M
) SN PRI I RN NN R O
miz--> 40 60 80 100 120 140 160 180 Time-> 800 805

BF131894.D 8270-BF122422.M Thu Jan 05 11:42:26 2023 Page 18



Abundance Scan 1031 (8.151 min): BF131824.D\data.ms (-1 #31
128.0 Naphthalene
Concen: 41.063 ng
RT: 8.128 min Scan# 1At
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D [(GlEhISElellEll0f
. . SSTDCCC040
51.0 74.0 102.0 Acq: 04 Jan 2023 12:15
ol380 it W MW
miz--> 40 60 80 100 120 140  Tgt IOﬂZ:!.28 Resp: 56560 Manual Integrations
Abundance Scan 1027 (8.128 min): BF131894.Didatams 10N Ratio Lower Upper BREUULIENISS
128.0 128 1oe@ Reviewed By :Christian Giraldo 01/05/2023
129 11.5 8.6 13.08 Ssupervised By :Jagrut Upadhyay — 01/05/2023
127 13.5 10.6 15.8
Raw 50
Abundance
8.128
51.0 740 1020 600000
0L 300 Ty T L
m/z--> 40 60 80 100 120 140
Abundance Scan 1027 (8.128 min): BF131894.D\data.ms (-9 400000
128.0
Sub
50 200000
102.0
390 , %30 780 Il |
G\\\“\\‘\\‘”\\\\m‘\”\\\“‘\\\\‘\ T L L B
miz--> 40 80 100 120 140 Time-> 8.05 810 8.15
Abundance Scan 990 (7.910 min): BF131824.D\data.ms (-97 #32
77.0 105.0 Benzoic acid
122.0 Concen: 38.?35 ng m
RT: 7.892 min Scan# 987
Ref 50 51.0 Delta R.T. -0.006 min
) Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
38.0 64,0 |
G \‘\\\‘“‘\\‘\\“1‘\\\‘\\H\\‘\‘\wl‘\\\\‘\}\\‘\\1\‘\\\\‘\‘\\\‘\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion:122 Resp: 99385
Abundance  Scan 987 (7.892 min): BF131894 D\datams 100 Ratlo Lower Upper
105.0 122 100
o 1200 105 140.8 127.9 167.9
77 114.5 106.9 146.9
Raw 50
51.0 Abundance
0380\640m919w 150000
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance Scan 987 (7.892 min): BF131894.D\data.ms (-93
105.0 100000
77.0
122.0
Sub
! 50 50000
51.0 7.892
0 380\640m99w J e
miz--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 780  8.00

BF131894.D 8270-BF122422.M
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Abundance Scan 1040 (8.204 min): BF131824.D\data.ms (-1 #33

12

7.0

12f.0 4-Chloroaniline
Concen: 41.520 ng
RT: 8.180 min Scan# 1¢gSiiinglEies
Ref 50 65.0 Delta R.T. -0.006 min [EAEWZ
920 Lab File:
391 ‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)
0! ‘;\M“H\\‘\1\\””“1”“”“‘-”
m/z--> 40 60 80 100 120 140 160 gt Ion:127 Resp:
Abundance Scan 1036 (8.180 min): BF131894.D\datams 10N Ratio Lower Upper BRAUEONZ0)

127 100
129 32.6 25.8 38.8
65 40.1 29.7 44.5

Raw 59 65.0 92  23.4 18.5 27.7
: Abundance
92.0
39.0 ‘
o el 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1036 (8.180 min): BF131894.D\data.ms (-9 150000
127.0
100000
Sub
50
6.0 50000
92.0
39.0 ‘ |
0 \\m\‘\\“\\“\\\\‘\1\\‘\\\\‘\\\ 07‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 Time--> 8.10 8.20 8.30
Abundance Scan 1050 (8.263 min): BF131824.D\data.ms (-1 #34
224.8 Hexachlorobutadiene
Concen: 40.729 ng
RT: 8.239 min Scan# 1046
Ref 50 189.8 Delta R.T. -0.006 min
117.9 259.8  Lab File: BF131894.D
47.0 830 M 529 ‘ “ Acq: @4 Jan 2023 12:15
oLk, ‘n . ‘ ‘\\‘d \\ - ‘ ‘ L “‘ — - ‘M‘
miz--> 50 100 150 200 250 Tgt IOHZ%25 Resp: 139368
Abundance Scan 1046 (8.239 min): BF131894.D\data.ms Ion Ratio Lower Upper
224.8 225 100
223 62.1 50.0 75.0
227 62.7 50.8 76.2
Raw 50 189.8
117.9 250.8 Abundance
470 830 52.9 8.339
b T | asooo
(R T e R -
miz--> 50 100 150 200 250
Abundance Scan 1046 (8.239 min): BF131894.D\data.ms (-9
oou 8 100000
sub- o 189.8 50000
1rs 250.8
470 830 ﬂszg H
NI S T
miz--> 50 100 150 200 250  Time--> 820 825

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:27 2023

BF131894.D (®IElEEqls](E18

pEYYEY  Manual Integrations

Reviewed By :Christian Giraldo

Supervised By :Jagrut Upadhyay

01/05/2023
01/05/2023

Page 20



BF131894.D CIieﬁtSampIeld :
SSTDCCC040

pIzl  Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

Abundance Scan 1105 (8.586 min): BF131824.D\data.ms (-1 #35
55.0 Caprolactam
Concen: 42.119 ng
420 85.0 113.1 RT:  8.569 min Scan# 11E{0VlEiss
Ref 50 ' Delta R.T. -0.000 min
Lab File:
67.0 Acq: 04 Jan 2023 12:15
0 meh‘w‘l“WH‘MmW‘HW?‘%RHWm‘u
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:113 Resp:
Abundance Scan 1102 (8.569 min): BF131894.D\datams 100 Ratio Lower Upper
55.0 113 100
55 166.6 153.3 193.3
113.1 56 130.2 116.3 156.3
42.1 85.0
Raw 50
Abundance
67.1 60000
bl il el 980 L
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1102 (8.569 min): BF131894.D\data.ms (-1 40000 8/569
55.0
113.1
Sub 42.1 85.0 20000
50
67.1
miz--> 30 40 50 60 70 80 90 100 110 120 Time->  8.50 8.55 8.60 8.65
Abundance Scan 1122 (8.686 min): BF131824.D\data.ms (-1 #36
107.0 4-Chloro-3-methylphenol
142.0 Concen: 42.836 ng
77.0 RT: 8.669 min Scan# 1119
Ref 50 Delta R.T. -0.000 min
510 Lab File: BF131894.D
‘ Acq: 04 Jan 2023 12:15
0 L \ ‘ T \‘H\ ’ T \H‘\H‘ \ \ T ‘ \Ml \‘\]-‘2\5\.0\ T ‘H\‘\ 1
m/z--> 40 60 30 100 120 140 Tgt Ion:}07 Resp: 204224
Abundance Scan 1119 (8.669 min): BF131894.D\data.ms Ion Ratio Lower Upper
10%.0 107 100
144 22.4 16.8 25.2
142.0
77.0 142 69.3 53.8 80.8
Raw 50
Abundance
51.0 8.669
0+ N“Jh‘fﬂ“ww ‘N“‘JWHwﬁaaq ‘HM“‘ 200000
miz--> 40 60 80 100 120 140
Abundance Scan 1119 (8.669 min): BF131894.D\data.ms (-1 150000
107.0
142.0 100000
Sub 77.0
50
50000
51.0
miz--> 40 60 80 100 120 140  Time--> 860  8.70

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:28 2023

Page 21



Abundance Scan 1149 (8.845 min): BF131824.D\data.ms (-1 #37
14p.1 2-Methylnaphthalene
Concen: 41.477 ng
RT: 8.822 min Scan# 1At
Ref 50 115.0 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D |(GUEINEEIEIH
Acq: 04 Jan 2023 12:15 SEANRISEISE
391 P30 890 I ’
A L _
Miz-> 40 65 sb 160 150 140 Tgt Ion:142 Resp: 38343 Manual Integrations
Abundance Scan 1145 (8.822 min): BF131894.Didatams 10N Ratio Lower Upper BEEUULIENISE
14p1 142 100 Reviewed By :Christian Giraldo 01/05/2023
141 87.8 69.8 104.88 sypervised By :Jagrut Upadhyay —01/05/2023
Raw  5g 115.0
Abundance
8.822
0 39\'0 A \6%0\\ 1L, 8?\0 T LIl 400000
ettt e et L
m/z--> 40 60 80 100 120 140
Abundance Scan 1145 (8.822 min): BF131894.D\data.ms (-1 300000
142.1
200000
Sub g 115.0
100000
390 630 890
Otk \““\‘\“\H“‘\”1“\\’\\\“‘\‘\‘\\\i\\\\ L R EEREEEEE
m/z--> 40 60 80 100 120 140 Time--> 8.75 8.80 8.85

Abundance Scan 1166 (8.945 min): BF131824.D\data.ms (-1 #38
142.1 1-Methylnaphthalene
Concen: 41.290 ng
RT: 8.922 min Scan# 1162
Ref 50 115.0 Delta R.T. -0.006 min
Lab File: BF131894.D
63.0 Acq: 04 Jan 2023 12:15
0F ﬁ“ Tk \““\‘.\“‘\HH \”i“\ T i T T \‘i ‘\ RERRRRRRR \2\\0‘0\\8\\ ‘\2\3\\5‘§
m/z--> 40 60 80 100120140160180200220240 T8t Ion:142 Resp: 370768
Abundance Scan 1162 (8.922 min): BF131894.D\data.ms Ion Ratio Lower Upper
142.1 142 100
141 91.0 73.0 109.6
Raw 50 115.0
Abundance
8.922
63.0 400000
0\3\6\"9\‘\ \““h“‘\”v‘ . Pt “i ‘\ ARRRARARY %?\4”8\‘\2\?\’\53
m/z--> 40 60 80 100120140160 180200220240
S 300000
Abundance Scan 1162 (8.922 min): BF131894.D\data.ms (-1
142.1
200000
sub o 115.0
100000
63.0
03?“9\“\ \““h“‘\”v‘ ey RRRRNRS “i ‘\ ARRRARARY %(‘)\4\\8\‘\2\3\59 LA LA B IS A
miz--> 40 60 80 100120 140 160 180 200220240 Time-.> 8.85 8.90 8.95

BF131894.D 8270-BF122422.M
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Abundance Scan 1327 (9.892 min): BF131824.D\data.ms ( -1 #39
162. Acenaphthene-d1e
Concen: 20.000 ng
RT: 9.869 min Scan#t 1lSEgilnlEies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D [(GlEhISElellEll0f
82.0 Acq: 04 Jan 2023 12:15 SEIIRISEEIED
0 54\.'0 | Hn‘ 100. 0 13%0 \‘
iz o 0 8o 100 130 140 ‘16 Tgt Ion:164 Resp: 14879 MVENIENIIERIETE
Abundance Scan 1323 (9.869 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
16p.1 164 100 Reviewed By :Christian Giraldo  01/05/2023
162 1e2.1 81.8 122.6 Supervised By :Jagrut Upadhyay 01/05/2023
160 45.4 35.7 53.5
Raw 50
Abundance
80.0 9.869
54.1
0 bttt o 3980 ‘13%0‘ - 150000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1323 (9.869 min): BF131894.D\data.ms (-1
162.1 100000
Sub
50 50000
80.0
54.1 1000 1320
0 HWNW:‘M“MHWHuwl‘c‘m o
miz--> 40 60 80 100 120 140 160  Time--> 9.85  9.90
Abundance Scan 1177 (9.010 min): BF131824.D\data.ms (-1 #40
215.9 1,2,4,5-Tetrachlorobenzene
Concen: 40.492 ng
RT: 8.986 min Scan# 1173
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
740 1079 1409 ‘ Acq: 04 Jan 2023 12:15
0%7\‘\0\\\‘\\1“\‘\H\‘\‘\HH‘H\\“U‘H\‘\H\“\\H‘H\Hl\\\\‘\\
miz--> 40 60 80 100120 140 160 180200220240 T8t Ion:216 Resp: 211547
Abundance Scan 1173 (8.986 min): BF131894.D\data.ms Ion Ratio Lower Upper
215.9 216 100
214  79.4 63.0 94.4
179 20.1 16.4 24.6
Raw 50 108 17.6 14.4 21.6
Abundance
74.0 107 9 1409 1789 250000
70 || L
miz--> 40 60 80 100120 140 160 180200220240 200000
Abundance Scan 1173 (8.986 min): BF131894.D\data.ms (-1
215.9 150000
Sub 100000
50
50000
74.0 180.9
107.8 142 9
70 L |
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 8.95 9.00
BF131894.D 8270-BF122422.M Thu Jan @5 11:42:29 2023 Page 23



Abundance Scan 1174 (8.992 min): BF131824.D\data.ms (-1 #41
236.8 Hexachlorocyclopentadiene
Concen: 32.134 ng
RT: 8.969 min Scan# 1lgfidtipl=lpies
Ref 50 Delta R.T. -0.006 min [E\AWZ
Lab File: BF131894.D [(GlEhISElellEll0f
Acq: 04 Jan 2023 12:15 EELIRClelezl)
m/z--> 0 50 100 150 200 250 Tgt Ion:237 Resp: 661848V ERIEINIgIEolEli[o]gf
Abundance Scan 1170 (8.969 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
236.8 237 100 Reviewed By :Christian Giraldo  01/05/2023
235 63.2 42.3 82. Supervised By :Jagrut Upadhyay — 01/05/2023
272 12.5 0.0 31.4
Raw 50
Abundance
600 0 12991640 5050 271.8 80000 8769
0,
m/z--> 50 100 150 200 250 60000
Abundance Scan 1170 (8.969 min): BF131894.D\data.ms (-1
236.8
40000
Sub
50 20000
94.9
o 1299 1649 2009 || 2718
G\M“MJ\M“V\WLMM,\W\ ‘NM” ‘\“1W‘ e ———
miz--> 50 100 150 200 250 Time--> 8.95  9.00
Abundance Scan 1462 (10.686 min): BF131824.D\data.ms (- #42
329.€ | 2,4,6-Tribromophenol
Concen: 84.129 ng
RT: 10.663 min Scan# 1458
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
0,
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 136006
Abundance Scan 1458 (10.663 min): BF131894.D\datams = 1" Ratio Lower Upper
330 100
332 95.5 77.0 115.4
141 38.5 31.0 46.4
Raw 50
Abundance
150000{  10.563
0,
miz--> 50 100 150 200 250 300
Abundance Scan 1458 (10.663 min): BF131894.D\data.ms (- 100000
329.¢
Sub 50000
O
miz--> 50 100 150 200 250 300 Time—> 10.60  10.70

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:29 2023
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Abundance Scan 1196 (9.122 min): BF131824.D\data.ms (-1

#43

1989  2,4,6-Trichlorophenol
Concen: 41.232 ng
RT: 9.104 min Scan# 1lgSiEgilplgles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GICHIEEIel(EI(6H
Acq: 04 Jan 2023 12:15 EELIRClelezl)

0 .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.96 Resp: 13796¢ Manual Integratlons
Abundance Scan 1193 (9.104 min): BF131894.D\datams |~ 10N Ratio Lower Upper BEauels

1959 196 160 Reviewed By :Christian Giraldo  01/05/2023
198 97.5 76.5 114.78 supervised By :Jagrut Upadhyay — 01/05/2023
97.0 200 31.8 24.5 36.7
Raw 50
Abundance
9.104

o 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1193 (9.104 min): BF131894.D\data.ms (-1

, 100000
Sub 50000
‘ T T T T ‘ T T T T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.05  9.10
Abundance Scan 1203 (9.163 min): BF131824.D\data.ms (-1 #44
1959 | 2,4,5-Trichlorophenol
Concen: 41.140 ng
97.0 RT:  9.145 min Scan# 1200
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
O,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:196 Resp: 148805
Abundance Scan 1200 (9.145 min): BF131894.D\data.ms 100 Ratio Lower Upper
195.9 196 100

198 97.1 76.6 115.0

97.0 97 57.8 49.3 73.9

Raw 50 132 26.7 21.8 32.8
Abundance

o 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1200 (9.145 min): BF131894.D\data.ms (-1

195.9 100000
Sub 50000
T ‘ T T T T ‘ T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.10 9.20

BF131894.D 8270-BF122422.M
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Abundance Scan 1211 (9.210 min): BF131824.D\data.ms (-1 #45
172.1 2-Fluorobiphenyl
Concen: 82.351 ng
RT: 9.186 min Scan# 11EANlEIss
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D |(GUEINEEIEIH
Acq: 04 Jan 2023 12:15 SEIIRIGSEE
0 5]\\"0\ ““85“.0 129'0\14\6;\\0 \M :
e T e e e Tho 160 180 2% Tat Ton:172 Resp: 89457 IR C
Abundance Scan 1207 (9.186 min): BF131894.D\datams 10N Ratio Lower Upper BREUULIENISS
172.1 172 1@ Reviewed By :Christian Giraldo 01/05/2023
171 35.1 27.9 41.90/ supervised By :Jagrut Upadhyay — 01/05/2023
170 23.4 18.7 28.1
Raw 50
Abundance
9.186
ok PO i, 220000 | 1ees 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1207 (9.186 min): BF131894.D\data.ms (-1 600000
172.1
400000
Sub
50
200000
39'1 1 63"0\\\\85\\:0‘ " ‘1297‘0\14:\6\.”‘0‘ | ‘ 195.9
e e e e A e I
miz--> 40 60 80 100 120 140 160 180 200 Time-->  9.10 9.15 9.20 9.25
Abundance Scan 1228 (9.310 min): BF131824.D\data.ms (-1 #46
154.1 1,1'-Biphenyl
Concen: 41.145 ng
RT: 9.292 min Scan# 1225
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
76.0 Acq: 04 Jan 2023 12:15
o 51.0 102.0 128.0 195.9
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:154 Resp: 468704
Abundance Scan 1225 (9.292 min): BF131894 D\datams = 100 Ratlo Lower Upper
154.1 154 100
153 40.0 19.8 59.8
76 11.8 0.0 33.9
Raw 50
Abundance
76.0 9292
. 500000
O k20203800 M )
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1225 (9.292 min): BF131894.D\data.ms (-1
154.1 300000
Sub 200000
50
100000
76.0
051"’102-01,28"’,@195-9
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.25 9.30 9.35
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:31 2023 Page 26



Abundance Scan 1233 (9.339 min): BF131824.D\data.ms (-1 #47
162.0 2-Chloronaphthalene
Concen: 41.065 ng
RT: 9.316 min Scan# 1]giEgilpl=gles
Ref 50 127.0 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
Acq: 04 Jan 2023 12:15 EELIRClelezl)
500 720 1010 ‘ I
ot i ]
m/z--> 4b 65 50 160 150 140 1é0 1§0 260 Tgt Ion:162 Resp: 38701FRVENIENIGIE[EENE
Abundance Scan 1229 (9.316 min): BF131894.D\datams 10N Ratio Lower Upper BRNEOMNZ0)
162.0 162 1600 Reviewed By :Christian Giraldo  01/05/2023
127 39.7 31.80 46.6Q supervised By :Jagrut Upadhyay — 01/05/2023
164 32.7 25.9 38.9
Raw 50
127.0 Abundance
9.316
75.0
oL X0 00 | aere 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1229 (9.316 min): BF131894.D\data.ms (-1 300000
162.0
200000
Sub
50
127.0 100000
75.0
o 0 e | L e S A
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.25 9.30 9.35
Abundance Scan 1250 (9.439 min): BF131824.D\data.ms (-1 #48
63.0 138.0 2-Nitroaniline
92.0 Concen: 42.061 ng
RT: 9.416 min Scan# 1246
Ref 50 Delta R.T. -0.006 min
39.0 Lab File: BF131894.D
‘ ‘ Acq: @4 Jan 2023 12:15
0' \\‘w‘\\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 65 Resp: 145297
Abundance Scan 1246 (9.416 min): BF131894 D\datams = 100 Ratlo Lower Upper
65.0 138.0 65 100
’ 92 65.8 55.0 82.6
92.0 138 82.5 70.4 105.6
Raw 50
Abundance
39.1 9.416
‘ ‘ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1246 (9.416 min): BF131894.D\data.ms (-1 100000
63.0 138.0
92.0
Sub 50000
39.1 ‘
OVWM\\H}H‘\\‘\\‘\!\\“\\\\“\\\\‘\\\\‘\\\\‘\ 7\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.35 9.40 9.45
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:31 2023
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Abundance Scan 1303 (9.751 min): BF131824.D\data.ms (-1 #49
152.0 Acenaphthylene
Concen: 41.754 ng
RT: 9.733 min Scan# 1lgigilpl=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GICHIEEIel(EI(6H
76.0 Acq: 04 Jan 2023 12:15 SEANRISEISE
o500, | , 980 1260 M
e T 60 80 10 130 140 160 Tet Ton:152 Resp: sssoa N L
Abundance Scan 1300 (9.733 min): BF131894.D\datams | 10N Ratio Lower Upper SRLL e ISE
152.0 152 166 Reviewed By :Christian Giraldo  01/05/2023
151 20.0 15.8 23.60 Supervised By :Jagrut Upadhyay — 01/05/2023
153 13.4 10.2 15.4
Raw 50
Abundance
9.733
76.0
o 500, [ 980 1260 || = eooono
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1300 (9.733 min): BF131894.D\data.ms (-1
152.0 400000
Sub
50 200000
o 50.0 | 7?"0 980 126.0 |
e M M IO | i
miz--> 40 60 80 100 120 140 160  Time--> 9.70 9.75 9.80
Abundance Scan 1280 (9.616 min): BF131824.D\data.ms (-1 #50
168.0 Dimethylphthalate
Concen: 42.349 ng
RT: 9.598 min Scan# 1277
Ref 50 Delta R.T. -0.000 min
770 Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
o 510 | 1040 1330 | 1940
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:163 Resp: 476706
Abundance Scan 1277 (9.598 min): BF131894.D\data.ms Ion Ratio Lower Upper
168.0 163 100
194 4.0 3.0 4.6
164 10.0 8.2 12.4
Raw 50
Abundance
77.0 500000 9.598
59-0 | |lo40 1380 | 1940
T S RS [ B i
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1277 (9.598 min): BF131894.D\data.ms (-1
163.0 300000
Sub 200000
50
100000
77.0
50‘-0 | 1040 13%-0 ‘ 194.0 ]
O e e e L o e e o
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.55 9.60

BF131894.D 8270-BF122422.M Thu Jan 05 11:42:32 2023
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BF131894.D (®IElEEqls](E18

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

Abundance Scan 1291 (9.681 min): BF131824.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
630 890 Concen: 42.391 ng
' RT: 9.663 min Scan#t 1lSEgilnlEies
Ref 50 Delta R.T. -0.000 min [E\AWZ
121.0 Lab File:
39.0 ' Acq: 04 Jan 2023 12:15 SElIRICe(ell
0,
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 16329
Abundance Scan 1288 (9.663 min): BF131894.D\datams | 10N Ratio Lower Upper BRLL e ISE
165.0 165 100
63 60.4 55.1 82.7
63.0 89.0 89 62.8 55.0 82.4
Raw 50
Abundance
39.0 121.0 9.663
0,
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1288 (9.663 min): BF131894.D\data.ms (-1
165.0
63.0 89.0
Sub 50000
50
39.0 1210
0' ‘ T T T T ‘ T T T T ‘ T
miz--> 40 60 80 100 120 140 160 180 MTime-> 9.60 9.65  9.70
Abundance Scan 1333 (9.928 min): BF131824.D\data.ms (-1 #52
158.1 | Acenaphthene
Concen: 41.593 ng
RT: 9.904 min Scan# 1329
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
o 76.0 1260 Acq: 04 Jan 2023 12:15
0\\\“ \?%\.\“‘i\\ut‘\“\ \9\8“.‘9\\\‘\“1-\\‘\\“% . .
miz--> 40 60 80 100 120 140 160 I8t Ion:154 Resp: 352266
Abundance Scan 1329 (9.904 min): BF131894 D\datams = 100 Ratlo Lower Upper
158.0 154 100
153 111.1 90.2 135.2
152 53.1 42.5 63.7
Raw 50
Abundance
76.0 9.904
51.0 , 126.0 dll
Ouu‘m‘u‘“mw‘m %80 7 Ml 00000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1329 (9.904 min): BF131894.D\data.ms (-1 300000
158.0
200000
Sub
50
100000
76.0
51.0 980 126.0 dll
0\\\“\\M\\“‘}\\H\“\M\\\h‘u\\\\‘\M\\‘\\L—rf \\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 9.85 9.90

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:33 2023
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Abundance Scan 1320 (9.851 min): BF131824.D\data.ms (-1 #53
63.0 92.0 3-Nitroaniline
Concen: 41.770 ng
138.0 | RT:  9.833 min Scan# 1IN
Ref 50 Delta R.T. -0.000 min [Z\Wlg
39.0 Lab File: BF131894.D |CICIEEIECIE
Acq: 04 Jan 2023 12:15 EELIRClelezl)
‘ 108.0
ol W A e X
miz--> 40 80 100 120 140 Tgt IOﬂZ:!.38 Resp: 10371 Manual Integrations
Abundance Scan 1317 (9.833 min): BF131894.D\datams = 10N Ratio Lower Upper BRULdielisy)
138.0 92 138.1 113.9 170.9
Raw 50
Abundance
39.0
‘ ‘ 108.0 150000
miz--> 40 80 100 120 140 .
Abundance Scan 1317 (9.833 min): BF131894.D\data.ms (-1 100000
65.0 92.0
138.0
sub 50000
39.0
|
o S T M el b e
miz-> 80 100 120 140 Time--> 9.80 9.85 9.90
Abundance Scan 1338 (9.957 min): BF131824.D\data.ms (-1 #54

Reviewed By :Christian Giraldo
1e8 11.8 9.3 13.9 Supervised By :Jagrut Upadhyay

184.0 | 2 4-Dinitrophenol
63.0 Concen: 40.259 ng
91.0 RT: 9.939 min Scan# 1335
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
38.0 Acq: 04 Jan 2023 12:15
o ‘ 1380 |
- \\\‘\\\\‘1\\\‘\\\\‘\\\\’\\\\’\\ . .
miz--> 40 80 100 120 140 160 180 '8t Ion:184 Resp: 56456
Abundance Scan 1335 (9.939 min): BF131894.D\data.ms Ion Ratio Lower Upper
63.0 184.0 184 100
' 154.0 63 82.2 66.8 100.2
107.0 154 71.7 61.6 92.4
Raw 50
Abundance
38. M 400000
0 TS SF IR SRS SS RS NSNS
miz--> 40 60 80 100 120 140 160 180 2300000
Abundance Scan 1335 (9.939 min): BF131894.D\data.ms (-1
184.0
154.0 200000
Sub 53.0 91.0
50 1
00000 0.939
| \‘ ool |1199 \ \
Ol b e T e e i
miz--> 40 60 80 100 120 140 160 180 Time->  9.90 9.95

BF131894.D 8270-BF122422.M
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Abundance Scan 1362 (10.098 min): BF131824.D\data.ms (- #55
168.0 Dibenzofuran
Concen: 42.182 ng
RT: 10.074 min Scan# 11ggil=glies
Ref 50 138.9 Delta R.T. -0.006 min [\AW3
Lab File: BF131894.D (SUERISEUICIe
Acq: 04 Jan 2023 12:15 SEIIRCSOEl
301 630 840 1130 | | a
0 et e e e ]
Miz-> 4‘0 65 85 1(‘)0 150 1)10 1é0 15‘30 Tgt Ion:168 Resp: 55041 Manual Integrations
Abundance Scan 1358 (10.074 min): BF131894.D\datams 10N Ratio Lower Upper BRVEONZ0)
168.0 168 100 Reviewed By :Christian Giraldo  01/05/2023
139 42.5 32.6 49.0 Supervised By :Jagrut Upadhyay 01/05/2023
169 13.6 10.5 15.7
Raw 59 139.0
Abundance
600000 10.b74
39.1 63.0 89.0 113.0 ‘
NN SRNTASH 1 MR TS | SR
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1358 (10.074 min): BF131894.D\data.ms (- 400000
168.0
Sub 200000
50 139.0
391 630 89.0 1130 |
Ol et e L o
miz--> 40 60 80 100 120 140 160 180 Time--> 10.05 10.10
Abundance Scan 1348 (10.016 min): BF131824.D\data.ms (- #56
63.0 109.0 139.0 4-Nitrophenol
Concen: 39.109 ng
39.0 RT: 9.998 min Scan# 1345
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
L 4 Acq: 04 Jan 2023 12:15
0! \\“‘\‘\6\.\‘\‘\\‘\\“\\\\}\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:139 Resp: 68623
Abundance Scan 1345 (9.998 min): BF131894 D\datams = 100 Ratlo Lower Upper
65.0 139 100
109.0 139.0 109 101.9 78.5 118.5
39.0 65 125.8 97.5 137.5
Raw 50 '
Abundance
250000
IRII:ASES Al | . 1840
0 PRI ;1S5 M N Y SR i 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1345 (9.998 min): BF131894.D\data.ms (-1
65 (0 g ( 150000
T 109.0 139.0
100000
Sub 39.0 9.998
50
50000
ol Ll Lﬁfg I 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time->  9.95 10.00 10.05
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:34 2023 Page 31



Abundance Scan 1360 (10.086 min): BF131824.D\data.ms (- #57

89.0 165.0 2,4-Dinitrotoluene
Concen: 42.305 ng
63.0 RT: 10.069 min Scan# 1lgigiil=gles
Ref 50 Delta R.T. -0.000 min [E\AWZ
Lab File: BF131894.D [(GICHIEEIel(EI(6H
119.0139.0
39.0 ‘ ‘ ‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)
o MM”:H‘; il b
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}65 Resp: 14098 Manualnuegraﬂons
Abundance Scan 1357 (10.069 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
168.0 165 160 Reviewed By :Christian Giraldo  01/05/2023
63 56.6 42.1 63.1 Supervised By :Jagrut Upadhyay 01/05/2023
89.0 89 85.5 69.1 103.7
Raw 50 139.0 182 2.8 2.2 3.4
63.0 Abundance
39.1 119.0
ok | | 150000
0\\prN\pW\WMMMNMWNWM\\whw\\M‘\\p\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1357 (10.069 min): BF131894.D\data.ms (-
168.0 100000
89.0
Sub
50 63.0 139.0 50000
39.1 119.0
0 “‘i m‘hu “H‘HM”:HW W“; riprh ‘”‘“‘ ety ““ T T
m/z--> 40 60 80 100 120 140 160 180 Time-> 10.05 10.10

Abundance Scan 1420 (10.439 min): BF131824.D\data.ms (- #58

166.1 Fluorene

Concen: 41.232 ng

RT: 10.421 min Scan# 1417
Delta R.T. -0.000 min

Lab File: BF131894.D
Acq: 04 Jan 2023 12:15

Ref 50

0,
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:166 Resp: 439231
Abundance Scan 1417 (10.421 min): BF131894.D\datams 100 Ratio Lower Upper
166.1 166 100
165 97.6 77.0 115.4
167 13.5 10.4 15.6
Raw 50
Abundance
10.421
82.4 139.0
ol 39.0 113.0 204.0 931 ¢ 500000
miz--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1417 (10.421 min): BF131894.D\data.ms (-
166.1 300000
Sub 200000
50
100000
82.4 139.0
0l320 1130 204.0559 7 0
- ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.35 10.40 10.45
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Abundance Scan 1382 (10.216 min): BF131824.D\data.ms (- #59

2319 | 2,3,4,6-Tetrachlorophenol
Concen: 39.361 ng m
RT: 10.198 min Scan# 1lgSagilnlclee
Ref 50 130.9 Delta R.T. -0.000 min [Z)\AW=
610 960 167.8 Lab File: BF131894.D |QUCWECIIIEICE
‘ ‘ 195.8 Acq: 04 Jan 2023 12:15 SSMIRICCEl
ST TN IR R T _
miz--> 40 60 80 100120140160180200220240 Tgt IOHZ%32 Resp: 11683 hAanuaIHuegranons
Abundance Scan 1379 (10.198 min): BF131894.D\datams 10N Ratio Lower Upper BRNGEONZ0)
2318 232 1600 Reviewed By :Christian Giraldo  01/05/2023
131 39.2 30.1 45.1 Supervised By :Jagrut Upadhyay 01/05/2023
130 2.2 1.8 2.6
Raw 50 130.9 166 24.5 19.4 29.0
167.9 Abundance
61.0 96.0 ‘ H 195.9 150000
obrrtiebtebohohore b e M
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1379 (10.198 min): BF131894.D\data.ms (- 100000
231.8
Sub 50000
50 130.9
167.9
61.0 960 ‘ “ 195.9
ol WHWNW‘M\MNWP1\HVM\W\N\M\MWM\W\\WM
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-->

Abundance Scan 1399 (10.316 min): BF131824.D\data.ms (- #60

149.0 Diethylphthalate

Concen: 41.835 ng

RT: 10.292 min Scan# 1395

Ref 50 Delta R.T. -0.006 min
177.0 Lab File: BF131894.D
76.0 105.0 Acq: 04 Jan 2023 12:15
0 50 0 ‘ ‘\ ! ‘ I 222.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 453239
Abundance Scan 1395 (10.292 min): BF131894.D\datams 100 Ratlo Lower Upper
140.0 149 100
177 21.8 18.1 27.1
150  12.9 9.8 14.8
Raw 50
Abundance
177.0
760 1050 10.292
500 | 222.1
Ol bbby e 222k 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1395 (10.292 min): BF131894.D\data.ms (- 300000
149.0
200000
Sub
50
100000
260 177.0
0 105.0 ‘
Obrrrpmerrreerrriesberefersegder ke 222 ol A
miz--> 40 60 80 100 120 140 160 180200220  Time--> 10.25 10.30
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Abundance Scan 1419 (10.433 min): BF131824.D\data.ms (- #61

BF131894.D (®IElEEqls](E18

Reviewed By :Christian Giraldo
2 26.5 39.7 Supervised By :Jagrut Upadhyay

204.0 4-Chlorophenyl-phenylether
Concen: 42.409 ng
1411 RT: 10.410 min Scan# 1JENTILE
Ref 50 Delta R.T. -0.006 min [E\AWZ
Lab File:
Acq: 04 Jan 2023 12:15 EELIRClelezl)
ol 229.8
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOHZ%04 RESpI 23485¢ Manualnuegranons
Abundance Scan 1415 (10.410 min): BF131894.D\datams = 1oN Ratio Lower Upper SRLLENISE
204.0 204 100
206 32.
141.0 141 62.8 49.0 73.4
Raw 50
Abundance
10.410
ol 229.8
m/z--> 40 60 80 100 120 140 160 180 200 220
- 200000
Abundance Scan 1415 (10.410 min): BF131894.D\data.ms (-
204.0
141.0
Sub 100000
| 229.8
T T T T ‘ T T T T ‘ T
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.40 10.45

Abundance Scan 1425 (10.469 min): BF131824.D\data.ms (- #62

63.0 4-Nitroaniline
108.0 138.0 Concen: 41.989 ng
RT: 10.451 min Scan#t 1422
Ref 50 Delta R.T. -0.000 min
39.0 Lab File: BF131894.D
‘ Acq: 04 Jan 2023 12:15
G\\\“‘i“\‘\”h‘\““H\\“\“‘\\“h‘\\‘\\“\\\\“\\u‘u'u‘uu‘uu‘uu‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 108652
Abundance Scan 1422 (10.451 min): BF131894.D\datams = 1on Ratio Lower Upper
65.0 138 100
108.0 .0 92  64.5 47.2 87.2
108 110.4 89.2 129.2
Raw 50
3.0 Abundance
ol ““H‘ kb L2651 2208
m/z--> 40 60 80 100 120 140 160 180 200 220 80000
Abundance Scan 1422 (10.451 min): BF131894.D\data.ms (-
650 108.0 1380 60000
sub 40000
50
39.0 20000
s R A AN RA AR A AR
m/z--> 40 60 80 100 120 140 160 180200 220  Time--> 10.40 10.50
BF131894.D 8270-BF122422.M Thu Jan @5 11:42:36 2023
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Abundance Scan 1447 (10.598 min): BF131824.D\data.ms (- #63

77.0 Azobenzene
Concen: 41.542 ng
RT: 10.574 min Scan# 14l
Ref 50 Delta R.T. -0.000 min [Z\Wlg
51.0 182.1 Lab File: BF131894.D |(GUEINEEIEIH
105.0 Acq: 04 Jan 2023 12:15 SSTDCCCO040
15‘1.9 . :
O\HWHHWWHNM\H‘H\W\H\Mwh‘u\wuu\w\u‘u\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ‘77 RESpI 49949 WY ERIEL Integratlons
Abundance Scan 1443 (10.574 min): BF131894.D\datams 10N Ratio Lower Upper BRNGEONZ0)
71.0 77 160 Reviewed By :Christian Giraldo  01/05/2023
182 23.9 5.0 45.0 Supervised By :Jagrut Upadhyay 01/05/2023
105 19.6 0.0 39.4
Raw 5o 51 29.2 8.4 48.4
51.0 Abundance
105.0 182.0 600000
‘ ‘ 152.0
O\HWHHWWuﬁw\u‘u\w\m\M\W‘H\WHH\M\H%%QF
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1443 (10.574 min): BF131894.D\data.ms (1 400000
71.0
Sub
50 200000
510 105.0 182.0
152.0
G\HWHH\ﬂ\MMu\\_\u‘m\\_\h‘u\\m\u‘u\\_\u 0 T
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.55 10.60

Abundance Scan 1581 (11.386 min): BF131824.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.363 min Scan# 1577
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
80.0
0\4\2? b ”1 i“ ‘1\15\39 \1‘5‘?]\- \M\ L ‘2\67\(
m/z--> 50 100 150 200 250 Tgt Ion:}88 Resp: 298626
Abundance Scan 1577 (11.363 min): BF131894.D\datams = 1On Ratio Lower Upper
188.1 188 100
94 7.5 5.8 8.6
80 8.5 6.7 10.1
Raw 50
Abundance
11.863
300000
80.0 158.1
o2ty mmo PPN aese
m/z--> 50 100 150 200 250
Abundance Scan 1577 (11.363 min): BF131894.D\data.ms (- 200000
188.1
Sub
50 100000
80.0
0L 500, " " 1120 181 | 2638 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250  Time-> 11.30 11.35 11.40
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Abundance Scan 1430 (10.498 min): BF131824.D\data.ms (- #65
198.0 4,6-Dinitro-2-methylphenol
Concen: 40.980 ng
RT: 10.480 min Scan# 14Eigial=laias
Ref 50 121.0 Delta R.T. -0.000 min [EhVaWZ
51.0 . : .
770 168.0 Lab File: BF131894.D [(GlEhISElellEll0f
‘ ‘ ‘ Acq: 04 Jan 2023 12:15 EELIRClelezl)
O‘H‘Hiu‘mw"H‘HH‘H‘W‘H‘_‘H‘HHMH‘W‘HW‘ ,
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: :!.98 Resp: EEEPA  Manual Integrations
Abundance Scan 1427 (10.480 min): BF131894.D\datams 10N Ratio Lower Upper BRANEONZ0)
198.0 198 1600 Reviewed By :Christian Giraldo  01/05/2023
51 39.0 21.6 61.6 Supervised By :Jagrut Upadhyay 01/05/2023
105 42.2 22.0 62.0
Raw 50 1
51.0 050 Abundance
77.0 168.0
Lm0 | g
0 “H”M‘w1ww‘wwww‘wwww‘u‘ui‘uu‘uu‘uu‘ 10.480
m/z--> 40 60 80 100 120 140 160 180 200 220 100000 ’
Abundance Scan 1427 (10.480 min): BF131894.D\data.ms (-
197.9
Sub 50000
50 51.0 105.0
77.0 167.9
| 134.0 ‘ |
0! ettt e R LA S
miz--> 40 60 80 100 120 140 160 180200220  Time--> 10.45 10.50
Abundance Scan 1440 (10.557 min): BF131824.D\data.ms (- #66
169.1 n-Nitrosodiphenylamine
Concen: 40.837 ng
RT: 10.533 min Scan# 1436
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
51.0 Acq: 04 Jan 2023 12:15
L s i
0\\\‘\\‘\\“\\\\’\\\\‘\\\\‘\\\\h“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:169 Resp: 372003
Abundance Scan 1436 (10.533 min): BF131894.D\datams = 1" Ratio Lower Upper
160.1 169 100
168 67.5 51.5 77.3
167 37.2 28.4 42.6
Raw 50
Abundance
SO TIO s ona1a 400000 1P
o‘HuwMHWMM_‘\“_49%9”53”1‘-?
miz--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1436 (10.533 min): BF131894.D\data.ms (-
169.1
200000
Sub 50
100000
51.0 77.0
‘ ‘ 115.0141.1
O‘HHHMWWMH,k‘W‘H“H‘NMH‘_ T e
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.50 10.60

BF131894.D 8270-BF122422.M
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Abundance Scan 1503 (10.928 min): BF131824.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
141.0 Concen: 40.652 ng
RT: 10.904 min Scan# 14gigiil=gles
Ref 50/ 70 Delta R.T. -0.000 min [L/AN
Lab File: BF131894.D [(GICHIEEIel(EI(6H
39.1} ‘ Acq: @4 Jan 2023 12:15 SSIIMSEEED
oh \L ‘ ‘\‘H“IM\“W Ly “‘H‘u‘ ““‘]‘_9‘2‘9‘ AN N P
Miz-> 50 100 150 200 250 300 Tgt Ion:248 Resp: 14070@RVERNEIRGICHIETTOE
Abundance Scan 1499 (10.904 min): BF131894.D\datams 10N Ratio Lower Upper BEANEONZ0)
250.0 248 100
141.0
770 141 77.1 54.8 82.2
Raw 50
Abundance
10.p04
BO.
0 \“W?'pw EEENPREEY 320. 150000
m/z--> 50 100 150 200 250 300
Abundance Scan 1499 (10.904 min): BF131894.D\data.ms (-
1410 248.0 100000
Sub 77.0
50 50000
B9.
0 R I 7 e
miz--> 50 100 150 200 250 300  Time-> 10.85 10.90
Abundance Scan 1513 (10.986 min): BF131824.D\data.ms (- #68
283.8 Hexachlorobenzene
Concen: 41.245 ng
RT: 10.969 min Scan# 1510
Ref 50 141.9 Delta R.T. -0.000 min
106.9 o248 Lab File: BF131894.D
71.0 ‘ 176.9 ‘ Acq: 04 Jan 2023 12:15
03‘6\‘ ‘ ‘ ‘h\ o ‘\ \H ‘\ i ‘M‘ - H‘\ i ‘M“ e
miz--> 50 100 150 200 250 Tgt IOHZ%84 Resp: 156818
Abundance Scan 1510 (10.969 min): BF131894.D\data.ms Ion Ratio Lower Upper
288.8 284 100
142 32.0 31.6 47 .4
249 32.4 26.9 40.3
Raw 50
141 248.8 Abundance
213.8 10.969
03‘6‘0‘ 71\\0\ ol ‘1‘7\5\“3?‘ H\ .
miz--> 50 100 150 200 250 150000
Abundance Scan 1510 (10.969 min): BF131894.D\data.ms (-
283.8 100000
Sub
50 o458 50000
106.8 417 213.8° |
569 7ﬁ0 Lol y “ 17f9 m
0 T ‘ ‘ L “‘ UL T TTTT L ‘ L ‘ L
m/z--> 50 100 150 200 250 Time--> 10.95 11.00
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:38 2023

Reviewed By :Christian Giraldo
250 100.4 78.0 117.0 Supervised By :Jagrut Upadhyay
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Abundance Scan 1530 (11.086 min): BF131824.D\data.ms (- #69
200.0 Atrazine
Concen: 43.264 ng
RT: 11.063 min Scan# 1!{gigiil=gles
Ref 50 58.1 Delta R.T. -0.006 min [Z\Elg
173.0 Lab File: BF131894.D [(GlEhISElellEll0f
‘ ‘ 925 1320 ‘ Acq: 04 Jan 2023 12:15 SSlIMEEE)
ool b i e ke b b _
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 RESpI 12974 WY ERIEL Integratlons
Abundance Scan 1526 (11.063 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
200.0 200 100 Reviewed By :Christian Giraldo  01/05/2023
173 24.0 4.5 44.58 supervised By :Jagrut Upadhyay — 01/05/2023
215 45.8 28.5 68.5
Raw 59 58.1
Abundance
173.0 11.b63
H 927  132.0 ‘
bl Al ol b Ak L
m/z--> 40 60 80 100 120 140 160 180 200 220
- 100000
Abundance Scan 1526 (11.063 min): BF131894.D\data.ms (-
200.0
sub 50000
50l 581
173.0
H 927 1320 ‘
bl Al b Ak b
miz--> 40 60 80 100 120 140 160 180 200 220 Time->  11.00 11.05 11.10
Abundance Scan 1547 (11.186 min): BF131824.D\data.ms (- #70
265.8  pentachlorophenol
Concen: 39.609 ng
RT: 11.168 min Scan# 1544
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
0,
miz--> 50 100 150 200 250 Tgt IOHZ%GG Resp: 74519
Abundance Scan 1544 (11.168 min): BF131894.D\datams 100 Ratio Lower Upper
265.8 | 266 100
268 62.9 50.5 75.7
264 62.7 48.3 72.5
Raw 50
Abundance
11.168
o L 60000
miz--> 50 100 150 200 250
Abundance Scan 1544 (11.168 min): BF131894.D\data.ms (-
265.8 40000
Sub
20000
7\ ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250  Time-> 11.10 11.20 11.30
BF131894.D 8270-BF122422.M Thu Jan 05 11:42:39 2023 Page 38



Abundance Scan 1585 (11.410 min): BF131824.D\data.ms (- #71

BF131894.D (®IElEEqls](E18

Resp: 65770@RVEGUEIR I ETeIg

Reviewed By :Christian Giraldo
15.5 23. Supervised By :Jagrut Upadhyay

178.1 Phenanthrene
Concen: 40.050 ng
RT: 11.386 min Scan#t 1Ugfidtigl=lgles
Ref 50 Delta R.T. -0.006 min [Z0\ZWZ
Lab File:
76.0 Acq: 04 Jan 2023 12:15 EELIRClelezl)
o1 199 1e0 | o aer
m/z--> 50 100 150 200 250  Igt Ion:178
Abundance Scan 1581 (11.386 min): BF131894.D\datams 10N Ratio Lower Upper BREUULIENIZE
178.1 178 100
176  19.8
179 15.4 12.2 18.4
Raw 50
Abundance
11.886
76.0
390 , |y 1260 | ‘H 267.1
T T ‘ T T T T ‘ 1 T T T ‘ T T T T ‘ T T T T ‘ T T 600000
miz--> 50 100 150 200 250
Abundance Scan 1581 (11.386 min): BF131894.D\data.ms (-
178.1 400000
Sub
50 200000
76.0
oas0 90 w60 | oen NS
mfz--> 50 100 150 200 250  Time--> 11.35 11.40

Abundance Scan 1594 (11.463 min): BF131824.D\data.ms (- #72

178.1 Anthracene
Concen: 40.491 ng
RT: 11.439 min Scan# 1590
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
76.0 Acq: 04 Jan 2023 12:15
0\39\1‘ Tt \”‘.\ “‘\ “ \1\2‘6\0\ “H\ \‘M LN LA R B B
miz--> 50 100 150 200 250 Tgt Ion:}78 Resp: 650473
Abundance Scan 1590 (11.439 min): BF131894.D\data.ms 1o Ratlo Lower Upper
178.1 178 100
176 18.8 14.8 22.2
179 15.5 12.2 18.2
Raw 50
Abundance
11.439
.0
oB91 1 1260 4 J 265.¢
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 1590 (11.439 min): BF131894.D\data.ms (-
178.1 400000
Sub
50 200000
76.0
o291 00 1260 1 a6
miz--> 50 100 150 200 250  Time--> 11.40 11.50

BF131894.D 8270-BF122422.M

Thu Jan 05 11:42:39 2023
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Abundance Scan 1621 (11.622 min): BF131824.D\data.ms (- #73

167.1 Carbazole
Concen: 39.909 ng
RT: 11.598 min Scan# 1¢gigiil=iles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D (SUERISEUICIe
139.0 Acq: 04 Jan 2023 12:15 EELIRClelezl)
o510 835 ua0 " | |
P e e e ;
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.67 Resp: 56599V ERIIEL Integratlons
Abundance Scan 1617 (11.598 min): BF131894.D\datams 10N Ratio Lower Upper BRNGEONZ0)
167.0 167 1600 Reviewed By :Christian Giraldo  01/05/2023
166 21.4 16.6 24.8 Supervised By :Jagrut Upadhyay 01/05/2023
139 13.6 10.6 15.8
Raw 50
Abundance
11.598
139.0
o500 835 mao T | 600000
rreer e e e e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1617 (11.598 min): BF131894.D\data.ms (- 460000
166.9
sub 200000
139.0
0 \5:!7'0\\ I \\8%\\? 11§0 \H\ \M 0
R AR A a s L e e S R ——
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.60
Abundance Scan 1676 (11.945 min): BF131824.D\data.ms (- #74
149.0 Di-n-butylphthalate
Concen: 41.655 ng
RT: 11.927 min Scan# 1673
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
41.1
ok ‘\‘ i‘“\‘7\6“'\0\‘ ‘l']\-swnow T } t \1\8\8‘8‘\22\‘3\1\ T \27§:
m/z—> 50 100 150 200 Tgt Ion:}49 Resp: 714054
Abundance Scan 1673 (11.927 min): BF131894.D\datams 100 Ratlo Lower Upper
149.0 149 100
150 9.1 7.5 11.3
104 6.0 5.1 7.7
Raw 50
Abundance
gooooo| 1P’
ol 80 usa | 18902231 a7s:
Abundance Scan 1673 (11.927 min): BF131894.D\data.ms (-
149.0
400000
Sub 50
200000
ol 80 u1s1 | 18902231 270, e
miz--> 50 100 150 200 Time--> 11.90 12.00
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Abundance Scan 1788 (12.604 min): BF131824.D\data.ms (- #75
202.1 Fluoranthene
Concen: 39.643 ng
RT: 12.580 min Scan# 11ggill=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
1010 Acq: 04 Jan 2023 12:15 SEIIRISEEIED
o, 620} w“‘l‘EOPN\\M o
Miz-> 5’0 100 15‘0 200 25’;0 360 Tgt Ion:gez Resp: 758298 VEGINEIRGICEIETTO
Abundance Scan 1784 (12.580 min): BF131894.D\datams ~1on Ratio Lower Upper BREUULIENISS
202.0 202 100 Reviewed By :Christian Giraldo 01/05/2023
le1 9.5 0.0 28.6@ supervised By :Jagrut Upadhyay — 01/05/2023
203 17.7 0.0 37.8
Raw 50
Abundance
8000001  12kg0
01.0
500 | H 150.0 \
e
m/z--> 50 100 150 200 250 300 600000
Abundance Scan 1784 (12.580 min): BF131894.D\data.ms (-
202.0
400000
Sub
50 200000
101.0
0.500 [ 1500, | |
\\’\\\\ \\\\‘\\\\‘\\\\’\\\\‘\ \\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 Time--> 12.55 12.60 12.65
Abundance Scan 2032 (14.039 min): BF131824.D\data.ms (- #76
240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.015 min Scan# 2028
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
Acq: 04 Jan 2023 12:15
ol 660 1701561 208 mM
T ‘ T T T T ‘ T T T T ‘ \ T T T T T i ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ%40 Resp: 196599
Abundance Scan 2028 (14.015 min): BF131894.D\data.ms Ion Ratio Lower Upper
240.1 240 100
120 9.0 6.7 10.1
236 27.0 20.6 31.0
Raw 50
Abundance
14.015
ol 541 88077 1560 2??%-1”\‘\‘“m 2811 200000
e el 202
miz--> 50 100 150 200 250
Abundance Scan 2028 (14.015 min): BF131894.D\data.ms (- 150000
240.1
100000
Sub
50
50000
120.0
ol 541,880 "7 1560 01| ons gE—
m/z--> 50 100 150 200 250 Time--> 14.00
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Abundance Scan 1809 (12.727 min): BF131824.D\data.ms (- #77
184.1 Benzidine
Concen: 42.939 ng
RT: 12.704 min Scan# 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D [(GICHIEEIel(EI(6H
Acq: 04 Jan 2023 12:15 SEIIRCSOEl
o390 650 920 13001560 a
Hw“u‘h“w‘wu“‘u‘w‘w‘wu‘w‘ w‘}u‘iwu‘w“whw“ T .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.84 RESpI 138728\ ERIVEL Integratlons
Abundance Scan 1805 (12.704 min): BF131894.D\datams 10N Ratio Lower Upper BREUULIENIZE
184.1 184 1loe Reviewed By :Christian Giraldo 01/05/2023
185 14.7 11.6 17.48 Ssupervised By :Jagrut Upadhyay — 01/05/2023
183 11.4 9.0 13.4
Raw 50
Abundance
150000 12704
0,391 650 920 1301 1950 | 96
e e e e e RRR R
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1805 (12.704 min): BF131894.D\data.ms (- 100000
184.1
Sub
50 50000
301 650 920 1280 1980 | 5064 ,
R E T R e o
miz--> 40 60 80 100 120 140 160 180 200 Time.> 12.60  12.80
Abundance Scan 1827 (12.833 min): BF131824.D\data.ms (- #78
202.1 Pyrene
Concen: 46.033 ng
RT: 12.810 min Scan# 1823
Ref 50 Delta R.T. -0.006 min
Lab File: BF131894.D
101.0 Acq: 04 Jan 2023 12:15
0 63'0“ I H“ 150'0 L HH
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 Tgt Ion:%02 Resp: 758537
Abundance Scan 1823 (12.810 min): BF131894.D\datams 100 Ratlo Lower Upper
202.0 202 100
200 21.4 16.7 25.1
203 18.1 14.4 21.6
Raw 50
Abundance
12.810
101.0
500 | | 1500 | 281
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 600000
miz--> 50 100 150 200 250
Abundance Scan 1823 (12.810 min): BF131894.D\data.ms (-
202.0 400000
Sub
50 200000
101.0
0 50.0 Ll \“ 150'0 L \\“ 281.. 0
e o T e e e R
m/z--> 50 100 150 200 250 Time--> 12.80
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Abundance Scan 1852 (12.980 min): BF131824.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 93.133 ng
RT: 12.957 min Scan# 1{gEigial=laies
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
. . SSTDCCC040
1221 1601 2121 Acq: @4 Jan 2023 12:15
042'1‘ ‘8%'1‘ I L ol
m/z--> 5‘0 160 15‘;0 2(’)0 25‘0 Tgt Ion:244 Resp: 108244 Manual Integrations
Abundance Scan 1848 (12.957 min): BF131894.D\datams ~1on Ratio Lower Upper LGNS
2442 244 100 Reviewed By :Christian Giraldo 01/05/2023
212 7.9 6.3 9.5 Ssupervised By :Jagrut Upadhyay — 01/05/2023
122 9.0 6.4 9.6
Raw 50
Abundance
12.957
122.1 160.1 2121
ob 24t 920 1 L il 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1848 (12.957 min): BF131894.D\data.ms (-
244.2
500000
Sub
50
54 1\ \\\92\\0 12‘21\ 16\?1 . \212\1\ Luflll /\
\\‘\\\\‘\\\\‘\ \\’\\\ ‘\\ \\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250  Time-> 12.90 13.00 13.10

Abundance Scan 1933 (13.457 min): BF131824.D\data.ms (- #80

510 149.0 Butylbenzylphthalate
' Concen:  47.335 ng
RT: 13.433 min Scan# 1929
Ref 50 Delta R.T. -0.000 min
206.1 Lab File: BF131894.D
111 ' Acq: 04 Jan 2023 12:15
0 T ‘\‘ o “\ ‘\ h‘\ ‘\“ h‘\ \‘“ \“\ l \‘\ ‘\ T ‘ \ T \ ‘2\67\(\) T 3‘1\2\
m/z--> 50 100 150 200 =250 300 @ T&t Ton:149 Resp: 289310
Abundance Scan 1929 (13.433 min): BF131894.D\data.ms Ion Ratio Lower Upper
140.0 149 100
91.0 91 77.8 63.2 94.8
206 22.3 17.9 26.9
Raw 50
Abundance
206.1 13.433
41.1
ol b bl Ll 2670 312, 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 1929 (13.433 min): BF131894.D\data.ms (-
1450 200000
91.0
sub- o 100000
206.1
el A N T O N ) ob S
miz--> 50 100 150 200 250 300 Time--> 13.40 13.45
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Abundance Scan 2030 (14.027 min): BF131824.D\data.ms (- #81
228.1 Benzo(a)anthracene
Concen: 43.034 ng
RT: 14.004 min Scan# 2¢gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
114.0 Acq: 04 Jan 2023 12:15 SEIIRISEEIED
0891 750 | 149.0 189.0 | = 280..
miz--> 5‘0 160 15‘0 260 25‘0 Tgt IOHZ%28 Resp: 61255 Manual Integrations
Abundance Scan 2026 (14.004 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
228.1 228 100 Reviewed By :Christian Giraldo  01/05/2023
226 26.1 22.0 33.0 Supervised By :Jagrut Upadhyay 01/05/2023
229 20.0 16.0 24.0
Raw 50
Abundance
14.004
114.0 600000
89.0 740 |7 163.0196,2 | . 281
e e
m/z--> 50 100 150 200 250
Abundance Scan 2026 (14.004 min): BF131894.D\data.ms (- 400000
228.1
Sub o 200000
114.0
0390 740 163.01952 | . 279. ,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 Time--> 13.95 14.00
Abundance Scan 2024 (13.992 min): BF131824.D\data.ms (- #82
252.0 3,3'-Dichlorobenzidine
Concen: 41.526 ng
RT: 13.968 min Scan# 2020
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
154.0 Acq: 04 Jan 2023 12:15
o520 O )y, 280 | i
T “ il ‘i“\ T ‘”‘\ I [ el “\ [
miz--> 50 100 150 200 250 Tgt IOHZ%52 Resp: 170845
Abundance Scan 2020 (13.968 min): BF131894.D\data.ms 1°0 Ratlo Lower Upper
259.0 252 100
254 64.3 50.4 75.6
126 9.7 7.5 11.3
Raw 50
Abundance
13.968
154.0
B O W O i il N
miz--> 50 100 150 200 250 150000
Abundance Scan 2020 (13.968 min): BF131894.D\data.ms (-
252.0
100000
Sub
50 50000
154.0
520 %00 [ .0 ol
0+t— “‘ w“”w‘h“w “1‘ ‘i“ e ‘”M\“\ I f wm‘w“w T “‘\ L — T T T
miz--> 50 100 150 200 250 Time-> 13.90 14.00
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Abundance Scan 2037 (14.068 min): BF131824.D\data.ms (- #83

228.1 Chrysene
Concen: 42.169 ng
RT: 14.045 min Scan# 2¢gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
113.0 Acq: 04 Jan 2023 12:15 EELIRClelezl)
0890 750 i 1630 . i 28L(
m/z--> 5‘0 160 15‘,0 2(‘)0 25‘,0 Tgt Ion:228 Resp: 56405 Manual Integrations
Abundance Scan 2033 (14.045 min): BF131894.D\datams 10N Ratio Lower Upper BRNEONZ0)
228.1 228 1600 Reviewed By :Christian Giraldo  01/05/2023
226 29.6 23.5 35.3 Supervised By :Jagrut Upadhyay 01/05/2023
229 19.4 16.2 24.2
Raw 50
Abundance
14.045
113.0 600000
0410 740 7] 176.0 | u‘” 282.(
R R e e
m/z--> 50 100 150 200 250
Abundance Scan 2033 (14.045 min): BF131894.D\data.ms (- 400000
228.1
sub 200000
ol 630 1130 1510 1800 | 282.( 0
T R A S LT A A e T
miz--> 50 100 150 200 250 Time-->  14.00 14.10

Abundance Scan 2028 (14.016 min): BF131824.D\data.ms (- #84

149.0 Bis(2-ethylhexyl)phthalate
Concen: 45.224 ng
RT: 13.992 min Scan# 2024
Ref 50 Delta R.T. -0.000 min
57.0 228.1 Lab File: BF131894.D
113.1 Acq: 04 Jan 2023 12:15
ok “H \‘h - ‘“\w ‘\‘\ SRR 185.0 , ‘HH “ ‘2‘7\‘9':"
miz--> 50 100 150 200 250 Tgt Ion:}49 Resp: 336548
Abundance Scan 2024 (13.992 min): BF131894.D\data.ms 100 Ratlo Lower Upper
149.0 149 100
167 27.3 21.8 32.6
279 5.1 3.9 5.9
Raw 50
Abundance
5l 228.1 13/092
104.0
ol H T P ‘ 189.1 “LL‘ - 27?] 300000
miz--> 50 100 150 200 250
Abundance Scan 2024 (13.992 min): BF131894.D\data.ms (-
149.0 200000
Sub
50 100000
57.0 228.1
104.0
ok ‘H . M oo | 11891 “LL‘ - ‘2‘7?':‘] (0] — e
miz--> 50 100 150 200 250 Time--> 13.95 14.00
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Abundance Scan 2132 (14.627 min): BF131824.D\data.ms (- #85
149.0 Di-n-octyl phthalate
Concen: 44.031 ng
RT: 14.604 min Scan# 21Eigial=laies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131894.D (SUERISEUICIe
131 Acq: 04 Jan 2023 12:15 SELIRECE
|| 104.0 192.9 279.1
oL i - ,
miz--> 50 100 150 200 250 300 Tgt Ion:149 RESpI 44110 Manual Integratlons
Abundance Scan 2128 (14.604 min): BF131894.D\datams 10N Ratio Lower Upper BREUULIENISS
149.0 149 1loe Reviewed By :Christian Giraldo 01/05/2023
167 1.6 1.2 1.8Q supervised By :Jagrut Upadhyay — 01/05/2023
43 10.2 8.1 12.1
Raw 50
Abundance
14.604
43.1
0 | ““‘1‘040 188.9231.0 279.2 345, 400000
R i T
m/z--> 50 100 150 200 250 300
Abundance Scan 2128 (14.604 min): BF131894.D\data.ms (1 300000
149.0
200000
Sub
50
100000
43.1
ol d_y. 1040 188.9231.0 2791 345 ,
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time-->  14.55 14.60 14.65
Abundance Scan 2284 (15.521 min): BF131824.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.492 min Scan# 2279
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
132.1 Acq: 04 Jan 2023 12:15
0 T \7\6\0\ f rl “U\ [T \2\0‘3\9\ ey ““\h‘\ L \3\5‘5\
miz--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 135672
Abundance Scan 2279 (15.492 min): BF131894.D\data.ms Ion Ratio Lower Upper
264.1 264 100
260 24.4 18.6 28.0
265 21.8 17 .4 26.0
Raw 50
Abundance
132.1 1592
043-0 89.9 i \H 207'0 b Lk 100000
R e T
m/z--> 50 100 150 200 250 300 350 80000
Abundance Scan 2279 (15.492 min): BF131894.D\data.ms (-
Sub 40000
50
20000
132.1
m/z--> 50 100 150 200 250 300 350 Time--> 15.50
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Abundance Scan 2539 (17.021 min): BF131824.D\data.ms (- #87
276.1  Indeno(1,2,3-cd)pyrene
Concen: 44.409 ng
RT: 16.980 min Scan# 2!gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D [(GlEhISElellEll0f
138.0 Acq: 04 Jan 2023 12:15 SEANRISEISE
ol 630 980 | 1740 2220 Mﬁ
Miz-> 5‘0 160 15‘0 260 25‘0 Tgt Ion:g76 Resp: 38277488VEGINEIRGICETIETTO
Abundance Scan 2532 (16.980 min): BF131894.D\datams = 1on Ratio Lower Upper BREUULIENISE
276.1 276 100 Reviewed By :Christian Giraldo 01/05/2023
138 18.5 14.5 21.78 Supervised By :Jagrut Upadhyay — 01/05/2023
277  24.9 19.7 29.5
Raw 50
Abundance
138.0 150000 16.880
o431 921 | 1739 2240 Mﬁ
I A i
miz--> 50 100 150 200 250
Abundance Scan 2532 (16.980 min): BF131894.D\data.ms (- 100000
276.1
Sub
u 50 50000
138.0
ol 630 989 | 1739 2240 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 Time--> 16.90 17.00 17.10
Abundance Scan 2210 (15.086 min): BF131824.D\data.ms (- #88
252.1 Benzo(b)fluoranthene
Concen: 39.361 ng
RT: 15.062 min Scan# 2206
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
126.0 Acq: 04 Jan 2023 12:15
0 63.0 i 209'0“\“ i
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 8t Ion:252 Resp: 391564
Abundance Scan 2206 (15.062 min): BF131894.D\data.ms 1o0 Ratlo Lower Upper
25p.1 252 100
253  21.4 17.6 26.4
125 7.2 5.8 8.8
Raw 50
Abundance
400000
126.0 .
o 730 0 0o | s e
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2206 (15.062 min): BF131894.D\data.ms (-
252.1
200000
Sub
S0 100000
126.0
o TR0 gt 2000, 4 355 s
miz--> 50 100 150 200 250 300 350 Time-> 15.00 15.05
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Abundance Scan 2216 (15.121 min): BF131824.D\data.ms (- #89
252.1 Benzo(k)fluoranthene
Concen: 41.794 ng
RT: 15.092 min Scan# 2Eigil=lies
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131894.D |(GUEINEEIEIH
_ Acq: @4 Jan 2023 12:15 EEILEEONE
039-1 86.0 L d‘ 173.9 211. Q MH
Miz-> 5b 160 1é0 260 2%0 Tgt Ion:gsz Resp: 40172 88VEGNEIRGIETIETO
Abundance Scan 2211 (15.092 min): BF131894.D\datams = 1oN Ratio Lower Upper BRALL e ISE
252.1 252 166 Reviewed By :Christian Giraldo  01/05/2023
253 21.6 17.7  26.58 supervised By :Jagrut Upadhyay — 01/05/2023
125 6.8 5.4 8.0
Raw 50
Abundance
40000 15.092
126.0
0 54.1 870 o 1579 200.0 M il
e ol =2 el
miz--> 50 100 150 200 250 300000
Abundance Scan 2211 (15.092 min): BF131894.D\data.ms (-
252.1
200000
Sub
50 100000
126.0
0 50.0 860 L d 1579 199.0 m il
T T ‘ T T T T T T T T T T T ‘ T T T T ‘ T T T T T T T ‘ L ‘ LI
miz--> 50 100 150 200 250 Time--> 15.10 15.20
Abundance Scan 2274 (15.463 min): BF131824.D\data.ms (- #90
252.1 Benzo(a)pyrene
Concen: 40.351 ng
RT: 15.433 min Scan# 2269
Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
126.0 Acq: 04 Jan 2023 12:15
G\ T ‘ \7\4\0\ ‘ \“\‘“\ T ‘ T \]_\9‘9\0\‘\ T “\ T ‘ T \3\5‘5\.
m/z--> 50 100 150 200 250 300 350 18t Ion:252 Resp: 316780
Abundance Scan 2269 (15.433 min): BF131894.D\data.ms Ion Ratio Lower Upper
25p.1 252 100
253 21.8 16.6 24.8
125 7.5 5.8 8.8
Raw 50
Abundance
250000 15.433
126.0
740 )| 169.9211.1 ||
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 200000
miz--> 50 100 150 200 250 300 350
Abundance in): -
Scan 2269 (15.433 min): BF123;’12€?§)4.D\data.ms ( 150000
100000
Sub
50
50000
126.0
0 74.0 | 200.0,
——— o
m/z--> 50 100 150 200 250 300 350 Time--> 15.40 1550
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Abundance Scan 2542 (17.039 min): BF131824.D\data.ms (- #91

278.1 | pibenzo(a,h)anthracene
Concen: 45.606 ng
RT: 16.998 min Scan# 2l
Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF131894.D [(GlEhISElellEll0f
139.0 Acq: 04 Jan 2023 12:15 SEANRISEISE
o, 510 870 . .| 1730 2240 . [
Miz-> 5b 100 150 260 2%0 Tgt Ion:278 Resp: 32199 Manual Integrations
Abundance Scan 2535 (16.998 min): BF131894.D\datams 10N Ratio Lower Upper BENEONZ0)
278.1 278 160 Reviewed By :Christian Giraldo  01/05/2023
139 11.2 8.6 12.8W supervised By :Jagrut Upadhyay —01/05/2023
279 22.8 19.0 28.4
Raw 50
Abundance
158 16.098
57.0 98. 0‘ i M 187.0 2240 ||
miz--> 50 100 150 200 250 150000
Abundance Scan 2535 (16.998 min): BF131894.D\data.ms (-
278.1 100000
Sub
50 50000
138
ol 630 999 | M 187.0 2240 || ol
S S VDT EN e St m————
miz--> 50 100 150 200 250 Time--> 17.00

Abundance Scan 2616 (17.474 min): BF131824.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 39.449 ng

RT: 17.427 min Scan# 2608

Ref 50 Delta R.T. -0.000 min
Lab File: BF131894.D
138.0 Acq: 04 Jan 2023 12:15
olsco9s | 221 | s
miz--> 50 100 150 200 250 300 350 18t Ion:276 Resp: 320662
Abundance Scan 2608 (17.427 min): BF131894.D\data.ms Ion Ratio Lower Upper
276.1 276 100

277 22.9 17.9 26.9
138 16.0 13.7 20.5

Raw 50
Abundance
138.0 150000 17.427
0 71.0 n ‘\“ 207.0 iy
Y SN A
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2608 (17.427 min): BF131894.D\data.ms (1 100000
276.1
Sub
50 50000
138.0
0509 910 _ | 2220 | 0
R e
m/z--> 50 100 150 200 250 300 350 Time--> 17.40  17.60
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