Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127995.D

Acqg On : 29 Apr 2022 15:23

Operator : CG\JU

Sample : N2602-03MS 5

Misc : 12-15-SB4-BK-PRISONMS

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Apr 29 17:57:05 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M Reviewed By :Christian Giraldo  05/02/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay  05/02/2022
QLast Update : Thu Apr 28 ©5:13:03 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.922 152 109849 20.000 ng -0.01
21) Naphthalene-d8 8.210 136 430004 20.000 ng 0.00
39) Acenaphthene-di10 9.969 164 248499 20.000 ng 0.00
64) Phenanthrene-d10 11.463 188 442441 20.000 ng 0.00
76) Chrysene-di12 14.110 240 243125 20.000 ng 0.00
86) Perylene-di12 15.615 264 236500 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.551 112 729428 105.765 ng 0.00

7) Phenol-d6 6.557 99 967265 108.088 ng 0.00
23) Nitrobenzene-d5 7.492 82 702258 76.797 ng -0.01
42) 2,4,6-Tribromophenol 10.763 330 286470  114.516 ng 0.00
45) 2-Fluorobiphenyl 9.286 172 1137288 77.425 ng 0.00
79) Terphenyl-di4 13.045 244 1176997 88.523 ng -0.01

Target Compounds Qvalue

2) 1,4-Dioxane .828 88 126736 38.515 ng 97

3) Pyridine .587 79 334316 39.652 ng 98

4) n-Nitrosodimethylamine .552 42 193235 47.349 ng 95

6) Aniline .593 93 249357 23.453 ng 98

8) 2-Chlorophenol .710 128 348562 48.695 ng 99

9) Benzaldehyde .481 77 226474 40.909 ng 97
10) Phenol .569 94 416789m 46.178 ng
11) bis(2-Chloroethyl)ether .663 93 351860 46.995 ng 99
12) 1,3-Dichlorobenzene .863 146 364311 44,215 ng 94
13) 1,4-Dichlorobenzene .940 146 365969 44.498 ng 96
14) 1,2-Dichlorobenzene .093 146 349660 45.925 ng 98
15) Benzyl Alcohol .069 79 315140 51.785 ng 99
16) 2,2'-oxybis(1-Chloropr... .198 45 521033 45.533 ng 98
17) 2-Methylphenol .175 107 305713 49.500 ng 97
18) Hexachloroethane .434 117 141349 46.749 ng 95
19) n-Nitroso-di-n-propyla.. .340 70 266464 48.642 ng 99

20) 3+4-Methylphenols
22) Acetophenone

.328 107 343052 45.981 ng # 89
.334 105 474165 45.242 ng # 920

W W WWOE0O0O0OONO0WWOWOONNNNNNNNNNNNNITOPOODOOOODOOWWN

24) Nitrobenzene .510 77 413680 46.948 ng 99
25) Isophorone .745 82 760303 49.401 ng 99
26) 2-Nitrophenol .822 139 183336 48.827 ng 94
27) 2,4-Dimethylphenol .857 122 335670 53.822 ng 99
28) bis(2-Chloroethoxy)met... .951 93 438217 44.428 ng 98
29) 2,4-Dichlorophenol .063 162 293976 44,993 ng 100
30) 1,2,4-Trichlorobenzene .145 180 324360 43.703 ng 99
31) Naphthalene .234 128 971123 44.342 ng 100
32) Benzoic acid .987 122 224421 50.203 ng 95
33) 4-Chloroaniline .275 127 97798 11.286 ng 96
34) Hexachlorobutadiene .339 225 211947 45.338 ng 98
35) Caprolactam .657 113 97355m  46.160 ng

36) 4-Chloro-3-methylphenol .763 107 334657 47.959 ng 98
37) 2-Methylnaphthalene .922 142 660689 45.647 ng 100
38) 1-Methylnaphthalene .022 142 629233 44.726 ng 98
49) 1,2,4,5-Tetrachloroben... .086 216 322426 44.020 ng 99
41) Hexachlorocyclopentadiene .069 237 363135 91.507 ng 100
43) 2,4,6-Trichlorophenol .198 196 216855 44,995 ng 100
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127995.D

Acqg On : 29 Apr 2022 15:23

Operator : CG\JU

Sample : N2602-03MS 5

Misc . 12-15-SB4-BK-PRISONMS

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Apr 29 17:57:05 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M Reviewed By :Christian Giraldo  05/02/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 05/02/2022
QLast Update : Thu Apr 28 05:13:03 2022
Response via : Initial Calibration

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

44) 2,4,5-Trichlorophenol 9.239 196 235533 44,956 ng 99
46) 1,1'-Biphenyl 9.386 154 825528 44.848 ng 99
47) 2-Chloronaphthalene 9.416 162 606711 43.296 ng 98
48) 2-Nitroaniline 9.510 65 225502 47.573 ng 93
49) Acenaphthylene 9.834 152 988599 46.120 ng 100
50) Dimethylphthalate 9.692 163 747106 44.829 ng 99
51) 2,6-Dinitrotoluene 9.757 165 171179 47.440 ng 93
52) Acenaphthene 10.004 154  726601m 50.420 ng

53) 3-Nitroaniline 9.922 138 100435 25.066 ng 98
54) 2,4-Dinitrophenol 10.033 184 191909 100.989 ng # 83
55) Dibenzofuran 10.175 168 900327 43.302 ng 98
56) 4-Nitrophenol 10.092 139 263436 86.100 ng 94
57) 2,4-Dinitrotoluene 10.163 165 230034 48.128 ng 95
58) Fluorene 10.522 166 686870 44.273 ng 100
59) 2,3,4,6-Tetrachlorophenol 10.292 232 200696 45.554 ng 98
60) Diethylphthalate 10.392 149 736304 45.055 ng 99
61) 4-Chlorophenyl-phenyle... 10.510 204 342030 44,364 ng 98
62) 4-Nitroaniline 10.545 138 152315 38.883 ng 99
63) Azobenzene 10.669 77 803350 44.674 ng 99
65) 4,6-Dinitro-2-methylph... 10.569 198 129415 49.227 ng 95
66) n-Nitrosodiphenylamine 10.633 169 617766 44.873 ng 99
67) 4-Bromophenyl-phenylether 11.004 248 222793 45.424 ng 93
68) Hexachlorobenzene 11.069 284 240030 46.449 ng # 91
69) Atrazine 11.157 200 218067 51.225 ng 97
70) Pentachlorophenol 11.263 266 274173 90.186 ng 97
71) Phenanthrene 11.486 178 1013076 43.743 ng 100
72) Anthracene 11.539 178 1038449 45.012 ng 99
73) Carbazole 11.692 167 909284 40.894 ng 99
74) Di-n-butylphthalate 12.016 149 1127698 45.103 ng 99
75) Fluoranthene 12.680 202 1024252 42.021 ng 96
77) Benzidine 12.804 184 293773 63.860 ng 97
78) Pyrene 12.910 202 1011511 51.539 ng 929
80) Butylbenzylphthalate 13.521 149 401481 52.190 ng 92
81) Benzo(a)anthracene 14.098 228 749993 46.282 ng 99
82) 3,3'-Dichlorobenzidine 14.057 252 177373 34.473 ng 98
83) Chrysene 14.133 228 690165 44,595 ng 99
84) Bis(2-ethylhexyl)phtha... 14.074 149 525037 51.467 ng 100
85) Di-n-octyl phthalate 14.692 149 763135 48.272 ng 99
87) Indeno(1,2,3-cd)pyrene 17.157 276 822743 52.119 ng 98
88) Benzo(b)fluoranthene 15.168 252 668616 45.012 ng 99
89) Benzo(k)fluoranthene 15.198 252 654784 43.753 ng 99
90) Benzo(a)pyrene 15.551 252 660788 53.629 ng 98
91) Dibenzo(a,h)anthracene 17.180 278 705100 55.694 ng 97
92) Benzo(g,h,i)perylene 17.633 276 722817 54.176 ng 98

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

8270-BF042222.M Mon May 02 06:04:04 2022 Pag 2



Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127995.D

Acqg On : 29 Apr 2022 15:23

Operator : CG\JU

Sample : N2602-03MS 5

Misc : 12-15-SB4-BK-PRISONMS

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Apr 29 17:57:05 2022 APPROVED

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M Reviewed By :Christian Giraldo  05/02/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~— 05/02/2022
QLast Update : Thu Apr 28 ©5:13:03 2022
Response via : Initial Calibration

Abundance TIC: BF127995.D\data.ms
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Abundance Scan 792 (6.945 min): BF127861.D\data.ms (-78 #1
150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.922 min Scan# 7{gSidtipgl=lpies
Ref 50 115.0 Delta R.T. -0.012 min \A_
78.1 Lab File: BF127995.D [(GICHIEEIel(EI(6H
52.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
Owww‘i\\‘!‘\‘ “”\\\“!i\“\gwsw‘g\\‘\w“\1\3\1.\8‘\‘1“\“\‘\
miz--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 10984 Manual Integrations
Abundance  Scan 788 (6.922 min): BF127995.D\datams 10N Ratio Lower Upper BRNEONZ0)
150.0 152 160 Reviewed By :Christian Giraldo  05/02/2022
150 160.6 125.3 187.98 supervised By :Jagrut Upadhyay — 05/02/2022
115 67.4 48.8 73.2
Raw 50 115.0
521 78.1 Abundance
G T \“‘ T \“\‘ ‘ \ T \“\‘ \“\ \9§ ‘9\ T \ }“ \]-\3\]-.\9‘ T T
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 788 (6.922 min): BF127995 D\data.ms (-77 6,922
15p.0 100000
Sub
50 61 115.0 50000
52.1
0 L0968 | 1319 ot
miz--> 40 60 80 100 120 140 160 Time> 690  6.95

Abundance Scan 83 (2.775 min): BF127861.D\data.ms (-76)| #2

88.1 1,4-Dioxane
58.1 Concen: 38.515 ng
RT: 2.828 min Scan# 92
Ref 50 Delta R.T. ©.065 min
43.1 Lab File: BF127995.D
‘ ‘ Acq: 29 Apr 2022 15:23
0\‘\\\\‘\U\\‘\\\\‘\\\\‘\\\\‘\\\"\\\\
miz--> 30 40 50 60 70 80 90 Tgt Ion:.88 Resp: 126736
Abundance  Scan 92 (2.828 min): BF127995 D\datams | 10N Ratlo Lower Upper
8g.1 88 100
58.1 58 78.1 61.0 91.4
43 33.2 24.9 37.3
Raw 50
43.1 Abundance
2.828
80000
0\‘\\\\“1“\\‘\\\\‘\\\6\8‘9\\\\‘\\\‘\\\\
miz--> 30 40 50 60 70 80 90 60000
Abundance Scan 92 (2.828 min): BF127995.D\data.ms (-30)
88.1
58.0
40000
Sub
50
43.0 20000
0728 [T T T T[T T T T[T T T TTT
miz--> 30 40 50 60 70 80 90 Time-> 2.75 2.80 2.85 2.90
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Abundance Scan 215 (3.552 min): BF127861.D\data.ms (-21 #3

791 Pyridine

Concen: 39.652 ng
RT: 3.587 min Scan# 28 lEgies
Ref 50 Delta R.T. 0.047 min

Lab File: BF127995.D [(®lEIEETisliEllof
394 Acq: 29 Apr 2022 15:23 IPBERSEEENCIRSONYS
0 T H‘\ “ T T . T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

mjze> 50 100 150 200 250 Tgt Ion: 79 Resp: 33431¢RWVENIENGIE[EERNE
Abundance  Scan 221 (3.587 min): BF127995.D\data.ms 10N Ratio Lower Upper BRNZZHONZS)
79.1 79 160 Reviewed By :Christian Giraldo 05/02/2022

52 71.5 58.3 87.5
51 36.6 28.6 42.8

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50
Abundance
3.587
39. 150000
ol \ | 147.0 193.0 281l
T T T ‘ T L T ‘ T T T T ‘ T L T ‘ T T L
m/z--> 50 100 150 200 250
Abundance Scan 221 (3.587 min): BF127995.D\data.ms (-19 100000
79.1
sub 50000
39. #
0 ”‘ ‘\\“‘\‘\\\1\47‘(\)\;9\30\\\\‘\2\8\1'\' OV\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 Time--> 3.50 3.60 3.70 3.80

Abundance Scan 210 (3.522 min): BF127861.D\data.ms (-20 #4

74.1 n-Nitrosodimethylamine
Concen: 47.349 ng
RT: 3.552 min Scan# 215
Ref 50 Delta R.T. ©0.041 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
[ 1\ T I T \1\4\7\9 %0‘7\\(\) \2‘6\7\\]\.‘ \:\34\1";\ \\4‘1\5\\0\ [T
miz--> 50 100 150 200 250 300 350 400 450 18t Ion: 42 Resp: 193235
Abundance  Scan 215 (3.552 min): BF127995.D\data.ms Ion Ratio Lower Upper
74.1 42 100
74 117.2 99.0 148.4
44 6.4 5.2 7.8
Raw 50
Abundance
3.652
0 T 1\ ‘ ‘\ TTT ‘ T \]-\4\.7.\]\- %0‘7\.\1\-\ ‘2\\8\1-\-‘0\ \\3\5‘5\.\]-\ \4‘]_\5\.\1\ ‘4\7\5\. 100000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 215 (3.552 min): BF127995.D\data.ms (-19
74.1
50000
Sub
50
oL 147.1207.1 281.0 355 1415.1475. 01
O R e e R R AN R T
m/z--> 50 100 150 200 250 300 350 400 450  Time--> 350 3.60
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Abundance Scan 557 (5.563 min): BF127861.D\data.ms (-55 #5

112.0 2-Fluorophenol
Concen: 105.765 ng
RT: 5.551 min Scan# S lEies
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0' \ \ \ \ T \ T T ‘\ L L T ; T .
miz--> ‘ 160 1&0 1)10 1é0 Tgt Ion:112 Resp: 729428RVENIENGIE[EHRNE
Abundance Scan 555 . 551 min): BF127995. D\datams 10N Ratio Lower Upper SNGEHONIZE)
11p.0 112 1e0 Reviewed By :Christian Giraldo  05/02/2022

64 69.6 49.5 74.3

Supervised By :Jagrut Upadhyay 05/02/2022

63 38.2 26.3 39.5
Raw 50
Abundance
5.551
600000
0! \\\‘ \‘\‘H“\‘HH’HH’HH
m/z--> 100 120 140 160
Abundance Scan 555 (5.551 mm). BF127995.D\data.ms (-50
112.0 400000
sub 200000
O' \\\‘\\\‘\\“\‘\\\\’\\\\’\\\\ OV\\‘\\\\‘\\\\‘\
m/z--> 100 120 140 160 Time--> 550 5.60 5.70

Abundance Scan 735 (6.610 min): BF127861.D\data.ms (-72 #6

93.1 Aniline
Concen: 23.453 ng
RT: 6.593 min Scan# 732
Ref 50 66.1 Delta R.T. -0.006 min
Lab File: BF127995.D
39.0 Acq: 29 Apr 2022 15:23
GH‘wh\‘\‘u;\"m“\”“m‘\"‘m‘m“HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 | 18t Ion: 93 Resp: 249357
Abundance  Scan 732 (6.593 min): BF127995.D\data.ms Ton Ratio Lower Upper
93.1 93 100
66 41.4 32.2 48.4
65 21.6 16.7 25.1
Raw
>0 66.1 Abundance
39.1
o1 “‘”\‘\”\”\“‘1‘\”‘”!‘\‘\m‘m\‘uu‘uu‘u\%q\e'\g 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 732 (6.593 min): BF127995.D\data.ms (-68
93.1 200000 503
Sub
50 66.1 100000
39.1
0‘““‘1““”““\““”‘\HM‘\mwHw”w”w”w”” A A AR
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.50 6.55 6.60 6.65
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Abundance Scan 728 (6.569 m
99.

n): BF127861.D\data.ms (-72 #7
1

Phenol-d6
Concen: 108.088 ng

Ref 50 711 Delta R.T. -0.006 min |
421 Lab File: BF127995.D [(GlEhISEnlellEll0f
OTFM\‘M\““MHH‘\\\‘\w\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 99 Resp: 96726
Abundance  Scan 726 (6.557 min): BF127995.D\datams 10N Ratio Lower Upper
99.1 99 100
42 21.6 16.6 24.8
71 39.9 30.0 45.0
Raw 50
1 Abundance
42.1 6.557
O‘v—v—r‘m‘ \““‘\““‘M“}Hi t [T \‘\H TTTTTTTT ‘:\L?’%‘S\ T %0‘2\\8\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 726 (6.557 min): BF127995.D\data.ms (-67
9d.1 400000
Sub
50 71.1 200000
42.1
wﬂhww\\w_‘MH‘W“lﬁa-ﬁm_‘aq%-‘s of —J — — =~
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.50 6.60

Abundance Scan 755 (6.728 min): BF127861.D\data.ms (-74 #8

128.0 2-Chlorophenol
Concen: 48.695 ng
64.0 RT: 6.710 min Scan# 752
Ref 50 Delta R.T. -0.012 min
Lab File: BF127995.D
39.1 92.0 Acq: 29 Apr 2022 15:23
obrdl el M‘ 780, \ 1130l
miz--> 40 60 80 100 120 Tgt Ion:128 Resp: 348562
Abundance  Scan 752 (6.710 min): BF127995.D\data.ms Ion Ratio Lower Upper
128.0 128 100
130 32.3 11.6 51.6
64 53.1 33.8 73.8
R sp 64.0
Abundance
39.1 92.0 6.710
oLl el M‘ 780, L 41089l 300000
m/z--> 40 80 100 120
Abundance Scan 752 (6.710 min): BF127995.D\data.ms (-70
128.0 200000
Sub 64.0
50 100000
39.1 92.0
o S M‘ 780 Ml‘o‘sg - _—_—_
miz--> 40 80 100 120 Time--> 6.70  6.80
BF127995.D 8270-BF042222.M Mon May 02 06:04:05 2022

RT: 6.557 min Scan#t 7SiiiglEhies

Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

Page 7



Abundance Scan 716 (6.498 min): BF127861.D\data.ms (-71 #9

77.1 105.0 Benzaldehyde
Concen: 40.909 ng
510 RT: 6.481 min Scan# 7lgSidtipgl=lgies
Ref 50 ‘ Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0' ‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘77 RESpZ 22647 WY ERIEL Integratlons
Abundance  Scan 713 (6.481 min): BF127995.D\datams 10" Ratio Lower Upper BRNEON=0)
77.1 105.0 77 160 Reviewed By :Christian Giraldo  05/02/2022
1e5 93.6 74.9 114.9 Supervised By :Jagrut Upadhyay 05/02/2022
106 88.3 72.2 112.2
Raw 5o 511
Abundance
250000 6.481
0' ‘\\\\‘\‘\\\‘\\\\‘]\-5%-‘7\\\\‘\\2\9‘0\-\8\\
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 713 (6.481 min): BF127995.D\data.ms (-66
77.1 105.0 150000
Sub 100000
50 51.1
50000
0 SIS RS- S— 1R e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.40 6.45 6.50

Abundance Scan 730 (6.581 min): BF127861.D\data.ms (-72 #10

94.0 Phenol
Concen: 46.178 ng m
RT: 6.569 min Scan# 728
Ref 50 66.1 Delta R.T. -0.006 min
30.1 Lab File: BF127995.D
‘ ‘ Acq: 29 Apr 2022 15:23
0\\\“l‘\‘\”\“\““‘\‘\\‘\‘\\\“\“\\\\‘HH‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 94 Resp: 416789
Abundance  Scan 728 (6.569 min): BF127995.D\data.ms Ion Ratio Lower Upper
94.1 94 100
65 31.3 10.6 50.6
66 42.6 22.6 62.6
Raw 50 66.1
Abundance
39.1 6- 69
Ol “‘h et T \“\“‘ T T T[T T T[T T T T[T 7T \2\9\4\\7\ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 728 (6.56994 n;in): BF127995.D\data.ms (-67 300000
200000
Sub
50 66.1
391 100000
Ol i bt e 2047 o= -
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.50 6.55 6.60

BF127995.D 8270-BF042222.M Mon May 02 06:04:05 2022 Page 8



Abundance Scan 747 (6.681 min): BF127861.D\data.ms (-74 #11

63.0 93.0 bis(2-Chloroethyl)ether
' Concen:  46.995 ng
RT: 6.663 min Scan# 740l
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
o434, ‘ | 109.0 142.0
Mz 4‘0 Gb Sb 160 12‘0 1)10 Tgt Ion:'93 Resp: 35186(IVERNEIRGICETIETTO
Abundance  Scan 744 (6.663 min): BF127995.D\data.ms 10N Ratio Lower Upper BREELULIENIZS
93.0 23 1oe Reviewed By :Christian Giraldo 05/02/2022
63.0 63 77.9 58.6 98.68 supervised By :Jagrut Upadhyay — 05/02/2022
95 32.8 12.9 52.9
Raw 50
Abundance
6(663
43.1 ‘
O “‘i‘ \‘”\ T ‘” T Tt T \1\1\6-‘0\ T \:!-4‘.2\9\ 1 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 744 (6.663 min): BF127995.D\data.ms (-69
93.0 200000
63.0
Sub
50 100000
ol 230, ‘ 1160 142.0 0.
R T T T e L T
miz--> 40 60 80 100 120 140  Time—> 6.65

Abundance Scan 782 (6.887 min): BF127861.D\data.ms (-77 #12
146.0 1,3-Dichlorobenzene

Concen: 44.215 ng

RT: 6.863 min Scan# 778

Ref 50 111.0 Delta R.T. -0.012 min
75.0 Lab File: BF127995.D
50.1 Acq: 29 Apr 2022 15:23
fo ‘H‘ : ‘\‘\‘ o “‘} ‘ \\“9‘3-‘9‘ : \“1‘\ ] ‘\‘\“ -
miz--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 364311

Abundance  Scan 778 (6.863 min): BF127995 D\datams 10N Ratio Lower Upper
146.0 146 100

148 63.1 52.1 78.1
75 39.3 26.2 39.4

Raw 50 111.0
75.0 Abundance
50.0 400000 6.863
(e \h‘ T \“‘\ l i‘”\ T i“} T “”\9?’.\1‘ T \”‘\ T \‘\“\ ™
m/z--> 40 60 80 100 120 140 300000
Abundance Scan 778 (6.863 min): BF127995.D\data.ms (-72
146.0
200000
Sub
111.0
50 75.0 100000
50.0
0"w"““mium“l‘l“uu‘mww””_““u‘ J LA e S
m/z--> 40 60 80 100 120 140 Time--> 6.80 6.85 6.90
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Abundance Scan 795 (6.963 min): BF127861.D\data.ms (-78 #13

146.0 1,4-Dichlorobenzene
Concen: 44.498 ng
RT: 6.940 min Scan# 7{gSidtipl=lpies
Ref 50 111.0 Delta R.T. -0.012 min

=0 Lab File: BF127995.D (SUERIEEG oM
50.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0L ‘ T \“\ by “ T \“} T }“\9\4\0‘ T \”}‘ L L B ‘\“\ |
miz--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 36596 Manual Integrations

I[sJold  APPROVED

Reviewed By :Christian Giraldo  05/02/2022
Supervised By :Jagrut Upadhyay 05/02/2022

Abundance  Scan 791 (6.940 min): BF127995.D\datams 10N Ratio Lower
146.0 146 100

148 63.9 52.3 78.5
111 47.2 33.9 50.9

Raw 50 111.0
75.0 Abundance
50.0 6.940
G T \“ T \“\ ‘\ “\ T \“\‘ ‘ U \9\3.\1‘ T \”‘\ ‘ T T 17T ‘ \‘\“\ T ‘
miz--> 40 60 80 100 120 140 300000
Abundance Scan 791 (6.940 min): BF127995.D\data.ms (-74 /‘\
1459 200000
Sub
50 75.0 1110 100000
50.0 §
0m‘_“‘muH“J‘Um”_M‘WHW‘A‘W e
m/z--> 40 60 80 100 120 140 Time--> 6.90 6.95 7.00

Abundance Scan 821 (7.116 min): BF127861.D\data.ms (-81 #14

146.0 1,2-Dichlorobenzene
Concen: 45.925 ng

RT: 7.093 min Scan# 817
Ref 50 111.0 Delta R.T. -0.012 min

Lab File: BF127995.D

50.0 Acq: 29 Apr 2022 15:23

G\\\‘\\“\\’\\\“}‘\‘\\.\9‘\\‘}‘\‘\\\\‘\‘\“\\‘
miz--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 349660

Abundance  Scan 817 (7.093 min): BF127995 D\datams 10N Ratio Lower Upper
146.0 146 100

148 64.8 51.8 77.6
111 48.5 36.6 55.0

Raw g 111.0
75.0 Abundance
50.1 7.093
0 T T \ ‘ T \“\ ‘\ o T ‘h‘ “9\2\\0‘ T ‘\MH‘ T ‘ LI ‘ \‘\“\ T ‘
miz--> 80 100 120 140 300000
Abundance Scan 817 (7 093 min): BF127995.D\data.ms (-76
146.0 200000
sub o 111.0
75.0 100000
50.1
oww\u,‘m\wwuf%%e)_w_wm oS
miz-> 80 100 120 140 Time--> 7.05 710 7.15
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Abundance Scan 815 (7.081 min): BF127861.D\data.ms (-81 #15

79.1 Benzyl Alcohol
108.1 Concen: 51.785 ng
RT: 7.069 min Scan# 8UgSiAtTIEs
Ref 50 Delta R.T. -0.006 min |
51.0 Lab File: BF127995.D (SUEHIEEIsICIEH
Acd: 29 Apr 2022 15:23 HEREESElE=l RSOV
| 150.0 g P
0! T \Hi ™ Tl \‘ T T \1\3\2\0‘ T \H T
miz--> 40 60 80 100 120 140 160 Tgt Ion: 79 Resp: 31514 Manual Integrations
Abundance  Scan 813 (7.069 min): BF127995.D\data.ms 1o Ratio Lower Upper BREELULIENIZS
79.1 79 100 Reviewed By :Christian Giraldo 05/02/2022
108.1 108 71.6 57.0 85. Supervised By :Jagrut Upadhyay 05/02/2022
77 64.7 50.2 75.4
Raw 50
511 Abundance
0' T \H‘\ T ‘ \‘ \‘\ T ‘ T T 1T ‘ T T 1T ‘ T 7.069
m/z--> 40 60 80 100 120 140 160
- 200000
Abundance Scan 813 (7.069 min): BF127995.D\data.ms (-76
79.1
108.1
Sub 100000
50
51.1
O' T \H‘\ T ‘ \‘ \‘\ T ‘ T T T ‘ T T ‘ T OV T ‘ L ‘ L
miz--> 40 60 80 100 120 140 160 Time--> 7.00 7.10
Abundance Scan 838 (7.216 min): BF127861.D\data.ms (-82 #16
45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 45.533 ng
RT: 7.198 min Scan# 835
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
77.0 121.0 Acq: 29 Apr 2022 15:23
G\\\“Hi‘\“\\‘\\\\“"\\\\.‘\\\\“\\\\‘\\\\"\
m/z--> 40 60 80 100 120 140 160 gt Ion: 45 Resp: 521033
Abundance  Scan 835 (7.198 min): BF127995 D\datams = 10N Ratlo Lower Upper
45.1 45 100
77 15.5 0.0 34.9
79 12.9 0.0 31.6
Raw 50
Abundance
770 121.0 798
Ol— \‘i“i‘\“\ T \H" T \97?’\9‘ I “\ T \:\]-\55\‘1\ 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 835 (7.198 min): BF127995.D\data.ms (-78
481 200000
Sub
50 100000
77.0 121.0
ob b e L 155 o —
miz--> 40 60 80 100 120 140 160 Time--> 7.107.157.207.25
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Abundance Scan 833 (7.187 min): BF127861.D\data.ms (-82 #17

108.1 2-Methylphenol
Concen: 49.500 ng
RT: 7.175 min Scan# 8ligiidtipl=lgies
Ref 50 77.0 Delta R.T. -0.006 min _
90.0 Lab File: BF127995.D (SUEEQISEIAEIN
51.0 ‘ Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0wHMw“\m“”?ﬁ”w”‘w“\‘ww‘wwww :
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:107 Resp: 30571 Manual Integrations
Abundance  Scan 831 (7.175 min): BF127995.D\datams 10" Ratio Lower Upper BRNE i ON=0)
108.1 167 1ee Reviewed By :Christian Giraldo  05/02/2022
les8 114.4 90.2 135.2 Supervised By :Jagrut Upadhyay 05/02/2022
77 56.3 41.9 62.9
Raw 50 77.1 79 54.7 41.8 62.8
Abundance
51.1 90.0 400000
o S, 1L o0
m/z--> 30 40 50 60 70 80 90 100110120 300000
Abundance Scan 831 (7.175 min): BF127995.D\data.ms (-78 7.175
108.1
200000
Sub 77.1
50 100000‘
51.1 90.0
ol et b 282 ML 1210 o
m/z--> 30 40 50 60 70 80 90 100110120 Time--> 710 7.20 7.30

Abundance Scan 879 (7.457 mln) BF127861.D\data.ms (-87 #18

16.9 2009  Hexachloroethane
Concen: 46.749 ng
165.9 RT: 7.434 min Scan# 875
Ref 50 Delta R.T. -0.012 min
470 820 Lab File: BF127995.D
‘ ‘\ ‘ ‘ ! ‘ ‘ Acq: 29 Apr 2022 15:23
0\\‘\’\\‘\\"\\\\’\\\1’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 141349
Abundance  Scan 875 (7.434 min): BF127995 D\datams | 10N Ratlo Lower Upper
116.9 2009 117 1ee
119 96.4 76.2 114.4
165.9 201 97.6 84.4 126.6
Raw 50
47.0 Abundance
82.0 ‘ 7434
0 ””||||
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 875 (7.434 min): BF127995.D\data.ms (-82
116.9 200.9
Sub 165.9 50000
50
47.0 82.0 ‘ ‘
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.40  7.45
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Abundance Scan 862 (7.357 min): BF127861.D\data.ms (-85 #19

105.0 n-Nitroso-di-n-propylamine
Concen: 48.642 ng
RT: 7.340 min Scan# 8{EidllEies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127995.D (SUEEQISEIAEIN
3.F Acq: 29 Apr 2022 15:23 HiRsltRe SISV
0 \‘L ‘“\\h\“\ \ ’I\\[ L T ‘ T \\29\7\}\ ‘2\\8\]-\ ‘9\ \3\\5‘5\\(\)\ ‘ TT ﬂ?\]_\ \()\ ‘ \54\‘9\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: ] 70 Resp: 266464V EQIIEL Integratlons
Abundance  Scan 859 (7.340 min): BF127995.D\datams 10" Ratio Lower Upper BRNEON=0)
105.0 70 100 Reviewed By :Christian Giraldo  05/02/2022
42 60.6 . Supervised By :Jagrut Upadhyay 05/02/2022
101 9.
Raw 50 130 19.
Abundance
3
G\Jﬂwlm2071281135504751 200000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 859 (7.340 min): BF127995 D\data.ms (80 120000
105.0
100000
Sub
50
50000
3
ol L 2071 2m1 3850 ars1 e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 7.25 7.30 7.35

Abundance Scan 860 (7.345 min): BF127861.D\data.ms (-85 #20

107.1 3+4-Methylphenols

Concen: 45.981 ng

RT: 7.328 min Scan# 857
Ref 5031 Delta R.T. -0.006 min

Lab File: BF127995.D
Acq: 29 Apr 2022 15:23

0' ‘\\“‘!1\‘\]\-\9\:3‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:167 Resp: 343652
Abundance  Scan 857 (7.328 min): BF127995 D\datams | 10N Ratlo Lower Upper
711 107 100
108 90.9 73.4 113.4
77 112.7 71.1 111.1#
Raw gg 79 35.9 17.1 57.1
Abundance
ol Ll F‘??l‘?ﬂ?‘l‘%‘??“?ﬁzﬁ‘?‘ 4150 482. 400000
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 857 (7.328 min): BF127995.D\data.ms (-80 300000
771
200000
Sub
50
100000
ol (Ll 193.0 267.0 341.0 415.0 489. 0
\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\ T
miz--> 50 100 150 200 250 300 350 400 450  Time--> 7.30 7.40
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Abundance Scan 1010 (8.228 min): BF127861.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.210 min Scan# 1{gSidtipgl=lpies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127995.D [(GlEhISEnlellEll0f
541 108.1 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
oL \3\8‘:"‘\ T H\ T 1‘1 \7}8“‘9\‘ \9\3\0‘ \‘\‘ L M“‘ ™
miz--> 40 60 80 100 120 140 Tgt IOI’]Z:!.36 RESpZ 43000 WY ERIEL Integrations
Abundance Scan 1007 (8.210 min): BF127995.D\data.ms 10" Ratio Lower Upper BRNEONZ0)
136.1 136 1600 Reviewed By :Christian Giraldo  05/02/2022
137 1e.7 8.6 13.0f/ supervised By :Jagrut Upadhyay —05/02/2022
54 8.0 6.8 10.2
Raw 5 68 5.9 5.1 7.7
Abundance
8.210
541 80 1 108.1 400000
G\\3\8.‘Q\\H\‘}w\“i“\‘\\\‘\‘\‘\\’\1}““\\
miz--> 40 60 80 100 120 140 300000
Abundance Scan 1007 (8.210 min): BF127995.D\data.ms (-9
136.1
200000
Sub
50
100000
108.1
54.1
0. 380 T 8t Ll .
miz--> 40 60 80 100 120 140 Time-> 8.15 820 825

Abundance Scan 862 (7.357 min): BF127861.D\data.ms (-85 #22

105.0 Acetophenone
Concen: 45.242 ng
RT: 7.334 min Scan# 858
Ref 50 Delta R.T. -0.012 min
Lab File: BF127995.D
3.F Acq: 29 Apr 2022 15:23
0 \‘L ‘“\\ -t ’“\\[ L T \\2\0‘\7\:\]_\ ‘2\\8\1\ ‘9\\3\75‘5\\9\ T \4\?\1\ \0\ T \\\5\4\.‘9\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:165 Resp: 474165
Abundance  Scan 858 (7.334 min): BF127995.D\data.ms Ion Ratio Lower Upper
771 105 100
71 8.1 7.3 10.9
51 39.7 23.7 35.5#
Raw 50 120 20.4 17.0 25.6
Abundance
0 l MMM 207.1 281.1355.1  475.1
SRR AR AR R NAR RN AR AR AR RARRRARRRR 300000
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance Scan 858 (7.334 min): BF127995.D\data.ms (-80
710 200000
Sub 50
100000
olllini by 20710818851  asn
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 7.257.307.357.40
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Abundance Scan 888 (7.510 min): BF127861.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
Concen: 76.797 ng
54.1 RT: 7.492 min Scan# 8{gSiidiipl=lpies
Ref 50 Delta R.T. -0.012 min
128.1 . - .
Lab File: BF127995.D [(@lElsstllel(El(ef
Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0l \‘“\ \‘!‘\H‘\‘\ M“\ TT \"\H\’H‘H’HH’\]T?\G’.\I\ \\’\\2\\2‘0\.?'
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ‘82 Resp: 70225 Manual Integratlons
Abundance  Scan 885 (7.492 min): BF127995.D\data.ms 10N Ratio Lower Upper BEELULIENIZS
82.1 82 1@ Reviewed By :Christian Giraldo 05/02/2022
128 37.1 36.6 45.08 supervised By :Jagrut Upadhyay — 05/02/2022
54 51.3 41.3 61.9
Raw 50 54.1
128.1 Abundance
600000 7.492
G\\\‘“\\”!‘\‘\‘\‘\‘\“““\\H"\H\"H‘H’\H\’\\\\’]\-\9%-’9\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 885 (7.492 min): BF127995 D\data.ms (83 400000
82.0
Sub 200000
50 54.0
128.1
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.45 7.50
Abundance Scan 891 (7.528 min): BF127861.D\data.ms (-88 #24
71.0 Nitrobenzene
Concen: 46.948 ng
51.1 RT: 7.510 min Scan# 888
Ref 50 123.0 Delta R.T. -0.012 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
0\H““H“}\“\‘\\‘w‘\\\‘\‘\H\‘MH‘\H\‘HH‘HH"HH‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ion: 77 Resp: 413680
Abundance  Scan 888 (7.510 min): BF127995.D\datams = 10N Ratlo Lower Upper
77.1 77 100
123 39.2 32.0 48.0
511 65 14.3 11.0 16.6
Raw 50 ’
123.0 Abundance
7.510
0\H”“H“}\“\‘\\‘W‘\\\‘\‘\H\‘MH‘\H\‘\\\\‘\\\\‘\\2\\2‘1\.\c 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 888 (7.510 min): BF127995.D\data.ms (-83 300000
77.0
200000
Sub 50 51.0
123.0
100000
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.45 7.50 7.55
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Abundance Scan 931 (7.763 min): BF127861.D\data.ms (-92 #25
821 Isophorone
Concen: 49.401 ng
RT: 7.745 min Scan# 9lgiSidiipl=lgies
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF127995.D [(®lEIEETisliEllof
39.1 54.1 138.1 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0\\\“‘\\‘\“‘\‘\‘\\\“‘\\\\‘J\-]\-O\.J\-‘\\\\‘\\
miz--> 80 100 120 140 Tgt Ion: ‘82 Resp: 76030 Manual Integrations
Abundance Scan 928 (7 745 min): BF127995. D\datams 100 Ratio Lower Upper SRELLLICE)
82.1 82 1o Reviewed By :Christian Giraldo 05/02/2022
95 7.4 5.6 8.4W supervised By :Jagrut Upadhyay — 05/02/2022
138 15.4 12.5 18.7
Raw 50
Abundance
39.1 54 1 138.1 600000 7145
- L w01 ]
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 60 80 100 120 140
Abundance Scan 928 (7.745 min): BF127995.D\data.ms (-87 400000
82.1
sub 200000
39.0 54.0 138.1
GH‘\‘um"uw\m??m‘l‘zs‘lw\_‘ o
m/z--> 60 80 100 120 140 Time--> 7.70 7.75 7.80
Abundance Scan 944 (7.840 min): BF127861.D\data.ms (-93 #26
139.0 2-Nitrophenol
65.0 Concen: 48.827 ng
39.0 ’ RT: 7.822 min Scan# 941
Ref 50 Delta R.T. -0.012 min
109.0 Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
0' \\\‘\\U‘\‘\‘\‘\\“\\\\}\\\\‘\\\\‘\\\\2‘(\)\7'\9
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:139 Resp: 183336
Abundance  Scan 941 (7.822 min): BF127995.D\datams = 190 Ratio Lower Upper
130.0 139 100
65.1 109 37.6 27.4 41.2
. a1 65 67.8 50.8 76.2
aw 5
109.0 Abundance
7.822
1 N 150000
0' \\H\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 941 (7.822 min): BF127995.D\data.ms (-89
139.0 100000
65.1
39.0
Sub
50 109.0 50000
0' \\H\“‘\\H‘\‘\‘\‘\\“\\\\}\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.75 7.80 7.85
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Abundance Scan 949 (7.869 min): BF127861.D\data.ms (-93 #27
10y.1 2,4-Dimethylphenol
Concen: 53.822 ng
RT: 7.857 min Scan# 94{lglsiidiipgl=lpies
Ref 50 Delta R.T. -0.006 min |
"o Lab File: BF127995.D (SUERIEEG oM
39.1 Acq: 29 Apr 2022 15:23 (ZEEEElEEREISEIEIONINE
Ol \“i“u“”‘\ i”‘\‘h\ \‘\“i iy ‘H‘\‘\\“\\1\\‘.\\\\‘\H\‘\\H‘\\.\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.ZZ Resp: 33567 Manual Integrations
Abundance  Scan 947 (7.857 min): BF127995.D\data.ms 10N Ratio Lower Upper BREELULIENIZE
107.1 122 1@ Reviewed By :Christian Giraldo 05/02/2022
167 123.1 97.5 146.30 supervised By :Jagrut Upadhyay —05/02/2022
121 57.5 46.0 69.0
Raw 50
77.1 Abundance
39.1
L d Wl 7.857
G\\\‘i“u“i‘“\“\\‘\iu‘}”\ﬂ\u‘uH‘HH‘HH‘HH‘HH 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 947 (7.857 min): BF127995.D\data.ms (-89
1071 200000
Sub 50
770 100000
39.0 ‘
G‘H%memeMwW‘M‘w\H“H‘W‘H‘_‘H‘H“ e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.75 7.80 7.85 7.90
Abundance Scan 966 (7.969 min): BF127861.D\data.ms (-95 #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 44.428 ng
RT: 7.951 min Scan# 963
Ref 50 Delta R.T. -0.012 min
Lab File: BF127995.D
‘ 123.0 Acq: 29 Apr 2022 15:23
0 T \4‘3‘}.\“\ T N T \‘ \“ T \‘\ ‘ \‘\ T “‘\‘\ \]\-4‘?.\9\ T ‘ \17\3\.?\
miz--> 40 60 80 100 120 140 160 180 '8t Ion: 93 Resp: 438217
Abundance  Scan 963 (7.951 min): BF127995.D\data.ms Ion Ratio Lower Upper
93.0 93 100
63.0 95 33.1 25.7 38.5
123 10.7 8.3 12.5
Raw 50
Abundance
7.951
123.0
[ \4‘3‘\‘%‘\ T N T \“ ! T \“\ TT |H\‘\ \:\L4‘\3\1\ T ‘]\-7\:\[\0‘ T
miz-> 40 60 80 100 120 140 160 180 500000
Abundance Scan 963 (7.951 min): BF127995.D\data.ms (-91
2
930 200000
63.0
Sub
50 100000
123.0
ol 23k L4 Ul 1431 1730 -
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.90 8.00
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Abundance Scan 985 (8.081 min): BF127861.D\data.ms (-97 #29
162.0 2,4-Dichlorophenol
Concen: 44,993 ng

RT: 8.063 min Scan# 9{gidllEies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF127995.D (SUEEQISEIAEIN
126.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
ol ek 290 :

mjze> 40 60 80 100 120 140 160 180 200 Tgt Ion:162 Resp: 29397@NVERIEINIgIElEl[o]gf
Abundance  Scan 982 (8.063 min): BF127995 D\data.ms 10N Ratio Lower Upper BRAGLON=0)
162.0 162 100 Reviewed By :Christian Giraldo  05/02/2022

164 67.1 47.1 87.1

Supervised By :Jagrut Upadhyay 05/02/2022

98 41.4 20.7 60.7
Raw 50
Abundance
8.063
126.0
0' \\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 982 (8.063 min): BF127995.D\data.ms (-93
162.0
Sub 100000
50
126.0 s
O' \\\\‘\\\\‘\\\\‘w\\\‘\\\\‘\\\\ G\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.10 8.20

Abundance Scan 999 (8.163 min): BF127861.D\data.ms (-99 #30

180.0 | 1,2,4-Trichlorobenzene
Concen: 43.703 ng

RT: 8.145 min Scan# 996

Ref 50 Delta R.T. -0.012 min
740 1090 1450 Lab File:  BF127995.D
s0 | ‘ | MLW Acq: 29 Apr 2022 15:23
0 TT \‘ T \“\ ‘\ ‘h\ T 1 T \M\H\ T T N‘\ T TT 1T “\‘ TT TTTT
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:180@ Resp: 324366
Abundance  Scan 996 (8.145 min): BF127995.D\data.ms Ion Ratio Lower Upper
180.0 180 100

182 94.9 76.4 114.6
145 32.4 25.1 37.7

Raw 50
74.0 145.0 Abundance
109.0 300000 8.145
50.0
0,
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 996 (8.145 min): BF127995.D\data.ms (-94 ~ 200000
180.0
Sub
50 100000
74.0 109.0 145.0
37.0
0\\\“\\“\\‘\\1“\ !h\‘\\‘\\“\\‘\\\\‘“L‘\\’\\\\ O\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180  Time-> 810 815 8.20
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Abundance Scan 1014 (8.251 min): BF127861.D\data.ms (-1 #31

128.1 Naphthalene
Concen: 44,342 ng
RT: 8.234 min Scan# 1{gSidtipgl=lpies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
. . 12-15-SB4-BK-PRISONMS
510 740 102.1 | Acq: 29 Apr 2022 15:23
0\\\‘\\‘\\‘W\\H\m\‘\\\“\\\\ T T T .
miz--> 4‘0 6‘0 8‘0 160 12‘0 1)10 Tgt Ion::}28 Resp: 97112 BEVEGNEIRGITIIE WIS
Abundance Scan 1011 (8.234 min): BF127995.D\data.ms 10" Ratio Lower Upper BRNEONZ0)
128.1 128 1600 Reviewed By :Christian Giraldo  05/02/2022
129 11.1 9.0 13.4 Supervised By :Jagrut Upadhyay 05/02/2022
127 13.3 10.6 16.0
Raw 50
Abundance
1021 8.234
51.0 :
0 \?6\.‘(‘)\ \“\ T “” \7\4”.\‘9‘ T \““\ T \‘H\ T 800000
m/z--> 40 60 80 100 120 140
Abundance Scan 1011 (8.234 min): BF127995.D\data.ms (-9 600000
128.1
400000
Sub
50
200000
0 o TP 0
ot—rr—t——t——t———— A B A S e A
m/z—-> 40 60 80 100 120 140 Time--> 820 8.25

Abundance Scan 970 (7.992 min): BF127861.D\data.ms (-95 #32

770 105.0 Benzoic acid
' Concen:  50.203 ng
RT: 7.987 min Scan# 969
Ref 50 51.0 Delta R.T. 0.000 min
' Lab File: BF127995.D
‘ Acq: 29 Apr 2022 15:23
0\\\‘H‘\‘\‘1‘\“\”\\“‘“‘\H‘\‘\‘\\\“H\\‘H\\‘H\\‘H\\‘H\'\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:122 Resp: 224421
Abundance  Scan 969 (7.987 min): BF127995 D\datams = 10N Ratlo Lower Upper
105.0 122 100
77.1
: 105 132.5 107.9 147.9
77 108.5 82.5 122.5
Raw 50
51.0 Abundance
300000
0' ‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 969 (7.987 min); BF127995.D\data.ms (-91 200000
105.0
77.1
Sub 100000
501 510 7,087
0' ‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\ O\\\\‘\\\\‘\\\\ T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 7.90 8.00
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Abundance Scan 1022 (8.298 min): BF127861.D\data.ms (-1 #33

127.0 4-Chloroaniline

Concen: 11.286 ng

RT: 8.275 min Scan# 1{gfidtipgl=lgies

Ref 50 Delta R.T. -0.012 min
650 Lab File: BF127995.D [GUEWEEEIETE
390 92‘-0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0! L \m\ T \“\ T ‘l”\ T \‘1‘\ T \176‘1\\9\

mjze> 40 60 80 100 120 140 160 Tgt Ion:127 Resp: 97798V ERUEINIgIElEli[o]g
Abundance Scan 1018 (8.275 min): BF127995 D\datams 10N Ratio Lower Upper BRAGLON=0)
127.0 127 100 Reviewed By :Christian Giraldo  05/02/2022

129 31.2 25.8 38.8
65 35.9 26.7 40.1

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50 92 22.1 16.0 24.0
65.1 Abundance
92.1
39.1 ‘
0 \\i“‘i‘\‘\‘”l‘\““l‘\\m\‘\\“\‘\‘l”\\\\‘\‘1‘\‘\‘\\\\‘\\\ 00000
m/z--> 40 60 80 100 120 140 160 1
Abundance Scan 1018 (8.275 min): BF127995.D\data.ms (-9
127.0 8.275
50000
Sub
50
65.0
92.0
455 ‘ | /\
0 bkl el el T
mjze> 40 60 80 100 120 140 160 Time-> 820 830 8.40

Abundance Scan 1032 (8.357 min): BF127861.D\data.ms (-1 #34

224.9 Hexachlorobutadiene
Concen: 45.338 ng
RT: 8.339 min Scan# 1029
Ref 50 117.9 189.9 Delta R.T. -0.012 min
83.0 259.8 Lab File: BF127995.D
41.0 ‘ ﬂsz.g ‘ Acq: 29 Apr 2022 15:23
0L ‘H‘ " “\ ‘H\ “d‘ \\‘ iy ‘\ H‘m : ‘\““ : ‘u“\ —~ ““\“
miz--> 50 100 150 200 250 Tgt IOHZ?ZS Resp: 211947
Abundance Scan 1029 (8.339 min): BF127995 D\datams A 100 Ratio Lower Upper
224.9 225 100
223 62.0 52.0 78.0
227 64.3 50.7 76.1
Raw  5g 189.9
117.9 259.8 Abundance
470 830 52.9 8.339
A Rl A I
0‘\“ \\‘ N ‘H\‘\\‘ TN ‘\‘\‘H‘ : ‘\“‘ col
miz--> 50 100 150 200 250
Abundance Scan 1029 (8.339 min): BF127995.D\data.ms (-9 120000
224.9
100000
sub o 189.9
117.9 250 8 50000
470 830 W54.9 ‘
ol ‘u‘ | “ ‘\‘\\“d‘ h‘ w!u " “\‘H\‘ - w‘\‘ , ‘H“\ o “““ — R
miz--> 50 100 150 200 250  Time--> 830 8.35
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Abundance Scan 1086 (8.675 min): BF127861.D\data.ms (-1 #35
55.0 Caprolactam
Concen: 46.160 ng m
421 85.0 113.1 RT: 8.657 min Scan# 1({gEidllglEies
Ref 50 : Delta R.T. -0.012 min \A_
Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 \‘\H\‘\‘1\\‘\u\\‘\\6\?‘(\)\\\‘\‘\\\‘\\9\8\‘]\-\H‘H‘\\‘\H\‘
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:113 Resp: 97358 ERIVEL Integrations
Abundance Scan 1083 (8.657 min): BF127995.D\datams |~ 10N Ratio Lower Upper BRLLAIENISE
55.0 113 1ee Reviewed By :Christian Giraldo  05/02/2022
55 183.9 157.4 197.4F supervised By :Jagrut Upadhyay — 05/02/2022
21 1131 56 137.4 116.1 156.1
Raw 50 85.1
Abundance
68.1
98.1
G\‘\H\‘\‘1\\“\H\\‘H\?‘H\\‘\‘\H‘\\H‘\\H‘}\‘\\‘\H\‘ 60000
m/z--> 30 40 50 60 70 80 90 100 110120
Abundance Scan 1083 (8.657 min): BF127995.D\data.ms (-1 8657
53.0 40000 '
sub 42.0 113.1
50 85.0 20000
P | s O O oA
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 860 870
Abundance Scan 1103 (8.775 min): BF127861.D\data.ms (-1 #36
107.1 0 4-Chloro-3-methylphenol
142. Concen: 47.959 ng
77.0 RT: 8.763 min Scan# 1101
Ref 50 Delta R.T. ©.000 min
51.0 Lab File: BF127995.D
‘ Acq: 29 Apr 2022 15:23
G\\\‘H‘H\‘H\m\‘\\\\‘\wﬁ‘\\\\"H\‘HH‘ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:167 Resp: 334657
Abundance Scan 1101 (8.763 min): BF127995.D\data.ms Ion Ratio Lower Upper
107.1 107 100
142.0 144 24.6 20.2 30.4
771 142 75.1 61.5 92.3
Raw 50
Abundance
51.1
‘ 600000
0H\“\\‘U‘\““\Hm\‘\\\\‘\‘1\“\‘\\\\"\\\‘\:]-\7\3\.‘0
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1101 (8.763 mini:OI?Fl127995.D\data.ms 1 400000
142.0 8.763
77.0
sub o 200000
51.1
o\‘wwmo 0t
m/z--> 40 60 80 100 120 140 160 Time--> 870 8.80 8.90
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Abundance Scan 1131 (8.939 min): BF127861.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 45.647 ng
RT: 8.922 min Scan# 1lgfSidtipgl=lpies
Ref 50 115.1 Delta R.T. -0.012 min \A_
Lab File: BF127995.D [(®lEIEETisliEllof
. . 12-15-SB4-BK-PRISONMS
63‘ 0 890 | Acq: 29 Apr 2022 15:23
0\\\‘\\H\\“‘\\“‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOI’]Z:!.42 RESpZ 66068 Manual Integratlons
Abundance Scan 1128 (8.922 min): BF127995.D\datams 10N Ratio Lower Upper BRNEONZ0)
14p.1 142 100 Reviewed By :Christian Giraldo  05/02/2022
141  84.6 67.4 101.28 suypervised By :Jagrut Upadhyay — 05/02/2022
Raw 50
1151 Abundance
8.922
63.1 600000
0 TT \“:\L\H\ \““\ \“‘\“\ ‘8\3\(\)‘ TT \ \ ‘ \ T \“ ‘\ T \J-‘6\\7\.]\-‘ TTTT ‘ T \\2\2‘\2\-2\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1128 (8.922 min): f:}i?QQS.D\data.ms 1 400000
Sub
50 1151 200000
63.1 89.0
i L PP OR IOY -7 N2 O
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 890  9.00

Abundance Scan 1148 (9.039 min): BF127861.D\data.ms (-1 #38

1421 1-Methylnaphthalene

Concen: 44.726 ng

RT: 9.022 min Scan# 1145

Ref 50 115.1 Delta R.T. -0.012 min
Lab File: BF127995.D
63.0 Acq: 29 Apr 2022 15:23
0 3\5‘\9 f ‘\“‘. \" lu “‘\‘ il H T T \202 \g T 2\37\ 8
g 50 100 150 200 Tgt Ion:142 Resp: 629233
Abundance Scan 1145 (9.022 min): BF127995 D\datams = 10N Ratlo Lower Upper
142.1 142 100
141 86.1 70.1 105.1
Raw 50 115.1
' Abundance
9.022
63.0 600000
03:6'\0 ‘” ‘\“‘ \“ luy m‘\‘ T il M T \20‘2\9 \2\35\9‘
miz--> 50 100 150 200
Abundance Scan 1145 (9.022 minl)a?glzwgs.D\data.ms (1 400000
sub - 1151 200000
63.0
0889 il |l 1689 200.9 2359 e
miz--> 50 100 150 200 Time-> 8.95 9.00 9.05
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Abundance Scan 1309 (9.986 min): BF127861.D\data.ms (-1 #39

164.2  Acenaphthene-di1e
Concen: 20.000 ng
RT: 9.969 min Scan# 1lgiEgEllEgles

Ref 50 Delta R.T. -0.006 min _
Lab File: BF127995.D |(GUEIREETIEIR
540 80.1 - Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 “?"5‘-‘9”}\;“\} Hw‘ L 1081 Ly Ly

miz-> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 248498RVENIENGIE[EHRNE
Abundance Scan 1306 (9.969 min): BF127995 D\datams = 10N Ratio Lower Upper BRAGLON=0)
1642 164 100 Reviewed By :Christian Giraldo  05/02/2022

162 94.4 76.0 114.0
160 42.4 34.8 52.2

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50
Abundance
80.1 9.969
54.0
G \3\6\.9\ T H\ ‘ }M T N‘“‘\ T \ \]‘-0\6\ \:L\ ‘ \]-\3\‘2‘\]; TTT “ 250000
m/z--> 40 60 80 100 120 140 160 200000
Abundance Scan 1306 (9.969 min): BF127995.D\data.ms (-1
164.2 150000
Sub 100000
50
80.0 50000
54.0
ol382 2V . 1081 1820 I -
mlz--> 40 60 80 100 120 140 160  Tjme--> 9.90 9.95 10.00

Abundance Scan 1159 (9.104 min): BF127861.D\data.ms (-1 #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 44.020 ng
RT: 9.086 min Scan# 1156
Ref 50 Delta R.T. -0.006 min
178.9 Lab File: BF127995.D
o 74.0 10801429 : Acq: 29 Apr 2022 15:23
0 \”‘\ “ fs \“‘\“\” H‘ e \M‘“ T ‘H“\ T ‘! T \27\3\6
miz--> 50 100 150 200 250 Tgt IOﬂZ?lG Resp: 322426
Abundance Scan 1156 (9.086 min): BF127995.D\data.ms Ion Ratio Lower Upper
215.9 216 100
214 78.2 62.6 94.0
179 21.6 16.9 25.3
Raw 50 108 22.0 15.6 23.4
Abundance
74.0 108.0 143.0 178.9
37.1 ‘ H
ot L Hu Al 2608 300000
m/z--> 50 10 150 200 250
Abundance Scan 1156 (9.086 min): BF127995.D\data.ms (-1
215.9 200000
Sub
50 100000
74.0 108.0 143.0 178.9
vo 1
A T SRS T Y
m/z--> 50 100 150 200 250 Time--> 9.05 9.10 9.15
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Abundance Scan 1156 (9.086 min): BF127861.D\data.ms (-1 #41

236.9 Hexachlorocyclopentadiene

Concen: 91.507 ng

RT: 9.069 min Scan# 1lgiEgilpl=gles

Ref 50 Delta R.T. -0.012 min |
9.0 1900 Lab File: BF127995.D [(GICHIEEIel(EI(6H
60.0 9 1649 202.9 271.8  Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 .
miz-> 50 100 150 200 250 Tgt Ion:237 Resp: 363138 WVERIVEINIIE]E o]
Abundance Scan 1153 (9.069 min): BF127995 D\datams = 10N Ratio Lower Upper BRAGLON=0)
236.9 237 100 Reviewed By :Christian Giraldo  05/02/2022
235 63.8 43. 83. Supervised By :Jagrut Upadhyay — 05/02/2022

3.6
272 12.5 0.0 32.1

Raw 50
Abundance
9.069
300000
0,
m/z--> 50 100 150 200 250
Abundance . in): . . -
Scan 1153 (9.069 min): BF127995 D\de.lta ms (-1 200000
Sub 100000
- \\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 Time--> 9.05 9.10

Abundance Scan 1444 (10.780 min): BF127861.D\data.ms (- #42

331.¢| 2,4,6-Tribromophenol
Concen: 114.516 ng

RT: 10.763 min Scan# 1441
Delta R.T. -0.006 min

Lab File: BF127995.D
Acq: 29 Apr 2022 15:23

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 286470

Abundance Scan 1441 (10.763 min): BF127995.D\datams 10N Ratio Lower Upper
3206 330 100

332 96.1 79.0 118.4

62.0 141 34.8 28.9 43.3
Raw 50
143.0 Abundance
221.9 300000 10.763
o Lllutos0 | ge38 | lzres
miz--> 50 100 150 200 250 300
Abundance Scan 1441 (10.763 min): BF127995.D\data.ms (- 200000
329.€
62.0
Sub 100000
50
141.0
221.9 J L
o 838 | iznie
miz--> 50 100 150 200 250 300 Time--> 10.70 10.80 10.90
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Abundance Scan 1178 (9.216 min): BF127861.D\data.ms (-1 #43

19v.9  2,4,6-Trichlorophenol
Concen: 44,995 ng
97.0 RT: 9.198 min Scan# 1lgiEgilglgles
Delta R.T. -0.006 min

Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 MERERSEENCERIEONS

Ref 50

0! .
miz-> 40 60 80 100 120 140 160 180 200 @ Tgt Ion:196 Resp: 21685ENENITEINIgIECTo[E=1i0]g
Abundance Scan 1175 (9.198 min): BF127995.D\datams 10N Ratio Lower Upper BRAGIHONZD)
1969 196 100 Reviewed By :Christian Giraldo  05/02/2022

198 100.3 80.4 120.6

05/02/2022

97.0 Supervised By :Jagrut Upadhyay
200 32.2 25.9 38.9
Raw 50
Abundance
9.198
200000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1175 (9.198 min): BF127995.D\data.ms (-1 150000
100000
Sub
50000
- 7\ T ‘ L T T ‘ T L T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20

Abundance Scan 1184 (9.251 min): BF127861.D\data.ms (-1 #44

1959 | 2,4,5-Trichlorophenol
Concen: 44.956 ng

RT: 9.239 min Scan# 1182
Delta R.T. -0.006 min

Lab File: BF127995.D

Acq: 29 Apr 2022 15:23

97.0
Ref 50

O,
miz--> 40 60 80 100 120 140 160 180 200 | gt Ion:196 Resp: 235533

Abundance Scan 1182 (9.239 min): BF127995 D\datams 10N Ratio Lower Upper
1dr.9 | 196 100

198 99.8 80.2 120.2

97.0 97 63.4 50.3 75.5
Raw s5g 132 30.0 23.8 35.6
Abundance
o 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1182 (9.239 min): BF127995.D\data.ms (-1 150000
19569
970 100000
Sub
50000
/)
- 0\ T ‘ T T T T ‘ T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.30
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Abundance Scan 1193 (9.304 min): BF127861.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 77.425 ng
RT: 9.286 min Scan# 1lgiigilpgl=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127995.D |(GUEIREETIEIR
Acd: 29 Apr 2022 15:23 HEREESElE=l RSOV
0 511 \\\85\ 0 129 1 14\6\\1 ‘ ! P
\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\’}\‘\\‘\\\‘\\\\‘\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.72 Resp: 113728 Manual Integratlons
Abundance Scan 1190 (9.286 min): BF127995.D\data.ms 10" Ratio Lower Upper BENGEON=0)
17p.1 172 100 Reviewed By :Christian Giraldo  05/02/2022
171 34.7 28.6  42.8Q supervised By :Jagrut Upadhyay — 05/02/2022
170 23.7 19.1 28.7
Raw 50
Abundance
9.286
0,391 63 3.0 85.0 1901 1461 | 4954 1000000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 1190 (9.286 min): BF127995.D\data.ms (-1
1.1 600000
Sub 400000
50
200000
85.0 146.1
P P i ol L) 0 et
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.20 9.25 9.30 9.35

Abundance Scan 1210 (9.404 min): BF127861.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 44.848 ng
RT: 9.386 min Scan# 1207
Ref 50 Delta R.T. -0.012 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
51.0 ho 102.0 128.1 M a P
0 \\\‘\\‘\\‘}\\H\‘\\\\’\\\‘\‘\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:154 Resp: 825528
Abundance Scan 1207 (9.386 min): BF127995 D\datams = 10N Ratlo Lower Upper
154.1 154 100
153 39.5 20.4 60.4
76 13.4 0.0 33.2
Raw 50
Abundance
76.1 9.386
51 1 800000
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1207 (9.386 min): BF127995.D\data.ms (-1,
154.1
400000
Sub
50
200000
511 81 1021 1281
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.30 9.35 9.40 9.45
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Abundance Scan 1215 (9.434 min): BF127861.D\data.ms (-1 #47

162.0 2-Chloronaphthalene
Concen: 43.296 ng
RT: 9.416 min Scan# 1lgiEgilalEgles
Ref 50 127.1 Delta R.T. -0.006 min
Lab File: BF127995.D [(GICHIEEIel(EI(6H
63.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
oL 'u”u“‘\M“‘{H‘\“\:\I-\q‘%l-\.?u ‘w‘}” S “\H‘ S
miz--> 4b 6‘0 8’0 160 ]éo 1[‘10 16‘0 1é0 260 Tgt Ion:162 Resp: 60671 Manual Integrations
Abundance Scan 1212 (9.416 min): BF127995.D\datams 10N Ratio Lower Upper BRNEONZ0)
162.1 162 100 Reviewed By :Christian Giraldo  05/02/2022
127 43.3  32.9 49.3F supervised By :Jagrut Upadhyay — 05/02/2022
164 35.1 28.2 42.2
Raw 50 127.1
Abundance
750 600000 9416
o2 | L o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1212 (9.416 min): BF127995.D\data.ms (-1 400000
162.1
Sub 50 127.1 200000
75.0
S e o B LT
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.35 9.40 9.45
Abundance Scan 1231 (9.528 min): BF127861.D\data.ms (-1 #48
65.0 138.1 2-Nitroaniline
Concen: 47.573 ng
RT: 9.510 min Scan# 1228
Ref 50 Delta R.T. -0.012 min
Lab File: BF127995.D
l ‘ 108.0 Acq: 29 Apr 2022 15:23
03‘6“9”“\ ‘\\H“umw ‘\‘\‘ - \‘ e
miz--> 50 100 150 200 250 Tgt Ion:.65 Resp: 225502
Abundance Scan 1228 (9.510 min): BF127995.D\data.ms Ion Ratio Lower Upper
65.0 138.1 65 100
92 65.1 53.7 80.5
138 85.4 76.4 114.6
Raw 50
Abundance
‘ 108.1 200000 9.510
OE_GA\LP ‘\\H“mm“ ‘\‘\‘ e \‘ T ‘2‘4‘8'9‘
miz--> 50 100 150 200 250 150000
Abundance Scan 1228 (9.510 min): BF127995.D\data.ms (-1
65.0 138.1 ﬁ
100000
Sub 50
50000
108.1 h
0 — ‘ZAQQ e
miz--> 50 100 150 200 250 Time--> 9.45 9.50 9.55
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Abundance Scan 1286 (9.851 min): BF127861.D\data.ms (-1 #49

152.1  Acenaphthylene

Concen: 46.120 ng

RT: 9.834 min Scan# 1lEATlEIss

Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
76.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 5.0 '/ 980 1260
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

mjze> 40 60 80 100 120 140 160 Tet Ion:152 Resp: 98859FMNEIVEINIgI{To[E=1i[01g
Abundance Scan 1283 (9.834 min): BF127995 D\datams = 10N Ratio Lower Upper BRAGLON=0)
1521 152 106 Reviewed By :Christian Giraldo  05/02/2022

151 20.2 16.2 24.2
153 13.7 11.2 16.8

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50
Abundance
1000000 o434
0 5Q.1 | 73'0 98.0 12§.l
\\\‘\\‘\\“\\\\‘\”\\\“‘\\\\‘\\\\‘\\‘
m/z--> 40 60 80 100 120 140 160 800000
Abundance Scan 1283 (9.834 min): BF127995.D\data.ms (-1
152.1 600000
Sub 400000
50
200000
ol 500 %0 980 1261 || o
\\\‘\\‘\\“\\\\‘\”\\\“‘\\\\‘\\\\‘\\‘ T T T T T T I
miz--> 40 60 80 100 120 140 160 Time.>  9.759.80 9.859.90

Abundance Scan 1261 (9.704 min): BF127861.D\data.ms (-1 #50

163.1 Dimethylphthalate
Concen: 44.829 ng
RT: 9.692 min Scan# 1259
Ref 50 Delta R.T. -0.006 min
77.0 Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
51.0 1040 1330 1941 a P
G\H‘H‘\\‘\\H”‘\H\‘\‘\\\i\u\‘uu‘uu‘u\‘\‘\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 747106
Abundance Scan 1259 (9.692 min): BF127995 D\datams = 10N Ratlo Lower Upper
168.1 163 100
194 4.0 3.1 4.7
164 10.6 8.6 13.0
Raw 50
Abundance
77.1 9.692
50‘-1 | 040 1330 | 1041
0\H‘H‘\\ﬂ\\H\”‘\H\‘\‘\\\i\u\‘uu‘uu‘u\‘\‘\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1259 (9.692 min): BF127995.D\data.ms (-1
163.1 400000
Sub
50 200000
77.1
50‘-0 | 1040 133.0 194.1 0
G\H‘H‘\\‘1\\h\”‘\H\‘1‘\\\i\HH\‘HH‘\‘\H‘H\‘\‘\ [T T T[T T T T TTIT 111
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.60 9.65 9.70 9.75
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Abundance Scan 1272 (9.769 min): BF127861.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 47.440 ng
63.0 89.0 RT: 9.757 min Scan# 1lgSEgillgles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(GlEhISEnlellEll0f
39.1 ‘ H ‘ 12‘1-0 ‘ Acq: 29 Apr 2022 15:23 MPRERSEEECISONYS
O~ \“i‘\ T !‘\ “‘!h\ T \‘i bl T M T \‘H’ TT \“\ T T T \‘\ T
miz--> 40 60 80 100 120 140 160 180 Tgt IOHZ%GS Resp: 17117 Manualnuegraﬂons
Abundance Scan 1270 (9.757 min): BF127995.D\data.ms 10" Ratio Lower Upper BRNEON=0)
165.0 165 100 Reviewed By :Christian Giraldo  05/02/2022
63 54.7 49.5 74.38 supervised By :Jagrut Upadhyay — 05/02/2022
630 891 89 57.2 49.0 73.4
Raw 50
Abundance
39.1 121.0 9157
0 i iy ‘1‘\ T M T \“"“\ T \“\ T !‘\ | i‘\ T 150000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1270 (9.757 min): BF127995.D\data.ms (-1
165.0 100000
Sub 63.0 89.1
50 50000
39.0 121.0
0 i\‘H\‘}‘\‘w\\“"“\H“\‘H‘HH‘\H‘H LI I L B B B
miz--> 40 60 80 100 120 140 160 180 Time--> 9.70 9.75 9.80

Abundance Scan 1315 (10.022 min): BF127861.D\data.ms (- #52

158.1 Acenaphthene
Concen: 50.420 ng m
RT: 10.004 min Scan# 1312
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
76.0 Acq: 29 Apr 2022 15:23
[ \“ \5\:!-‘\(\)“‘1 T \“!“ = \9?‘“.‘\0\ T \1’2\6‘\‘\1\ T \MH\ T \]\-‘8\4\]\.
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:154 Resp: 726601
Abundance Scan 1312 (10.004 min): BF127995.D\datams = 10N Ratlo Lower Upper
158.1 154 100
153 111.0 90.5 135.7
152 50.9 41.0 61.6
Raw 50
Abundance
76.0 10.004
O~ \“ \5}‘\9“‘1 T \H\“ = \9§“(\)\ T \1’2\?\1\ T \M\ T \:\1‘8\4\(\) 600000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1312 (10.004 min): BF127995.D\data.ms (-
153.1 400000
Sub
50 200000
76.0
0 . 5:!\.0 Ll 989 12?1 \M 184.0 1
R A o e e S R R
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.95 10.00 10.05
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Abundance Scan 1301 (9.939 min): BF127861.D\data.ms (-1 #53

65.0 921 3-Nitroaniline
138.1 Concen: 25.066 ng
RT: 9.922 min Scan#t 1SEgilnlcies
Ref 50 Delta R.T. -0.012 min |
39.1 Lab File: BF127995.D [(GlEhissEllsll=Il0H
‘ Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0! \\H\‘H“\‘\\1\\\\\\‘\\\\H\\H\\H\\ .
miz--> 40 60 Sb 160 12‘0 14‘10 1%0 1é0 260 Tgt Ion:138 Resp: 10043 Manual Integrations
Abundance Scan 1298 (9.922 min): BF127995.D\datams |~ 10N Ratio Lower Upper BRALLICNISE
65.0 g1 138 166 Reviewed By :Christian Giraldo  05/02/2022
les  11.3 8.2 12.4Q supervised By :Jagrut Upadhyay — 05/02/2022
138.1 92 131.0 102.7 154.1
Raw 50
391 Abundance
0! \\”\‘1H“\‘\‘\1\\‘\\\\“\\\\‘\\\\‘\\\\2‘(\)\7\-:!- 9. 2
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1298 (9.922 min): BF127995.D\data.ms (-1
650 920
138.0
Sub 50000
50
39.0
o! S ) S AR £ ===
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 10.00

Abundance Scan 1319 (10.045 min): BF127861.D\data.ms (1 #54

184.0 2,4-Dinitrophenol
Concen: 100.989 ng
RT: 10.033 min Scan# 1317
Ref 50 63.0 910 Delta R.T. ©.000 min
Lab File: BF127995.D
38.0 ‘ ‘ Acq: 29 Apr 2022 15:23
Ol \““‘\‘\“!“\ M\m\‘\ T } T \‘\“i T \‘1 T \\1\3\?.\]\-\ T ‘\1\\‘ ‘\ T ‘H\'\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:184 Resp: 191969
Abundance Scan 1317 (10.033 min): BF127995.D\data.ms Ion Ratio Lower Upper
184.0 184 100
63.0 154.0 63 79.1 50.0 75.0#
91.0 154 74.9 51.7 77.5
Raw 50
Abundance
38.0 ‘ 600000
0! “\‘\HM T \‘\“i T 1]\-\2?\\0\ \“ TTT ‘\ T 1 T ‘\ T %0\\6\9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1317 (10.033 min): BF127995.D\data.ms (- 400000
184.0
154.0
63.0
Sub 50 91.0 200000 033
38.0
P T S /Y e Lol
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.00 10.10
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Abundance Scan 1344 (10.192 min): BF127861.D\data.ms (1 #55

168.1 | pibenzofuran
Concen: 43.302 ng
RT: 10.175 min Scan#t 1lgigiil=gles
Ref 50 139.0 Delta R.T. -0.006 min '
Lab File: BF127995.D [(GlEhISEnlellEll0f
Acd: 29 Apr 2022 15:23 HEREESElE=l RSOV
390 630 840 1131 | | a P
[ e o e e B T e B s B .
m/z--> 45 6‘0 8‘0 160 12‘0 14‘10 1éo | Tgt Ion::}68 Resp: 90032 MVERNEINGIE WIS
Abundance Scan 1341 (10.175 min): BF127995.D\datams 10N Ratio Lower Upper BRtEON=0)
168.1 168 1600 Reviewed By :Christian Giraldo  05/02/2022
139 40.8 31.7 47.5 Supervised By :Jagrut Upadhyay 05/02/2022
169 13.8 10.9 16.3
Raw 50
139.1 Abundance
10.475
391 630 840 1131 | 800000
G\\\“\\M\\“‘\\‘\“\‘\‘m\\‘\\\‘\‘\\\\“\\\\‘\ T
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1341 (10.175 min): BF127995.D\data.ms (- 000000
168.1
400000
Sub
50
139.1 200000
391 63.0 840 1131 ‘ G/L
Ot o b .
m/z-> 40 60 80 100 120 140 160 Time-->  10.10 10.20
Abundance Scan 1327 (10.092 min): BF127861.D\data.ms (- #56
63.0 139.0 4-Nitrophenol
109.0 Concen: 86.100 ng
39.0 RT: 10.092 min Scan# 1327
Ref 50 Delta R.T. ©.006 min
Lab File: BF127995.D
‘ Acq: 29 Apr 2022 15:23
0! t \h\ “\ T T \‘\ T “\ TTT } TTT \]‘-\6\8\'(\)‘ \;%7‘\9\ T
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:139 Resp: 263436
Abundance Scan 1327 (10.092 min): BF127995.D\data.ms Ion Ratio Lower Upper
65.1 1090 139:0 139 100
: 109 89.5 61.9 101.9
39.1 65 108.9 93.5 133.5
Raw 50
Abundance
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1327 (10.092 min): BF127995.D\data.ms (- 10.092
65.0 109.0 139.0 200000
39.1
Sub
50 100000
0! 1780 7\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.05 10.10 10.15
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Abundance Scan 1341 (10.175 min): BF127861.D\data.ms (1 #57

165.0 2,4-Dinitrotoluene
89.0 Concen: 48.128 ng
RT: 10.163 min Scan#t 1lgigiil=gles
Ref 50 63.0 Delta R.T. 0.000 min A
Lab File: BF127995.D [(®lEIEETisliEllof
39.0 ‘ 11T° Acq: 29 Apr 2022 15:23 LZERSEERECTLIEIONIVE]
0\\\‘\\‘H‘\"\h\\H‘\Hh’\h\‘\\‘\\\\‘\\\\‘\\\\‘\‘!\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.GS Resp: 23003 Manual Integrations
Abundance Scan 1339 (10.163 min): BF127995.D\datams 10" Ratio Lower Upper BRNEOMN=0)
165.1 165 100 Reviewed By :Christian Giraldo  05/02/2022
89.1 63 46.0 32.6 49.0 Supervised By :Jagrut Upadhyay 05/02/2022
89 72.0 55.2 82.8
Raw s5g 63.1 182 2.2 2.0 3.0
Abundance
‘ 119.0 250000 10.163
G\\\“\\‘H‘\"\‘M\‘\H‘\Hh’}HM}\‘\H‘\\‘\“‘\\\%\\\\‘\‘\‘\\‘\\\\‘\\\\ 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1339 (10.163 min): BF127995.D\data.ms (; 150000
165.1
89.1
100000
Sub 50 63.1
50000
119.0
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.10 10.15 10.20

Abundance Scan 1403 (10.539 min): BF127861.D\data.ms (- #58

166.1 Fluorene

Concen: 44.273 ng

RT: 10.522 min Scan# 1400

Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
0 39 A1 \82‘ ; 115 0139 ! 204.1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:166 Resp: 686870
Abundance Scan 1400 (10.522 min): BF127995.D\datams = 10N Ratlo Lower Upper
166.1 166 100
165 98.0 78.6 117.8
167 13.6 10.5 15.7
Raw 50
Abundance
800000 10.522
82.4
o511 T 11511331 I 2041
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1400 (10.522 min): BF127995.D\data.ms (-
166.1
400000
Sub
S0 200000
82.4
oL 801, T 115.1139.0 I 2041
R I MM I SRR tau s
miz--> 40 60 80 100 120 140 160 180 200 Time->  10.45 10.50 10.55
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Abundance Scan 1363 (10.304 min): BF127861.D\data.ms (1 #59

2319 | 2,3,4,6-Tetrachlorophenol
Concen: 45.554 ng
130.9 RT: 10.292 min Scan#t 1lgEigiil=glies
Ref 50 ) Delta R.T. -0.006 min _
610 96.0 167.9 Lab File: BF127995.D |SUCNISEUIRIEICE
‘ ‘ 195.9 Acq: 29 Apr 2022 15:23 IEERESIERSOINNN
0\\‘\“\‘”\‘\“‘\M\m\‘HH\‘\\h“\‘h\‘\w“\\‘“\“\H\‘\‘\H\\‘\HH“”\\H‘\\H!‘\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Tgt IOHZ?32 Resp: 20069 hAanuaIHuegranons
Abundance Scan 1361 (10.292 min): BF127995.D\datams 10" Ratio Lower Upper BRNGEON=0)
2319 232 160 Reviewed By :Christian Giraldo  05/02/2022
131 45.8 35.4 53.2 Supervised By :Jagrut Upadhyay 05/02/2022
130 2.6 1.9 2.9
Raw gg 131.0 166 30.4 24.5 36.7
165.9 Abundance
61.0 96.0 193.9
‘ ‘ ‘ H 200000
G T M \‘”\‘\ M\W\ ‘HH\ \‘\h‘ \“”H‘}\‘“\“\H\‘HH\\‘\H\“”\ \H‘\\H!‘\\
m/z--> 40 60 80 100120140160180200220240
Abundance Scan 1361 (10.292 min): BF127995.D\data.ms (- 150000
231.9
100000
sub 131.0
165.9 50000
61.0 960 ‘ 193.9
0 mw}‘Mw”‘ h‘ A mu,m‘_“”m,‘H“!wmw”‘!_‘ EE———
miz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 10.30 10.40

Abundance Scan 1380 (10.404 min): BF127861.D\data.ms (- #60

149.0 Diethylphthalate

Concen: 45.055 ng

RT: 10.392 min Scan# 1378

Ref 50 Delta R.T. ©0.000 min
1771 Lab File: BF127995.D
65.0 105.0 Acq: 29 Apr 2022 15:23
0\:3\7\‘\0\“\\‘\‘\\‘\’H\‘\‘U\\\‘\\\\‘\\‘\\‘\\\1“\\\\‘\\2\\2‘2\.\]\_\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 736304
Abundance Scan 1378 (10.392 min): BF127995.D\data.ms Ion Ratio Lower Upper
149.1 149 100

177 23.6 17.8 26.8
156  12.5 10.2 15.2

Raw 50
Abundance
177.1 10(892
76.1 105.1
50.1 222.1
0\\\‘\\\\‘\\\!"H\‘\‘U\\\‘\\\\‘\\‘\\‘\\\1“\\\\‘\\\\‘\\\\‘ 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1378 (10.392 min): BF127995.D\data.ms (-
149.1 400000
Sub
50 200000
177.1
76.0 105.1
o430 b L 222l O
m/z--> 40 60 80 100 120 140 160 180200220  Time-> 10.30  10.40
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Abundance Scan 1401 (10.528 min): BF127861.D\data.ms (1 #61
204.1 4-Chlorophenyl-phenylether

Concen: 44.364 ng

1411 RT: 10.510 min Scan# 1{ENUCLE
Delta R.T. -0.006 min

Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 MERERSEENCERIEONS

Ref 50

0! )
miz-> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:204 Resp: 34203@GNVERIENIER[E[o]g
Abundance Scan 1398 (10.510 min): BF127995.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
204.1 204 100 Reviewed By :Christian Giraldo  05/02/2022

206 32.6 26.5 39.7

Supervised By :Jagrut Upadhyay 05/02/2022

141.1 141 62.7 48.7 73.1
Raw 50
Abundance
400000 10510
ol 231.¢
m/z--> 40 60 80 100120 140 160 180 200 220 300000
Abundance Scan 1398 (10.510 min): BF127995.D\data.ms (-
204.1
200000
141.1
Sub
100000
| 231.¢ ,
\‘\\\\‘\\\\’\\\
m/z-> 40 60 80 100 120 140 160 180 200220  Time-->  10.45 10.50 10.55
Abundance Scan 1406 (10.557 min): BF127861.D\data.ms (- #62
65.0 28 4-Nitroaniline
108.1 138.1 Concen: 38.883 ng
RT: 10.545 min Scan# 1404
Ref 50 Delta R.T. -0.006 min
39.0 Lab File: BF127995.D
‘ Acq: 29 Apr 2022 15:23
0! T ““U\ \h\“‘\ \“\‘\ T \‘\ T “\ TT \“ TT \1\6‘\4\\1\ T \:!-%8‘\(\)\ RRARE
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 152315
Abundance Scan 1404 (10.545 min): BF127995.D\datams = 10N Ratlo Lower Upper
65.0 1381 138 100
108.1 : 92 56.4 37.4 77 .4
108 88.3 68.4 108.4
Raw 50
Abundance
39.1 10.545
0' ““U\ Tl \“\‘\ T 5 \‘\ T “\ T \%‘Gﬁ.\zw‘ \:\ng‘\(\)\ T ‘2\3\\2\‘(
m/z--> 40 60 80 100 120 140 160 180 200 220 100000
Abundance Scan 1404 (10.545 min): BF127995.D\data.ms (-
65.0 138.1
108.1
Sub 50000
50
39.0
obdd bk ama — LA A
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.50 10.60
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Abundance Scan 1428 (10.686 min): BF127861.D\data.ms (1 #63
7.1 Azobenzene

Concen: 44.674 ng

RT: 10.669 min Scan#t 14gigiipl=gles

Ref 50 Delta R.T. -0.012 min
510 Lab File: BF127995.D [GUERISEIIEIHE
105.0 1821 | pcq: 29 Apr 2022 15:23 HESERSZENGLRISOINYS
152.1 : .
O\H“H‘MWHW‘HH\\\\12\?.\0\\\‘\“\HH‘H\
m/z--> 40 65 8b 160 150 140 1é0 1é0 Tgt Ion: 77 Resp: 80335@RVENIENIGIE[EHNE

Abundance Scan 1425 (10.669 min): BF127995.D\datams 10N Ratio Lower Upper BENZZHONZS)
771 77 160 Reviewed By :Christian Giraldo  05/02/2022

182  20.6 1.2 41.2Q Ssupervised By :Jagrut Upadhyay — 05/02/2022
105 18.8 0.0 39.8
Raw 50 51 31.3 11.2 51.2
51.1 Abundance
182.1
1050 1521 800000
0 PR T | 128.1 h. .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 1425 (10.669 min): BF127995.D\data.ms (-
77.1
400000
Sub
50
51.0 200000
182.1
105.0
O 128200 oL
miz--> 40 60 80 100 120 140 160 180 Time.-> 10.65 10.70

Abundance Scan 1562 (11.475 min): BF127861.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.463 min Scan# 1560
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
80.1 Acq: 29 Apr 2022 15:23
0 \4\2.:‘1_” I “! i“ ‘1\18\]\-‘ \1‘5‘ﬁ]\. \m\ T \" T
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 442441
Abundance Scan 1560 (11.463 min): BF127995.D\datams = 10N Ratlo Lower Upper
188.2 188 100
94 8.8 8.0 12.0
80 9.6 8.9 13.3
Raw 50
Abundance
11463
80.1 158.1 400000
0 \4\2-%\‘\”1 i“‘1\18\.]\-‘\ “ﬁ\ \m\ A ‘2\67\!
miz--> 50 100 150 200 250
Abundance Scan 1560 (11.463 min): BF127995 D\data.ms (- 200000
188.2
200000
Sub
50
100000
80.1 158.1
olszo "7y msn BT | o6
miz--> 50 100 150 200 250  Time->  11.40 11.45 11.50
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Abundance Scan 1410 (10.581 min): BF127861.D\data.ms (1 #65

198.1 4,6-Dinitro-2-methylphenol
Concen: 49.227 ng

RT: 10.569 min Scan# 1{gEigil=laies

Ref 501 519 105.0 Delta R.T. -0.006 min -
Lab File: BF127995.D (SUEEQISEIAEIN
77.0 168.0 Acq: 29 Apr 2022 15:23 HPRERSPREIGCLISONIS
0\\\““\\‘!\’\‘L\‘\\‘h‘\\\‘\‘}\\\‘\?4\‘9\1\‘\!\\‘\\\\“\\\\‘\\\.\‘ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:198 Resp: 12941 Manualnuegranons
Abundance Scan 1408 (10.569 min): BF127995.D\datams 10N Ratio Lower Upper BRNE i ON=0)

198.0 198 100
51 44.6 28.4 68.4
105 40.4 23.4 63.4

Reviewed By :Christian Giraldo  05/02/2022
Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50| 511

105.0 Abundance
77.1 168.0
250000
o L 1340 | 2298
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1408 (10.569 min): BF127995.D\data.ms (- 10.569
197.9 150000
Sub c10 100000
50 : 105.0
77.0 167.9 50000
miz--> 40 60 80 100120 140 160 180 200220  Time-> 1050  10.60

Abundance Scan 1421 (10.645 min): BF127861.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 44.873 ng

RT: 10.633 min Scan# 1419

Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
51.0 Acq: 29 Apr 2022 15:23
L 51 aa11 Il
0\\\‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘i\\\\‘\ \\‘\\
miz--> 40 60 80 100 120 140 160 180 | T8t Ion:169 Resp: 617766

Abundance Scan 1419 (10.633 min): BF127995 D\data.ms 10N Ratio Lower Upper
169.1 169 100

168 65.9 53.8 80.6
167 36.8 29.5 44.3

Raw 50
Abundance
10.633
51.1
| 77‘1‘ 151 1411 600000
0\\\“\\‘\\‘WH\\\‘\\\\‘\\\‘\‘\\\\‘i‘\\\\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1419 (10.633 min): BF127995.D\data.ms (- 400000
169.1
sub o 200000
51.0 §
‘ 77‘ 0‘ 115.1 141.1 |
GH“_m‘w”uwH“m‘wumi‘mwMHW R e
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60 10.65
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Abundance Scan 1484 (11.016 min): BF127861.D\data.ms (1 #67

141.0 248.0 4-Bromophenyl-phenylether
77.0 Concen: 45.424 ng
RT: 11.004 min Scan#t 1{gSagilnlcle
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D (SUEEQISEIAEIN
B9. Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
oL “‘\ “ ‘\““M““‘\“\M‘ ey hh““\].u\“?\g.\g‘ e L B e
miz--> 50 100 150 200 250 300 Tgt IOI’]Z?48 RESpZ 22279 WY ERIEL Integrations
Abundance Scan 1482 (11.004 min): BF127995.D\data.ms 10" Ratio Lower Upper BRNEON=0)
248.0 248 100 Reviewed By :Christian Giraldo  05/02/2022
141.1 250 97.3 77.7 116.5 Supervised By :Jagrut Upadhyay 05/02/2022
' 141 68.9 65.6 98.4
Raw g 77.1
Abundance
250000 11.004
B9. |
209. 331.
0! ‘”\ ‘\‘M\ T P\ T L B 200000
m/z--> 50 100 150 200 250 300
Abundance Scan 1482 (11.004 min): BF127995.D\data.ms (-
248.0 150000
Sub 1411 100000
u
50 77.0
50000
B9.
O' ‘”\luw‘zwglwg‘ e T \3\3\1\ 07\ L L L B
m/z--> 50 100 150 200 250 300 Time--> 10.95 11.00 11.05

Abundance Scan 1495 (11.080 min): BF127861.D\data.ms (- #68

. Hexachlorobenzene

Concen: 46.449 ng

RT: 11.069 min Scan# 1493
Delta R.T. -0.006 min
248.9 Lab File: BF127995.D
Acq: 29 Apr 2022 15:23

Ref 50 142.0

107.0

176.9 213.9
6.0 710 ‘ 0"
AT PR W O |

m/z--> 50 100 150 200 250 Tgt Ion:284 Resp: 240030
Abundance Scan 1493 (11.069 min): BF127995.D\datams = 10N Ratlo Lower Upper

o
N
[ee]
[Ce]

283.8 284 100
142 29.1 30.2 45 .44
249 31.5 26.1 39.1
Raw 50
141.9 248.9 Abundance
710 107.0 ‘ 1789213'9 250000 11,069
Oaﬁq‘ , ‘h. sl \‘H [y \“u L H\ H\‘
L L [ B O B 200000
miz--> 50 100 150 200 250
Abundance Scan 1493 (11.069 min): BF127995.D\data.ms (-
283.8 150000
100000
Sub 50
141.9 248.8 50000
0 107.0 ‘ 176.9 13.9
71. .
oree b L T I
miz--> 50 100 150 200 250 Time--> 11.00 11.05 11.10
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Abundance Scan 1510 (11.169 min): BF127861.D\data.ms (1 #69

200.1 Atrazine
Concen: 51.225 ng
58.1 RT: 11.157 min Scan# 1{Eigial=lies
Ref 50 Delta R.T. -0.006 min _
173.1 Lab File: BF127995.D (SUEEQISEIAEIN
92.6 132.0 ‘ Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0l ‘\‘N : ‘\“ ‘\‘\‘H‘ e ol \M | !‘h‘ - “\‘ ‘d! “‘ “\‘ i “i - !H‘ [ “ : ‘\1“ . y
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 Resp: 21806 Manual Integratlons
Abundance Scan 1508 (11.157 min): BF127995.D\datams 10" Ratio Lower Upper BRNEON=0)
200.1 200 100 Reviewed By :Christian Giraldo  05/02/2022
173 26.0 6.0 46.0 Supervised By :Jagrut Upadhyay 05/02/2022
215 45.2 28.1 68.1
Raw 50 58.1
1731 Abundance
| 926 1320 ‘ 200000 e
o ‘H‘ : ‘\“ “\‘\‘u“‘\‘\‘\h! | !‘h‘ - “\‘ ‘\! “‘ “‘ ‘ ‘M - !H‘ [ “ : ‘\}“ .
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1508 (11.157 min): BF127995.D\data.ms (- 150000
200.1
100000
Sub 50 58.1
50000
173.1
H 132.0 ‘
0 ‘\H! : ‘\“ ‘\ \‘\H\‘H‘\m ‘ !‘h‘ o ‘\Hh! “ ‘\‘ ‘ ‘M ‘!H‘ - ‘\‘ : ‘\}“‘ . 01 . —
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 1110  11.20

Abundance Scan 1528 (11.275 min): BF127861.D\data.ms (- #70

Pentachlorophenol

Concen: 90.186 ng

RT: 11.263 min Scan# 1526
Delta R.T. -0.006 min

Lab File: BF127995.D
Acq: 29 Apr 2022 15:23

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:266 Resp: 274173

Abundance Scan 1526 (11.263 min): BF127995 D\data.ms ;Zg ig'giO Lower Upper

268 67.7 53.0 79.6
264 63.8 53.1 79.7

Raw 50
Abundance
11.P63
250000
0,
m/z--> 50 100 150 200 250 300 200000
Abundance Scan 1526 (11.263 min): BF127995.D\data.ms (-
150000
Sub 100000
50000
- \\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300  Time->  11.20 11.30 11.40
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Abundance Scan 1567 (11.504 min): BF127861.D\data.ms (- #71

178.1 Phenanthrene
Concen: 43.743 ng
RT: 11.486 min Scan#t 1{gigilpl=gies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
76.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0\39\0‘ rl \”‘.\ ‘H\ “ \1\2‘6\1\ N\ \‘M L B B B B
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.78 Resp: 101307 Manual Integrations
Abundance Scan 1564 (11.486 min): BF127995.D\datams 10N Ratio Lower Upper BRNEON=0)
178.1 178 1600 Reviewed By :Christian Giraldo  05/02/2022
176 19.6 15.7 23. Supervised By :Jagrut Upadhyay 05/02/2022
179 15.6 12.6 19.0
Raw 50
Abundance
11.486
76.0
391 | 1261 HH 267.t 1000000
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 1564 (11.486 min): BF127995.D\data.ms (-
178.1
500000
Sub
50
76.0
o391 T 1261 | 265.¢ ,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250  Time--> 11.45 11.50

Abundance Scan 1576 (11.557 min): BF127861.D\data.ms (- #72

178.1 Anthracene

Concen: 45.012 ng

RT: 11.539 min Scan# 1573

Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
89.0 Acq: 29 Apr 2022 15:23
[V \5]‘_]\-‘ \“‘\ “‘\. T \1\2‘6\1\ “H T \‘M L B B
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.78 Resp: 1038449
Abundance Scan 1573 (11.539 min): BF127995.D\datams 100 Ratio Lower Upper
178.1 178 100

176 19.4 15.0 22.6
179 16.1 12.4 18.6

Raw 50
Abundance
1.539
89.0
[ \5%-1\-“ \”‘\ “‘\ “ \1\2‘6\1\ “H\ \“M LB T B B ‘2\65\ 1000000
miz--> 50 100 150 200 250
Abundance Scan 1573 (11.539 min): BF127995.D\data.ms (-
178.1
500000
Sub
50
76.0
o300 120 wway [ s ol UL
m/z--> 50 100 150 200 250  Time--> 11.60
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Abundance Scan 1602 (11.710 min): BF127861.D\data.ms (1 #73

167.1 Carbazole

Concen: 40.894 ng

RT: 11.692 min Scan#t 1{gigiipl=gles

Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D [GUEhISEIEM
835 139.1 ‘ Acq: 29 Apr 2022 15:23 EERSERSEISHEEONE
Obrr b0 L 130 | | 1989 2318

mjze> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:167 Resp: 909288V ERIEINIgIEolEli[o]gS
Abundance Scan 1599 (11.692 min): BF127995.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
167.1 167 10 Reviewed By :Christian Giraldo  05/02/2022

166  21.5 17.6 26.4
139 13.6 10.7 16.1

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50
Abundance
636 139.1 11.692
0 \“5\\]“.\.\1“‘\ Tt “‘\”V\ T ‘]\-}ﬁ.‘]\-\ T \‘l TTTT 1“ T T T I 800000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1599 (11.692 min): BF127995.D\data.ms (- 600000
167.1
400000
Sub
50
200000
139.1
0 39\'0\\ du HS?H\\e 11§1 \‘ \M 01
T T e R T S B 1
miz--> 40 60 80 100120 140160 180200220  Time.> 11.60 11.70

Abundance Scan 1657 (12.033 min): BF127861.D\data.ms (- #74
a

149 Di-n-butylphthalate
Concen: 45.103 ng
RT: 12.016 min Scan# 1654
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
41.0
[V ‘\‘ ““\‘7\6“.\1\‘ ‘]«]\-5\"0\ T ‘ T \20“5\1\‘ \2\59\2\ T
mlz-—-> 50 100 150 200 250 Tgt Ion:}49 Resp: 1127698
Abundance Scan 1654 (12.016 min): BF127995 D\datams = 10N Ratlo Lower Upper
149.1 149 100
150 9.4 7.5 11.3
104 5.9 4.3 6.5
Raw 50
Abundance
12.016
41.1
[ ‘\‘ ‘”H\‘\ “\ \]‘-(‘)T‘\.O\” T t \1{\36\1“\22\‘3\1\ T \2\7\9
m/z--> 50 100 150 200 250 1000000
Abundance Scan 1654 (12.016 min): BF127995.D\data.ms (-
149.1
Sub 500000
50
41.1
ol %0 1161 | 18612231  g79.
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 Time--> 11.95 12.00 12.05
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Abundance Scan 1769 (12.692 min): BF127861.D\data.ms (1 #75

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

202.1 Fluoranthene
Concen: 42.021 ng
RT: 12.680 min Scan#t 1gigill=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(®lEIEETisliEllof
101.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 51.0 W u“ 159'1 W nh
m/z--> 55 160 1é0 260 2%0 Tgt Ion:gez Resp: 10242588VEGNEIRGIELIETO)
Abundance Scan 1767 (12.680 min): BF127995 D\datams ~ 1oN Ratio Lower Upper BRELULIENIZE
202.1 202 100
101 9.0 0.0 31.6
203 17.4 0.0 38.1
Raw 50
Abundance
1000000 12580
101.0
0 63'0“ L 150'1 W ‘\H 281..
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 800000
Abundance Scan 1767 (12.680 min): BF127995.D\data.ms (-
202.1 600000
Sub 400000
50
200000
101.0 A
0 620u 1 \“ 1501 M dh‘ 281.. 0
T T e T R e L
m/z--> 50 100 150 200 250 Time--> 12.60 12.70

Abundance Scan 2013 (14.127 min): BF127861.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.110 min Scan# 2010
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
120.1
0 660 . | 1561 zoﬁle
T T ‘ T LI ‘ T L T ‘ L LI ‘ T L ‘ L L
miz--> 50 100 150 200 250 Tgt IOHZ?40 Resp: 243125
Abundance Scan 2010 (14.110 min): BF127995 D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 8.8 7.0 10.6
236 25.7 20.3 30.5
Raw 50
Abundance
250000 144110
120.1
0431761 %" 156.1 20?%-1‘\“‘“\‘ 281.(
T T ‘ L T ‘ T LI T ‘ L T ‘ T L ‘ L L
m/z--> 50 100 150 200 250 200000
Abundance Scan 2010 (14.110 min): BF127995.D\data.ms (-
240.2 150000
Sub 100000
50
50000
120.1
0 42.0 76'1‘ L 156.1 20%1\‘\\”‘““ 281.(
\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\ \‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 Time-->  14.05 14.10 14.15
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Abundance Scan 1790 (12.816 min): BF127861.D\data.ms (- #77

184.1 Benzidine

Concen: 63.860 ng
RT: 12.804 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.000 min

Lab File: BF127995.D [(®lEIEETisliEllof
Acq: 29 Apr 2022 15:23 MERERSEENCERIEONS

65.0 920 15g1156.1

0%7\;(\)\\\‘\H\‘H‘l\‘\\H‘H“H‘HH“\HH\‘H\\\‘\\H‘\\zﬁ‘g\.(\ .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Tgt Ion: :!.84 RESpZ 29377 WY ERIEL Integratlons
Abundance Scan 1788 (12.804 min): BF127995.D\datams 10" Ratio Lower Upper BRNGEONZ0)

184.1 184 100 Reviewed By :Christian Giraldo  05/02/2022
185 13.6 12.1 18.1 Supervised By :Jagrut Upadhyay 05/02/2022
183 11.6 9.0 13.4
Raw 50
Abundance
12804
92.0 156.1 250000
0370 650 N 12?; Jo i H
H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘ H\‘HH‘HH‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 200000
Abundance Scan 1788 (12.804 min): BF127995.D\data.ms (-
184.1 150000
Sub 100000
50
50000
£37.0 650 920 12811561 | |
et e e e e T
m/z--> 40 60 80 100120140 160180 200220240 Time--> 12.70 12.80 12.90

Abundance Scan 1809 (12.927 min): BF127861.D\data.ms (- #78

202.1  Ppyrene

Concen: 51.539 ng

RT: 12.910 min Scan# 1806
Ref 50 Delta R.T. -0.006 min

Lab File: BF127995.D

101 Acq: 29 Apr 2022 15:23
500 740 | 124015011741 H‘H

miz--> 40 60 80 100 120 140 160 180 200 | 18t Ion:202 Resp: 1011511

Abundance Scan 1806 (12.910 min): BF127995 D\data.ms 10N Ratio Lower Upper
202.1 | 202 100

200 21.3 17.4 26.2
203 17.4 14.0 21.0

o

Raw 50
Abundance
12.910
1000000
ol 500 741 H 1240 150.1174.1 ‘H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 1806 (12.910 min): BF127995.D\data.ms (-
202.1 600000
Sub 400000
50
200000
101.0
0 50.0 74@'1 i H 124.0 150. 1174 1 M‘H 01
B S e N LA RR R R EREERRE
miz--> 40 60 80 100 120 140 160 180 200 Time->  12.8512.90 12.95
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Abundance Scan 1832 (13.063 min): BF127861.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 88.523 ng
RT: 13.045 min Scan#t 1{gSigilnlElee
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF127995.D [(®lEIEETisliEllof
. . 12-15-SB4-BK-PRISONMS
541 1221 1601 2122 | Acq: 29 Apr 2022 15:23
T “‘.\ Lt ‘%O\‘.‘]‘-“\ ‘\‘ by “‘\‘ T “ \‘ \‘\ H\M“ \2\8\1.\'
m/z--> 50 100 150 200 250 Tgt IOI’]Z?44 RESpZ 117699 WY ERIEL Integrations
Abundance Scan 1829 (13.045 min): BF127995 D\datams = 10N Ratio Lower Upper BREUULIENISS
244.2 244 100 Reviewed By :Christian Giraldo
212 7.7 6.2 9.48 supervised By :Jagrut Upadhyay
122 10.3 8.6 12.8
Raw 50
Abundance
13.p45
122.1 160.1 2122
42"17 ‘8(7)\\'1” L “ I . L L M‘M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1829 (13.045 min): BF127995.D\data.ms (-
244.2
Sub 500000
u
50
122.1 160.1 212.2
423 80 e o2
m/z-> 50 100 150 200 250 Time--> 13.00 13.10
Abundance Scan 1912 (13.533 min): BF127861.D\data.ms (- #80
910 490 Butylbenzylphthalate
Concen: 52.190 ng
RT: 13.521 min Scan# 1910
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
206.1 Acq: 29 Apr 2022 15:23
411 ‘ ‘
ok ‘\‘ H\ \h‘\ ‘\‘“‘h“\ \“‘ \“‘\ T ‘“\ T T \" T
m/z--> 50 100 150 200 250 300 Tgt Ion:149 Resp: 4081481
Abundance Scan 1910 (13.521 min): BF127995.D\datams = 100 Ratio  Lower Upper
149.0 149 100
91.1 91 74.3 65.8 98.6
206 21.2 15.4 23.2
Raw 50
Abundance
206.1 135521
1.1 400000
ok ‘\‘ i“”\“\h‘\ ‘\‘“ ‘h“\ \‘“ \“‘\ B ‘ T ‘2\67\;\3‘1\1\0\ T
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 1910 (13.521 min): BF127995.D\data.ms (-
149.0
91.0 200000
Sub 50
100000
206.1
G\‘\‘ “H\‘\“‘\ ‘\“‘h‘\ \“‘\“\ \‘\‘\\“‘\\\\‘2\67\\]-\311\0 ‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Time--> 13.45 13.50 13.55
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Abundance Scan 2011 (14.116 min): BF127861.D\data.ms (- #81

228.1 Benzo(a)anthracene

Concen: 46.282 ng

RT: 14.098 min Scan# 2(Eigil=lies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D [(GICHIEEIel(EI(6H
114.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 51'1 mn 1 \H | 150'1 189'4\' M\ \‘\
m/z--> go 160 1%0 260 2%0 Tgt Ion:gzs Resp: 74999 BRVEGIENIgItTolE 1Tl gk
Abundance Scan 2008 (14.098 min): BF127995 D\datams 10N Ratio Lower Upper BRGENON=0)
2281 228 100 Reviewed By :Christian Giraldo  05/02/2022
226 27.6 21.7 32.58 supervised By :Jagrut Upadhyay — 05/02/2022
229 19.6 15.4 23.2
Raw 50
Abundance
800000 14.098
114.0
39.1 740 | 1750 . | 280.
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 600000
Abundance Scan 2008 (14.098 min): BF127995.D\data.ms (-
228.1
400000
Sub
50 200000
114.0
ol 830 . 781, g 280 s
miz--> 50 100 150 200 250 Time—> 14.05 14.10
Abundance Scan 2004 (14.074 min): BF127861.D\data.ms (- #82
25p.1 3,3'-Dichlorobenzidine
Concen: 34.473 ng
RT: 14.057 min Scan# 2001
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
154.1 Acq: 29 Apr 2022 15:23
oL \‘5%.?“‘\”\9:‘]}-‘.? k \‘“‘\ t “”‘L\‘\ ‘\H‘ 4 ‘2%“?\‘:"-\ T ‘MH‘\ T q p
miz--> 50 100 150 200 250 Tgt IOI’IZ?52 Resp: 177373
Abundance Scan 2001 (14.057 min): BF127995.D\data.ms = 1on Ratio Lower Upper
25D.1 252 100
254 66.1 51.6 77 .4
126 10.9 8.8 13.2
Raw 50
Abundance
154.1 200000{  14.p57
431 770 1000 215.0
miz--> 50 100 150 200 250 150000
Abundance Scan 2001 (14.057 min): BF127995.D\data.ms (-
252.1
100000
Sub 50
50000
154.1
77.0 215.0
0' 43.1 109.0 OV\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 Time-->  14.00  14.10
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Abundance Scan 2017 (14.151 min): BF127861.D\data.ms (1 #83

228.1 Chrysene

Concen: 44,595 ng
RT: 14.133 min Scan#t 2(gigil=gles

Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D (SUEEQISEIAEIN
113.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 \5\]‘- \0\ T \ “‘ \‘“\ TT ‘J\-7\5\ }i‘ T \‘\ T ‘ \2\8\3\ 1‘ \3\3\3\ 0376

mjze> 50 100 150 200 250 300 350 Tgt Ion:228 Resp: 690168V ERIEINIgIEIEl[o]gf
Abundance Scan 2014 (14.133 min): BF127995.D\datams 10N Ratio Lower Upper BRAGLON=0)
228.1 228 100 Reviewed By :Christian Giraldo  05/02/2022

226 30.1 24.4 36.6
229 19.9 15.8 23.8

Supervised By :Jagrut Upadhyay 05/02/2022

Raw 50
Abundance
8000001 14 133
113.0
89.0 ) 1750, | 2810
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 600000
Abundance Scan 2014 (14.133 min): BF127995.D\data.ms (-
228.1
400000
Sub
50 200000
0590 “ ‘“ 1741, | 2810 0
A NS B L. S 157 S e
miz--> 50 100 150 200 250 300 350  Time--> 14.10 14.20

Abundance Scan 2007 (14.092 min): BF127861.D\data.ms (- #84

149.0 Bis(2-ethylhexyl)phthalate
Concen: 51.467 ng
RT: 14.074 min Scan# 2004
Ref 50 Delta R.T. -0.006 min
57.0 Lab File: BF127995.D
Acq: 29 Apr 2022 15:23
ol ‘H Hmlo‘fﬁ N ‘1830 281 2791
miz--> 100 150 200 250 Tgt Ion:}49 Resp: 525037
Abundance Scan 2004 (14.074 min): BF127995.D\data.ms = 1on Ratio Lower Upper
149.0 149 100
167 27.6 22.0 33.0
279 4.4 3.4 5.0
Raw 50
57.1 Abundance
600000 14.p74
oL “H ‘1\}‘\‘3‘1“ : ‘ L~81-0 ‘2‘28":"“ ‘2‘7?"2
m/z--> 50 100 150 200 250
Abundance Scan 2004 (14.074 min): BF127995.D\data.ms (1 400000
149.0
Sub 50 200000
57.1
ob H sl hou 2281 2791 ok
miz--> 100 150 200 250 Time-->  14.00 14.10
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Abundance Scan 2112 (14.710 min): BF127861.D\data.ms (- #85

149.0 Di-n-octyl phthalate
Concen: 48.272 ng
RT: 14.692 min Scan#t 21gigiil=gles
Ref 50 Delta R.T. -0.006 min _
Lab File: BF127995.D [(GICHIEEIel(EI(6H
43.0 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
ol 4230 | 211 2701 3760
miz--> 50 100 150 200 250 300 350 Tgt Ion:149 Resp: 76313 Manual Integrations
Abundance Scan 2109 (14.692 min): BF127995.D\datams 10" Ratio Lower Upper BRVEON=0)
149.0 149 100 Reviewed By :Christian Giraldo
167 1.5 1.3 1.98 supervised By :Jagrut Upadhyay
43 11.4 8.9 13.3
Raw 50
Abundance
800000 14.692
43.1
obdd 2L | 980 102 saro
m/z--> 50 100 150 200 250 300 350 600000
Abundance Scan 2109 (14.692 min): BF127995.D\data.ms (-
149.0
400000
Sub
50 200000
43.1
ol 0 | 2170 2101 sar0
miz--> 50 100 150 200 250 300 350 Time>  14.60 14.70 14.80
Abundance Scan 2269 (15.633 min): BF127861.D\data.ms (- #86
264.1 | perylene-di2
Concen: 20.000 ng
RT: 15.615 min Scan# 2266
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
132.1 ‘ Acq: 29 Apr 2022 15:23
ol 570 1000, | 1801 ‘2‘3“?‘1‘“\“\” -
miz--> 50 100 150 200 250 Tgt IOI’IZ?64 Resp: 236500
Abundance Scan 2266 (15.615 min): BF127995.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 23.4 20.1 30.1
265 21.1 17.5 26.3
Raw 50
Abundance
132.1 15/615
0 571 90.0 \H 180.0 23%'1 m‘h“
S 150000
miz--> 50 100 150 200 250
Abundance Scan 2266 (15.615 min): BF127995.D\data.ms (-
264.1 100000
Sub
50 50000
132.1
oL 30900 | ‘16‘34‘919?‘12‘312“1”‘“\” . o2
m/z--> 50 100 150 200 250 Time--> 15.60 1570
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Abundance Scan 2533 (17.186 min): BF127861.D\data.ms (- #87

276.1 Indeno(1,2,3-cd)pyrene
Concen: 52.119 ng
RT: 17.157 min Scan# 2{Eigil=ies

Ref 50 Delta R.T. -0.012 min _
Lab File: BF127995.D |(GUEIREETIEIR
138.1 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 \4\4‘9\ \92\ P\“ \“ ‘“‘\ [T }9?9\ T hi T \JM\ L L B
m/z--> 50 100 150 200 250 300 350 Tgt Ion:276 RESpZ 82274 hAanuaIHuegraﬂons
Abundance Scan 2528 (17.157 min): BF127995.D\datams 10" Ratio Lower Upper BRNEONZ0)

276.1 276 100 Reviewed By :Christian Giraldo  05/02/2022
138 21.7 19.0  28.4F sypervised By :Jagrut Upadhyay — 05/02/2022
277 25.3 20.1 30.1

Raw 50
Abundance
138.1 17457
0l43.0_918 ‘\L 207.0 Jm 355, 250000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 200000
Abundance Scan 2528 (17.157 min): BF127995.D\data.ms (-
276.1 150000
sub 100000
50
50000
138.1
0,510 918 | 18202241 o
R e T T
miz--> 50 100 150 200 250 300 350 Time-> 17.00 17.20

Abundance Scan 2193 (15.186 min): BF127861.D\data.ms (- #88

252.1 Benzo(b)fluoranthene
Concen: 45.012 ng
RT: 15.168 min Scan# 2190
Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
126.1 Acq: 29 Apr 2022 15:23
G\\‘\7\\0\‘\”\‘“\\‘\\\2\0‘0\1\1‘\\1\\\\’\\\\‘.\\\\‘\
miz--> 50 100 150 200 250 300 350 Tgt Ion:252 Resp: 668616
Abundance Scan 2190 (15.168 min): BF127995.D\data.ms Ion Ratio Lower Upper
25p.1 252 100
253 21.5 17.4 26.2
125 8.5 7.4 11.2
Raw 50
PSS
15.168
126.1
ol 740 ] 1991, | 354.9
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2190 (15.168 min): BF127995.D\data.ms (- 209000
252.1
Sub 200000
50
126.1
0 75.0 | 198.1, || 341.0 398. 0
T B e s AT e
miz--> 50 100 150 200 250 300 350 Time—> 1510 15.15
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Abundance Scan 2199 (15.221 min): BF127861.D\data.ms (- #89

2521 Benzo(k)fluoranthene
Concen: 43.753 ng
RT: 15.198 min Scan# 2{Eigil=laies

Ref 50 Delta R.T. -0.012 min |
Lab File: BF127995.D [(®lEIEETisliEllof
126.0 Acq: 29 Apr 2022 15:23 MERERSEENCERIEONS
b 720 1l 2740 L A
m/z--> 50 100 150 200 250 300 350 Tgt Ion:252 Resp: 654784V ERIVEINIIE]E 1]
Abundance Scan 2195 (15.198 min): BF127995.D\data.ms 10N Ratio Lower Upper BRAGLON=0)

252.1 252 100 Reviewed By :Christian Giraldo  05/02/2022

253 21.6 17.0 25.4 Supervised By :Jagrut Upadhyay 05/02/2022
125 8.9 6.8 10.2
Raw 50
AR
15.198
126.1
o631 | 198.1, | 308.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2195 (15.198 min): BF127995.D\data.ms (- 400000
252.1
Sub 200000
50
126.1
0 74.0 | 200.1, | 398. 0
R B e I R T
m/z--> 50 100 150 200 250 300 350 Time--> 15.20 15.30

Abundance Scan 2258 (15.568 min): BF127861.D\data.ms (- #90

252.1 Benzo(a)pyrene

Concen: 53.629 ng

RT: 15.551 min Scan# 2255

Ref 50 Delta R.T. -0.006 min
Lab File: BF127995.D
126.0 Acq: 29 Apr 2022 15:23
03\9\]‘- \7\4.\0\ \“ \‘“\ ™ %7\4\1\2’1\1 \1 “\ T
miz--> 50 100 150 200 250 300 Tt Ton:252 Resp: 660788
Abundance Scan 2255 (15.551 min): BF127995.D\datams A 1°" Ratio Lower Upper
25p.1 252 100

253 22.5 17.8 26.6
125 10.1 9.2 13.8

Raw 50
Abundance
500000 15.551
126.1
832 199.1
0 \4\5‘0\ T “ \‘H\ \1‘6\1\0\ T Py \“\ \2\9\02\ 400000
m/z--> 50 100 150 200 250 300
Abundance Scan 2255 (15.551 min): BF127995.D\data.ms (- 300000
252.1
200000
Sub
50
100000
126.1
0l 50.0 860 J 17412111 305. 0
\‘\\\\ \\\\\\\’\\ \\\\‘\ \\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 1550 15.60
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Abundance Scan 2536 (17.204 min): BF127861.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene
Concen: 55.694 ng
RT: 17.180 min Scan# 2{Eigil=lies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF127995.D (SUEEQISEIAEIN
139.1 Acq: 29 Apr 2022 15:23 12-15-SB4-BK-PRISONMS
0 \4\5‘0\ \92\ ‘0\‘ \“‘ “H \1\8\2\0‘2\2\4\ ]\-‘ T \“‘ T ‘ T
miz--> 50 100 150 200 250 300 350 T8t Ion:278 Resp: 70510@GNNVEIVEINIgIETo]E=Nilo]gk]
Abundance Scan 2532 (17.180 min): BF127995.D\data.ms 10" Ratio Lower Upper BRNGEONZ0)

278.1 278 100 Reviewed By :Christian Giraldo  05/02/2022
139 13.1 12.6 19.08 supervised By :Jagrut Upadhyay — 05/02/2022
279 24.3 18.9 28.3

Raw 50
Abundance
17/180
139.1
0430 870 | 183.12241 | 341.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ 300000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2532 (17.180 min): BF127995.D\data.ms (-
27g.1 200000
Sub
50 100000
139.1
0B9.0 870 ‘H 183.1224.1 | 01
\\‘\\\\‘\\\ \\\\‘\\\\‘\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 Time--> 17.10 17.20 17.30

Abundance Scan 2613 (17.657 min): BF127861.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 54.176 ng
RT: 17.633 min Scan# 2609
Ref 50 Delta R.T. -0.006 min
138.1 Lab File: BF127995.D
: Acq: 29 Apr 2022 15:23
0\4’:5‘()\\9\]\_‘\\“\‘“\‘\\\\‘2\2\3\\0‘\\I\\‘\\\\‘\\'\\
miz--> 50 100 150 200 250 300 350 Tgt Ion:276 Resp: 722817
Abundance Scan 2609 (17.633 min): BF127995.D\datams A 1°0 Ratio Lower Upper
276.1 276 100
277 23.2 18.8 28.2
138 18.3 16.2 24.2
Raw 50
Abundance
138.0 300000 17/633
0l43.1 920 | 207.0 ,“ 369.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2609 (17.633 min): BF127995.D\data.ms (1 200000
276.1
Sub
50 100000
138.0
ofLl 920 | 2220 | 369.1 0
B R e IR R R B R T
m/z--> 50 100 150 200 250 300 350  Time--> 17.60 17.80
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