Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131594.D

Acqg On : 12 Dec 2022 15:59

Operator : CG\JU

Sample : N5964-09MSD :
Misc : SU-518-COMP-05MSD

ALS vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 13 04:15:32 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M Reviewed By :Christian Giraldo  12/13/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay  12/13/2022
QLast Update : Tue Dec 13 04:12:13 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.892 152 62043 20.000 ng 0.00
21) Naphthalene-d8 8.181 136 223107 20.000 ng # 0.00
39) Acenaphthene-d1e 9.951 164 128415 20.000 ng 0.00
64) Phenanthrene-d1e 11.445 188 242568 20.000 ng 0.00
76) Chrysene-d12 14.104 240 137964 20.000 ng # 0.00
86) Perylene-d12 15.615 264 136691 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.522 112 438171 117.821 ng 0.01

7) Phenol-d6 6.534 99 571053 117.177 ng 0.00
23) Nitrobenzene-d5 7.463 82 390625 66.194 ng 0.00
42) 2,4,6-Tribromophenol 10.751 330 168545 118.134 ng 0.00
45) 2-Fluorobiphenyl 9.269 172 669263 65.713 ng 0.00
79) Terphenyl-di14 13.039 244 671790 66.778 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 2.734 88 73584 43.835 ng 98

3) Pyridine 3.487 79 196915 42.251 ng 98

4) n-Nitrosodimethylamine 3.457 42 109878 42.749 ng 100

6) Aniline 6.557 93 231475 39.715 ng 99

8) 2-Chlorophenol 6.681 128 185122 46.972 ng 93

9) Benzaldehyde 6.445 77 102457 30.689 ng 98
10) Phenol 6.545 94 265934m 48.921 ng
11) bis(2-Chloroethyl)ether 6.628 93 189367 46.472 ng 98
12) 1,3-Dichlorobenzene 6.834 146 207119 45.328 ng 97
13) 1,4-Dichlorobenzene 6.910 146 212678 46.144 ng 98
14) 1,2-Dichlorobenzene 7.063 146 201939 45.866 ng 97
15) Benzyl Alcohol 7.039 79 203734 45.600 ng 97
16) 2,2'-oxybis(1-Chloropr... 7.169 45 228032 43.322 ng 97
17) 2-Methylphenol 7.151 107 161110 45.359 ng 98
18) Hexachloroethane 7.404 117 84986 45.710 ng 91
19) n-Nitroso-di-n-propyla... 7.3106 70 160860 44.019 ng 99
20) 3+4-Methylphenols 7.304 107 220379 45.553 ng # 82
22) Acetophenone 7.304 105 308462 44.119 ng 94
24) Nitrobenzene 7.481 77 250623 42.108 ng 95
25) Isophorone 7.722 82 437879 46.066 ng 99
26) 2-Nitrophenol 7.798 139 98972 48.762 ng 93
27) 2,4-Dimethylphenol 7.834 122 167339 53.789 ng 99
28) bis(2-Chloroethoxy)met... 7.934 93 241452 49.103 ng 100
29) 2,4-Dichlorophenol 8.039 162 171182 44.501 ng 96
30) 1,2,4-Trichlorobenzene 8.122 180 202080 42.837 ng 98
31) Naphthalene 8.204 128 531422 42.290 ng 100
32) Benzoic acid 7.969 122 110208 48.915 ng 97
33) 4-Chloroaniline 8.257 127 115830 24.591 ng 96
34) Hexachlorobutadiene 8.316 225 135592 40.784 ng 99
35) Caprolactam 8.639 113 48425m  48.665 ng
36) 4-Chloro-3-methylphenol 8.745 107 194783 45.094 ng 98
37) 2-Methylnaphthalene 8.898 142 367643 42.780 ng 99
38) 1-Methylnaphthalene 8.998 142 346365 41.985 ng 98
40) 1,2,4,5-Tetrachloroben... 9.069 216 217083 45.667 ng 98
41) Hexachlorocyclopentadiene 9.051 237 266625 110.503 ng 98
43) 2,4,6-Trichlorophenol 9.180 196 135638 46.131 ng 98
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131594.D

Acqg On : 12 Dec 2022 15:59

Operator : CG\JU

Sample : N5964-09MSD :
Misc : SU-518-COMP-05MSD

ALS vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 13 04:15:32 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF120822.M Reviewed By :Christian Giraldo  12/13/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay  12/13/2022
QLast Update : Tue Dec 13 04:12:13 2022
Response via : Initial Calibration

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

44) 2,4,5-Trichlorophenol 9.228 196 141599 44.780 ng 99
46) 1,1'-Biphenyl 9.369 154 471619 46.450 ng 99
47) 2-Chloronaphthalene 9.392 162 375381 45.378 ng 98
48) 2-Nitroaniline 9.498 65 129966 44.352 ng 89
49) Acenaphthylene 9.816 152 558245 45.961 ng 99
50) Dimethylphthalate 9.675 163 436377 44.577 ng 99
51) 2,6-Dinitrotoluene 9.739 165 96751 47.874 ng # 82
52) Acenaphthene 9.986 154  407052m 50.026 ng

53) 3-Nitroaniline 9.910 138 57850 29.835 ng 99
54) 2,4-Dinitrophenol 10.016 184 101693 87.497 ng 92
55) Dibenzofuran 10.163 168 520865 45.305 ng 96
56) 4-Nitrophenol 10.080 139 136679 101.467 ng 89
57) 2,4-Dinitrotoluene 10.145 165 129921 48.462 ng 96
58) Fluorene 10.504 166 412591 44.144 ng 100
59) 2,3,4,6-Tetrachlorophenol 10.280 232 118889m  44.400 ng

60) Diethylphthalate 10.380 149 415823 44.264 ng 99
61) 4-Chlorophenyl-phenyle... 10.498 204 227592 44,064 ng 93
62) 4-Nitroaniline 10.533 138 86801 45.174 ng 95
63) Azobenzene 10.657 77 455453 42.508 ng 98
65) 4,6-Dinitro-2-methylph... 10.557 198 68512 44.594 ng 78
66) n-Nitrosodiphenylamine 10.616 169 346797 44,223 ng 98
67) 4-Bromophenyl-phenylether 10.986 248 134628 43.144 ng 95
68) Hexachlorobenzene 11.051 284 146839 43.504 ng # 93
69) Atrazine 11.151 200 130255 52.305 ng 96
70) Pentachlorophenol 11.251 266 153533 88.358 ng 97
71) Phenanthrene 11.474 178 583967 43,191 ng 100
72) Anthracene 11.527 178 599256 45.556 ng 99
73) Carbazole 11.680 167 492146 45.836 ng 99
74) Di-n-butylphthalate 12.010 149 601017 45.627 ng 100
75) Fluoranthene 12.669 202 606686 43.576 ng 99
77) Benzidine 12.792 184 227648 61.583 ng 98
78) Pyrene 12.898 202 597194 43.898 ng 99
80) Butylbenzylphthalate 13.515 149 209317 53.168 ng 99
81) Benzo(a)anthracene 14.092 228 452251 45.392 ng 99
82) 3,3'-Dichlorobenzidine 14.057 252 1e1401 35.772 ng 97
83) Chrysene 14.133 228 424566 44.823 ng 98
84) Bis(2-ethylhexyl)phtha... 14.074 149 267462 49.750 ng 99
85) Di-n-octyl phthalate 14.698 149 396487 45.429 ng 98
87) Indeno(1,2,3-cd)pyrene 17.156 276 451956 40.514 ng 99
88) Benzo(b)fluoranthene 15.168 252 406024 45.068 ng 100
89) Benzo(k)fluoranthene 15.198 252 412501 43.868 ng 99
90) Benzo(a)pyrene 15.551 252 356651 46.388 ng 100
91) Dibenzo(a,h)anthracene 17.180 278 384843 41.917 ng 98
92) Benzo(g,h,i)perylene 17.627 276 380780 41.267 ng 99

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131594.D

Acq On : 12 Dec 2022 15:59

Operator : CG\JU

Sample : N5964-09MSD :
Misc : SU-518-COMP-05MSD

ALS VvVial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 13 04:15:32 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF120822.M Reviewed By :Christian Giraldo  12/13/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay  12/13/2022
QLast Update : Tue Dec 13 04:12:13 2022
Response via : Initial Calibration
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Abundance Scan 820 (6.910 min): BF131555.D\data.ms (-81 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.892 min
Ref 50 280 1150 Delta R.T. ©.000 min
52.0 : Lab File:
Acq: 12
Ol w\w or8 |l 1310 l|
miz--> 40 60 80 100 120 140 160 T8t Ion:152 Resp:
Abundance  Scan 817 (6.892 min): BF131594.D\datams 10N Ratio Lower Upper
1500 | 152 100
150 145.0 116.7 175.1
115 66.5 54.6 82.0
Raw 50 115.0
51 78.0 Abundance
‘ ‘ 100000
O ol 1989
miz--> 40 60 80 100 120 140 160 80000
Abundance Scan 817 (6.892 min): BF131594.D\data.ms (-80
150.0 60000
sub 40000
50 280 115.0
52.1 20000
miz--> 40 60 80 100 120 140 160 Time--> 6.85  6.90
Abundance Scan 97 (2.657 min): BF131555.D\data.ms (-91) #2

88.0 1,4-Dioxane
58.0 Concen: 43.835 ng
RT: 2.734 min Scan# 110
Ref 50 Delta R.T. ©0.082 min
43.0 Lab File: BF131594.D
‘ ‘ Acq: 12 Dec 2022 15:59
G\HH\‘H‘HwH“;HH\HHMH‘\HH . .
m/z--> 30 40 50 70 30 90 Tgt Ion: .88 Resp: 73584
Abundance  Scan 110 (2.734 min): BF131594.D\datams ~ 1°0 Ratlo Lower Upper
88.0 88 100
58.0 58 73.5 60.0 90.0
43 32.1 26.7 40.1
Raw 50
43.0 Abundance
‘ 50000 2134
0\“H\‘H‘HwH“rH‘Ggil‘”w”“‘w‘”
m/z--> 30 40 50 60 70 80 90 40000
Abundance Scan 110 (2.734 min): BF131594.D\data.ms (-37
88.0 30000
58.0
Sub 20000
50
43.0 10000
Oy g | AR RARRARRARE A
miz—-> 30 40 90 Time-> 2.65 2.70 2.75 2.80

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:25 2022

NeEIEdInstrument :
BNA F

BF131594.D [(®Ilisstlnlol(=lels
Dec 2022 15:59 SlSEktEele]V|ZE0sVS]n)

6204 SV EGTERIC eI
APPROVED

Reviewed By :Christian Giraldo

Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022
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Abundance Scan 227 (3.422 min): BF131555.D\data.ms (-22 #3
79.0 Pyridine
52.0 Concen: 42.251 ng
RT: 3.487 min
Ref 50 Delta R.T. ©0.076 min
Lab File:
3?'0 i ‘ Acq: 12 Dec 2022 15:59
O FrrrprrrrprHprrrr e e e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 '8t Ion: 79 Resp: 19691
Abundance  Scan 238 (3.487 min): BF131594.D\datams ~ 100 Ratio Lower Upper
79.0 79 100
52 67.4 55.0 82.6
52.0 51 37.5 31.4 47.2
Raw 50
Abundance
3.487
39.0 ‘ ‘
0\\wHH’WHM\HMHLMJW\HwM\wHH‘HH“\\MH\MHW\ 100000
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85
Abundance Scan 238 (3.487 min): BF131594.D\data.ms (-20
79.0
b 52.0 50000
u
50
39.0
0 H"m,‘1H‘mHw\‘ulw?%'gu mwmiml P R AEmA T
miz--> 30 35 40 45 50 55 60 65 70 75 80 85  Time->  3.40 3.50 3.60 3.70
Abundance Scan 222 (3.393 min): BF131555.D\data.ms (-21 #4
421 74.0 n-Nitrosodimethylamine
Concen: 42.749 ng
RT: 3.457 min Scan# 233
Ref 50 Delta R.T. ©.076 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0 HH | 590 |
\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 42 Resp: 189878
Abundance  Scan 233 (3.457 min): BF131594.D\data.ms Ion Ratio Lower Upper
42.1 74.0 42 100
74 112.9 90.2 135.2
44 5.2 3.7 5.5
Raw 50
Abundance
3/457
Ohpil 480 9L L
m/z--> 30 35 40 45 50 55 60 65 70 75 80 40000
Abundance Scan 233 (3.457 min): BF131594.D\data.ms (-20
42.1 74.0
Sub 20000
50
0 48.9 5&1 | 1
rprr e T e e e o
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 3.40 3.50

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:26 2022

NIt ApXinstrument :
BNA F

BF131594.D [(®Ilisstlnlol(=lels
SU-518-COMP-05MSD

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022
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BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:26 2022

Abundance Scan 582 (5.510 min): BF131555.D\data.ms (-57 #5
112.0 2-Fluorophenol
64.0 Concen: 117.821 ng
RT: 5.522 min Scan# S5{gEiitinlEpies
Ref 50 Delta R.T. ©0.012 min BNA_F
92.0 Lab File: BF131594.D (SUEERISEIIAEI0N
. . SU-518-COMP-05MSD
38.0 500 Acq: 12 Dec 2022 15:59
0 \‘\u‘“‘\uw}‘\‘wl1‘”\\‘11“\‘1?9'11”‘\‘\”‘””‘ Lo ]
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:}lz Resp: 438178V EGUEIR I Tl
Abundance  Scan 584 (5.522 min): BF131594.D\datams 10N Ratio Lower Upper BRANEONZ0)
112.0 112 100 Reviewed By :Christian Giraldo  12/13/2022
64 62.5 54.5 81.7 Supervised By :Jagrut Upadhyay  12/13/2022
64.0 63 36.3 31.9 47.9
Raw 50
Abundance
92.0 5.522
A
0t \\3\?“ \ \\Sﬂ‘.\(‘)ﬁl 1 “\ ity \‘1?9"41 r !w A NRRRRE L . 400000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 584 (5.522 min): BF131594.D\data.ms (-53 300000
112.0
64.0 200000
Sub
50
92.0 100000 L
0 38.150.079'A SR T R
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.50 5.60
Abundance Scan 763 (6.575 min): BF131555.D\data.ms (-75 #6
93.0 Aniline
Concen: 39.715 ng
RT: 6.557 min Scan# 760
Ref 50 66.0 Delta R.T. -0.006 min
Lab File: BF131594.D
39.0 Acq: 12 Dec 2022 15:59
0 \’\Hw‘i‘\\\‘\5:"'”?\\’H\“H‘\‘\17\81.‘0\\\\‘!1\\‘\\\\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 93 Resp: 231475
Abundance  Scan 760 (6.557 min): BF131594.D\datams ~ 1°0 Ratlo Lower Upper
93.0 93 100
66 43.3 34.6 51.8
65 22.7 17.7 26.5
Raw 50 66.0
Abundance
39.1 6.557
520 780 | 200000
0 e ettt et et e
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 760 (6.557 min): BF131594.D\data.ms (-71 120000
93.0
100000
Sub
50 66.0
50000
‘ 52.0 78.0 ‘ ‘ ]
O+t e T
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.55 6.60
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Abundance Scan 756 (6.534 min): BF131555.D\data.ms (-74 #7
99.0 Phenol-d6
Concen: 117.177 ng
RT: 6.534 min
Ref 50 711 Delta R.T. ©.006 min
1 Lab File:
Acq: 12 Dec 2022 15:59
Ou‘mM‘UluiHH“HM“H‘m‘mwlu‘_m‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 57165
Abundance  Scan 756 (6.534 min): BF131594.D\data.ms 10N Ratio Lower Upper
99.1 99 100
42  19.7 17.9 26.9
71  43.5 37.2 55.8
Raw 50 711
Abundance
421 6.534
B Y 2 N B
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 756 (6.534 min): BF131594.D\data.ms (-70 500000
99.1
200000
Sub gy 71.1
100000
42.1
A O - O
miz--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.60
Abundance Scan 783 (6.692 min): BF131555.D\data.ms (-77 #8
128.0 2-Chlorophenol
Concen: 46.972 ng
64.0 RT: 6.681 min Scan# 781
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
39.0 ‘ 92.0 Acq: 12 Dec 2022 15:59
ol ‘M\‘ Ll ‘\\ [ ‘ 12080
miz--> 40 80 100 120 Tgt Ion:128 Resp: 185122
Abundance Scan 781 (6.681 min): BF131594.D\data.ms Ion Ratio Lower Upper
128.0 128 100
136 33.1 11.6 51.6
64.0 64 53.6 40.6 80.6
Raw 50
Abundance
301 92.0 200000 6.681
ol . ‘w‘ _nrs_ \ TE Loz A M
m/z--> 40 80 100 120 150000
Abundance Scan 781 (6.681 min): BF131594.D\data.ms (-73
128.0
100000
Sub 64.0
50 50000
391 92.0
0L ‘\H‘ Ll ‘Mm m78,_ ‘ 4079 e S S
mfz--> 80 100 120 Time--> 6.65 6.70 6.75
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:27 2022

NIt avdinstrument :
BNA F

BF131594.D [(®Ilisstlnlol(=lels
SU-518-COMP-05MSD

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022
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Abundance Scan 744 (6.463 min): BF131555.D\data.ms (-73 #9

yde

30.689 ng

45 min Scan#t 7400 lEIes
-0.000 min [ELNEWZ

BF131594.D (®IEIEEqis](E08
ec 2022 15:59 SUEEEEC]VIZRVISb)

77 Resp: 10245TVERIEIRIIETo[E 1]

o Lower Upper [VAZIEIZ{ON/=D)

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

7 73.8 113.8
7 65.2 105.2

6.445

71.0 105.0 Benzaldeh
Concen:
RT: 6.4
51.0
Ref 50 Delta R.T.
Lab File:
39.0 ‘ Acq: 12 D
0 W‘Hw_"q‘u‘mu‘w‘h‘_“q‘u‘_"W‘H
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion:
Abundance  Scan 741 (6.445 min): BF131594.D\datams | 190 Rati
71.0 105.0 77 100
105  90.
106  86.
Raw 50 51.0
Abundance
39.0 ‘ ‘
Ottt 20l 889 L 100000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 741 (6.445 min): BF131594.D\data.ms (-69
77.0 105.0
50000
sub 51.0
39.0 ‘
obrettl 220l 889 L
m/z--> 30 40 50 60 70 80 90 100 110 Time-->

6.40 6.45 6.50

Abundance Scan 758 (6.545 min): BF131555.D\data.ms (-75 #10

94.0 Phenol
Concen: 48.921 ng m
66.0 RT: 6.545 min Scan# 758
Ref 50 ' Delta R.T. -0.000 min
391 Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0\‘\\\‘1“\\\\‘H\‘\‘\\“H‘\\‘\‘\\7\7\.0‘\\\\‘\‘\‘\“\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: .94 Resp: 265934
Abundance  Scan 758 (6.545 min): BF131594.D\data.ms 10" Ratio Lower Upper
94.0 94 100
65 36.7 14.8 54.8
66.0 66 54.7 30.8 70.8
Raw 50
Abundance
39.1 6.545
55.0 300000
0 bbb £
m/z--> 30 50 60 70 80 90 100
Abundance Scan 758 (6.545 min): BFl31594.D\céitg.ms (70 500000
66.0
sub o 100000
39.1
0 L0 =
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.55

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:27 2022

Page 8



Abundance Scan 775 (6.645 min): BF131555.D\data.ms (-77 #11

63.0 93.0 bis(2-Chloroethyl)ether
Concen: 46.472 ng
RT: 6.628 min Scan# 71gSidtgl=lpies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D [(GICHIEEIellEI(6H
Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
0 430‘\ | | 141'9
m/z--> 4b 6‘0 8b 1(‘)0 12‘0 1)10 Tgt Ion:'93 Resp: 18936 IVERNEIRGICEIETTO
Abundance  Scan 772 (6.628 min): BF131594.D\datams 10N Ratio Lower Upper BRNGEONZ0)
93.0 93 160 Reviewed By :Christian Giraldo  12/13/2022
63.0 63 78.3 60.4 100.4 Supervised By :Jagrut Upadhyay  12/13/2022
95 31.9 12.3 52.3
Raw 50
Abundance
568560 6,608
0 43.0 ‘ ‘ 142.0
o R R e SR R A T
miz--> 40 60 80 100 120 140 150000
Abundance Scan 772 (6.628 min): BF131594.D\data.ms (-72
93.0
63.0 100000
Sub
50 50000
0 4%\.\0‘\\ i \‘ 1 1420 0
ettt bl TS T
miz--> 40 60 80 100 120 140  Time-> 6.60 6.65

Abundance Scan 810 (6.851 min): BF131555.D\data.ms (-80 #12

145.9 1,3-Dichlorobenzene
Concen: 45.328 ng

RT: 6.834 min Scan# 807

Ref 50 75.0 111.0 Delta R.T. -0.000 min
50.0 Lab File:  BF131594.D
‘ ‘ Acq: 12 Dec 2022 15:59
0 H“H\‘\‘ ’n‘ : \‘1‘1“‘\9\3'\9‘””1‘\ ‘ HH“\‘\‘H‘
miz--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 207119

Abundance  Scan 807 (6.834 min): BF131594.D\data.ms Ion Ratio Lower Upper
145.9 146 100

148 64.7 50.7 76.1
75 41.5 35.1 52.7

Raw 50 111.0
5.0 Abundance
50.0 250000 6.834
0 ol 0238 200000
miz--> 40 60 80 100 120 140
Abundance Scan 807 (6.834 min): BF131594.D\data.ms (-75
1459 150000
sub 100000
u 111.0
50 75.0
50000
50.0 ‘
miz--> 60 80 100 120 140 Time--> 6.80 6.85

BF131594.D 8270-BF120822.M Tue Dec 13 12:03:28 2022 Page 9



Abundance Scan 823 (6.928 min): BF131555.D\data.ms (-81

145.9

#13
1,4-Dichlorobenzene
Concen: 46.144 ng

145.9

Ref 50 78.0 111.0 Delta R.T. -0.006 min [\AW:
50.0 Lab File:
‘ ‘ Acq: 12 Dec 2022 15:59 Sikrt:Rele)V[eRusViss)
0l ;H’ ”H‘ s i““ : }‘1 ‘ 1‘\\‘9‘4"8‘ : M“ ] ‘\‘M‘ -
miz--> 10 60 80 100 120 140 Tgt Ion:146 RESpI 21267
Abundance  Scan 820 (6.910 min): BF131594 D\datams  1on Ratio Lower Upper
1460 146 100
148 63.4 51.8 77 .6
111 47.0 38.9 58.3
Raw 50 75.0 111.0
Abundance
50.0 ‘ 250000 6.910
o) ‘H’ ”\‘\‘ L i““ , ;M | \‘\\‘9‘3-‘9‘ , M“ SRR ‘\‘\“ “ 200000
m/z--> 40 60 80 100 120 140
Abundance Scan 820 (6.910 min): BF131594.D\data.ms (-77
146.0 150000
100000
Sub 50 75.0 111.0
50.0 50000
0y "H“HH“
miz--> 40 60 80 100 120 140 Time--> 6.90  6.95
Abundance Scan 849 (7.081 min): BF131555.D\data.ms (-84 #14

1,2-Dichlorobenzene
Concen: 45.866 ng
RT: 7.063 min Scan# 846

111.0 "
Ref 50 75.0 Delta R.T. -0.006 min
Lab File: BF131594.D
50.0 Acq: 12 Dec 2022 15:59
G\\\“ T \“\‘\ i‘\ T \“} T 1“‘\9\3\9‘ T \‘1‘\ [T ‘\ ™
miz--> 40 60 80 100 120 140 Tgt Ion:}46 Resp: 201939
Abundance  Scan 846 (7.063 min): BF131594.D\data.ms 100 Ratio Lower Upper
145.9 146 100
148 64.1 49.9 74.9
111 49.1 41.8 62.6
Raw 5 111.0
750 Abundance
50.0 7.063
0 939 Ll 200000
miz--> 40 60 80 100 120 140
Abundance Scan 846 (7.063 min): BF131594.D\data.ms (-79 150000
145.9
100000
Sub
50 750 111.0
50000
50.0
0' “‘1“‘\9\3'\‘\W}\‘\\\\‘\\\\‘ [T T T T T T T T T
miz--> 40 60 80 100 120 140 Time--> 7.00 7.05 7.10

BF131594.D 8270-BF120822.M

Tue Dec 13 12:

03:28 2022

RT: 6.910 min Scan#t SISEiiglElies

BF131594.D (®IEIEEqis](E08

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022

Page 10



79.0

108.0

Abundance Scan 844 (7.051 min): BF131555.D\data.ms (-83 #15

Benzyl Alcohol
Concen: 45.600 ng

Abundance Scan 867 (7.186 min): BF131555.D\data.ms (-86 #16

45.0 2,2"'-oxybis(1-Chloropropane)
Concen: 43.322 ng
RT: 7.169 min Scan# 864
Ref 50 Delta R.T. -0.000 min
121.0 Lab File: BF131594.D
770 Acq: 12 Dec 2022 15:59
G\\\‘i“i‘\‘\\‘\\\\‘.‘\\9\5\.(‘)\\\\“\\\\‘\;55\"0\
miz--> 40 60 80 100 120 140 160 T8t Ion: 45 Resp: 228032
Abundance  Scan 864 (7.169 min): BF131594.D\data.ms Ion Ratio Lower Upper
48.0 45 100
77 19.2 0.0 37.7
79 14.3 0.0 33.6
Raw 50
Abundance
77.0 121.0 7169
150000
oLl llsso 1m0
m/z--> 40 60 80 100 120 140 160
Abundance Sca2§%4 (7.169 min): BF131594.D\data.ms (-81 100000
sub o 50000
77.0 121.0
0'55',0 T
miz--> 40 60 80 100 120 140 160 Time--> 7.10 7.15 7.20

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:28 2022

RT: 7.039 min Scan# 8S4giiiiiglElies

BF131594.D (®IEIEEqis](E08

Reviewed By :Christian Giraldo

Ref 50 Delta R.T. -0.000 min [E\AWZ
51.0 Lab File:
Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
T 1500
0 L e L e ]
miz--> 40 6‘0 80 160 150 11‘10 1é0 Tgt Ion: 79 Resp: 203734 Manual Integrations
Abundance  Scan 842 (7.039 min): BF131594.D\datams 10N Ratio Lower Upper BRAVEONZ0)
79.0 79 100
1e8 63.3 49.2 73.8 Supervised By :Jagrut Upadhyay
108.0 77 65.5 54.5 81.7
Raw 50
Abundance
51.0 7.039
150000
Oﬁ—v—r‘lrv—rj\“ H“‘\\‘\‘\‘\\‘\\\\]"45\'9\‘\
m/z--> 40 60 80 100 120 140 160
Abundance in): -
Scan 842 (7.0397m.|(;1). BF131594.D\data.ms (-79 100000
108.0
sub o, 50000
51.0
OM H”‘H"M‘H‘HH]"A"S"?W‘ I B e
miz--> 40 60 80 100 120 140 160 Time--> 7.00 7.10

Page 11



Abundance Scan 862 (7.157 min): BF131555.D\data.ms (-85 #17

108.0 2-Methylphenol
Concen: 45.359 ng
79.0 RT: 7.151 min Scan# 8¢gSiidtipgl=lgiss
Ref 50 Delta R.T. -0.000 min [Z\Wlg
510 Lab File: BF131594.D [(GEhISEIIellEIl0H
M ‘ #\2 Acq: 12 Dec 2022 15:59 SiReHEROIVIZECEVE]R
0“HH‘HHHMWW‘mwhm_m‘m‘_m‘mw ,
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt IOﬂZ:!.07 Resp: 16111 Manual Integratlons
Abundance  Scan 861 (7.151 min): BF131594.D\datams 10N Ratio Lower Upper BENEONZ0)
108.0 167 106 Reviewed By :Christian Giraldo  12/13/2022
le8 109.4 85.5 128.3 Supervised By :Jagrut Upadhyay  12/13/2022
77.0 77 62.7 48.2 72.4
Raw 5q 79 59.8 47.8 71.8
90.0 Abundance
51.0 ‘
6 121.0 150000
o LI se || ame
m/z--> 30 40 50 60 70 80 90 100 110120
Abundance in): -
Scan 861 (7.151 min): BF131594.D\data.ms (-81 100000
108.0
77.0
Sub gy 50000
90.0
51.0 ‘
o Sl e || e o
miz--> 30 40 50 60 70 80 90 100110120  Time-> 7.10 7.15

Abundance Scan 908 (7.428 min): BF131555.D\data.ms (-90 #18

116.9 200.8  Hexachloroethane
Concen: 45.710 ng
165.9 RT: 7.404 min Scan# 904
Ref 50 ’ Delta R.T. -0.006 min
470 g1 Lab File: BF131594.D
‘ M ‘ ‘ H ‘ ‘ Acq: 12 Dec 2022 15:59
0\\‘\’\\‘\\"\\\\’\\\\’\\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\\‘\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 84986
Abundance  Scan 904 (7.404 min): BF131594.D\data.ms 10 Ratio Lower Upper
116.9 2008 117 100
119 93.4 75.0 112.4
201 105.2 98.0 147.0
Raw 50 165.9
Abundance
47.0 81 9 ‘ 7.‘?4
0 ,,,,““‘ 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 904 (7.404 min): BF131594.D\data.ms (-85 60000
116.9 200.8
40000
Sub
50 165.9
470 819 20000
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.35 7.40 7.45

BF131594.D 8270-BF120822.M Tue Dec 13 12:03:29 2022 Page 12



Abundance Scan 891 (7.328 min): BF131555.D\data.ms (-88 #19

0-di-n-propylamine
44.019 ng

310 min Scan#t S{gEiidtinlEles
T. -0.006 min [Nz

BF131594.D (®IEIEEqis](E08
Dec 2022 15:59 SU-518-COMP-05MSD

70 Resp: 16086
io Lower Upper

4 46.4 69.6
8 7.2 10.8
8 13.3 19.9

77.0 105.0 n-Nitros
Concen:
431 RT: 7.
Ref 50 Delta R.
Lab File:
‘ 30.1 Acq: 12
0"“‘H“‘\"‘W‘HHH‘\‘\M\‘W\H_m_m_m_m
m/z--> 40 60 80 100 120 140 160 180 200 gt Ion:
Abundance  Scan 888 (7.310 min): BF131594.D\datams | 190 Rat
77.0 105.0 70 100
42 57.
101 9.
Raw 5ol 431 130 16.
Abundance
ok ] \‘F’Ol‘ ey 2070
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 888 (7.310 min): BF131594.D\data.ms (-83
77.0 105.0
50000
Sub 50 431
[l o
0 “NMNLUW‘W“"W‘H“H‘W‘H“H‘%sz
miz--> 40 60 80 100 120 140 160 180 200  Time-->

7.310

725 730 735

Abundance Scan 889 (7.316 min): BF131555.D\data.ms (-88 #20

77.0 107.0 3+4-Methylphenols
Concen: 45.553 ng
RT: 7.304 min Scan# 887
Ref 50 Delta R.T. -0.006 min
51.0 Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
st o ) e 1301
G\\\‘i\\\”\““\‘\‘\‘w‘\\‘\\‘\‘\‘\’\\‘\\‘
m/z--> 40 60 80 100 120 Tgt Ion:}07 Resp: 220379
Abundance  Scan 887 (7.304 min): BF131594 D\datams 100 Ratlo Lower Upper
77.0 105.0 107 100
108 83.0 64.0 104.0
77 129.4 73.1 113.1#
Raw 50| 454 79 34.9 18.2 58.2
) Abundance
120.0
AL o0 |
oL HHHM\\‘\‘M;H”‘MH’\ M‘\"H\H‘ 7.
miz--> 80 100 120 00000
Abundance Scan 887 (7.304 min): BF131594.D\data.ms (-83
71.0 105.0
Sub 100000
501 431
120.0 |
el s _J
m/z--> 80 100 120 Time--> 7.30 7.40
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:29 2022

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay
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bpEU[Z)  Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

Abundance Scan 1040 (8.204 min): BF131555.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.181 min Scan# 1
Ref 50 Delta R.T. -0.006 min
Lab File:
571‘0‘78‘0 10‘8.1 | Acq: 12 Dec 2022 15:
O ettt e e e e
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp:
Abundance Scan 1036 (8.181 min): BF131594.D\data.ms | 10" Ratio Lower Upper
136.1 136 100
137 10.8 8.1 12.1
54 8.7 6.0 9.0
Raw 5g 68 5.8 3.8  5.84
Abundance
8.181
540 760 1081 200000
Ot et 2008
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1036 (8.181 min): BF131594.D\data.ms (-9
136.1
100000
S
ub 5
50000
108.1
54.0
O 28 b 2908 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.15 8.20
Abundance Scan 890 (7.322 min): BF131555.D\data.ms (-88 #22
77.0 105.0 Acetophenone
Concen: 44.119 ng
431 RT: 7.304 min Scan# 887
Ref 50 ) Delta R.T. -0.006 min
Lab File: BF131594.D
120.0 Acq: 12 Dec 2022 15:59
Ot— “‘\ T \“1 ‘ \‘ t ‘\‘HH‘ \g\‘:‘L‘\O\ “ \‘!‘ \‘\ "‘\ \‘\ ™
m/z--> 30 100 120 Tgt Ion:}05 Resp: 308462
Abundance Scan887(7304rnh0:BF131594I“dmaJns Ton Ratio Lower Upper
77.0 105.0 105 100
71 7.0 5.4 8.0
51 40.7 27.8 41.6
Raw 50 431 120 19.4 15.3 22.9
: Abundance
120.0 250000 7404
S
0 ““ “‘MNVW“”WH“H\ el 200000
m/z--> 80 100 120
Abundance Scan 887 (7.304 min): BF131594.D\data.ms (-83 150000
71.0 105.0
100000
Sub
501 431
50000
120.0
| 30w
0\\\‘\\\HH\““‘\‘\‘\‘HH\\‘H\\“ “\‘\’\\‘\\’ \\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 Time—>  7.25 7.30 7.35
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:30 2022

Instrument :
BNA F

BF131594.D [(®Ilisstlnlol(=lels
- JSU-518-COMP-05MSD

12/13/2022
12/13/2022
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Abundance Scan 917 (7.481 min): BF131555.D\data.ms (-91 #23

82.1 Nitrobenzene-d5
Concen: 66.194 ng
54.1 RT: 7.463 min Scan# 9llgSiidtipl=lgies
Ref 50 ' Delta R.T. -0.006 min [NGWS
1280 |ab File: BF131594.D [SUEHISEWIEEICE
98.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
o ton || eso, | [ 120 |
m/z--> 4’0 6‘0 8‘0 160 150 Tgt Ion:'82 Resp: 390628 VEGNEIRGIETIETTO
Abundance  Scan 914 (7.463 min): BF131594 D\datams | 10N Ratio Lower Upper BRULIENISE
82.1 82 100 Reviewed By :Christian Giraldo  12/13/2022
128 34.7 26.1 39.18 supervised By :Jagrut Upadhyay — 12/13/2022
54 49.3 40.6 60.8
Raw 5q 54.1
128.0 Abundance
7.463
98.0
oL 401 || esp, | | 120 | 300000
e ax  F
m/z--> 40 60 80 100 120
Abundance in): -
Scan 914 (7.463 mln)ézBil31594.D\data.ms (-86 200000
Sub gy 54.0 100000
128.0
98.0
o381 || eso | 1120 o
T 2 T e B R S S R R
miz--> 40 60 80 100 120 Time> 7.40 7.45 750
Abundance Scan 920 (7.498 min): BF131555.D\data.ms (-91 #24
71.0 Nitrobenzene
Concen: 42.108 ng
51.0 RT: 7.481 min Scan# 917
Ref 50 Delta R.T. -0.006 min
1230 | ab File: BF131594.D
93.0 Acq: 12 Dec 2022 15:59
0 \‘\3\Z\‘.‘(‘)\\M‘!1\H‘H‘\\‘\‘1‘”‘\\H‘\‘\\\‘%\0\6\.‘9\\\‘\1\\‘\\\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 77 Resp: 250623
Abundance  Scan 917 (7.481 min): BF131594.D\data.ms  1ON Ratio Lower Upper
77.0 77 100
123 37.6 27.1 40.7
65 14.6 11.9 17.9
Raw 50 51.0
1230 Abundance
7.481
93.0 250000
0 37u'1 Al m‘ “H ‘ 106.9 ,
et e e e e
m/z--> 30 40 50 60 70 80 90 100110120130 200000
Abundance Scan 917 (7.481 min): BF131594.D\data.ms (-86
77.0 150000
sub 51.0 100000
123.0
50000
‘ 93.0
0 ‘“3‘71"‘1”m“m“m‘u‘n!‘l1_m_“H‘m"‘mwmwu e
miz--> 30 40 50 60 70 80 90 100110120130 Time-> 7.40 7.45 7.50

BF131594.D 8270-BF120822.M Tue Dec 13 12:03:31 2022 Page 15



Abundance Scan 961 (7.739 min): BF131555.D\data.ms (-95 #25
82.0 Isophorone
Concen: 46.066 ng
RT: 7.722 min Scan# 9lgiSidtipl=lpies
Ref 50 Delta R.T. -0.000 min
Lab File:
39.1 54.0 138.1 Acq: 12 Dec
ol “H‘ b 2029 1230 |
m/z--> 80 100 120 140 Tgt Ion:‘82 RESpI 43787
Abundance Scan 958 (7.722 min): BF131594. D\datams | 10" Ratio Lower Upper
82.0 82 100
95 8.1 6.9 10.3
138 14.0 11.4 17.0
Raw 50
Abundance
39.1 54.0 138.1 7.722
o~ “‘\‘ “‘\‘\‘ ‘ il L ‘:‘L:‘LO‘]‘-‘ - “‘ - 300000
m/z--> 80 100 120 140
Abundance Scan 958 (7.722 min): BF131594.D\data.ms (-90
82.0 200000
Sub
50 100000
39.1 54.0 138.1
c"“M‘w‘mmww“‘_11‘9'1‘_”“_‘ .~
miz--> 80 100 120 140 Time--> 7.65 7.70 7.75
Abundance Scan 974 (7.816 min): BF131555.D\data.ms (-96 #26
139.0 2-Nitrophenol
65.0 Concen: 48.762 ng
39.0 109.0 RT: 7.798 min Scan# 971
Ref 50 : Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
ol uHu‘,"“‘W‘m“uu}‘m,mw‘
miz--> 40 60 80 100 120 140 160 180 I8t Ion:139 Resp: 98972
Abundance  Scan 971 (7.798 min): BF131594.D\data.ms ~ 1°0 Ratlo Lower Upper
130.0 139 100
109 42.9 38.6 58.0
65.0 65 66.0 56.5 84.7
Raw 50y 39.0 109.0
Abundance
7.798
100000
o bl Dl L 179.9
m/z--> 40 60 80 100 120 140 160 180 80000
Abundance Scan 971 (7.798 min): BF131594.D\data.ms (-92
139.0 60000
630 40000
Sub 501 39.0 109.0
20000
0 ‘H‘rthw“‘w“w}‘wrwl??‘g
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.75 7.80

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:32 2022

BNA_F
BF131594.D (®IEIEEqis](E08
2022 15:59 SSEICREO]YIRVIb)

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022
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Abundance Scan 979 (7.845 min): BF131555.D\data.ms (-97 #27
10y.0 2,4-Dimethylphenol
122.0 Concen: 53.789 ng
RT: 7.834 min
Ref 50 770 Delta R.T. -0.006 min
91.0 Lab File:
51.0 ‘ Acq: 12 Dec 2022 15:59
0‘wgﬁw‘”ww”\”“\”‘w”‘w‘”w”“lw”‘w“”w
m/z--> 30 40 50 60 70 80 90 100110120130 T8t Ion:122 Resp: 16733
Abundance  Scan 977 (7.834 min): BF131594.D\datams ~ 100 Ratio Lower Upper
107.0 122 100
1221 107 141.2 114.2 171.2
121  59.0 48.2 72.2
Raw 50
77.0 Abundance
91.0
39.0 ‘
0 W‘”‘W‘”}E”‘MH”\”‘HW‘”\M‘W‘”1\”‘WJ”‘W 200000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 7.834
Abundance Scan 977 (7.834 min): BF131594.D\data.ms (-92 150000
107.0
1221 100000
P s 77.0
0 oo 50000
39.0
GF| 0 A N
miz--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 7.80 7.85
Abundance Scan 996 (7.945 min): BF131555.D\data.ms (-99 #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 49.103 ng
RT: 7.934 min Scan# 994
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
123.0 Acq: 12 Dec 2022 15:59
G“ﬁ4?hw““W“‘\L“HM‘”\“‘W%?Q%‘
m/z--> 40 80 100 120 140 160 Tgt Ion: 93 Resp: 241452
Abundance  Scan 994 (7.934 min): BF131594 D\datams 100 Ratlo Lower Upper
93.0 93 100
95 32.4 25.8 38.6
63.0 123 10.5 8.1 12.1
Raw 50
Abundance
7.934
m/z--> 40 60 8 100 120 140 160
Abundance Scan 994 (7.934 min): BF131594.D\data.ms (-94 150000
93.0
63.0 100000
Sub
50
50000
123.0
0“‘f4?“‘\«“h““\J”‘ w“‘\w“\%?qgw O
m/z--> 40 60 80 100 120 140 160 Time--> 790 7.95

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:33 2022

NIt Instrument :
BNA F

BF131594.D [(®Ilisstlnlol(=lels
SU-518-COMP-05MSD

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

12/13/2022
12/13/2022
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Abundance Scan 1015 (8.057 min): BF131555.D\data.ms (-1

#29

161.9  2,4-Dichlorophenol
63.0 Concen: 44.501 ng
' RT: 8.039 min Scan# 1dgSidtipl=lpies
Ref 50 98.0 Delta R.T. -0.006 min [Z\Elg
' Lab File: BF131594.D [(GICHIEEIellEI(6H
370 12‘6_() Acq: 12 Dec 2022 15:59 EIEEECONIEvIVIED)

0 e o ]
miz--> 40 60 Sb 100 150 14‘10 1%0 Tgt IOﬂZ:!.GZ Resp: 17118 Manual Integratlons
Abundance Scan 1012 (8.039 min): BF131594.D\datams 10N Ratio Lower Upper BENEONZ0)

6.9 162 100 Reviewed By :Christian Giraldo  12/13/2022
63.0 164 63.7 45.0 85.0 Supervised By :Jagrut Upadhyay  12/13/2022
98 41.9 16.6 56.6
Raw 50 98.0
' Abundance
126.0 8189
37.0 " 150000
m/z--> 40 60 80 100 120 140 160
Abundance in): _
Scan 1012 (8.039 min): BF131594.D\data.ms (-9 100000
161.9
63.0
sub 98.0 50000
37.0 12?-0 | | §

0! \H‘\‘H \‘\‘\\‘\‘}\M\‘\\\\“\‘\\\ T T T T T T T
miz--> 40 60 80 100 120 140 160  Time-> 8.00 8.05 8.10
Abundance Scan 1029 (8.139 min): BF131555.D\data.ms (-1 #30

178.9 | 1,2,4-Trichlorobenzene
Concen: 42.837 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.000 min
40 1000 1449 Lab File: BF131594.D
00 | ‘ M Acq: 12 Dec 2022 15:59
0\\\‘\\\\ih\\1\‘!H\‘\\‘\N‘\\‘\\\\‘“\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:18@ Resp: 202080
Abundance Scan 1026 (8.122 min): BF131594.D\datams 100 Ratlo Lower Upper
179.9 180 100
182 96.2 75.8 113.6
145 29.7 22.4 33.6
Raw 50
74.0 Abundance
1090 144.9 200000 8.122
|
TR | \mmt‘_wmw
m/z--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1026 (8.122 min): BF131594.D\data.ms (-9
179.9
100000
Sub 50
50000
74.0 109.0 144.9
% L
miz--> 40 60 80 100 120 140 160 180 Time--> 8.10 8.5

BF131594.D 8270-BF120822.M

Tue Dec 13

12:03:34 2022

Page 18



Abundance Scan 1043 (8.222 min): BF131555.D\data.ms (-1 #31
128.0 Naphthalene
Concen: 42.290 ng
RT: 8.204 min Scan# 1dgSidtipl=lpies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D [(GEhISEIIellEIl0H
510 750 102.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
o L N N A |
m/z--> 40 60 80 100 120 Tgt Ion:128 Resp: 531428VERNEIRGICHIETOFE
Abundance Scan 1040 (8.204 min): BF131594.D\datams 10N Ratio Lower Upper BENEONZ0)
1280 128 160 Reviewed By :Christian Giraldo  12/13/2022
129 1e.9 8.9  13.3W Supervised By :Jagrut Upadhyay — 12/13/2022
127 13.3 10.6 15.8
Raw 50
Abundance
8.204
51.0 750 102.0 500000
o L N O RN | S
m/z--> 40 60 80 100 120 400000
Abundance Scan 1040 (8.204 min): BF131594.D\data.ms (-9
128.0 300000
Sub 200000
50
100000
102.0
51.0 75.0
oL 870 Zim o S o =
miz--> 40 60 80 100 120 Time--> 815  8.20
Abundance Scan 999 (7.963 min): BF131555.D\data.ms (-98 #32
77.0 105.0 Benzoic acid
122.0 Concen: 48.915 ng
RT: 7.969 min Scan# 1000
Ref 50 51.0 Delta R.T. ©.006 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0 \‘H\W‘H‘\\“‘HHM\”\‘\‘\‘\‘\“\\H‘\‘}\\‘\\‘EW‘HH‘\‘\H‘H
miz--> 30 40 50 60 70 80 90 100110120130 T8t Ion:122 Resp: 116268
Abundance Scan 1000 (7.969 min): BF131594.D\data.ms Ion Ratio Lower Upper
770 105.0 122 100
' 122.0 105 144.9 119.8 159.8
' 77 120.4 97.6 137.6
Raw 50
51.0 Abundance
‘ 150000
0 w?ﬁﬂ?mJ‘luww?‘u!‘!h"‘W:H‘lewww
m/z--> 30 40 50 60 70 80 90 100110120 130
Abundance Scan 1000 (7.969 min): BF131594.D\data.ms (-9 100000
77.0 105.0
122.0
Sub
50000
50 51.0 7/969
m/z--> 30 40 50 60 70 80 90 100110120 130 Time--> 7.80 7.90 8.00 8.10

BF131594.D 8270-BF120822.M
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Abundance Scan 1052 (8.275 min): BF131555.D\data.ms (-1 #33

127.0 4-Chloroaniline
Concen: 24.591 ng
RT: 8.257 min Scan# 1dgSidtipgl=lpias
Ref 50 65.0 Delta R.T. -0.000 min [Z\Wlg
92.0 Lab File:  BF131594.D |QUCINEEIEEIR
39.1 ‘ Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
o otk b 1819
miz--> 40 100 120 140 160 Tgt Ion: :!.27 Resp: 11583¢ Manual Integrations
Abundance Scan 1049 (8.257 min): BF131594.D\datams 10N Ratio Lower Upper SRUGNONIZE)
127.0 127 100 Reviewed By :Christian Giraldo  12/13/2022
129 33.7 26.4 39.6 Supervised By :Jagrut Upadhyay  12/13/2022
65 36.5 31.9 47.9
Raw 5 92 21.7 19.1 28.7
65.0 Abundance
92.0 8.257
390 ‘ 100000
0 \WM‘HJ\W\\H‘\E\\M\\\‘\\
m/z--> 40 60 80 100 120 140 160 80000
Abundance Scan 1049 (8.257 min): BF131594.D\data.ms (-9
127.0 60000
Sub 40000
%0 65.0
920 20000
39.0 ‘
0 ‘\1“\‘\\“H“H\\H‘\lm‘mm‘m\ TT T T T T[T T T T TTT T[T
m/z--> 40 60 80 100 120 140 160  Time--> 8.20 8.25 8.30 8.35

Abundance Scan 1063 (8.339 min): BF131555.D\data.ms (-1 #34

224.8 Hexachlorobutadiene
Concen: 40.784 ng
RT: 8.316 min Scan# 1059
Ref 50 189.9 Delta R.T. -0.006 min
117.9 259.8 | Lab File: BF131594.D
470 830 ‘ 52.9 ‘ Acq: 12 Dec 2022 15:59
G\ML\\\NMMM\t\\,\ : ﬂ,\\ﬂﬂ\‘WH
miz--> 100 150 200 250 Tgt Ion:225 Resp: 135592
Abundance Scan 1059 (8.316 min): BF131594.D\datams | 1on Ratio Lower Upper
224.8 225 100
223 63.0 48.7 73.1
227 63.9 51.0 76.6
Rav 50 117.9 1698 Abund
. undance
470 830 52.9 | tsvoco 8.316
o) ‘H‘ " “\ ‘\‘H“\\‘ ‘\‘ w“d " ﬁ\ ’H\‘H‘ , “\ o ‘m“w o “““
miz--> 50 100 150 200 250
Abundance Scan 1059 (8.316 min): BF131594.D\data.ms (-1 100000
224.8
Sub 50 189.8 50000
117.9 2508
470 830 54.9 ‘
0‘\“‘”‘ ‘\‘u‘\n L, \\\“ﬁ“\‘H““\"‘m‘\‘ “\ . —————
miz--> 50 100 150 200 250 Time> 825 830 835

BF131594.D 8270-BF120822.M Tue Dec 13 12:03:35 2022 Page 20



Abundance Scan 1115 (8.645 min): BF131555.D\data.ms (-1 #35
55.0 Caprolactam
Concen: 48.665 ng m
41.0 85.0 113.0 | RT:  8.639 min Scan# 110Nl
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D [(GEhISEIIellEIl0H
67.0 Acq: 12 Dec 2022 15:59 SISEXEEECIVIEEUNEI)
0“HH,M‘WWﬂw‘um‘u‘_M‘MQZR‘H‘AH‘H
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt IOﬂZ:!.lB RESpI 4842 Manual Integratlons
Abundance Scan 1114 (8.639 min): BF131594.D\datams |~ 1oN Ratio Lower Upper SRLLAENISE
55.0 113 1ee Reviewed By :Christian Giraldo  12/13/2022
55 173.4 155.8 195.8 Supervised By :Jagrut Upadhyay  12/13/2022
420 oo 1131 56 136.3 131.7 171.7
Raw 50 .
Abundance
67.1
Wl | 980 30000
0“H‘WH‘qwhw‘uﬂpu‘_‘HM‘H‘HH‘H‘WH
m/z--> 30 40 50 60 70 80 90 100 110 120 @
Abundance Scan 1114 (8.639 min): BF131594.D\data.ms (-1 81689
550 20000
42.0 1131
Sub g 85.0 10000
o A/\J
0‘_‘ALMkumw‘mp‘uwhmwgﬁg‘HMJH_‘ o
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.60 8.70
Abundance Scan 1133 (8.751 min): BF131555.D\data.ms (-1 #36
10y.0 4-Chloro-3-methylphenol
142.0 Concen: 45.094 ng
77.0 RT: 8.745 min Scan# 1132
Ref 50 Delta R.T. -0.000 min
51.0 Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0t \““ T \“‘U\ “\ T ‘Hh H‘ e T \M \“\1‘2\4\.9\ T “ ‘\‘\ T
miz--> 40 80 100 120 140 Tgt IOHZ:!.O7 Resp: 194783
Abundance Scan 1132 (8.745 min): BF131594.D\data.ms  1°0 Ratlo Lower Upper
107.0 107 100
144 22.7 17.0 25.4
77.0 1420 142 67.3 4.8 82.2
Raw 50
Abundance
51.0
N “‘Hu il al e 1280 L 300000
miz--> 40 60 80 100 120 140
Abundance Scan 1132 (8.745 min): BF131594.D\data.ms (-1
107.0 200000 8.745
770 142.0
Sub
50 100000
51.0
0""‘“‘Hu“‘H”M‘H“““1“‘%2‘5{()‘“”“” ——
miz--> 40 80 100 120 140  Time-> 8.70 8.80 8.90

BF131594.D 8270-BF120822.M
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Abundance Scan 1161 (8.916 min): BF131555.D\data.ms (-1 #37
142.1 2-Methylnaphthalene
Concen: 42.780 ng
RT: 8.898 min Scan# 1lgfidtipgl=lgiss
Ref 50 1150 Delta R.T. -0.006 min ENAN
Lab File: BF131594.D [(GEhISEIIellEIl0H
so1 63"_0 89.0 | Acq: 12 Dec 2022 15:59 SERRECIONIZEIIETY
Ottt U ]
Miz-> 4b Gb Sb 160 1é0 140 Tgt Ion:142 Resp: 36764FNVENIENGICE[EERNE
Abundance Scan 1158 (8.898 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
14p.1 142 100 Reviewed By :Christian Giraldo  12/13/2022
141 88.4 69.7 104.58 supervised By :Jagrut Upadhyay — 12/13/2022
Raw 50 115.0
Abundance
8.898
630  89.0
o2 e Al 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 1158 (8.898 min): BF131594.D\data.ms (-1
142.1 200000
Sub
50 115.0 100000
39.0 63‘-0 89.0 Il
o N S T R 1| I EL Ao e e
miz-> 40 60 80 100 120 140 Time--> 8.85 8.90
Abundance Scan 1178 (9.016 min): BF131555.D\data.ms (-1 #38
142.1 1-Methylnaphthalene
Concen: 41.985 ng
RT: 8.998 min Scan# 1175
Ref 50 115.0 Delta R.T. -0.006 min
Lab File: BF131594.D
63.0 Acq: 12 Dec 2022 15:59
GH\“\\HH““\‘\"\HM\”i“\\“\\M‘\‘\HH\H‘HH‘HH‘\'\H‘HH‘H
m/z--> 40 60 80 100120 140 160 180200220240 T8t Ion:142 Resp: 346365
Abundance Scan 1175 (8.998 min): BF131594.D\datams ~ 1on Ratio Lower Upper
142.1 142 100
141 92.2 71.9 107.9
Raw 50 115.0
Abundance
8.998
63.0 300000
0360, Ml 2008 2359
m/z--> 40 60 80 100120 140160 180 200 220 240
Abundance Scan 1175 (8.998 min): BF131594.D\data.ms (-1 500000
142.1
Sub 50 115.0 100000
63.0
060, o 4 L 2028 2359 =
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 8.95 9.00
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:37 2022
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Abundance Scan 1339 (9.963 min): BF131555.D\data.ms (-1 #39
162.1 | Acenaphthene-d10
Concen: 20.000 ng
RT: 9.951 min Scan# 1lgigilpl=gles
Ref 50 Delta R.T. -0.000 min [EhVaWZ
Lab File: BF131594.D |(GUEIEETIEIR
80.0 Acq: 12 Dec 2022 15:59 SEEHEECCIIZREIIEN)
0 Sﬁow‘\ UL ;qul 13%\1 \‘
Miz-> “““gb‘“ég“i66“i26“i46“160 Tgt Ion:164 Resp: 128418NVERNEIRGICHIETO
Abundance Scan 1337 (9.951 min): BF131594.D\datams |~ 10N Ratio Lower Upper BRLL NS
1641 164 100 Reviewed By :Christian Giraldo  12/13/2022
162 99.5 81.0 121.68 supervised By :Jagrut Upadhyay — 12/13/2022
160 44.8 35.0 52.6
Raw 50
Abundance
800 150000 9.951
54.1 | ‘ 108.0 132.0 ‘
0 \\“\\“\‘}}\H“\“\\i\‘}\\“\\1‘1‘\\\1“
m/z--> 60 80 100 120 140 160
Abundance Scan 1337 (9.951 min): BF131594.D\data.ms (-1 100000
162.1
Sub 50000
50
80.0
54.1 | I 108.0 131.9 ‘ |
Ot et T T T T
miz--> 60 80 100 120 140 160  Time--> 9.90 9.95
Abundance Scan 1189 (9.080 min): BF131555.D\data.ms (-1 #40
2159 | 1,2,4,5-Tetrachlorobenzene
Concen: 45.667 ng
RT: 9.069 min Scan# 1187
Ref 50 Delta R.T. -0.000 min
74.0 178.9 Lab File: BF131594.D
470 “ lOT 0 14‘2 9 H | Acq: 12 Dec 2022 15:59
[o L= H\H e ‘\‘MH\ — UH‘ ROV ‘HH -
miz--> 4‘0 6‘0 sb 100 120 140 160 1éo 200 22‘0 Tgt Ion:216 Resp: 217683
Abundance Scan 1187 (9.069 min): BF131594.D\data.ms Ion Ratio Lower Upper
2159 | 216 100
214 78.8 62.1 93.1
179 20.5 16.0 24.0
Raw 50 108 20.3 15.2 22.8
Abundance
740 1079 1429 1809 200000 9,069
0 ‘31‘]‘-‘H“‘\‘“"H‘“‘\“h‘“‘H‘“‘U\H"HHU\HH“HH\H
m/z--> 40 60 80 100 120 140 160 180 200 220 150000
Abundance Scan 1187 (9.069 min): BF131594.D\data.ms (-1
215.9
100000
Sub
50 50000
740 1079 1429 178.9 \
0 ?Z‘]\-m‘u\“wm ‘“\\H "‘“‘\MH“HHU\HH‘MH\\H e ===
miz--> 40 60 80 100 120 140 160 180 200 220 Time-->  9.00 9.05 9.10
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:38 2022
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Abundance Scan 1187 (9.069 min): BF131555.D\data.ms (-1 #41
236.8 Hexachlorocyclopentadiene
Concen: 110.503 ng
RT: 9.051 min Scan# 1lgiigillgles
Ref 50 Delta R.T. -0.000 min [E\AWZ
Lab File: BF131594.D [(GEhISEIIellEIl0H
60.0 95.0 1299 166.9 202. Acq: 12 Dec 2022 15:59 SU-518-COMP-05MSD
m/z--> 0 50 100 150 200 250 Tgt Ion:237 Resp: 266628 NVEWIENGIE[EERNE
Abundance Scan 1184 (9.051 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
236.8 237 100 Reviewed By :Christian Giraldo  12/13/2022
235  62.4 40.6 80.6 supervised By :Jagrut Upadhyay — 12/13/2022
272 12.4 0.0 32.2
Raw 50
Abundance
9.051
250000
0,
m/z--> 50 100 150 200 250 200000
Abundance Scan 1184 (9.051 min): BF131594.D\data.ms (-1
. 150000
Sub 100000
50000
; T T T T T T
miz--> 50 100 150 200 250 Time--> 9.00 9.05
Abundance Scan 1474 (10.757 min): BF131555.D\data.ms (- #42
€ 2,4,6-Tribromophenol
Concen: 118.134 ng
RT: 10.751 min Scan# 1473
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
O,
miz--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 168545
Abundance Scan 1473 (10.751 min): BF131594.D\datams = 1on Ratio Lower Upper
330 100
332 96.8 78.3 117.5
141 38.8 32.6 49.0
Raw 50
Abundance
10.F51
0 150000
miz--> 50 100 150 200 250 300
Abundance Scan 1473 (10.751 min): BF131594.D\data.ms (-
329€ 100000
Sub
50000
; RN SR
miz--> 50 100 150 200 250 300 Time--> 10.70 10.80

BF131594.D 8270-BF120822.M
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Abundance Scan 1208 (9.192 min): BF131555.D\data.ms (-1

#43

195.9 | 2,4,6-Trichlorophenol

Concen: 46.131 ng

RT: 9.180 min Scan# 1lgiigilpl=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg

Lab File: BF131594.D [(GEhISEIIellEIl0H

Acq: 12 Dec 2022 15:59 SlletEelellIFEUNISIe)

0 .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.96 Resp: 13563 \ERIEL Integratlons
Abundance Scan 1206 (9.180 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
195.9 196 160 Reviewed By :Christian Giraldo  12/13/2022
97.0 198 97.7 76.9 115.38 supervised By :Jagrut Upadhyay — 12/13/2022
’ 200 32.1 26.9 40.3

Raw 50

Abundance

150000 9.180
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1206 (9.180 min): BF131594.D\data.ms (-1 100000
Sub 50000
07 T T T ‘ T T T T ‘ T T

miz--> 40 60 80 100 120 140 160 180 200 Time--> 915  9.20
Abundance Scan 1215 (9.233 min): BF131555.D\data.ms (-1 #44

195.8 | 2,4,5-Trichlorophenol
Concen: 44,780 ng
97.0 RT: 9.228 min Scan# 1214
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
O,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:196 Resp: 141599
Abundance Scan 1214 (9.228 min): BF131594.D\data.ms Ion Ratio Lower Upper
1959 | 196 100
198 96.0 77.2 115.8
97.0 97 54.3 42.2 63.2
Raw 50 ' 132 24.2 18.0 27.0
Abundance
150000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1214 (9.228 min): BF131594.D\data.ms (-1 100000
195.9
Sub 50000
T T ‘ T T T T ‘ T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.30

BF131594.D 8270-BF120822.M
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Abundance Scan 1223 (9.280 min): BF131555.D\data.ms (-1 #45
172.0 2-Fluorobiphenyl
Concen: 65.713 ng
RT: 9.269 min Scan# 1]gSiigilpl=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 SRRSOV
0 ‘SQ\'O‘ A 7?\\'(‘)‘\\‘ 9‘8”'0‘ 12\()'”0\ 14‘6‘-”‘0‘ | ‘ :
et el e et e :
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.72 Resp: 66926 Manual Integratlons
Abundance Scan 1221 (9.269 min): BF131594.D\datams 10N Ratio Lower Upper BRVEONZ0)
172.0 172 100 Reviewed By :Christian Giraldo  12/13/2022
171 34.8 28.3 42.58 supervised By :Jagrut Upadhyay — 12/13/2022
170 23.8 19.3 28.9
Raw 50
Abundance
9.269
146.
300,630 890 22007450 | 1050 | 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1221 (9.269 min): BF131594.D\data.ms (-1
172.0 400000
Sub g 200000
146.0
390,630 590 2200 W00 L 1959 e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.25 9.30
Abundance Scan 1240 (9.380 min): BF131555.D\data.ms (-1 #46
154.1 1,1'-Biphenyl
Concen: 46.450 ng
RT: 9.369 min Scan# 1238
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
76.0 Acq: 12 D 2022 15:59
51.0 115.0 1978 cq ec
ol .
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:154 Resp: 471619
Abundance Scan 1238 (9.369 min): BF131594.D\data.ms Ion Ratio Lower Upper
154.1 154 100
153 39.9 19.4 59.4
76 12.9 0.0 34.0
Raw 50
Abundance
9.369
76.0
o 51.0 102.0 128.0 195.8 500000
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1238 (9.369 min): BF131594.D\data.ms (-1
154.1 300000
Sub 200000
50
100000
76.0
0' 51.0 102.0 128.0 195-8 T ‘ T T ‘ T T 1T ’ 1T
miz--> 40 60 80 100 120 140 160 180 200 Time>  9.30 9.35 9.40

BF131594.D 8270-BF120822.M
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Abundance Scan 1245 (9.410 min): BF131555.D\data.ms (-1

#47

Ion:162 Resp: 37538V ERIVEINIIE|E 1]

162.0 2-Chloronaphthalene
Concen: 45.378 ng
RT: 9.392 min Scan#t 1litlEles
Ref 50 127.0 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 SlletEelellIFEUNISIe)
500 780 1010 | 4
Ol bt 1958
m/z--> 40 60 80 100 120 140 160 180 200 18t .
Abundance Scan 1242 (9.392 min): BF131594.D\datams 10N Ratio Lower Upper BENGEONZ0)
162.0 162 100
127
164 32.6 25.8 38.8
Raw g0 127.0
' Abundance
75.0 9902
50.0 101.0 ‘
Olrreprbr bt i o e 2972 300000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1242 (9.392 min): BF131594.D\data.ms (-1
162.0 200000
Sub
50 127.0 100000
75.0
NI COTATIVES L N T R e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.35 9.40
Abundance Scan 1261 (9.504 min): BF131555.D\data.ms (-1 #48

63.0 2-Nitroaniline
138.0 Concen: 44,352 ng
92.0 RT: 9.498 min Scan# 1260
Ref 50 Delta R.T. -0.000 min
39.0 108.0 Lab File: BF131594.D
‘ ‘ Acq: 12 Dec 2022 15:59
oL~ ‘MM ‘\‘ ‘\\H“ ‘w“\ , ‘\“\ o 22‘ A \‘ —
m/z--> 30 100 120 140 Tgt Ion:.65 Resp: 129966
Abundance Scan 1260 (9.498 min): BF131594 D\datams | 100 Ratlo Lower Upper
65.0 138.0 65 100
92.0 92 67.9 49.2 73.8
’ 138 87.9 60.7 91.1
Raw 50
Abundance
39.1 108.0 9.498
ol— ‘\“‘ MM“ \“H‘ ‘w“ , ‘\“\ P 1‘ , ‘1%3‘-:1‘ , \‘ —
miz--> 80 100 120 140 100000
Abundance Scan 1260 (9 498 min): BF131594.D\data.ms (-1
65.0 138.0
92.0
Sub 50000
50
39.0 108.0 \
0123-1 B R
m/z--> 80 100 120 140 Time--> 9.45 9.50

BF131594.D 8270-BF120822.M

Tue Dec 13 12:03:40 2022
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41.7 31.4 47.2 Supervised By :Jagrut Upadhyay
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Abundance Scan 1316 (9.828 min): BF131555.D\data.ms (-1 #49
152.0 | Acenaphthylene
Concen: 45.961 ng
RT: 9.816 min Scan# 1lgiigilpgl=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GEhISEIIellEIl0H
6.0 Acq: 12 Dec 2022 15:59 EIEEECONIEvIVIED)
0 500 , ', 980 1260
Miz-> “‘Jd “gb“‘éb“‘iéd"iéé“iid‘ 160 Tegt Ion:152 Resp: 558248 MVENIENGIE[EENS
Abundance Scan 1314 (9.816 min): BF131594 D\datams 10N Ratio Lower Upper BREUULIENISS
1500 152 100
153 13.0 10.4 15.6
Raw 50
Abundance
600000 9.816
ol 510 00 980 1260
\\\‘\\H\\"\\\\‘\H\\\h“\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1314 (9.816 min): BF131594.D\data.ms (-1 400000
152.0
Sub
u 50 200000
o 510, 727 w0 1260
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\’\\\
m/z--> 40 60 80 100 120 140 160 Time--> 9.75 9.80 9.85
Abundance Scan 1292 (9.686 min): BF131555.D\data.ms (-1 #50
163.0 Dimethylphthalate
Concen: 44.577 ng
RT: 9.675 min Scan# 1290
Ref 50 Delta R.T. -0.000 min
770 Lab File: BF131594.D
’ Acq: 12 Dec 2022 15:59
104.0 133.0 194.0
0\\\‘\5\1\.(\)‘\\\\H‘\\1\‘“\\\i\\\M\‘\\\\‘\‘\\\‘\\\‘\‘\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:163 Resp: 436377
Abundance Scan 1290 (9.675 min): BF131594.D\data.ms Ion Ratio Lower Upper
168.0 163 100
194 3.8 3.1 4.7
164 10.3 7.8 11.6
Raw 50
Abundance
77.0 9.675
50.0 104.0 133.0
Ot e e b ey | 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1290 (9.675 min): BF131594.D\data.ms (-1 300000
163.0
200000
Sub
50
100000
77.0
00 | 1040 1380 | 1940
O e e e e e L R EEEE R R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.60 9.65 9.70
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:41 2022

Reviewed By :Christian Giraldo
151 20.4 15.6 23.4 Supervised By :Jagrut Upadhyay
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Abundance Scan 1302 (9.745 min): BF131555.D\data.ms (-1 #51

89.0 165.0 2,6-Dinitrotoluene
63.0 ' Concen: 47.874 ng
' RT: 9.739 min Scan# 1lgigill=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
121.0 Lab File: BF131594.D [(GEhISEIIellEIl0H
39.1 ‘ | ‘ Acq: 12 Dec 2022 15:59 SEEHEECCIIZREIIEN)
0! e A e _
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}65 RESpI 9675 Manualnuegranons
Abundance Scan 1301 (9.739 min): BF131594.D\datams 10N Ratio Lower Upper BRANEONZ0)
165.0 165 1600 Reviewed By :Christian Giraldo  12/13/2022
89,0 63 64.9 67.9 101.98 supervised By :Jagrut Upadhyay — 12/13/2022
63.0 : 89 67.2 63.2 94.8
Raw 50
Abundance
391 121.0 9.139
0! WNWM‘MM‘MJ“ﬂ"L“‘J‘H“‘ 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1301 (9.739 min): BF131594.D\data.ms (-1
165.0
63.0 89.0 50000
Sub
50
39.1 121.0
0! “\‘H\‘l”\‘1”‘!\\‘”“\\\“\‘\!‘HH‘H\‘H L I s B B
miz--> 40 60 80 100 120 140 160 180 [Time--> 9.70 9.75

Abundance Scan 1345 (9.998 min): BF131555.D\data.ms (-1 #52

1583.1 | Acenaphthene

Concen: 50.026 ng m

RT: 9.986 min Scan# 1343

Ref 50 Delta R.T. -0.000 min
60 Lab File: BF131594.D
76. Acq: 12 Dec 2022 15:59
LTI EETIC U B
G\\\“\\‘\\‘w\\ ‘\H\\\“‘\\\\‘\w\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 18t Ion:154 Resp: 407052

Abundance Scan 1343 (9.986 min): BF131594 D\datams | 10N Ratio Lower Upper
158.1 154 100

153 113.1 87.9 131.9
152 53.4 42.4 63.6

Raw gg
Abundance
76.0 0,986
510 ML 980 1260 | 400000
Ot bl el
miz--> 40 60 80 100 120 140 160
Abundance Scan 1343 (9.986 min): BF131594.D\datams (-1 500000
153.1
200000
Sub
50
100000
76.0 J /\
510 | | e80 1260 || ol
0\\\“\\‘\\“1\\‘\”\\\“‘”\\\\‘\‘1\\‘\\\\‘\ T T T T T T T
miz--> 40 60 80 100 120 140 160 Time-> 9.90  10.00
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Abundance Scan 1332 (9.922 min): BF131555.D\data.ms (-1 #53
63.0 92.0 3-Nitroaniline
Concen: 29.835 ng
1380 | RT: 9.910 min Scan# 1IQEILINERIE
Ref 50 Delta R.T. -0.006 min [Z\Elg
39.0 Lab File: BF131594.D [(QICHIEERlelE6
Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
\‘\ H‘\ \“H ‘ il 10\80 I
0 -t sl gl ol ]
Miz-> 40 60 go 160 1é0 140 Tgt Ion:}38 Resp:  5785@MVERNEINGICI g
Abundance Scan 1330 (9.910 min): BF131594. Didatams 10N Ratio Lower Upper BRELULIENIZE
650 920 138 1o Reviewed By :Christian Giraldo 12/13/2022
108 12.2 9.6 14.48 supervised By :Jagrut Upadhyay — 12/13/2022
138.0 92 142.8 113.4 170.0
Raw 50
Abundance
39.0 100000
ol | e
04 \NNMM”W\‘M\ wa\\‘ \‘\1 e 80000
m/z--> 40 60 80 100 120 140 9.910
Abundance Scan 1330 (9.910 min): BF131594.D\data.ms (-1
650 60000
3 92.0
138.0 40000
Sub
50
390 20000
S
obthepepe gl AT e
m/z--> 40 60 80 100 120 140  Time--> 9.90
Abundance Scan 1349 (10.022 min): BF131555.D\data.ms (- #54
184.0 2,4-Dinitrophenol
Concen: 87.497 ng
53.0 107.0 RT: 10.016 min Scan# 1348
Ref 50 790 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0= \“"\‘\‘!“\ “M‘M\”\ T } T \‘\‘i T M TT “ T \1\3\§\0\ T 1 T “\ T
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:184 Resp: 101693
Abundance Scan 1348 (10.016 min): BF131594.D\data.ms 100 Ratlo Lower Upper
63.0 184.0 184 100
154.0 63 86. 60.7 91.1
107.0 154 76.3 59.0 88.6
Raw 50
Abundance
400000
38.1 ‘
0! w}Hu“;_lm‘w‘wh_m‘m_
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 1348 (10.016 min): BF131594.D\data.ms (-
184.0
154.0 200000
63.0
Sub 107.0 0.016
S0 100000
38.0
0! M\‘H}uw‘\lu“uu“u‘w‘w‘uu"uw‘w 07\ T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.00
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Abundance Scan 1374 (10.169 min): BF131555.D\data.ms (- #55

Concen: 45.305 ng

min Scan# 11SidtilEgies
-0.000 min [ELNEWZ

BF131594.D (®IEIEEqis](E08
2022 15:59 SU-518-COMP-05MSD

Resp: 520868V EGIEIRIEETelg
Lower Upper [RVAVRIEIZ{OA/=ID)
Reviewed By :Christian Giraldo  12/13/2022

33.9 50.9 Supervised By :Jagrut Upadhyay  12/13/2022
10.7 16.1

10.163

168.0 Dibenzofuran
RT: 10.163
Ref 50 139.0 Delta R.T.
Lab File:
Acq: 12 Dec
39.1 620 840 1130 a
i [T 1ly . | .

S A BT TR M EEE SRS )
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:168
Abundance Scan 1373 (10.163 min): BF131594.D\datams 10N Ratio

168.0 168 100
139  39.4
169 13.0
Raw 50
139.0 Abundance
390 630 840 1130
0] S PN SN MRS SRS S
miz--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 1373 (10.163 min): BF131594.D\data.ms (-
168.0
Sub 200000
50 139.0

39.0 630 840 1130 0\\

0 et e e T
miz--> 40 60 80 100 120 140 160 180 Time->  10.10 10.15 10.20

Abundance Scan 1357 (10.069 min): BF131555.D\data.ms (- #56

65.0 109.0 4-Nitrophenol
139.0 Concen: 101.467 ng
39.0 RT: 10.080 min Scan# 1359
Ref 50 Delta R.T. ©0.006 min
Lab File: BF131594.D
‘ Acq: 12 Dec 2022 15:59
0! ‘u‘h\‘ui‘\u‘u‘uu‘uuuu\u
miz--> 40 60 80 100 120 140 160 180 T8t Ton:139 Resp: 136679
Abundance Scan 1359 (10.080 min): BF131594.D\data.ms Ion Ratio Lower Upper
65.0 139 100
1030 o0 109 116.2 110.2 150.2
65 140.9 133.3 173.3
Raw 50 390
Abundance
o 888, | . le301840 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1359 (10.080 min): BF131594.D\data.ms (- 150000
65.0 109.0 10,380
139.0 100000
Sub 39.0
50
50000
0! : i5'4163'0184'0 o=
miz--> 40 60 80 100 120 140 160 180 Time-> 10.00 10.10
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Abundance Scan 1371 (10.151 min): BF131555.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
Concen: 48.462 ng
63.0 RT: 10.145 min Scan# 11gigl=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
119.0 Lab File: BF131594.D [(GEhISEIIellEIl0H
39.0 Acq: 12 Dec 2022 15:59 SU-518-COMP-05MSD
S0 Y PO Y
miz--> 40 60 80 100 120 140 160 180 Tgt IOﬂZ:!.65 Resp: 12992 Manual Integrations
Abundance Scan 1370 (10.145 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
89.0 165.0 165 1600 Reviewed By :Christian Giraldo  12/13/2022
63 59.0 44.4 66.6 Supervised By :Jagrut Upadhyay  12/13/2022
63.0 89 90.9 69.6 104.4
Raw 5 182 2.8 2.6 3.0
Abundance
39.0 190,49 10.145
o' H”lH‘}e”:‘:“H‘““‘m_m,““u,uu
m/z--> 40 60 80 100 120 140 160 180
- 100000
Abundance Scan 1370 (10.145 min): BF131594.D\data.ms (-
89.0 165.0
Sub 63.0 50000
50
39.0 11991590
o! H”lH‘}e”:‘:““"““HH“HH,““H,M ——
miz--> 40 60 80 100 120 140 160 180 Time--> 1010  10.20
Abundance Scan 1433 (10.516 min): BF131555.D\data.ms (- #58
166.1 Fluorene
Concen: 44.144 ng
RT: 10.504 min Scan# 1431
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0 \3\\9‘\\\\"‘\‘\‘\?’2\‘?\\‘\\ﬁ‘()\\]-\’o?‘g\(\)\\“H\\\‘\\%O‘ﬁ-g‘\\\\‘
m/z--> 40 60 80 100120140 160 180200220 18t Ion:166 Resp: 412591
Abundance Scan 1431 (10.504 min): BF131594.D\datams 100 Ratio Lower Upper
166.1 166 100
165 98.4 78.4 117.6
167 13.8 10.7 16.1
Raw 50
Abundance
82.4 139.0 10.pos
. 204.0
0L 200 Ll M0l T 2317 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1431 (10.504 min): BF131594.D\data.ms (- 300000
166.1
200000
Sub
50
100000
138 9 204.0
o““5‘9",“m,uum 30 L s S S
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.45 10.50 10.55
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Abundance Scan 1394 (10.286 min): BF131555.D\data.ms (- #59

231.8  2,3,4,6-Tetrachlorophenol
Concen: 44.400 ng m
RT: 10.280 min Scan# 1lgigiil=gles
Ref 50 130.8 Delta R.T. -0.000 min [E\AWZ
Lab File: BF131594.D [(GEhISEIIellEIl0H
610 958 H 195.9 Acq: 12 Dec 2022 15:59 Sikekaelo]VIRRVSIp)
oL Hn‘ L }‘H\‘m‘ ‘\M ‘\“h\ ‘\h\” ‘ ‘U‘ ey ‘H\‘ o ‘H‘\‘w‘ e ‘\H‘ m y
miz--> 40 60 80 100120140160180200220240 Tgt Ion:232 Resp: 11888 hAanuaIHuegranons
Abundance Scan 1393 (10.280 min): BF131594.D\datams 10N Ratio Lower Upper BENEONZ0)
2319 232 160 Reviewed By :Christian Giraldo  12/13/2022
131 39.5 31.0 46.6 Supervised By :Jagrut Upadhyay  12/13/2022
130 2.5 1.8 2.8
Raw s5p 166 24.6 18.8 28.2
130.9 1679 Abundance
61.0 96.0 71959
Ol }‘\‘h‘m‘ ‘Hw‘ ‘\!H\‘ Ay - “‘ T ‘H‘HH _— ‘H‘\‘n‘ - ‘HL -
m/z--> 40 60 80 100120 140 160 180 200 220 240 100000
Abundance Scan 1393 (10.280 min): BF131594.D\data.ms (-
231.9
Sub 50000
50 130.9
610 96.0 ‘ H 195 9
[o " WHw“W‘M\MHW}}\HVM\W\N\M\MwM\\\JWM 0H T
miz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 10.25 10.30

Abundance Scan 1411 (10.386 min): BF131555.D\data.ms (- #60

149.0 Diethylphthalate

Concen: 44.264 ng

RT: 10.380 min Scan# 1410

Ref 50 Delta R.T. -0.000 min
1770 Lab File: BF131594.D
76.0 105.0 ' Acq: 12 Dec 2022 15:59
0\\\‘5\\0\\0‘\‘\\!“\\\‘\‘1\\\“\\\\‘\\‘\\‘\\\\“\\\\‘\\2\\2‘2\.\0\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 415823
Abundance Scan 1410 (10.380 min): BF131594.D\datams = 10" Ratio Lower Upper
149.0 149 100
177 22.1 17.4 26.2
150 12.4 9.7 14.5
Raw 50
Abundance
177.0 10.380
<00 760 1050 500000
el N T N =
miz--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1410 (10.380 min): BF131594.D\data.ms (-
149.0 300000
200000
Sub
50
1770 100000
76.0 105.0
oL 00 LT L e 0
kRN FESSM M MEVENS NN NEMN S e
miz--> 40 60 80 100120 140 160 180 200 220  Time-.>  10.30 10.35 10.40
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Abundance Scan 1431 (10.504 min): BF131555.D\data.ms (-

#61

204.0 4-Chlorophenyl-phenylether
Concen: 44.064 ng
141.0 RT: 10.498 min Scan# 1/EGEE
Ref 50 77.0 Delta R.T. -0.000 min BNA_F
51.0 Lab File: BF131594.D (UCMISEiEIIE
115.0 %90 Acq: 12 Dec 2022 15:59 SICRtEEOIIRVEIVIE
0m‘H“w“‘lhh“‘mmWm_m“w ‘:‘Uul_w‘mmn‘ ,
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOHZ%04 Resp: 22759 Manualnuegranons
Abundance Scan 1430 (10.498 min): BF131594.D\datams 10" Ratio Lower Upper BENEONZ0)
166.1 204.0 204 100 Reviewed By :Christian Giraldo  12/13/2022
206 33.0 25.4 38.2 Supervised By :Jagrut Upadhyay  12/13/2022
141 54.3 49.5 74.3
Raw 50
Abundance
250000 104198
o 231.¢
miz--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1430 (10.498 min): BF131594.D\data.ms (-
166.1 204.0 150000
Sub 100000
50000
| 231.¢
\\‘\\\\‘\\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.45 10.50
Abundance Scan 1436 (10.533 min): BF131555.D\data.ms (- #62

650  10s0 4-Nitroaniline
138.0 Concen: 45.174 ng
' RT: 10.533 min Scan# 1436
Ref 50 Delta R.T. -0.000 min
39.0 Lab File: BF131594.D
‘ Acq: 12 Dec 2022 15:59
O' \\‘\“\\“\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180200220 18t Ion:138 Resp: 868601
Abundance Scan 1436 (10.533 min): BF131594.D\datams = 1On Ratio Lower Upper
138.0 92  63.2 47.5 87.5
108 122.9 108.8 148.8
Raw 50
Abundance
39.1
ol ‘ Lo 168.0 197.9 220.7 80000 10.533
R S Y
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1436 (10.533 min): BF131594.D\data.ms (- 60000
650  108.0
138.0
40000
Sub
%0 20000
39.0
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 1050  10.60
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Abundance Scan 1459 (10.669 min): BF131555.D\data.ms (-

77.0

#63

Azobenzene

Concen: 42.508 ng

RT: 10.657 min Scan#t 14gfSidtil=lgles
Delta R.T. -0.000 min [EAEWZ

Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)

Tgt Ion: 77 Resp: 455458V ERVEIRIGIE[E Tl

Ion Ratio Lower Upper BWAEE{ON/SD)

77 160 Reviewed By :Christian Giraldo  12/13/2022
182 23.3 3.9 43.9 Supervised By :Jagrut Upadhyay  12/13/2022
105 18.8 0.0 38.3

51 31.8 13.0

Abundance

500000

400000

Ref 50
51.0 82
105.0 182.1
ol 1280 1919 |
R A e R AAn mu e s
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1457 (10.657 min): BF131594.D\data.ms
77.0
Raw 50
51.0
152.0
ol Ay A 127.0 ] .
e e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1457 (10.657 min): BF131594.D\data.ms (-
77.0
Sub
50
51.0
105.0 182.1
0 i L I ul . 1280 ls‘ﬁo 1
R R T R S AR
m/z--> 40 60 80 100 120 140 160 180

300000

200000

100000

Time-> 10.60 10.65 10.70

Abundance Scan 1593 (11.457 min): BF131555.D\data.ms (-

188.1

#64

Phenanthrene-d1e

Concen: 20.000 ng

RT: 11.445 min Scan# 1591

Ref 50 Delta R.T. -0.006 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0\4\2.(’)“\“\83.01“ 111\3\9\‘ \1‘5ﬁ]\- \‘m\ LA R B
m/z--> 50 100 150 200 250 Tgt Ion:}88 Resp: 242568
Abundance Scan 1591 (11.445 min): BF131594.D\datams = 10" Ratio Lower Upper
188.1 188 100
94 8.1 5.5 8.3
80 8.9 6.6 10.0
Raw 50
Abundance
250000 11.445
80.0 158.1
42.1 118.0 265.¢
0 ,”w‘\“! 1“‘ T “ﬁ\ ‘LH“ R 200000
miz--> 50 100 150 200 250
Abundance Scan 1591 (11.445 min): BF1183§5194.D\data.ms (- 150000
100000
Sub
50
50000
80.0
oL 49.9 )", 1180 1560 | 265.4
T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T L ‘ L ‘ L T
miz--> 50 100 150 200 250  Time--> 11.40 11.45
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Abundance Scan 1440 (10.557 min): BF131555.D\data.ms (-

#65

198.0 4,6-Dinitro-2-methylphenol
Concen: 44.594 ng
RT: 10.557 min Scan# 14Eigial=laias
51.0 . .
Ref 50 121.0 Delta R.T. -0.000 min [HNAWZ
77.0 168.0 Lab File: BF131594.D [(GICHIEEIellEI(6H
‘ ‘ ‘ Acq: 12 Dec 2022 15:59 SiERREEEIOIVIZENEIVE]D
0. b bbbt 231 :
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: 198 RESpI 6851 Manual Integratlons
Abundance Scan 1440 (10.557 min): BF131594.D\datams 10N Ratio Lower Upper BENZZHONZS)
198.0 198 1600 Reviewed By :Christian Giraldo  12/13/2022
51 37.1 36.7 76.78 Supervised By :Jagrut Upadhyay — 12/13/2022
105 38.9 29.9 69.9
Raw 50
51.0 105.0 Abundance
77.0 168.0
ol Lo i L2209 150000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1440 (10.557 min): BF131594.D\data.ms (-
198.0 100000
10.557
Sub o
5 51.0 121.0 50000
77.0 167.9
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.50  10.60
Abundance Scan 1452 (10.627 min): BF131555.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 44,223 ng
RT: 10.616 min Scan# 1450
Ref 50 Delta R.T. -0.006 min
Lab File: BF131594.D
51.0 . .
77.0 115.0 141.1 Acq: 12 Dec 2022 15:59
0,
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:169 Resp: 346797
Abundance Scan 1450 (10.616 min): BF131594.D\data.ms = 1On Ratio Lower Upper
169.1 169 100
168 65.5 53.8 80.6
167 36.1 29.1 43.7
Raw 50
Abundance
51.0 770 10.616
115.0 141.0
ol 197.8 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1450 (10.616 min): BF131594.D\data.ms (-
169.1 200000
Sub
50 100000
51.0 770
0' 115.0 141.0 197.8 1 T T T ‘ T T T T ‘ T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.60 10.70
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Abundance Scan 1515 (10.998 min): BF131555.D\data.ms (- #67

248.0  4-Bromophenyl-phenylether
141.0 Concen: 43.144 ng
77.0 RT: 10.986 min Scan# 1Sl
Ref 50 Delta R.T. -0.006 min [EAEWZ
Lab File: BF131594.D [(GEhISEIIellEIl0H
39.0 L Acq: 12 Dec 2022 15:59 SISEXEEECIVIEEUNEI)
ool Ladiaosy L e 2199 | _
miz--> 50 100 150 200 250 Tgt Ion:248 RESpI 13462 WY ERIEL Integratlons
Abundance Scan 1513 (10.986 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
141.0 2480 248 100 Reviewed By :Christian Giraldo 12/13/2022
250 96.3 76.2 114.2 Supervised By :Jagrut Upadhyay  12/13/2022
77.0 141 83.1 59.5 89.3
Raw 50
Abundance
39.0 150000 10.986
ol | ‘H\‘\\‘,‘\HW ugo | MBS A3 |
m/z--> 50 100 150 200 250
Abundance Scan 1513 (10.986 min): BF131594.D\data.ms (- 100000
141.0 248.0
77.0
Sub 50 50000
39.0‘
ol d | ‘,\‘H‘,‘\HW (kAT T - .
miz--> 50 100 150 200 250 Time--> 10.95 11.00

Abundance Scan 1526 (11.063 min): BF131555.D\data.ms (- #68

283.8 | Hexachlorobenzene

Concen: 43.504 ng

RT: 11.051 min Scan# 1524

I

Ref 50 Delta R.T. -0.000 min
06,0 14F )13 8248-8 Lab File: BF131594.D
106. . . .
oy 710 ‘ 1769 %) Acq: 12 Dec 2022 15:59
oL “.\ “ } \h‘ T ‘”‘ ‘“\ h\ i‘ N‘”‘ T H\‘ T \M‘\ T
miz--> 50 100 150 200 250 Tgt Ion:284 Resp: 146839

Abundance Scan 1524 (11.051 min): BF131594.D\data.ms = 10N Ratio Lower Upper

283.8 284 100
142 35.1 22.3 33.5#
249 32.7 25.4 38.2
Raw 50
141.9 248.8 Abundance
106.9 213.9 11.051
71.0 178.9
360 ‘ l M 150000
otk g e b L
miz--> 50 100 150 200 250
Abundance Scan 1524 (11.051 min): BF131594.D\data.ms (-
283.8 100000
Sub 50000
248.8
106.9 1412 L2139
178.
S
0\“\“ T \‘ \‘H\‘L‘“”\ H\ }‘\“‘ T T \‘ } ‘ \H\ T T \\‘\\ \\‘\\ T T
miz--> 50 100 150 200 250 Time--> 11.00 11.05
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Abundance Scan 1541 (11.151 min): BF131555.D\data.ms (- #69
200.0 Atrazine
Concen: 52.305 ng
RT: 11.151 min Scan# 1{gEigiil=gles
Ref 50 Delta R.T. ©0.006 min BNA_F
173.0 Lab File: BF131594.D [(GICHIEEIellEI(6H
‘ 1220 ‘ Acq: 12 Dec 2022 15:59 SikrtRSOlVIZVEVISTP)
o"m‘Hlwwm\! oadare b4 _
miz--> 40 60 80 100 120 140 160 180 200 220 T8t IOHZ%OQ Resp: 13025 Manual Integrations
Abundance Scan 1541 (11.151 min): BF131594.D\datams 10N Ratio Lower Upper BRNGEONZ0)
200.0 200 100 Reviewed By :Christian Giraldo  12/13/2022
173 23.3 3.4 43.4Q supervised By :Jagrut Upadhyay — 12/13/2022
215 48.7 25.0 65.0
Raw 50
Abundance
58.1 173.0 11451
| ‘ ‘ 7o
NI I VP e
m/z--> 40 60 80 100 120 140 160 180 200 220 100000
Abundance Scan 1541 (11.151 min): BF131594.D\data.ms (-
200.0
Sub 50000
50
58.1 173.0
‘ ‘ ‘ 92.7 1320 ‘
bl sl bbb -
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.10 11.15
Abundance Scan 1559 (11.257 min): BF131555.D\data.ms (- #70
265.8 | pentachlorophenol
Concen: 88.358 ng
RT: 11.251 min Scan# 1558
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0,
miz--> 50 100 150 200 250 Tgt IOHZ%GG Resp: 153533
Abundance Scan 1558 (11.251 min): BF131594.D\data.ms 100 Ratlo Lower Upper
265.8 266 100
268 62.1 51.5 77.3
264 61.7 50.7 76.1
Raw 50
Abundance
11.p51
ol 150000
miz--> 50 100 150 200 250
Abundance Scan 1558 (11.251 min): BF131594.D\data.ms (-
265.8 100000
Sub
50000
07 T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250  Time--> 11.20  11.30
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Abundance Scan 1597 (11.480 min): BF131555.D\data.ms (- #71
178.1 Phenanthrene
Concen: 43.191 ng
RT: 11.474 min Scan# 1Sl
Ref 50 Delta R.T. -0.000 min [E\AWZ
Lab File: BF131594.D (SUEERISEIIAEI0N
6.0 152.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
b 51, 00 980 1260 T |
Miz-> 40 65 8b 160 1é0 130 1éo 150 Tgt Ion:178 Resp: 58396 NVENIEINGIE[EHNE
Abundance Scan 1596 (11.474 min): BF131594.D\datams = 1N Ratio Lower Upper SRLLENSE
1781 178 1600 Reviewed By :Christian Giraldo  12/13/2022
176 19.2 15.4  23.08 supervised By :Jagrut Upadhyay — 12/13/2022
179 15.5 12.2 18.4
Raw 50
Abundance
11.474
o500 % ss0 1260 77 |
R R A A AN A SRR RS R 600000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1596 (11.474 min): BF131594.D\data.ms (-
1781 400000
Sub
50 200000
oh. 520 2% 980 1260 PO || A
miz--> 40 60 80 100 120 140 160 180  Time--> 11.40 11.45 11.50
Abundance Scan 1606 (11.533 min): BF131555.D\data.ms (- #72
178.1 Anthracene
Concen: 45.556 ng
RT: 11.527 min Scan# 1605
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
76.0 Acq: 12 Dec 2022 15:59
0‘39‘0‘“ “\ ‘H“u\“ Y ‘1‘2‘6"0‘ ‘\“ , ‘HH‘ T
miz--> 50 100 150 200 250 Tgt Ion:}78 Resp: 599256
Abundance Scan 1605 (11.527 min): BF131594.D\data.ms 1o Ratlo Lower Upper
178.1 178 100
176 18.2 15.0 22.6
179 15.3 12.3 18.5
Raw 50
Abundance
11.627
0299, w‘??‘f(‘)‘ 1260 b 25 gh0000
miz--> 50 100 150 200 250
Abundance Scan 1605 (11.527 min): BF131594.D\data.ms (-
1781 400000
Sub
50 200000
o800 0 zoy | o
m/z--> 50 100 150 200 250 Time--> 11.50 11.60

BF131594.D 8270-BF120822.M
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167.1

Abundance Scan 1632 (11.686 min): BF131555.D\data.ms (- #73

Carbazole
Concen: 45.836 ng
RT: 11.680 min Scan# 1¢gSagiinlclee

Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D [(GEhISEIIellEIl0H
835 139.0 Acq: 12 Dec 2022 15:59 SISEXEEECIVIEEUNEI)
o300 P 1130 | 233.1
oy pbeeee e b SR ;
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOﬂZ:!.67 Resp: 492146V EQIVEL Integratlons
Abundance Scan 1631 (11.680 min): BF131594.D\datams 10N Ratio Lower Upper BEVEON=0)
167.1 167 1600 Reviewed By :Christian Giraldo  12/13/2022
166 22.1 17.4 26.0 Supervised By :Jagrut Upadhyay  12/13/2022
139 14.1 11.0 16.4
Raw 50
Abundance
835 139.0 500000 11.680
o sio 835 uz0 |
e b by
m/z--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1631 (11.680 min): BF131594.D\data.ms (-
300000
167.1
200000
Sub
50
100000
139.0
0 \5]\7'0\\ i HS%HHS 11§0 \”\ \M
e e e e e e e e T
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 11.60  11.70

Abundance Scan 1688 (12.016 min): BF131555.D\data.ms (- #74

149.0 Di-n-butylphthalate
Concen: 45.627 ng
RT: 12.010 min Scan# 1687
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
411 76.0
0+ ‘\‘ i‘”\‘\“\ T ‘]":!.4\"8\ T } LI —— “\22\‘3;1\ T \2\7\9
miz--> 50 100 150 200 250 Tgt Ion:}49 Resp: 601017
Abundance Scan 1687 (12.010 min): BF131594.D\data.ms = 1on Ratio  Lower Upper
149.0 149 100
150 9.1 7.2 10.8
104 6.5 5.2 7.8
Raw 50
Abundance
12.p10
ol 0 150 | 1800221 27a
miz--> 50 100 150 200 250 600000
Abundance Scan 1687 (12.010 min): BF131594.D\data.ms (-
142.0 400000
Sub
50 200000
o T80 1150 | 1840 2231 o7a:
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-->  11.95 12.00 12.05

BF131594.D 8270-BF120822.M
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Abundance Scan 1800 (12.674 min): BF131555.D\data.ms (- #75
202.1 | Fluoranthene
Concen: 43.576 ng
RT: 12.669 min Scan# 11Eigial=laies
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D |(GUEIEETIEIR
101.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
oh. 500 750 M 126,0150.0174.0 ‘H
— e :
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOHZ%OZ Resp: 60668 Manual Integrations
Abundance Scan 1799 (12.669 min): BF131594.D\datams = 1ON Ratio Lower Upper BRULENSE
20p.1 | 202 106 Reviewed By :Christian Giraldo  12/13/2022
le1i 8.2 0.0 27.7% Supervised By :Jagrut Upadhyay — 12/13/2022
203 17.6 0.0 37.7
Raw 50
Abundance
12.669
51.0 74.0 1910154 0 150.0174.0 h\ 600000
— e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1799 (12.669 min): BF131594.D\data.ms (-
202.1 400000
Sub
50 200000
o, 500 740 901549 15001740 |
— R R
miz--> 40 60 80 100 120 140 160 180 200 Mime--> 12.65 12.70
Abundance Scan 2044 (14.110 min): BF131555.D\data.ms (- #76
240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.104 min Scan# 2043
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
0 78.0 ]‘.1?0 156.0 20%'1\‘\\\
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 IOHZ%40 Resp: 137964
Abundance Scan 2043 (14.104 min): BF131594.D\data.ms 100 Ratlo Lower Upper
240.1 240 100
120 7.0 4.6 7.0#
236 26.1 20.2 30.2
Raw 50
Abundance
14.104
120.0
021 180 20 1001 83| 00, 1aomo
miz--> 50 100 150 200 250
Abundance Scan 2043 (14.104 min): BF131594.D\data.ms (-
240.1 100000
Sub
50 50000
120.0 ‘
o2 780 (70 601 ZEBLLY o
m/z--> 50 100 150 200 250 Time--> 14.10
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:50 2022
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Abundance Scan 1821 (12.798 min): BF131555.D\data.ms (- #77
184.1 Benzidine
Concen: 61.583 ng
RT: 12.792 min Scan# 1{gSigiil=les
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 SIERSREECIOIIZENEIVE]R)
390 650 920 13‘0015?1‘ | a
) e U TR N R )
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.84 RESpI 22764 WY ERIEL Integratlons
Abundance Scan 1820 (12.792 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
184.1 184 1600 Reviewed By :Christian Giraldo  12/13/2022
185 13.8 12.2 18.2 Supervised By :Jagrut Upadhyay  12/13/2022
183 11.6 9.3 13.9
Raw 50
Abundance
12.92
5[300 651 920 1280 1561 | pq70 250000
ekl O
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1820 (12.792 min): BF131594.D\data.ms (-
184.1 150000
Sub 100000
50
50000
300 651 920 1280 1981 | 5974 0
bt TR TN ] ML 4 ————
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.80
Abundance Scan 1839 (12.904 min): BF131555.D\data.ms (- #78
202.0 | pyrene
Concen: 43.898 ng
RT: 12.898 min Scan# 1838
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
Acq: 12 Dec 2022 15:59
ol 501 740 1010 4015001740 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:202 Resp: 597194
Abundance Scan 1838 (12.898 min): BF131594.D\datams 100 Ratlo Lower Upper
202.0 | 202 100
200 21.6 16.7 25.1
203 17.7 13.8 20.6
Raw 50
Abundance
12.898
o, 50.0 740 100,40 150.0174.0 “H 600000
Co e e e e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan1838(12898nnm:BF131594INdaEB?8(- 400000
sub o 200000
ol 500 740 1010, - 4.0 150.0174.0 “H
e e e e e e e e e
miz--> 40 60 80 100 120 140 160 180 200 Time—> 12.80 12.90 13.00

BF131594.D 8270-BF120822.M
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Abundance Scan 1863 (13.045 min): BF131555.D\data.ms (- #79
244.2  Terphenyl-di4
Concen: 66.778 ng
RT: 13.039 min Scan# 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min [E\AWZ
Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 SlletEelellIFEUNISIe)
s @1 e |
m/z--> 50 100 150 200 Tgt Ion:244 Resp: 67179@ RV ERUEINIICEIE[o]g
Abundance Scan 1862 (13.039 min): BF131594.D\data.ms ;ZZ ig;m Lower  Upper BRAULONIZD)
244.2
212 7.9 6.5 9.
122 8.8 7.1 10.
Raw 50
Abundance
800000 13.p39
st g1 o1 |
m/z--> 50 100 150 200 600000
Abundance Scan 1862 (13.039 min): BF131594.D\data.ms (-
244.2
400000
Sub
50 200000
122.1 160.1 212.1
ST il i i AT
miz--> 50 100 150 200 Time--> 13.00 13.10
Abundance Scan 1944 (13.521 min): BF131555.D\data.ms (- #80
91.0 1490 Butylbenzylphthalate
Concen: 53.168 ng
RT: 13.515 min Scan# 1943
Ref 50 Delta R.T. -0.006 min
206.0 Lab File: BF131594.D
1.1 ' Acq: 12 Dec 2022 15:59
ok \“ }\m““‘h\‘ \;\\‘h‘\‘ ‘\“ ‘L\‘ ‘ S ‘u‘ — e
miz--> 50 100 150 200 250 300 'gt Ion:149 Resp: 209317
Abundance Scan 1943 (13.515 min): BF131594.D\data.ms izg Eg'glo Lower  Upper
91.0 149.0
91 85.7 69.0 103.4
206 20.8 17.8 26.8
Raw 50
Abundance
206.1 13.516
41.1
oh \“ V \h‘\“\hd‘ ‘1“ ‘Hd‘ ‘\“ ‘L\‘ ‘ e ‘u‘ o ‘2‘67‘-:‘1-‘3“1‘2-‘ 200000
miz--> 50 100 150 200 250 300
Abundance Scan 1943 (13.515 min): BF131594.D\data.ms (- 150000
91.0 149.0
100000
Sub 50
50000
206.1
41.0
ol bl zera s L
miz--> 50 100 150 200 250 300 Time--> 13.50 13.55
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:54 2022
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7 Supervised By :Jagrut Upadhyay
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Abundance Scan 2042 (14.098 min): BF131555.D\data.ms (- #81
228.1 Benzo(a)anthracene
Concen: 45.392 ng
RT: 14.092 min Scan# 2¢gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GEhISEIIellEIl0H
Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
ol 630 1301490 1870 .|
Miz-> go 160 1g0 200 2%0 Tgt Ion:gzs Resp: 45225 RMVERNEIRNGIEIEWIS
Abundance Scan 2041 (14.092 min): BF131594.D\datams 10N Ratio Lower Upper BRNEONZ0)
228.1 228 100 Reviewed By :Christian Giraldo  12/13/2022
226  26.4 21.5 32.3F supervised By :Jagrut Upadhyay — 12/13/2022
229 19.7 15.8 23.6
Raw 50
Abundance
14.092
114.
o510 #1500 1800 |, 279 400000
ST e e T e
m/z--> 50 100 150 200 250
Abundance Scan 2041 (14.092 min): BF131594.D\data.ms (- 300000
228.1
200000
Sub
5
100000
0L 510 flﬁo 1500 1890 | 279
\\‘\\\\‘\\\\‘\\\\ \\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 14.00 14.05 14.10
Abundance Scan 2035 (14.057 min): BF131555.D\data.ms (- #82
252.0 3,3'-Dichlorobenzidine
Concen: 35.772 ng
RT: 14.057 min Scan# 2035
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
154.0 Acq: 12 Dec 2022 15:59
520 4 Lo 2R !
G\ T ‘ \‘ \m\ 4 = ‘\ \“\ T ‘H \‘\ ‘\ ‘\‘ ‘ T \‘\ T ‘ T T T T
miz--> 50 100 150 200 250 Tgt IOHZ%52 Resp: 101401
Abundance Scan 2035 (14.057 min): BF131594.D\datams = 10 Ratio Lower Upper
259.0 252 100
254 63.9 49.6 74.4
126 8.2 7.9 11.9
Raw 50
Abundance
14.057
154.0
77.0 216.0
e St = X0 RO B P i
miz--> 50 100 150 200 250 100000
Abundance Scan 2035 (14.057 min): BF131594.D\data.ms (-
252.0
50000
Sub
50
154.0
77.0 216.0
o0 [0 mse |y B0 L S
miz--> 50 100 150 200 250 Time-->  14.00 14.10
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:54 2022
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Abundance Scan 2048 (14.133 min): BF131555.D\data.ms (- #83

228.1 Chrysene
Concen: 44.823 ng
RT: 14.133 min Scan# 2¢gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GICHIEEIellEI(6H
113.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
0B91 740 " 1521 187.0 WJ 281.(
m/z--> 5b 1(‘)0 15‘0 2(‘)0 25‘0 Tgt Ion:228 Resp: 42456 Manual Integrations
Abundance Scan 2048 (14.133 min): BF131594 D\datams = 1Oon Ratio Lower Upper BRELULIENISE
228.1 228 100 Reviewed By :Christian Giraldo 12/13/2022
226 29.2 23.9 35.98 Supervised By :Jagrut Upadhyay — 12/13/2022
229 19.8 16.7 25.1
Raw 50
Abundance
14133
£409 750 130 4740 m 2811 400000
A e
miz--> 50 100 150 200 250
Abundance Scan 2048 (14.133 min): BF131594.D\data.ms (- 300000
228.1
200000
Sub
50
100000
0409 750 120 15001870 | 281 0 p
LS SN B B L ) S E— e
miz--> 50 100 150 200 250 Time--> 14.10 14.20

Abundance Scan 2039 (14.080 min): BF131555.D\data.ms (- #84

149.0 Bis(2-ethylhexyl)phthalate
Concen: 49.750 ng
RT: 14.074 min Scan# 2038
Ref 50 Delta R.T. -0.006 min
57.1 Lab File: BF131594.D
UL 80 | gy mmn g, e 22 pec 2022 a0
\‘\“\‘\‘\‘\“‘\‘\“\‘\‘\\\'\‘\\”\\‘\\\\
miz--> 50 100 150 200 250 Tgt Ion:}49 Resp: 267462
Abundance Scan 2038 (14.074 min): BF131594.D\data.ms = 1On Ratio Lower Upper
149.0 149 100
167 25.5 20.8 31.2
279 3.8 3.3 4.9
Raw 50
571 Abundance
‘ 14.074
104.0 .
o UL | s w1 s oo
m/z--> 50 100 150 200 250 200000
Abundance Scan 2038 (14.074 min): BF131594.D\data.ms (-
143.0 150000
sub 100000
50
571 50000
104.0
o g @ )
m/z--> 50 100 150 200 250 Time--> 14.05 14.10
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14

0.0

Abundance Scan 2145 (14.704 min): BF131555.D\data.ms (- #85

Di-n-octyl phthalate
Concen: 45.429 ng

Ref 50 Delta R.T. -0.000 min [=NZWS
Lab File:
431 Acq: 12 Dec 2022 15:59 SERRECIONIZEIIETY
H. | 104.0 | 192.9 279.1
Ob i T RS )
Miz-> 50 100 150 200 250 300 @ Tgt Ion:149 Resp: 39648 VENNEINGIE[EHENNS
Abundance Scan 2144 (14.698 min): BF131594.D\datams = 10N Ratio Lower Upper BRLLu e SE
140.0 149 100
167 1.6 1.2 1.8
43 10.0 8.6 13.0
Raw 50
Abundance
14.598
43.1 400000
Oyl 2080 L 1900 22T
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 2144 (14.698 min): BF131594.D\data.ms (-
149.0
200000
Sub
50
100000
43.0
obdy 2080 | 1009 PP R
miz--> 50 100 150 200 250 300 Time--> 14.60 14.70 14.80

264.1

Abundance Scan 2300 (15.615 min): BF131555.D\data.ms (- #86

Perylene-di12
Concen: 20.000 ng
RT: 15.615 min Scan# 2300

Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
132.1 Acq: 12 Dec 2022 15:59
of21 760 | 1699 2321 i
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ i T T T
m/z--> 50 100 150 200 250 Tgt IOHZ%64 Resp: 136691
Abundance Scan 2300 (15.615 min): BF131594.D\data.ms 1o Ratlo Lower Upper
264.1 264 100
260 24.0 20.6 30.8
265 20.7 16.8 25.2
Raw 50
Abundance
132.1 100000 15p15
0f0 730 | 1920 2821 MH
P e el
miz--> 50 100 150 200 250 80000
Abundance Scan 2300 (15.615 min): BF131594.D\data.ms (-
264.1 60000
sub 40000
50
20000
132.1
0 52.0 90.0 il MH 192.0 23%1 MH 1
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 15.60 15.70
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:56 2022

RT: 14.698 min Scan# 21gSigilnlclee

BF131594.D (®IEIEEqis](E08

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay
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Abundance Scan 2562 (17.156 min): BF131555.D\data.ms (- #87
276.1  Indeno(1,2,3-cd)pyrene
Concen: 40.514 ng
RT: 17.156 min Scan# 2!gigiil=gles
Ref 50 Delta R.T. -0.000 min [Z\Wlg
Lab File: BF131594.D [(GICHIEEIellEI(6H
138.0 Acq: 12 Dec 2022 15:59 SISEXEEECIVIEEUNEI)
01409 7401057, | 1699 2239 .
Miz-> 55 100 150 260 2%0 Tgt Ion:276 Resp: 45195 Manual Integrations
Abundance Scan 2562 (17.156 min): BF131594. D\datams = 1oN Ratio Lower Upper BREUULIENIZE
276.1 276 100 Reviewed By :Christian Giraldo  12/13/2022
138 16.5 12.7 19.1 Supervised By :Jagrut Upadhyay  12/13/2022
277 25.2 20.0 30.0
Raw 50
Abundance
138.0 17.456
150000
0,50 920 | 1608 2240,
m/z--> 50 100 150 200 250
Abundance Scan 2562 (17.156 min): BF131594.D\datg.7msl(- 100000
sub 50000
138.0
0. ,57.0 912 | 1730 2240 |
\\‘\\\\ \\\\‘\\\\‘\\\\‘\\ \\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 17.10 17.20
Abundance Scan 2224 (15.168 min): BF131555.D\data.ms (- #88
252.1 Benzo(b)fluoranthene
Concen: 45.068 ng
RT: 15.168 min Scan# 2224
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
126.0 Acq: 12 Dec 2022 15:59
0739\1‘ \7\5\1 I \H\‘“\ \1|58\Q \2\09\0\“‘\ \”H\ T
m/z--> 50 100 150 200 250 Tgt IOHZ%52 Resp: 406024
Abundance Scan 2224 (15.168 min): BF131594.D\datams = 100 Ratio Lower Upper
2591 252 100
253 21.9 17.7 26.5
125 6.8 5.6 8.4
Raw 50
Abundance
15.168
126.0 H
0390 740 . . [ 1589 1990 , . 300000
miz--> 50 100 150 200 250
Abundance Scan 2224 (15.168 min): BF131594.D\data.ms (-
252.1 200000
Sub
50 100000
126.0 H
0,500 861 7" 16402000, | e
miz--> 50 100 150 200 250 Time-> 15.10 15.15
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:56 2022
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Abundance Scan 2230 (15.204 min): BF131555.D\data.ms (- #89
252.1 Benzo(k)fluoranthene
Concen: 43.868 ng
RT: 15.198 min Scan# 21aEigial=lies
Ref 50 Delta R.T. -0.006 min [Z\Elg
Lab File: BF131594.D |(GUEIEETIEIR
126.0 Acq: 12 Dec 2022 15:59 EISEHEEEONIEEVEVIETD)
0B90 870  j 1588 2000, 4
Miz-> go 160 1g0 260 250 Tgt Ion:gsz Resp: 41250 88VEGNEIRGIETIETTOS
Abundance Scan 2229 (15.198 min): BF131594.D\datams = 1oN Ratio Lower Upper BRLLEENSE
252.1 252 166 Reviewed By :Christian Giraldo  12/13/2022
253 21.8 17.7 26.50 Supervised By :Jagrut Upadhyay — 12/13/2022
125 6.9 4.9 7.3
Raw 50
Abundance
15.198
126.0
0LL 750 [ 1580 1990 . . 300000
m/z--> 50 100 150 200 250
Abundance Scan 2229 (15.198 min): BF131594.D\data.ms (-
252.1 200000
Sub
50 100000
126.0
041-1 74.0 . | 158.0 201.0 " Il
\\‘\\\\‘\\\\‘\\\\‘\\\\ T T T T \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 15.20 15.30
Abundance Scan 2289 (15.551 min): BF131555.D\data.ms (- #90
252.1 Benzo(a)pyrene
Concen: 46.388 ng
RT: 15.551 min Scan# 2289
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
126.0 Acq: 12 Dec 2022 15:59
(o5 \5(‘)9\ \8\7\0‘ \“‘ \M\. \1‘58\9 \2\0?9 \“”\ T . L A
miz--> 50 100 150 200 250 Tgt IOHZ%52 Resp: 356651
Abundance Scan 2289 (15.551 min): BF131594.D\data.ms 1o Ratlo Lower Upper
2591 252 100
253 22.0 17.5 26.3
125 7.4 5.6 8.4
Raw 50
Abundance
15.551
126.0
0891 740 [“[1sg0 2000 | 00
m/z--> 50 100 150 200 250 200000
Abundance Scan 2289 (15.551 min): BF131594.D\data.ms (-
252.1 150000
Sub 100000
50
50000
126.0
0 63.1 | 16302000 1
e R T —T
miz--> 50 100 150 200 250 Time--> 1550  15.60
BF131594.D 8270-BF120822.M Tue Dec 13 12:03:57 2022
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Abundance Scan 2566 (17.180 min): BF131555.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene
Concen: 41.917 ng
RT: 17.180 min Scan# 2!gigiil=gles

Ref 50 Delta R.T. ©0.006 min BNA_F
Lab File: BF131594.D [(GEhISEIIellEIl0H
139 Acq: 12 Dec 2022 15:59 SIERSREECIOIIZENEIVE]R)
oL, 630 989 | \H 187.1224.0 ‘ |
Miz-> 5‘0 160 150 2(‘)0 250 360 Tgt Ion:278 Resp: 38484FNVELNEIRGICHIETOF
Abundance Scan 2566 (17.180 min): BF131594.D\datams 10N Ratio Lower Upper BRNGEONZ0)
278.1 278 1600 Reviewed By :Christian Giraldo  12/13/2022
139 9.4 8.9  13.3W Supervised By :Jagrut Upadhyay — 12/13/2022
279 23.2 19.0 28.6
Raw 50
Abundance
200000 17,180
139.1
0390 989 [T 187.02240 ||
e i .
miz--> 50 100 150 200 250 300 150000
Abundance Scan 2566 (17.180 min): BF131594.D\data.ms (-
278.1
100000
Sub
50 50000
139.1
0390 989 77T 187.02240 || |
AN LAY ENIECLC & i M| SR, S ESSERERS
miz--> 50 100 150 200 250 300 Time-> 17.00  17.20

Abundance Scan 2642 (17.627 min): BF131555.D\data.ms (- #92

276.1 | Benzo(g,h,i)perylene
Concen: 41.267 ng
RT: 17.627 min Scan# 2642
Ref 50 Delta R.T. -0.000 min
Lab File: BF131594.D
138.0 Acq: 12 Dec 2022 15:59
(o} \49‘9\ T \9]\-3 \“\“H\ ‘1\6\9\9\ T \22\4\0\ T \h‘\ T
miz--> 50 100 150 200 250 Tgt IOHZ%76 Resp: 380780
Abundance Scan 2642 (17.627 min): BF131594.D\data.ms  1°0 Ratlo Lower Upper
276.1 276 100
277 23.5 19.0 28.6
138 14.5 10.7 16.1
Raw 50
Abundance
17.627
138.0 150000
0549 989 | 18502220 |
m/z--> 50 100 150 200 250
Abundance Scan 2642 (17.627 min): BF131594.D\data.ms (1 100000
276.1
sub o 50000
138.0
ol 620 980 1 1700 2220 | 0
e ‘ B ——
m/z--> 50 100 150 200 250 Time--> 17.60
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