Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100821\

Data File : BF125787.D

Acqg On 8 Oct 2021 17:35

Operator : JU/CG

Sample : M4087-10MSD :

Misc C-20211005-ROCKMSD

ALS Vvial : 14 Sample Multiplier: 1

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM

Quant Time: Oct 08 19:04:12 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 6.845 152 216912 20.00 ng 0.00
21) Naphthalene-d8 8.128 136 874078 20.00 ng # 0.00
39) Acenaphthene-di10 9.881 164 436253 20.00 ng 0.00
64) Phenanthrene-d10 11.363 188 660256 20.00 ng 0.00
76) Chrysene-di12 13.992 240 390135 20.00 ng 0.00
86) Perylene-di12 15.445 264 491041 20.00 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.475 112 1440002 108.45 ng 0.02
7) Phenol-dé6 6.475 99 1673744 97.92 ng 0.00
23) Nitrobenzene-d5 7.404 82 1110703 78.99 ng 0.00
42) 2,4,6-Tribromophenol 10.669 330 468980 108.88 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 2107699 83.33 ng 0.00
79) Terphenyl-di4 12.939 244 1682129 65.68 ng 0.00
Target Compounds Qvalue
2) 1,4-Dioxane 2.793 88 253676 44.87 ng # 100
3) Pyridine 3.481 79 469482 32.10 ng # 71
4) n-Nitrosodimethylamine 3.422 42 255350 48.50 ng # 1
6) Aniline 6.510 93 495877 25.20 ng 93
8) 2-Chlorophenol 6.628 128 705108 48.48 ng 97
9) Benzaldehyde 6.393 77 156369 16.86 ng 93
10) Phenol 6.487 94 756481 45.51 ng 90
11) bis(2-Chloroethyl)ether 6.581 93 665784 49.43 ng 98
12) 1,3-Dichlorobenzene 6.787 146 725719 45.74 ng 97
13) 1,4-Dichlorobenzene 6.863 146 740067 45.74 ng 99
14) 1,2-Dichlorobenzene 7.016 146 708309 46.74 ng 99
15) Benzyl Alcohol 6.987 79 532679 47.02 ng 92
16) 2,2'-oxybis(1-Chloropr... 7.122 45 831489 48.27 ng 87
17) 2-Methylphenol 7.092 107 538763 46.53 ng 97
18) Hexachloroethane 7.357 117 261545 46.94 ng 93
19) n-Nitroso-di-n-propyla.. 7.257 70 428091 47.44 ng # 69
20) 3+4-Methylphenols 7.245 107 638070 44.69 ng 93
22) Acetophenone 7.257 105 885413 46.08 ng # 89
24) Nitrobenzene 7.428 77 661712 48.56 ng # 98
25) Isophorone 7.663 82 1174177 47.13 ng 93
26) 2-Nitrophenol 7.739 139 362417 52.59 ng # 91
27) 2,4-Dimethylphenol 7.775 122 602361 52.49 ng 94
28) bis(2-Chloroethoxy)met... 7.875 93 778235 45.01 ng 98
29) 2,4-Dichlorophenol 7.981 162 574801 46.50 ng 99
30) 1,2,4-Trichlorobenzene 8.069 180 606482 44.74 ng 96
31) Naphthalene 8.145 128 1944989 46.02 ng 99
32) Benzoic acid 7.881 122 316104 39.17 ng 95
33) 4-Chloroaniline 8.187 127 137886 7.80 ng 99
34) Hexachlorobutadiene 8.269 225 338940 44.76 ng 100
35) Caprolactam 8.557 113  146503m 41.02 ng
36) 4-Chloro-3-methylphenol 8.675 107 559374 46.31 ng 97
37) 2-Methylnaphthalene 8.839 142 1315151 48.05 ng 98
38) 1-Methylnaphthalene 8.939 142 1222737 46.04 ng 98
40) 1,2,4,5-Tetrachloroben... 9.004 216 531810 45.42 ng 99
41) Hexachlorocyclopentadiene 8.992 237 622608 108.35 ng 99
43) 2,4,6-Trichlorophenol 9.116 196 399745 47.11 ng 97
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100821\
Data File : BF125787.D

Acqg On : 8 Oct 2021 17:35

Operator : JU/CG

Sample : M4087-10MSD :

Misc . C-20211005-ROCKMSD

ALS Vvial : 14 Sample Multiplier: 1

Manual Integrations

Quant Time: Oct 08 19:04:12 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol .151 196 431695 47.84 ng 92
46) 1,1'-Biphenyl .304 154 1481711 46.20 ng 98
47) 2-Chloronaphthalene .328 162 1241998 47.69 ng 97
48) 2-Nitroaniline .416 65 311279 49.79 ng 95
49) Acenaphthylene .739 152 1821571 47.76 ng 97
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50) Dimethylphthalate 1351359 47.06 ng # 98
51) 2,6-Dinitrotoluene .657 165 301645 51.96 ng 97
52) Acenaphthene .916 154 1204156 50.54 ng 98
53) 3-Nitroaniline .828 138 195577 28.49 ng 96
54) 2,4-Dinitrophenol .933 184 255944  103.87 ng # 71
55) Dibenzofuran 10.086 168 1627563 45.60 ng 95

56) 4-Nitrophenol 9.986 139 452385 88.42 ng # 83
57) 2,4-Dinitrotoluene 10.063 165 380137 51.79 ng # 82
58) Fluorene 10.428 166 1204955 46.09 ng 98
59) 2,3,4,6-Tetrachlorophenol 10.198 232 309250 45.41 ng # 90
60) Diethylphthalate 10.298 149 1254329 45.78 ng 100
61) 4-Chlorophenyl-phenyle... 10.416 204 561677 44 .61 ng 91
62) 4-Nitroaniline 10.439 138 282913 44.61 ng # 76
63) Azobenzene 10.580 77 1169833 45.42 ng # 83
65) 4,6-Dinitro-2-methylph... 10.469 198 167278 50.79 ng # 72
66) n-Nitrosodiphenylamine 10.539 169 1084538 48.15 ng 96
67) 4-Bromophenyl-phenylether 10.910 248 350642 47.95 ng 93
68) Hexachlorobenzene 10.975 284 404944 48.87 ng # 87
69) Atrazine 11.063 200 308548 47.20 ng 93
70) Pentachlorophenol 11.163 266 405536 91.55 ng 94
71) Phenanthrene 11.386 178 1667301 47.20 ng 97
72) Anthracene 11.439 178 1706844 48.38 ng 97
73) Carbazole 11.586 167 1456478 44.36 ng 99
74) Di-n-butylphthalate 11.922 149 1765978 48.71 ng 99
75) Fluoranthene 12.569 202 1525728 47.86 ng 96
77) Benzidine 12.686 184 227544 15.94 ng 98
78) Pyrene 12.798 202 1495437 37.73 ng 97
80) Butylbenzylphthalate 13.416 149 592112 46.61 ng 97
81) Benzo(a)anthracene 13.986 228 1158833 45.78 ng 99
82) 3,3'-Dichlorobenzidine 13.945 252 318692 39.85 ng 99
83) Chrysene 14.021 228 1204293 48.14 ng 98
84) Bis(2-ethylhexyl)phtha... 13.980 149 763640 55.24 ng # 100
85) Di-n-octyl phthalate 14.586 149 1421046 61.70 ng # 89
87) Indeno(1,2,3-cd)pyrene 16.898 276 1648222 43.98 ng 97
88) Benzo(b)fluoranthene 15.027 252 1446461 52.18 ng 98
89) Benzo(k)fluoranthene 15.057 252 1415416 49.73 ng # 97
90) Benzo(a)pyrene 15.386 252 1464430 59.65 ng 98
91) Dibenzo(a,h)anthracene 16.921 278 1376202 44.52 ng 97
92) Benzo(g,h,i)perylene 17.345 276 1386881 43.93 ng 92

(#) = 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\BF100821\
Data File : BF125787.D

Acqg On : 8 Oct 2021 17:35

Operator : JU/CG

Sample : M4e87-10MSD :
Misc C-20211005-ROCKMSD

ALS vial : 14 Sample Multiplier: 1

Manual Integrations

Quant Time: Oct 08 19:04:12 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

Abundance TIC: BF125787.D\data.ms
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Abundance Scan 809 (6.845 min): BF125768.D\data.ms (-80 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.845 min Scan# 809

Ref 50 115.0 Delta R.T. ©0.000 min
78.0 Lab File: BF125787.D .
52.0 : Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
(B \‘i T \‘!‘\‘ T \“\““ \“\‘\9?.‘0\ T i‘ T \1\3-\‘]-\9‘ T ‘\“\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion: :!.52 Resp: 216912 Manual Integrations
Abundance  Scan 809 (6.845 min): BF125787.D\datams ~ 10N Ratlo Lower Upper APPROVED

150.0 152 100

mohammad
150 158.4 117.6 176.4 10/11/2021 2:11:17 PM
115 58.0 47.1 7.7

Raw 50
115.0 Abundance
78.0
52.0 400000
(O \‘i T \‘!‘\‘ T \“!‘i \“\‘\9?.‘0\ T i“ \1%3;\8‘ T \‘\“\ T
- 4 1 12 14 1
m/z--> 0 60 89 00 0 0 60 300000 6l8ls
Abundance Scan 809 (6.845 min): BF125787.D\data.ms (-79
150.0
200000
Sub
50
115.0 100000
520 78.0
ol L | oo | 1as |
L e L s e L B
miz--> 40 60 80 100 120 140 160 Time.> 6.80  6.85

Abundance Scan 86 (2.593 min): BF125768.D\data.ms (-79) #2

88.0 1,4-Dioxane
58.0 Concen: 44.87 ng
RT: 2.793 min Scan# 120
Ref 50 Delta R.T. ©.200 min
43.0 Lab File:  BF125787.D
‘ ‘ Acq: 8 Oct 2021 17:35
0\““\“1“‘\““W““1““\““W““
m/z--> 30 40 50 60 70 30 90 Tgt IOI’]Z.SS Resp: 253676
Abundance  Scan 120 (2.793 min): BF125787.D\data.ms Ion Ratio Lower Upper
88.0 88 100
58 68.7 0.0 0.0#
58.0 43 0.6 0.0 0.0
Raw 50
Abundance
43.0 200000 2.193
0\“‘W‘M“‘\‘HMW“ﬁﬁg“‘\H“W“‘
miz--> 30 40 50 60 70 80 90 150000
Abundance Scan 120 (2.793 min): BF125787.D\data.ms (-35
50 100000
58.0
Sub
50 50000
O G“w“‘w“ww“
miz--> 30 40 50 60 70 80 90 Time--> 2.75 2.80 2.85
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Abundance Scan 213 (3.340 min): BF125768.D\data.ms (-21 #3

79.0 Pyridine
520 Concen: 32.10 ng
' RT: 3.481 min Scan# 237
Ref 50 Delta R.T. ©0.141 min
Lab File: BF125787.D :
‘ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\\\”"H“\‘\‘H\WMHH‘HH‘HH‘HH‘HH‘HH‘HH .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘79 RESpZ 469482 \YERUEL Integratlons
Abundance  Scan 237 (3.481 min): BF125787.D\datams ~ 100 Ratlo Lower Upper APPROVED
79.0 79 100 mohammad
52 63.8 70.3 105.5# 10/11/2021 2:11:17 PM
52.0 51 31.0 44.1 66.1#
Raw 50
Abundance
250000 3.481
A 207.0
0' LI LA L L L L L BB B B IR 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance in): .
Scan 237 (%481 min): BF125787.D\data.ms (-19 150000
52.0 100000
Sub
50
50000
0 S N — ] £ = ——
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 3.40 3.50 3.60

Abundance Scan 204 (3.287 min): BF125768.D\data.ms (-19 #4

74.1 n-Nitrosodimethylamine
Concen: 48.50 ng
RT: 3.422 min Scan# 227
Ref 50 Delta R.T. ©.135 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
0\‘”‘1\\\‘\\\\‘\\]_%3‘.\0\\\2‘6\7\.\].\‘3\2\6\'\9‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 '8t Ion: 42 Resp: 255350
Abundance  Scan 227 (3.422 min): BF125787.D\data.ms Ion Ratio Lower Upper
74.0 42 100
74 162.0 59.0 88.6#
44 7.6 0.0 0.0#
Raw 50
Abundance
200000
Ol 4350 1930 266.9 327.0  414.
m/z--> 50 100 150 200 250 300 350 400 1
Abundance Scan 227 (3.422 min): BF125787.D\data.ms (-1~ ~>0090 3422
74.0
100000
Sub
50
50000
ol 135.0 193.0 266.9 327.0  414. 0
A T e e e e T e R R R R
m/z--> 50 100 150 200 250 300 350 400 Time--> 3.30 3.40 3.50
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Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-56 #5

112.0 2-Fluorophenol
Concen: 108.45 ng

64.0 RT: 5.475 min Scan# 576
Ref 50 Delta R.T. ©0.018 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
3%1 J ‘ |
0\\\“’H“\‘\“”\‘\\‘”\‘”H‘\‘H T T T T T[T T T
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:112 Resp: 1440602
Abundance  Scan 576 (5.475 min): BF125787.D\datams 10" Ratlo Lower Upper
112.0 112 100
64 54.1 44.2 66.2
64.0 63 26.9 26.2 39.2
Raw 50
Abundance
5.475
0 \?\?"'\1\“\‘1““‘\‘\ 8‘7L T ‘\ RERENRERNRRERRE RE \2‘(\)\7\9
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 576 (5.475 min): BF125787.D\data.ms (-52
112.0
Sub 64.0 500000
50
0391\% ey 2082 e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 540 550 5.60
Abundance Scan 752 (6.510 min): BF125768.D\data.ms (-74 #6
93.1 Aniline
Concen: 25.20 ng
RT: 6.510 min Scan# 752
Ref 50 66.0 Delta R.T. ©0.000 min
' Lab File: BF125787.D
39.1 ‘ Acq: 8 Oct 2021 17:35
0\\\H‘i‘\‘\”“\‘Hh\‘\\\“\\!‘\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 93 Resp: 495877
Abundance  Scan 752 (6.510 min): BF125787.D\datams 100 Ratio Lower Upper
93.0 93 100
66 35.0 32.7 49.1
65 17.6 14.2 21.4
Raw 50
66.0 Abundance
39.1
0\\\“‘i‘\‘\w\‘”h\“\\\“\\!‘\‘H\\‘H\\‘\\\\‘\\\\‘\\\\2‘9\7;]\_
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 752 (6.510 min): BF125787.D\data.ms (-70
e
93.0 400000 6.510
Sub 50
66.0 200000
39.1 ‘
0‘H%mwwuh‘_‘M‘H“_‘H‘H‘W‘H‘_‘H‘H:‘ B R R
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 6.406.45 6.50 6.55

BF125787.D 8270-BF100721.M

Mon Oct 11 13:53:35 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 97.92 ng
RT: 6.475 min Scan# 746
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
42.1 Acq: 8 Oct 2021 17:35
oL u‘hhu‘”\\‘u\‘\‘!u‘ “H e
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 1673744
Abundance  Scan 746 (6.475 min): BF125787.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 14.4 23.5 35.3#
71 30.0 25.6 38.4
Raw 50
Abundance
21 6.475
ol Jp 207 281
m/z--> 50 100 150 200 250 1000000
Abundance Scan 746 (6.475 min): BF125787.D\data.ms (-69
99.1
Sub 500000
50
42.1
0 ‘NMWMML‘ M 2071 281 e
miz--> 50 100 150 200 250 Time->  6.40  6.50

Abundance Scan 773 (6.633 min): BF125768.D\data.ms (-76 #8

128.0 2-Chlorophenol
Concen: 48.48 ng
RT: 6.628 min Scan# 772
Ref 50 64.0 Delta R.T. -0.006 min
Lab File: BF125787.D
390 M 970 Acq: 8 Oct 2021 17:35
0\\\‘H‘\‘\‘\‘\“‘\\\‘”\’\\\‘\"“1\0\7'\8\’\ “\\‘
m/z--> 40 60 80 100 120 Tgt IOI"IZ:!.ZS Resp: 705108
Abundance  Scan 772 (6.628 min): BF125787 D\datams ~ 10N Ratlo Lower Upper
128.0 128 100
130 31.7 10.5 50.5
64 42.5 20.3 60.3
Raw 50 64.0
' Abundance
6.628
92.0
39.1 ‘ 600000
(e \““ gy ‘M\“\ \m\7-’9\ T !‘ T "‘”\1;0\.\9’ T “\ ™
m/z--> 40 60 80 100 120
Abundance Scan772(6628|nuﬂ:BF125787Inda?gg%(72 400000
sub- o 64.0 200000
391 ‘ 92.0
ol el 770 | yu100 ||
m/z-—-> 40 60 80 100 120 Time--> 6.55 6.60 6.65 6.70

BF125787.D 8270-BF100721.M Mon Oct 11 13:53:35 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 732 (6.392 min): BF125768.D\data.ms (-72 #9

77.0 105.0 Benzaldehyde
Concen: 16.86 ng
RT: 6.393 min Scan# 732
Ref 501 519 Delta R.T. ©0.000 min
Lab File: BF125787.D
‘ Acq: 8 Oct 2021 17:35
0\\\‘H‘\\‘1\‘”‘\\\‘M“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . 9
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 77 Resp: 15636
Abundance  Scan 732 (6.393 min): BF125787.D\datams 10" Ratio Lower Upper
77.0 105.0 77 1ee@
105 105.4 75.9 115.9
106 100.1 84.0 124.0
Raw 50
51.0 Abundance
200000 6.393
0\\\H“\\‘M\‘m\\\“w“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\%(\)\6.\9\
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 732 (6.393 min): BF125787.D\data.ms (-68
77.0 105.0
100000
Sub 50
51.0 50000
A O TR of
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.35 6.40 6.45
Abundance Scan 748 (6.486 min): BF125768.D\data.ms (-74 #10
94.0 Phenol
Concen: 45.51 ng
RT: 6.487 min Scan# 748
Ref 50 Delta R.T. ©.001 min
Lab File: BF125787.D
39.1 H Acq: 8 Oct 2021 17:35
0\“‘1 ‘}“‘\“‘”\‘\ \“ L L A B B A B \2\8\1\‘
m/z--> 50 100 150 200 250 Tgt Ion: ] 94 Resp: 756481
Abundance  Scan 748 (6.487 min): BF125787.D\datams 100 Ratio Lower Upper
94.0 94 100
65 25.2 9.3 49.3
66 32.8 20.3 60.3
Raw 50
Abundance
39.1 6.487
oL “h‘ ‘W \“““\“‘ T \““ LA N B \296\9\ L 2\8\1\‘ 800000
m/z--> 50 100 150 200 250
Abundance Scan 748 (6.487 min): BF125787.D\data.ms (-69 600000
94.0
400000
Sub
50
200000
30.1
obbid Ay s
m/z--> 50 100 150 200 250 Time-> 6.40  6.50

BF125787.D 8270-BF100721.M

Mon Oct 11 13:

53:36 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 764 (6.581 min): BF125768.D\data.ms (-76 #11

93.0 bis(2-Chloroethyl)ether
63.0 Concen:  49.43 ng
RT: 6.581 min Scan# 764
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D :
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
ol 430, ‘ ‘ 142.0
m/z--> 4b 65 85 160 1£0 140 Tgt Ion:'93 Resp: 665784 Manual Integrations
Abundance  Scan 764 (6.581 min): BF125787.D\datams ~ 100 Ratlo Lower Upper APPROVED
93.0 93 1ee mohammad
63.0 63 72.3 54.4 94.4 10/11/2021 2:11:17 PM
95 31.3 11.4 51.4
Raw 50
Abundance
6.581
ol 431 ‘ ‘ 142.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Miz-> 40 60 80 100 120 140 600000
Abundance Scan 764 (6.581 min): BF125787.D\data.ms (-71
1
930 400000
63.0
Sub
50 200000
ol 430 ‘ ‘ 142.0 ol
L e ——
m/z--> 40 60 80 100 120 140  Time-> 6.55 6.60

Abundance Scan 799 (6.786 min): BF125768.D\data.ms (-79 #12

146.0 1,3-Dichlorobenzene
Concen: 45.74 ng

RT: 6.787 min Scan# 799

Ref 50 111.0 Delta R.T. ©0.000 min
75.0 Lab File: BF125787.D
50‘.0 ‘ Acq: 8 Oct 2021 17:35
0 T \ ‘ T ‘\ ‘\ ‘ T \‘ } \ \ \ ‘ T \ \ T ‘ L ‘ T ‘\“\ T ‘
m/z--> 40 60 0 100 120 140 Tgt Ion:146 Resp: 725719

Abundance  Scan 799 (6.787 min): BF125787.D\datams 10N Ratio Lower Upper
146.0 146 100

148 62.5 49.7 74.5
75 27.5 25.2 37.8

Raw 50 111.0
750 ' Abundance
‘ 6.787
50.0 800000
0\\\‘\\“\‘\‘\\\“\ ”\92\\9‘\\‘}‘\‘\\\\‘\‘\“\\‘
miz--> 40 60 80 100 120 140
: 600000
Abundance Scan 799 (6.787 min): BF125787.D\data.ms (-74
146.0
400000
Sub 50
111.0 200000
75.0
50.0
OH“H‘H_H“:‘:HH‘ml‘w””‘“w‘”‘ e
miz--> 40 60 80 100 120 140 Time--> 6.75  6.80
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Abundance Scan 812 (6.863 min): BF125768.D\data.ms (-80 #13

146.0 1,4-Dichlorobenzene
Concen: 45.74 ng

RT: 6.863 min Scan# 812

Ref 50 111.0 Delta R.T. ©0.000 min
75.0 Lab File: BF125787.D :
50‘.0 “ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 T T ‘\ ‘\ T \‘ \ ” \ \ T T \‘1 T T T T ‘\H\ T .
miz--> 4b 65 ‘ 160 ﬁo 1)10 ‘ Tgt Ion: EL46 Resp: 740067 Manual Integrations
Abundance  Scan 812 (6.863 mm). BF125787.D\datams 10N Ratio Lower Upper APPROVED

146.0 146 100
148 63.4 51.9 77.9

mohammad
10/11/2021 2:11:17 PM
111 39.6 31.8 47.6

Raw 50
111.0 Abundance
75.0 6.663
50.0 ‘ '
0\\\‘\\“\‘\‘\\\“ }\\\‘\\}\‘\\\\‘\‘\“\\‘ 800000
m/z--> 40 60 100 120 140
Abundance Scan 812 (6.863 mm). BF125787.D\data.ms (-76 600000
146.0
400000
Sub
50
111.0
75.0 200000
50.0 ‘
G‘H‘H‘M‘H““‘:HH‘H‘:“‘HH_‘N‘H‘ GHH‘HH‘H
m/z--> 40 60 80 100 120 140 Time--> 6.85 6.90

Abundance Scan 838 (7.016 min): BF125768.D\data.ms (-83 #14

146.0 1,2-Dichlorobenzene
Concen: 46.74 ng

RT: 7.016 min Scan# 838

Ref 50 111.0 Delta R.T. ©.000 min
75.0 Lab File: BF125787.D
590 “ ‘ Acq: 8 Oct 2021 17:35
0 T \ ‘ T \‘\‘\ ‘ T \\ \\\\‘\\}\‘\\\\‘\
m/z—> 40 60 80 100 120 140 Tgt Ion:146 Resp: 708309

Abundance  Scan 838 (7.016 min): BF125787.D\datams 10N Ratio Lower Upper
146.0 146 100

148 62.9 50.6 75.8
111 41.4 33.5 50.3
Raw 50

750 111.0 Abundance
7.016
50.0 800000
0\\\‘\\“\‘\‘\\\“\ }\9‘2‘9‘”\}“‘HH“\‘\‘H‘
m/z--> 40 60 80 100 120 140 600000
Abundance Scan 838 (7.016 min): BF125787.D\data.ms (-78
146.0
400000
Sub 50
1110 200000
75.0
50.0
0‘”\”““‘\”“‘ “9“ H“w‘”w“““w [ R
m/z--> 40 60 00 120 140 Time--> 7.00 7.05
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Abundance Scan 833 (6.986 min): BF125768.D\data.ms (-82 #15

79.1  108.0 Benzyl Alcohol
Concen: 47.02 ng
RT: 6.987 min Scan# 833
Ref 50 Delta R.T. ©0.000 min
51.0 Lab File: BF125787.D .
' 150.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
[ \“‘ T \“‘\‘\ ““i‘\ \”1"‘ T \H‘\ ™ T \‘\‘\ [T \‘\‘.\ BARE ‘1\8\9\\9
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 79 Resp: 532679 Manual Integrations
Abundance  Scan 833 (6.987 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
79.1 108.0 79 100 mohammad
le8 87.0 60.4 90.6 10/11/2021 2:11:17 PM
77 63.1 51.5 77.3
Raw 50
Abundance
51.0
‘ 6.987
0H\“‘\\‘U\““\‘H“i“,u”‘u‘\"H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 833 (6.987 min): BF125787.D\data.ms (-78
79.1 108.0
Sub 200000
50
51.0
m/z--> 40 60 80 100 120 140 160 180  Time-> 6.90  7.00

Abundance Scan 856 (7.122 min): BF125768.D\data.ms (-84 #16

45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 48.27 ng
RT: 7.122 min Scan# 856
Ref 50 Delta R.T. ©.000 min
121.0 Lab File: BF125787.D
77.0 ‘ Acq: 8 Oct 2021 17:35
0"WWM‘w"M‘~w‘~‘w\~“~‘ww~“~‘w“~
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 45 Resp: 831489
Abundance  Scan 856 (7.122 min): BF125787.D\data.ms Ion Ratio Lower Upper
458.1 45 100
77 15.4 0.0 30.6
79 11.9 0.0 27.5
Raw 50
121.0 Abundance
77.0 1322
bl 4540 2070 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 856 (7.122 min): BF125787.D\data.ms (-80
45.0 400000
Sub 50 200000
121.0
77.0
0“WWM"u‘M‘u“u‘w“‘~‘35+3‘~‘~‘5979 e
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 710 7.20
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Abundance Scan 851 (7.092 min): BF125768.D\data.ms (-84 #17

108.0 2-Methylphenol
Concen: 46.53 ng
RT: 7.092 min Scan# 851
Ref 50 Delta R.T. ©0.000 min
77.0 .
90.0 Lab File: BF125787.D :
39.1 510 oo “ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\\\\\‘\\\\“\“\‘\\}‘\‘\\\\\1\\\\‘\\\\\\\‘\\\\ .
miz--> 3b 4‘0 5‘0 Gb 7b 8‘0 9’0 160 1]‘_0 Tgt Ion: :!.07 Resp: 538763 Manual Integratlons
Abundance  Scan 851 (7.092 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
108.0 167 1lee mohammad
le8 112.0 90.6 135.8 10/11/2021 2:11:17 PM
77 40.4 35.7 53.5
Raw 5 79 40.6 34.0 51.0
79.1 Abundance
7.092
39.1 51‘0 63.0 | gﬁ_o
0\‘\\\\“\\\\“H\‘\\‘M\‘\\‘\\\l‘\\\\"\\\\‘\\\“\\\\
m/z--> 30 40 50 60 70 80 90 100 110 400000
Abundance Scan 851 (7.092 min): BF125787.D\data.ms (-80
108.0
Sub 200000
50
79.1
39\ 5 51\\? 63\ 0 Il %0 \
. | M- .
miz--> 30 40 50 60 70 80 90 100 110  Time--> 705 710 7.15
Abundance Scan 897 (7.363 mln) BF125768.D\data.ms (-89 #18
16.9 200.8  Hexachloroethane
Concen: 46.94 ng
165.9 RT: 7.357 min Scan# 896
Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D
47‘0 31‘9“ ‘ | ‘ | Acq: 8 Oct 2021 17:35
0\\\’\\‘\\’\\\\"!\\\’\\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 261545
Abundance  Scan 896 (7.357 min): BF125787.D\data.ms Ion Ratio Lower Upper
116.9 2008 117 100
119 96.3 73.4 110.2
201 90.1 64.9 97.3
Abundance
470 819 ‘ 300000 7.357
0\\\’\‘\‘\\"\\\\’M\\‘\’\\\\‘\\H\\‘\\\\‘\‘\‘\\‘\\\\“\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 896 (7.357 min): BF125787.D\data.ms (-84 200000
116.9 200.8
Sub 100000
50 165.9
47.0 8L 9‘ ‘
SR W o ——
miz--> 40 60 80 100 120 140 160 180 200  Time-> 7.30 7.35  7.40
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Abundance Scan 880 (7.263 min): BF125768.D\data.ms (-87 #19

70.1 n-Nitroso-di-n-propylamine
Concen: 47 .44 ng

RT: 7.257 min Scan# 879

Ref 50 Delta R.T. -0.006 min
130.1 Lab File: BF125787.D :
Acq: 8 Oct 2021 17:35 e 2N e O
ol Ll 1L 19302530 32703869 475,
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: ‘70 RESpZ 428091 \ERITEL Integratlons
Abundance  Scan 879 (7.257 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
10b. 76 100 mohammad
42 51.8 72.2 108.2# 10/11/2021 2:11:17 PM
101 9.7 7.8 11.8
Raw 5ou3.1 130 22.8 21.8 32.6
Abundance
7.857
0 \‘ Ll H‘\ 193.0 267.0327.1 400.9
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 300000
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 879 (7.257 min): BF125787.D\data.ms (-82
105.0 200000
Sub
50430 100000
0 ‘\‘ A‘\ I \H‘\ 191.1253.0 327.1 415.2
b P SRS S T e T
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.20 7.25 7.30

Abundance Scan 877 (7.245 min): BF125768.D\data.ms (-87 #20

107.0 3+4-Methylphenols
770 Concen: 44.69 ng
’ RT: 7.245 min Scan# 877
Ref 50 Delta R.T. ©.000 min
51.0 Lab File: BF125787.D
‘ ‘ Acq: 8 Oct 2021 17:35
Ol \“’H‘\ \‘M”\““\‘\‘\ \H T \“\ T \“\‘\ I ?’\9‘%\ T T T T \" TTTT
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:187 Resp: 638070
Abundance  Scan 877 (7.245 min): BF125787.D\datams 100 Ratio Lower Upper
107.0 107 100
77.0 108 86.6 76.6 116.6
77 75.6 53.3 93.3
Raw 50 79 25.5 8.7 48.7
Abundance
51.0 7,945
o 130.1 192.9 600000
- \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 877 (7.245 min): BF125787.D\data.ms (-82
107.0 400000
77.0
Sub
50 200000
51.0
30.1
0' \\?‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 7\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.20 7.25 7.30
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Abundance Scan 1027 (8.128 min): BF125768.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.128 min Scan# 1027
Ref 50 Delta R.T. -0.000 min
Lab File: BF125787.D :
Acd: 8 Oct 2021 17:35 C-20211005-ROCKMSD
41,00 194 | e
0\\\‘\\}\‘\‘\\}“H\\\\‘\\\\‘\\“ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt IOFIZ:!.36 Resp: 874078 Manual Integratlons
Abundance Scan 1027 (8.128 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
136.1 136 100 mohammad
137 10.6 9.8 14.6 10/11/2021 2:11:17 PM
54 6.1 6.4 9.6#
Raw 5g 68 5.6 3.3  4.9%
Abundance
8.128
541 g1 1031 800000
0\\\‘\\}\‘\‘\\}“‘\\\\‘\\\\‘\}} ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1027 (8.128 min): BF125787.D\data.ms (-9 ~ 600000
136.1
400000
Sub
5
200000
108.1
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.10 8.15
Abundance Scan 879 (7.257 min): BF125768.D\data.ms (-87 #22
105.0 Acetophenone
Concen: 46.08 ng
RT: 7.257 min Scan# 879
Ref  50j431 Delta R.T. ©.000 min
Lab File: BF125787.D
‘ Acq: 8 Oct 2021 17:35
oL J\‘ “ l\‘ il ‘H\‘ t 1 T \1\9\1‘9\ T \2\8\1\0\ \3\4\1‘1\ T \41\5\
m/z--> 50 100 150 200 250 300 350 400 T8t Ion: 105 Resp: 885413
Abundance  Scan 879 (7.257 min): BF125787 D\datams ~ 10N Ratlo Lower Upper
105.0 105 100
71 8.3 5.5 8.3#
51 21.3 26.0 39.0#
Raw 50/43.1 120 23.1 18.5 27.7
Abu c
WS -
‘L‘MH\HM 193.0 267.0 327.1 400.9
0 \\\\‘\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\ 600000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 879 (7.257 min): BF125787.D\data.ms (-82
105.0
400000
Sub
43.0
S0 200000
0 M\‘ M | 1911 253.0 327.1  415.
O =L L e R
miz--> 50 100 150 200 250 300 350 400 Time--> 7.20 7.25 7.30
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Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 78.99 ng
1281 RT: 7.404 min Scan#t 904
Ref 50 54.1 ’ Delta R.T. -0.006 min
Lab File: BF125787.D .
Acq: 8 Oct 2021 17:35 e 2N e O
0\\\‘i‘\\‘!‘\‘\‘\‘\}”i“\H\“H\‘\‘H‘\\‘\H\‘\H\‘\\H-‘\\H .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘82 Resp: 1110703 Manual Integratlons
Abundance  Scan 904 (7.404 min): BF125787.D\datams ~ 100 Ratlo Lower Upper APPROVED
82.1 82 1e0 mohammad
128 46.7 40.6 60.8 10/11/2021 2:11:17 PM
54 44 .2 49.6 74.4%
Raw 50 54.1 128.0
Abundance
7.404
0\\\‘i‘\\‘!‘\‘\‘\‘\}‘i‘\\\\“\\\‘\‘H‘\\‘\H\‘\H\‘\\\\2‘(\)\7.\9 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 904 (7.404 min): BF125787.D\data.ms (-85 600000
82.1
400000
Sub
! 50{ 54.0 128.0
200000
G\\W“w\‘M\HMH\MHCW\M\‘H\W\H\‘H\%QKQ 0\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.35 7.40 7.45
Abundance Scan 908 (7.428 min): BF125768.D\data.ms (-89 #24
71.0 Nitrobenzene
Concen: 48.56 ng
123.0 RT: 7.428 min Scan# 908
Ref 50 51.0 Delta R.T. ©0.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
G\\\“‘H‘i\“\‘HM‘\H‘\‘\‘H\MH\‘HH‘HH‘HH‘HH . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 77 Resp: 661712
Abundance  Scan 908 (7.428 min): BF125787.D\data.ms Ion Ratio Lower Upper
77.0 77 100
123 53.6 42.3 63.5
12.4 12.4 18.6#
123.0 6> 8.6
Raw  50{ 51,0
Abundance
7.428
0\\\”“H“M“\‘H‘W‘\H‘\‘\H\MH\‘HH‘HH‘\H%O\\G.\Q\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 908 (7.428 min): BF125787.D\data.ms (-85
77.0 400000
Sub 123.0
501 510 200000
0‘HW‘H_‘H‘w‘_H“_m‘1H“HH_MWHWM e
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 7.357.40 7.45 7.50

BF125787.D 8270-BF100721.M Mon Oct 11 13:53:39 2021
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Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-94 #25

82.0 Isophorone

Concen: 47.13 ng

RT: 7.663 min Scan# 948

Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D
39.1 54.1 1381 Acq: 8 oct 2021 17:35
0“‘M“ ‘ﬂh“M“‘\ ‘?79“‘ }%?}“W“
m/z--> 80 100 120 140 Tgt Ion: 82 RESpZ 1174177
Abundance Scan948(7663|nhﬂzBF125787IﬂdamLms Ton Ratio Lower Upper
83.0 82 100
95 6.6 6.5 9.7
138 19.0 18.4 27.6
Raw 50
Abundance
39.1 541 133.1 1000000 "o
0“‘M“ ‘ﬂh“M“‘\ ‘?79“‘ }?39“W“
m/z--> 80 100 120 140 800000
Abundance Scan 948 (7.663 min): BF125787.D\data.ms (-89
82.0 600000
Sub 400000
50
200000
39.1 54.1 138.1
G“‘M““ﬂ“\‘““Wﬁ“‘“\%%qq\“ T G‘\““!H“w““
m/z--> 40 60 80 100 120 140 Time-> 7.60 7.65 7.70

Abundance Scan 961 (7.739 min): BF125768.D\data.ms (-95 #26

139.0 2-Nitrophenol
Concen: 52.59 ng
RT: 7.739 min Scan# 961
Ref 50 65.0 Delta R.T. ©0.000 min
391 109.0 Lab File: BF125787.D
‘ ‘ Acq: 8 Oct 2021 17:35
O' \\\‘\\U‘\‘\\\\‘\\\\}\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:139 Resp: 362417
Abundance  Scan 961 (7.739 min): BF125787.D\datams 190 Ratio Lower Upper
139.0 139 100
109 25.8 26.0 39.0#
65 42.9 31.0 46.4
Raw 50 65.0 B
39.1 undance
109.0
‘ 400000 7.139
0! \\“\““\6\.%\‘\‘\‘\\“‘\\\\}\\\\‘]\_7\(\)-\9‘\\\\
miz--> 40 60 80 100 120 140 160 180 300000
Abundance Scan 961 (7.739 min): BF125787.D\data.ms (-91
139.0
200000
Sub gy 65.0
: 100000
39.0 109.0
miz--> 40 60 80 100 120 140 160 180  Time--> 7.70 7.75 7.80
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:39 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 967 (7.775 min): BF125768.D\data.ms (-96 #27

10y.0 2,4-Dimethylphenol
Concen: 52.49 ng
RT: 7.775 min Scan# 967
Ref 50 Delta R.T. ©0.000 min
77.0 Lab File: BF125787.D .
39.1 ‘ ‘ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\\\“\\“”\”\‘\\\“\\\\‘}‘1\\‘\\\\\\\\\\\\\\\\\\\\ .
m/z--> 4b éo go 160 150 1Ao 1é0 1é0 260 Tgt Ion:122 Resp: 602361 Manual Integrations
Abundance  Scan 967 (7.775 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
10.0 122 1ee mohammad
167 112.5 85.0 127.6 10/11/2021 2:11:17 PM
121 59.0 43.3 64.9
Raw 50
770 Abundance
7075
51 0
ol bl ‘\\ Y 206 600000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 967 (7.775 min): BF125787.D\data.ms (-91
107.0 400000
Sub g 200000
77.0
39.0
Obbdipd i L2389 206 O ==
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.75 7.80

Abundance Scan 984 (7.875 min): BF125768.D\data.ms (-97 #28

93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 45.01 ng
) RT: 7.875 min Scan# 984
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
123.0 Acq: 8 Oct 2021 17:35
G\\\"pwmw\‘”\‘\\‘\“HH‘\‘\H“‘\‘\\\‘\\\\‘1\7\:\]-\(‘)\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 93 Resp: 778235
Abundance  Scan 984 (7.875 min): BF125787.D\datams ~ 100 Ratio Lower Upper
93.0 93 100
95 32.3 26.1 39.1
63.0 123 12.2 11.7 17.5
Raw 50
Abundance
7.875
123.0
01,390, | I 171.0 207 800000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 984 (7.875 min): BF125787.D\data.ms (-93 ~ 600000
93.0
63.0 400000
Sub
50
200000
123.0
0,390, ‘ | Lo 1710  206.9 0
rrrre e e e e T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.85 7.90
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Abundance Scan 1002 (7.980 min): BF125768.D\data.ms (-9 #29

162.0 2,4-Dichlorophenol

Concen: 46.50 ng

RT: 7.981 min Scan# 1002

Ref 50 63.0 98.0 Delta R.T. ©0.000 min
’ Lab File: BF125787.D .
126.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\3\7\"0\ \“\‘\“‘}\}‘H\ “\\\\H‘\\\\‘\M\“\‘\\\\‘\“\\\%\8\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:162 Resp: 574801 Manual Integrations
Abundance Scan 1002 (7.981 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
162.0 162 100 mohammad
164 63.4 44.5 84.5 10/11/2021 2:11:17 PM
98 34.0 13.0 53.0
Raw 50 63.0
98.0 Abundance
126.0 7.981
600000
0\:3\7\‘0\\“\‘\“M\}‘H\“\\\\H‘\\\\‘\‘}\‘\‘\\\\‘\“\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1002 (7.981 min): BF125787.D\data.ms (-9 490000
162.0
sub 63.0 200000
98.0
126.0 é
PV W RO RN O
miz--> 40 60 80 100 120 140 160 180  Time-> 7.90 8.00 8.10

Abundance Scan 1017 (8.069 min): BF125768.D\data.ms (-1 #30

1799  1,2,4-Trichlorobenzene
Concen: 44.74 ng

RT: 8.069 min Scan# 1017

Ref 50 Delta R.T. ©0.000 min
240 1000 1449 Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
500, M‘\ | \ ‘
0 \\\‘\\‘\\‘\\\\‘\H\H\\’\N\\‘\\\\“\‘\‘\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:180 Resp: 606482

Abundance Scan 1017 (8.069 min): BF125787.D\datams 10N Ratio Lower Upper
179.9 180 100

182 93.0 76.8 115.2
145 29.6 26.7 40.1

Raw 50
144.9 Abundance
74.0 109.0 600000 8.069
w T
0 H\‘H“\”\i”\\M\‘l‘\”u’u”u‘HH“\‘\H‘HH
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1017 (8.069 min): BF125787.D\data.ms (-9 400000
179.9
Sub
50 200000
144.9
74.0 109.0 ‘
0\\\‘\\\'\‘\\1“‘\ 1‘\‘\\’\\‘”\\‘\\\\“\“\‘\\‘\\\\ G\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 8.05 8.10
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Abundance Scan 1031 (8.151 min): BF125768.D\data.ms (-1 #31

12

51.0 76.0 102.0

8.1

Ref 50
0

m/z-->
Abundance

N
\H‘HH‘HH‘HH‘HH‘\
40 60 80 100 120
Scan 1030 (8.145 min)

140 160 180 200 220
: BF125787.D\data.ms

Naphthalene

Concen: 46.02 ng

RT: 8.145 min Scan# 1030
Delta R.T. -0.006 min

Lab File: BF125787.D

Acq: 8 Oct 2021 17:35

Tgt Ion:128 Resp: 1944989
Ion Ratio Lower Upper

128.1 128 100
129 11.2 9.4 14.0
127 13.2 10.9 16.3
Raw 50
Abundance
8.145
102.0
0\H‘\Sﬁw.ﬂ“lzzw‘.‘(\)\H“HH‘\“H‘\H\‘HH’HH‘\%J\-%.?
miz-> 40 60 80 100 120 140 160 180 200 220 1200000
Abundance Scan 1030 (8.145 min): BF125787.D\data.ms (-9
1281 1000000
Sub
50 500000
102.0
e A N <1 o=
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 8.5
Abundance Scan 986 (7.886 min): BF125768.D\data.ms (-97 #32
105.0 Benzoic acid
77.0 Concen: 39.17 ng
RT: 7.881 min Scan# 985
Ref 50 Delta R.T. -0.006 min
51.0 Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
0 H\““ H‘} T “‘\“\ \‘M\H‘ TT \“\ T \‘\ TT “\‘\ T T ‘1\7\(\)\9‘\ T
m/z--> 40 60 80 100 120 140 160 180 200  'gt Ion:122 Resp: 316164
Abundance  Scan 985 (7.881 min): BF125787.D\data.ms Ion Ratio Lower Upper
93.0 122 100
105 121.7 97.6 137.6
63.0 77 86.4 59.6 99.6
Raw 50
122.0 Abundance
600000
0 \:\3\9“-‘9\“‘\‘ T w‘\ it T T “\‘\ T T ‘:\L\7§‘0\ T \2‘0\\7\(\:
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 985 (7.881 min): BF125787.D\data.ms (-93 400000
93.0
Sub 63.0
50 200000
122.0 7.881
0 390\\‘ ‘ 1L ‘\ I I “\ 173.0 207.C 0
e R AR A REEERREEEEE
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.80 7.90 8.00
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:41 2021

C-20211005-ROCKMSD
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Abundance

Scan 1038 (8.192 min): BF125768.D\data.ms (-1 #33

12.0 4-Chloroa
Concen:
RT: 8.1

65.0 Lab File:
301 ‘ 92.0 Acq: 80
ol allle 1 \‘ \‘J- 7.8 |

Ref 50
0

m/z-->
Abundance

\\\‘\\\\‘\\\\‘\\\’\\\\‘\‘\‘\\‘\\ .
40 60 80 100 120 140 T8t Ion:1

Scan 1037 (8.187 min): BF125787.D\datams 10N Rati
127.0 127 100

129 32.

Delta R.T.

niline

7.80 ng
87 min Scan# 1037
-0.006 min
BF125787.D
ct 2021 17:35

27 Resp: 137886

io Lower Upper

1 25.7 38.5

65 25.6 21.2 31.8
Raw gg 92 17.4 14.0 21.0
Abundance
65.0
300 ‘ 92.0 250000
0\\\“‘i-‘\‘\”}\‘”H‘\\M\‘\\“‘\"‘”\\9\9\‘\‘1‘\\‘\\
miz--> 40 60 80 100 120 140 200000
Abundance Scan 1037 (8.187 min): BF125787.D\data.ms (-9
127.0 150000
100000 B.257
Sub
50
65.0 50000
92.0
GH?"%‘?M:W”U“‘ PR .Y I o
miz--> 40 60 80 100 120 140 Time-> 815 820
Abundance Scan 1051 (8.269 min): BF125768.D\data.ms (-1 #34
224.8 Hexachlorobutadiene
Concen: 44.76 ng
RT: 8.269 min Scan# 1051
Ref 50 189.9 Delta R.T. ©.000 min
117.9 259.8 e
: Lab File: BF125787.D
470 830 ‘ ﬂ529 Acq: 8 Oct 2021 17:35
oL ‘n ., ‘ “H“H ‘\‘ o ’H\“‘ , w\’ , ‘M“\ , "“\‘
m/z--> 50 100 150 200 250 Tgt IOI’]Z?ZS Resp: 338940
Abundance Scan 1051 (8.269 min): BF125787.D\data.ms Ion Ratio Lower Upper
224.8 225 100
223 63.4 50.6 76.0
227 63.1 50.6 75.8
Raw 50 189.9
117.9 259.8 Abundance
470 830 549 ‘ 8.369
o n‘ . \ \\ \\ ‘\ \‘\ ‘ — ‘m“w , ’M‘
miz--> 50 100 150 200 250 300000
Abundance Scan 1051 (8.269 min): BF125787.D\data.ms (-1
224.8 200000
Sub 50 189.9
117.9 : 259.8 100000
470 83.0 ﬂsz.g ‘
Y T L] L \“‘, i A e
m/z-—-> 50 100 150 200 250  Time--> 825 8.30
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:41 2021

C-20211005-ROCKMSD

Manual Integrations

APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 1101 (8.563 min): BF125768.D\data.ms (-1 #35

55.0 Caprolactam
1131 Concen: 41.02 ng m
421 85.1 ' RT: 8.557 min Scan# 1100
Ref 50 ' Delta R.T. -0.006 min
Lab File: BF125787.D :
67.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\‘\\\\‘\M\\‘\\\‘\‘\\\M“\\\\‘\‘\\\‘\\9\8\‘0\\\\‘\}\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:113 RESpZ 146503 \YERUEL Integrations
Abundance Scan 1100 (8.557 min): BF125787.D\datams ~ 100 Ratio Lower Upper APPROVED
55.0 113 1ee mohammad
1131 55 142.8 154.1 194.1# 10/11/2021 2:11:17 PM
85.0 56 105.2 108.7 148.7#
Raw 50 42.1
Abundance
‘ 67.1
80000
0\‘\\\\‘\M\\‘\w\‘\‘\\\M“\\\\‘\‘\\\‘\\9\8\‘()\\\\‘}\‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 8|5357
Abundance Scan 1100 (8.557 min): BF125787.D\data.ms (-1 60000
55.0
113.1 40000
Sub
50 42.0
85.0 20000
“ 67.1
Y 1 A | N 'O o=
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 850  8.60

Abundance Scan 1119 (8.669 min): BF125768.D\data.ms (-1 #36

107.0 1409 4-Chloro-3-methylphenol
Concen: 46.31 ng
RT: 8.675 min Scan# 1120
Ref 50 71 Delta R.T. ©.006 min
Lab File: BF125787.D
51.0 Acq: 8 Oct 2021 17:35
G\\\‘\\“U\‘H‘\\\m\‘\\\\‘\1\‘\‘\\\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:167 Resp: 559374
Abundance Scan 1120 (8.675 min): BF125787.D\datams 10" Ratio Lower Upper
107.0 142.0 le7 100
144 27.8 21.9 32.9
142 86.8 67.1 100.7
Raw 50 77.0
Abundance
51.0 500000 8675
o, | 1729 233
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 400000
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1120 (8.675 min): BF125787.D\data.ms (-1
107.0 142.0 300000
200000
Sub
50 77.0
100000
51.0
Ottt ol 1728 2338 ot
miz--> 40 60 80 100120 140 160 180200220  Time--> 8.60  8.70

BF125787.D 8270-BF100721.M Mon Oct 11 13:53:42 2021
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Abundance Scan 1148 (8.839 min): BF125768.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 48.05 ng
RT: 8.839 min Scan# 1148
Ref 50 Delta R.T. ©0.000 min
115.0 Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
63.0 89.0 ca ¢
0\\7\‘-‘\0\“\\““\‘\“\”\‘\‘\‘\\‘\\H‘\‘H\i‘\H\‘HH‘HH‘HH‘HH|
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:142 Resp: 1315151
Abundance Scan 1148 (8.839 min): BF125787.D\datams 10" Ratlo Lower Upper
142.1 142 100
141 90.8 71.2 106.8
Raw 50
115.0 Abundance
8.839
olzor o || 233.¢
\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘
mlz--> 40 60 80 100 120 140 160 180 200 220 1000000
Abundance Scan 1148 (8.839 min): BF125787.D\data.ms (-1
14p.1
Sub 500000
50
115.0
olzor Mo | 233.¢ |
e R A R B e
m/z--> 40 60 80 100 120 140 160 180200220  Time--> 8.80 8.85 8.90

Abundance Scan 1165 (8.939 min): BF125768.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 46.04 ng
RT: 8.939 min Scan# 1165
Ref 50 Delta R.T. ©0.000 min
115.0 Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
301 630 820 | i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:142 Resp: 1222737
Abundance Scan 1165 (8.939 min): BF125787.D\data.ms Ion Ratio Lower Upper
142.1 142 100
141 93.1 76.0 114.0
Raw 50
115.0 Abundance
8.939
0 \\3\9“.\1\”\ \“‘Z\]‘T\.“\O‘ b [T et [TTTT i T \:‘Lwegwg‘ T %O‘%\S\\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 1165 (8.939 min): BF125787.D\data.ms (-1
142.1
Sub 500000
50
115.0
o300 630 890 || 1689 2009 0
e s S AAa R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.85 8.90 8.95
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:42 2021

C-20211005-ROCKMSD
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Abundance Scan 1325 (9.880 min): BF125768.D\data.ms ( 1 #39

162. Acenaphthene-die
Concen: 20.00 ng
RT: 9.881 min Scan# 1325
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D :
80.1 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 ‘Sﬂ.'l‘\\ il 108.0 13%1 \‘
o T 8‘0““155“‘155“i45“‘16 Tgt Ton:164 Resp: 436253 Manual Integrations
Abundance Scan 1325 (9.881 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
162. 164 1600 mohammad
le2 1e4.0 81.3 121.9 IIIIHH!HHHH!EIH!!HHIIII
160 44.0 38.0 57.0
Raw 50
Abundance
80.1 500000 9.881
ol o0 Ly l081 1321 |
Miz-> 40 60 80 100 120 140 140 400000
Abundance Scan 1325 (9.881 min): BF125787.D\data.ms (-1
1691 300000
200000
Sub
50
100000
80.0
o 54.0 \‘ 1000 1320 0
m/z--> 4‘0 eb 80 100 120 1)10 160  Time--> 9.85 9.90

Abundance Scan 1176 (9.004 min): BF125768.D\data.ms (-1 #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 45.42 ng

RT: 9.004 min Scan# 1176

Ref 50 Delta R.T. ©0.000 min
178.9 Lab File: BF125787.D
74.0 108.0 142.8 Acq: 8 Oct 2021 17:35
G?ZQ‘VJMMM\NW‘ ““‘M N
m/z—> 50 100 150 200 250 Tgt Ion:216 Resp: 531810
Abundance Scan 1176 (9.004 min): BF125787.D\data.ms 10N Ratio Lower Upper
215.9 216 100

214  79.5 64.9 97.3
179 21.9 17.4 26.2

Raw 50 108 21.1 16.5 24.7
Abundance
74.0 108.0 142 g 1789 600000 9.po4
[ Ll ems
0 T ‘ ‘ f- \‘ \‘\‘ ‘H Y— \ ‘ T y i T i
miz--> 50 100 150 200 250
Abundance Scan 1176 (9.004 min): BF125787.D\data.ms (-1 400000
215.9
Sub
50 200000
74.0 108.0 142 o 1789
0 T ‘ ‘ V \“‘ T “ T L ‘Hh ‘\ T T “‘ T T ‘H‘ T T ‘\ m‘ 2\7\1 \8 O T ‘ T T T 7T ’ T T 7T T ‘ T
miz--> 50 100 150 200 250 Time—> 895 9.00 9.05
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Abundance Scan 1175 (8.998 min): BF125768.D\data.ms (-1 #41

236.8 Hexachlorocyclopentadiene
Concen: 108.35 ng
RT: 8.992 min Scan# 1174
Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D :
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 :
m/z—> 50 100 150 200 250 Tgt Ion:gB7 Resp: 622608 Manual Integrations
Abundance Scan 1174 (8.992 min): BF125787.D\datams ~ 10N Ratlo Lower Upper APPROVED
236.8 237 1@e mohammad
235 65.0 44.7 84.7 10/11/2021 2:11:17 PM
272 13.2 0.0 31.6
Raw 50
Abundance
95.0 129.9 8.992
60.0 166.9 202. 2718 600000
0,
m/z--> 50 100 150 200 250
Abundance Scan 1174 (8.992 min): BF125787.D\data.ms (-1 400000
236.8
Sub
50 200000
95.0 129.9
60.0 ‘ ‘ 166.9 202.? 271.8
G\H“LW”NHMWHCJJM NMW\ mﬂh‘ - M‘ (Us T
miz--> 50 100 150 200 250 Time--> 8.95 9.00

Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (- #42

32D.€ 2,4,6-Tribromophenol
Concen: 108.88 ng
RT: 10.669 min Scan# 1459
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 468980
Abundance Scan 1459 (10.669 min): BF125787.D\datams 10" Ratio Lower Upper
330 100
332 93.8 76.2 114.4
141 31.8 44.6 66.8#
Raw 50
Abundance
500000 10.569
0,
m/z--> 50 100 150 200 250 300 400000
Abundance Scan 1459 (10.669 min): BF125787.D\data.ms (-
320.€ 300000
Sub 200000
50
62.0 140.9 100000
‘ H 221.8
ol ‘\;““‘]‘40‘2‘@”\“ - “U“h‘ ‘\l‘\‘ SRR 0 e
miz--> 50 100 150 200 250 300 Time-->  10.60 10.70
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:43 2021 Page 24



Abundance Scan 1195 (9.116 min): BF125768.D\data.ms (-1 #43

195.9 2,4,6-Trichlorophenol

Concen: 47.11 ng

RT: 9.116 min Scan# 1195

Ref Delta R.T. ©0.000 min

Lab File: BF125787.D .

Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:196 RESpZ 399745 \YERUEL Integrations
Abundance Scan 1195 (9.116 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED

193.9 196 160 mohammad

los 95.2 74.9 112.3

200 30.7 27.0 40.4

Raw 50
Abundance
9.116
400000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1195 (9.116 min): BF125787.D\data.ms (-1 300000
200000
Sub
100000
: R R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.05  9.10

Abundance Scan 1201 (9.151 min): BF125768.D\data.ms (-1 #44
1959  2,4,5-Trichlorophenol

Concen: 47.84 ng
RT: 9.151 min Scan# 1201
Ref 50 97.0 Delta R.T. ©0.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35

O,
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:196 Resp: 431695

Abundance Scan 1201 (9.151 min): BF125787.D\datams 10N Ratio Lower Upper
195.9 196 100

198 93.7 80.2 120.2
97 47.0 44.0 66.0

Raw 50 97.0 132 29.3 25.4 38.0
Abundance
9.451
400000
0,
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1201 (9.151 min): BF125787.D\data.ms (-1 300000
195.9
200000
sub o 97.0
1319 100000
62.0 ‘ J
NI T o) ke~
miz--> 40 60 80 100 120 140 160 180 200 Time.>  9.10 9.20
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Abundance Scan 1210 (9.204 min): BF125768.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 83.33 ng
RT: 9.198 min Scan# 1209
Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D .
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 39.0 n 63‘.0“”85“-0‘ . 12\0"‘0\14‘\6\.\\‘1‘ | ‘

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:}72 Resp: 2107699 hAanuaIHnegraUOns
Abundance Scan 1209 (9.198 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED

172.1 172 100 mohammad
171 36.7 26.5 39.7 10/11/2021 2:11:17 PM
170 24.8 18.8 28.2
Raw 50
Abundance
2000000 9.108

39.1 630 550 12001460 | 1459

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 1500000
Abundance Scan 1209 (9.198 min): BF125787.D\data.ms (-1

172.1
1000000
Sub
50 500000
0,390,630 550 1200 1460 | 1979 0

T LT B e B e S A R

m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25

Abundance Scan 1227 (9.304 min): BF125768.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 46.20 ng
RT: 9.304 min Scan# 1227
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
76.0 Acq: 8 Oct 2021 17:35
0 SJ‘..O ‘ ‘ 102.1‘12‘8.1 M 195.8
\\\“\\‘\\‘}\\H\‘\\‘\\“\\\\’\H\\\"\\‘\’\\\\‘\\\\‘.\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:154 Resp: 1481711
Abundance Scan 1227 (9.304 min): BF125787.D\datams 10N Ratlo Lower Upper
154.1 154 100
153 41.1 20.0 60.0
76 11.6 0.0 30.3
Raw 50
Abundance
6.0 9.804
i 510 '9° 1020 1280 M 1659 1500000
\\\“\\‘\\‘}\\H\‘\\‘\\“\\\\’\‘\\\"\\‘ \’\\\\‘\\\\‘-\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1227 (9.304 min): BF125787.D\data.ms (-1 19090000
154.1
sub o 500000
76.0
ol 510, | 1020 1280 M 195.9
R TR E A S R R B R
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.25 930 935
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Abundance Scan 1231 (9.327 min): BF125768.D\data.ms (-1 #47

162.0 2-Chloronaphthalene
Concen: 47.69 ng
RT: 9.328 min Scan# 1231
Ref 50 127.0 Delta R.T. ©.000 min
Lab File: BF125787.D
63.0 ‘ Acq: 8 Oct 2021 17:35
0L i‘ \“ by ““\“ T ”iT -t T \“\ \1\95‘8\ L —
m/z--> 50 100 150 200 250 Tgt Ion:}62 RESpZ 1241998
Abundance Scan 1231 (9.328 min): BF125787.D\datams 10N Ratlo Lower Upper
162.0 162 100
127 37.8 33.0 49.4
164 32.2 25.8 38.8
Raw 50
127.0 Abundance
9.328
o 530,980 | | 1077 256
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 1000000
Abundance Scan 1231 (9.328 min): BF125787.D\data.ms (-1
162.0
sub 60 500000
127.0
oL 30, 90 | 1959 256,
\\‘\\\\‘\\\\‘\\\\‘\ \‘\ ‘\\\\‘\\\\‘\\\\
m/z> 50 100 150 200 250 Time-> 9.25 9.30 9.35

Abundance Scan 1246 (9.416 min): BF125768.D\data.ms (-1
65.0 138.0
92.0
Ref 50
39.1
0! \\”i“‘!H“\‘\‘\\\\‘h\\\\“HH‘HH‘HH"\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1246 (9.416 min): BF125787.D\data.ms
65.0 138.0
92.0
Raw 50
39.1
0! \\”i“!H“\‘\‘\\\\‘h\\\\“HH‘HH‘HH‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1246 (9.416 min): BF125787.D\data.ms (-1
65.0 138.0
92.0
Sub
50
39.1
0"w“uJ!w‘lhH1H‘m_!‘w‘um‘wwuww
m/z--> 40 60 80 100 120 140 160 180 200 Time-->

BF125787.D 8270-BF100721.M

#48

2-Nitroaniline

Concen: 49.79 ng

RT: 9.416 min Scan# 1246
Delta R.T. ©0.000 min

Lab File: BF125787.D

Acq: 8 Oct 2021 17:35

Tgt Ion: 65 Resp: 311279

Ion Ratio Lower Upper
65 100
92 73.5 55.5 83.3
138 122.2 93.5 140.3
Abundance
400000 0.416
300000
200000
100000

9.35 9.40 9.45

Mon Oct 11 13:53:44 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 1302 (9.745 min): BF125768.D\data.ms (-1 #49

152.1  Acenaphthylene

Concen: 47.76 ng

RT: 9.739 min Scan# 1301

Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D .
76.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 500 , ', 99.0 1260
m/z--> “ﬁb“‘ﬁb“‘gb“‘iéd“iéd“iié‘ 160 T8t Ion:152 Resp: 1821571 Manual Integrations
Abundance Scan 1301 (9.739 min): BF125787.D\datams 10N Ratio Lower Upper APPROVED

159.1 152 100
151 21.0e 1

mohammad
5.7 23.5 10/11/2021 2:11:17 PM
153 13.3 9.8 14.8

Raw 50
Abundance
2000000 9.739
76.0
0 500 | 980 1260 M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 40 60 80 100 120 140 160 1500000
Abundance Scan 1301 (9.739 min): BF125787.D\data.ms (-1
152.1
1000000
Sub
50 500000
76.0
0 5:!70 A H‘ . 98“.0 12‘\6'0 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 Time--> 9.70 9.80

Abundance Scan 1278 (9.604 min): BF125768.D\data.ms (-1 #50

168.0 Dimethylphthalate
Concen: 47.06 ng
RT: 9.604 min Scan# 1278
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
7.0 Acq: 8 Oct 2021 17:35
. 50.0 “ 1040 1330 | 1940
\\\‘\\‘\\‘\\\‘\‘\\\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 1351359
Abundance Scan 1278 (9.604 min): BF125787.D\datams 10N Ratlo Lower Upper
168.0 163 100
194 3.9 2.6 3.8#
164 9.7 7.4 11.0
Raw 50
Abundance
770 1500000 9.604
ol 0 | poso 1m0 | soas
\\\‘\\‘H‘iH”\‘\\\\|\‘H\iuu‘uu‘uu‘uu‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1278 (9.604 min): BF125787.D\data.ms (-1 1000000
163.0
Sub 500000
50
oL 500 77\'0 104.0 132.9 1941
\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\ \\\’\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.55 9.60 9.65
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Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1 #51

165.0

89.0

63.0
121.0

Ref 50
0

m/z-->
Abundance

40 60 80 100 120 140 160 180 200
Scan 1287 (9.657 min): BF125787.D\data.ms

2,6-Dinitrotoluene
Concen: 51.96 ng

RT: 9.657 min Scan# 1287

Delta R.T. -0.006 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35

Tgt Ion:165 Resp: 301645

Ion Ratio Lower Upper

C-20211005-ROCKMSD

Manual Integrations
APPROVED

165.0 165 100
63 49.4 42.6 63.8
89 51.2 40.6 60.8

mohammad
10/11/2021 2:11:17 PM

Raw 50 63.0 89.0
Abundance
39.1 121.0 ‘ 300000
0' i\\}\‘1”‘1\\“\\\“\‘\\\\‘\‘\\\‘\\\\2‘(\)\6.\9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1287 (9.657 min): BF125787.D\data.ms (-1 200000
165.0
sub 63.0 89.0 100000
391 121.0
ol _m‘:‘luw‘w_!H_Mw%‘??? Uim——
m/z--> 40 60 80 100 120 140 160 180 200 Tjme--> 9.60 9.65 9.70

Abundance Scan 1331 (9.916 min): BF125768.D\data.ms (-1 #52

158.1 Acenaphthene
Concen: 50.54 ng
RT: 9.916 min Scan# 1331
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
76.0 Acq: 8 Oct 2021 17:35
ol 510, | 980 1260 M 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140 160 1g0 I8t Ion:154 Resp: 1284156
Abundance Scan 1331 (9.916 min): BF125787.D\data.ms Ion Ratio Lower Upper
158.1 154 100
153 112.9 89.4 134.2
152 53.9 40.5 60.7
Raw 50
Abundance
76.0 9.916
ol 510, | 980 1260 M 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 1000000
Abundance Scan 1331 (9.916 min): BF125787.D\data.ms (-1
153.1
Sub 500000
50
76.0 j h
oL 510, | 980 1260 M 184.0 0
RS SR | L s
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.80 9.90 10.00
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Abundance Scan 1316 (9.827 min): BF125768.D\data.ms (-1 #53

65.0 92.0 138.0 3-Nitroaniline
Concen: 28.49 ng
RT: 9.828 min Scan# 1316
Ref 50 Delta R.T. ©.000 min
39.1 Lab File: BF125787.D .
: ‘ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0! H”\H‘H\\1\\‘\\\\‘\\\\\\\\HHHH .
m/z--> 40 60 8‘0 160 150 14‘10 16‘0 1é0 260 Tgt Ion:138 Resp: 195577 Manual Integratlons
Abundance Scan 1316 (9.828 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
65.0 92.0 138.0 138 100 mohammad
108 9.7 9.3 13.9 10/11/2021 2:11:17 PM
92 98.9 76.5 114.7
Raw 50
Abundance
39.1 9.828
200000
0! H”\‘lu‘”\‘\1\\“\\\\“\\\\‘\\\\‘\\\?‘qglﬁ
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1316 (9.828 min): BF125787.D\data.ms (-1
65.0 92.0 138.0
100000
Sub
50
50000
39.0
O' \\\‘\\H\‘\!\\‘\\\\“\\\\‘\\\\‘\\\\2‘0\6.\? OV\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.759.809.859.90

Abundance Scan 1333 (9.927 min): BF125768.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol
Concen: 103.87 ng
RT: 9.933 min Scan# 1334
63.0
Ref 50 91.0 Delta R.T. ©.006 min
Lab File: BF125787.D
38.0 Acq: 8 Oct 2021 17:35
0’1380 ‘\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:184 Resp: 255944
Abundance Scan 1334 (9.933 min): BF125787.D\data.ms Ion Ratio Lower Upper
184.0 184 100
63 49.0 59.3 88.9#
154.0 154 59.4 68.6 102.8#
Raw 50 630 910
Abundance
0 T \ i “‘M T \‘\ t Tt 1]\-\2‘0\(\)\ \“ TT \‘\ T 1 T ‘\ T \2‘0\\7\(\: 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1334 (9.933 min): BF125787.D\data.ms (-1
184.0
500000
Sub 153.9
50 91.0 933
53.0
Ol L1200 207 /8 DASVA
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 9.90 10.00
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Abundance Scan 1360 (10.086 min): BF125768.D\data.ms (- #55

168.1 Dibenzofuran

Concen: 45.60 ng

RT: 10.086 min Scan# 1360

Ref 50 139.0 Delta R.T. ©0.000 min
' Lab File: BF125787.D :
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
\\\‘\\\\“\\\”\‘\”i‘\\‘H\‘\‘HH“HH‘\ T T .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.68 Resp: 1627563 Manual Integratlons
Abundance Scan 1360 (10.086 min): BF125787.D\data.ms 100 Ratio Lower Upper APPROVED
168.1 168 1600 mohammad
139 37.2  32.7 49.1 10/11/2021 2:11:17 PM
169 13.1 11.2 16.8
Raw 50
139.1 Abundance
10.p86
84.0 113.0
O ‘5\(\)\'(\)“‘\ iy T M‘\ T iy [T \‘} T ‘\ T \2‘(\)(\3\9\ 1500000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1360 (10.086 min): BF125787.D\data.ms (-
168.1 1000000
Sub 50
139.1 500000
G 500 a1 “84"“‘9 11%0 il 0
AR AR e N R R R R
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 10.05 10.10

Abundance Scan 1342 (9.980 min): BF125768.D\data.ms (-1 #56

139.0 4-Nitrophenol
65.0 Concen:  88.42 ng
109.0 RT: 9.986 min Scan# 1343
Ref 507399 Delta R.T. ©.006 min
Lab File: BF125787.D
‘ Acq: 8 Oct 2021 17:35
0! i “\ T i“\ T b “\ TTT } TT \1\6‘?\9\\ T \]\-9‘\5"\9\ T
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:139 Resp: 452385
Abundance Scan 1343 (9.986 min): BF125787.D\datams 10N Ratlo Lower Upper
130.0 139 100
65.0 109 59.1 60.4 100.4#
109.0 65 70.5 58.4 98.4
Raw 50
39.1 Abundance
0! I “‘\\i“\‘u‘u“uu}\u\‘\\\]\_?\3\.\9\2‘0\\7.\(\: 600000
m/z--> 40 60 80 100 120 140 160 180 200 0.986
Abundance Scan 1343 (9.986 min): BF125787.D\data.ms (-1 ’
130.0 400000
65.0
109.0
Sub
200000
50 39.0
ol ‘m“‘H\W‘wH;w_wl‘ﬁs%-‘%ze@-‘s
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.90  10.00
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Abundance Scan 1356 (10.063 min): BF125768.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
89.0 Concen: 51.79 ng
' RT: 10.063 min Scan#t 1356
Ref 50 Delta R.T. ©0.000 min
63.0 Lab File: BF125787.D :
‘ 119.0 Acq: 8 Oct 2021 17:35 e 2N e O
0\\\‘\\‘H\‘!“H”\HW\H\M‘\”\\\“’HH‘HH‘\‘H\“H\
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}65 Resp: 380137 Manualhnegraﬂons
Abundance Scan 1356 (10.063 min): BF125787.D\datams 10N Ratio Lower Upper APPROVED
165.0 165 100 mohammad
63 33.7 40.9 61.3# 10/11/2021 2:11:17 PM
89.0 89 63.8 59.7 89.5
Raw g 182 2.5 0.0 0.0#
63.0 Abundance
119.0 10.063
0L ‘ T \‘H T ‘ !”\ \H}HW \H\‘i ™ \m\ T \" T \%3\?\0\ T \‘\ T “\ T 400000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1356 (10.063 min): BF125787.D\data.ms (- 300000
165.0
89.0 200000
Sub
50
63.0 100000
A
N ol N Y S o/ tal Il
m/z--> 40 60 80 100 120 140 160 180 Time--> 10.00  10.10

Abundance Scan 1418 (10.427 min): BF125768.D\data.ms (- #58

165.1 Fluorene
Concen: 46.09 ng
RT: 10.428 min Scan# 1418
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
82.4 139.0 204.0 Acq: 8 Oct 2021 17:35
G \3\\9‘\]-\\\"\‘\‘\\“\\\\’]\-\lﬁ“o\\\\““\\\\“\H\\\‘\\\\‘\‘\\\%3\)\].\"5
m/z--> 40 60 80 100 120 140160 180200220 18t Ion:166 Resp: 1204955
Abundance Scan 1418 (10.428 min): BF125787.D\datams 100 Ratio  Lower Upper
165.1 166 100
165 99.8 78.1 117.1
167 13.2 11.1 16.7
Raw 50
Abundance
825 10.428
\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
- 1000000
Abundance Scan 1418 (10.428 min): BF125787.D\data.ms (-
165.1
Sub 500000
50
82.5
A LN il . GO O
m/z--> 40 60 80 100120 140 160 180 200220  Time--> 10.40 10.45
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Abundance Scan 1379 (10.198 min): BF125768.D\data.ms (- #59
2319 2,3,4,6-Tetrachlorophenol
Concen: 45.41 ng

1309 RT: 10.198 min Scan# 1379

Ref 50 Delta R.T. ©0.000 min
165.8 Lab File: BF125787.D :
61.0 96.0 195.8 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 M e }“\h\‘l‘\ ‘H\H\ \‘!h“ \“”\‘M } \‘H “\ T \‘\H‘\ T \H\“N‘\ T \H‘l T .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Tgt IOHZ?32 Resp: 309250 ManualhnegraUOns
Abundance Scan 1379 (10.198 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
2319 232 100 mohammad
131 47.0 45.4 68.0 10/11/2021 2:11:17 PM
130 2.2 0.0 0.0
Raw 50 130.9 166 32.3 28.5 42.7
165.9 Abundance
610 96.0 ‘ 193.9 4000001 | 10198
0 TT M T ”\‘\ }“\h\‘”\ ‘H\H\ \‘!h“\“”\ﬂ\‘\\‘\‘\ ‘ \H\‘\‘\H\ \‘\\\H\“H\ \H‘\\H! ‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 300000
Abundance Scan 1379 (10.198 min): BF125787.D\data.ms (-
231.9
200000
Sub 130.9
50 165.9 100000
610 96.0 ‘ ‘ 193.9
I TV PR R W O
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Time-->  10.15 10.20 10.25

Abundance Scan 1396 (10.298 min): BF125768.D\data.ms (- #60

149.0 Diethylphthalate
Concen: 45.78 ng
RT: 10.298 min Scan# 1396
Ref 50 Delta R.T. ©.000 min
1770 Lab File: BF125787.D
76.0 105.0 ' Acq: 8 Oct 2021 17:35
0\\\‘5\\0\\0‘\‘\\1“\H‘\‘U\\\‘\\\\‘H‘\\‘\\\1“‘\\\\‘\\2\\2‘2\.\%\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 1254329
Abundance Scan 1396 (10.298 min): BF125787.D\data.ms Ion Ratio Lower Upper
140.0 149 100
177 20.9 16.5 24.7
156 12.7 18.1 15.1
Raw 50
Abundance
177.0 10.298
65.0 105.0
ol 1| \L 2221
\H‘\\H‘\\H‘\\H‘\H\‘H\\‘H\\‘\\H‘H\\‘\\H‘H\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 1000000
Abundance Scan 1396 (10.298 min): BF125787.D\data.ms (-
140.0
Sub 500000
50
177.0
0 500 700 1050, \‘ 222.1 0
RRRNAA K KU TS M UMSSS NS M s —
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.30
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Abundance Scan 1417 (10.421 min): BF125768.D\data.ms (- #61
4-Chlorophenyl-phenylether
Concen: 44.61 ng

RT: 10.416 min Scan# 1416
Delta R.T. -0.006 min

Lab File: BF125787.D

Acq: 8 Oct 2021 17:35

Ref 50

C-20211005-ROCKMSD

o ,
miz--> 40 60 80 100120 140 160 180200220 18t Ion:204 Resp: 561677 TN UEEES
Abundance Scan 1416 (10.416 min): BF125787.D\datams 10" Ratio Lower Upper AFPROVED
204.0 204 100 mohammad
206 32.0 27.6 41.4 10/11/2021 2:11:17 PM
141.1 141 64.2 58.6 88.0
Raw 50
Abundance
10.416
600000
N 2317
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1416 (10.416 min): BF125787.D\data.ms (- 400000
204.0
141.1
Sub 200000
| 2317
T T T T ‘ T T T T ‘ T T
miz—-> 40 60 80 100 120 140 160 180 200 220  Time--> 10.40  10.45

Abundance Scan 1420 (10.439 min): BF125768.D\data.ms (- #62

65.0 138.0 4-Nitroaniline
108.0 Concen: 44.§1 ng
RT: 10.439 min Scan# 1420
Ref 50 Delta R.T. ©.000 min
391 Lab File: BF125787.D
" 165.1 Acq: 8 Oct 2021 17:35
0\\\”“\‘\“!“\““‘\ ‘\\“\‘\‘\\‘\\“\\\\“\\H‘WH‘\H‘HH‘HH‘H ‘S
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 282913
Abundance Scan 1420 (10.439 min): BF125787.D\datams 100 Ratio Lower Upper
g 138. 138 100
63.0 38.0
92 47.1 29.6 69.6
108.0 108 64.3 78.1 118.1#
Raw 50
Abundance
39.1 10.439
165.1
0 \“‘i“\‘\”!“\ ““H\ Tt ‘!‘\ \“\‘\ T i “\ TT \“ T \H\ T \\2‘0\\7\% T 250000
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1420 (10.439 min): BF125787.D\data.ms (-
63.0 138.0 150000
108.0
sub 100000
50
39.0 50000
‘ | ‘ 165.1
1 O 2 T e
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 1040 10.50
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Abundance Scan 1444 (10.580 min): BF125768.D\data.ms (- #63

71.0 Azobenzene
Concen: 45.42 ng
RT: 10.580 min Scan# 1444
Ref 50 Delta R.T. ©.000 min
182.1 Lab File: BF125787.D .
51.0 105.0
1520 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
PoY N A - 128.0 | ‘

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘77 Resp: 1169833 Manual Integratlons
Abundance Scan 1444 (10.580 min): BF125787.D\datams 100 Ratlo Lower Upper APPROVED

717.0 77 160 mohammad
182 28.9 6.3 46.3 10/11/2021 2:11:17 PM
105 24.5 2.9 42.9
Raw 50 51 23.8 24.1 64.1#
Abundance
182.1
51.0 105.0 106580
152.1
0 P A 128'0 ‘h‘ I 207.C

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 1444 (10.580 min): BF125787.D\data.ms (-

71.0
500000
Sub
50
51.0 105.0 182.1
152.1
0 | ‘ 128.0 | ‘ ]

R N RN R R SRR L
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 10.55 10.60
Abundance Scan 1577 (11.363 min): BF125768.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.363 min Scan# 1577
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
94.1 158.1 Acq: 8 Oct 2021 17:35
[V \5‘2.\0‘\ ”1 i“ I \1\2Z9 T “‘\‘.\ \M\ AL B
m/z--> 50 100 150 200 250 Tgt Ion: :!.88 Resp: 660256
Abundance Scan 1577 (11.363 min): BF125787.D\datams 100 Ratio  Lower Upper
188.1 188 100
94 9.4 6.7 10.1
80 9.3 7.5 11.3
Raw 50
Abundance
11/363
94.1
0 \4\2? i ”1 i“‘ \1\28\(\)1‘5‘?]\. \M\ A ‘26\3\8 600000
m/z--> 50 100 150 200 250
Abundance Scan 1577 (11.363 min): BF125787.D\data.ms (-
188.1 400000
Sub 50 200000
80.0
0l 50.0. | 1120 1561 | 267.4

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\

m/z-—-> 50 100 150 200 250  Time--> 11.30 11.35 11.40
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Abundance Scan 1425 (10.469 min): BF125768.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 50.79 ng

RT: 10.469 min Scan# 1425

Ref 50 105.0 Delta R.T. ©0.000 min
51.0 Lab File: BF125787.D :
1o 167.9 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\H“\\‘\‘\‘\w\”l““\\\\M\\\‘]\.?\ﬂ"o\\1\‘\!\\“\\\\“\\\\2‘\2\9\.\? .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:}98 Resp: 167278 ManualhnegraUOns
Abundance Scan 1425 (10.469 min): BF125787.D\datams 10N Ratlo  Lower Upper APPROVED
198.0 198 100 mohammad
51 33.6 45.3 85.3# 10/11/2021 2:11:17 PM
105 41.9 30.6 70.6
Raw 50 105.0
51.0 ’ Abundance
77.0 168.0
| “‘ 134.0 ‘ | 2299
0 i\\”i\‘\H\‘\H\‘\\‘\\‘H‘Hi‘uu‘uu‘\uq 10.469
miz--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1425 (10.469 min): BF125787.D\data.ms (-
197.9
Sub 100000
50 105.0
51.0
77.0 167.9
0 | omee 0
! NN ittt R I - o
miz--> 40 60 80 100 120 140 160 180200220  Time-> 10.40 10.50

Abundance Scan 1437 (10.539 min): BF125768.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 48.15 ng
RT: 10.539 min Scan# 1437
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
. S0 ?3]5 11511411 | q
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:169 Resp: 1684538
Abundance Scan 1437 (10.539 min): BF125787.D\datams 10N Ratlo Lower Upper
169.1 169 100
168 67.1 50.8 76.2
167 36.9 28.8 43.2
Raw 50
Abundance
635 10/539
510
0 | 11s014ll [ 207.0 1000000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1437 (10.539 min): BF125787.D\data.ms (-
169.1
500000
Sub
50
510 "5 115.0 141.1 \Q
1 RN NN e i Y | AN oA
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.50 10.60
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Abundance Scan 1500 (10.910 min): BF125768.D\data.ms (- #67

4-Bromophenyl-phenylether
Concen: 47.95 ng
RT: 10.910 min Scan# 1500
Delta R.T. ©0.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
Tgt Ion:248 Resp: 350642
Ion Ratio Lower Upper
248 100
250 95.8 74.2 111.4
141 64.9 60.4 90.6
Abundance
400000 10,910
300000
200000
100000
OV\\\\’\\\\’\\
Time--> 10.85 10.90 10.95

248.0
141.1
Ref 50 77.0
391‘ $
ol hdr 1o | MEO 2190 |
m/z--> 50 100 150 200 250
Abundance Scan 1500 (10.910 min): BF125787.D\data.ms
248.0
141.1
Raw 50 77.0
391‘ $
0L l \“H\“H\ \“11\‘\0\ MH H% \‘]‘.\9\ 2\1\90\ T ‘H T
miz--> 50 100 150 200 250
Abundance Scan 1500 (10.910 min): BF125787.D\data.ms (-
248.0
141.1
Sub
50 77.0
oL ‘ “ ‘\‘H MH“ ‘1?6‘ L“ ! MH‘H‘ m ‘9‘ %1%9 . ‘H .
m/z--> 50 100 150 200 250

Abundance Scan 1511 (10.974 min): BF125768.D\data.ms (- #68
Hexachlorobenzene

283.8

J%w

Ref 50
141.9 248.8
106 .
‘ 176.9 213.9 ‘
03\6‘\0“ } \h‘\‘\‘ ‘“ h ft \“ \‘\H\ t \H‘\ T \““\ T
m/z--> 50 100 150 200 250
Abundance Scan 1511 (10.975 min): BF125787.D\data.m
28 8
Raw 50
141.9 248 )
107.0
s o || o
0\‘\“‘\\“\‘“\“““\ H‘i‘ \‘“‘\‘\\‘\ ‘\‘\\ T ‘\\ T
m/z--> 50 100 150 200 250
Abundance Scan 1511 (10.975 min): BF125787.D\data.ms (-

Sub

288.8

J?w

50
141.9
107.0
R \M
O‘M“‘J“‘”“‘Jq“ u“‘h‘ A
m/z--> 50 100 150 200 250
BF125787.D 8270-BF100721.M

Concen:

48.87 ng

RT: 10.975 min Scan# 1511

Delta R.T.
Lab File:

0.000 min
BF125787.D

Acq: 8 Oct 2021 17:35

Tgt Ion:284 Resp:

404944

Ion Ratio Lower Upper

284 100
142 33

249 28.

Abundance

400000

300000

200000

100000

.4 36.4 54.6#
5 25.6 38.4

10.p75

Time-->

10.95 11.00

Mon Oct 11 13:53:49 2021

C-20211005-ROCKMSD

Manual Integrations
APPROVED

mohammad
10/11/2021 2:11:17 PM
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Abundance Scan 1526 (11.063 min): BF125768.D\data.ms (- #69

200.1 Atrazine

Concen: 47.20 ng

RT: 11.063 min Scan# 1526

Ref 50 58.1 Delta R.T. ©.000 min
173.0 Lab File: BF125787.D :
‘ ‘ 926 1320 ‘ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 \\\“H!\\“\“\\H\\“\‘\‘\M‘!“\\\“‘\ \‘h!\“\‘\\\‘\\!H\‘\\\\ ‘\\\w“‘\\
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 Resp: 308548 Manual Integrations
Abundance Scan 1526 (11.063 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED

200.1 200 100

mohammad
173 26.7 11.1 51.1 10/11/2021 2:11:17 PM
215 46.7 22.7 62.7

Raw 50
58.1 Abundance
173.0 11.p63
‘ ‘ 925 1320 ‘
0l “\H! ok ‘\‘ ‘H‘ vl I \‘m | !h‘\‘ ; “\‘ ‘h! “‘ “‘ ; ‘H - !H‘ [ “ . ‘\}“ - 300000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1526 (11.063 min): BF125787.D\data.ms (-
200.1 200000
Sub
50 58.1 100000
173.0
L
qu‘”!u“w“ ‘HH‘\‘\‘\‘M !\\‘\H“ ‘\H““H H‘H“ - ‘\H‘\l“” LA At
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.00 11.05 11.10

Abundance Scan 1543 (11.163 min): BF125768.D\data.ms (- #70

265.8 Pentachlorophenol
Concen: 91.55 ng
RT: 11.163 min Scan# 1543
Ref 50 164.9 Delta R.T. ©.000 min
95.0 Lab File: BF125787.D
‘ Acq: 8 Oct 2021 17:35
0 ‘\‘ \‘ M‘\ ‘H“H\“\uwm\h\ ‘H‘ ‘ “ _ ““h‘ : ‘\‘ - !\‘ - ‘3‘2‘9-"
m/z--> 50 100 150 200 250 300 Tgt Ion:266 Resp: 485536
Abundance Scan 1543 (11.163 min): BF125787.D\datams 100 Ratio Lower Upper
265.8 266 100
268 63.4 48.9 73.3
264 63.2 55.9 83.9
Raw 50 164.9
Abundance
9.0 ‘ 400000, 11163
fo \ q\h\ H ‘M\Hu s ‘h\ I ‘ ‘u“ : ‘Hh : ““m‘ - !\ — ‘3‘2‘9-‘.
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 1543 (11.163 min): BF125787.D\data.ms (-
265.8
200000
Sub 164.9
50 100000
95.0
[o) \‘q\h‘\ ‘H“M\Hum ‘h\ ‘h ‘ ‘\“ — ‘]‘ - !\‘ - ‘3‘29-‘. O‘ I m—
mlz--> 50 100 150 200 250 300 Time-->  11.10 11.20
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Abundance Scan 1581 (11.386 min): BF125768.D\data.ms (- #71

178.1 Phenanthrene
Concen: 47.20 ng
RT: 11.386 min Scan#t 1581
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
76.0 ‘ Acq: 8 Oct 2021 17:35
0\39\1‘ Tt \“‘\ ‘H\ T \1\26\0\ H‘\ \“H\ L B B B B
m/z--> 50 100 150 200 250 Tgt Ion:}78 RESpZ 1667301
Abundance Scan 1581 (11.386 min): BF125787.D\datams 100 Ratio  Lower Upper
178.1 178 100
176 19.7 14.7 22.1
179 15.6 11.5 17.3
Raw 50
Abundance
2000000 11.386
76.0
039'1 o 1260 \H wh‘ 265.¢
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 1500000
Abundance Scan 1581 (11.386 min): BF125787.D\data.ms (-
178.1
1000000
Sub
50 500000
76.0
039'1 L 1260 I wh‘ 265.¢
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250  Time--> 11.35 11.40

Abundance Scan 1590 (11.439 min): BF125768.D\data.ms (- #72

178.1  Anthracene
Concen: 48.38 ng

RT: 11.439 min Scan# 1590
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
89.0
391 630 %90 1960 1921 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:178 Resp: 1706844
Abundance Scan 1590 (11.439 min): BF125787.D\datams 10N Ratlo Lower Upper
178.1 178 100
176 19.6 14.3 21.5
179 15.7 12.2 18.4
Raw 50
Abundance
2000000] 11.439
89.0
olma 0,80 o 11|
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1590 (11.439 min): BF125787.D\data.ms (-
178.1
1000000
Sub
50 500000
89.0
ol 391 630 1260 21| 0
oAb el ===
miz--> 40 60 80 100 120 140 160 180 Time--> 11.40 11.50
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Abundance Scan 1616 (11.592 min): BF125768.D\data.ms (- #73

167.1 Carbazole

Concen: 44.36 ng

RT: 11.586 min Scan# 1615

Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D
83.5 139.0 ‘ Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0390 . piat00 | | 1988 2339 ,
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:167 Resp: 1456478 Manual Integrations
Abundance Scan 1615 (11.586 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
167.1 167 100

166 21.9 17.4 26.0

mohammad
10/11/2021 2:11:17 PM
139 13.3 11.0 16.4

Abundance

Raw 50

11.586
g3 1390 1500000
o391l 1110 | “\ 207.1
\\\‘H\\‘\\H‘HH‘\\\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1615 (11.586 min): BF125787.D\data.ms (- 1000000
167.1
Sub
50 500000
83.5 139.0 L
0390 | 1110 | ‘ 207. 0
St e e SN R
m/z--> 40 60 80 100120140160180200220  Time--> 11.50 11.60 11.70

Abundance Scan 1672 (11.921 min): BF125768.D\data.ms (- #74

149.0 Di-n-butylphthalate
Concen: 48.71 ng
RT: 11.922 min Scan# 1672
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
Acq: 8 Oct 2021 17:35
41.1 104.0 223.1 .
ok \‘ ‘”\‘\‘\ \“h\ T l T T T “\ I T \2\78\"
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.49 Resp: 1765978
Abundance Scan 1672 (11.922 min): BF125787.D\datams 10" Ratio Lower Upper
149.0 149 100
150 9.4 7.4 11.2
104 4.6 4.1 6.1
Raw 50
Abundance
2000000 11.p22
szl:lwr:l‘-”\‘\‘\ \J‘-O‘ﬁ;ow“ T } T \1\8\9‘0‘\22\‘3\1\ T \2\78\:
m/z--> 50 100 150 200 250 1500000
Abundance Scan 1672 (11.922 min): BF125787.D\data.ms (-
149.0
1000000
Sub 50
500000
o0 000 | 18902231  o78: e
miz--> 50 100 150 200 250 Time--> 11.85 11.90 11.95
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Abundance Scan 1783 (12.574 min): BF125768.D\data.ms (- #75

202.1  Fluoranthene
Concen: 47.86 ng
RT: 12.569 min Scan# 1782
Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D :
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
o 75.0 H % 124.0 150 0174.0 M‘H
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt IOT’IZ?@Z Resp: 1525728 Manual Integratlons
Abundance Scan 1782 (12.569 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
202.1 202 100 mohammad
le1 13.0 0.0 30.7 10/11/2021 2:11:17 PM
203 17.3 0.0 36.3
Raw 50
Abundance
12.569
101.0
ol 50.1 750 | 1240 150.0174.0 \H 1500000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
A in): f
bundance Scan1782(12569rnw0.BF125787INda§Eg?( 1000000
sub 500000
ol 501 740“ H * 1240 15001740 | 0 |
T e e G
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.50 12.60

Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.00 ng
RT: 13.992 min Scan# 2024
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
120.1 ‘ Acq: 8 Oct 2021 17:35
0‘4‘2? , ‘8‘8‘0\‘ \HH , 1‘67‘0‘ ‘2” " ‘M‘M“‘ ‘ ‘2‘8‘0‘(
m/z--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 390135
Abundance Scan 2024 (13.992 min): BF125787.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 13.5 10.8 16.2
236 24.9 21.6 32.4
Raw 50
Abundance
13.992
0,431 830, m 581 208 2791 400000
m/z--> 50 100 150 200 250
Abundance Scan 2024 (13.992 min): BF125787.D\data.ms (- 300000
240.2
200000
Sub
50
100000
120.1 ‘
0k ‘5‘4‘0‘8‘8”0“\\ ‘H\H 11‘58‘:"-‘ ‘2“0%:‘[\\‘\““”\ : 2791 (0] — —
m/z--> 50 100 150 200 250 Time--> 14.00
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Abundance Scan 1802 (12.686 min): BF125768.D\data.ms (- #77

184.1 Benzidine

Concen: 15.94 ng

RT: 12.686 min Scan# 1802

Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D :
. . C-20211005-ROCKMSD
92.0 Acq: 8 Oct 2021 17:35
o411 650 " 1800 1953 | o6
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.84 RESpZ 227544 \ERITEL Integratlons
Abundance Scan 1802 (12.686 min): BF125787.D\data.ms 10" Ratio Lower Upper APPROVED
184.1 184 100 mohammad
185 14.1 10.8 16.2 10/11/2021 2:11:17 PM
183 11.0 8.1 12.1
Raw 50
Abundance
620 250000  12-p86
ol41.0 650 7 130.0 1561 506 4
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1802 (12.686 min): BF125787.D\data.ms (-
184.1 150000
Sub 100000
50
50000
5l 410 650 99 13001561 | o066 0
<L AR SR EA A MR RT H e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 12.60 12.70 12.80

Abundance Scan 1821 (12.798 min): BF125768.D\data.ms (- #78

202.1  pyrene

Concen: 37.73 ng

RT: 12.798 min Scan# 1821

Ref 50 Delta R.T. ©.000 min

Lab File: BF125787.D
101.0 Acq: 8 Oct 2021 17:35

400 750, | 124015001740 |

m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:202 Resp: 1495437

Abundance Scan 1821 (12.798 min): BF125787.D\data.ms 10N Ratio Lower Upper
2001 202 100

200 21.2 15.3 22.9
203 17.5 13.4 20.0

o

Raw 50
Abundance
12.7798
101.0 1500000
ol.49.1 75.0 H 125.0 150.0174.0 H
\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\H‘H\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1821 (12.798 min): BF125787.D\data.ms (- 1000000
20p.1
Sub 500000
101.0
0L, 801 740, | 124015001740 |
T R R RARLARRE o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.80
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Abundance Scan 1846 (12.945 min): BF125768.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 65.68 ng

RT: 12.939 min Scan# 1845

Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D :
1221 1601 2121 Acqg: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0 ‘4‘2‘}‘ : ‘89"0“‘ | " “‘ e \1\ ! ‘\ L H‘M“’ —
miz--> 50 100 150 200 250 Tgt Ion:244 Resp: 1682129 Manual Integrations
Abundance Scan 1845 (12.939 min): BF125787.D\datams 10" Ratio Lower Upper APPROVED

244.2 244 100

mohammad
212 6.9 5.9 8.9 10/11/2021 2:11:17 PM
122 13.1 9.0 13.4

Raw 50
Abundance
12.939
122.1
Ot “6\6‘.\1\” T T Ly ‘\‘ T 1’6‘10‘?]- T 51\‘2.\1‘\ “M" T 1500000
m/z--> 50 100 150 200 250
Abundance Scan 1845 (12.939 min): BF125787.D\data.ms (-
2442 1000000
Sub gy 500000
122.1
160.1 212.1
oS4t 22t | Sl o
m/z--> 50 100 150 200 250  Time--> 12.90 13.00
Abundance Scan 1926 (13.415 min): BF125768.D\data.ms (- #80
149.0 Butylbenzylphthalate
91.1 Concen: 46.61 ng
RT: 13.416 min Scan# 1926
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
1 206.1 Acq: 8 Oct 2021 17:35
o4 ‘\‘.i“”\‘\ h‘\ ‘ih ‘H“\ \“‘ \“‘\ l L ““\ T ‘2\67\(\)\3‘,1\2\
miz--> 50 100 150 200 250 300 'gt Ion:149 Resp: 592112
Abundance Scan 1926 (13.416 min): BF125787.D\datams 10" Ratio Lower Upper
149.0 149 100
91 67.5 51.8 77.8
911 206 19.3 14.5 21.7
Raw 50
Abundance
206.1 13.416
41.1
(5 ‘\‘ i”“\‘\h‘\ ‘ih ‘”“\ \‘“ \“‘\ l i ““\ T ‘2\67\\0\3‘1\2\ 600000
miz--> 50 100 150 200 250 300
Abundance Scan 1926 (13.416 min): BF125787.D\data.ms (-
149.0 400000
91.1
Sub
50 200000
206.1
41.0
of 0Ll L 2670 312 ob LA
miz--> 50 100 150 200 250 300 Time--> 13.40 13.45
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Abundance Scan 2022 (13.980 min): BF125768.D\data.ms (- #81

228.1 Benzo(a)anthracene
1490 Concen: 45.78 ng
' RT: 13.986 min Scan# 2023
Ref 50 Delta R.T. ©.006 min
Lab File: BF125787.D :
571 1131 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
(5 \H ““\ ‘U‘\h”\ ‘“‘\‘H\ 7T } \“\1\8\9.%\ \Mi t T \2\7??
miz--> 50 100 150 200 250 Tgt Ion:228 Resp: 1158833 Manual Integrations
Abundance Scan 2023 (13.986 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
228.1 228 100 mohammad
226 26.6 21.6 32.4 10/11/2021 2:11:17 PM
229 19.3 15.6 23.4
Raw 50
Abundance
149.0
114.0
0 ‘57\'1” g ., 11870 M\m“ 279.2 13.986
T T ‘ T L T ‘ T T T ‘ T T L ‘ T T L ‘ T T L
miz--> 50 100 150 200 250 1000000
Abundance Scan 2023 (13.986 min): BF125787.D\data.ms (-
228.1
sub 500000
50
149.0
114.0
0 ‘57\'0\ bl . 1187.0 |||, 279.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 13.90 13.95 14.00
Abundance Scan 2016 (13.945 min): BF125768.D\data.ms (- #82
25.0 3,3'-Dichlorobenzidine
Concen: 39.85 ng
RT: 13.945 min Scan# 2016
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
154.1 Acq: 8 Oct 2021 17:35
91.0
[V \5%9 \“\ i‘ “h b \‘H‘\ t “”L\‘\ ‘\H 4 ‘2]\-?\9\ T “H‘\ T
m/z--> 50 100 150 200 250 Tgt IOI’]Z?52 Resp: 318692
Abundance Scan 2016 (13.945 min): BF125787.D\datams 10" Ratio Lower Upper
259.0 252 100
254 63.0 51.4 77.0
126 11.5 9.5 14.3
Raw 50
Abundance
400000 13.p45
126.0
91.0 182.1
[ \5%(\)‘ \”‘\ i‘ ‘” i \‘H‘\ t “”L\‘\ ‘\H 4 ‘2]\-?\9\ T “H\ T
m/z--> 50 100 150 200 250 300000
Abundance Scan 2016 (13.945 min): BF125787.D\data.ms (-
252.0
200000
Sub 50
100000
154.0
91.0
P s i S P < T
m/z--> 50 100 150 200 250 Time--> 13.90 14.00
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Abundance Scan 2029 (14.021 min): BF125768.D\data.ms (- #83

228.1 Chrysene
Concen: 48.14 ng
RT: 14.021 min Scan#t 2029
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D
113.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0391 740 | 1740 | 281.
Miz-> 5b 160 1é0 260 2%0 Tgt Ion:gZ8 Resp: 1204293 Manual Integrations
Abundance Scan 2029 (14.021 min): BF125787.D\datams 100 Ratio Lower Upper APPROVED
228.1 228 100 mohammad
226 30.0 22.6 34.0 10/11/2021 2:11:17 PM
229 19.3 15.9 23.9
Raw 50
Abundance
14.021
113
0410 720 (1 1500 1099 | 2w,
m/z--> 50 100 150 200 250 1000000
Abundance Scan 2029 (14.021 min): BF125787.D\data.ms (-
228.1
Sub 500000
50
113.0
0390 751 | | 1500 189.0 |
e —
miz--> 50 100 150 200 250 Time--> 14.00  14.10

Abundance Scan 2022 (13.980 min): BF125768.D\data.ms (- #84

228.1 Bis(2-ethylhexyl)phthalate
1490 Concen: 55. ?4 ng
RT: 13.980 min Scan# 2022
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
571 1131 ‘ Acq: 8 Oct 2021 17:35
oL ‘H ‘h“ ‘U“h‘ \M‘\“‘ — ‘ “‘1‘8‘9'1}‘ ‘H\“ . ‘2‘7?'?
m/z--> 50 100 150 200 250 Tgt Ion:149 Resp: 763640
Abundance Scan 2022 (13.980 min): BF125787.D\datams 10N Ratio Lower Upper
1490 228.1 149 100
167 26.7 21.4 32.0
279 4.0 2.6 4.0%#
Raw 50
Abundance
571  113.1 ‘ 800000 13980
AR I B
m/z--> 50 100 150 200 250 600000
Abundance Scan 2022 (13.980 min): BF125787.D\data.ms (-
149.0 228.1
400000
Sub
50 200000
57.0 113.1 ‘
OHH“‘H‘M \M‘\h”‘ “‘1‘871‘”\\\”“2‘7?'? O‘HH‘HH‘HH
m/z-—-> 50 100 150 200 250 Time--> 13.90 13.95 14.00

BF125787.D 8270-BF100721.M Mon Oct 11 13:53:54 2021 Page 45



Abundance Scan 2126 (14.592 min): BF125768.D\data.ms (- #85

149.0 Di-n-octyl phthalate
Concen: 61.70 ng

RT: 14.586 min Scan# 2125

Ref 50 Delta R.T. -0.006 min
Lab File: BF125787.D :
431 279.1 ) )
0+ \H “\ \‘ T :\L04\0\ T \‘\1\8\8.9\ T =T ‘\.\ T
m/z--> 5b 160 150 260 25‘0 360 Tgt IOFIZ:!.49 RESpZ 1421046 \ERITEL Integrations
Abundance Scan 2125 (14.586 min): BF125787.D\data.ms 100 Ratio Lower Upper APPROVED
149.0 149 100 mohammad
167 1.5 1.0 1.6 10/11/2021 2:11:17 PM
43 7.7 9.9 14.9#
Raw 50
Abundance
1500000  14.586
ol . 1040 1889 279.1
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance Scan 2125 (14.586 min): BF125787.D\data.ms (- 1000000
149.0
Sub
50 500000
57.0
obdiy 1040 | 1ss9 2791 e,
miz--> 50 100 150 200 250 300 Time--> 14.50 14.60 14.70

Abundance Scan 2271 (15.445 min): BF125768.D\data.ms (- #86
264.1  perylene-di12
Concen: 20.00 ng
RT: 15.445 min Scan# 2271
Ref 50 Delta R.T. ©.000 min

1321 Lab File: BF125787.D

Acq: 8 Oct 2021 17:35

o 02000 | 01 21 I
m/z--> 50 100 150 200 250 Tgt Ion:264 Resp: 491041

Abundance Scan 2271 (15.445 min): BF125787.D\datams 10N Ratio Lower Upper
264.2 264 100

260 23.6 19.6 29.4
265 21.3 17.2  25.8

Raw 50
Abundance
132.1 400000 15.445
0 \5‘5 \0\ \1\0‘0 \OH\ ‘” 1\66\0\ T “\ 2\3\%\1‘ “‘\L”‘\ T
m/z--> 50 100 150 200 250 300000
Abundance Scan 2271 (15.445 min): BF125787.D\data.ms (-
264.1
200000
Sub 50
100000
132.1
ol 640 1000, | 1670 2821 | 0
e e ot T T
m/z--> 50 100 150 200 250 Time--> 15.40 15.50
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Abundance Scan 2518 (16.898 min): BF125768.D\data.ms (- #87

276.1 1Indeno(1,2,3-cd)pyrene
Concen: 43.98 ng
RT: 16.898 min Scan# 2518
Ref 50 Delta R.T. ©0.000 min
138.0 Lab File:  BF125787.D :
Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
(o5 \500\ T \9]\-4 ™ \‘H\““\ T \18\5\0 \226 1 T \h‘ ‘\ T
m/z--> 5b 160 1é0 200 2%0 Tgt Ion:276 Resp: 1648222 Manual Integrations
Abundance Scan 2518 (16.898 min): BF125787.D\data.ms 100 Ratio Lower Upper APPROVED
276.1 276 100 mohammad
138 28.7 24.1 36.1 10/11/2021 2:11:17 PM
277 24.9 18.8 28.2
Raw 50
138.0 Abundance
' 600000 16.398
oL 511 920 | 1700 2230 |
T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 2518 (16.898 min): BF125787.D\data.ms (- 400000
276.1
Sub
u 50 200000
138.0
ol 500 014 ‘\‘ 1730 2230 hh“‘
T T ‘ T T T T T T T ‘ T T T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Time--> 16.80 17.00
Abundance Scan 2200 (15.027 min): BF125768.D\data.ms (- #88
25p.1 Benzo(b)fluoranthene
Concen: 52.18 ng
RT: 15.027 min Scan# 2200
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
126.0 Acq: 8 Oct 2021 17:35
(o5 I\SO‘Q \8\70 \H\‘“\ \1?7\9\2\09\0\ T H\ T
m/z--> 50 lOO 150 200 250 Tgt IOI’]Z?52 Resp: 1446461
Abundance Scan 2200 (15.027 min): BF125787.D\data.ms Ion Ratio Lower Upper
25D.1 252 100
253 21.6 16.8 25.2
125 10.9 .8 14.8
Raw 50
Abundance
126.0 15.027
(o5 \5:‘L:\L \8\70 \H\‘“\ \15\99\2\0?\0\‘”\ \NH‘\ T
m/z--> 50 100 150 200 250 1000000
Abundance Scan 2200 (15.027 min): BF125787.D\data.ms (-
252.1
Sub 500000
50
126.0
0390 870 , | 1500 2000 H — -
m/z-—-> 50 100 150 200 250 Time--> 1500  15.05
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Abundance Scan 2205 (15.056 min): BF125768.D\data.ms (- #89

252.1 Benzo(k)fluoranthene
Concen: 49.73 ng
RT: 15.057 min Scan#t 2205
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125787.D :
126.0 Acq: 8 Oct 2021 17:35 C-20211005-ROCKMSD
0\39\0 \7\4-\0\ \‘H \“‘\ T \17\4\1\ 21\1 \JF\ T M‘\ [
m/z--> 5b 160 1é0 260 2%0 Tgt Ion:252 Resp: 1415416 Manual Integrations
Abundance Scan 2205 (15.057 min): BF125787.D\data.ms 100 Ratio Lower Upper APPROVED
25p.1 252 100 mohammad
253 21.6 17.8 26.8 10/11/2021 2:11:17 PM
125  11.1 7.2 10.8#
Raw 50
Abundance
126.0 15.p57
010 740, | 1500 1980 |
T T ‘ T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 1000000
Abundance Scan 2205 (15.057 min): BF125787.D\data.ms (-
252.1
Sub 500000
50
126.0
0391 870 , | 1560 1990 , | 0
\\‘\\\\ \\\\‘\\\\‘\\\\ \‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 Time-->  15.00 15.10 15.20

Abundance Scan 2261 (15.386 min): BF125768.D\data.ms (- #90

252.1 Benzo(a)pyrene
Concen: 59.65 ng
RT: 15.386 min Scan# 2261
Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
126.0 Acq: 8 Oct 2021 17:35
0890 740 1| 1579 2001, |
m/z--> 50 100 150 200 250 Tgt IOI’]Z?52 Resp: 1464430
Abundance Scan 2261 (15.386 min): BF125787.D\data.ms Ion Ratio Lower Upper
2591 252 100
253 21.3 18.4 27.6
125 12.5 9.9 14.9
Raw 50
Abundance
126.0 15.486
o301 833 J“““ 579 2001, | 1000000
m/z--> 50 100 150 200 250 800000
Abundance Scan 2261 (15.386 min): BF125787.D\data.ms (-
252.1 600000
Sub 400000
50
200000
126.0
0, 510833 || 16402001, | oL
m/z--> 50 100 150 200 250 Time--> 15.30 15.40
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Abundance Scan 2522 (16.921 min): BF125768.D\data.ms (- #91

278.1 Dpibenzo(a,h)anthracene
Concen: 44.52 ng

RT: 16.921 min Scan# 2522

Ref 50 Delta R.T. ©.000 min
Lab File: BF125787.D
139.0 Acq: 8 Oct 2021 17:35
0 ‘6\2 \0 T 1\0? \Q T “‘\ ‘“\ T 1\86\ O‘ \22\4\ 0\ ‘i T
m/z--> 50 100 150 200 250 Tgt Ion:278 RESpZ 1376202

Abundance Scan 2522 (16.921 min): BF125787.D\data.ms 1o" Ratio Lower Upper
278.1 278 100

139 17.7 14.9 22.3
279 23.1 19.7 29.5

Raw 50
Abundance
139.0 16.p21
ol 510 918 | 1740 2251
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 2522 (16.921 min): BF125787.D\data.ms (-
278.1
400000
Sub
50 200000
139.0
ol 599 918 | | 1730 2220 ol
299 28 Ll 1 L ——
miz-> 50 100 150 200 250 Time—>  16.80  17.00

Abundance Scan 2593 (17.339 min): BF125768.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 43.93 ng

RT: 17.345 min Scan# 2594

Ref 50 Delta R.T. ©.006 min
138.0 Lab File: BF125787.D
‘ ‘ Acq: 8 Oct 2021 17:35
0 \4\3 ? T \9]\_ 3‘ Py “ 174 0 2\2\2 \O\ T \“‘ T
m/z--> 50 100 150 200 250 Tgt Ion:276 Resp: 1386881

Abundance Scan 2594 (17.345 min): BF125787.D\data.ms o0 Ratio Lower Upper
276.1 276 100

277 23.1 22.0 33.0
138  24.3 22.2 33.4

Raw 50
Abundance
138.0 600000 17.345
o550 913 . | 170020702080 |
m/z--> 50 100 150 200 250
Abundance Scan 2594 (17.345 min): BF125787.D\data.ms (- 400000
276.1
Sub
50 200000
138.0
olsor 520 | w0 z2a0 | /S S
miz--> 50 100 150 200 250 Time--> 17.20  17.40
BF125787.D 8270-BF100721.M Mon Oct 11 13:53:57 2021
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