Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Time: Jun 08 ©2:51:22 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 02 23:22:27 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.094 152 23918 20.000 ng 0.00
21) Naphthalene-d8 10.908 136 100718 20.000 ng 0.00
39) Acenaphthene-di10 14.715 164 78734 20.000 ng # 0.00
64) Phenanthrene-d10 17.459 188 186119 20.000 ng 0.00
76) Chrysene-di12 21.731 240 200072 20.000 ng 0.00
86) Perylene-di12 24.997 264 209510 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.661 112 57718 44.314 ng 0.00

7) Phenol-dé6 7.259 99 47463 26.901 ng 0.02
23) Nitrobenzene-d5 9.257 82 119667 78.023 ng 0.00
42) 2,4,6-Tribromophenol 16.202 330 115613 120.970 ng 0.00
45) 2-Fluorobiphenyl 13.346 172 346053 65.753 ng 0.00
79) Terphenyl-di4 20.062 244 537343 53.430 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 3.793 88 5303 8.420 ng # 1

4) n-Nitrosodimethylamine 3.863 42 1393 2.021 ng # 1

6) Aniline 7.489 93 5592 2.604 ng # 1

8) 2-Chlorophenol 7.647 128 5617 4.213 ng # 41

9) Benzaldehyde 7.242 77 36276 30.835 ng # 1
10) Phenol 7.289 94 9922 5.442 ng 90
11) bis(2-Chloroethyl)ether 7.489 93 5592 3.900 ng # 1
15) Benzyl Alcohol 8.370 79 18697 14.158 ng # 50
16) 2,2'-oxybis(1-Chloropr... 8.587 45 36874 14.657 ng # 1
17) 2-Methylphenol 8.540 107 12704 10.194 ng 93
18) Hexachloroethane 9.210 117 71876  125.898 ng # 1
19) n-Nitroso-di-n-propyla.. 8.905 70 4982 3.987 ng # 1
20) 3+4-Methylphenols 8.869 107 35937 21.225 ng 91
22) Acetophenone 8.916 105 403570 162.270 ng # 91
24) Nitrobenzene 9.292 77 14448 10.922 ng # 1
25) Isophorone 9.833 82 11751 3.418 ng # 1
26) 2-Nitrophenol 9.986 139 68 2.939 ng # 1
27) 2,4-Dimethylphenol 10.115 122 438540 354.858 ng # 82
28) bis(2-Chloroethoxy)met... 10.326 93 9154 4.900 ng # 13
31) Naphthalene 10.955 128 280113 54.341 ng 98
32) Benzoic acid 10.115 122 438540 291.249 ng # 10
35) Caprolactam 11.860 113 1573 3.708 ng # 1
37) 2-Methylnaphthalene 12.553 142 95287 25.481 ng 97
38) 1-Methylnaphthalene 12.771 142 74086 20.259 ng # 97
48) 2-Nitroaniline 13.746 65 2462 7.025 ng # 39
51) 2,6-Dinitrotoluene 14.298 165 14016 16.450 ng # 76
53) 3-Nitroaniline 14.539 138 1719 5.195 ng # 57
54) 2,4-Dinitrophenol 14.886 184 56 4.513 ng # 1
56) 4-Nitrophenol 14.927 139 514 5.144 ng # 1
57) 2,4-Dinitrotoluene 14.980 165 1184 5.154 ng # 1
62) 4-Nitroaniline 15.685 138 216 2.478 ng # 63
65) 4,6-Dinitro-2-methylph... 15.908 198 539 6.271 ng # 1
67) 4-Bromophenyl-phenylether 16.202 248 6904 3.414 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: Jun 08 ©2:51:22 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 02 23:22:27 2022

Response via : Initial Calibration

Abundance TIC: BG053843.D\data.ms
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Abundance Scan 801 (8.096 min): BG053790.D\data.ms (-7¢ #1
14 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

0.9
RT: 8.094 min Scan# S{{EidllEies
Ref 50 115.0 Delta R.T. -0.002 min
160

501 781 Lab File: BG@53843.D |SUEHISEIIEICICE
Acq: 7 Jun 2022 19:01 LIS

(B \“} \‘\“\‘“\““”\ T \‘H!“i \“\‘\ T s i“ T T
m/z--> 40 60 80 100 120 140 Tgt Ion:152 RESpZ 23918

Abundance  Scan 801 (8.094 min): BG053843.D\datams 10N Ratio Lower Upper
1500 152 100

150 158.6 131.6 197.4
115 63.06 50.9 76.3

Raw 50
43.1 115.0 Abundance
. 20000
N .
160

m/z--> 40 60 80 100 120 140 15000
Abundance Scan 801 (8.094 min): BG053843.D\data.ms (-7¢
150.0
10000
Sub o
5 115.0 5000
52.1 78.1
95.
O'WM‘}H\“\H\‘H“\‘H\ \‘\ﬂ-\ \‘\‘}“ \H T ‘ T \‘\“\ ‘ T 7\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 8.05 8.10 8.15

Abundance Scan 28 (3.554 min): BG053790.D\data.ms (-20) #2

58.1 88.1 1,4-Dioxane
Concen: 8.420 ng
RT: 3.793 min Scan# 69
Ref 50 Delta R.T. 0.239 min
Lab File: BG@53843.D
‘ Acq: 7 Jun 2022 19:01
035 H“v"‘w“”\HH\HH\HH\HHMH%Q‘?"C‘
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion: 88 Resp: 5303
Abundance  Scan 69 (3.793 min): BG053843.D\datams | 10" Ratio Lower Upper
59.1 88 100
58 215.8 59.2  88.8#
43 1667.7 24.3  36.5#
Raw 50
Abundance
H 871 50000
0 "“\“H“*”i”“w‘mw‘wmwHHWH\HHWH
miz--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 69 (3.793 min): BG053843.D\data.ms (-1)
59.1 30000
Sub 20000
50
871 10000
| 1) S,/ AN
0 ‘\‘i‘\\\\\\\ O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 3.75 3.80 3.85

BGO53843.D 8270-BGR60222.M Wed Jun 08 02:51:26 2022 Page 4



Abundance Scan 80 (3.860 min): BG053790.D\data.ms (-76) #4

42.1 74.1 n-Nitrosodimethylamine
Concen: 2.021 ng
RT: 3.863 min Scan# SUgEIitinl=ies
Ref 50 Delta R.T. ©0.004 min IA_
Lab File: BG@53843.D [(GICHIEEIellEI(CH
Acq: 7 Jun 2022 19:01 LIS
0\‘\\\\M“\\‘\\‘\\\S?‘.O\\\\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 42 Resp: 1393
Abundance  Scan 81 (3.863 min): BG053843.D\datams | 100 Ratlo Lower Upper
431 42 100
74 0.0 97.8 145.4#
44  83.8 7.0 10.4#
Raw 50
58.1 Abundance
‘ ‘ 69.1 85.1 100.0 5000
0 \‘\\\}‘i\‘\“\‘\‘i‘\\‘\‘\“\\\\‘i\\\\‘\”‘\‘\‘\\\\}\\\\
miz--> 30 40 50 60 70 80 90 100 4000
Abundance Scan 81 (3.863 min): BG053843.D\data.ms (-1)
43.1 3000
Sub 2000
50
%81 1000
3.863
| ‘ 85"1 100.0 D
Y S | U S S e
miz--> 30 40 50 60 70 80 90 100  Time--> 3.85 3.90

Abundance Scan 385 (5.652 min): BG053790.D\data.ms (-37 #5
112.0 2-Fluorophenol

64.1 Concen: 44.314 ng
RT: 5.661 min Scan# 387
Ref 50 Delta R.T. ©.009 min

92.0 Lab File: BGO53843.D
Acq: 7 Jun 2022 19:01
i

38.1 ‘ ‘
1201 A0,

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 57713

Abundance  Scan 387 (5.661 min): BG053843.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 60.8 55.1 82.7

o

64.1 63 31.0 30.4 45.6
Raw gg
Abundance
‘ 92 0 50000
0 \‘\Hm‘h\NU&AJWNHWWM\?»\\‘H\\‘H\\‘M\w\ 40000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 387 (5.661 min): BG053843.D\data.ms (-2¢ 5.661
112.0 30000
64.1 20000
Sub
50
920 10000
39.1 ‘ ‘
0 w\\NMMH\PMWJN\MWWWH‘dH\‘H\\M\\w MH‘\ T T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.60 5.65 5.70
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Abundance Scan 685 (7.414 min): BG053790.D\data.ms (-67 #6

93.1 Aniline
Concen: 2.604 ng
RT: 7.489 min Scan#t 6{gSiiiyglEhies
Ref 50 66.1 Delta R.T. 0.074 min IA_
Lab File: BG@53843.D (SlEEQISEIIAE
39.1 ‘ Acq: 7 Jun 2022 19:01 LIS
0\‘\\\‘1‘“\\\‘\}‘1}\\‘\‘H\\‘\\\\‘\\\\‘!1\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100110120130 T8t Ion: 93 Resp: 5592
Abundance  Scan 698 (7.489 min): BG053843. D\datams = 10N Ratlo Lower Upper
105.1 93 100
66 110.2 32.9 49.3#
65 1181.5 17.8 26.8#
Raw 50
120.1 Abundance
77.1 91.1
39.1
0\‘\\\\“\\\\i‘\H\6‘?\‘\]-\‘\\\1“\\\\“\H\‘\‘\1\‘\\‘\‘\“\\\\‘\\\ 30000
miz--> 30 40 50 60 70 80 90 100 110 120 130
Abundance Scan 698 (7.489 min): BG053843.D\data.ms (-5¢
105.1 20000
Sub
50 10000
120.1
10 77.1 91.1
Y12 S NN NS NSO SV N e
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45 7.50

Abundance Scan 655 (7.238 mln) BG053790.D\data.ms (-64 #7

99.1 Phenol-d6
Concen: 26.901 ng
RT: 7.259 min Scan# 659
Ref 50 71.1 Delta R.T. ©0.021 min
421 Lab File: BGO53843.D
' Acq: 7 Jun 2022 19:01
0 \H“\"‘H}H\w“\\\‘\‘}\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\o\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion: 99 Resp: 47463
Abundance  Scan 659 (7.259 min): BG053843.D\datams = 10N Ratlo Lower Upper
105.1 99 100
42 20.9 17.06  25.6
71 42.5 33.8 50.8
Raw 50
Abundance
25000
71.1
o
O “H‘H“}‘\H"\‘\H\\ \\H‘\‘\\‘\M“\\\\‘\\H‘\\H‘\H\‘H\\ 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 659 (7.259 min): BG053843.D\data.ms (-5€
L 15000
105.1
10000
Sub
50
5000
421 77.0 ‘
o 8 S — e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.20 7.25 7.30
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Abundance Scan 726 (7.655 min): BG053790.D\data.ms (-71 #8

128.0 2-Chlorophenol
Concen: 4.213 ng
RT: 7.647 min Scan# 71[EdtlEpies
Ref 50 64.0 Delta R.T. -0.008 min IA_
Lab File: BG@53843.D (SlEEQISEIIAE
39.1 “ 970 Acq: 7 Jun 2022 19:01 MAIE
0\\\“\‘\“\‘\‘\\\“\‘\\\‘\w‘\\\\’\ “\\‘
m/z--> 40 60 80 100 120 Tgt Ion:}28 RESpZ 5617
Abundance  Scan 725 (7.647 min): BG053843.D\datams | 10N Ratlo Lower Upper
67.1 95.1 128 100
130 0.0 10.5 50.5#
411 110.1 64 10.8 35.1 75.1#
Raw 50
Abundance
6000
L e
0\\ \ \‘\H\‘ \H“‘\ \H‘\ \“‘HH‘ T 1“ T \“\‘\’\ 1 T ‘
m/z--> 80 100 120
Abundance Scan 725 (7.647 min): BG053843.D\data.ms (-63 4000
67.0 95.0
110.1
S 7.647
ub 50 2000
39.1
53.1 81.0
128.0
0 1 ob Lo
miz--> 60 80 100 120 Time--> 760 7.70

Abundance Scan 653 (7.226 min): BG053790.D\data.ms (-64 #9

99.1 Benzaldehyde

Concen: 30.835 ng

RT: 7.242 min Scan# 656
Ref 50 77.0 Delta R.T. ©.016 min

51.1 Lab File:  BGO53843.D
‘ Acq: 7 Jun 2022 19:01
0\\‘\\\\M}\‘\‘\\“\‘\‘\\“\‘\‘\‘\“‘\‘1\‘f‘\\\\‘\1\!‘[‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 77 Resp: 36276
Abundance  Scan 656 (7.242 min): BG053843.D\datams = 100 Ratlo Lower Upper
105.1 77 100
105 780.4 59.6  99.6#
106 67.7 56.8 96.8
Raw 50

120.1 Abundance

77.1
91 a1 '] 91‘1 | 400000
| | Tl Lk
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 130
Abundance Scan 656 (7.242 min): BG053843.D\data.ms (-63 300000
105.1
200000
Sub
50
1201 100000
77.1 91.0 7242
51.1
38,0 641 | |1 o

oL R e U RS RITRUUSTRRES e
miz--> 30 40 50 60 70 80 90 100110120130 Time.> 7.20  7.25

o
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Abundance Scan 659 (7.262 min): BG053790.D\data.ms (-6 #10

94.0 Phenol
Concen: 5.442 ng
RT: 7.289 min Scan# 6(idtilEgies
Ref 50 66.1 Delta R.T. ©.027 min A_
Lab File: BG@53843.D (SlEEQISEIIAE
39.1
Acq: 7 Jun 2022 19:01 LIS
0 \‘H\‘l“‘\\\‘\5‘\3\‘(\)\“}‘}\‘\‘\\\\9‘\0\\\‘\ ‘\}“\H\‘HH‘H\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: 94 Resp: 9922
Abundance  Scan 664 (7.289 min): BG053843.D\datams = 10N Ratlo Lower Upper
105.1 94 100
65 46.7 14.8 54.8
s s 711 gey 66 44.3 25.2 65.2
50 .
120.1 Abundance
‘ 58.1
0 T ‘ T \‘\‘ ‘ T \H\ T H\‘\‘\WN‘\H‘\ “ \‘ } T Hi‘\ \ \ T “\ \‘\ \“ \‘\‘ \‘ T “‘\‘\‘\‘\“‘\ TTT ‘ 1
miz--> 30 40 50 60 70 80 90 100 110 120 20000
Abundance Scan 664 (7.289 min): BG053843.D\data.ms (-5¢
105.1
Sub 711 10000
50 85.1 120.1
43.1
‘ 58.1
0 wmd“mu“H“J‘,“Mgduh‘ium,m1““1“‘_“H‘,‘mw R S
miz--> 30 40 50 60 70 80 90 100110120  Time-> 7.20 7.25 7.30 7.35

Abundance Scan 701 (7.508 min): BG053790.D\data.ms (-6¢ #11

63.0 93.0 bis(2-Chloroethyl)ether
Concen: 3.900 ng
RT: 7.489 min Scan# 698
Ref 50 Delta R.T. -0.020 min
Lab File: BGO53843.D
‘ Acq: 7 Jun 2022 19:01
G\\\4"%{‘0\“”\\“w\\\‘\\\‘\‘\\\\‘\\\:\]-4“2\.0\
m/z--> 40 60 80 100 120 140  Tgt Ion: 93 Resp: 5592
Abundance  Scan 698 (7.489 min): BG053843.D\datams | 10" Ratio Lower Upper
105.1 93 100
63 909.8 63.6 103.6#
95 10.9 10.1 50.1
Raw 50
120.1 Abundance
7.1 25000
0“3‘9“]‘.‘%‘5‘7?"H‘“‘w‘”‘h‘”\‘m‘w”H‘H
m/z--> 40 60 80 100 120 140 20000
Abundance Scan 698 (7.489 min): BG053843.D\data.ms (-61
105.1 15000
Sub 10000
50
120.1 5000
51.1 77.0
0”“‘m‘H_“HH‘H‘H‘H‘ T A O e
miz--> 40 60 80 100 120 140 Time-> 7.40 7.45 7.50
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Abundance Scan 840 (8.325 min): BG053790.D\data.ms (-85 #15

791 Benzyl Alcohol
108.0 Concen: 14.158 ng
RT: 8.370 min Scan#t 84glSiiiiglElies
Ref 50 Delta R.T. 0.045 min L
51.1 Lab File: BGO53843.D [(ClEhISEIlellEIl0f
Acq: 7 Jun 2022 19:01 LIS
371 ) ‘H Wl

o

m/z--> 30 40 50 60 70 80 90 100110120130 18t Ion: 79 Resp: 18697
Abundance  Scan 848 (8.370 min): BG053843.D\datams = 10N Ratlo Lower Upper
67.1

79 100
108 3.9 53.7 80.5#
110.1 77 48.5 52.2 78.4#
Raw 50
Abundance
39.1
95.0 8.370
[
0\‘H\\‘U\‘\\“‘\“\‘\“\“\M\M\‘“\‘\\‘\“H‘\\\‘\\\\‘\\\\“‘\\\\‘\]\-\2\9‘\\0\\ 8000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 848 (8.370 min): BG053843.D\data.ms (-7§ 6000
67.1
110.1 4000
Sub
50
2000
39.1
95.0
b
,4/\—N
o‘_Hwm"HJHJ‘_u‘m‘w‘lmww_m“‘wﬁz‘?:?” O
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 830 840

Abundance Scan 890 (8.619 min): BG053790.D\data.ms (-8¢ #16

45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 14.657 ng
RT: 8.587 min Scan# 885
Ref 50 Delta R.T. -0.032 min
Lab File: BGO53843.D
77.0 121.0 Acqg: 7 Jun 2022 19:01
o Ml ero i eso L
miz--> 40 60 80 100 120 140 Tgt IOI"IZ.45 Resp: 36874
Abundance Scan 885 (8.587 min): BG053843.D\data.ms Ion Ratio Lower Upper
57.1 45 100
88.1 77 81.6 0.0 32.7#
79 52.0 0.0 29.7#
Raw 5o 1 119.1
73.1 Abundance
134.1
0 ‘ \‘HH\”H“M‘ 15000
miz--> 0 60 80 100 120 140
Abundance Scan 885 (8.587 min): BG053843.D\data.ms (-8
571 88.0 10000
Sub 119.1 8.58
50 41.1 5000
731 134.1
ol “‘ }ﬁ\‘u‘l‘ - “u - R —
miz--> 0 60 8 100 120 140 Time--> 8.40 8.50 8.60 8.70
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Abundance Scan 874 (8.525 min): BG053790.D\data.ms (-8€ #17

108.0 2-Methylphenol
Concen: 10.194 ng
RT: 8.540 min Scan#t S|SuiiiglElies
Ref 50 79.1 Delta R.T. ©0.015 min A_
Lab File: BGO53843.D [(ClEhISEIlellEIl0f
51.0 Acq: 7 Jun 2022 19:01 WVANE
7l fosso | |
0\\\‘\\\\‘1\\‘\‘\\\\‘\\\‘\\\\‘
m/z--> 40 60 80 100 120 Tgt IOFIZ:!.@7 RESpZ 12704
Abundance ~ Scan 877 (8.540 min): BG053843.D\datams | 10N Ratlo Lower Upper
57.1 107 100
88.1 108 116.7 85.4 128.0
411 ' 77 57.4 46.2 69.2
Raw 5o ' 79 62.7 46.1 69.1
73.1 Abundance
108.0
‘ ‘ ‘ ‘ 8000
PO AT L O <
miz--> 40 60 80 100 120
_ 6000
Abundance Scan 877 (8.540 min): BG053843.D\data.ms (-8
57.1
88.0 4000
S
ub o
43.1 730 2000
: 108.0
NI PO R "Y' oo S
m/z—-> 40 60 80 100 120 Time--> 8.50  8.60

Abundance Scan 987 (9.189 min): BG053790.D\data.ms (-97 #18

116.9 200.7 | Hexachloroethane
Concen: 125.898 ng
165.8 RT: 9.210 min Scan#t 991
Ref 50 Delta R.T. 0.021 min
470 94.0 Lab File: BG@53843.D
‘ ‘ ‘ ‘ Acq: 7 Jun 2022 19:01
G"‘\‘“"\‘“‘\‘!“‘\"“\“H“\““\““‘\““‘““‘
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 71876
Abundance  Scan 991 (9.210 min): BG053843.D\datams | 1©" Ratio Lower Upper
110.1 117 100
119 516.7 75.0 112.6#
201 0.0 89.0 133.6%
Raw 50
Abundance
91.1
39.1 i
0 ‘U“ ‘\UM W‘ “M‘H‘“‘ i“i“\‘ “\}L““M ! Rt ‘ 3 ‘ R Rsa AR RRR RS
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 991 (9.210 min): BG053843.D\data.ms (-8¢
110.1
100000
Sub 50
50000 9.21
201 91.0 i
O‘HHLJWMM\Wh‘kWHJﬂMEH"H“_“w“u“u‘ e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25
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Abundance Scan 937 (8.895 min): BG053790.D\data.ms (-95 #19

431 70.1 n-Nitroso-di-n-propylamine
Concen: 3.987 ng
105.0 RT: 8.905 min Scan# 9[0T
Ref 50 Delta R.T. ©0.010 min .
Lab File: BG@53843.D (SlEEQISEIIAE
130.1 Acq: 7 Jun 2022 19:01 LIS
ob ol hreso Wl 1
m/z--> 40 60 80 100 120 140 T8t Ion: 7@ Resp: 4982
Abundance  Scan 939 (8.905 min): BG053843.D\datams 10" Ratio Lower Upper
105.0 70 100
42 219.1 47.3 70.9%
771 181  26.6 7.0 10.4#
Raw gg 130 0.0 14.6 22.0#
Abundance
51.1 5000
‘ 12001544
0 ‘W”“*”W”“‘”h\“” ‘\”M “l‘ b 4000
miz--> 40 60 80 100 120 140
Abundance Scan 939 (8.905 min): BG053843.D\data.ms (-84
1050 3000
Sub 77.1 2000 8.905
50
1000
51.1 120.0
0 ““ SURERERa \““ T 1 : ‘1%5"\1‘ 0””\””\””\”‘
miz--> 40 60 80 100 120 140 Time--> 8.85 8.90 8.95

Abundance Scan 929 (8.848 min): BG053790.D\data.ms (-92 #20

107.0 3+4-Methylphenols
Concen: 21.225 ng
RT: 8.869 min Scan# 933
Ref 50 Delta R.T. ©0.021 min
i Lab File: BG@53843.D
511 ‘ Acq: 7 Jun 2022 19:01
0‘36ﬁ‘“mn“HHWH\‘\H“ \H‘HH‘H
miz--> 40 60 80 100 120 140 Tgt Ion: :!.07 Resp: 35937
Abundance  Scan 933 (8.869 min): BG053843.D\data.ms | 10" Ratio Lower Upper
107.0 107 100
108 83.3 67.5 107.5
77 34.1 20.3 60.3
Raw 59 431sgg; 79 24.6 16.7 56.7
77.1 Abundance
oL H H ‘H‘ \M‘M “MH\HH I ‘ il “\‘ ‘1‘2“8"0‘ P
miz--> 100 120 140 100000
Abundance Scan 933 (8.869 mln). BG053843.D\data.ms (-83
107.0
sub 50000
50 58.1
43.1 77.0
oL— “‘H ““\‘ “ “\\‘ ‘ L “‘ o M\‘ . \‘ | \“\‘ ‘1‘2‘8"0‘ r 0 ; “ ‘ . ‘ N— .
m/z--> 40 60 80 100 120 140 Time--> 8.80 8.90
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Abundance Scan 1279 (10.904 min): BG053790.D\data.ms (- #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.908 min Scan# 1gEigial=laies
Ref 50 Delta R.T. ©0.004 min
Lab File: BG@53843.D (GUEINEETSIEIH
541 108.1 Acq: 7 Jun 2022 19:01 WK
ol380 T Tl
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 100718
Abundance Scan 1280 (10.908 min): BG053843 D\datams = 10N Ratlo Lower Upper
136.1 136 100
137 11.5 8.5 12.7
54 9.7 7.4 11.2
Raw 5g 68 6.9 4.9 7.3
Abundance
1081 50000 10/908
54.1 .
0 ‘3‘8\&“ . \“\H‘M | ;‘\\lm‘uﬁ\:hj%‘m‘ \\‘Mi ey \‘1“”““ “\‘ — 40000
m/z--> 40 60 80 100 120 140
Abundance Scan 1280 (10.908 min): BG053843.D\data.ms (
1361 30000
20000
Sub 50
10000
541 760 081 5
bttt 1“\“1M\‘“ T DRV
miz--> 40 60 80 100 120 140 Time-> 10.80 10.90 11.00
Abundance Scan 940 (8.913 min): BG053790.D\data.ms (-95 #22
105.0 Acetophenone
77.1 Concen: 162.270 ng
RT: 8.916 min Scan# 941
Ref 50 Delta R.T. ©.003 min
43.1 Lab File: BGO53843.D
‘ 120.0 Acq: 7 Jun 2022 19:01
fo “\‘H‘ 58.0 - “‘\‘ c - —
miz--> 40 30 100 120 140 Tgt IOI’]Z:!.@S Resp: 403570
Abundance  Scan 941 (8.916 min): BG053843.D\datams = 10N Ratlo Lower Upper
105.0 105 100
71 0.3 1.1 1.7#
i 51 26.2 25.4 38.0
Raw 50 120 18.1 17.3 25.9
511 Abundance
. 120.0 200000
oL 3800 L) 1380
m/z--> 40 60 80 100 120 140 150000
Abundance Scan 941 (8.916 min): BG053843.D\data.ms (-85
105.0
100000
77.1
Sub
50 50000
511 120.0
003600 |l 130
miz--> 40 60 80 100 120 140 Time->  8.80 8.90 9.00

BGO53843.D 8270-BGR60222.M
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Abundance Scan 998 (9.253 min): BG053790.D\data.ms (-9¢ #23

82.0 Nitrobenzene-d5
Concen: 78.023 ng
54.1 RT: 9.257 min Scan#t 9{pSiigilnlclals
Ref 50 128.0 Delta R.T. ©.004 min IA_
Lab File: BG@53843.D (SlEEQISEIIAE
Acq: 7 Jun 2022 19:01 LIS
0\\\‘“\\!\‘\\‘\\“\\\\“\\1\‘\\‘\\‘\\\\‘\\\\‘]\-\9\2\.]‘_
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 119667
Abundance ~ Scan 999 (9.257 min): BG053843.D\datams | 100 Ratlo Lower Upper
82.1 82 100
128  41.8 27.9 41.9
43.1 54 55.6 41.2 61.8
Raw 50 128.0
’ Abundance
60000 9.457
0 ‘ \“\H\‘H}“M\M! \J\-#\ \J\-“\“ T \‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 999 (9.257 min): BG053843.D\data.ms (-9( 40000
84.1
43.1
Sub 20000
50 128.0
0 o
m/z-> 40 60 80 100 120 140 160 180  Time-> 920 930
Abundance Scan 1005 (9.295 min): BG053790.D\data.ms (-§ #24
7.1 Nitrobenzene
Concen: 10.922 ng
51.1 RT: 9.292 min Scan# 1005
Ref 50 123.0 Delta R.T. -0.003 min
Lab File: BG@53843.D
Acq: 7 Jun 2022 19:01
0\\\‘\\‘\\‘\‘\\m“\\\‘\‘\\\\’\\\\‘\\\\’\\\\‘\\\\2‘0\6\\8\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 77 Resp: 14448
Abundance Scan 1005 (9.292 min): BG053843.D\data.ms | 10" Ratio Lower Upper
117.1 77 100
123 3.7 27.4 4l1.0#
65 108.1 11.4 17.0#
Raw 50| 431
o711 Abundance
0 i\‘}‘\‘ﬁz\.\o\\’\\\\‘\\\\‘\\\\ 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1005 (9.292 min): BG053843.D\data.ms (- 15000
117.1
10000
Sub 9.292
50
43.1 71.1 5000
0! L’ L B B
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.25 9.30 9.35
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Abundance Scan 1094 (9.818 min): BG053790.D\data.ms (-1 #25

82.1 Isophorone
Concen: 3.418 ng
RT: 9.833 min Scan#t 1{{gfStinlEles
Ref 50 Delta R.T. 0.015 min IA_
Lab File: BGO53843.D [(ClEhISEIlellEIl0f
39.1 541 1381  Acq: 7 Jun 2022 19:01 WAUE
0\\\“‘\\‘\“‘\‘\‘\\\“\\\\‘]\-J\-O\O\’\\\\“\\\
m/z--> 80 100 120 140 Tgt IOHZ‘SZ RESpZ 11751
Abundance Scan 1097 (9 833 min): BG053843.D\data.ms Ig; ig;m Lower  Upper
96.1
441 671 95 227.0 6.2  9.4#
138 0.0 11.6 17.4#
Raw 50
124.1 Abundance
10000
[o) \“HH “M‘“\HH\“‘!"}‘h“\i MH\ “H ‘\\“ ‘wm . \’H‘H\‘ " :‘Lé‘l\z‘]‘- . 8000
miz--> 40 60 80 100 120 140
Abundance Scan 1097 (9.833 min): BG053843.D\data.ms (-1
961 6000
4000
sub 124.1
67.1 2000
O v OHH‘HH‘HH
miz--> 40 60 80 100 120 140  Time--> 9.80 9.90

Abundance Scan 1126 (10.006 min): BG053790.D\data.ms (; #26

139.0 2-Nitrophenol
Concen: 2.939 ng
65.1 RT: 9.986 min Scan# 1123
Ref 50| 393 ’ Delta R.T. -0.020 min
81.0 1090 Lab File: BG@53843.D
Acq: 7 Jun 2022 19:01
0' \\H\““\\U‘\‘\‘\\\“\\\\“\\\\
miz--> 40 60 80 100 120 140 Tgt Ion:139 Resp: 68
Abundance Scan 1123 (9.986 min): BG053843.D\datams = 1ON Ratlo Lower Upper
57.1 91.1 119.0 139 100
41)1 109 391.7 36.1 54.1#
65 1476.0 55.8 83.6#
Raw 50
Abundance
4.0
H H 148.1
0! H\H‘\““\‘H‘\‘M‘M\ 6000
m/z--> 40 60 80 100 120 140
Abundance Scan 1123 (9.986 min): BG053843.D\data.ms (-1
91.1  119.0 4000
Sub
50 2000
57.1
— ——— N\ —
H ‘ 148.1 9.986
IO IV 1 T A =
mlz--> 40 60 80 100 120 140 Time--> 9.98  10.00
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Abundance Scan 1135 (10.058 min): BG053790.D\data.ms (- #27
107.0 2,4-Dimethylphenol
Concen: 354.858 ng
RT: 10.115 min Scan#t 11gigiil=gles
Ref 50 Delta R.T. ©0.057 min u
77.0 Lab File: BG@53843.D (GUERISELIIEIE
51.0 ‘ Acq: 7 Jun 2022 19:01 LIS
0‘H\‘\w“\h\\‘i””\“‘H"\MH‘\HH‘HH‘““““‘2‘9‘6?
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:122 Resp: 438548
Abundance Scan 1145 (10.115 min): BG053843.D\datams 10N Ratio Lower Upper
107.0 122 100
107 114.9 109.4 164.0
121  46.3 48.7  73.1#
Raw
%0 771 Abundance
391 ‘ ‘ 101115
0‘H‘\‘m"\MM“H\‘\M“‘m‘\M"H\‘“‘1““?;‘1_”“””_”‘ 150000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1145 (10.115 min): BG053843.D\data.ms (
107.0 100000
Sub
50 50000
77.1
51.1
G“W‘NM\”‘ﬁ‘w”\”“m‘”%ég%ﬁ“W“”\”“ O T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.00 10.20
Abundance Scan 1176 (10.299 min): BG053790.D\data.ms (. #28
93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 4.900 ng
RT: 10.326 min Scan# 1181
Ref 50 Delta R.T. ©0.027 min
Lab File: BG@53843.D
‘ 123.0 Acq: 7 Jun 2022 19:01
0"‘\‘9“"\‘“‘\“"\""\““‘\““\1‘7‘(‘)‘?““2!(‘)‘7‘]‘.
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 93 Resp: 9154
Abundance Scan 1181 (10.326 min): BGOS3843.Didatams Ton Ratio Lower Upper
107. 93 100
95 65.3 26.9 40.3#
123 81.1 7.7 11.5#
Raw
>0 ml 134.1 Abundance
39.1 5000
0 “‘H “MH H\\ ‘HHH\“H H\“
TR I SARE SRR SRR 4000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1181 (10.326 min): BG053843.D\data.ms ( 10.326
107.0 3000
Sub 2000
50
77.0 1000
51.1 32.
ouu‘i”u“d”‘“‘J“u:‘ww“‘w‘h A o
miz--> 40 60 80 100 120 140 160 180 200  Time—> 10.30
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Abundance Scan 1287 (10.951 min): BG053790.D\data.ms (; #31
128.0 Naphthalene
Concen: 54.341 ng
RT: 10.955 min Scan#t 1gigiil=glies
Ref 50 Delta R.T. ©0.004 min |
Lab File: BG@53843.D [(GICHIEEIellEI(CH
511 749 10%0 M Acq: 7 Jun 2022 19:01 LIS
0\\\“\\“\\“u\\Hi“\‘\\\“‘\\\\‘\ LA L
m/z--> 40 60 80 100 120 140 160 18t Ion:128 Resp: 280113
Abundance Scan 1288 (10.955 min): BG053843.D\datams 10" Ratio Lower Upper
128.0 128 100
129 13.0 9.0 13.6
127 13.9 11.1 16.7
Raw 50
Abundance
10.8955
511 749 1020 148.1
0,
m/z--> 40 60 80 100 120 140 160 100000
Abundance Scan 1288 (10.955 min): BG053843.D\data.ms (
128.0
Sub 50000
50
5%1 75.0 10%0 H 1481 0
Ol gl B T
m/z--> 40 60 80 100 120 140 160 Time--> 10.90 11.00
Abundance Scan 1155 (10.176 min): BG053790.D\data.ms (- #32
105.0 Benzoic acid
7.1 122.0 Concen: 291.249 ng
RT: 10.115 min Scan# 1145
Ref 50 511 Delta R.T. -0.061 min
’ Lab File: BGO53843.D
‘ Acq: 7 Jun 2022 19:01
0L \‘H‘ I \‘“\ ‘”\“\ \M" I T \‘\ T “\ L B
miz--> 40 60 80 100 120 140 Tgt IOI’]Z:!.ZZ Resp: 438540
Abundance Scan 1145 (10.115 min): BG053843.D\data.ms | 10" Ratio Lower Upper
10%.0 122 100
105 6.2 111.8 151.8#%#
77 44.2 109.4 149.4#
Raw 50
771 Abundance
39.1 ‘ 150000 10.015
1 ‘ 123.0
0L \‘i“\‘ \ﬁ‘ﬁ\ “m‘\“”\‘ \“\“i”\ T ‘Hh‘ “H‘l T \“‘ ‘\ =TT ‘1\4\‘8.\1\
miz--> 40 60 80 100 120 140
Abundance Scan 1145 (10.115 min): BG053843.D\data.ms ( 100000
107.0
Sub 50000
S0 77.1
51.0 ‘ 143 0
SRR TN N M M o=t
m/z--> 40 60 80 100 120 140 Time--> 10.00 10.20
BGO53843.D 8270-BGR60222.M Wed Jun 08 ©2:51:28 2022
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Abundance Scan 1434 (11 815 min): BG053790.D\data.ms (| #35

58.1 Caprolactam
Concen: 3.708 ng
113.0 RT: 11.860 min Scan#t 1{gSagilnlcalee
Ref 50 851 ' Delta R.T. ©.045 min IA_
Lab File: BG@53843.D (SlEEQISEIIAE
Acq: 7 Jun 2022 19:01 LIS
0! 3 \“ih\“\uhw\“\‘\\\“\\H\‘\\\\‘\\\\|\
m/z--> 40 60 80 100 120 140 160 18t Ion:113 Resp: 1573
Abundance Scan 1442 (11.860 min): BG053843.D\datams 10" Ratlo Lower Upper
91.1 113 100
55 554.2 169.8 209.8#
136.0 56 142.8 141.2 181.2
Raw 50
119.0 Abundance
431 65.1
0l ‘M\ \M ‘\‘\‘M“‘Hw . ‘\‘H\H‘\H“ Ly “i e \‘\‘ ‘]"5?4"?‘ 6000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1442 (11.860 min): BG053843.D\data.ms (
911 4000
Sub 50 136.0 2000
119.0 88
650 Mw
43.1 ‘
G‘\‘uwmwww““‘ww‘u““w“‘w“4$?9‘ o
miz--> 80 100 120 140 160 Time--> 11.85 11.90

Abundance Scan 1559 (12.550 min): BG053790.D\data.ms (; #37

142.0 2-Methylnaphthalene
Concen: 25.481 ng
RT: 12.553 min Scan# 1560
Ref 50 115.0 Delta R.T. 0.004 min
Lab File: BGO53843.D
Acq: 7 Jun 2022 19:01
391 630 89o Il a
G\\\‘\\H\\“\\‘\H\‘\\\\‘\\\\‘\‘\\\i\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:142 Resp: 95287
Abundance Scan 1560 (12.553 min): BG053843.D\data.ms Ion Ratio Lower Upper
142.0 142 100
141 93.0 72.3 108.5
115 39.4 33.7 50.5
Raw 50
115.0 Abundance
12.553
391 631 91.1 ‘ 50000
0= \H \M\ \‘HM H‘H \\‘ I R \‘“‘m H ‘ “ i‘\ : ‘1‘6‘8‘]‘-
m/z--> 40 60 80 100 120 140 160 40000
Abundance Scan 1560 (12.553 min): BG053843.D\data.ms (
142.0 30000
Sub 20000
50
115.0 10000
ol o 880 |l 81 e
miz--> 40 60 80 100 120 140 160  Time—> 1250 12.60
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Abundance Scan 1596 (12.767 min): BG053790.D\data.ms (| #38

14p.0 1-Methylnaphthalene
Concen: 20.259 ng
RT: 12.771 min Scan#t 1{gSagillcalee
Ref 50 Delta R.T. ©0.004 min
115.0 . . .
Lab File: BG@53843.D (SlEEQISEIIAE
Acq: 7 Jun 2022 19:01 LIS
1,530 891 | | °'
O\H“H‘\\“\‘\‘\HV‘\“H\‘\\M‘\‘\Hiuu‘uu‘uu‘u.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:142 Resp: 74086
Abundance Scan 1597 (12.771 min): BG053843.D\datams = 10N Ratlo Lower Upper
131.0 142 100
141 95.5 76.4 114.6
116 25.3 3.3 4,94
Raw 50 771 103.0
51.1 Abundance
’ ‘ ‘ 40000 12.471
0 “ \‘”ih}”\ ‘HH‘\ f \‘““\‘1‘ !”\ “ T %4\..‘0\\ T T
m/z--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1597 (12.771 min): BG053843.D\data.ms (
131.0
20000
Sub
50
10000
77.1 103.0
51.1 ‘ ‘ ‘
R T M Joaseo —
miz--> 40 60 80 100 120 140 160 180 200 Time->  12.70 12.80

Abundance Scan 1928 (14.718 min): BG053790.D\data.ms ( #39

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.715 min Scan# 1928
Ref 50 Delta R.T. -0.003 min

Lab File: BGO53843.D

Acq: 7 Jun 2022 19:01

80.0
106.1 132.0

O,
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 78734
Abundance Scan 1928 (14.715 min): BG053843.D\data.ms Ion Ratio Lower Upper
162.1 164 100

162 107.0 82.3 123.5
160 54.4 34.2 51.2#

Raw 50
Abundance
"1 91.1 133.1 14.115
1 66.1 ‘ ‘
0! ot “‘U”V f m“‘\ ;‘HM f \‘”\‘\ P \“‘1\9\:!--\1’-\ TTT 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1928 (14.715 min): BG053843.D\data.ms ( 30000
162.1
20000
Sub
10000
- \\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 14.65 14.70 14.75
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Abundance Scan 2180 (16.198 min): BG053790.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 120.970 ng
RT: 16.202 min Scan# 2{Eigil=lies
Delta R.T. ©0.004 min
Lab File: BG@53843.D (GUEINEETSIEIH
Acq: 7 Jun 2022 19:01 LIS

Ref 50

0
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp . 115613

Abundance Scan 2181 (16.202 min): BG053843.D\data.ms = 100 Ratio Lower Upper
320.¢ 330 100

332 95.3 76.0 114.0
141 25.6 27.1 40.7#

Raw 50
62.1 Abundance
140.9 2918 16,002
0 \““\H‘ ‘i“‘ \‘H g lwlo‘six‘g H\‘ \:‘H‘g\liq‘ T UHH\ T “M T ‘” T 60000
m/z--> 50 100 150 200 250 300
Abundance Scan 2181 (16.202 min): BG053843.D\data.ms (
329.€ 40000
Sub
50 20000
62.0 140.9
' 221.8
ol ‘i“‘hml!p‘lvo‘ \ ;H“ AB10 UH‘M i T— e
miz--> 50 100 150 200 250 300 Time--> 16.20

Abundance Scan 1694 (13.343 min): BG053790.D\data.ms (. #45

172.0 2-Fluorobiphenyl

Concen: 65.753 ng

RT: 13.346 min Scan# 1695
Ref 50 Delta R.T. ©.003 min

Lab File: BGO53843.D
Acq: 7 Jun 2022 19:01

0 5]\"1 \85\.0 120.0 | 1\5\\20 | ‘
\H“H‘H“\\M‘\“\\‘\”‘H\\i\‘\\\‘M‘\‘\“H T . .
miz--> 40 60 80 100 120 140 160 180 | T8t Ion:172 Resp: 346053

Abundance Scan 1695 (13.346 min): BG053843.D\datams 10N Ratio Lower Upper
172.0 172 100

171 36.4 28.5 42.7
176 25.0 18.9 28.3

Raw gg
Abundance
200000 13/346
| sa 850 a0 120 |
\\\“H\ \‘\‘\“‘\ f \”‘H‘\‘\ T iy T T BULELELE L
miz--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1695 (13.346 min): BG053843.D\data.ms (
172.0
100000
Sub 50
50000
o, 500 890 1200 152.0 ) ol
L B L A A B A L I B B By
miz-> 40 60 80 100 120 140 160 180 Time--> 1330 13.40
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Abundance Scan 1769 (13 783 min): BG053790.D\data.ms (; #48

63. 138.0 2-Nitroaniline
Concen: 7.025 ng
RT: 13.746 min Scan#t 11gigill=glies
Ref 50 Delta R.T. -0.037 min IA_
Lab File: BG@53843.D [(GICHIEEIellEI(CH
‘ Acq: 7 Jun 2022 19:01 LIS
0' \\Hl‘h‘\\\\‘\\\\‘\\\\‘\\\\‘]-ﬁg\\g‘\\\\z‘o\?\g\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 2462
Abundance Scan 1763 (13.746 min): BG053843.D\datams = 10N Ratlo Lower Upper
67.1 65 100
92 36.9 51.5 77 .3#
138 15.1 71.3 106.9#
Raw 50 121.0
164.1 Abundance
6000
0 ‘HHH“HM\!“\\\‘\\H‘\\\\
mlz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1763 (13.746 min): BG053843.D\data.ms ( 4000
95.0
67.1 1210 1641
13.746
Sub
50 2000
411 H ‘ -~
A N O I R
m/z--> 40 60 80 100 120 140 160 180 200 Time—> 13.70 13.75
Abundance Scan 1853 (14.277 min): BG053790.D\data.ms (- #51
165.0 2,6-Dinitrotoluene
Concen: 16.450 ng
63.0 89.0 RT: 14.298 min Scan# 1857
Ref 50 Delta R.T. ©0.021 min
390 121.0 Lab File: BGO53843.D
‘ Acq: 7 Jun 2022 19:01
O' \\‘H‘\\\“\‘\!\\‘\‘\\\‘\\
miz--> 40 60 80 100 120 140 160 180 gt Ion:165 Resp: 14016
Abundance Scan 1857 (14.298 min): BG053843.D\data.ms Ion Ratio Lower Upper
110.1 165 100
63 84.0 54.1 81.1#
89 46.0 54.8 82.2#
Raw 50
164.0 Abundance
91.1 14.p98
39.1 651 ‘
0\ T \““\‘\“\“\ “\‘\ T \‘H‘ T \ T \ “\“\ \U‘l L \1-\4.‘1\.‘9\ T ‘ \‘\ T ‘ T
m/z--> 40 60 80 100 120 140 160 180 4000
Abundance Scan 1857 (14.298 min): BG053843.D\data.ms (
116.1
Sub 2000
50
164.0
91.1
ol S Ll amo L o
mlz--> 40 60 80 100 120 140 160 180 Time--> 14.20 14.30 14.40
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Abundance Scan 1909 (14.606 min): BG053790.D\data.ms (; #53
63.1 920 3-Nitroaniline
138.0 Concen: 5.195 ng
RT: 14.539 min Scan# 1{gEi0l=lies
Ref 50 Delta R.T. -0.067 min IA_
39.1 Lab File: BG@53843.D (GUEINEETSIEIH
Acq: 7 Jun 2022 19:01 LIS
o L 206.9
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:138 Resp: 1719
Abundance Scan 1898 (14.539 min): BG053843.D\datams 10N Ratio Lower Upper
11 138 100
108 49.2 9.2 13.84#
92 83.4 101.9 152.9#
Raw 50
Abundance
3000
0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1898 (14.539 min): BG053843.D\data.ms ( 2000
160.1
14.539
Sub o 1000
134.1
69.1 970 ‘H 190.1
I L A [ o el o
miz--> 40 60 80 100 120 140 160 180 200  Time-> 14.50 14.55 14.60
Abundance Scan 1943 (14.806 min): BG053790.D\data.ms (| #54
183.9 2,4-Dinitrophenol
Concen: 4.513 ng
RT: 14.886 min Scan# 1957
Ref 50 Delta R.T. ©.080 min
530 910 Lab File: BGO53843.D
Acq: 7 Jun 2022 19:01
G\\\‘\\\H‘\‘\\\\‘\\!‘\‘\\\\‘\\]-\3\7‘\9\\\‘\‘\\\"\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:184 Resp: 56
Abundance Scan 1957 (14.886 min): BG053843.D\data.ms Ion Ratio Lower Upper
115.0 184 100
911 63 1388.1 61.1 91.7#
' 154 0.0 60.6 9l.0#
Raw 43.1 149.0
50 :
178.0 Abundance
6711
0 202.0
m/z--> 40 60 80 100 120 140 160 180 200 2000
Abundance Scan 1957 (14.886 min): BG053843.D\data.ms (
131.0
Sub 160.0 1000
50
43.1 4.886
0 | 71 0 98 0 ‘H 190.0 ol —
\\\‘\\\\‘\\\\‘\\\\\\\\\ T T T ‘ T T T T ‘
miz--> 40 60 80 100 120 140 160 180 200 Time-> 14.88
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39.1

65.1

109.0

139.0

Abundance Scan 1958 (14.894 min): BG053790.D\data.ms (

#56
4-Nitrophenol
Concen: 5.144 ng

RT: 14.927 min Scan#t 1{gSigilnlElee

BGO53843.D CIieﬁtSampIeld :

149.0

Ref 50 Delta R.T. 0.033 min
Lab File:
‘ Acq: 7 Jun 2022 19:01 LIS
0' \\h\w\\\\‘\‘“\\“\\\\}\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:139 Resp: 514
Abundance Scan 1964 (14.927 min): BG053843.D\datams 10N Ratio Lower Upper

139 100
109 138.6 88.5 128.5#
65 347.1 93.9 133.9#

Raw 178.0
50 91.1
Abundance
4000
431 oo 15.0
0,
miz--> 40 60 80 100 120 140 160 180 200 3000
Abundance Scan 1964 (14.927 min): BG053843.D\data.ms (
149.0
2000

Sub 178.0
>0 1000 14927
771 107.0 ‘ BN SN
miz--> 40 60 80 100 120 140 160 180 200 Time--> 14.90 14.95
Abundance Scan 1986 (15.058 min): BG053790.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 5.154 ng
RT: 14.980 min Scan# 1973
Ref 50 63.1 Delta R.T. -0.078 min
Lab File: BG®53843.D
391 119.0 Acq: 7 Jun 2022 19:01
0\\\i\‘\\‘\“!h\\H}Hw\h\‘\‘\‘\\\\“‘\\\\‘\\\\‘\‘\\\ ‘\\\\2‘0\§\9\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 1184
Abundance Scan 1973 (14.980 min): BG053843.D\data.ms ig; ig;lO Lower Upper

63 314.1 34.6 52.0#
89 205.1 60.3 90.5#
Raw  5g 182 0.0 2.2 3.4#
Abundance
0 3000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1973 (14.980 min): BG053843.D\data.ms (
. 2000
NIVAWAVaV VE
h T T ‘ T T T T ‘ T T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 14.95 15.00
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Abundance Scan 2106 (15.763 min): BG053790.D\data.ms (- #62
165.0 4-Nitroaniline
Concen: 2.478 ng
RT: 15.685 min Scan# 2(Eigil=laies
Ref 50 Delta R.T. -0.078 min IA_
65.1 138.0 Lab File: BG@53843.D (GUEINEETSIEIH
391 108.0 %58 Acq: 7 Jun 2022 19:e1 WIE
0,
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:138 Resp: 216
Abundance Scan 2093 (15.685 min): BG053843 D\datams = 10N Ratlo Lower Upper
91.1 115.1 138 100
431 92 118.4 40.5 80.5#
1450 176.0 108 103.3 103.7 143.7#
Raw 50
6711 Abundance
0 800
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2093 (15.685 min): BG053843.D\data.ms ( 600
131.0 AN .
685\
176.0 400
Sub
5
200
| 0 o90 1008 ;
R R R R P o
miz--> 40 60 80 100 120 140 160 180 200 Time->  15.65 15.70
Abundance Scan 2394 (17.456 min): BG053790.D\data.ms (| #64
188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.459 min Scan# 2395
Ref 50 Delta R.T. ©.003 min
Lab File: BGO53843.D
80.1 Acq: 7 Jun 2022 19:01
o421 01 1 1180 1580 | 280.!
T T ‘ T T T T T T T ‘ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 186119
Abundance Scan 2395 (17.459 min): BG053843.D\data.ms Ion Ratio Lower Upper
188.1 188 100
94 6.8 5.4 8.0
80 7.3 6.8 10.2
Raw 50
Abundance
17/459
NECE! 80. 1“ 117.0 15(30 “‘ 2220 100000
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 2395 (17.459 min): BG053843.D\data.ms (
188.1
50000
Sub
50
51420 ‘801‘ 1180 1560 | .
e el i o
miz--> 50 100 150 200 250 Time--> 17.40 17.50
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Abundance Scan 2117 (15.828 min): BG053790.D\data.ms (; #65

19Y.9  4,6-Dinitro-2-methylphenol

Concen: 6.271 ng

RT: 15.908 min Scan# 2{[Eigial=lpies
Ref 50 Delta R.T. ©0.080 min .
511 1050 Lab File: BG@53843.D (GUEINEETSIEIH

77. 168.0 Acq: 7 Jun 2022 19:01 WAUE
‘\ \13\40 ‘

0' ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:198 Resp: 539

Abundance Scan 2131 (15.908 min): BG053843.D\data.ms igg ig;io Lower Upper

51 512.1 28.1 68.1#
105 714.6 20.3 60.3#

Raw 50
Abundance
3000
0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2131 (15.908 min): BG053843.D\data.ms ( 2000
163.0
Sub
50 1000
15.908
ang 791 127.0 198.0 N
G""H""m“mu‘_Hw‘M"‘H‘“‘Wm“m‘mu 0% T
miz--> 40 60 80 100 120 140 160 180 200 Time.> 15.85 15.90
Abundance Scan 2256 (16.645 min): BG053790.D\data.ms (. #67
241.9 4-Bromophenyl-phenylether
1410 Concen: 3.414 ng
: RT: 16.202 min Scan# 2181
Ref 50 77.1 Delta R.T. -0.443 min
Lab File: BGO53843.D
1} ‘ Acq: 7 Jun 2022 19:01
G\\‘\‘H\‘H\‘\“\\\“‘H‘H\h\”\\‘\w\\ \\\\‘\\\\
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 6904

Abundance Scan 2181 (16.202 min): BG053843.D\datams 10N Ratio Lower Upper
320.¢ 248 100

250 182.1 75.2 112.8#
141 309.5 50.0 75.0#

Raw 50
62.1 Abundance
140.9
‘ ‘ 221.8
2 403,0 ‘ 181.0
0 \“”\H”i“‘l“\m\l\k “ir‘p\ ‘\ \‘ T \1'1&\ i“ T UHH\ T “““ T ‘”\ T 15000
m/z--> 50 100 150 200 250 300
Abundance Scan 2181 (16.202 min): BG053843.D\data.ms (
329.€ 10000
Sub
50 5000 -202
62.0
140.9 2218
ST PO T A = \—
m/z--> 50 100 150 200 250 300 Time--> 16.15 16.20
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Abundance Scan 3122 (21.733 min): BG053790.D\data.ms (. #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.731 min Scan#t 31gEigiil=gles
Ref 50 Delta R.T. -0.002 min |
Lab File: BG@53843.D [(GICHIEEIellEI(CH
Acq: 7 Jun 2022 19:01 LIS
04\2:‘L \7\6\ N i“]‘-}”ﬁ:\l-lwsf)\o\ t \ZF%.Q““‘\““““ T \2\8\0\5
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 200072
Abundance Scan 3122 (21.731 min): BG053843.D\datams = 10N Ratlo Lower Upper
240.1 240 100
120 5.9 4.6 7.0
236 24.6 20.2 30.4
Raw 50
Abundance
21Jr31
T ‘6\4.\0\ ft “]‘_\1‘?(\) \1‘56\0\ t \‘2‘0‘?‘9 \‘”H“ T \28\2\‘ 100000
m/z--> 50 100 150 200 250
Abundance Scan 3122 (21.731 min): BG053843.D\data.ms (
240.1
50000
Sub
50
042.1 78.1 1180 1599 2079 | oga 0l
R e R A L R e o
m/z-> 50 100 150 200 250 Time--> 21.70  21.80

Abundance Scan 2838 (20.064 min): BG053790.D\data.ms (- #79

244.1 Terphenyl-di4
Concen: 53.430 ng
RT: 20.062 min Scan# 2838
Ref 50 Delta R.T. -0.002 min
Lab File: BGO53843.D
Acq: 7 Jun 2022 19:01
122.1 160.1 2121
T \5‘4‘.\1‘\ 19‘0\.‘0’“\ ‘\‘ T T ‘1‘ =TT “ ‘\‘ \‘\“1““ A —
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 537343
Abundance Scan 2838 (20.062 min): BG053843.D\data.ms | 1°" Ratio Lower Upper
2441 244 100
212 6.9 6.5 9.7
122 6.3 5.0 7.4
Raw 50
Abundance
400000 20.062
122.1 160.1 2121
0\4\2.%\ \8%-:\""\ \‘ T T ‘1‘ T “ \‘ \‘\Ml““ \2\8\1\'
miz--> 50 100 150 200 250 300000
Abundance Scan 2838 (20.062 min): BG053843.D\data.ms (
244.1
200000
Sub
S0 100000
. 212.1
ol 540 9017222 1601 TS s ol N
miz--> 50 100 150 200 250 Time--> 20.00 20.10 20.20
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Abundance Scan 3678 (25.000 min): BG053790.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 24.997 min Scan# 3([Eigil=ies

Ref 50 Delta R.T. -0.002 min
Lab File: BG053843.D [GUEhISEIEH
132.1 Acq: 7 Jun 2022 19:p1 WANEZS
ol 780 .| 18002209 |  3sa.
miz--> 50 100 150 200 250 300 350 T8t Ion:264 Resp: 209510
Abundance Scan 3678 (24.997 min): BG053843.D\datams 10" Ratio Lower Upper
264.1 264 100

260 24.7 19.0 28.6
265 22.2 17.4 26.2

Raw 50
Abundance
241997
132.1
0 73.0 o 2070 T 60000
\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3678 (24.997 min): BG053843.D\data.ms (
40000
264.1
Sub o 20000
132.1
0421 901 i hH 2079 L gl 0
R T T T T e L : ——
miz--> 50 100 150 200 250 300 350 Time--> 25.00
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