Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133360.D

Acqg On : 11 May 2023 18:09
Operator : CG\JU

Sample : 02744--01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: May 11 18:29:31 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu May 11 16:40:17 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.722 152 152275 20.000 ng 0.00
21) Naphthalene-d8 8.004 136 321185 20.000 ng # 0.00
39) Acenaphthene-di10 9.769 164 654494 20.000 ng 0.01
64) Phenanthrene-d10 11.239 188 475302 20.000 ng 0.00
76) Chrysene-di12 13.874 240 382087 20.000 ng 0.00
86) Perylene-di12 15.292 264 479140 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.340 112 82689 8.203 ng 0.01

7) Phenol-dé6 6.381 99 507490 40.561 ng 0.01
23) Nitrobenzene-d5 7.287 82 702867 118.121 ng 0.00
42) 2,4,6-Tribromophenol 10.557 330 180679 27.450 ng 0.00
45) 2-Fluorobiphenyl 9.098 172 1300917 33.254 ng 0.01
79) Terphenyl-di4 12.821 244 891022 40.219 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 2.369 88 14666 3.137 ng # 1

4) n-Nitrosodimethylamine 2.975 42 28587 4.444 ng # 1

6) Aniline 6.398 93 70113 4.351 ng # 1

9) Benzaldehyde 6.275 77 4724 Below Cal # 1
10) Phenol 6.398 94 1112885 80.627 ng 97
11) bis(2-Chloroethyl)ether 6.398 93 70113 6.769 ng # 1
15) Benzyl Alcohol 6.892 79 191420 22.148 ng 99
20) 3+4-Methylphenols 7.151 107 303677 27.515 ng # 56
22) Acetophenone 7.134 105 53622 7.207 ng # 95
24) Nitrobenzene 7.351 77 27672 4.589 ng # 45
25) Isophorone 7.287 82 702460 62.177 ng # 63
27) 2,4-Dimethylphenol 7.839 122 11203 2.246 ng 88
31) Naphthalene 8.022 128 49603 3.089 ng # 66
35) Caprolactam 8.445 113 5007 3.283 ng # 1
36) 4-Chloro-3-methylphenol 8.575 107 21798 4.453 ng # 28
37) 2-Methylnaphthalene 8.739 142 63978 5.828 ng 93
38) 1-Methylnaphthalene 8.833 142 44622 4.345 ng 100
53) 3-Nitroaniline 9.563 138 144813 11.857 ng # 7
63) Azobenzene 10.475 77 289361 6.337 ng # 1
67) 4-Bromophenyl-phenylether 10.557 248 12353 2.396 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_F\Data\BF@051123\
Data File : BF133360.D

Acqg On : 11 May 2023 18:09
Operator : CG\JU

Sample : 02744--01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Time: May 11 18:29:31 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu May 11 16:40:17 2023

Response via : Initial Calibration

Abundance TIC: BF133360.D\data.ms
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Abundance Scan 791 (6.739 min): BF133113.D\data.ms (-78 #1
150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.722 min Scan# 7{gSidtipgl=lpies
Ref 50 115.0 Delta R.T. -0.000 min |
521 78.1 Lab File: BF133360.D |QUCHIEEINEICIE
Acq: 11 May 2023 18:09 EHECIRAVENISES
0\u‘iu‘!‘\“\u“!‘i\“\‘u‘u‘\‘i“\u\‘\‘\“\“\‘uu‘uu‘uu
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 152275
Abundance  Scan 788 (6.722 min): BF133360.D\datams | 10N Ratlo Lower Upper
60.0 152 100
150 159.3 124.8 187.2
115 62.7 49.9 74.9
Raw  5p 150.0
Abundance
g7.1 115.0 ‘ 300000
0 37 H‘!u‘”“”uw‘“H“H“‘\“H“Hw“\“””“”‘z‘qz-‘c‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 788 (6.722 min): BF133360.D\data.ms (-777 200000 6.n122
60.0 150.0
Sub 100000
50 115.0
87.1
037FH12°7-C O
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.65 6.70 6.75 6.80
Abundance Scan 52 (2.393 min): BF133113.D\data.ms (-47) #2
88.1 1,4-Dioxane
58.0 Concen: 3.137 ng
RT: 2.369 min Scan# 48
Ref 50 Delta R.T. ©.006 min
43.0 Lab File: BF133360.D
‘ ‘ Acq: 11 May 2023 18:09
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 88 Resp: 14666
Abundance  Scan 48 (2.369 min): BF133360.D\datams | 100 Ratio Lower Upper
45.1 88 100
58 13.8 64.7 97 .1#
43 767.1 26.2 39.2#
Raw 50
Abundance
|| 570 7ﬁ-1 88.0 60000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 48 (2.369 min): BF133360.D\data.ms (-1) (
450 40000
sub o 20000
.36
57.0 74.0 88.0
bt S
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 2.30 2.35 2.40
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Abundance Scan 164 (3.051 min): BF133113.D\data.ms (-15 #4
1

74. n-Nitrosodimethylamine
Concen: 4.444 ng
RT: 2.975 min Scan# 1{giidtipgl=lpiss
Ref 50 Delta R.T. -0.047 min
Lab File: BF133360.D (GUCINEETIEIR
Acq: 11 May 2023 18:09 EHECIRAVENISES
old 1329 2071 2674 3410 Als.
miz--> 50 100 150 200 250 300 350 400 18t Ion: 42 Resp: 28587
Abundance  Scan 151 (2.975 min): BF133360.D\datams 10" Ratio Lower Upper
45.0 42 100
74 273.1 98.0 147.0#
44 20.2 5.8 8.8#
Raw 50
Abundance
‘ ’ 30000M
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 151 (2.975 min): BF133360.D\data.ms (-14
69.0 20000
2.975
sub -y 10000
M
G‘MJ‘t‘\w“\w“w“‘w“‘w“‘w“‘w‘ ARSI A
miz--> 50 100 150 200 250 300 350 400 Time->  2.90 2.95 3.00 3.05
Abundance Scan 554 (5.345 min): BF133113.D\data.ms (-54 #5
112.1 2-Fluorophenol
Concen: 8.203 ng
64.0 RT: 5.340 min Scan# 553
Ref 50 Delta R.T. ©.012 min
Lab File: BF133360.D
201 “ H) Acq: 11 May 2023 18:09
0“M‘“”W”H“§“W‘w"w“www“w“w“ww‘w‘
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:112 Resp: 82689
Abundance  Scan 553 (5.340 min): BF133360.D\data.ms Ion Ratio Lower Upper
112.0 112 100
56.1 64 54.6 46.8 70.2
63 31.4 23.8 35.8
Raw 50
Abundance
‘ 83.1 5.340
0 s 25000
m/z--> 40 60 80 100 120 140 160 180 200 20000
Abundance Scan 553 (5.340 min): BF133360.D\data.ms (-50
1120 15000
56.0
Sub 10000
50
5000
‘ 83.1‘
O‘HW‘W‘MNHﬁhW‘M"w‘w‘w“w‘w‘\w‘%qn% e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 530 5.40
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Abundance Scan 734 (6.404 min): BF133113.D\data.ms (-72 #6

93.1 Aniline
Concen: 4.351 ng
RT: 6.398 min Scan# 71EdtlEgies
Ref 50 66.1 Delta R.T. 0.012 min |
Lab File: BF133360.D [(GICHIEEIel(EI(6R
39.0 Acq: 11 May 2023 18:09 HECIRANEINSS
Oﬁ—y—iﬁ‘\‘\”l“\““{“u\“HH\‘H\\‘uu‘uu‘u
m/z--> 40 60 80 100 120 140 160 T8t Ion: 93 Resp: 76113
Abundance  Scan 733 (6.398 min): BF133360.D\datams 10" Ratio Lower Upper
94.1 93 100
66 943.1 31.5 47 .3#
65 741.7 16.4 24 .64
Raw 50
66.1 Abundance
39.1
0l ‘\“‘ ‘\‘H‘\‘ o ‘\\‘ \‘ ‘Jr¥4;-%‘173‘3‘-?‘ ‘:!-59“0‘ 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (6.398 min): BF133360.D\data.ms (-68
94.1 200000
Sub 50
66.1 100000
39.1 6358
oL~ \‘M 129.1  159.0 T R EEEERE
m/z--> 40 60 80 100 120 140 160 Time-->  6.30 6.40 6.50
Abundance Scan 730 (6.381 min): BF133113.D\data.ms (-72 #7
99.1 Phenol-d6
Concen: 40.561 ng
RT: 6.381 min Scan# 730
Ref 50 Delta R.T. ©0.012 min
Lab File: BF133360.D
42.0 ‘ Acq: 11 May 2023 18:09
G“MUW“Ww‘“ — “%S}ﬁ
miz--> 50 100 150 200 250 Tgt IOI’]Z.99 Resp: 507490
Abundance  Scan 730 (6.381 min): BF133360.D\datams | 100 Ratio Lower Upper
99.1 99 100
42 19.7 16.3 24.5
71 31.6 25.6 38.4
Raw 50
Abundance
421 6.381
0 W‘H\L\ e era
miz--> 50 100 150 200 250
Abundance Scan 730 (6.381 min): BF133360.D\data.ms (-67
99.0 200000
Sub
50 100000
oLy, H\H \\ R — T =
miz--> 50 100 150 200 250 Time--> 6.35 6.40 6.45
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Abundance Scan 733 (6.398 min): BF133113.D\data.ms (-72 #10
94.1 Phenol
66.1 Concen: 80.627 ng
' RT: 6.398 min Scan# 7USATERE
Ref 50 Delta R.T. ©0.018 min \A_
39.0 Lab File: BF133360.D [(ClEhISEIelEIl0H
Acq: 11 May 2023 18:09 EHECIRAVENISES
0 t \‘i”‘ TT M\ “ T \:\l:!_?.\l\ LI L B
m/z--> 40 60 80 100 120 140 160 T8t Ion: 94 Resp: 1112885
Abundance  Scan 733 (6.398 min): BF133360.D\datams 10" Ratio Lower Upper
94.1 94 100
65 27.4 8.6 48.6
66 34.9 17.3 57.3
Raw 50
66.1 Abundance
39.1
‘ 1000000 6.398
0 T \““ \‘\H\‘\ “‘\ T \ T ‘ T \“\ “ \J\-]\-4\'.‘J-\J-\3\3\.0‘\ \]\-\\r’g‘.\o\
miz--> 40 60 80 100 120 140 160 800000
Abundance Scan 733 (6.398 min): BF133360.D\data.ms (-67
94.1 600000
Sub 400000
50
66.0 200000
39.1
ol il 11501330 1590 -
miz--> 40 60 80 100 120 140 160 Time-->  6.30 6.40 6.50
Abundance Scan 746 (6.475 min): BF133113.D\data.ms (-74 #11
63.0 93.0 bis(2-Chloroethyl)ether
' Concen: 6.769 ng
RT: 6.398 min Scan# 733
Ref 50 Delta R.T. -0.065 min
Lab File: BF133360.D
Acq: 11 May 2023 18:09
a3 | | 1421
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 I8t Ion: 93 Resp: = 70113
Abundance  Scan 733 (6.398 min): BF133360.D\datams | 10" Ratio Lower Upper
94.1 93 100
63 196.1 60.6 100.6#
95 183.1 12.9 52.9%#
Raw 50
66.1 Abundance
39.1
0 T ““ \ ‘\H\‘ T “\‘ T \ T T \“\ | \]\_]\-4\.1\]_\3\3\.0 T ]\-\59‘\0\
l I I I I I 60000
miz--> 40 60 80 100 120 140 160
Abundance Scan 733 (6.398 min): BF133360.D\data.ms (-69
94.1 40000 6.398
Sub 50
66.1 20000
39.0
ol u“‘ el A7 1401 159.0 E————————_
miz--> 40 60 80 100 120 140 160 Time->  6.30 6.40 6.50
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Abundance Scan 816 (6.886 min): BF133113.D\data.ms (-81 #15

79.1 1081 150.0 Benzyl Alcohol
Concen: 22.148 ng
RT: 6.892 min Scan# S1ELidllEies
Ref 50 Delta R.T. ©0.024 min
52.1 Lab File: BF133360.D [(GICHIEEIel(EI(6R
Acq: 11 May 2023 18:09 EHECIRAVENISES
0! ‘MNH“\‘\H“H‘“H\‘\“‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 79 Resp: 191420
Abundance  Scan 817 (6.892 min): BF133360.D\datams | 100 Ratlo Lower Upper
79.1 79 100
108.1 108 81.9 66.6 99.8
77 62.4 49.2 73.8
Raw 50
51.0 Abundance
6.892
o w‘ﬂ“v Mpplionl | . 1361 2069 150000 m
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 817 (6.892 min): BF133360.D\data.ms (-76
791 1081 100000
Sub
50 50000
51.0
GH“\HM“\‘U”‘H"H“w”‘“‘\‘17‘3‘6\4‘H\H“\“‘%Qg"g 0 SNERRERARARRARRE
miz--> 40 60 80 100 120 140 160 180 200 Time-->  6.85 6.90 6.95

Abundance Scan 862 (7.157 min): BF133113.D\data.ms (-85 #20

107.1 3+4-Methylphenols
Concen: 27.515 ng
43.0 RT: 7.151 min Scan# 861
Ref 50 Delta R.T. ©0.006 min
Lab File: BF133360.D
‘ ‘ Acq: 11 May 2023 18:09
0 “L“‘““‘u‘%‘“l L ‘ | 1940 2530 327.1 4013
miz--> 50 100 150 200 250 300 350 400 '8t Ion:1@7 Resp: 303677
Abundance  Scan 861 (7.151 min): BF133360.D\data.ms Ion Ratio Lower Upper
107.1 107 100
168 81.2 70.5 110.5
77  26.9 91.7 131.7#
Raw s5g 79 19.6 7.1 47.1
Abundance
53.0
i
0‘”H‘M"H“\‘“‘\“‘.‘\‘“‘\““\““\““\“
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 861 (7.151 min): BF133360.D\data.ms (-80
107.1 150000
Sub 100000
50
50000
53.0‘
0"VJ”“"‘J“\‘”‘\1‘7‘3"‘1\‘”w”‘w”w”w” O
miz--> 50 100 150 200 250 300 350 400 Time--> 712 7.14 7.16
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Abundance Scan 1009 (8.022 min): BF133113.D\data.ms (-1 #21

136.2 Naphthalene-d8
Concen: 20.000 ng
RT: 8.004 min Scan# 1([EidlilEies
Ref 50 Delta R.T. -0.006 min
Lab File: BF133360.D [(GICHIEEIel(EI(6R
54.1 Acq: 11 May 2023 18:09 EHECIRAVENISES
OL— “‘ \‘H\ H%O\.]‘-“\ T \“‘\ 7T \1\9(\)9\22\2\8\ T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.36 RESpZ 321185
Abundance Scan 1006 (8.004 min): BF133360.D\datams 10" Ratio Lower Upper
741 136 100
137 11.1 8.6 13.0
54 12.5 7.0 10.44#
Raw 5g 68 11.9 5.4  8.2#
41.1 Abundance
136.1
‘ ‘ 400000
S D . 2 W
m/z--> 50 100 150 200 250 300000
Abundance Scan 1006 (8.004 min): BF133360.D\data.ms (-9
73.0
200000
Sub 50
411 136.1 100000
oL \h\‘ ‘\‘ “ : “‘ T ‘2‘8‘2": 01 T
m/z--> 50 100 150 200 250 Time--> 7.95  8.00

Abundance Scan 861 (7.151 min): BF133113.D\data.ms (-85 #22

77.0 105.1 Acetophenone
Concen: 7.207 ng
RT: 7.134 min Scan# 858
Ref 50| 430 Delta R.T. -0.006 min
Lab File: BF133360.D
‘ *301 Acq: 11 May 2023 18:09
ol NMH; bedslla o 202 10402211
miz--> 40 60 80 100 120 140 160 180 200 220 = '8t Ion:1@5 Resp: 53622
Abundance  Scan 858 (7.134 min): BF133360.D\data.ms Ion Ratio Lower Upper
105.1 105 100
430 11 71 19.3 4.6 7.04#
51 34.3 28.2 42.2
Raw 5o 120  23.4 18.4 27.6
Abundance
‘ ‘ ‘ 60000
0 ‘NWMWUMMMWw‘y}ﬁf}%‘u‘%7ﬁ}%“w“‘w“
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 858 (7.134 min): BF133360.D\data.ms (-80 40000
105.1
771
sub o 20000
Ok 1308 1731 N
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 710 715
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Abundance Scan 887 (7.304 min): BF133113.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
Concen: 118.121 ng
RT: 7.287 min Scan#t S{pSiiiglElies
54.1 128.1 j
Ref 50 : Delta R.T. -0.006 min |
Lab File: BF133360.D (SlUEEHISEIIAEIE
Acq: 11 May 2023 18:09 EHECIRAVENISES
0\\\‘“\\‘J‘\‘\‘\\H“\\\\“\\H‘H‘H‘HH‘HH‘?—\Q?’\.‘:‘_
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 702867
Abundance  Scan 884 (7.287 min): BF133360.D\datams 10" Ratlo Lower Upper
83.1 82 100
128 45.5 37.7 56.5
54 52.3 43.0 64.4
Raw go| 241 128.1
Abundance
7.287
Ol Lo Ll 1070 | 1551
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 884 (7.287 min): BF133360.D\data.ms (-83
82.1 400000
Sub 54.0
50 128.0 200000
Y OO A N S - S O
miz--> 40 60 80 100 120 140 160 180 Time-> 7.20 7.25 7.30 7.35
Abundance Scan 890 (7.322 min): BF133113.D\data.ms (-88 #24
71.0 Nitrobenzene
Concen: 4.589 ng
51.0 RT: 7.351 min Scan# 895
Ref 50 1231 Delta R.T. ©.041 min
Lab File: BF133360.D
Acq: 11 May 2023 18:09
GH\”“\‘\“M“\‘\\‘h\‘“\H‘\‘HHMH\‘HH‘H\\‘\\\\2‘(\)\7\']\.
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 77 Resp: 27672
Abundance  Scan 895 (7.351 min): BF133360.D\datams | 10N Ratlo Lower Upper
107.1 77 100
123 2.2 39.9 59.9#
65 14.7 10.7 16.1
Raw 50
43.0 77.0 Abundance
30000
135.1
0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 895 (7.351 min): BF133360.D\data.ms (-83 20000 7.351
107.1
Sub
50 10000
430 711
| ‘ 135.0 ol
0! el e e e
m/z-—-> 40 60 80 100 120 140 160 180 200 Time-> 7.30 7.35 7.40
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Abundance Scan 931 (7.563 min): BF133113.D\data.ms (-92 #25

82.1 Isophorone
Concen: 62.177 ng
RT: 7.287 min Scan# S8l e
Ref 50 Delta R.T. -0.259 min \A_
Lab File: BF133360.D [(GICHIEEIel(EI(6R
39.1 138.1 Acq: 11 May 2023 18:09 W=elRAIENIS
0\\\"‘\\‘\“‘\‘\H\H“‘HH‘J\-]TQI\J-“HH"HH‘HH
m/z--> 80 100 120 140 160 Tgt IOHZ‘SZ RESpZ 702460
Abundance Scan 884 (7.287 min): BF133360.D\datams 100 Ratio Lower Upper
82.1 82 100
95 0.1 5.4 8.0#
138 0.0 16.0 24.0#
Raw 5 54.1 128.1
Abundance
7.287
ol Lol o1 155.1
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 600000
Abundance Scan 884 (7.287 min): BF133360.D\data.ms (-87
82.0
4 400000
Sub 54.0
50 128.1 200000
Ol bl 20221851 ol A
miz--> 40 60 80 100 120 140 160  Time—> 7.25 7.30 7.35

Abundance Scan 952 (7.686 min): BF133113.D\data.ms (-94 #27

107.1 2,4-Dimethylphenol
Concen: 2.246 ng
RT: 7.839 min Scan# 978
Ref 50 Delta R.T. ©0.171 min
77.0 Lab File: BF133360.D
391 ‘ Acq: 11 May 2023 18:09
G\\\"‘\\“”‘\i‘\‘\\\“‘\\‘}H\‘H‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:122 Resp: 11263
Abundance  Scan 978 (7.839 min): BF133360.D\datams | 10N Ratlo Lower Upper
731 122 100
107 94.7 89.7 134.5
121 53.9 46.0 69.0
Raw 50
41.1 Abundance
101.1 8000 7.839
Ol \H\‘\ T \‘“\‘\ “\‘\‘\ ) “\ T \‘H‘\Z\g\ \1‘ TT \:\L‘Gﬁ \O\ BRE \2‘0\\7\(\]
m/z--> 40 60 80 100 120 140 160 180 200 6000
Abundance Scan 978 (7.839 min): BF133360.D\data.ms (-89
73.0
4000
Sub 50
41.1 2000
101.1
ol L ess a0 aore I
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.80 7.85 7.90
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Abundance Scan 1013 (8.045 min): BF133113.D\data.ms (-1 #31

128.0 Naphthalene
Concen: 3.089 ng
RT: 8.022 min Scan#t 1({gSuiiiglEies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF133360.D (SlUEEHISEIIAEIE
. POSIP L -OILYWATER
510 10‘2 1 H Acq: 11 May 2023 18:09
0\\\‘\\“\\‘\\\\‘\\\\“\\\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:128 Resp: 49603
Abundance Scan 1009 (8.022 min): BF133360.D\datams 10" Ratio Lower Upper
741 128 100
129  33.8 8.8 13.2#
127 18.6 10.7 16.1#
Raw 50
41.1 Abundance
101.1
ol L | p2iisss sz 50000
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 1009 (8.022 min): BF133360.D\data.ms (-9
73.0 30000
Sub 20000
50
41.1
1011 10000
Gm‘i““w‘dw‘m_u‘“‘“Hl“z?(?“l“r’ﬁ"l‘“““39‘379‘ o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.05

Abundance Scan 1086 (8.475 min): BF133113.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 3.283 ng
1131 RT: 8.445 min Scan# 1081
Ref 50 Delta R.T. -0.012 min
Lab File: BF133360.D
‘ Acq: 11 May 2823 18:09
0\\“‘”‘\“‘\\‘\‘\“\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.13 Resp: 5007
Abundance Scan 1081 (8.445 min): BF133360.D\data.ms Ion Ratio Lower Upper
431 881 113 100
55 3075.5 167.1 207.1#
56 1268.6 114.5 154.5#
Raw 50
Abundance
200000
o i J“ | 1892 2070 281,
m/z--> 50 100 150 200 250 150000
Abundance Scan 1081 (8.445 min): BF133360.D\data.ms (-1
59.1
100000
Sub
50 50000
103.1
ol ‘% ““1‘5‘?‘2”2?7‘9 . 28L. ff’%‘ﬁ”
m/z--> 50 100 150 200 250 Time--> 8.40 8.45
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Abundance Scan 1104 (8.580 min): BF133113.D\data.ms (-1 #36

1071 140 4-Chloro-3-methylphenol
Concen: 4.453 ng
RT: 8.575 min Scan# 11EdllEies
Ref 50 77.1 Delta R.T. ©.006 min A_
Lab File: BF133360.D [(GICHIEEIel(EI(6R
51‘0 Acq: 11 May 2023 18:09 W=elRAIENIS
0\\\‘\\‘\H\‘\\\m\‘\\\\‘\\‘\\‘\\\\‘H\\\\‘\\\\‘\\ .e . 2 98
m/z--> 40 60 80 100 120 140 160 180 '8t Ion:1@87 Resp: 17
Abundance Scan 1103 (8.575 min): BF133360.D\datams = 10N Ratlo Lower Upper
0 107 100
144 7.4 20.6 30.8#
142 5.0 62.8 94.2#
Raw 50
Abundance
39 . 115.1 8475
0 37.1158.2178.0
miz--> 40 60 80 100 120 140 160 180 10000
Abundance Scan 1103 (8.575 min): BF133360.D\data.ms (-1
60.0
Sub 5000
50
129.1
o s a7 0
SRBESESISRSEINS {SVESLNTIN W PPN 0 S5 S U S -
miz--> 40 60 80 100 120 140 160 180 Time-> 855 8.60
Abundance Scan 1130 (8.733 min): BF133113.D\data.ms (-1 #37
142.1 2-Methylnaphthalene
Concen: 5.828 ng
RT: 8.739 min Scan# 1131
Ref 50 Delta R.T. ©0.018 min
1151 Lab File: BF133360.D
Acq: 11 May 2823 18:09
o 39.1 63.0 891 a Y
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:142 Resp: 63978
Abundance Scan 1131 (8.739 min): BF133360.D\data.ms Ion Ratio Lower Upper
142.1 142 100
141 93.0 69.4 104.0
Raw 50
411 811 1151 Abundance
' 80000 8.739
0 ‘ MH“ \‘H\h\“‘ ‘\ ‘\ T H‘ ‘\ \ \‘ T ‘]-\7\0\.\2‘ L \2‘(\)\7\.]\_
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1131 (8.739 min): BF133360.D\data.ms (-1
142.1
40000
Sub 50
20000
81.1
110.1
b 2200 b i 1702 2071 ]
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.70 8.75
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Abundance Scan 1147 (8.833 min): BF133113.D\data.ms (-1 #38

1421 1-Methylnaphthalene
Concen: 4.345 ng
RT: 8.833 min Scan#t 11gSuiiinglElies
Ref 50 Delta R.T. ©0.012 min |
1151 Lab File: BF133360.D (@UEHlsEinlelEERE
Acq: 11 May 2023 18:09 EHECIRAVENISES
390, 990, 691 | Lo
0\\\“\\“\\“\‘\“\“\‘\”\H‘\H”\“\‘H\i\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:142 Resp: 44622
Abundance Scan 1147 (8.833 min): BF133360.D\datams = 10N Ratlo Lower Upper
691 142 100
M1 141 91.6 73.1 109.7
Raw 5o 142.1
Abundance
115.1 8.833
0 ]T\.‘:\I‘-‘“HV \‘M ;“ ‘1‘\ \‘\1“6\6\.\0\ T 50000
m/z-—-> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1147 (8.833 min): BF133360.D\data.ms (-1
69.1 30000
20000
sub 142.1
43.1 10000
‘ H‘ 113.1
P T 1 S S TS 1 CE ) U ——
mlz-—-> 40 60 80 100 120 140 160 180 Time--> 8.80 8.85

Abundance Scan 1307 (9.774 min): BF133113.D\data.ms (-1 #39
164.2 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.769 min Scan# 1306

Ref 50 Delta R.T. ©.012 min

Lab File: BF133360.D

Acq: 11 May 2023 18:09

106.1132.1

0,
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:164 Resp: 654494
Abundance Scan 1306 (9.769 min): BF133360.D\datams = 10N Ratlo Lower Upper
163.1 164 100

162 79.3 78.7 118.1
1606 35.9 35.8 53.6

Raw 50
Abundance
911 1351 0769
411 ‘ ‘ ﬁ
0 \‘m D w‘\”\ el i mjﬂw ‘191.1 220.3
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\ 300000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1306 (9.769 min): BF133360.D\data.ms (-1
163.1 200000
Sub
50 100000
011 1851
41.1
0' 191.1220.3 O\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 9.70 9.80 9.90
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Abundance Scan 1441 (10.563 min): BF133113.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 27.450 ng
RT: 10.557 min Scan# 14{[{dValcliss

Ref 50 620 Delta R.T. ©.006 min o
141.0 Lab File: BF133360.D (GUEWEENIIEIRE
2219 Acq: 11 May 2023 18:09 WHSClNAVENNS:
0! 02 HM\\“MH\L\HH‘H
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 180679

Abundance Scan 1440 (10.557 min): BF133360.D\data.ms 10N Ratio Lower Upper
3206 330 100

332 98.3 77.1 115.7
141 36.1 25.8 38.8

7]

Raw 50
62.0 141.0 Abundance
H 221.9 10.p57
200000
ok MMMMMEPLQ %?91‘ m ?BQ;‘H“
miz--> 50 100 150 200 250 300
Abundance Scan 1440 (10.557 min): BF133360.D\data.ms (- +20000
320.¢
100000
Sub
50
62.0
141.0 50000
H 221.9
ob waﬂ c““W‘}WQ;“W“?§Q;““ o
miz--> 50 100 150 200 250 300 Time-->  10.50 10.60

Abundance Scan 1192 (9.098 min): BF133113.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 33.254 ng
RT: 9.098 min Scan# 1192
Ref 50 Delta R.T. ©0.012 min
Lab File: BF133360.D
Acq: 11 May 2023 18:09
G 51 1 HH8ET\ O 120 1 | 14\6\\1 | ‘ q y
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 1360917
Abundance Scan 1192 (9.098 min): BF133360.D\datams 100 Ratio Lower Upper
1721 172 100
171 36.0 28.8 43.2
1706 24.0 19.4 29.2
Raw 50
Abundance
9.098
o 510 B%1 1201 1461 || 1g60
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 1192 (9.098 min): BF133360.D\data.ms (-1
172.1
Sub 500000
50
85.1 LAAAA?
ob 210 YT 1201100 [ 1960 Ol
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.00 9.10 9.20
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Abundance Scan 1300 (9.733 min): BF133113.D\data.ms (-1 #53

65.1 92.1 138.1 3-Nitroaniline
Concen: 11.857 ng
RT: 9.563 min Scan# 1EdllEgies
Ref 50 Delta R.T. -0.153 min |
39.0 Lab File: BF133360.D |QUCHISERIEICE
Acq: 11 May 2023 18:09 EHECIRAVENISES
0! H‘\‘\\”\‘\1\\‘\H\“HH‘\H\‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200220 18t Ion:138 Resp: 144813
Abundance Scan 1271 (9.563 min): BF133360.D\datams = 10N Ratlo Lower Upper
458.1 138 100
138.2 108 1.9 8.0 12.0#
92 2.6 83.6 125.4#
Raw 50
192 Abundance
89.1 9.563
ok ‘L\M 205.1 80000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1271 (9.563 min): BF133360.D\data.ms (-1 60000
45.0
138.2
40000
Sub
50 179.2
20000
89.0
o A Al d by il 205 o
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 950 9.60 9.70
Abundance Scan 1426 (10.474 min): BF133113.D\data.ms (- #63
71.1 Azobenzene
Concen: 6.337 ng
RT: 10.475 min Scan# 1426
Ref 50 Delta R.T. ©0.012 min
51.1 1051 182.1 Lab File: BF133360.D
‘ | 1521 Acq: 11 May 2023 18:09
GH\“‘H‘M”HH\H\‘\‘H\‘\H\‘H‘\‘\‘\H\“HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200220 18t Ion: 77 Resp: 289361
Abundance Scan 1426 (10.475 min): BF133360.D\datams 190 Ratio Lower Upper
105.0 77 100
182 75.8 5.9 45 .9#
77.1 105 157.1 2.3 42 .34#
Raw 5 182.1 51 41.7 11.1 51.1
Abundance
510 500000
fo "l Dot il 15%'1 I 208.0
AR RN RN R RE R R EERRE RN 400000
m/z--> 40 60 80 100 120 140 160 180 200 220 10475
Abundance Scan 1426 (10.475 min): BF133360.D\data.ms (- '
= 300000
105.0
200000
Sub 7.1 182.1
50 A
100000 a
51.0 L
S N Y R e—— e
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.40 10.50
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Abundance Scan 1559 (11.257 min): BF133113.D\data.ms (1 #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.239 min Scan# 1{Eigil=lies
Ref 50 Delta R.T. ©.000 min \A_
Lab File: BF133360.D (GUCINEETIEIR
80.1 Acq: 11 May 2023 18:09 =SSlINANEINS:
158.1
0 \4\2.:‘[\‘\”\‘ “ 1\18\]\_\ “‘\‘ t \M\ T T \.‘ T
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 475302
Abundance Scan 1556 (11.239 min): BF133360.D\data.ms 10" Ratlo Lower Upper
188.2 188 100
94 12.4 9.7 14.5
80 12.5 10.4 15.6
Raw 50
Abundance
11.239
15 500000
o 4%‘1”‘ I \\ 117.1 - ? i 21822482
T T ‘ T T T T T \ \ T T T \ T T T T T ‘ T T
m/z--> 50 100 150 200 250 400000
Abundance Scan 1556 (11.239 min): BF133360.D\data.ms (-
188.2 300000
Sub 200000
50
100000
80.1
158.1
old21y | | 1173 T || 21820482 0
Co el et e
m/z--> 50 100 150 200 250  Time--> 11.20 11.30
Abundance Scan 1482 (10.804 min): BF133113.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
1411 Concen: 2.396 ng
77.0 RT: 10.557 min Scan# 1440
Ref 50 Delta R.T. -0.229 min

Lab File: BF133360.D
Acq: 11 May 2023 18:09

%J“ Uil ‘ .. 180.0

m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 12353
Abundance Scan 1440 (10.557 min): BF133360.D\datams = 10N Ratlo Lower Upper

C

320.¢ 248 100
250 209.7 78.7 118.1#
141 447.8 56.3 84 .5#
Raw 50
62.0 141.0 Abundance
‘ H 221.9
oLl M A0, | 2791 Y gee1 || 60000
m/z--> 0 100 150 200 250 300
Abundance Scan 1440 (10.557 min): BF133360.D\data.ms (-
320.¢ 40000
Sub
50 400 20000 10.857
143.0
H 221.9
0\“\“““”‘104»0 H ‘ \‘\U“h\\)‘?gql;\‘\\ ‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 Time--> 10.50 10.55 10.60
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Abundance Scan 2007 (13.892 min): BF133113.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.874 min Scan#t 2{gSagilnlEalee
Ref 50 Delta R.T. -0.006 min |
1401 Lab File: BF133360.D [(ClEhISEIelEIl0H
104 : ‘ Acq: 11 May 2023 18:09 EHECIRAVENISES
[ \”5‘7‘\.]“-‘\ t "“\‘mﬂ.\ T L \‘\179\4;.%\““\“”“ T [T T
m/z--> 50 100 150 200 250 300 350 Tgt Ion:248 Resp: 382087
Abundance Scan 2004 (13.874 min): BF133360.D\datams = 10N Ratlo Lower Upper
24p.2 240 100
120 12.0 10.5 15.7
236 27.4 21.5 32.3
Raw 50
Abundance
400000 13.874
120.1
0 L\“ﬁ.‘]&'\ s ‘A\“U T ‘1\79\1\ T o \h““ T \2\9\6‘\1\3\4\1‘3\ T
miz--> 50 100 150 200 250 300 350 300000
Abundance Scan 2004 (13.874 min): BF133360.D\data.ms (-
24p.2
200000
Sub
50 100000
120.1
042'1 | MH 184'2\\ ul 285.1 332.3
r et el S99 SR e
miz--> 50 100 150 200 250 300 350 Time->  13.80 13.90

Abundance Scan 1829 (12.845 min): BF133113.D\data.ms (- #79

244.3 Terphenyl-di4

Concen: 40.219 ng

RT: 12.821 min Scan# 1825
Ref 50 Delta R.T. -0.006 min

Lab File: BF133360.D

122.1 Acq: 11 May 2023 18:09
o421 821 | 10021982 Ll

miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 891022
Abundance Scan 1825 (12.821 min): BF133360.D\data.ms ~ 1on  Ratlo Lower Upper
244.3 244 100
212 6.4 5.1 7.7
122 13.2 8.6 13.0#
Raw 50
Abundance
122.1 4664 1000000 12.821
OL— ‘96‘.\01‘ - T Ly ‘\‘ Ty T ‘1"\ \1\9?.\ by hl““‘ \2\7§\3
m/z--> 50 100 150 200 250 800000
Abundance Scan 1825 (12.821 min): BF133360.D\data.ms (-
244.3 600000
Sub 400000
50
200000
122.1
oL eso  TU011ggs | g4 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 2248 (15.309 min): BF133113.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.292 min Scan#t 2[gSagilnlcalee
Ref 50 Delta R.T. ©0.000 min
1321 Lab File: BF133360.D (SlUEEHISEIIAEIE
Acq: 11 May 2023 18:09 EHECIRAVENISES
RN CEROY SV ET
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 479146
Abundance Scan 2245 (15.292 min): BF133360.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 24.2 18.8 28.2
265 21.2 17.0 25.4
Raw 50
Abundance
1321 ao0000]  1OP%?
030 | | sesws
miz--> 50 100 150 200 250 300 350 300000
Abundance Scan 2245 (15.292 min): BF133360.D\data.ms (-
264.1
200000
Sub 50
100000
132.0
o760 | 21 | mimes N N
miz--> 50 100 150 200 250 300 350  Time->  15.20 15.30 15.40
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