Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P4103-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Time: Sep 20 13:28:38 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat Sep 14 02:58:23 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.875 152 75553 20.000 ng 0.00
21) Naphthalene-d8 8.163 136 249625 20.000 ng # 0.00
39) Acenaphthene-di10 9.922 164 120674 20.000 ng 0.00
64) Phenanthrene-d10 11.404 188 199719 20.000 ng # 0.00
76) Chrysene-di12 14.039 240 140700 20.000 ng # 0.00
86) Perylene-di12 15.509 264 103274 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.492 112 390489 84.315 ng 0.00

7) Phenol-dé6 6.504 99 510408 83.963 ng 0.00
23) Nitrobenzene-d5 7.439 82 345794 65.123 ng 0.00
42) 2,4,6-Tribromophenol 10.710 330 91246 71.024 ng 0.01
45) 2-Fluorobiphenyl 9.245 172 484897 56.357 ng 0.01
79) Terphenyl-di4 12.986 244 428483 49.986 ng 0.00

Target Compounds Qvalue
18) Hexachloroethane 7.410 117 6084 2.915 ng # 1
19) n-Nitroso-di-n-propyla... 7.304 70 16920 4.697 ng # 67
25) Isophorone 7.686 82 52492 6.251 ng # 1
26) 2-Nitrophenol 7.781 139 11838 5.560 ng # 1
27) 2,4-Dimethylphenol 7.822 122 16162 5.755 ng # 1
32) Benzoic acid 7.951 122 12342 4.696 ng # 7
35) Caprolactam 8.598 113 161249 146.920 ng # 18
36) 4-Chloro-3-methylphenol 8.698 107 35851 8.792 ng # 26
43) 2,4,6-Trichlorophenol 9.157 196 5511 2.368 ng # 13
44) 2,4,5-Trichlorophenol 9.157 196 5511 2.245 ng # 1
51) 2,6-Dinitrotoluene 9.692 165 5475 3.120 ng # 41
53) 3-Nitroaniline 9.875 138 6786 3.870 ng # 24
54) 2,4-Dinitrophenol 10.210 184 5497 5.622 ng 91
56) 4-Nitrophenol 10.033 139 3852 2.655 ng # 1
63) Azobenzene 10.627 77 29731 3.698 ng # 17
66) n-Nitrosodiphenylamine 10.574 169 39830 6.821 ng # 48
78) Pyrene 12.839 202 31071 2.572 ng # 92
88) Benzo(b)fluoranthene 15.080 252 13469 2.115 ng # 63
89) Benzo(k)fluoranthene 15.080 252 12958 2.207 ng # 62
92) Benzo(g,h,i)perylene 17.427 276 10641 2.118 ng # 93

(#) = 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\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Sep 20 13:28:38 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat Sep 14 02:58:23 2024

Response via : Initial Calibration

Abundance TIC: BF139497.D\data.ms
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Abundance Scan 814 (6.881 min): BF139349.D\data.ms (-80 #1

150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.875 min Scan# 8UgSiAtTIEls

Ref 50 115.0 Delta R.T. -0.006 min _
52.1 78.1 Lab File: BF139497.D (®IEIEEGI]E(08
‘ ‘ ‘ Acq: 20 Sep 2024 12:50 WML
oL Wm H“\‘\ e \‘H\\‘\“‘g“““ “““““!w\‘\““
miz--> 40 60 80 100 120 140 160 Tgt Ton:152 Resp: 75553

Abundance  Scan 813 (6.875 min): BF139497.D\datams | 1N Ratio Lower Upper
1500 152 100

150 159.6 124.1 186.1
115 64.6 48.1 72.1

Raw 50
521 781 1150 Abundance
0! 35'9 | ‘\“ “\\‘HHMH 5h]‘-‘ s \“ e ‘\‘\“ = 80000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 813 (6.875 min): BF139497.D\data.ms (-79 60000
150.0
40000
Sub
50 115.0
52.0 78.1 20000
m/z--> 40 60 80 100 120 140 160 Time--> 6.85 6.90

Abundance Scan 578 (5.493 min): BF139349.D\data.ms (-57 #5
112.1 2-Fluorophenol

64.1 Concen: 84.315 ng
RT: 5.492 min Scan# 578
Ref 50 Delta R.T. -0.001 min

92.0 Lab File: BF139497.D
38.1 501‘ A ‘ Acq: 20 Sep 2024 12:50

111 TP

IR 9. i
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 390489

Abundance  Scan 578 (5.492 min): BF139497 D\datams = 10N Ratio Lower Upper
112.1 112 100

64 69.3 54.8 82.2

o

4.1
6 63 39.0 33.0  49.4
Raw 50
Abundance
92.0 5492
39.1 ‘ J ‘
0 \‘\H‘U‘HH‘ ‘\‘H‘"\‘\‘H‘\‘\7\\9‘\\‘\\‘\\\\‘\\\\‘ ‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 578 (5.492 min): BF139497.D\data.ms (-52
1121
64.1
Sub 100000
50
92.0
o | g | !
m/z--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 540 550 5.60
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Abundance Scan 750 (6.504 min): BF139349.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 83.963 ng
RT: 6.504 min Scan# 7{gSidtipgl=lgies
Ref 50 Delta R.T. -0.000 min |
421 Lab File: BF139497.D [(®ICHIEEIelE(CH
Acq: 20 Sep 2024 12:50 ISR
0 iH‘\‘““U“\\M\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 510408
Abundance  Scan 750 (6.504 min): BF139497.D\datams 10" Ratlo Lower Upper
99.1 99 100
42 25.6 21.9 32.9
71 40.0 34.6 52.0
Raw 50
421 Abundance
6.504
oL, \j\“\ “HUU el ‘1‘37‘-1‘ S 281 300000
m/z--> 50 100 150 200 250
Abundance Scan 750 (6.504 min): BF139497.D\data.ms (-69
99.1 200000
Sub
50 100000
421
0 ‘\H““UH “1‘37"1\””\””\‘2‘8‘17‘ DA LSRR
m/z--> 100 150 200 250 Time—>  6.40 6.50 6.60
Abundance Scan 901 (7.393 mln) BF139349.D\data.ms (-89 #18
6.9 200.9 | Hexachloroethane
Concen: 2.915 ng
165.9 RT: 7.410 min Scan# 904
Ref 50 470 94.0 Delta R.T. ©0.017 min
' Lab File: BF139497.D
‘ ‘ ‘ ‘ Acq: 20 Sep 2024 12:50
ou‘m‘“‘““7‘9"9““‘w.wm“mmwww‘m
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:117 Resp: 6084
Abundance  Scan 904 (7.410 min): BF139497.D\data.ms Ion Ratio Lower Upper
55.1 117 100
119 371.8 75.8 113.8#
97.1 201 ©.0 78.6 118.0#
Raw 50
Abundance
125.1
‘H‘ L] 154.2 15000
0 AN RN RN AR AA SRR RN RN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 904 (7.410 min): BF139497.D\data.ms (-85
55.1 10000
97.1
sub 5000
125.1
A L 2 o=t
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.40
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Abundance Scan 884 (7.293 min): BF139349.D\data.ms (-87 #19

77.1 105.1 n-Nitroso-di-n-propylamine
431 Concen: 4.697 ng
RT: 7.304 min Scan# 8{UgSiidiipl=lgies
Ref 50 Delta R.T. 0.012 min _
Lab File: BF139497.D [(®ICHIEEIelE(CH
‘ ‘ FO 1 Acq: 20 Sep 2024 12:50 ISR
0H“‘\““U‘“\“”“““H\“‘”‘w““*W‘HWHWH\HH\HH
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 7@ Resp: 16920
Abundance  Scan 886 (7.304 min): BF139497.D\datams | 100 Ratlo Lower Upper
41.1 | 69.1 76 100
42 49.6 61.2 91.8#
101 0.0 7.5 11.3#
Raw gg 130 0.0 15.8 23.8#
95.1 Abundance
125.1 7,804
| “ “ 154.2 15000
0 “““‘\""\“‘“\“““\““\““\““
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 886 (7.304 min): BF139497.D\data.ms (-83
9.1 10000
U s 411 95.1 5000
139.2
0 m“ H‘HH‘M‘H\“HU‘]-QQZ‘_HWHH e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 725 7.30 7.35

Abundance Scan 1032 (8.163 min): BF139349.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.163 min Scan# 1032

Ref 50 Delta R.T. -0.000 min
Lab File: BF139497.D
54.1 108.1 Acq: 20 Sep 2024 12:50
0\\\‘\\\“\‘“\‘\\Hiw\\\‘\!\\’\1\‘““\\\\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160 180 18t Ion:136 Resp: 249625
Abundance Scan 1032 (8.163 min): BF139497 D\datams = 10N Ratlo Lower Upper
55.1 136.1 136 100
811 137 15.9 8.6 12.8%
54 22.8 7.8 11.8%
Raw 50 68 22.0 3.6 5.44
109.1 Abundance
1662
0 }‘\ ‘1‘\‘\““ 4 \H\“\‘ T ‘ \H\ TT ’ TTT
m/z--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1032 (8.163 min): BF139497.D\data.ms (-9
136.1 100000
Sub 811
50000
166.2
- 4 ‘\\\\‘\\\\‘\\\\
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 8.10 8.15 8.20
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Abundance Scan 910 (7.445 min): BF139349.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
541 Concen: 65.123 ng
’ RT: 7.439 min Scan#t 9(SiiinglElies
Ref 50 128.1 Delta R.T. -0.006 min \A_
Lab File: BF139497.D [(SUEhISElellEIl0H
‘ Acq: 20 Sep 2024 12:50 ISR
0 \3\6\‘?\‘\“\“\ T i“\‘\‘\‘“i“\ T \‘]‘_(\)7\ \O\ “\ i LB B
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 82 Resp: 345794
Abundance  Scan 909 (7.439 min): BF139497.D\datams 100 Ratio Lower Upper
8.1 82 100
128 38.8 31.8 47.6
54.1 54 61.3 50.6 75.8
Raw 50
1281 Abundance
250000 7.439
0 36 ‘\\\H\ MMHH Iy 10%\]7 T 152.2
‘ T ‘ T ‘ T T ‘ T ‘ T T ‘ T T TT 200000
miz--> 40 60 80 100 120 140 160
Abundance in): g
Scan 909 (7.4332T£n). BF139497.D\datams (-85
54.1 100000
Sub
50 128.1
50000
TN Y o =< 5 N es=—y
m/z—-> 40 60 80 100 120 140 160  Time-> 7.35 7.40 7.45

Abundance Scan 953 (7.698 min): BF139349.D\data.ms (-94 #25

82.1 Isophorone
Concen: 6.251 ng
RT: 7.686 min Scan# 951
Ref 50 Delta R.T. -0.012 min
391 Lab File: BF139497.D
138.1 Acq: 20 Sep 2024 12:50
G\\\“‘\\‘\‘%‘\\\\“\\\\‘]-\1\0\\]_‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 80 100 120 140 160 180 gt Ion: 82 Resp: 52492
Abundance  Scan 951 (7.686 min): BF139497 D\datams | 10N Ratlo Lower Upper
5831 81.1 82 100
95 176.0 6.7 10.1#
138 9.9 13.3  19.9#
Raw 50
Abundance
80000
0
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 951 (7.686 min): BF139497.D\data.ms (-90 60000 68
81.1
152.2 40000
Sub 41.1
50
20000
‘1091 l
\/\/'
o Ll 22941802 i ——
miz--> 40 60 80 100 120 140 160 180 Time--> 7.65 7.70
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Abundance Scan 966 (7.775 min): BF139349.D\data.ms (-96 #26

139.1 2-Nitrophenol
391 65.1 Concen: 5.560 ng
’ RT: 7.781 min Scan# 9(gisiidtipl=lpies
Ref 50 109.1 Delta R.T. ©.006 min |
Lab File: BF139497.D [(SUEhISElellEIl0H
Acq: 20 Sep 2024 12:50 ISR
0! 89\’\‘\‘\\“‘\\\\}\\\\’\\\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:139 Resp: 11838
Abundance  Scan 967 (7.781 min): BF139497.D\datams 190 Ratlo Lower Upper
551 139 100
83.1 109 249.7 32.2 48 .2#
65 94.7 55.8 83.8#
Raw 50
Abundance
109.1 40000
154.2
0 ‘\‘\“1" T \m\‘ \%)\3\870\”‘ T \‘\”‘\ T =T
m/z--> 40 60 80 100 120 140 160
. 30000
Abundance Scan 967 (7.781 min): BF139497.D\data.ms (-91
55.1 83.1
20000
Sub
50
10000 7
0! 36 T ‘\‘“’%%“:\I‘“\]T‘ ‘\‘:!-3\5\"0\]\-5‘”‘4\..’2\ T LI LA B
m/z--> 40 60 80 100 120 140 160  Time—> 7.75  7.80

Abundance Scan 972 (7.810 min): BF139349.D\data.ms (-96 #27
107.1 2,4-Dimethylphenol
Concen: 5.755 ng
RT: 7.822 min Scan# 974
Ref 50 771 Delta R.T. 0.012 min

' Lab File: BF139497.D
37-1‘ ‘ ‘ Acq: 20 Sep 2024 12:50

s H‘\ HMM ‘ m \‘H |

miz--> 40 60 80 100 120 140 160 180 18t Ion:122 Resp: 16162

o

Abundance  Scan 974 (7.822 min): BF139497 D\datams = 10N Ratio Lower Upper
55.1 122 100

107 389.5 99.1 148.7#
121 168.1 46.6 70.0#
Raw 50

Abundance

0 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 974 (7.822 min): BF139497.D\data.ms (-92 30000
163.2
107.1
20000
Sub
50
79.1 10000
133.1
53.1
0' ‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 7.75 7.80 7.85
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Abundance Scan 991 (7.922 min): BF139349.D\data.ms (-97 #32

93.0 Benzoic acid
Concen: 4.696 ng
122.1 RT: 7.951 min Scan#t 9{giSiiiglElies

Ref 50 Delta R.T. 0.029 min |
Lab File: BF139497.D [(SUEhISElellEIl0H
Acq: 20 Sep 2024 12:50 ISR

0' wH“\“m\“mwwl‘?‘l‘q‘H
m/z--> 80 100 120 140 160 180 T8t Ion:122 Resp: 12342
Abundance Scan 996 (7.951 min): BF139497.D\data.ms i‘z’; ig;m Lower Upper

105 40.3 117.1 157.1#
77 232.8 95.4 135.4#
Raw 50

111.1 Abundance

137.2
0 “\}“‘\\‘1“““““}‘6‘8‘2‘““ 15000

m/z--> 80 100 120 140 160 180
Abundance Scan 996 (7.951 min): BF139497.D\data.ms (-94
1

10000
Sub
50 5000 7.9
137.2 1682
O' \\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.90 8.00

Abundance Scan 1106 (8.598 min): BF139349.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 146.920 ng
1131 RT: 8.598 min Scan# 1106
Ref 50 85.1 : Delta R.T. -0.000 min
Lab File: BF139497.D
Acq: 20 Sep 2024 12:50
O ‘\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:113 Resp: 161249
Abundance Scan 1106 (8.598 min): BF139497 D\datams = 10N Ratlo Lower Upper
57.1 113 100
55 357.3 186.1 226.1#
56 247.7 144.9 184.9%%
Raw 50
Abundance
85.1
Wl ol HH 149.2 180.2 300000
OH\“M\‘ ‘\\} “\\‘\‘ \\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1106 (8.598 min): BF139497.D\data.ms (-1
57.1 200000
Sub
" 5 100000 598
H 85.1 113.2
Obted o f 71351 1652 1085 ]
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.50 8.60 8.70
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Abundance Scan 1124 (8.704 min): BF139349.D\data.ms (-1 #36

107.1 4-Chloro-3-methylphenol
142.0 Concen: 8.792 ng
7.1 RT: 8.698 min Scan# 10
Ref 50 Delta R.T. -0.006 min
51.1 Lab File: BF139497.D [(SUEhISElellEIl0H
Acq: 20 Sep 2024 12:50 ISR
0 ‘H\\“ , ‘\‘U\‘ ‘\\“H‘ MH‘ \”\‘H‘M L = \u‘Hhu‘uu‘uu‘uu
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:107 Resp: ~ 35851
Abundance Scan 1123 (8.698 min): BF139497.D\datams 10" Ratio Lower Upper
55 1 107 100
144 1.3 17.5 26.3#
142 1.3 55.8 83.8#
Raw 50 9.1
133.1 Abundance
163.2 60000
MWHMM | m ‘}912
0 AER R e e e e
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1123 (8.698 min): BF139497.D\data.ms (-1 40000
138.1
551 8.698
Sub 9.1 163.2 20000
1L [
0l ““H‘ : ‘h‘ ‘ ‘\! : ‘\‘ “ i ‘\‘ HM“M“w““\“\‘\‘}\“”m “\‘ I \‘h“ . ‘\\\“\‘ “; | R Oﬁ"/‘_‘ﬁ
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.65 8.70 8.75

Abundance Scan 1330 (9.916 min): BF139349.D\data.ms (-1 #39

162.2 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.922 min Scan# 1331
Delta R.T. 0.006 min
Lab File: BF139497.D
Acq: 20 Sep 2024 12:50

Ref 50

0,
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:164 Resp: 120674
Abundance Scan 1331 (9.922 min): BF139497.D\datams = 100 Ratio Lower Upper
1 164 100
162 98.4 81.3 121.9
160 44.6 36.4 54.6
Raw 50
Abundance
9.9p2
o 80000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1331 (9.922 min): BF139497.D\data.ms (-1 60000
164.2
40000
Sub
20000
h ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100120 140160180200220  Time--> 9.85 9.90 9.95
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Abundance Scan 1463 (10.698 min): BF139349.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 71.024 ng
RT: 10.710 min Scan# 1{gEigiul=lies
Delta R.T. ©0.012 min
Lab File: BF139497.D [(®ICHIEEIelE(CH
Acq: 20 Sep 2024 12:50 ISR

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:_?»30 Resp: 91246
Abundance Scan 1465 (10.710 min): BF139497.D\datams 190 Ratio Lower Upper
320.¢ 330 100
55.1 332 93.7 75.2 112.8
141 41.8 31.2 46.8
Raw 50 141.0
5.1 ' Abundance
221.9 10/r10
A 60000
0 m‘m ‘\ ”“!‘th T “l“‘ T T ‘“ T
m/z--> 50 100 150 200 250 300

Abundance Scan 1465 (10.710 min): BF139497.D\data.ms (- 40000

320.€
X 62.0
sub o 20000
141.0
‘ 221.9
Lo |

L
miz--> 50 100 150 200 250 300 Time--> 10.60 10.70 10.80

o

Abundance Scan 1199 (9.145 min): BF139349.D\data.ms (-1 #43

196.0 2,4,6-Trichlorophenol
Concen: 2.368 ng
RT: 9.157 min Scan# 1201
Ref 50 Delta R.T. ©0.012 min
Lab File: BF139497.D
Acq: 20 Sep 2024 12:50
0,
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:196 Resp: 5511
Abundance Scan 1201 (9.157 min): BF139497.D\datams = 100 Ratio Lower Upper
551 196 100
198 0.0 75.8 113.6#
81.1 200 0.0 24.1 36.1#
Raw 50
109.1 Abundance
149.2 1792 4000 el
0! ‘1“\“1‘”‘ “““‘c \ ‘i“c“w \‘“c““ \ “““““‘2‘0‘6‘3.‘2“
m/z--> 40 60 80 100 120 140 160 180 200 3000
Abundance Scan 1201 (9.157 min): BF139497.D\data.ms (-1
123.1 179.2
2000
Sub
50 69.1 149.2 1000
93.1
O?WZO&Z G““““““‘
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.10 9.15 9.20
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Abundance Scan 1206 (9.187 min): BF139349.D\data. ms(l #44
2,4,5-Trichlorophenol
Concen: 2.245 ng
RT: 9.157 min Scan# 1lgfSidtipgl=lgies
Delta R.T. -0.030 min |
Lab File: BF139497.D [(®ICHIEEIelE(CH
Acq: 20 Sep 2024 12:50 ISR

Ref 50

0,
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:196 Resp: 5511
Abundance Scan 1201 (9.157 min): BF139497.D\data.ms 190 Ratlo Lower Upper

55.1 196 100

198 0.0 74.8 112.2#
97 2749.9 47.3 70.94%
Raw 5o 132 90.0 23.2 34.8#
109.1 Abundaonce
000
149.2 179 2
0' “\“\‘H‘ \“\M\ T ““\‘\ \h\“‘ T \ \\2‘()\6\ \2\‘

miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1201 (9.157 min): BF139497. Didatams (-1 -00000

55.1 97.1
179.2
Sub 50000
50 123.1 149.2
9157
0 I 208.2 o157
T LA L I L B

miz--> 40 60 80 100 120 140 160 180 200  Time-> 910 915 9.20

Abundance Scan 1214 (9.234 min): BF139349.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 56.357 ng
RT: 9.245 min Scan# 1216
Ref 50 Delta R.T. ©.012 min
Lab File: BF139497.D
G 510 850 12011461 | Acq: 20 Sep 2024 12:50
m/z--> 4‘0 eb 80 100 1§o 140 1éo 180 200 220 Tt Ton:172 Resp: 484897
Abundance Scan 1216 (9.245 min): BF139497.D\data.ms Ion Ratio Lower Upper
1721 172 100
171 34.7 28.3 42.5
55.1 170 23.1 19.8 28.6
Raw 50
81.1 Abundance
109.1 9445
e
ol ! ‘H‘HH\}\}\HM‘\ ‘\h‘n”‘w‘w‘\ “HH‘HH‘H 300000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1216 (9.245 min): BF139497.D\data.ms (-1
172.1 200000
Sub
50 100000
S N A
Ot bbbt e L R
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 920 9.30
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Abundance Scan 1293 (9.698 min): BF139349.D\data.ms (-1 #51
165.1 2,6-Dinitrotoluene
89.1 Concen: 3.120 ng
63.0 RT: 9.692 min Scan#t 1[gSlglEhies
Ref 50 Delta R.T. -0.006 min
Lab File: BF139497.D [(SUEhISElellEIl0H
121.0 Acq: 20 Sep 2024 12:50 ISR
q: ep :
0,
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:165 Resp: 5475
Abundance Scan 1292 (9.692 min): BF139497.D\datams 10" Ratio Lower Upper
55.1 165 100
63 30.1 60.9 91.3#
951 89 16.5 54.7 82.1#
Raw 50
Abundance
123.1 193.2 9
‘ 159.1 15000
OH\“‘MH“ "‘\“HML 182
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1292 (9.692 min): BF139497.D\data.ms (-1 10000
193.2
141.1
sub 5000/J\
109.1 T
0., 489 760 18.2
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.66 9.68 9.70 9.72
Abundance Scan 1321 (9.863 min): BF139349.D\data.ms (-1 #53
65.1 921 3-Nitroaniline
’ Concen: 3.870 ng
138.1 RT: 9.875 min Scan# 1323
Ref 50 Delta R.T. 0.012 min
Lab File: BF139497.D
3%_1 Acq: 20 Sep 2024 12:50
G\\\‘H“\‘\H\h‘\““Uu”\‘l\\‘U\|\1\\‘\\\\“uu‘uu‘uu‘uu‘uu‘\
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 6786
Abundance Scan 1323 (9.875 min): BF139497.D\data.ms Ion Ratio Lower Upper
551 138 100
108 90.7 9.8 14.8#
92 58.0 107.4 161.2#
Raw 50 83.1
Abundance
10000 9875
obs “i“‘ ) “‘M“‘ |
miz--> 40 60 80 100 120 140 160 180 200 220 8000
Abundance Scan 1323 (9.875 min): BF139497.D\data.ms (-1
O e ( 6000 \/\/
Sub 4000
50 208.3
2000
821 ‘ 58.1 ‘
0‘“4‘5‘;9“‘H‘_‘H‘H"_\""Lt\w‘\”\”‘M“\\\J\‘\‘w\ﬁ%ﬁ-f o
miz--> 40 60 80 100120140160180200220  Time-> 9.84 9.86 9.88 9.90
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Abundance Scan 1339 (9.969 min): BF139349.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol
63.1 Concen: 5.622 ng
107.0 RT: 10.210 min Scan#t 1]Sagilnlcalee
Ref 50 ' Delta R.T. ©.241 min
Lab File: BF139497.D [SlUEEQISEIAE
Acq: 20 Sep 2024 12:50 ISR
sl L\ | | wso
m/z--> 40 60 80 100120 140 160 180 200 220 240 T8t Ton:184 Resp: 5497
Abundance Scan 1380 (10.210 min): BF139497.D\data.ms 10" Ratio Lower Upper
585 1 184 100
63 73.0 69.3 103.9
154 86.5 67.5 101.3
Raw 50 95.1
Abundance
8000
ok ““\; w;“ “M ‘L
miz--> 40 60 80 100 120 140 160 180 200 220 240 6000
Abundance Scan 1380 (10.210 min): BF139497.D\data.ms (-
155.1
4000
10.2
Sub o
5 64.0 200.2 2000
‘ ‘ ‘ ‘ 322
G‘w”w””\“1‘9\]7'9‘w‘w”“WHW”H” oL, LA BN
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-->  10.15 10.20
Abundance Scan 1347 (10.016 min): BF139349.D\data.ms (- #56
63.0 4-Nitrophenol
109.1 1391 Concen: 2.655 ng
RT: 10.033 min Scan# 1350
Ref 50 Delta R.T. 0.017 min
Lab File: BF139497.D
38.1 ‘ Acq: 20 Sep 2024 12:50
O, H‘h‘ [ H\H \HH\HH T
miz--> 40 60 80 100120 140 160 180 200 220 240 T8t Ton:139 Resp: 3852
Abundance Scan 1350 (10.033 min): BF139497.D\data.ms Ion Ratio Lower Upper
58.1 139 100
109 453.3 84.1 124.1#
65 132.7 120.0 160.0
Raw 50 83.1
Abundance
40000 \m\
ol ‘H\w |
miz--> 40 60 80 100 120 140 160 180 200 220 240 30000
Abundance Scan 1350 (10.033 min): BF139497.D\data.ms (-
155.1
20000
Sub
>0 106.1 10000/ —10.033
\/\
185.2 -
Omﬁ-g‘w\w_‘mM“\J\H\m‘\‘u“‘l“‘WH fio2 o
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 10.00  10.05
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Abundance Scan 1448 (10.610 min): BF139349.D\data.ms (- #63

77.1 Azobenzene
Concen: 3.698 ng
RT: 10.627 min Scan#t 14gigilpl=gles
Ref 50 Delta R.T. ©0.017 min \A_
182.1 Lab File: BF139497.D [(SUEhISElellEIl0H
1521 : Acq: 20 Sep 2024 12:50 ISR
03?'1“ M| 0%1 L
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 Tgt Ion:‘77 RESpZ 29731
Abundance Scan 1451 (10.627 min): BF139497.D\data.ms 19" Ratlo Lower Upper
55.1 77 100
105.1 182 67.6 1.8 41.8#
' 105 126.2 0.0 38.6#
Raw 59 51 44.3 21.4 61.4
Abundance
ol ‘;L 30000
m/z--> 50 100 150 200 250
Abundance Scan 1451 (10.627 min): BF139497.D\data.ms (-
105.1 1821 20000
77.1
Sub
50 10000
152.1
0 370‘ il | ‘ ‘\‘u H | \21ﬂ 2\\\246 3 0
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--> 10.60 10.70

Abundance Scan 1582 (11.398 min): BF139349.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.404 min Scan# 1583
Ref 50 Delta R.T. ©.006 min
Lab File: BF139497.D
Acq: 20 Sep 2024 12:50
0l42.1 ‘83'1“ 118.1 1591 ||
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: 199719
Abundance Scan 1583 (11.404 min): BF139497.D\datams 100 Ratio Lower Upper
188.2 188 100
94 9.2 5.5 8.3#
80 9.2 6.6 9.8
Raw 50
Abundance
55.1 11,404
951 1501 150000
ol . =l 226.1257.3
‘ T T T T ‘ \ T \ T ‘ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance Scan 1583 (11.404 min): BF139497.D\data.ms (- 100000
188.2
Sub
50 50000
80.1
0431 T 1181 15ﬂ1 220.2252.2 0
miz--> 50 100 150 200 250 Time--> 11.40
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Abundance Scan 1441 (10.569 min): BF139349.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 6.821 ng
RT: 10.574 min Scan#t 14gigill=glies
Ref 50 Delta R.T. ©0.006 min \A_
Lab File: BF139497.D [(®lEIEElsliEllof
51.0 WC-22A
3.6 Acq: 20 Sep 2024 12:50
‘ ? 115.1 |
0\‘\ }‘\”H\”‘\\ \\\‘\“‘\‘ L B B B B
m/z--> 50 100 150 200 250  Tgt Ion:169 Resp: 39836
Abundance Scan 1442 (10.574 min): BF139497.D\datams 100 Ratio  lLower Upper
571 169 100
168 18.0 53.6 80.44#
167 15.7 28.7 43.1#
Raw 50
85.1 Abundanc
169.1 2650 10,574
ol ‘} M‘ m ‘\m\ymu,mwuH\MH [522822
miz--> 50 150 200 250 15000
Abundance Scan 1442 (10.574 min): BF139497.D\data.ms (-
57.1
10000
s 169.1 5000
85.1
o \11\3 La, 1 1992 232.2 0
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 Time--> 10.55  10.60
Abundance Scan 2030 (14.033 min): BF139349.D\data.ms (- #76
240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.039 min Scan# 2031
Ref 50 Delta R.T. ©.006 min
Lab File: BF139497.D
1201 Acq: 20 Sep 2024 12:50
0 T ‘ \7\8\9 i‘\“” T \1‘69\1\2\0?‘\‘ \HMM“‘ ‘ T 1T ‘ T 1T ‘
miz--> 50 100 150 200 250 300 Tgt Ion:24@ Resp: 1407060
Abundance Scan 2031 (14.039 min): BF139497.D\datams 100 Ratio Lower Upper
240.2 240 100
120 9.6 6.2 9.2#
236 26.5 20.9 31.3
Raw 50
Abundance
14039
551 1201 M 100000
0 [ T 180.1 sl 303.2342.
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ 80000
m/z--> 50 100 150 200 250 300
Abundance Scan 2031 (14.039 min): BF139497.D\data.ms (-
240.2 60000
Sub 40000
50
20000
120.1 ‘
ol 711 T 1801 | 28113233 —/
miz--> 50 100 150 200 250 300 Time--> 14.00 14.10
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Abundance Scan 1826 (12.833 min): BF139349.D\data.ms (- #78

20p.1 Pyrene
Concen: 2.572 ng
RT: 12.839 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.006 min

Lab File: BF139497.D [(®lEIEElsliEllof

101.0 Acq: 20 Sep 2024 12:50 ISR
631, ) 1501 ‘H

0\\‘\\\\“\\\\“\\h\\“\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300  Tgt Ion:202 Resp: 31071
Abundance Scan 1827 (12.839 min): BF139497.D\datams = 10N Ratlo Lower Upper
202.1 202 100
200 22.2 16.2 24.2
55.1 203  23.2 13.9 20.9%#
Raw 50
Abundance
12.839
ol 267.2303.3 20000
miz--> 50 100 150 200 250 300
Abundance Scan 1827 (12.839 min): BF139497.D\data.ms (- 15000
202.1
10000
Sub
50
5000
101.0 \/k/ﬂ\
0L 600 " 159.1 \ 240.1 3033 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 Time--> 12.80 12.85

Abundance Scan 1851 (12.980 min): BF139349.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 49.986 ng
RT: 12.986 min Scan# 1852
Ref 50 Delta R.T. ©.006 min
Lab File: BF139497.D
Acq: 20 Sep 2024 12:50
04 \‘5ﬁ.\1‘\ e ‘]\-2\‘2\1\1‘60 \1\1\9‘8\%\‘\“\‘““‘ L
m/z--> 50 100 150 200 250 300 gt Ion:244 Resp: 428483
Abundance Scan 1852 (12.986 min): BF139497 D\datams 10N Ratlo Lower Upper
2442 244 100
212 .3 6.0 9.0
122 .5 7.6 11.4
Raw 50
Abundance
12/986
300000
122.1
04 \“55‘\1‘\ 4t \“H\ ‘\“ ) ‘\1‘6\0 \1\1\9?% . hh“ T \2\97‘\2\
m/z--> 50 100 150 200 250 300
Abundance Scan 1852 (12.986 min): BF139497.D\data.ms (- 200000
244.2
Sub
50 100000
ol 540 TPI180L1e81 | 5504 0
\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 12.90 13.00 13.10
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Abundance Scan 2279 (15.498 min): BF139349.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.509 min Scan# 2[Eigil=laies

Ref 50 Delta R.T. ©0.012 min |
Lab File: BF139497.D [(®lEIEElsliEllof
132.1 Acq: 20 Sep 2024 12:50 ISR
0= [T R T \”\ IU\ T \2\0‘4\9 - ““\h‘\ LA B
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 103274
Abundance Scan 2281 (15.509 min): BF139497.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.4 19.5 29.3
265 21.9 16.6 25.0

Raw 50
Abundance
15.509
55.1 132.1 60000
04 \H‘ ‘L‘\ “\“ ‘\h \“’ “\ H\‘h\” T \\2??'\1\‘ t “‘“\‘H\ T \:’31\-6\\2\ ’3\7\1\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2281 (15.509 min): BF139497.D\data.ms (4
40000
264.1
Sub o 20000
132.0
oL 760 | 2061, || 3101 371 0
L (e (T e o
miz--> 50 100 150 200 250 300 350 Time->  15.40 15.60
Abundance Scan 2206 (15.069 min): BF139349.D\data.ms (- #88
2521 Benzo(b)fluoranthene
Concen: 2.115 ng
RT: 15.080 min Scan# 2208
Ref 50 Delta R.T. ©.012 min
Lab File: BF139497.D
126.1 Acq: 20 Sep 2024 12:50
0 120 200.1,
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\ . .
miz--> 50 100 150 200 250 300 350 400 I8t Ion:252 Resp: 13469
Abundance Scan 2208 (15.080 min): BF139497.D\datams A 10" Ratio Lower Upper
58.1 252 100
252.1 253 34.4 17.6 26.44%
125 31.4 6.2 9.2#
Raw 50
Abundance
15/080
0 H I, 332.2 385.3
L ‘ T
m/z--> 50 100 150 200 250 300 350 400 4000
Abundance Scan 2208 (15.080 min): BF139497.D\data.ms (-
252.1
Sub 2000
50
123.1
o Bl g 20d |, a7z s o
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.00 15.10
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Abundance Scan 2211 (15.098 min): BF139349.D\data.ms (- #89
2521 Benzo(k)fluoranthene
Concen: 2.207 ng
RT: 15.080 min Scan# 2[FEigil=laies
Ref 50 Delta R.T. -0.018 min |
Lab File: BF139497.D |(GUEIREERTIEIH
126.1 Acq: 20 Sep 2024 12:50 ISR
0 75.0 1 “ 20.0'1m L
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\’\ . .
m/z--> 50 100 150 200 250 300 350 400 T8t Ion:252 Resp: 12958
Abundance Scan 2208 (15.080 min): BF139497.D\datams = 10N Ratlo Lower Upper
55.1 252 100
2501 253 34.4 17.3 25.9#
125 31.4 5.9 8.9#
Raw 50
Abundance
15/080
0 H I, 332.2 385.3
L ‘ T
m/z--> 50 100 150 200 250 300 350 400 4000
Abundance Scan 2208 (15.080 min): BF139497.D\data.ms (-
252.1
Sub 2000
50
123.1 e
0 631.9\‘\& Iy M o \189'1\\” i} |2\9\E\3:\l\\34\\8u3\\ 4\0\0
T e S T R LI R IR R
miz--> 50 100 150 200 250 300 350 400 Time--> 15.00 15.10
Abundance Scan 2605 (17.415 min): BF139349.D\data.ms (- #92
276.1 Benzo(g,h,i)perylene
Concen: 2.118 ng
RT: 17.427 min Scan# 2607
Ref 50 Delta R.T. ©.012 min
Lab File: BF139497.D
138.1 Acq: 20 Sep 2024 12:50
0 5\9]\-\\9]\_?\ \‘“\‘H\ [T ‘2\2\2\0\ “ T \h\ T T T
miz--> 50 100 150 200 250 300 Tgt Ion:276 Resp: 10641
Abundance Scan 2607 (17.427 min): BF139497.D\datams 100 Ratio Lower Upper
276.1 276 100
277 25.0 18.9 28.3
55.1 138 22.1 13.0 19.6#
Raw 50 207.1
95.1 137 Abundance
4000 17427
341.
0,
miz--> 50 100 150 200 250 300 3000
Abundance Scan 2607 (17.427 min): BF139497.D\data.ms (-
276.1
2000
Sub 50
1000
138.0
73.0 “ 207.1
o) SN RN MV RN R RN R
miz--> 50 100 150 200 250 300 Time-> 17.30 17.40 17.50
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