Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131275.D

Acqg On : 16 Nov 2022 20:21
Operator : CG\JU

Sample : N5497-06

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Time: Nov 16 22:18:12 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Nov 16 06:35:36 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.975 152 81284 20.000 ng 0.00
21) Naphthalene-d8 8.263 136 291647 20.000 ng 0.00
39) Acenaphthene-di10 10.028 164 159881 20.000 ng 0.00
64) Phenanthrene-d10 11.528 188 270174 20.000 ng # 0.00
76) Chrysene-di12 14.180 240 146932 20.000 ng 0.00
86) Perylene-di12 15.727 264 175864 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.581 112 325138 70.831 ng 0.00

7) Phenol-dé6 6.581 99 291851 50.198 ng -0.01
23) Nitrobenzene-d5 7.540 82 507967 97.762 ng 0.00
42) 2,4,6-Tribromophenol 10.822 330 185984  121.781 ng 0.00
45) 2-Fluorobiphenyl 9.345 172 908562 83.162 ng 0.00
79) Terphenyl-di4 13.122 244 756227 88.384 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.528 77 27734 6.576 ng # 1
18) Hexachloroethane 7.510 117 32849 15.305 ng # 1
19) n-Nitroso-di-n-propyla... 7.540 70 70543 17.412 ng # 79
22) Acetophenone 7.363 105 40220 5.290 ng # 56
25) Isophorone 7.540 82 504622 48.613 ng # 67
26) 2-Nitrophenol 7.910 139 70 4.458 ng # 1
31) Naphthalene 8.287 128 502057 31.774 ng 98
32) Benzoic acid 8.016 122 1920 6.711 ng # 21
33) 4-Chloroaniline 8.287 127 69418 11.160 ng # 35
35) Caprolactam 8.716 113 178819 131.692 ng 91
36) 4-Chloro-3-methylphenol 8.751 107 22489 4.650 ng # 22
38) 1-Methylnaphthalene 9.081 142 51760 5.872 ng 97
48) 2-Nitroaniline 9.539 65 8899 6.607 ng # 34
51) 2,6-Dinitrotoluene 9.845 165 3904 4.601 ng # 31
53) 3-Nitroaniline 10.110 138 254 2.826 ng # 1
54) 2,4-Dinitrophenol 10.269 184 849 6.654 ng # 1
57) 2,4-Dinitrotoluene 10.233 165 1041 4.578 ng # 10
65) 4,6-Dinitro-2-methylph... 10.822 198 523 8.375 ng # 1
67) 4-Bromophenyl-phenylether 10.822 248 11993 3.781 ng # 1
77) Benzidine 13.122 184 10423 3.310 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\BF111622\
Data File : BF131275.D

Acqg On : 16 Nov 2022 20:21
Operator : CG\JU

Sample : N5497-06

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Time: Nov 16 22:18:12 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Nov 16 06:35:36 2022

Response via : Initial Calibration

Abundance TIC: BF131275.D\data.ms
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Abundance Scan 831 (6.975 min): BF131237.D\data.ms (-82 #1
150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.975 min Scan# 8ligiidtipl=lgies

Delta R.T. -0.000 min

Lab File: BF131275.D |(GUCIEERTIEIE

Acq: 16 Nov 2022 20:21 WANE

Ref 50 115.0
52.0 78.0

0,
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion:152 Resp: 81284
Abundance  Scan 831 (6.975 min): BF131275.D\datams | 10" Ratio Lower Upper
150.0 152 100

150 149.7 120.2 180.4
115 58.7 51.8 77.8

Raw 50
115.0
520 78.0 Abundance
0,
miz--> 40 60 80 100 120 140 160 180 200 100000 75
Abundance Scan 831 (6.975 min): BF131275.D\data.ms (-81
150.0
Sub 50000
50 115.0
52.0 78.0
0 R RARERRETEEE — T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 695  7.00
Abundance Scan 593 (5.575 min): BF131237.D\data.ms (-58 #5
112.0 2-Fluorophenol
64.0 Concen: 70.831 ng
RT: 5.581 min Scan# 594
Ref 50 Delta R.T. ©.006 min
Lab File: BF131275.D
39.0 Acq: 16 Nov 2022 20:21
0 ”H‘”\N\‘\‘\\“\‘HH‘HH‘HH‘HH‘\\H
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion:112 Resp: 325138
Abundance  Scan 594 (5.581 min): BF131275.D\datams | 10" Ratio Lower Upper
91.0 112 100
64 72.8 58.4 87.6
63 48.7 31.6 47 . 4#
Raw 5o 64.0
Abundance
39.0 300000 581
0 \“‘i‘\ \“‘U‘l““‘\“i \‘”\‘H‘h‘} T “i ‘\1\ \.‘0\ T T T T \2‘0\99\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 594 (5.581 min): BF131275.D\data.ms (-54 200000
91.0
Sub
50 64.0 100000
39.0
ob b b a0 206
miz-> 40 60 80 100 120 140 160 180 200 Time-—> 5.55 5.60 5.65
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Abundance Scan 766 (6.592 min): BF131237.D\data.ms (-75 #7

99.1 Phenol-d6
Concen: 50.198 ng
RT: 6.581 min Scan# 7(EdtlEpies
Ref 50 Delta R.T. -0.011 min A_
Lab File: BF131275.D (SlUEEQISEIAEIE
Acq: 16 Nov 2022 20:21 WANE
0 MJ a9 280
miz--> 50 100 150 200 250 Tgt Ion: ‘99 Resp: 291851
Abundance ~ Scan 764 (6.581 min): BF131275.D\data.ms 100 Ratio Lower Upper
99.1 99 100
42  25.2 18.6 28.0
71  42.2 31.1 46.7
Raw 50
Abundance
421 300000 6.581
0 T h“h‘ “H ‘\”‘U‘ ‘\ \ “‘ T \‘ T T ‘ T T T T ‘ T T T T ‘ T 2\8\1 .\‘
miz--> 100 150 200 250
Abundance Scan 764 (6.581 min): BF131275.D\data.ms (-71 200000
99.1
Sub
50 100000
42 0
0 “H‘\”“U‘\\“\\‘\\‘\\\\‘\\\\‘\2\8\1'\‘ 7‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 6.50 6.55 6.60 6.65
Abundance Scan 755 (6.528 min): BF131237.D\data.ms (-74 #9
71.0 105.0 Benzaldehyde
Concen: 6.576 ng
51.0 RT: 6.528 min Scan# 755
Ref 50 Delta R.T. -0.000 min
Lab File: BF131275.D
37.0 Acq: 16 Nov 2022 20:21
0 \‘\\\‘H‘\\\\‘!\\\‘6\4\.\\‘\!\!‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘
miz—-> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: 77 Resp: 27734
Abundance ~ Scan 755 (6.528 min): BF131275.D\data.ms 100 Ratio Lower Upper
105.1 77 100
105 815.1 74.8 114.8#
106 74.3 67.3 107.3
Raw gp
120.1 Abundance
2
90 | e3p TP 0| o
0 \‘\\\\“\\\\i‘\‘\\\‘\‘\‘\\‘\\\}‘\\\\‘\\\\‘\\‘\\‘\\‘\‘\“‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 755 (6.528 min): BF131275.D\data.ms (-70
105.1 150000
100000
Sub
50
120.1 50000
0 30 TP 9O o\
O b rrrriprrrf e e e e e B R e R
miz—> 30 40 50 60 70 80 90 100 110 120  Time-> 6.50 6.52 6.54
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Abundance Scan 919 (7.492 min): BF131237.D\data.ms (-91 #18

116.9 200.8 | Hexachloroethane
Concen: 15.305 ng
165.9 RT: 7.510 min Scan# 9lEidllEies
Ref 50 3.9 Delta R.T. ©0.018 min .
47.0 Lab File: BF131275.D [(GUEHISEUIEIEIE
‘ | ‘ ‘ Acq: 16 Nov 2022 20:21 WMIEE
‘ \ pmin !
0\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
miz--> 4‘0 eb 8‘0 160 12‘0 14‘10 1éo 1é0 260 Tgt Ion:117 Resp: 32849
Abundance  Scan 922 (7.510 min): BF131275.D\datams | 10" Ratio Lower Upper
119.1 117 100
119 390.2 79.0 118.6#
201 0.0 80.9 121.3#
Raw 50
Abundance
91.1
0l “‘H‘ ‘\“\\‘\\‘\“\‘0‘“\““ ‘\“ ‘ ’\M‘M } [
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 922 (7.510 min): BF131275.D\data.ms (-86
119.1
50000
Sub 50 0
91.1
9.0 65.0 ‘ ‘
oh “HH\‘}M‘M‘\‘HWH\‘;h“‘H}‘\lu"HH‘HH‘HH‘HH AR EEEE R
miz—> 40 60 80 100 120 140 160 180 200  Time-> 7.48 7.50 7.52

Abundance Scan 902 (7.392 min): BF131237.D\data.ms (-89 #19

109.0 n-Nitroso-di-n-propylamine
431 170 .
Concen: 17.412 ng
RT: 7.540 min Scan# 927
Ref 50 Delta R.T. ©0.147 min
Lab File: BF131275.D
| F3?1 Acq: 16 Nov 2022 20:21
0\\\‘\\\‘1“\\‘\M“\\\\‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 76 Resp: 76543
Abundance  Scan 927 (7.540 min): BF131275.D\datams = 190 Ratio Lower Upper
82.1 70 100
42 58.8 58.3 87.5
54.0 101 2.1 7.2 10.8#%#
Raw 50 128.1 130 2.4 15.2 22.8%#
: Abundance
7.%40
0 \““‘\ \‘!”\ T i‘\“\‘l“‘\ T \1‘9? \Q\“ i [AEAENRERRERE \2‘0\99\ 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 927 (7.540 min): BF131275.D\data.ms (-85
82.0 40000
Sub 54.0
u
50 128.1 20000
oHu;‘m!u_“‘mw 05.0 | 206 e
miz-> 40 60 80 100 120 140 160 180 200 Time--> 750 7.55
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Abundance Scan 1051 (8.269 min): BF131237.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.263 min Scan# 1{gfidtipgl=lpiss
Ref 50 Delta R.T. -0.006 min _
Lab File: BF131275.D [(GICHIEEIelE(CR
54.0 108.1 Acq: 16 Nov 2022 20:21 WANE
0\\3\8.‘1\\H\‘1‘1\7}8‘}(‘)1\\\‘\‘\‘\\‘\iw“\\\\
miz--> 40 60 80 100 120 140 Tgt Ion:}36 Resp: 291647
Abundance Scan 1050 (8.263 min): BF131275.D\data.ms 10N Ratlo Lower Upper
136.1 136 100
137 10.8 8.5 12.7
54 10.8 7.8 11.8
Raw 5 68 5.2 4.2 6.4
Abundance
8.263
a0 210 180 1% | 300000
0\\\“\\1\“1‘1\}‘i‘}\\\‘\‘\\\‘\\\‘“"\\\\
m/z--> 40 60 80 100 120 140
Abundance Scan 1050 (8.263 min): BF131275.D\1d§1;a1.ms (-1 200000
sub 100000
54.0 108.1
oLse0 - TR0 L ===
miz--> 40 60 80 100 120 140  Time-> 820 825 830

Abundance Scan 901 (7.387 min): BF131237.D\data.ms (-89 #22

77.0 105.0 Acetophenone
Concen: 5.290 ng
43.0 RT: 7.363 min Scan# 897
Ref 50 Delta R.T. -0.023 min
120.1 Lab File: BF131275.D
‘ : Acq: 16 Nov 2022 20:21
0‘”\“‘ i ‘ " ‘\‘m‘ g “‘\w TR M
m/z--> 80 100 120 140  Tgt IOI’]Z:!.@S Resp: 40220
Abundance Scan 897 (7.363 min): BF131275.D\datams 10N Ratio Lower Upper
105.1 105 100
71 2.0 4.7 7.1#
51 7.6  30.2 45.2#
Raw 50 120 1.1 17.0 25.44
Abundance
43.0 79.0 134.1
0Lb— ‘\“‘ ‘\M\u\ H ay ‘H‘\ e ‘\‘\ ‘ HM 1‘1‘9‘9‘ e 30000
miz--> 40 60 8 100 120 140
Abundance Scan 897 (7.363 min): BF131275.D\data.ms (-85
105.1 20000
Sub g 10000
79.0 134.1
39.0 590 H \ \
OH““““““““‘H“Mm ‘c”l‘m‘m”_ —
miz—> 40 60 100 120 140 Time--> 735  7.40

BF131275.D 8270-BF111522.M
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Abundance Scan 928 (7.545 min): BF131237.D\data.ms (-92 #23

82.1 Nitrobenzene-d5
54.0 Concen: 97.762 ng
' RT: 7.540 min Scan# 9UpSidtlEals
Ref 50 128.0 Delta R.T. -0.005 min A
Lab File: BF131275.D (SlUEEQISEIAEIE
‘ | | Acq: 16 Nov 2022 20:21 WANE
0\\\““\\‘\‘\‘\\\1”“\\\\‘\\\‘\‘\\‘\\‘\\\\ \\\\‘\\\\‘\\-\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 507967
Abundance  Scan 927 (7.540 min): BF131275.D\datams 19" Ratlo Lower Upper
82.1 82 100
128 39.5 31.1 46.7
54.0 54 62.3 51.8 77.6
Raw 50
128.1 Abundance
500000 7.540
0\\\‘“\\‘!‘\‘\\‘\1“\\\\‘\\\Q\“\\\\‘\\\\‘\\\\‘\\\\2‘0\§\9\
miz-> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 927 (7.540 min): BF131275.D\data.ms (-87
821 300000
54.0 200000
Sub
50 128.0
100000
ow\\wmg O
miz--> 40 60 80 100 120 140 160 180 200 Time--> 750 7.60

Abundance Scan 972 (7.804 min): BF131237.D\data.ms (-96 #25

82.0 Isophorone
Concen: 48.613 ng
RT: 7.540 min Scan#t 927
Ref 50 Delta R.T. -0.264 min
Lab File: BF131275.D
39.0 138.1 Acq: 16 Nov 2022 20:21
0\\\"‘\\‘\“\‘\‘\\\“\\\‘\‘1\1\(\)\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 82 Resp: 504622
Abundance  Scan 927 (7.540 min): BF131275.D\datams = 100 Ratio Lower Upper
82.1 82 100
95 0.1 6.2 9.24#
54.0 138 0.0 13.4 20.0#
Raw  gp
1281 Abundance
500000 7.540
0L \“"“\ \‘!”\ T ‘\‘\“\‘M‘\ T \1‘9? \Q\“ i AEAENRERRERER %O\Q\g
miz-> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 927 (7.540 min): BF131275.D\data.ms (-92
83.0 300000
54.0 200000
Sub
%0 128.1
100000
ow\\wwzow O —
miz—> 40 60 80 100 120 140 160 180 200  Time--> 750 7.55
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Abundance Scan 985 (7.881 min): BF131237.D\data.ms (-97 #26

139.0 2-Nitrophenol
Concen: 4.458 ng
300 0 RT:  7.910 min Scan# S{EMCIE
Ref 50 109.0 Delta R.T. ©0.029 min A_
: Lab File: BF131275.D (SlUEEQISEIAEIE
Acq: 16 Nov 2022 20:21 WANE
0' \\H\“\\U‘\ \‘\\\“\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z—-> 40 60 80 100 120 140 160 180 200 T8t Ion:139 Resp: 70
Abundance  Scan 990 (7.910 min): BF131275.D\datams | 100 Ratio Lower Upper
1 139 100
109 158.3 28.0 42.0#
65 418.1 49.3  73.9#
Raw 50
Abundance
148.1
6000
M 191.7
0 T ‘ TTTT ‘ TTTT ‘ T \H\ T ‘ TTTT
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 990 (7.910 min): BF131275.D\data.ms (-93 4000
119.1
Sub 91.0
50 2000
148.1
o9 T
M 191.7 7.91€
0' \“ T 1T ‘ TTTT ‘ T \H\ T ‘ TTTT T T T ‘ T T T T ‘ T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 790  7.92

Abundance Scan 1055 (8.292 min): BF131237.D\data.ms (-1 #31

128.1 Naphthalene

Concen: 31.774 ng

RT: 8.287 min Scan# 1054

Ref 50 Delta R.T. -0.006 min
Lab File: BF131275.D
Acq: 16 Nov 2022 20:21
°10, 780 10 ’
0\\\‘\\\\“\\\}h‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:128 Resp: 502057
Abundance Scan 1054 (8.287 min): BF131275D\datams = 10N Ratlo Lower Upper
128.1 128 100
129 11.0 8.4 12.6
127 13.7 18.3 15.5
Raw  gp
Abundance
510 102.0 600000 8.287
0\\\‘\\“\\“‘1\7\5””‘()\\\\“\\\\‘\“‘\\‘1\?\2\“\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1054 (8.287 min): BF131275.D\data.ms (-1~ 400000
128.0
Sub
50 200000
102.0
P T O -~ T ob—
miz—> 40 60 80 100 120 140 160 180 200  Time--> 825 8.30
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Abundance Scan 1009 (8.022 min): BF131237.D\data.ms (-9 #32

105.0 Benzoic acid
7.0 Concen: 6.711 ng
RT: 8.016 min Scan#t 1({gSiilnlEhies
Ref 50 51.0 Delta R.T. -0.006 min |
Lab File: BF131275.D [(CUEhISEIellEIl0H
‘ Acq: 16 Nov 2022 20:21 WMIEE
0 H‘m‘ ‘\‘\H"‘H\‘\U HH“\H‘ ‘H‘“““‘1‘7"‘]‘?””2‘9‘8“0
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:122 Resp: 1920
Abundance Scan 1008 (8.016 min): BF131275.D\datams 10" Ratio Lower Upper
107.0130.0 122 1ee
185 58.0 116.9 156.9%
55.0 77 207.3 86.9 126.9%
Raw 50 79.1
Abundance
0 ly ““l“lwwwww 20000
miz—-> 40 60 80 100 120 140 160 180 200
Abundance Scan 1008 (8.016 min): BF131275.D\data.ms (-9 15000
107.0130.0
10000
Sub 50 77.0
5000
53,0
0 H\‘!MH”WHWH O‘vﬁw““\“
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.05

Abundance Scan 1062 (8.334 min): BF131237.D\data.ms (-1 #33

127.0 4-Chloroaniline
Concen: 11.160 ng
RT: 8.287 min Scan# 1054
Ref 50 65.0 Delta R.T. -@.047 min
920 Lab File: BF131275.D
39.0 Acq: 16 Nov 2022 20:21
0' \\m\‘\\‘!‘\‘1”\\\\‘\1\\‘\\\\1‘6\3.\8\
miz--> 40 60 80 100 120 140 160 Tgt Ion:127 Resp: 69418
Abundance Scan 1054 (8.287 min): BF131275.D\datams A 10" Ratio Lower Upper
128.1 127 100
129 80.2 26.0 39.0#
65 3.5 32.6 48.8#
Raw 5g 92 0.4 17.5 26.3#
Abundance
510 75, 1020 80000 8187
0Ll il L1480
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 1054 (8.287 min): BF131275.D\data.ms (-1
128.1
40000
Sub
S0 20000
51.0 102.0
0Hw‘““‘\‘”‘7“5“;‘(\)””\””\M”1\4‘6"‘1w“‘ S A R
m/z--> 40 60 80 100 120 140 160 Time--> 8.25 8.30

BF131275.D 8270-BF111522.M Wed Nov 16 22:18:21 2022 Page 9



Abundance Scan 1127 (8.716 min): BF131237.D\data.ms (-1 #35
53.0 Caprolactam
Concen: 131.692 ng
RT: 8.716 min Scan# 11EdllEies
Ref 50 gs.1 1131 Delta R.T. ©.000 min IA_|
Lab File: BF131275.D |(SlEIEEIslEEI0f
Acq: 16 Nov 2022 20:21 WANE
0 ‘\h‘\\“\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz-—-> 60 80 100 120 140 160 180 200  Tgt Ion:113 Resp: 178819
Abundance Scan 1127 (8.716 min): BF131275.D\data.ms 10N Ratlo Lower Upper
58.0 113 100
55 225.7 193.2 233.2
56 170.4 137.2 177.2
Raw 5 113.1
85.1 Abundance
100000
| ‘ 136.1
0 “\‘U‘\\“‘\H\‘\H\“WH\“\H\‘\H\‘\H\‘\H\ 80000
miz—-> 40 60 80 100 120 140 160 180 200
A .
bundance Scan511g7 (8.716 min): BF131275.D\data.ms (-1 60000
7
<ub 40000
u
50 g50 1131
20000
‘ 136.1
0 LAV SRS O N — T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.60 8.70 8.80
Abundance Scan 1143 (8.810 min): BF131237.D\data.ms (-1 #36
107.0 4-Chloro-3-methylphenol
142.0
Concen: 4.650 ng
77.0 RT: 8.751 min Scan# 1133
Ref 50 Delta R.T. -0.059 min
51.0 Lab File: BF131275.D
‘ Acq: 16 Nov 2022 20:21
0\\\‘\\‘U\““\\\m\’\\\\‘\!‘\\‘\\\\‘H\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:167 Resp: 22489
Abundance Scan 1133 (8.751 min): BF131275.D\datams A 100 Ratio Lower Upper
58.0 107 100
144 3.3 20.2 30.2#
910 142 1.2 63.0 94.6#
Raw 50 ~ 119.0
Abundance
15000/  8.751
0 “\H\“\‘\M‘\H“\‘“\\m\”\‘i‘ ”H“\“\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1133 (8.751 min): BF131275.D\data.ms (-1 10000
55.0
Sub 91.0 119.0
50 5000
150.1
0 \‘\\\\‘\\\\‘\\\\‘\\\
miz—> 40 60 80 100 120 140 160 180 200 Time-> 8.70 8.75 8.80 8.85
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Abundance Scan 1190 (9.086 min): BF131237.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 5.072 ng
RT: 9.081 min Scan# 11EdllEgies
Ref 50 115.1 Delta R.T. -0.006 min VA
Lab File: BF131275.D (SlUEEQISEIAEIE
. IPR\-12
300 63‘0 89.0 ) Acq: 16 Nov 2822 20:21
0\\\‘\\H\\“‘\\M\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-> 40 60 80 100 120 140 160 180 200 T8t Ion:142 Resp: 51760
Abundance Scan 1189 (9.081 min): BF131275.D\datams 10" Ratio Lower Upper
14p.1 142 100
141 95.0 73.4 110.2
Raw 50 105.1
Abundance
510 770 60000 9.081
ol 1671 207.0
miz—-> 40 60 80 100 120 140 160 180 200
Abundance Scan 1189 (9.081 min): BF131275.D\data.ms (-1 40000
1491
Sub 115.0 20000
510 /70
o "‘H"‘H"“Hu\‘\‘ﬂﬁ?mmaom )
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.05 9.10

Abundance Scan 1351 (10.033 min): BF131237.D\data.ms (- #39

162.1 Acenaphthene-d10
Concen: 20.000 ng
RT: 10.028 min Scan# 1350
Ref 50 Delta R.T. -0.005 min
50,0 Lab File:  BF131275.D
: Acq: 16 Nov 2022 20:21
5‘\1\.() |,y 100.0 13\21 | )
0\\“\\\\’}}\\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\‘\
miz--> 40 60 80 100 120 140 160 180 T8t Ion:164 Resp: 159881
Abundance Scan 1350 (10.028 min): BF131275.D\datams 10N Ratio Lower Upper
162.1 164 100
162 101.7 82.1 123.1
160 47.6 36.2 54.4
Raw  gp
Abundance
o 801 10.p28
0\\‘\\1\’}M\“‘1‘\\\\"]\0\8\0\‘\1\35\1‘\\\1‘ \\\‘\
miz—-> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1350 (10.028 min): BF131275.D\data.ms (-
163.1 100000
Sub
50 50000
540 80.0
. 132.0
T O e | L —
miz--> 40 60 80 100 120 140 160 180 Time--> 10.00
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Abundance Scan 1486 (10.828 min): BF131237.D\data.ms (4 #42
329.6 2,4,6-Tribromophenol
Concen: 121.781 ng
62.0 RT: 10.822 min Scan# 1{gEigil=lies
Ref 50 ’ Delta R.T. -0.006 min
140.9 Lab File: BF131275.D [(GUEQEERIEIEIE
221.9 Acq: 16 Nov 2022 20:21 WIWEH
0 ‘\‘\‘ W py M ‘ e ;h‘ ‘\HM‘ - UH“‘ : Ll\\“zzs‘-‘s [
miz--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 185984
Abundance Scan 1485 (10.822 min): BF131275.D\data.ms | 10N Ratlo Lower Upper
320¢ 330 100
62.0 332 93.7 76.8 115.2
’ 141 36.7 29.6 44 .4
Raw 50
140.9 Abundance
221.8 200000/ 10-822
old ‘W\ L1009 | 1830 u\\u‘ 274t
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1485 (10.822 min): BF131275.D\data.ms (-
329.€
62.0 100000
Sub
50 140.9 50000
221.8
ot Lidbos | 1830 | |o7as ol e
miz--> 50 100 150 200 250 300 Time--> 10.80 11.00
Abundance Scan 1235 (9.351 min): BF131237.D\data.ms (-1 #45
1721 2-Fluorobiphenyl
Concen: 83.162 ng
RT: 9.345 min Scan# 1234
Ref 50 Delta R.T. -0.006 min
Lab File: BF131275.D
Acq: 16 Nov 2022 20:21
0 59\0 I \\85\.0 1200\14\6\\1 | ‘
\\\“HH“HH‘\‘H‘\“\H\i\”u\‘i\‘\‘\“u\‘HH‘H'\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 908562
Abundance Scan 1234 (9.345 min): BF131275 D\datams = 10N Ratlo Lower Upper
1701 172 100
171 35.8 28.2 42.2
170 23.0 18.8 28.2
Raw 5p
Abundance
1000000 9.345
51.0 85‘.0 120.0 14\6h1 |
0 \“ T \H\ \““\ t \‘N T Ty \‘\”‘ T i T \‘\ T t \‘H‘ it T T 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abund in): -
undance Scan1234(9345rnw0.BF13127?$?efu1nm( 1 600000
Sub 400000
u
50
200000
51\'0 \857-0 120'0\14\6” |
O et et bl e e
miz-> 40 60 80 100 120 140 160 180 200 Time-—> 9.30 9.35 9.40
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Abundance Scan 1272 (9.569 min): BF131237.D\data.ms (-1 #48

65.0 138.0 2-Nitroaniline
Concen: 6.607 ng
92.1 RT: 9.539 min Scan# 1[EAIENE
Ref 50 Delta R.T. -0.030 min _
39.0 Lab File: BF131275.D [(CUEhISEIellEIl0H
‘ Acq: 16 Nov 2022 20:21 WANE
0 "w\‘“"\‘!“\”““\““!““\‘1‘9‘4\0
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 65 Resp: 8899
Abundance Scan 1267 (9.539 min): BF131275.D\datams A 100 Ratio Lower Upper
146.1 65 100
92  37.1 48.2 72.2#
119 1 138 0.0 65.8 98.8#
Raw 50 91.0
Abundance
51.0 9.539
0L~ “M‘\‘\‘N\‘M‘H\‘ WA ‘H‘ : e }“‘ o 17‘4"‘0‘ r
6000
miz—-> 40 60 80 100 120 140 160 180
Abundance Scan 1267 (9.539 min): BF131275.D\data.ms (-1
164.1 4000
119.1
Sub
50 2000
41.0 91.0
0‘H\““H\SZ'QWH“‘\““‘\‘““1‘4\1‘“‘!‘ T 0 ‘W
miz--> 40 60 80 100 120 140 160 180 Time-> 9.52 9.54 9.56
Abundance Scan 1314 (9.816 min): BF131237.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 4.601 ng
89.0 RT: 9.845 min Scan# 1319
Ref 50 63.0 Delta R.T. 0.029 min
121.0 Lab File: BF131275.D
39.0 Acq: 16 Nov 2022 20:21
OH“HU\"1\\"‘H\“h“‘“ln\l”\\[“”\““!‘““H“HH‘H-H
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:165 Resp: 3904
Abundance Scan 1319 (9.845 min): BF131275.D\datams A 100 Ratio Lower Upper
118.1 164.1 165 100
63 160.0 49.8 74.6i#
91.0 89 58.3 44.5 66.7
Raw gp
Abundance
39.0 650 4000
0 ““\‘ UM‘MH‘\H\H;H‘M‘H‘\‘U\‘ i bl | ““‘ : ‘\“ : “‘ — %0‘99‘
m/z--> 40 60 80 100 120 140 160 180 200 3000
Abundance Scan 1319 (9.845 min): BF131275.D\data.ms (-1 9.p45
119.1 164.1
2000
Sub
50 91.0 1000
51.0
0‘H“‘\‘\‘\“\“\\\““\‘H‘H}“E\HH‘HH “H“ ‘H‘\“H%O‘@"g HH‘HH‘HH‘{“\T‘
miz—> 40 60 80 100 120 140 160 180 200  Time--> 9.80 9.85 9.90
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68.0

Abundance Scan 1343 (9.986 min): BF131237.D\data.ms (-1 #53
3-Nitroaniline

92.0 138.0 Concen: 2.826 ng
’ RT: 10.110 min Scan#t 1lgigiil=gles
Ref 50 Delta R.T. ©0.124 min A_
39.0 Lab File: BF131275.D [(GICHIEEIelE(CR
Acq: 16 Nov 2022 20:21 WANE
0! H”\“H‘U\ \1\\“\\\\“\\\\ T T T T
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:138 Resp: 254
Abundance Scan 1364 (10.110 mln) BF131275.D\datams 10N Ratlo Lower Upper
138 100
108 144.5 11.4 17.2#
92 318.6 98.6 148.0#
Raw 50
Abundance
800
0
miz—> 40 60 80 100 120 140 160 180 200 600
Abundance Scan 1364 (10.110 min): BF131275.D\data.ms (-
117.1
160.1 400
Sub
10.11
%0 200
51.0 0
0 mMW‘M“M “ . u‘l“‘” m\mﬁg?"q O
miz—-> 40 60 80 100 120 140 160 180 200 Time-> 10.10
Abundance Scan 1360 (10.086 min): BF131237.D\data.ms (- #54

184.0 2,4-Dinitrophenol
Concen: 6.654 ng
RT: 10.269 min Scan# 1391
Ref 50 154.0 Delta R.T. 0.183 min
Lab File:  BF131275.D
Acq: 16 Nov 2022 20:21
07 M}\H\‘\\\‘\‘\‘1\1%2\\0\\‘\\\\‘\1\\"\\%O\?Tq
miz—-> 40 60 80 100 120 140 160 180 200  'gt Ion:184 Resp: 849
Abundance Scan 1391 (10.269 min): BF131275.D\datams 100 Ratio Lower Upper
60.0 184 100
63 464.7 52.5 78.7#
154 0.0 54.0 8l1.0#
Raw  gp
Abund
uneefito
0136
miz--> 40 60 80 100 120 140 160 180 200 1500
Abundance Scan 1391 (10.269 min): BF131275.D\data.ms (-
60.0
1000
Sub
%0 500{ ' 10.269
85.0 129.0 157 1
miz--> 40 60 80 100 120 140 160 180 200 Time-> 10.25 10.30

BF131275.D 8270-BF111522.M
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Abundance Scan 1382 (10.216 min): BF131237.D\data.ms (- #57

89.0 165.0 2,4-Dinitrotoluene
Concen: 4.578 ng
63.0 RT: 10.233 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.018 min _
Lab File: BF131275.D (SlUEEQISEIAEIE
119.0 »
ad0 Acq: 16 Nov 2022 20:21 WM&
o
m/z—-> 40 60 80 100 120 140 160 180 200 220 '8t Ion:165 Resp: le41
Abundance Scan 1385 (10.233 min): BF131275.D\datams 10N Ratio lower Upper
60.0 165 100
63 153.9 46.0 69.0#
89 141.4 66.2  99.4#
Raw gg 182 0.0 2.3 3.5%
Abundance
851 1201 Unealso
0 TT \‘iu T ‘\MM { HH\U "\M\ ‘\‘ ‘;H“‘”;‘ \“; LM“\ \‘”P \“ ‘\‘”\‘ Tt \‘”‘ ‘1 t ‘\‘\“’ T \2\(\)?\\1\ T “ T
miz—> 40 60 80 100 120 140 160 180 200 220 1500
Abundance Scan 1385 (10.233 min): BF131275.D\data.ms (-
60.0
1000
Sub 10.234
50 500
85.1 1291,
0,,200'1 oL
miz—-> 40 60 80 100 120 140 160 180 200 220 Time-> 10.20 10.25

Abundance Scan 1605 (11.527 min): BF131237.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.528 min Scan# 1605
Ref 50 Delta R.T. ©0.000 min
Lab File: BF131275.D
80.1 160.1 Acq: 16 Nov 2022 20:21
0 \\‘\\5%‘\(‘)1‘\\i‘lH‘\“\‘\\H‘1\:\312\-‘1\\H““‘\H\‘\“H‘H‘HH‘HH"\S
m/z—> 40 60 80 100 120 140 160 180200220 240 T8t Ion:188 Resp: 276174
Abundance Scan 1605 (11.528 min): BF131275.D\datams A 10" Ratio Lower Upper
188.1 188 100
94 6.9 6.8 10.2
80 7.6 8.0 12.0#
Raw  gp
Abundance
oo 300000 11/528
0 ‘\5%‘.\(‘)1‘\\83.\(\)‘“\ T ‘1\:\312\‘0\ TT \‘““ \.\ T “\m\ RERRA] T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1605 (11.528 min): BF131275.D\data.ms (- 200000
188.1
Sub 100000
50
160.1
oL 520700 1320 T || 2180 N
m/z-> 40 60 80 100 120 140 160 180 200 220 240 Time-> 11.50 11.55
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Abundance Scan 1452 (10.628 min): BF131237.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 8.375 ng
RT: 10.822 min Scan#t 1{gSagilnlcalee
Ref 50 105.0 Delta R.T. ©0.194 min _
53.0 Lab File: BF131275.D |(SlEIEEIslEEI0f
‘ Acq: 16 Nov 2022 20:21 WIS
0‘““\L\H\h\\“””“H“HH‘HH‘HH
m/z—-> 50 100 150 200 250 300 Tgt Ion:198 Resp: 523

Abundance Scan 1485 (10.822 min): BF131275.D\data.ms 10N Ratio Lower Upper

320.¢ 198 100
62.0 51 233.1 29.4 69.4#
’ 105 270.4 22.2 62.2#
Raw 50
140.9 Abundance
221.8
oLk u\ abog | 1830 u”u L2747 1500
m/z--> 50 1 00 150 200 250 300
Abundance Scan 1485 (10.822 min): BF131275.D\data.ms (-
329.¢ 1000
62.0 0.82
Sub
50 140.9 500
221.8
oLk u\ 11029 | 1830 \\H\u 2746 ol— " ‘
miz--> 50 100 150 200 250 300 Time--> 10.80 10.85
Abundance Scan 1527 (11.069 min): BF131237.D\data.ms (- #67
1411 248.0 4-Bromophenyl-phenylether
770 Concen: 3.781 ng
’ RT: 10.822 min Scan# 1485
Ref 50 Delta R.T. -0.247 min
Lab File: BF131275.D
‘ Acq: 16 Nov 2022 20:21
0 T \ “ \“H\‘H\ \H \‘H\ T HH‘H\1H\$\O \0‘ T w\ T T 1T ‘ L
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 11993

Abundance Scan 1485 (10.822 min): BF131275.D\data.ms 10N Ratio Lower Upper

320¢ 248 100
62.0 250 197.0 76.6 114.8#
: 141 567.7 64.7 97 .1#
Raw gp
140.9 Abundance
221.8 80000
L u\ 1009 | 1830 u”u |274.7
0 ‘ T L ‘ T 1T ‘ T
miz--> 50 100 150 200 250 300 60000
Abundance Scan 1485 (10.822 min): BF131275.D\data.ms (-
329.¢
40000
62.0
Sub
50
140.8 20000 10/822
221.8
ok \‘ u‘ uﬂuﬂbow\a }h‘ u\‘\ N “H“ \‘\\2‘7‘4‘6“ — T
miz--> 50 100 150 200 250 300 Time--> 10.80 10.85
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Abundance Scan 2057 (14.186 min): BF131237.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.180 min Scan# 2(gEigial=laies
Ref 50 Delta R.T. -0.006 min
Lab File: BF131275.D [(GICHIEEIelE(CR
120.1 ‘ Acq: 16 Nov 2022 20:21 WIS
ob 800 w701 208UJ
miz--> 50 100 150 200 250 Tgt Ion:g40 Resp: 146932
Abundance Scan 2056 (14.180 min): BF131275.D\datams = 10" Ratio Lower Upper
240.2 240 100
120 9.0 7.8 11.6
236 25.4 20.6 31.0
Raw 50
Abundance
14.180
0410 880 ‘12‘\00 156.1 2?81 al 281, 150000
m/z--> 50 100 150 200 250
Abundance Scan 2056 (14.180 min): BF131275.D\data.ms (-
240.2 100000
Sub g 50000
o, 540 880 71561 2001 | e 0
miz—> 50 100 150 200 250 Time-> 1410  14.20
Abundance Scan 1833 (12.869 min): BF131237.D\data.ms (- #77
184.1 Benzidine
Concen: 3.310 ng
RT: 13.122 min Scan# 1876
Ref 50 Delta R.T. ©.253 min
Lab File: BF131275.D
Acq: 16 Nov 2022 20:21
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.84 Resp: 10423
Abundance Scan 1876 (13.122 min): BF131275.D\datams A 10" Ratio Lower Upper
244.2 184 100
185 16.8 11.4 17.2
183 7.9 9.0 13.4%
Raw  gp
Abundance
13.M122
122.1
ob 241 200, [ 1\6‘?"1‘ 2\1‘21 B8 10000
miz—-> 50 100 150 200 250
Abundance Scan 1876 (13.122 min): BF131275.D\data.ms (-
244.2
5000
Sub 50
122.1
ol 541 900 TN TN FEL | 2s0. =
miz—> 50 100 150 200 250 Time-> 1310  13.15
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Abundance Scan 1877 (13.127 min): BF131237.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 88.384 ng
RT: 13.122 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.005 min |
Lab File: BF131275.D |(SlEIEEIslEEI0f
Acq: 16 Nov 2022 20:21 WANE
122.1
T \‘5‘4‘..\0‘\ 19‘0\‘.‘1’ Ly ‘\‘ by 16‘(\:‘)\1 T ?1\‘2\2‘\ MN“ \2\8\0\1
miz--> 50 100 150 200 250 Tgt Ion:g44 Resp: 756227
Abundance Scan 1876 (13.122 min): BF131275.D\datams 10" Ratio Lower Upper
244.2 244 100
212 7.1 5.8 8.6
122 8.8 7.4 11.2
Raw 50
Abundance
13.122
1221 800000
T \‘5‘4‘..\1‘\ 19‘0\‘.‘9 S 1‘6‘10‘\1 T f1\‘2-\1‘\ “\“H“ \2\8\0\1
m/z--> 50 100 150 200 250
Abundance Scan 1876 (13.122 min): BF131275.D\data.ms (- 200000
244.2
400000
Sub
50
200000
122.1
540 900 7T 10T 221 | o,
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 13.10 13.20

Abundance Scan 2319 (15.727 min): BF131237.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.727 min Scan# 2319

Ref 50 Delta R.T. ©0.000 min
Lab File: BF131275.D
132.1 Acq: 16 Nov 2022 20:21
0 TT ‘6\6\0\ | \H\ “H\ T \2\0‘4\(\) iy ‘N\h‘\ T T ‘
miz--> 50 100 150 200 250 300 Tgt Ion:264 Resp: 175864
Abundance Scan 2319 (15.727 min): BF131275.D\datams A 1°" Ratio Lower Upper
264.2 264 100

260 22.9 18.6 27.8
265 22.2 16.6 24.8

Raw 5p
Abundance
132.1 18{r27
0 43.1 90.0 Il \H 2070 T—1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 100000
Abundance Scan 2319 (15.727 min): BF131275.D\data.ms (-
264.1
50000
Sub
50
132.1
0450 880 , | 179.9220.9
B I A L B R
m/z--> 50 100 150 200 250 300 Time--> 15.70 15.80
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