Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@053122\
Data File : BF128595.D

Acqg On : 31 May 2022 15:17

Operator : CG\JU

Sample : N3087-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Time: Jun 01 00:57:17 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 27 ©1:51:59 2022

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 6.840 152 122150 20.000 ng 0.00
21) Naphthalene-d8 8.128 136 457995 20.000 ng 0.00
39) Acenaphthene-di10 9.880 164 281285 20.000 ng 0.00
64) Phenanthrene-d10 11.369 188 478512 20.000 ng 0.00
76) Chrysene-di12 14.004 240 277658 20.000 ng 0.00
86) Perylene-di12 15.474 264 238941 20.000 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.457 112 263527 35.735 ng 0.00
7) Phenol-dé6 6.481 99 259012 27.547 ng 0.01
23) Nitrobenzene-d5 7.410 82 664730 83.728 ng 0.00
42) 2,4,6-Tribromophenol 10.675 330 343107 128.151 ng 0.00
45) 2-Fluorobiphenyl 9.204 172 1312729 75.821 ng 0.00
79) Terphenyl-di4 12.957 244 1344809 93.573 ng 0.00
Target Compounds Qvalue
9) Benzaldehyde 6.398 77 99750 17.733 ng # 1
10) Phenol 6.498 94 92685 9.948 ng 90
15) Benzyl Alcohol 6.998 79 35236 4.913 ng # 52
17) 2-Methylphenol 7.104 107 99453 15.281 ng # 90
18) Hexachloroethane 7.375 117 181382 58.516 ng # 1
20) 3+4-Methylphenols 7.257 107 47873 6.089 ng # 1
22) Acetophenone 7.257 105 899571 85.183 ng # 95
24) Nitrobenzene 7.416 77 27734 3.534 ng # 6
25) Isophorone 7.410 82 659289 45.016 ng # 66
27) 2,4-Dimethylphenol 7.787 122 419365 64.316 ng 92
28) bis(2-Chloroethoxy)met... 7.892 93 24451 2.572 ng # 72
31) Naphthalene 8.157 128 2074274 92.536 ng 99
32) Benzoic acid 7.904 122 98914 21.460 ng # 43
33) 4-Chloroaniline 8.157 127 293671 32.903 ng # 37
36) 4-Chloro-3-methylphenol 8.634 107 58900 8.497 ng # 31
37) 2-Methylnaphthalene 8.839 142 406061 28.699 ng 99
38) 1-Methylnaphthalene 8.939 142 308117 22.390 ng 100
48) 2-Nitroaniline 9.410 65 26660 6.184 ng 42

#
54) 2,4-Dinitrophenol 1668 7 #
65) 4,6-Dinitro-2-methylph... 10.469 198 507 5.705 ng # 1
67) 4-Bromophenyl-phenylether 10.675 248 23054 4 #

[\
O
N
N
=
o]
S

(#) = 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@53122\
Data File : BF128595.D

Acqg On : 31 May 2022 15:17
Operator : CG\JU

Sample : N3087-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Time: Jun 01 ©0:57:17 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 27 ©1:51:59 2022

Response via : Initial Calibration

Abundance TIC: BF128595.D\data.ms
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Abundance Scan 774 (6.840 min): BF128480.D\data.ms (-76 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.840 min Scan# 71ELdllEies
Ref 50 115.0 Delta R.T. -0.000 min \A_
52.1 78.1 Lab File: BF128595.D (SlEEQISEIAE
‘ ‘ Acq: 31 May 2022 15:17 WANENS
0\\\‘}\\\‘\"\\\“!‘\“\\\‘\\\\“\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 122156
Abundance  Scan 774 (6.840 min): BF128595 D\datams 190 Ratlo Lower Upper
150.0 152 100
150 161.7 123.7 185.5
115 67.8 49.9 74.9
Raw 50 115.0
521 78.1 ' Abundance
‘ 200000
0 \\\“\“’\‘\H\m! ‘\“\ \‘\ ‘\\\w‘\\\\‘\\‘\‘\ ‘\\\\‘\\\%0\\7.\9
miz--> 40 60 80 100 120 140 160 180 200
150000 6,840
Abundance Scan 774 (6.840 min): BF128595.D\data.ms (-75 ’
150.0
100000
Sub 50 115.0
520 78.0 : 50000
0 i [ S—— /\/
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.80  6.85

Abundance Scan 538 (5.451 min): BF128480. D\data ms (-53 #5
11

2.1 2-Fluorophenol
64.1 Concen: 35.735 ng
RT: 5.457 min Scan# 539
Ref 50 Delta R.T. ©.006 min
92.0 Lab File: BF128595.D
391 ‘ ;1_‘ ‘ Acq: 31 May 2022 15:17
0\‘\\\‘\H‘\\\\}‘\‘\1}“1\‘\\‘\\7\8\‘\\\\‘\\\\‘\\\\"\\\‘\\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100110120130 T8t Ion:112 Resp: 263527
Abundance  Scan 539 (5.457 min): BF128595.D\datams | 10" Ratio Lower Upper
91.1 112 100
64 75.2 53.3 79.9
63 78.7 28.0 42 . 0#
Raw 50 106.1
Abundance
250000 5.457
0\‘\\\\“\\\\H\H\\‘\‘}H‘\\‘\\‘\‘H‘\‘\\\‘\‘\\\‘\‘\\\‘\‘\\\‘]-\2\9‘0\\\\ 200000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 539 (5.457 min): BF128595.D\data.ms (-48
o1l 150000
sub 100000
u 50 106.1
50000
39.0 63.0 77.0 ‘
OLrrrretrerefbipller et i L 1260 e e
miz--> 30 40 50 60 70 80 90 100110120 130 Time--> 5.40 5.45 5.50
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Abundance Scan 711 (6.469 min): BF128480.D\data.ms (-70 #7

99.1 Phenol-d6
Concen: 27.547 ng
RT: 6.481 min Scan# 71EdtlEies
Ref 50 Delta R.T. 0.012 min \A_
Lab File: BF128595.D [(GlEhlSEnlellEll0f
42 0 MW-06
Acq: 31 May 2022 15:17
0 ‘H ‘ “‘ “ ‘ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T 2\8\]-.\
m/z--> 50 100 150 200 250 Tgt Ion: ‘99 RESpZ 259012
Abundance ~ Scan 713 (6.481 min): BF128595.D\data.ms | 100 Ratio Lower Upper
99.1 99 100
42 25.9 17.3 25.9
71 45.0 28.9 43 .3#
Raw 50
Abundance
200000 6.481
0 ‘\‘ H“UH \ T ! ‘ \ T T T ‘ T T T \2‘07\.0\ T T ‘ T T T T
miz--> 50 100 150 200 250 150000
Abundance Scan 713 (6.481 min): BF128595.D\data.ms (-66
99.0
100000
Sub
50 50000
66.0
G\‘\H“‘HW“\‘”\ \“\\\\‘\\\\2‘07\.(\)\\‘\\\\ O\H\‘\\H‘\\H‘\\H‘\
m/z—-> 50 100 150 200 250 Time--> 6.40 6.45 6.50

Abundance Scan 698 (6.393 min): BF128480.D\data.ms (-69 #9

10p.1 Benzaldehyde
Concen: 17.733 ng
51.0 RT: 6.398 min Scan# 699
Ref 50 Delta R.T. ©.005 min
Lab File: BF128595.D
Acq: 31 May 2022 15:17
G\“‘\““\“‘\‘H\\“\\\\‘\\\\‘\\\\‘\\\\
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z.77 Resp: 99750
Abundance  Scan 699 (6.398 min): BF128595.D\datams | 10" Ratio Lower Upper
105.1 77 100
105 703.4 81.6 121.6#
106 72.1 76.1 116.1#
Raw 50
Abundance
43.1
oy ) J1401 1030 281 800000
miz--> 50 100 150 200 250
Abundance Scan 699 (6.398 min): BF128595.D\data.ms (-64 600000
105.1
400000
Sub
50
200000
.39
43.1
ol 41401 1930 281, B
miz--> 50 100 150 200 250 Time--> 6.38 6.40 6.42
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Abundance Scan 713 (6.481 min): BF128480.D\data.ms (-70 #10

94.1 Phenol
Concen: 9.948 ng
RT: 6.498 min Scan#t 71SlglEhies
Ref 50 Delta R.T. 0.018 min |
39.1 Lab File: BF128595.D [(GlEhlSEnlellEll0f
‘ ‘ Acq: 31 May 2022 15:17 WANEUS
oL \“ \H\ ‘\\‘H‘\ : ‘H e o e e e 2‘8‘1“
m/z--> 100 150 200 250 Tgt Ion: 94 RESpZ 92685
Abundance Scan716 6.498 min): BF128595.D\data.ms 10N Ratio Lower Upper
94.1 94 100
65 35.5 11.4 51.4
66 48.5 21.4 61.4
Raw 50
39.1 Abundance
80000 6.498
0 wordy 1262 2069
miz--> 50 100 150 200 250 60000
Abundance Scan 716 (6.498 min): BF128595.D\data.ms (-66
%0 40000
Sub
50 20000
39.1
G‘\‘H\\h‘dww”hiHH“H“HH“H‘ G
miz--> 50 100 150 200 250 Time--> 6.45 6.50 6.55

Abundance Scan 798 (6.981 min): BF128480.D\data.ms (-79 #15

79.1 08, Benzyl Alcohol
108.1 Concen: 4.913 ng
RT: 6.998 min Scan# 801
Ref 50 Delta R.T. 0.018 min
51.0 Lab File: BF128595.D
‘ ‘ ‘ 150.0 Acq: 31 May 2022 15:17
G\\\“\\\h\“U\\Nl\\H\\‘\‘\‘\‘\‘\\\\‘\\H\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 79 Resp: 35236
Abundance  Scan 801 (6.998 min): BF128595.D\data.ms Ion Ratio Lower Upper
67.1 79 100
108 8.9 61.8 92.6#
1101 77 54.7 50.2 75.4
Raw 50
391 Abundance
OV_Y_M \““‘\ \\‘\ ‘ T \“\ \“ 9‘%4\"]\-\\ T ‘ TTTT ‘ TT \\2‘()\\7\0\
miz--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 801 (6.998 min): BF128595.D\data.ms (-74
67.1
50000
sub 110.1
50 6.99
I O O 7 S 17 ot =
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.90  7.00
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Abundance Scan 816 (7.087 min): BF128480.D\data.ms (-80 #17

108.1 2-Methylphenol
Concen: 15.281 ng
RT: 7.104 min Scan# 81ELdllEies
Ref 50 771 Delta R.T. 0.018 min |
Lab File: BF128595.D (SlEEQISEIAE
51.0 ‘ Acq: 31 May 2022 15:17 WAWEYS
O'M”\“”Hw”“”\‘“w”wHw””ww”"‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:107 Resp: ~ 99453
Abundance  Scan 819 (7.104 min): BF128595.D\datams 10" Ratio Lower Upper
115.1 107 100
108 110.3 91.9 137.9
77 58.1 37.8 56.8%
Raw gg 79 57.3 37.4 56.0#
77.1 Abundance
39.1
ol ‘ I ‘HH\\‘H“\“\ " }‘ Ll 1381 2068 100000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 819 (7.104 min): BF128595.D\data.ms (-76
115.1
50000
Sub 50
77.0
51.0 ‘
ol H‘WuwMH‘wh“1?:?-‘1‘”_””‘%9‘?:*% =
miz--> 40 60 80 100 120 140 160 180 200 Time--> 7.05 7.0 7.15

Abundance Scan 862 (7.357 min): BF128480.D\data.ms (-85 #18

116.9 200.9 | Hexachloroethane
Concen: 58.516 ng
RT: 7.375 min Scan# 865
165.9 .
Ref 50 Delta R.T. ©.018 min
470  gp Lab File: BF128595.D
‘ M ‘ ‘ H ‘ ‘ Acq: 31 May 2022 15:17
G\\\‘\\‘\\"\\\\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 181382
Abundance  Scan 865 (7.375 min): BF128595.D\data.ms Ion Ratio Lower Upper
110.1 117 100
119 259.2 77 .4 116.2#
201 0.0 84.6 127.0#
Raw 50
91.1 Abundance
39.1 65.1
0! T \4‘2\\]\- T T TTT \2‘0\?\0\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 865 (7.375 min): BF128595.D\data.ms (-81
119.1 400000
Sub
50 200000
91.0
39.0 65.0 1
0! \\‘\H\\\\\‘\\\\‘\\\\‘\\\\ T T T T T T T T
m/z-—-> 40 60 80 100 120 140 160 180 200  Time-->  7.34 7.36 7.38 7.40
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Abundance Scan 843 (7.245 min): BF128480.D\data.ms (-83 #20

770 10p.1 3+4-Methylphenols
' Concen: 6.089 ng
RT: 7.257 min Scan# 8{lgliidiipl=lgie
Ref 50 Delta R.T. ©0.012 min |
51.0 Lab File: BF128595.D (SUEERISE e
Acq: 31 May 2022 15:17 WANEUS
0 \‘\F‘ﬁ?'\]‘.\\\\‘\\\\‘]\-\9\3\.‘0\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:107 Resp: 47873
Abundance  Scan 845 (7.257 min): BF128595.D\datams | 100 Ratlo Lower Upper
105.1 107 100
77.1
108 88.7 71.8 111.8
77 1256.5 59.3 99.3#
Raw 5 79 40.6 11.7 51.7
51.1 Abundance
Ol \“““\ \“\‘”\“”\‘ 1§ \‘“1“‘ i T \H\‘ TT “\ T AERENRERRERRR \2‘(\)\7\:!- 500000
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 845 (7.257 min): BF128595.D\data.ms (-79
771 1051 300000
Sub 200000
50
511 100000
o\\wwimzon & ——
miz--> 40 60 80 100 120 140 160 180 200 Time--> 725 730

Abundance Scan 993 (8.128 min): BF128480.D\data.ms (-98 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.128 min Scan# 993

Ref 50 Delta R.T. -0.000 min
Lab File: BF128595.D
54.0 108.1 | Acq: 31 May 2022 15:17
G\\\“H\“\‘M\W“MH‘\‘\‘H‘\HM‘HH‘HH‘HH"HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 457995
Abundance  Scan 993 (8.128 min): BF128595.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 11.4 8.8 13.2
54 9.6 7.5 11.3
Raw 5g 68 5.2 4.7 7.1
Abundance
108.1 8.128
54.1 .
Ol \“‘”\ T ‘H‘i T 1“17\?{‘}\‘\ T “\‘\“\ T \‘“\‘M‘ Tt \1\6‘2\\1\\ ‘%\9\3\‘0\ TTT 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 993 (8.128 min): BF128595.D\data.ms (-94 300000
136.0
200000
Sub
50
100000
54.0 108.1
Ot S0 Lyl 1621 1930 OF e
m/z-—-> 40 60 80 100 120 140 160 180 200 Time-> 8.05 8.10 8.15
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Abundance Scan 845 (7.257 min): BF128480.D\data.ms (-83 #22
105.1 Acetophenone
7.0 Concen: 85.183 ng
43.0 RT: 7.257 min Scan# 8{lgliidiipl=lgie
Ref 50 Delta R.T. -0.000 min _
Lab File: BF128595.D (GUCINEETSIEIH
Acq: 31 May 2022 15:17 WANEUS
AU
m/z--> 4’0 60 8‘0 160 12‘0 140 160 180 260 Tgt Ion:105 Resp: 899571
Abundance  Scan 845 (7.257 min): BF128595.D\datams | 10N Ratlo Lower Upper
771 105.1 105 100
71 0.5 5.0 7.44
51 33.7 25.0 37.4
Raw 50 120 21.3 17.8 26.8
51.1 Abundance
0 "““\"\“‘1291‘“2‘071 000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 845 (7.257 min): BF128595.D\data.ms (-79
771 105.1 400000
Sub g 200000
51.0
G"”HH“\H"\‘”‘vw“‘iggw%“‘w“‘w“‘aqz‘% 0 T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 720 725 7.30
Abundance Scan 871 (7.410 min): BF128480.D\data.ms (-86 #23
82.1 Nitrobenzene-d5
Concen: 83.728 ng
54.0 RT: 7.410 min Scan# 871
Ref 50 128.1 Delta R.T. -0.000 min
Lab File: BF128595.D
‘ ‘ | Acq: 31 May 2022 15:17
m/z--> 40 60 sb 100 120 140 160 180 200  Tgt Ion: 82 Resp: 664730
Abundance  Scan 871 (7.410 min): BF128595.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 42.1 34.0 51.0
54.1 117.1 54 60.0 46.9 70.3
Raw 50
Abundance
600000 7.410
o1 ‘\w\h“‘\\!\\‘u";h“‘ }H“‘ “‘ “‘ - “H‘ : ‘}J‘L‘l?‘ -:I-‘ e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 871 (7.410 min): BF128595.D\data.ms (-82 400000
82.1
54.0 1171
Sub 50 200000
0"‘i“‘!‘\‘“"\““‘“\H““\H‘j"“lwo“l‘www”wm T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.35 7.40 7.45
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Abundance Scan 874 (7.428 min): BF128480.D\data.ms (-86 #24

77.0 Nitrobenzene
Concen: 3.534 ng
51.0 RT: 7.416 min Scan# s{IEUAIIELE
Ref 50 123.1 Delta R.T. -0.012 min VA
Lab File: BF128595.D |(®IEIEE lsllEllof
‘ Acq: 31 May 2022 15:17 WANEUS
0\\\"\\\\‘\‘\\M“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 77 Resp: 27734
Abundance  Scan 872 (7.416 min): BF128595 D\datams 19" Ratlo Lower Upper
841 1171 77 100
123 3.5 35.4 53.2#
541 65 92.8 11.8 17.8#
Raw 50
Abundance
i 80000
0' \““‘}“\“\‘U“ ‘\ T ‘\ \L‘H\ L ‘ T \ \6"0\ \0\ \J‘-§\8\\0‘ L \2‘(\)\7\]\-
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 872 (7.416 min): BF128595.D\data.ms (-82
84.0 117.1
40000
7.416
Sub 54.0
50
20000
o bill L L 00 tes0 2o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 7.38 7.40 7.42 7.44

Abundance Scan 915 (7.669 min): BF128480.D\data.ms (-90 #25

821 Isophorone
Concen: 45.016 ng
RT: 7.410 min Scan#t 871
Ref 50 Delta R.T. -0.259 min
Lab File: BF128595.D
39.1 138.1 Acq: 31 May 2022 15:17
o 09 .l jaen | 1030
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 659289
Abundance  Scan 871 (7.410 min): BF128595.D\datams | 100 Ratio Lower Upper
84.1 82 100
95 0.5 5.7 8.5
54.1 117.1 138 0.0 14.2 21.2#
Raw 50
Abundance
600000 7.410
0l ‘\w\h‘\‘\\!\\‘u";h“‘ }H“‘ ‘w“ “““ — “H“ “‘\j‘wfl‘o‘-:‘l‘ e
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 871 (7.410 min): BF128595.D\data.ms (-86 400000
82.1
Sub 50 54.0 117.1 200000
Oi“\‘\“\‘\‘M\ZO\\\ R
miz--> 40 60 80 100 120 140 160 180  Time--> 7.35 7.40 7.45

BF128595.D 8270-BF052622.M Wed Jun 01 00:57:22 2022 Page 9



Abundance Scan 933 (7.775 min): BF128480.D\data.ms (-92 #27
107.1 2,4-Dimethylphenol
Concen: 64.316 ng
RT: 7.787 min Scan# 9lglsiidtipl=lgies
Ref 50 Delta R.T. ©0.012 min
77.1 Lab File: BF128595.D (GUCINEETSIEIH
39.0 Acq: 31 May 2022 15:17 MIWENS
o "H\‘MM_‘\\WLM‘mH‘\"1‘“;”””_””.“
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:122 Resp: 419365
Abundance  Scan 935 (7.787 min): BF128595.D\datams 10" Ratio Lower Upper
107.1 122 100
107 126.9 93.0 139.6
121 56.0 46.6 70.0
Raw
%0 771 Abundance
39.1
TR
0\\\“‘Hum“‘i“u“i “‘H‘W‘\“M\‘\‘“‘“\\‘1\“\1\\‘”\\‘uu‘u'u 300000 7.787
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 935 (7.787 min): BF128595.D\data.ms (-88
1071 200000
Sub 50
77.0 100000
51.1 ‘ ‘ ‘ 421
0l ‘\‘im‘ ‘\‘H“ iw\‘}‘h‘ ‘H;“ Ll ‘\M ‘M\‘ ‘\1“””‘””‘”“2‘(‘)6-‘9 e emmmme
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.75 7.80 7.85
Abundance Scan 950 (7.875 min): BF128480.D\data.ms (-94 #28
63.0 3. bis(2-Chloroethoxy)methane
’ Concen: 2.572 ng
RT: 7.892 min Scan# 953
Ref 50 Delta R.T. ©.018 min
Lab File: BF128595.D
‘ 123.0 Acq: 31 May 2022 15:17
03T el b e O 207,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 93 Resp: 24451
Abundance  Scan 953 (7.892 min): BF128595.D\data.ms Ion Ratio Lower Upper
110.1 93 100
95 23.2 26.8 40.2#
431 123 33.2 9.2 13.8#%#
Raw o 77.1
148.1 Abundance
7.892
0 e 2072 15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 953 (7.892 min): BF128595.D\data.ms (-89
119.1 10000
Sub
50 77.1 148.1 5000
43.1
0 Mt T T T T T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.85 7.90

BF128595.D 8270-BF052622.M

Wed Jun 01 00:57:22 2022
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Abundance Scan 996 (8.145 min): BF128480.D\data.ms (-98 #31

1281 Naphthalene
Concen: 92.536 ng
RT: 8.157 min Scan# 9{idlilEies
Ref 50 Delta R.T. 0.012 min \A_
Lab File: BF128595.D [(GICHIEEIel(EI(6H
Acq: 31 May 2022 15:17 WANEUS
.0
0 T \ “ \‘“ \H“$\7\]-‘“‘ T T “\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.28 RESpZ 2074274
Abundance  Scan 998 (8.157 min): BF128595.D\datams | 10N Ratlo Lower Upper
128.1 128 100
129 11.2 9.2 13.8
127 13.7 10.5 15.7
Raw 50
Abundance
8.157
511 | | 160.1 207.0 281.(
04— “ \‘“\Hm\ \“‘ T \‘\ ™ T T T T = 1500000
m/z--> 50 100 150 200 250
Abundance Scan 998 (8.157 min): BF128595.D\data.ms (-94
128.1 1000000
Sub
50 500000
51.1
ol ST BTO | 1601 2070 281 o=/
m/z--> 50 100 150 200 250 Time--> 810 8.20
Abundance Scan 954 (7.898 min): BF128480.D\data.ms (-93 #32
105.1 Benzoic acid
77.1 Concen:  21.460 ng
RT: 7.904 min Scan# 955
Ref 50| 510 Delta R.T. ©.006 min
Lab File: BF128595.D
‘ Acq: 31 May 2022 15:17
0\\\‘H‘\‘\‘1\‘\‘\\‘M“\\\\‘\‘\\\“\\\\]‘.\42\0‘\\\\‘]\.\9§‘0\\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:122 Resp: 98914
Abundance  Scan 955 (7.904 min): BF128595.D\data.ms Ion Ratio Lower Upper
107.1 122 100
105 24.7 107.1 147.1#%
77 81.9 74.2 114.2
Raw 50
Abundance
43.1 i Y
‘ 30.1
ol bl b 1528 207g ) 180000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 955 (7.904 min): BF128595.D\data.ms (-90
100000
107.1
Sub 50 50000 7.904
77.0
43.1 ‘ 30.0
0"“‘H“MM‘m_m‘HH‘““EHHWH R RRREE [ Ee—————————
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.85 7.90 7.95
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Abundance Scan 1005 (8.198 min): BF128480.D\data.ms (-9 #33

127.0 4-Chloroaniline
Concen: 32.903 ng
RT: 8.157 min Scan# 9{idlilEies
Ref 50 Delta R.T. -0.041 min .
65.1 Lab File: BF128595.D (GUEEEIMEIRE
Acq: 31 May 2022 15:17 WANEUS
0‘\\\\\\\\ ‘\\h\‘u‘ d‘\‘n‘ R EL A eI
miz--> 50 100 150 200 250 Tgt IOFIZ:!.27 RESpZ 293671
Abundance  Scan 998 (8.157 min): BF128595.D\datams 100 Ratio Lower Upper
128.1 127 100
129 82.2 26.4 39.6#
65 3.4 26.4 39.6#
Raw 5 92 0.4 16.0 24.0#
Abundance
250000
51.1
ol {800 | 1e01 2070 28ti
m/z--> 50 100 150 200 250
Abundance Scan 998 (8.1512n;|.r1). BF128595.D\data.ms (-95 150000
100000
Sub
50
50000
oL LBt | ae20  oe1 o
miz--> 50 100 150 200 250 Time--> 8.10 8.20

Abundance Scan 1085 (8.669 min): BF128480.D\data.ms (-1 #36

107.1 4-Chloro-3-methylphenol
1421 Concen: 8.497 ng
77.0 RT: 8.634 min Scan# 1079
Ref 50 Delta R.T. -0.035 min
51.1 Lab File: BF128595.D
‘ Acq: 31 May 2022 15:17
G\u‘\\H\‘\N‘\u”‘\‘\\u‘\1\\‘\\H‘H\\u‘uu‘uu‘uu‘u
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:107 Resp: 58900
Abundance Scan 1079 (8.634 min): BF128595.D\data.ms Ion Ratio Lower Upper
911 107 100
144 12.1 19.5 29.3#
142 2.7 58.2 87 .44%
Raw 50 136.1
Abundance
39.1 651 8.634
o “M\‘\\\h ‘\‘;“\H‘\‘u | ‘\““‘ i \\16‘21 2070 25000
m/z--> 40 60 80 100 120 140 160 180 200 220 20000
Abundance Scan 1079 (8.634 min): BF128595.D\data.ms (-1
931 15000
Sub 119.1 10000
50
5000
651 150.1
0m“h‘u‘M\‘h‘1M\‘\‘\u”}\U‘u“1‘\‘”‘””‘\”\2‘9\7‘9“‘ 0 S
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.55 8.60 8.65
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Abundance Scan 1114 (8.839 min): BF128480.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 28.699 ng
RT: 8.839 min Scan# 11EdllEies
Ref 50 115.1 Delta R.T. -0.000 min \A_
Lab File: BF128595.D |(®IEIEE lsllEllof
Acq: 31 May 2022 15:17 MIWENS
39.1 630 891 9 Y
0\\\‘\\H\\“\\“\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:142 Resp: 406661
Abundance Scan 1114 (8.839 min): BF128595. D\data.ms 10" Ratlo Lower Upper
142.1 142 100
141 87.8 71.0 106.4
Raw 50 115.1
' Abundance
8.839
39.1 63.0 gopo
0 TT \“H‘\ \H\ ‘\““\‘ ‘H\“H‘\‘ \‘\“\ T ‘ T \ \ ‘ \ TT \“ ‘\ \ T \]-‘6\6\\]\- ‘J\-\g\z\ ‘9\ TTT 400000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1114 (8.839 min): BF128595.D\data.ms (-1 300000
14p.1
200000
Sub
50 115.1
100000
0 30.1 630 890 || 16801929 0
TR Y VPR GME NN | I L LSSl S R e ——
m/z-> 40 60 80 100 120 140 160 180 200  Time--> 8.80 8.85 8.90

Abundance Scan 1131 (8.939 min): BF128480.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 22.390 ng
RT: 8.939 min Scan# 1131
Ref 50 115.1 Delta R.T. -0.000 min
Lab File: BF128595.D
63.0 go1 Acq: 31 May 2022 15:17
0\3\\‘\\H\\““\\“‘\H\‘\\\\‘\\\\’\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 220 =18t Ion:142 Resp: 368117
Abundance Scan 1131 (8.939 min): BF128595.D\data.ms Ion Ratio Lower Upper
142.1 142 100
141 92.5 74.2 111.4
Raw 50 115.1
Abundance
51.1 77.1
0 T “‘\ \“\ \‘ “\‘ \H‘\N‘ \H\H\ \“ 1‘\ \‘ l‘h"\ \ \ \‘ ‘\“‘ T \]_‘6\\8\ (\)‘ T \2\?\5\ \]-\ ‘ TT 400000 8 939
m/z--> 40 60 80 100 120 140 160 180 200 220 '
Abundance Scan 1131 (8.939 min): BF128595.D\data.ms (-1 390000
142.0
200000
Sub 115.1
50
100000
51.1 77.1 ‘
Obdbeib byl 2670 2051 S
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.90 9.00
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Abundance Scan 1291 (9.881 min): BF128480.D\data.ms (-1 #39
164.2 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.880 min Scan# 1lgfidtipgl=lpies

Ref 50 Delta R.T. -0.001 min |
Lab File: BF128595.D [(GlEhlSEnlellEll0f
Acq: 31 May 2022 15:17 WANEUS
0 ‘54\.'0 | 8\?“‘1 106'1 13%1 I . q y
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 281285
Abundance Scan 1291 (9.880 min): BF128595 D\datams 10" Ratio Lower Upper
162.2 164 100

162 103.3 79.5 119.3
160 47.0 34.2 51.4

Raw 50
Abundance
300000 9.880

0,
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1291 (9.880 min): BF128595.D\data.ms (-1 200000

162.2

Sub

50 100000

54.1 sa.1 132.1

RN . Sl L 1 T ot e

miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.85 9.90 9.95

Abundance Scan 1426 (10.675 min): BF128480.D\data.ms (- #42

329.€| 2,4,6-Tribromophenol
Concen: 128.151 ng

RT: 10.675 min Scan# 1426
Delta R.T. -0.000 min

Lab File: BF128595.D

Acq: 31 May 2022 15:17

Ref 50

ol .
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 343107
Abundance Scan 1426 (10.675 min): BF128595.D\data.ms ggg ig'glo Lower Upper

332 97.6 76.8 115.2
141 34.4 28.0 42.0

Raw 50
Abundance
10.675
ol 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 1426 (10.675 min): BF128595.D\data.ms (-
. 200000
Sub 100000
- - OV\ ‘ T L T ‘ T T T \‘
m/z--> 50 100 150 200 250 300 Time-->  10.60 10.70
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Abundance Scan 1176 (9.204 min): BF128480.D\data.ms (-1 #45
172.1 2-Fluorobiphenyl
Concen: 75.821 ng
RT: 9.204 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF128595.D |(®IEIEE lsllEllof
Acq: 31 May 2022 15:17 MIWENS
510 850 12011461 || 0. a y
0\\\’\\\\‘\\\‘H}‘\h\\\‘\\\\i\\\‘\‘\‘\‘w\‘\\\‘\\\\‘\\?\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:172 Resp: 1312729
Abundance Scan 1176 (9.204 min): BF128595.D\datams = 10N Ratlo Lower Upper
172.1 172 100
171 34.8 28.8 43.2
170 23.4 19.8 29.8
Raw 50
Abundance
9.204
105.1
133.1
0\\\’\5}‘\\1‘\\7\‘6“‘]\-“\‘\\‘\‘\\\i\\\\‘\‘\‘”\‘\\“\‘\\\\2‘(\)\7\-%
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 1176 (9.204 min): BF128595.D\data.ms (-1
172.1
Sub 500000
50
105.1
63.0 146.0 ‘
o‘?’?‘,‘1‘””“Hu”mMW‘m_mw‘wu 2071 O
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.10 9.15 9.20 9.25
Abundance Scan 1213 (9.422 min): BF128480.D\data.ms (-1 #48
63.1 138.1 2-Nitroaniline
92.1 Concen: 6.184 ng
' RT: 9.410 min Scan# 1211
Ref 50 Delta R.T. -0.012 min
39.0 Lab File: BF128595.D
‘ Acq: 31 May 2822 15:17
O' \\\‘\\“\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\]\-9\\5‘\8\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 65 Resp: 26660
Abundance Scan 1211 (9.410 min): BF128595.D\datams A 100 Ratio Lower Upper
105.1 65 100
1501 92 48.3 51.9 77.9%
: 138 15.4 76.4 114.6#
Raw 50
77.1 Abundance
51.1 40000
0' \\\‘\\1‘\‘\\\\‘;‘\7\4\‘]\_\]_\9\‘9\(\)\\
miz--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1211 (9.410 min): BF128595.D\data.ms (-1
105.1 9.410
20000
Sub 50
10000
14119641
A O O A BT o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.40
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Abundance Scan 1300 (9.933 min): BF128480.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol
63.0 Concen: 7.719 ng
91.0 RT: 9.922 min Scan#t 1gSlglEhies
Ref 50 Delta R.T. -0.011 min
154.0 Lab File: BF128595.D [(GlEhlSEnlellEll0f
38.1 Acq: 31 May 2022 15:17 WANEUS
0 ‘1‘ \“\‘} T \‘\“i T 1‘1\1%%-\0\ \“ T \‘ T “\ T %(\)\7\(\:
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:184 Resp: 1668
Abundance Scan 1298 (9.922 min): BF128595.D\datams 10" Ratio Lower Upper
43.1 161.1 184 100
63 130.3 64.5 96.7#
154 51.5 50.6 75.8
Raw 50
Abundance
0 8000
m/z-—-> 40 60 80 100 120 140 160 180 200
Abundance Scan 1298 (9.922 min): BF128595.D\data.ms (-1, 6000
161.1
4000
Sub
50
2000
121.0 184.0
ME<E S A RN T ¥ Y 0
miz--> 40 60 80 100 120 140 160 180 200  Time-->

Abundance Scan 1544 (11.369 min): BF128480.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.369 min Scan# 1544
Ref 50 Delta R.T. -0.000 min
Lab File: BF128595.D
80.1 Acq: 31 May 2022 15:17
0 \4\2.’0‘\‘\”1 i“’ \]\_3\2\1‘ ‘L\‘ t \H\ 7T \2\37\‘9\ T \3‘1\0'\
miz--> 50 100 150 200 250 300 I8t Ion:188 Resp: 478512
Abundance Scan 1544 (11.369 min): BF128595.D\datams 100 Ratio Lower Upper
188.2 188 100
94 7.5 7.0 10.6
80 8.7 7.6 11.4
Raw 50
Abundance
11.869
80.1
0 \4%.%\“\”1 i“’ \173\‘2\1‘ ‘L\“ t \‘M T \2\2\9\8‘2§5\9\\ T
m/z--> 50 100 150 200 250 300 400000
Abundance Scan 1544 (11.369 min): BF128595.D\data.ms (-
188.2
Sub 200000
50
80.0
o420 "1 1321 || 22982659 01
a2 e e B i L B SRR
miz--> 50 100 150 200 250 300 Time--> 11.30  11.40
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Abundance Scan 1392 (10.475 min): BF128480.D\data.ms (1 #65
198.1 4,6-Dinitro-2-methylphenol
Concen: 5.705 ng
RT: 10.469 min Scan#t 1lgigill=gles
Ref 50{ 539 105.1 Delta R.T. -0.006 min _
Lab File: BF128595.D (SlEEQISEIAE
‘ 168.1 Acq: 31 May 2022 15:17 WANEUS
0 H‘\‘\\‘\“‘u‘““UHH\"H\"M‘H‘“‘?"4"‘9‘}‘“!H‘\HH“HHZ“Z‘Q“?H
m/z--> 40 60 80 100120 140160 180200220240 T8t Ion:198 Resp: 507
Abundance Scan 1391 (10.469 min): BF128595.D\data.ms 10" Ratio Lower Upper
43.1 198 100
011 163.1 51 852.5 37.6 77.6#
: 185 1170.0 27.0 67.0#
Raw
%0 132.1 Abundance
191.9 8000
0 228.0
miz--> 40 60 80 100 120 140 160 180 200 220 240 6000
Abundance Scan 1391 (10.469 min): BF128595.D\data.ms (-
168.1
4000
Sub
50 132.1
77.0 1050 2000
196.0 10.469
oot L ‘HH bbbl 2230 -
miz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 10.45 10.50
Abundance Scan 1467 (10.916 min): BF128480.D\data.ms (- #67
250.0 4-Bromophenyl-phenylether
1411 Concen: 4.663 ng
77.0 RT: 10.675 min Scan# 1426
Ref 50 Delta R.T. -0.241 min
Lab File: BF128595.D
!“ ‘ Acq: 31 May 2022 15:17
ot | ‘\‘H‘\H‘\H‘ R 7R I
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 23654
Abundance Scan 1426 (10.675 min): BF128595.D\datams A 10" Ratio Lower Upper
3206 248 100
250 196.2 80.6 120.8#
62.0 141 525.4 58.9 88.3#
Raw 50
141.0 Abundance
221.9
0 ‘\‘h‘u\i‘ 1“‘1”“‘1“:‘1"\‘b}’\‘%‘\” }H‘ ‘W‘?‘l‘ : }\Hh‘ : “l““ o 100000
m/z--> 50 100 150 200 250 300
Abundance Scan 1426 (10.675 min): BF128595.D\data.ms (-
320.€
62.0 50000
Sub 50
141.0
221.9
ok ‘\ h‘ u“\‘\‘ M \H JrV‘g‘lw“HHhH\l\\‘H“H \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70
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Abundance Scan 1993 (14.010 min): BF128480.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.004 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128595.D (SlEEQISEIAE
H Acq: 31 May 2022 15:17 WANEUS
0\\5‘5\0\\\““\H\\ﬂ‘?\\\“\‘\”\““"\\\\.‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 gt Ion:240 Resp: 277658
Abundance Scan 1992 (14.004 min): BF128595.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 8.9 8.9 13.3
236 25.8 20.8 31.2
Raw 50
Abundance
14.004
120.1
0\ T ‘ \7\8\(\) “‘\‘H T ‘ \]\-8\4.\ “\‘\ \‘““‘ ‘ \2\8\1--\0‘ \3?7\.\]-‘ T
miz--> 50 100 150 200 250 300 350 200000
Abundance Scan 1992 (14.004 min): BF128595.D\data.ms (-
24D.2
Sub 100000
50
120.1 ‘
o 7800 ae21. | aeazara oI
miz--> 50 100 150 200 250 300 350 Time--> 14.00 14.10

Abundance Scan 1814 (12.957 min): BF128480.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 93.573 ng
RT: 12.957 min Scan# 1814
Ref 50 Delta R.T. -0.000 min
Lab File: BF128595.D
122.1 Acq: 31 May 2022 15:17
(o5 \5‘4\0\ ‘?0\‘]‘- g \‘ T \1‘6‘?.\1\ T 71\2\2‘\ H\M T
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1344809
Abundance Scan 1814 (12.957 min): BF128595.D\datams 10N Ratio  Lower Upper
2442 244 100
212 7.5 6.1 9.1
122 10.3 8.8 13.2
Raw 50
Abundance
12.957
122.1 160.1 212.2
T \5‘4\1\ ‘\9‘0\‘]‘- L \‘ ey ‘1 =T “ \“\‘\ H\“‘“ T \28\4\.‘
m/z--> 50 100 150 200 250 1000000
Abundance Scan 1814 (12.957 min): BF128595.D\data.ms (-
244.2
Sub 500000
50
oL 540 000 %" AR s 0
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 Time--> 12.90 13.00
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Abundance Scan 2241 (15.468 min): BF128480.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.474 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. ©0.006 min |
Lab File: BF128595.D (SlEEQISEIAE
1321 Acq: 31 May 2022 15:17 WANENS
0+ T \7\6\0\ f \‘H\ ‘“ T \2\0‘4\:!- i ‘N\‘”\ L B ‘ T
m/z--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 238941
Abundance Scan 2242 (15.474 min): BF128595 D\data.ms 10" Ratlo Lower Upper
264.2 264 100

260 24.1 18.4 27.6
265 20.8 17.2 25.8

Raw 50
Abundance
200000 15.474
30.1
0 571 Il hH 207'1\‘ miA 355.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 150000
Abundance Scan 2242 (15.474 min): BF128595.D\data.ms (-
264.1
100000
Sub
50 50000
132.0
0420 88.0 I hH 204.0 Ly Lulll 341.0 1
T e e e T R A R e
m/z--> 50 100 150 200 250 300 350 Time--> 1540 15.50
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