Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126567.D

Acqg On : 10 Jan 2022 15:42

Operator : JU/CG

Sample : N1e54-07 :

Misc : 20220019-CAPE-1-MODIFIED-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jan 10 17:17:28 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jan 10 14:50:31 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.769 152 84746 20.000 ng 0.00
21) Naphthalene-d8 8.051 136 361172 20.000 ng 0.00
39) Acenaphthene-die 9.810 164 164414 20.000 ng 0.00
64) Phenanthrene-d10 11.292 188 254678 20.000 ng 0.00
76) Chrysene-di12 13.939 240 146041 20.000 ng # 0.00
86) Perylene-di12 15.386 264 161524 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.381 112 355935 60.315 ng 0.00

7) Phenol-dé 6.398 99 318750 41.703 ng -0.01
23) Nitrobenzene-d5 7.333 82 582147 82.761 ng 0.00
42) 2,4,6-Tribromophenol 10.598 330 181412  142.788 ng 0.00
45) 2-Fluorobiphenyl 9.133 172 816147 87.352 ng 0.00
79) Terphenyl-di4 12.886 244 554018 73.707 ng 0.00

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT/LSC Reviewed)
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Operator : JU/CG
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Response via : Initial Calibration

Abundance TIC: BF126567.D\data.ms
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Abundance Scan 801 (6.798 min): BF126402.D\data.ms (-79 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.769 min Scan# 7UgSiidtinlEnles

Ref 50 115.0 Delta R.T. -0.000 min |
,0 78.0 Lab File: BF126567.D [(ClElSEIollEIl0H
‘ Acq: 10 Jan 2022 15:42 20220019-CAPE-1-MODIFIED-ELUTRIATE
0 \\\H’ T \‘\‘\ ‘ \ T \“‘\ ‘ \ \ \ \ ‘ T \ } ‘ ;‘\3\2-\0‘ \‘\
m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 84746

Abundance  Scan 796 (6.769 mm). BF126567.D\datams 100 Ratio Lower Upper
150.0 152 100

150 159.3 128.1 192.1
115 65.5 56.7 85.1

Raw 50
1150 Abundance
78.0
150000
035'?
miz--> 40 60 100 120 140 160
Abundance Scan 796 (6.769 mln). BF126567.D\data.ms (-77 61169
100000
150.0
Sub
50 115.0 50000
78.0
035-9 O
miz--> 40 60 100 120 140 160 Time-> 6.75  6.80
Abundance Scan 564 (5.404 min): BF126402.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 60.315 ng
64.0 RT: 5.381 min Scan# 560
Ref 50 Delta R.T. -0.000 min
92 0 Lab File: BF126567.D
Acq: 10 Jan 2022 15:42
38\\ 0 \‘ ‘ | i
0\\\“\\“\‘\“‘\‘\\\‘\\\\‘\\ \‘\\\\‘\\\\’\\\\‘\\\
miz--> 40 80 100 120 140 160 180 18t Ion:112 Resp: 355935
Abundance  Scan 560 (5.381 min): BF126567.D\data.ms Ion Ratio Lower Upper
119.0 112 100
64 59.6 49.5 74.3
64.0 63 28.6 23.9 35.9
Raw 50
Abundance
920 5481
ok \3\‘%"?\“\‘ “ T ‘ \ T \ T ‘\ [T \1\4‘1\\0\ RR \%‘8\3\9\
miz--> 40 80 100 120 140 160 180 300000
Abundance Scan 560 (5.381 min): BF126567.D\data.ms (-50
112.0
200000
64.0
Sub
50 100000
920
0390 1410 1839 ot
miz--> 40 80 100 120 140 160 180 Time-> 5.30 540 550
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Abundance Scan 738 (6.428 min): BF126402.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 41.703 ng
RT: 6.398 min Scan# 71EdtlEgies
Ref 50 Delta R.T. -0.012 min \A_
711 Lab File: BF126567.D [(ClElSEIollEIl0H
42.1 ‘ NPT IR Ry Y IR LAY VI 20220019-CAPE-1-MODIFIED-ELUTRIATE
0\‘\\\\“}‘\‘\‘\\“1\‘\\"\\‘1\"‘\\\\‘\\\\‘\\\\‘“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 318756
Abundance  Scan 733 (6.398 min): BF126567.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 17.6 14.2 21.4
71 29.1 24.3 36.5
Raw 50
71.1 Abundance
42.0 ‘ 6.398
54.0
82.0
0\‘\\\\‘}‘\‘\‘\\“1\‘\1‘\\\\"‘\\\\‘\\\\‘\\\\‘“\\\\‘ 300000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 733 (6.398 min): BF126567.D\data.ms (-68
99.1 200000
Sub
50 100000
71.1
42.0
clly \5\4\ | i 82.0 |
0 e i bbb e e e T T
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.50

Abundance Scan 1019 (8.080 min): BF126402.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.051 min Scan# 1014
Ref 50 Delta R.T. -0.006 min
Lab File: BF126567.D
54.0 108.1 Acqg: 10 Jan 2022 15:42
0H\‘\\H\‘\‘E\NWH\‘\1\\‘H}H‘HH‘HH‘\H\‘\H\‘\H‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 361172
Abundance Scan 1014 (8.051 min): BF126567.D\datams 10N Ratlo Lower Upper
136.1 136 100
137 10.7 8.6 13.0
54 8.6 7.8 11.6
Raw gg 68 6.4 6.3 9.5
Abundance
8.051
400000
40 1% |
0H\‘\\}\‘\w\”‘\\\\‘\\\\‘\\“‘HH‘HH‘\H\‘\H\‘\H\
m/z--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1014 (8.051 min): BF126567.D\data.ms (-9
136.1
200000
Sub 50
100000
54.0 108.1
O“W‘AM‘N‘WMH“ﬂ‘W“W‘H‘W“H‘H“_‘H“H‘ O
miz--> 40 60 80 100 120 140 160 180 200 220 Tjme--> 8.00 8.05 8.10
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Abundance Scan 897 (7.363 min): BF126402.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 82.761 ng
54.0 RT: 7.333 min Scan#t S{gSiiiglElies
Ref 50 128.1 Delta R.T. -0.006 min |
Lab File: BF126567.D [(ClElSEIollEIl0H
08.0 Acq: 10 Jan 2022 15:42 20220019-CAPE-1-MODIFIED-ELUTRIATE
o400 || esp, | “|"120 |
T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ L T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 582147
Abundance  Scan 892 (7.333 min): BF126567.D\datams 19" Ratlo Lower Upper
82.1 82 100
128 42.9 32.7 49.1
540 54 52.2 41.7 62.5
Raw  5p : 128.1
Abundance
951 7.333
o200 || esn | “T1120 | 500000
T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ LI T T ‘
miz--> 40 60 80 100 120 400000
Abundance Scan 892 (7.333 min): BF126567.D\data.ms (-84
82.1 300000
Sub 54.0 200000
50 128.1
100000
98.1
400 || e8| | 1120 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\’\\\\’\\\\
miz--> 40 60 80 100 120 Time--> 730  7.40

Abundance Scan 1318 (9.839 min): BF126402.D\data.ms (-1 #39

162.1  Acenaphthene-die
Concen: 20.000 ng
RT: 9.810 min Scan# 1313
Ref 50 Delta R.T. -0.006 min
80.0 Lab File: BF126567.D
Acqg: 10 Jan 2022 15:42
ob i o 1081 1921 |
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 164414
Abundance Scan 1313 (9.810 min): BF126567.D\data.ms Ion Ratio Lower Upper
160.1 164 100
162 102.6 81.4 122.0
160 46.0 36.6 54.8
Raw 50
Abundance
80.1 9.810
5w4\0 L \H\‘ 106.1 13\\4'1 \‘\
0H“HH‘MH‘H‘H‘\‘M\‘\Hi‘\\\\ 150000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1313 (9.810 min): BF126567.D\data.ms (-1
162.1 100000
Sub
50 50000
80.1
0 5\4\0 L \m‘ 106.1 13\\41 I
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160  Time-> 9.75 9.80 9.85
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Abundance Scan 1451 (10.621 min): BF126402.D\data.ms (- #42

329.€ 2 4,6-Tribromophenol
Concen: 142.788 ng
RT: 10.598 min Scan#t 1{gEigil=laies
Delta R.T. -0.006 min

Lab File: BF126567.D |(SlEIEEIsliEll0f
NPT IR Ry Y IR LAY VI 20220019-CAPE-1-MODIFIED-ELUTRIATE

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 181412

Abundance Scan 1447 (10.598 min): BF126567.D\data.ms ggg ig;io Lower Upper

332 94.2 76.0 114.0
141 32.9 30.1 45.1

Raw 50
Abundance
10.598
0 150000
m/z--> 50 100 150 200 250 300
Abundance Scan 1447 (10.598 min): BF126567.D\data.ms (-
100000
Sub
50000
- T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70

Abundance Scan 1202 (9.157 min): BF126402.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 87.352 ng

RT: 9.133 min Scan# 1198
Ref 50 Delta R.T. -0.006 min

Lab File: BF126567.D

Acqg: 10 Jan 2022 15:42

510 9 1200 1511 |
0\\\‘\\‘\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\‘\\“\\‘ \‘\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 816147

Abundance Scan 1198 (9.133 min): BF126567.D\datams 10N Ratio Lower Upper
1721 172 100

171 35.2 28.3 42.5
176 23.7 19.0 28.6

Raw 50
Abundance
9.133
800000
50.0 830 1200 1511 )
0\\\‘\\”\\‘\\\HW‘\‘\\\‘\\\\‘\\\‘\‘i‘\‘u\‘\\‘ T
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 1198 (9.133 min): BF126567.D\data.ms (-1
172.1
400000
Sub
50
200000
5,390 63.0 ‘85‘-0 1200 1461 )
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\‘\\ [T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.05 9.10 9.15 9.20
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Abundance Scan 1570 (11.321 min): BF126402.D\data.ms (- #64

188.1 Phenanthrene-d1e
Concen: 20.000 ng
RT: 11.292 min Scan# 1{Eigil=lies

Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126567.D |QUEHISERISIEICE
80.0 1581 Acq: 10 Jan 2022 15:42 20220019-CAPE-1-MODIFIED-ELUTRIATE
0 \4? ? = “! \“]‘_19\0 T ?\ t—t “\ T T ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt Ion:188 RESpZ 254678

Abundance Scan 1565 (11.292 min): BF126567.D\datams 1o Ratio Lower Upper
188.2 188 100

94 12.7 10.1 15.1
80 12.8 11.8 17.6

Raw 50
Abundance
11.p92
80.1 158.1
o420 | | 180 PP |
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 200000
Abundance Scan 1565 (11.292 min): BF126567.D\data.ms (-
188.2
sub 100000
50
80.1
158.1
ol20 . [ Juso o Wl o
m/z--> 50 100 150 200 250  Time-->  11.25 11.30 11.35

Abundance Scan 2018 (13.957 min): BF126402.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 13.939 min Scan# 2015
Ref 50 Delta R.T. -0.006 min
Lab File: BF126567.D
120.1 Acq: 10 Jan 2022 15:42
ola10. 760, || 1669 2081 oe0.
m/z--> 50 lOO 150 200 250 Tgt IOI’]Z%49 Resp: 146041
Abundance Scan 2015 (13.939 min): BF126567.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 12.8 14.4 21.6#
236 23.8 20.5 30.7
Raw 50
Abundance
150000 13039
120.1
0l420 781, | 1561 2081 | 281
T T ‘ T T T \ T T ‘ T T T T ‘ T T T ‘ T T T T
miz--> 50 100 15 200 250
Abundance Scan 2015 (13.939 min): BF126567.D\data.ms (- 100000
240.2
Sub
50 50000
120.1
0l420 781 | 1861 2081 || 281 0
\\‘\\\\ \‘\\\\‘\\\ ‘\\\\ \\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 13.90 13.95 14.00
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Abundance Scan 1839 (12.904 min): BF126402.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 73.707 ng
RT: 12.886 min Scan#t 1{giigiinl=les
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126567.D [(GICHIEEGIel(E(6H
Acd: 10 Jan 2022 15:42 AvZZekkeRer =0 (e)n)|S|=nE = ROy IS
0+ \Sﬁ \0‘\8% J\-H “ “\ ‘\‘ i 16‘?:\]‘ T “21\‘2'\2‘\ “M“ q
m/z--> 50 100 150 200 Tgt IOT’IZ?44 RESpZ 554018
Abundance Scan 1836 (12.886 min): BF126567.D\datams 10" Ratio Lower Upper
24h2 244 100
212 6.2 5.0 7.4
122 13.3 13.3 19.9
Raw 50
Abundance
600000 12.886
1221 1601
0 54. 0‘ 92‘0 ‘ L \\‘. ‘21\2-2\ MM‘
T T ‘ T T \ T ‘ \ \ T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200
Abundance Scan 1836 (12.886 min): BF126567.D\data.ms (- 400000
244.2
Sub
u 50 200000
122.1
540 920 | Pt 2122
e e il —
m/z--> 50 100 150 200 Time—> 12. 80 12.90
Abundance Scan 2263 (15.398 min): BF126402.D\data.ms (- #86
264.1  perylene-di2
Concen: 20.000 ng
RT: 15.386 min Scan# 2261
Ref 50 Delta R.T. -0.012 min
1320 Lab File: BF126567.D
‘ Acq: 10 Jan 2022 15:42
oL \5‘3\9\8\5\9 u\ hl T 1\66\0\ ™ \2\3\‘2\1““\““\ T
m/z--> 50 100 150 200 250 Tgt IOI’]Z?64 Resp: 161524
Abundance Scan 2261 (15.386 min): BF126567.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 22.8 19.2 28.8
265 20.8 17.4 26.2
Raw 50
Abundance
132.1 15.386
o570 971, ‘H 180.0 2321
T T ‘ T T T T ‘ T T T T T ‘ T T \ \ ‘ 100000
m/z--> 50 100 150 200 250
Abundance Scan 2261 (15.386 min): BF126567.D\data.ms (-
264.1
50000
Sub
50
132.1
ol 541 880 ‘H 180.0 2321 H‘h\ 0
‘ P e e T
m/z--> 50 100 150 200 250 Time-> 15.30  15.40
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