Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126575.D

Acqg On : 10 Jan 2022 19:16

Operator : JU/CG

Sample : N1e54-17 :

Misc : 20220024-CAPE-6-MODIFIED-ELUTRIATE

ALS Vvial : 18 Sample Multiplier: 1

Quant Time: Jan 11 01:38:20 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 83918 20.000 ng 0.00
21) Naphthalene-d8 8.051 136 359713 20.000 ng # 0.00
39) Acenaphthene-die 9.810 164 170918 20.000 ng 0.00
64) Phenanthrene-d10 11.292 188 269017 20.000 ng 0.00
76) Chrysene-di12 13.933 240 157896 20.000 ng -0.01
86) Perylene-di12 15.380 264 159252 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.393 112 620416 106.170 ng 0.01

7) Phenol-d6 6.404 99 681227 90.006 ng 0.00
23) Nitrobenzene-d5 7.334 82 770952 110.047 ng 0.00
42) 2,4,6-Tribromophenol 10.604 330 277404  210.034 ng 0.00
45) 2-Fluorobiphenyl 9.134 172 1120088 115.321 ng 0.00
79) Terphenyl-di4 12.892 244 881124 108.424 ng 0.00

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126575.D

Acqg On : 10 Jan 2022 19:16

Operator : JU/CG

Sample : N1e54-17 :

Misc : 20220024-CAPE-6-MODIFIED-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Time: Jan 11 01:38:20 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

Abundance TIC: BF126575.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 A
520 780 Lab File: BF126575.D [(GUEQIEERIeE
‘ ‘ Acq: 10 Jan 2022 19:16 20220024-CAPE-6-MODIFIED-ELUTRIATE
(O \‘i T \‘\‘\‘ 7T \“\‘ 't \“\‘\gg-‘gw T 1‘ T \1\3\2\0‘ T
m/z--> 40 60 80 100 120 140 160 718t Ion:152 Resp: 83918

Abundance  Scan 796 (6.769 min): BF126575.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 155.4 128.1 192.1
115 64.9 56.7 85.1

Raw 50 115.0
' Abundance
78.0
‘ 150000
0\\\‘i\\‘\‘\‘\\\““\\\\‘\\\}“\\\\‘\\‘\“\‘\
miz--> 40 60 100 120 140 160 el 760
Abundance Scan 796 (6.769 mln). BF126575.D\data.ms (-77 100000
150.0
Sub
50 115.0 50000
520 /8.0
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: 106.170 ng

64.0 RT: 5.393 min Scan# 562
Ref 50 Delta R.T. ©0.012 min
920 Lab File: BF126575.D
Acq: 10 Jan 2022 19:16
0 380500¢ ‘\\\‘\ q
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 620416

Abundance  Scan 562 (5.393 min): BF126575.D\datams 10N Ratio Lower Upper
112.0 112 100

64 58.3 49.5 74.3

64.0 63 28.7 23.9 35.9
Raw 50
Abundance
‘ 92.0 600000 5.393
390 g ‘
0 \‘\H‘U‘\H\%\‘\1‘\“}\‘\\‘\\\8\(3\&)\\\‘\H\‘\H\‘ ‘H\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 562 (5.393 min): BF126575.D\data.ms (-50 400000
11p.0
64.0
Sub
50 200000
92.0 L
miz--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 5.30 540 5.50
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Abundance Scan 738 (6.428 min): BF126402.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 90.006 ng
RT: 6.404 min Scan# 7lgSidtipl=lpies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF126575.D [(GICHIEEGIelE(6H
421 ‘ NPT IR Ry Y I T PR Tl 20220024-CAPE-6-MODIFIED-ELUTRIATE
0\“““‘\‘“\“”\\m\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 681227
Abundance  Scan 734 (6.404 min): BF126575.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 17.9 14.2 21.4
71 31.4 24.3 36.5
Raw 50
Abundance
42.1 6.404
oL ‘H“H‘H‘\‘U\\‘\\\\‘\\\\‘\\\\‘\2\8\1'\‘ 600000
miz-> 100 150 200 250
Abundance Scan 734 (6.404 min): BF126575.D\data.ms (-68
9d9.1 400000
Sub g 200000
421 ‘
G‘\H“H‘H\‘\U"\HH“‘““““‘2‘8‘1-“ T
m/z--> 100 150 200 250 Time--> 6.30 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: BF126575.D
0+ et Sl 2268
m/z--> 40 60 80 160 150 140 160 180 200 220 T&t Ton:136 Resp: 359713
Abundance Scan 1014 (8.051 min): BF126575.D\datams ~ 107 Ratio  Lower Upper
136.1 136 100
137 10.7 8.6 13.0
54 8.6 7.8 11.6
Raw 5 68 6.3 6.3  9.5#
Abundance
400000 8.051
54.0 108.1
0Hw““N“‘i”wwlwH“‘\HH\HH\HH\HH\HH
miz--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1014 (8.051 min): BF126575.D\data.ms (-9
136.1
200000
Sub
50 100000
54.0 108.1
0Hw““N“‘i"”w‘lwH‘H A SARARRARA AR A R RS RARS AR
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 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: 110.047 ng
54.0 RT: 7.334 min Scan# 8l Eies
Ref 50 128.1 Delta R.T. -0.006 min \A_
Lab File: BF126575.D |(SlEIEEIsliEll0f
08.0 Acq: 10 Jan 2022 19:16 20220024-CAPE-6-MODIFIED-ELUTRIATE
ol %00 || 0, ) " uzo |
LI ’ LI \ ‘ L \ L ‘ T T ‘ T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 770952
Abundance  Scan 892 (7.334 min): BF126575.D\datams ~ 100 Ratlo Lower Upper
82.1 82 100
128 42.2 32.7 49.1
540 54 52.2 41.7 62.5
Raw 50 ' 128.1
8. Abundance
7.334
98.1 600000
oL 200 || esh, | | 1121 |
LI ’ LI \ ‘ 1T \ ‘ L ‘ T 1T ‘ T T ‘
m/z--> 40 60 80 100 120
Abundance Scan 892 (7.334 min)8:aB§126575.D\data.ms (-84 400000
4.
Sub 54.0
50 128.1 200000
98.1
400 || e8| | 1121 |
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\
miz-> 40 60 80 100 120 Time--> 7.30 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: BF126575.D
Acqg: 10 Jan 2022 19:16
0 \\“\\Sﬂ'.\o‘}‘\‘\}H“‘\\\\‘]_\0\8\1\‘\1\3}2‘}1-‘\\\\“
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 170918
Abundance Scan 1313 (9.810 min): BF126575.D\datams 10N Ratlo Lower Upper
1642 164 100
162 98.0 81.4 122.0
160 43.9 36.6 54.8
Raw 50
Abundance
80.1 9.810
54.0 ‘ ‘ 106.0 132.1 ‘
0 \\“HN\H\‘\1”“\\‘\\‘\‘\‘\\‘\\M‘HH“ 150000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1313 (9.810 min): BF126575.D\data.ms (-1
1ed.2 100000
Sub
50 50000
80.1
54.0 ‘ 106.0 132.1 ‘ 0
0 ""‘H“:‘Jm“‘mu‘uu_mu‘uu“ I e e
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

62.0 Concen: 210.034 ng
RT: 10.604 min Scan#t 14gigilpl=gles
Ref 50 142.9 Delta R.T. ©0.000 min |
Lab File: BF126575.D [(GICHIEEGIelE(6H
221.9 Acq: 10 Jan 2022 19:16 20220024-CAPE-6-MODIFIED-ELUTRIATE
ok h J HM \ W;M WM“W W“$“ S
miz--> 100 150 200 250 300 Tgt Ion:330 Resp: 277404

Abundance Scan 1448 (10.604 min): BF126575.D\datams 10N Ratio Lower Upper
320 330 100

332 96.4 76.0 114.0
141 31.9 30.1 45.1

Raw 50/ 620

1410 Abundance 10504
‘ H 221.9 250000 |
ok h\\ 4029, ﬂw““uM i —
miz--> 50 100 150 200 250 300 200000
Abundance Scan 1448 (10.604 min): BF126575.D\data.ms (-
329.¢ 150000
Sub 100000
50 62.0
141.0 50000
221.9
ol 302,9 “‘ML‘\k““‘ . e emm—
miz--> 50 100 150 200 250 300 Time--> 10.60

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

172.1  2-Fluorobiphenyl

Concen: 115.321 ng

RT: 9.134 min Scan# 1198
Ref 50 Delta R.T. -0.006 min

Lab File: BF126575.D

Acqg: 10 Jan 2022 19:16

510 9 1200 1511 |
0\\\‘\\‘\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\‘\\“\\‘ \‘\
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 1120088

Abundance Scan 1198 (9.134 min): BF126575.D\datams 10N Ratio Lower Upper
1721 172 100

171 35.3 28.3 42.5
176 23.8 19.0 28.6

Raw gg
Abundance
1000000 9.134
510 wie. 1200, 1531 ]
0\H‘H‘H“HM‘\‘\H‘HH‘HH‘M‘H‘H‘ T 800000
m/z--> 40 60 80 100 120 140 160 180
Abundance -
Scan 1198 (9.134 min): BF126575.D\dati.;nzs.,l( 1 600000
400000
Sub
50
200000
510 i, 1200 5L ]
Omw‘H‘H‘www”}‘w‘mw‘HH‘HH‘H‘H‘H‘ T LA B N B I
miz--> 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: BF126575.D (SUEIEEISIEIEH
80.0 1581 Acq: 10 Jan 2022 19:16 20220024-CAPE-6-MODIFIED-ELUTRIATE
0 \4? ? = “! \“]‘_19\0 T ?\ t—t “\ T T ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt Ion:188 RESpZ 269017

Abundance Scan 1565 (11.292 min): BF126575.D\data.ms 1o Ratio Lower Upper
188.2 188 100

94 12.4 10.1 15.1
80 14.0 11.8 17.6

Raw 50
Abundance
80.1 s 300000 11.p92
0 \4?9 L “! “ 1\18\0\ | ‘M.\ \m\ LA A
m/z--> 50 100 150 200 250
Abundance Scan 1565 (11.292 min): BF126575.D\data.ms (- 200000
188.2
Sub
50 100000
80.1 158.1 A
olt20 | juso M oA
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: 13.933 min Scan# 2014
Ref 50 Delta R.T. -0.012 min
Lab File: BF126575.D
120.1 Acq: 10 Jan 2022 19:16
0 \4]\-0‘ \7\6”\0“ “ H‘H T “1§6\9\ \20\ \M\“H“ T \2\8\0\
m/z--> 50 100 150 200 250 Tgt IOI’]Z%4@ Resp: 157896
Abundance Scan 2014 (13.933 min): BF126575.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 15.8 14.4 21.6
236 25.0 20.5 30.7
Raw 50
Abundance
13.933
1201 150000
ol42.1 76.0, \\ H 170.0 2081 ull
L ‘ T T LI T T ‘ T L T \ T T ‘ L T 1
m/z--> 50 100 150 200 250
Abundance Scan 2014 (13.933 min): BF126575.D\data.ms (- 100000
240.2
sub o 50000
120.1
olez1 760, 1| irop2elly O
miz--> 50 100 150 200 250 Time-> 13.90  14.00
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Abundance Scan 1839 (12.904 min): BF126402.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 108.424 ng
RT: 12.892 min Scan#t 1{giigiil=les
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF126575.D |(SlEIEEIsliEll0f
122. Acd: 10 Jan 2022 19:16 AVZZrZEeN=teR v (e)n)|S|=nE = RUNENI=
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 881124
Abundance Scan 1837 (12.892 min): BF126575.D\datams 10" Ratio Lower Upper
24h2 244 100
212 6.2 5.0 7.4
122 11.4 13.3 19.9#
Raw 50
Abundance
800000 12892
122.1
Oh— ‘6\6‘\0\9\4“1 T \‘ i ]‘_6‘?\1 T “21\‘2-\2‘\ MN“
m/z--> 50 100 150 200 600000
Abundance Scan 1837 (12.892 min): BF126575.D\data.ms (-
244.2
400000
Sub
50 200000
122.1 k
o 000981 "1 10T 222
miz--> 50 100 150 200 Time--> 12.80 12.90 13.00

Abundance Scan 2263 (15.398 min): BF126402.D\data.ms (- #86

264.1  perylene-di2
Concen: 20.000 ng
RT: 15.380 min Scan# 2260
Ref 50 Delta R.T. -0.018 min
132.0 Lab File: BF126575.D
‘ Acqg: 10 Jan 2022 19:16
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: 159252
Abundance Scan 2260 (15.380 min): BF126575.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260  23.5 19.2  28.8
265 20.6 17.4 26.2
Raw 50
Abundance
132.1 15.880
0 43.0 77.9 . H \\H 1681 2321 In
T T ‘ T T T T ‘ T T L ‘ \ T \ \ ‘
m/z--> 50 100 150 200 250 100000
Abundance Scan 2260 (15.380 min): BF126575.D\data.ms (-
264.1
Sub 50000
50
132.1
oiss s | ema i) oSl
m/z--> 50 100 150 200 250 Time--> 15.30 15.40
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