Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acqg On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: Aug 10 17:48:45 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 15:26:57 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.834 152 185281 20.000 ng -0.02
21) Naphthalene-d8 8.116 136 761336 20.000 ng -0.02
39) Acenaphthene-di10 9.875 164 407037 20.000 ng -0.02
64) Phenanthrene-d1e 11.369 188 662042 20.000 ng -0.01
76) Chrysene-d12 14.015 240 334475 20.000 ng -0.01
86) Perylene-d12 15.486 264 331248 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.481 112 700151 61.558 ng 0.00

7) Phenol-d6 6.492 99 548658 38.378 ng -0.01
23) Nitrobenzene-d5 7.404 82 1142324 81.906 ng -0.02
42) 2,4,6-Tribromophenol 10.674 330 472425 120.721 ng -0.01
45) 2-Fluorobiphenyl 9.198 172 2059573 78.274 ng -0.01
79) Terphenyl-di4 12.957 244 1886349 106.398 ng -0.01

Target Compounds Qvalue
25) Isophorone 7.651 82 82334 3.293 ng 99
35) Caprolactam 8.551 113 19610 5.499 ng # 84

(#) = 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\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Time: Aug 10 17:48:45 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 15:26:57 2022

Response via : Initial Calibration

Abundance TIC: BF129697.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.834 min Scan# 7UgSIATEs

Ref 50 115.0 Delta R.T. -0.017 min VA
500 780 Lab File: BF129697.D [SUEHSERIIEIE
" ‘ Acq: 10 Aug 2022 16:05 WANEIES
ok gl 048 | 1318
m/z--> 40 60 8 100 120 140 160 T8t Ton:152 Resp: 185281

Abundance  Scan 773 (6.834 min): BF129697.D\datams 1o Ratio Lower Upper
1500 152 100

150 156.9 123.7 185.5
115 64.8 49.9 74.9

Raw 50
78.0 1150 Abundance
52.0
ol il 981 | 1319 500000
m/z--> 40 60 80 100 120 140 160 6.834
Abundance Scan 773 (6.834 min): BF129697.D\data.ms (-75
156.0 200000
Sub g 115.0 100000
52.0 78.0
Ol 989 | 1319
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90

Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5

112.0 2-Fluorophenol
Concen: 61.558 ng
64.0 RT: 5.481 min Scan# 543
Ref 50 Delta R.T. -0.000 min
920 Lab File: BF129697.D
i 201 “ ‘ | Acq: 10 Aug 2022 16:05
m/z--> 40 60 8 100 120 140 160 Tgt Ion:112 Resp: 760151
Abundance  Scan 543 (5.481 min): BF129697 D\datams 100 Ratlo Lower Upper
112.0 112 100
64 61.2 53.3 79.9
64.0 63 31.6 28.0 42.0
Raw 50
Abundance
5.481
ok \"Hh‘\\‘“u\”w“u M‘H\“HH‘HH’HH 600000
m/z--> 100 120 140 160
Abundance Scan 543 (5.481 mm). BF129697.D\data.ms (-49
112.0 400000
64.0
Sub
50 200000
92.0
39.0 ‘ ‘ ‘ L
Ot e b ERARARSRA R
miz--> 40 60 80 100 120 140 160  Time->  5.40 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 38.378 ng
RT: 6.492 min Scan#t 71SglEhies
Ref 50 Delta R.T. -0.012 min
1 Lab File: BF129697.D (SIEMEENIEE
42.1 Acq: 10 Aug 2022 16:05 WANEIES
0 \\\H‘h‘h\“\“‘\“‘”MHH‘H\‘\w\\H‘\H\‘H\\‘\\\\‘\\H‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 99 Resp: 548658
Abundance  Scan 715 (6.492 min): BF129697.D\datams 10N Ratio Lower Upper
99.1 99 100
42 17.3 17.3  25.9%
71 33.2 28.9 43.3
Raw 50
71.1 Abundance
42.1 6.492
0\\HMHU”W“H‘\H\”H\\M\\W\H\‘H\\M\\%Q%% 500000
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 715 (6.492 min): BF129697.D\data.ms (-66
991 300000
Sub 200000
50
710 100000
42.1
0 "“M‘”“‘“i‘*””w”"w"H\““\”“\““\“”2\9‘77:!' SR UNCESENEE
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.40 6.50 6.60

Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.116 min Scan# 991
Ref 50 Delta R.T. -0.018 min
Lab File: BF129697.D
54.1 Acq: 10 Aug 2022 16:05
OL— “‘\‘H\ ‘%‘8\.0‘ “\ T \‘H\ T "\ LA
miz--> 50 100 150 200 250 Tgt IOHZ:!.36 Resp: 761336
Abundance  Scan 991 (8.116 min): BF129697 D\datams 100 Ratlo Lower Upper
136.1 136 100
137 11.3 8.8 13.2
54 8.6 7.5 11.3
Raw gg 68 5.6 4.7 7.1
Abundance
8.116
54.1
0 L \\\\8'0 “ \H 196.9 271.(
R B e e L A e i 600000
m/z--> 50 100 150 200 250
Abundance Scan 991 (8.116 min): BF129697.D\data.ms (-94
13p.1 400000
Sub
50 200000
54.1 A
ol @00 W 2071 271 e
m/z--> 50 100 150 200 250 Time--> 8.10 8.20
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Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23

82.0 Nitrobenzene-d5
Concen: 81.906 ng
54.1 RT: 7.404 min Scan# S1ELdllEies
Ref 50 128.1 Delta R.T. -0.018 min \A_
Lab File: BF129697.D |(SIEIEEisliEll0f
08.1 Acq: 10 Aug 2022 16:05 MANEEI
oL %00 || esh, | | 1120 |
L R I
miz--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 1142324
Abundance ~ Scan 870 (7.404 min): BF129697.D\datams 1N Ratio  Lower Upper
841 82 100
128 43.2 34.0 51.0
54 50.4 46.9 70.3
Raw 50 54.1 128.1
Abundance
7.404
981 1000000
oL 4ot || esh, | | 1121 |
L L M
m/z--> 40 60 80 100 120 800000
Abundance Scan 870 (7.404 min): BF129697.D\data.ms (-82
821 600000
Sub 400000
50 54.1 128.1
200000
98.1
oL 400 || e, | | 1121 | 0
\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’ \\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 Time--> 7.35 7.40 7.45

Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25
8

2.0 Isophorone
Concen: 3.293 ng
RT: 7.651 min Scan# 912
Ref 50 Delta R.T. -0.030 min
Lab File: BF129697.D
54.1 138.1 Acq: 10 Aug 2022 16:05
Gm\‘p‘ L e 400
miz--> 80 100 120 140 Tgt Ion: .82 Resp: 82334
Abundance Scan 912 (7.651 min): BF129697 D\datams 100 Ratlo Lower Upper
82.0 82 100
95 7.3 5.7 8.5
138 17.3 14.2 21.2
Raw 50
Abundance
39.0 71 138.1 7.651
ol— Mmh ‘M o ‘m““ e, ‘:‘U‘-O"Q“ - ““ o 80000
miz--> 60 80 100 120 140
Abundance Scan 912 (7.651 min): BF129697.D\data.ms (-86 60000
82.0
40000
Sub
50
39.0 138.1 20000
57 0
0 ““Nm“H?$}“““““‘ O
M/z--> 80 100 120 140  Time-> 760  7.70
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Abundance Scan 1077 (8.622 min): BF129333.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 5.499 ng
113.1 RT: 8.551 min Scan# 1{gEidlilEies
Ref 50 85.0 Delta R.T. -0.053 min [N/aN
Lab File: BF129697.D [(GEhISEIlollEll0f
Acq: 10 Aug 2022 16:05 WANEEI
0 ‘”*”‘\‘h“”\““‘w”“‘w””w”w”\‘”w‘
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:113 Resp: 19610

Abundance Scan 1065 (8.551 min): BF129697.D\data.ms 1o Ratio Lower Upper
55.0 113 100

55 183.4 188.5 228.5#
56 131.8 130.6 170.6

113.1
Raw 50 85.1 3
Abundance
0 | 1361 196.9 20000
s L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1065 (8.551 min): BF129697.D\data.ms (-1 15000 albk1
55.0
1131 10000
Sub :
50 85.1
5000
0 \ ‘\m Mo L) 1361 196.9 0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.50 8.55 8.60
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-die
Concen: 20.000 ng
RT: 9.875 min Scan# 1290
Ref 50 Delta R.T. -0.018 min
Lab File: BF129697.D
80.0 Acq: 10 Aug 2022 16:05
42.0 ‘ 132.1 195
0\\““\M\H‘\‘i"\\\H‘\" \\\"\\\\‘\
miz--> 50 100 150 200 250 Tgt IOHZ:!.64 Resp: 407037
Abundance Scan 1290 (9.875 min): BF129697.D\data.ms Ion Ratio Lower Upper
162.1 164 100
162 101.3 79.5 119.3
160 44.5 34.2 51.4
Raw 50
Abundance
80.1 9.875
o2 i WL 1010 257: 400000
m/z--> 50 100 150 200 250
Abundance Scan 1290 (9.875 min): BF129697.D\data.ms (-1 300000
162.1
200000
Sub
50
100000
80.1
ol#2% iy 1Y ] 1ea1  osv  —
m/z--> 50 100 150 200 250 [Time--> 9.80 9.85 9.90
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33JL.¢

Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 120.721 ng
RT: 10.674 min Scan# 14Eigial=lpies

Ref 50y 620 Delta R.T. -8.012 min
140.9 Lab File: BF129697.D (SUEEQISEIIAEI
221.9 Acq: 10 Aug 2022 16:05 WANEEI
N 02 18 | feras |
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 472425
Abundance Scan 1426 (10.674 min): BF129697.D\data.ms 10N Ratio Lower Upper
330¢ 330 100
332 103.4 76.8 115.2
141 34.7 28.0 42.0
Raw 50, 620
140.9 Abundance
221.9 soo000] L
0l L 200 19 | Joras
miz--> 50 100 150 200 250 300 400000
Abundance Scan 1426 (10.674 min): BF129697.D\data.ms (-
33L& 300000
200000
SUb g0l 620
142.9 100000
221.9
0 103,9 181.9 ‘wh“ww??§-§‘ . —
miz--> 50 100 150 200 250 300 Time-->  10.60 10.70

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl
Concen: 78.274 ng
RT: 9.198 min Scan# 1175
Ref 50 Delta R.T. -0.012 min
Lab File: BF129697.D
Acq: 10 Aug 2022 16:05
0 39'0 M G?T'O wm85\:0‘ A 12\0'9 | 14\\6\\\0 I i s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z--> 40 60 80 100 120 140 160 180 8t Ion:172 Resp: 2059573
Abundance Scan 1175 (9.198 min): BF129697.D\datams = 100 Ratlo Lower Upper
171 | 172 100
171 35.5 28.8 43.2
170 23.9 19.8 29.8
Raw 50
Abundance
2000000 9.198
51.1 85‘.0 105.0 13‘3.01‘5‘2.1 ‘
n 11 I uly | L W o ploall o 1
e e A R e e e
m/z--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1175 (9.198 min): BF129697.D\data.ms (-1
172.1
1000000
Sub 50
500000
390 63.0 85‘.0 105.0 13\‘3’.01‘5“2.1 | |
0\\\‘\\H\\“\\\H‘}‘\‘\\\‘\\.\\i\\\\‘\\‘\\‘\\‘\‘\ \\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-d1e

Concen: 20.000 ng

RT: 11.369 min Scan# 11Eigial=laias

Ref 50 Delta R.T. -0.012 min |
Lab File: BF129697.D |(SIEIEEisliEll0f
80.0 Acq: 10 Aug 2022 16:05 WANEEI
of21. ) 1821 I 2380
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 662042
Abundance Scan 1544 (11.369 min): BF129697.D\datams 100 Ratlo Lower Upper
188.2 188 100
94 8.6 7.0 10.6
80 9.2 7.6 11.4
Raw 50
Abundance
11/369
94.1
of21 T 1821 || 227.0 28023257 600000
miz--> 50 100 150 200 250 300
Abundance Scan 1544 (11.369 min): BF129697.D\data.ms (-
188.2 400000
Sub
50 200000
94.0
0,540 [[°1821 | 227.0 325.; ,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300  Time-> 11.30 11.3511.40

Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 14.015 min Scan# 1994

Ref 50 Delta R.T. -0.012 min
Lab File: BF129697.D
120.1 Acq: 10 Aug 2022 16:05
0 ‘6\6\0\ {t “\‘” T \1\9‘81\1\“\‘“”“ \2\8\2\.9‘\ T
miz--> 50 100 150 200 250 300 350 18t Ion:240 Resp: 334475
Abundance Scan 1994 (14.015 min): BF129697.D\data.ms = 100 Ratio Lower Upper
240.2 240 100
120 11.0 8.9 13.3
236 25.7 20.8 31.2
Raw 50
Abundance
14.b15
120.1
ol 5% il 1801, | 28103269 300000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 1994 (14.015 min): BF129697.D\data.ms (-
240.2 200000
Sub
50 100000
120.1
of20 | 194.1 | 281.0 326.9 01
e L R R B R A T
m/z--> 50 100 150 200 250 300 350 Time--> 14.00
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Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (-

#79

244.2 Terphenyl-di4
Concen: 106.398 ng
RT: 12.957 min Scan# 1{gigiil=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129697.D |(SIEIEEisliEll0f
122.1 Acq: 10 Aug 2022 16:05 MANEEI
Jis sos U e |
miz--> 50 100 150 200 250 Tgt IOHZ%44 RESpI 1886349
Abundance Scan 1814 (12.957 min): BF129697.D\datams 100 Ratio Lower Upper
oah 2 244 100
212 7.1 6.1 9.1
122 11.6 8.8 13.2
Raw 50
Abundance
1221 2000000 12.857
a21 801 “[° 1L 222 | o
e et Ll 28R
m/z--> 50 100 150 200 250 1500000
Abundance Scan 1814 (12.957 min): BF129697.D\data.ms (-
244.2
1000000
Sub
50 500000
122.1
ouza 820 [ TO0T PEE | o e —
miz--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.486 min Scan# 2244
Ref 50 Delta R.T. -0.018 min
1321 Lab File: BF129697.D
' Acq: 10 Aug 2022 16:05
0 5?9 HU \‘ 204‘1\‘ i .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 331248
Abundance Scan 2244 (15.486 min): BF129697.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 23.9 18.4 27.6
265 21.3 17.2 25.8
Raw 50
Abundance
132.1 250000{  15f88
ol | 2011 | s30  as
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2244 (15.486 min): BF129697.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.0
ol 760 | 2081 | . 415. 0]
R R e AR e S R I
m/z--> 50 100 150 200 250 300 350 400 Time--> 1540 15.50
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