Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81122\
Data File : BGO54601.D

Acqg On ¢ 11 Aug 2022 12:23
Operator : CG/JU

Sample : N3971-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 12 06:01:15 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 08 14:48:51 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.971 152 15243 20.000 ng 0.00
21) Naphthalene-d8 10.779 136 56883 20.000 ng # 0.00
39) Acenaphthene-die 14.610 164 45530 20.000 ng 0.00
64) Phenanthrene-d10 17.360 188 125715 20.000 ng # 0.00
76) Chrysene-di12 21.625 240 159571 20.000 ng # 0.00
86) Perylene-di12 24.833 264 165066 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.556 112 52320 71.664 ng 0.00

7) Phenol-d6 7.172 99 41531 41.515 ng 0.00
23) Nitrobenzene-d5 9.134 82 100912 96.608 ng 0.00
42) 2,4,6-Tribromophenol 16.108 330 129717 135.693 ng 0.00
45) 2-Fluorobiphenyl 13.229 172 302729 93.797 ng 0.00
79) Terphenyl-di4 19.968 244 800430 99.510 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.704 82 7257 3.995 ng # 95
35) Caprolactam 11.713 113 3303 12.226 ng # 76

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54601.D

Acqg On ¢ 11 Aug 2022 12:23

Operator : CG/JU

Sample : N3971-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 12 06:01:15 2022
Quant Method
Quant Title
QLast Update
Response via

: Mon Aug 08 14:48:51 2022
Initial Calibration

(LSC Reviewed)

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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BGO54601.D 8270-BGO71522.M

Abundance Scan 785 (8.000 min): BG054299.D\data.ms (-77 #1
150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.971 min Scan# 8{lgiSiidiipl=lgies
Ref 50 115.0 Delta R.T. -0.001 min VA
521 78.1 ' Lab File: BGO54601.D |SUCHISEUIMICICE
‘ ‘ Acq: 11 Aug 2022 12:23 LMIE
0\3\\.‘\\‘\\‘\\\H\“\\\\‘\\\}“\\\\‘\‘\
m/z--> 100 120 140 Tgt IOFIZ:!.SZ RESpZ 15243
Abundance  Scan 848 (7.971 mm). BG054601.D\datams | Ion Ratio Lower Upper
150.0 @ 152 100
150 149.6 131.6 197.4
115 53.2 50.9 76.3
Raw 50
115.0 Abundance
521 781
miz--> 40 60 100 120 140 7.971
Abundance N
150.0
5000
Sub
50
115.0
521 781
o A mmeEEe
m/z—-> 40 60 80 100 120 140 Time--> 7.90 7.95 8.00
Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 71.664 ng
64.1 RT: 5.556 min Scan# 437
Ref 50 Delta R.T. -0.007 min
92.0 Lab File: BG@54601.D
31 501 q‘ ‘ | Acq: 11 Aug 2822 12:23
G\‘\\\‘\‘\\\\“\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 52320
Abundance  Scan 437 (5.556 min): BG054601.D\data.ms | 10N Ratio Lower Upper
112.0 112 100
64 62.3 55.1 82.7
64.1 63 37.7 30.4 45.6
Raw 50
920 Abundance
39.1 ‘ J 25000
0\‘\\\‘U‘\\\5\%\‘]\-\‘\“1\‘\\‘\\7\\9‘.‘\}\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 20000
Abundance
112.0 15000
Sub 64.1 10000
50
92.0 5000
o 391 511 79.0 _
et e et S R el -
miz--> 30 40 50 60 70 80 90 100 110 Time--> 550 5.60 5.70
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Abundance Scan 644 (7.171 min): BG054299.D\data.ms (-63 #7

99.1 Phenol-d6
Concen: 41.515 ng
RT: 7.172 min Scan# 71EdtlEgies
Ref 50 7.1 Delta R.T. -0.007 min [Z)EW
421 Lab File: BG@54601.D [(GICEHIEEIelEI(CH
. ) U1\ -
: Acq: 11 Aug 2022 12:23
0\‘\\\\“H\‘\‘\\“\‘\‘\\‘\‘\“\‘\“‘\\\\‘\\\\‘\1\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 41531
Abundance  Scan 712 (7.172 min): BG054601.D\datams | 100 Ratlo  Lower Upper
99.1 99 100
42  21.3 17.0 25.6
71 44.5 33.8 50.8
Raw 5o 711
Abundance
21 20000
54.1
G\‘\\\}‘H\H\\‘\‘\‘\‘\“\‘\‘\‘\“‘\\\\8‘2\\1-\\‘\\\1“\\\\
miz--> 30 40 50 60 70 80 90 100 15000
Abundance
99.1
10000
Sub gy 71.1
5000
42.1
0 541 82.1 0 ~
SRISE'A! SR S N AR | i
m/z--> 30 40 50 60 70 80 90 100  Time--> 710 720 7.30

Abundance Scan 1263 (10.808 min): BG054299.D\data.ms (

#21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 10.779 min Scan# 1326
Ref 50 Delta R.T. -0.007 min
Lab File: BGO54601.D
108.1 Acq: 11 Aug 2022 12:23
G \3\8.‘1\ \Sﬁll‘\“}\?ﬁ.ﬁ-\‘\\\‘\‘\\\‘\\M‘“\\
m/z--> 40 60 80 100 120 140 gt Ion:136 Resp: 56883
Abundance Scan 1326 (10.779 min): BG054601 D\data.ms | 100 Ratio Lower Upper
136.1 136 100
137 11.9 8.5 12.7
54 7.8 7.4 11.2
Raw gg 68 3.5 4.9 7.3#
Abundance
30000
108.1
0 \3\8.‘1\ \5}4‘.\1‘\‘\‘\76\‘.‘::-‘\‘\\\‘\‘\\\‘\\}““\\
miz--> 40 60 80 100 120 140
Abundance 20000
136.1
Sub 10000
50
108.1
oL 381 541 761 0
T e e T T
m/z--> 40 60 80 100 120 140 Time--> 10.70 10.80

BGO54601.D 8270-BGO71522.M
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Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

82.1 Nitrobenzene-d5
Concen: 96.608 ng
54.1 RT:  9.134 min Scan# 1(QEIAUIEIes
Ref 50 128.1 Delta R.T. -0.007 min _
Lab File: BG@54601.D (GUEINEERTSIEIR
98.1 Acq: 11 Aug 2022 12:23 WIIE

w01 || esh |

miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 82 Resp: 100912

Abundance Scan 1046 (9.134 min): BG054601.D\datams | 10N Ratio Lower Upper
82.1 82 100

128 40.5 27.9 41.9
54 55.2 41.2 61.8

o

Raw 541
50
128.1 Abundance
981 50000
40.1 ‘ 681 112.1
G‘\H\“HH‘HH‘HH‘HH‘ \H‘HH‘HH‘HH‘HH‘HH 40000
miz--> 30 40 50 60 70 80 90 100110 120130
Abundance
821 30000
b 541 20000
50 128.1
10000
98.1
0 40.1 68.1 1121 0 A
e N iR ANUEE M e e
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 9.10 9.20

Abundance Scan 1079 (9.727 m|n) BG054299.D\data.ms (-1 #25

821 Isophorone
Concen: 3.995 ng
RT: 9.704 min Scan# 1143
Ref 50 Delta R.T. -0.002 min
Lab File: BG@54601.D
39.1 541 1381 Acq: 11 Aug 2022 12:23
ol ‘\‘\‘ IR 1Y F < SN
miz--> 60 80 100 120 140 I8t Ion: 82 Resp: 7257
Abundance Scan 1143 (9.704 min): BG054601.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
95 10.3 6.2 9.44
138 15.8 11.6 17.4
Raw 50
Abundance
39.1 54.1 138.1 4000
OH““\H\‘\‘\‘\“\H‘\‘\HH‘HH‘HH‘H
miz--> 40 60 80 100 120 140 3000
Abundance
82.1
2000
Sub
S0 1000
39.1 138.1
67.1
L L L A S I O“\“ﬁ‘wm
miz--> 40 60 80 100 120 140 Time--> 9.65 9.70 9.75
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Abundance Scan 1421 (11.737 min): BG054299.D\data.ms (| #35

55.1 Caprolactam
1131 Concen: 12.226 ng
41.1 85.1 : RT: 11.713 min Scan# 1JE0NEE
Ref 50 Delta R.T. -0.013 min |
Lab File: BGO54601.D [SUEEQISEIIAEI
67.1 Acq: 11 Aug 2022 12:23 LMIE
0\‘\\\‘\‘"\M\\‘”\‘H\‘\‘\\\‘\M“\\\\‘\‘\}\‘\\9\%.‘0\\\\‘}}\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 3303
Abundance Scan 1485 (11.713 min): BG054601 D\data.ms | 10N Ratlo Lower Upper
55.1 113 100
55 156.4 169.8 209.8#
421 85.1 1131 56 128.4 141.2 181.2#
Raw 50
Abundance
2500
1
G\‘\\\1’\1\\‘\M\\\‘\\\‘\“\‘\\\‘\‘\\\‘\\\\‘\\\\‘\1\\‘\\ 2000 [
miz--> 30 40 50 60 70 80 90 100 110 120 Iy
11.713
Abundance A
55.1 1500 [an
42.1 85.1 1131 1000
Sub
50
500
67.1
o N N M O
miz--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 11.6511.70 11.75

Abundance Scan 1914 (14.633 min): BG054299.D\data.ms ( #39

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.610 min Scan# 1978

Ref 50 Delta R.T. -0.007 min
Lab File: BG@54601.D
80.1 Acq: 11 Aug 2022 12:23
0 \5‘\]\.'1\\‘ m‘\ " 1p§0 13%1 \‘\ ! g
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 45530
Abundance Scan 1978 (14.610 min): BG054601.D\data.ms 10N Ratio Lower Upper
162.1 164 100

162 109.3 82.3 123.5
160  48.3 34.2 51.2

Raw 50
Abundance ‘
o 3000 14,610
54.1 ‘ “ 106.0 132.1 “ 19‘1.1 N
0\\‘\\“\‘}\\}“\\\\‘\\\\‘\\}‘\‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 20000
162.1
Sub 10000
50
541 891 060 1321 191.1 ol
o] S PR e THRS MN RA :
miz--> 40 60 80 100 120 140 160 180 200 Time-->
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Abundance Scan 2168 (16.126 min): BG054299.D\data.ms (- #42

329.%7 2,4,6-Tribromophenol
Concen: 135.693 ng
RT: 16.108 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. -0.007 min IA_
62.1 142.9 Lab File: BG@54601.D |[SUCHIECIECIE
221.8 Acq: 11 Aug 2022 12:23 LMIE
0‘\“\“\”‘”w ‘Hw‘H“HH\\H\\‘\HH‘H
m/z--> 100 150 200 250 300 Tgt Ion:330 RESpZ 129717

Abundance Scan2233(16108nﬂm:BG054GOLDKwﬂLms Ion Ratio Lower Upper
3207 330 100

332 97.0 76.0 114.0
141 20.7 27.1 40.7#

Raw 50
Abundance
62.1 1429 2918 80000;  16.508
0
miz--> 100 150 200 250 300 60000
Abundance
3207
40000
Sub
50 20000
0 103.9 0 -
SN R, L5 SO IS M S——— e
miz--> 50 100 150 200 250 300 Time--> 16.00 16.10 16.20

Abundance Scan 1680 (13.258 min): BG054299.D\data.ms (. #45

172.0 | 2-Fluorobiphenyl

Concen: 93.797 ng

RT: 13.229 min Scan# 1743
Ref 50 Delta R.T. -0.007 min

Lab File: BGO54601.D

Acq: 11 Aug 2022 12:23
391 631 850 1200 1460

miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 302729

Abundance Scan 1743 (13.229 min): BG054601.D\datams |~ 10N Ratio Lower Upper
172.0 | 172 100

171 35.8 28.5 42.7
176 23.7 18.9 28.3

o

Raw gg
Abundance
13.p29
39.1 63.1 85.1 1050 13301‘5”20 |
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\‘\\‘\\‘\‘\ 150000
m/z--> 40 60 80 100 120 140 160
Abundance
172.0 100000
Sub
50 50000
0 301 63.1 851 10950 133.0152.0 0
L B L L B
miz-> 40 60 80 100 120 140 160 Time--> 13.20 13.30
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Abundance Scan 2381 (17.377 min): BG054299.D\data.ms (| #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.360 min Scan#t 24gigiipl=gles
Ref 50 Delta R.T. -0.002 min
Lab File: BG@54601.D (GUEINEERTSIEIR
Acq: 11 Aug 2022 12:23 LMIE

04\2:‘L T ‘\83.0\”:‘]_1\1.\9\ \1‘5‘?(\) \m\ T T ‘2\65\!
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 125715
Abundance Scan 2446 (17.360 min): BG054601.D\data.ms | 100 Ratio Lower Upper
188.1 188 100
94 4.3 5.4 8.0#
80 5.1 6.8 10.2#
Raw 50
Abundance
80000 17.860
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
mlz--> 50 100 150 200 250 60000
Abundance
188.1
40000
Sub
50 20000
o421 801 118y 1981 0 AN
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 17.30 17.40

Abundance Scan 3107 (21.643 min): BG054299.D\data.ms ( #76

240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.625 min Scan# 3172
Ref 50 Delta R.T. -0.007 min
Lab File: BG@54601.D
Acq: 11 Aug 2022 12:23
0 66.1 172\\01 170.0 m “‘\MHLM
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 159571
Abundance Scan 3172 (21.625 min): BG054601.D\data.ms | 10N Ratio Lower Upper
240.1 240 100
120 3.9 4.6 7.0#
236 23.8 20.2 30.4
Raw 50
Abundance
80.0120.1 1800 | 281.0  354. 80000
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance 60000
240.1
40000
Sub
50
20000
66.1 1201 1841 281.0  354. L
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 Time--> 21.60 21.70
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Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79

244.1 Terphenyl-di4
Concen: 99.510 ng
RT: 19.968 min Scan# 2{gEigil=laies
Ref 50 Delta R.T. -0.002 min |
Lab File: BG@54601.D (GUEINEERTSIEIR
Acq: 11 Aug 2022 12:23 LMIE
212.1
0 \Sﬁ.\l\ \90\0’ ‘:!-2\‘2.\1‘\ 1‘6‘?\1\ T “ \‘ by H‘\M“ \2\8\0\!
miz--> 50 100 150 200 250 Tgt Ion:g44 Resp: 800430
Abundance Scan 2890 (19.968 min): BG054601 D\data.ms | 100 Ratio Lower Upper
244.1 244 100
212 7.4 6.5 9.7
122 4.7 5.0 7.44
Raw 50
Abundance
\5‘4..\]-\ \gc\).J’- ]\.2\‘2'\1\ ]_‘6‘?.\]_\ T 2‘1\‘2.\]_‘\ M\L‘ ‘ T 2\8\0-\!
m/z--> 50 100 150 200 250
Abundance 400000
244.1
Sub 200000
50
54.1 90.1 122.1 160.1 212.1 280.! 0
ol 2O e
miz--> 50 100 150 200 250 Time--> 19.90 20.00

Abundance Scan 3651 (24.839 min): BG054299.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 24.833 min Scan# 3718
Ref 50 Delta R.T. -0.002 min

Lab File: BGO54601.D

Acq: 11 Aug 2022 12:23
57.1 1321 1940

0 ] T ‘U\ [T T T iy ““\h‘\ T \3\4\0‘9\
miz--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 165666
Abundance Scan 3718 (24.833 min): BG054601.D\data.ms | 10N Ratio Lower Upper
264.1 264 100

260 22.9 19.0 28.6
265 21.4 17.4 26.2

Raw 50
Abundance
50000
0\4.\3.‘1\ \8\5.\0‘ \].\3”2\'].‘ T \\2(‘)?'\9\‘\ ““\‘H\ \‘ T ‘ T \3\?4:-
m/z--> 50 100 150 200 250 300 350 40000
Abundance
264.1 30000
Sub 20000
50
10000
o L, 1321 559 ol
A B e e BRI o
m/z--> 50 100 150 200 250 300 350 Time-->
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