LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135501.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 489 493 501 rVB 31233 42962 1.25% ©0.121%
2 5.387 557 561 584 rBvV 3275275 3439483 100.00% 9.724%
3 6.398 729 733 758 rBV 3398299 3414790 99.28% 9.655%
4 6.586 761 765 776 rBV 73725 112509 3.27% 0.318%
5 6.745 789 792 796 rBV 1983918 1613832 46.92% 4.563%
6 7.310 884 888 891 rBV 2381109 2135253 62.08% 6.037%
7 7.333 891 892 896 rVB 63554 55150 1.60% 0.156%
8 8.022 1003 1009 1013 rBV 2179067 2007541 58.37% 5.676%
9 8.310 1054 1058 1065 rBV7 27061 50039 1.45% 0.141%
10 8.445 1077 1081 1082 rBV 38114 38132 1.11% 0.108%
11 8.616 1106 1110 1113 rBV 89117 84589  2.46% 0.239%
12 9.045 1180 1183 1188 rBV3 47293 46235 1.34% 0.131%
13 9.098 1188 1192 1196 rBV 3310685 3120773 90.73%  8.823%
14  9.180 1202 1206 1209 rBV 115843 105020 3.05% 0.297%
15 9.222 1209 1213 1216 rBV 1338795 1170727 34.04% 3.310%
16 9.374 1236 1239 1243 rBv4 57385 44974 1.31% 0.127%
17 9.498 1258 1260 1262 rVB2 43492 34491 1.00% 0.098%
18 9.639 1281 1284 1288 rBV3 36026 44751 1.30% 0.127%
19 9.716 1293 1296 1300 rVB 88170 67870 1.97% 0.192%
20 9.780 1304 1308 1311 rVV 2115573 1801467 52.38% 5.093%
21  9.810 1311 1313 1317 rVB 41884 36801 1.07% 0.104%
22 9.986 1341 1343 1347 rVB4 38266 48244 1.40% 0.136%
23 10.033 1347 1351 1354 rBv4 29544 43069 1.25% 0.122%
24 10.210 1378 1381 1384 rVB 71279 55925 1.63% 0.158%
25 10.433 1414 1419 1423 rVB3 31244 40694 1.18% ©0.115%
26 10.574 1439 1443 1455 rVB 1606972 1607895 46.75% 4.546%
27 10.686 1459 1462 1470 rVB3 72706 103784 3.02% 0.293%
28 10.757 1470 1474 1475 rBV2 38854 39864 1.16% 0.113%
29 10.851 1487 1490 1493 rBV2 40707 47704 1.39% 0.135%
30 11.016 1515 1518 1526 rVB7 27527 51292 1.49% 0.145%
31 11.133 1536 1538 1541 rBV 39914 38556 1.12% 0.109%
32 11.169 1541 1544 1548 rVB2 45894 52319 1.52% 0.148%
33 11.268 1558 1561 1564 rBV 1746459 1590836 46.25% 4.498%
34 11.292 1564 1565 1569 rVV 308665 221295 6.43% 0.626%
35 11.345 1572 1574 1577 rVB 70748 62988 1.83% 0.178%
36 11.516 1600 1603 1608 rVB 36254 39808 1.16% ©0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.668 1626 1629 1634 rVB 232969 178543 5.19% 0.505%
38 11.774 1644 1647 1649 rBV 53669 52856 1.54% 0.149%
39 11.804 1649 1652 1660 rvV 532270 587013 17.07% 1.660%
40 11.886 1663 1666 1669 rBV 99576 91296 2.65% ©.258%
41 12.327 1738 1741 1743 rBV 60253 57165 1.66% 0.162%
42 12.357 1743 1746 1748 rVV 872067 711296 20.68% 2.011%
43 12.380 1748 1750 1754 rVB 475045 404816 11.77% 1.145%
44 12.463 1762 1764 1766 rBV 75276 64623 1.88% 0.183%
45 12.492 1766 1769 1772 rVV 719166 682712 19.85% 1.930%
46 12.592 1783 1786 1792 rBV2 139531 187272 5.44% 0.529%
47 12.721 1802 1808 1811 rBV 696485 768894 22.35%  2.174%
48 12.863 1828 1832 1836 rBV 2472886 2293229 66.67% 6.484%
49 13.027 1857 1860 1861 rBv2 45582 49303 1.43% 0.139%
50 13.051 1862 1864 1867 rVB 124511 103352 3.00% 0.292%
51 13.098 1870 1872 1873 rVvV 49575 36512 1.06% ©0.103%
52 13.115 1873 1875 1878 rVB 103200 87258 2.54% 0.247%
53 13.157 1879 1882 1884 rBV2 69890 68981 2.01% ©.195%
54 13.251 1895 1898 1901 rBV 48924 49473  1.44% 0.140%
55 13.280 1901 1903 1905 rBV 45229 41444  1.20% 0.117%
56 13.674 1968 1970 1972 rBV 66511 57166 1.66% 0.162%
57 13.727 1977 1979 1981 rBV 55560 52004 1.51% 0.147%
58 13.774 1984 1987 1995 rvVv3 268892 389114 11.31% 1.100%
59 13.927 2008 2013 2016 rBV2 1671378 1908886 55.50% 5.397%
60 13.951 2016 2017 2021 rVB 414479 286106 8.32% 0.809%
61 14.033 2029 2031 2034 rVB 95577 72576  2.11% 0.205%
62 14.962 2186 2189 2193 rBV 335880 517441 15.04% 1.463%
63 15.262 2237 2240 2247 rVB 204746 249932 7.27% 0.707%
64 15.327 2247 2251 2256 rVWW 277347 372650 10.83% 1.054%
65 15.386 2257 2261 2273 rVB 961380 1436187 41.76% 4.060%

Sum of corrected areas: 35369762
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Sep 2023 19:08
¢ CG\JU
. 04604-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
BF135501.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF135501.D\data.ms

5.387 .398

7.310

6.745

4.987 LG-SBG 7J§§3

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135501.D\data.ms

9.098

12.863

8.022 9.780

11.268
10.574

9.222

51 00540 @ a7,

]

9.0%51 %.3944%83@

0
Time-->

.616

‘ T
8.50 9.00

109848-2100.43310.6863
‘ ‘ ] ‘ T

D T — ‘ ‘ — — — —
8.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135501.D\data.ms

13.927

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.222 13.00 ng 1170730  Acenaphthene-d10 9.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HONO2 000103-90-2 47
4 Metacetamol 151 C8H9NO2 000621-42-1 47
5 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 43
Abundance Scan 1213 (9.222 min): BF135501.D\data.ms (-1209) (-) m/z 43.00 100.00%
109.1
5000
151.0
REERREEEEOEEEEE R
‘ 85.1 8.80 9.00 9.20 9.40 9.60
Ot oot btk e 1981 n/z 109.10 58.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 [T T T T[T T[T [T Tl
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.00 34.95%
O \1\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0

8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 19.63%

oh 20 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Ac i

etaminophen A EERREEEEREEEE
109.0 8.80 9.00 9.20 9.40 9.60

m/z 57.10  11.45%

5000 151.0
43.0 80.0
15.0 ‘ I M I

OFrer e per el e e ey T
miz--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.669 2.24 ng 178543  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1629 (11.668 min): BF135501.D\data.ms (-1626) (- m/z 74.00 100.00%
74.0
5000 43.0
S| S
143.1
227.2 11.50 12.00
‘\ \‘\\‘M]rll | 181 T 2701 o
Ok A L AL L L A0 sz se.95 71.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161210: Hexadecanoic acid, methyl ester
74.0
43.0 L
5000 ’_J\\\ T T T T T T T
11.50 12.00
143.0 m/z 43.05 39.53%
‘\ H ‘ 185.0 227.0 270.0
O\H‘HH‘HH"\\‘\\"P\H‘HH‘HH‘HH‘\\‘\\’\‘\H‘HH‘\‘H\‘HH‘H‘H’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —
11.50 12.00
5000 43.0 m/z 55.05 30.53%
o ‘ M‘ \\‘m 1430 1850 227.0 270.0
HwH‘wH‘WHH,HH‘HH_‘H_‘H_H‘“H‘_HW‘HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143572: Pentadecanoic acid, methyl ester —— —
74.0 11.50 12.00
m/z 41.05 27.09%
5000
43.0
143.0
o b 2120 a7z 2190 280 ke
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 7.38 ng 587013  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1652 (11.804 min): BF135501.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0 192.1
— ——
157.1 11.50 12.00
— W “‘!“ ﬂ)\‘u bl Ml 2122563 e 00 o1.07%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 - s
129.0 11.50 12.00
213.0 m/z 73.00 88.86%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\\\““\ \H‘Uh “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— .
11.50 12.00
5000 129.0 m/z 57.05 78.58%
199.0
s e T
0%%9~“LMWMN%WMMMW‘mﬂwhphquhwuwmuw
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #92070: Tridecanoic acid — —
73.0 11.50 12.00
m/z 55.05 70.50%
43.0
5000
129.0
171.0 214.0
101.0 ‘
NECI N S —
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.357 8.94 ng 711296  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
Abundance Scan 1746 (12.357 min): BF135501.D\data.ms (-1743) (- m/z 67.05 100.00%
67.0
09.1 - —
150.1 ) 12.00 12.50
0 37Jo M i \‘M\L‘Huh_;uh‘“m‘ Lo, 2081 20312041 T g1 05 77.45%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 = e
12.00 12.50
290 09.0 m/z 55.10  72.05%
294.(
ol L] ‘u“ i N ‘Hu m H_ . 2280 26307
m/z--> 200 250
Abundance #191918 9,12- Octadecadlenoic acid (Z,2)-, methyl ester
67.0
P e
12.00 12.50
5000 m/z 41.05 56.14%
09.0 294.(
27.0‘ H 263.0
0 ‘WM‘JMH “umMmmdhmlalo 2209‘ I
m/iz--> 50 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate — ——
67.0 12.00 12.50
m/z 95.10 52.64%
5000
09.0 294.(
262.0
ol ‘\\H\ i Huh ‘MH‘HH‘ Mh ““1“%9‘0 200 T L — —
miz--> 50 150 200 250 12.00 12.50
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Data Path :
Data File :
Acqg On : 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
BF135501.D

Sep 2023 19:08

Operator : CG\JU

Sample
Misc
ALS vial : 16

Quant Method
Quant Title

TIC Library

. 04604-01

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 4

Peak Number 5 9-Octadecenoic acid (Z)-, m...

R.T. EstConc Area Relative to ISTD R.T.
12.380 5.09 ng 404816  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97

Abundance Scan 1750 (12.380 min): BF135501.D\data.ms (-1748) (- m/z 55.10 100.00%
5!:
- 1w %
T T
231 1801 2022 2641 12.00 12.50
0 “hh‘ uqu\w‘w\\ - N‘“‘ w“Zgﬁl m/z 41.10 68.37%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
558.0
5000 8r.0 T U
12.00 12.50
m/z 69.05 55.43%
180.0 222.0 264.0
02‘5“0“‘\ “ ‘ Hm ‘ H“ \‘ \‘\m‘m‘mh\‘h ol ‘M‘ “ T ‘\‘ T ‘H‘ ‘2‘96‘ €
miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester
55.0
P P
12.00 12.50
5000 87.0 m/z 74.00 48.17%
264.0
222.0
1800
! i | e
ok “ }H ‘ i H HH\H ”H\ “\ ‘\M ‘\ P - ‘ N ‘\‘
miz--> 50 100 150 200 250 300
Abundance #194415: 11-Octadecenoic acid, methyl ester e =
55.0 12.00 12.50
m/z 83.10 40.22%
5000
87.0
oL \HH Ll \H\ 230 1500 2220 ***200¢
bbb e e T — —r
m/z--> 150 200 250 300 12.00 12.50

8270-BF091123.M Fri Sep 29 17:53:14 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.35 ng 187272  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 1786 (12.592 min): BF135501.D\data.ms (-1783) (- m/z 43.05 100.00%
43.0
5000 MwﬂnmfkﬂJ\ﬂwWN&mymeJ
3.1 129.0
2.02412 T 1
| ‘ 12 2841 12.50
oL e bl a0 m/z 60.00  85.13%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN I
12.50
H 171.0 2130 256.0 m/z 57.10 75.78%
0\\“ H‘\\huwﬂ‘\h\\‘““‘\“‘\‘\‘““H“HH“H
miz--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
T \
12.50
5000 m/z 73.00 71.58%
129.0
3.0 284.0
‘ H 1850 241.0
0 “\‘ H‘\\‘u‘ ‘H““uh\‘\‘ M\“l e “‘ . “‘ “\‘ L e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ‘
43.0 12.50
m/z 41.10 69.70%
5000 284.0
3.0 1290
1850 2410
ob— \‘\\H uhH \u‘\\\‘\‘\‘ ““‘\‘ “‘\‘ ““H“‘HH‘?"?‘ZH —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Nonadecyl pentafluoropropio... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.774 4.08 ng 389114 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
2 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 83
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 83
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 83
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 83

Abundance Scan 1987 (13.774 min): BF135501.D\data.ms (-1984) (- m/z 57.10 100.00%

57.1
5000
230.1

11.1
—— —
‘ 13.50 14.00
o“JV‘HAWWRwv‘uhwu‘wq27943??ﬁ“‘w““_“‘ m/z 43.10  84.87%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecy! pentafluoropropionate
57.0
5000 111.0 — ——
13.50 14.00

m/z 55.10 67.32%

Dl sse mso o
\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate

57.0
— —
13.50 14.00
5000 111.0 m/z 83.10 53.48%
280.0
0 LT 0200 e J\“M
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate T —
57.0 13.50 14.00

m/z 71.10 50.56%

5000 111.0 Nwwﬁvbmww«ﬂkpuwﬂjkwwm

0 L “ “H 1\]7|6.702220 294.0 36704180
\H‘HH‘\\H‘HH‘u\\‘uH‘HH‘HH‘HH‘HH

T T
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.262 3.48 ng 249932  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 91

Abundance Scan 2240 (15.262 min): BF135501.D\data.ms (-2237) (- m/z 252.10 100.00%

252.1
5000

SRS
. | 2000 15.00 1550
e e BP0 814.0384.23982 1 Ty u 050,05 28.87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0

o

5000 T o
15.00 15.50
126.0 m/z 253.10 22.23%
039.0 83.0 “M 200.0,
\\‘\\\\[\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
—T —
15.00 15.50
5000 ITI/Z 125.10 19.10%
125.0
0390 83.0 , | 200.0
A A B B B e e T T A N A N
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50

m/z 126.00  15.08%

) M
126.0
69.0 | \“ “‘ ! I

0 et e e Sl —
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092823\
Data File : BF135501.D

Acqg On : 28 Sep 2023 19:08
Operator : CG\JU

Sample : 04604-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame. .. 9.222 13.0 ng 1170730 3 9.780 1801470 20.0
Hexadecanoic ac... 11.669 2.2 ng 178543 4 11.269 1590840 20.0
n-Hexadecanoic ... 11.804 7.4 ng 587013 4 11.269 1590840 20.0
9,12-Octadecadi... 12.357 8.9 ng 711296 4 11.269 1590840 20.0
9-Octadecenoic ... 12.380 5.1 ng 404816 4 11.269 1590840 20.0
Octadecanoic acid  12.592 2.4 ng 187272 4 11.269 1590840 20.0
Nonadecyl penta... 13.774 4.1 ng 389114 5 13.927 1908890 20.0
Benzo[e]pyrene 15.262 3.5 ng 249932 6 15.392 1436190 20.0
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