LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc :

ALS Vvial : 15 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF129150.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.581 555 560 563 rBV 6107372 5635269 19.08% 4.895%
2 6.575 724 729 732 rBV 5322473 5122922 17.34% 4.450%
3 6.957 790 794 797 rBV 1934426 1568346 5.31% 1.362%
4 7.516 884 889 892 rBV 3881204 3413423 11.56% 2.965%
5 8.240 1008 1012 1015 rBV 2285457 1804083 6.11% 1.567%
6 9.310 1190 1194 1198 rBV 6056719 5560614 18.83% 4.830%
7 9.998 1307 1311 1314 rVB 1715415 1378269 4.67% 1.197%
8 10.786 1441 1445 1449 rBV 3135768 2498675 8.46% 2.170%
9 10.886 1459 1462 1468 rBV 249665 330961 1.12% 0.287%
10 11.486 1561 1564 1567 rBV 1493192 1399386 4.74% 1.216%

11 11.875 1626 1630 1633 rBV 10439825 9177598 31.07% 7.972%
12 12.016 1648 1654 1663 rBV 2653994 3024723 10.24% 2.627%
13 12.586 1743 1751 1752 rBV 15093823 29536467 100.00% 25.657%
14 12.604 1752 1754 1759 rVB2 15249481 17279510 58.50% 15.010%
15 12.669 1762 1765 1769 rVB 6691021 6020627 20.38% 5.230%

16 12.722 1769 1774 1775 rBV2 2635176 3705927 12.55%  3.219%
17 12.798 1785 1787 1796 rVB 1206366 1458597  4.94%  1.267%
18 13.086 1831 1836 1839 rVB 5240091 4929639 16.69% 4.282%
19 13.298 1869 1872 1873 rBV 491514 465866 1.58% 0.405%
20 13.316 1873 1875 1877 rVV 536529 534741 1.81% 0.465%
21 13.345 1877 1880 1885 rVV2 433096 771182 2.61% ©.670%
22 13.392 1885 1888 1893 rVB 891851 714424  2.42%  0.621%
23 13.504 1904 1907 1912 rVV 1056822 961097 3.25% ©.835%
24 13.557 1913 1916 1923 rVB 341516 444986 1.51% ©.387%
25 13.633 1924 1929 1936 rVB3 489173 917347 3.11% ©.797%
26 13.816 1958 1960 1964 rVB2 411448 565949 1.92% 0.492%
27 14.016 1990 1994 1999 rVv4 294062 625653 2.12% ©.543%
28 14.063 1999 2002 2006 rVB 1031216 849284 2.88% ©0.738%
29 14.139 2011 2015 2018 rBV 1806050 1786544 6.05% 1.552%
30 14.233 2028 2031 2035 rVB2 413659 420472 1.42% 0.365%
31 14.686 2105 2108 2112 rVB 411295 401236 1.36% ©.349%
32 15.269 2204 2207 2214 rVB 280916 310791 1.05% 0.270%

33 15.668 2270 2275 2283 rVB 1113565 1505446 5.10% 1.308%

Sum of corrected areas: 115120054
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129150.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.886 4.73 ng 330961 Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1462 (10.886 min): BF129150.D\data.ms (-1459) (- m/z 57.10 100.00%
57.1
- M
— —
‘ 99.0 10.50 11.00
A VY | o 2411 1821 2403 m/z 43.10  71.46%
miz-> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
5000 — —
10.50 11.00
m/z 71.10 66.21%
99.0
0 26\0 ‘!‘ \“‘\ ““ \“ T “]\.4\;‘0‘\ T \1\98‘(\)\ LA B
miz--> 50 100 150 200 250
Abundance
57.0
— —
10.50 11.00
5000 m/z 85.10 43.72%
99.0
0 141.0 183.0 268.0
—_— 1
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T —
57.0 10.50 11.00
m/z 41.10 33.42%
5000
99.0
ol280 | ||| | M0 1830 mso  zeec T
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.875 131.17 ng 9177600  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1630 (11.875 min): BF129150.D\data.ms (-1626) (- m/z 74.10 100.00%
74.1

5000
43.1
143.0 — —
227.2
owwwwhu MHWW‘H,HH,w_‘m_Mw\mww m/z 87.05  75.99%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.16  31.49%
0 ‘u “ ‘\‘ L \\1150 1710199 022\70 2790
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
74.0
11. 50 12.00
5000/ 43.0 m/z 55.05  28.00%
0 111.0 143.0 185.0 227.0 270.0
e A R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0 11. 50 12 00

m/z 41.10 25.02%

1] JJL‘
143.0
185.0
0 I H ‘H‘ W A15.0 ‘ [ 2280

m/z--> 20 40 60 80 100120140160 180200 220 240260 11. 50 12. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.016 43.23 ng 3024720  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1654 (12.016 min): BF129150.D\data.ms (-1648) (- m/z 73.05 100.00%
73.0
43.1
5000 129.1
213.2
H‘ ‘ 1711 ‘ 256.1 12,00
o] — W‘H‘M HH H‘H\ \m oyl ‘ “ “ “‘\ - L ““ . m/z 60.05 86.09%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000
129.0 12 OO
213.0 m/z 43.10 80.40%
T
ob— “\ }\“HH M“ " “\hh“w \}M\‘\H} ‘\\ ‘ “ “ “‘u\‘ ‘\‘\‘ . “‘ ——
m/z--> 50 100 150 200 250
Abundance
73.0
—T 7 T
43.0 12.00
5000 129.0 57.10 70.71%
171.0
214.0
ol d AL gl i Lol —— -
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 12 OO
m/z 55.10 66.40%
5000 129.0
‘ 199.0 2420
oL “‘ H‘H‘n MH M‘ uhH \m ul ‘ 161‘0‘ “ ““ R —
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Methyl 9-cis,11-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.586 422.13 ng 29536500  Phenanthrene-di1e 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1751 (12.586 min): BF129150.D\data.ms (-1743) (- m/z 67.05 100.00%
67.0
5000
09.1
T \
‘ 150.0 263.1 12.50
220.2 :
— ‘y”“whh‘ A |.i185.12202 | 2071 . 5110 90.94%
miz--> 50 100 150 200 250 300
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — :
12.50
09.0 294.0 m/z 55.10 67.15%
150.0
b1 Ll 220.0
0 T T T T ‘ H\ ‘ “ “ L \‘ \“ \‘ “\ ‘h \“‘\ “\ T ‘ T \‘ T T ‘ \“ T T \“ T T T
miz--> 50 100 150 200 250 300
Abundance
67.0
T \
12.50
5000 ITI/Z 95.10 65.45%
109.0
294.0
29.0 150.0
0 185022&0
e e e A
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) — ‘
67.0 12.50
m/z 41.10 53.54%
5000
09.0
149.0 262.0
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 5 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.604 246.96 ng 17279500  Phenanthrene-d1e 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94
2 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 93
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91

Abundance Scan 1754 (12.604 min): BF129150.D\data.ms (-1752) (-} | m/z 55.10 100.00%
55.1 264.3

-

5000
— ‘
12.50 13.00
0 m/z 74.10 89.68%
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 —L —
87.0 12.50 13.00
264.0 m/z 264.30 86.42%
23.0 180.0 222.0
oL ‘H“ Hn‘ \‘M “Mn‘ iy ‘m‘\‘ by e ““ ‘2‘9‘6"C
miz--> 50 100 150 200 250 300
Abundance
74.0
e —
12.50 13.00
5000{  43.0 264.0 m/z 83.10  80.72%
222.0
111'01430 180.0
' 296.C
(IR K TR H AN WS ¥t
miz--> 50 100 150 200 250 300
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester — ==
55.0 12.50 13.00

m/z 69.10  78.59%

5000

-

— 7
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.669 86.05 ng 6020630  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
Abundance Scan 1765 (12.669 min): BF129150.D\data.ms (-1762) (- m/z 74.10 100.00%
74.1
143.1 255.2 T 1
Tl e % i
oHH_ L1 S AR BT m/z 87.10 76.12%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 — ——
12.50 13.00
143.0 m/z 43.10 33.54%
| 110 ‘ 199.0  255.0 298.0
O\\\\‘\\‘\‘”\‘ \‘\\\“\\\‘\“\\\\“\‘\\\“\
miz-> 100 150 200 250 300
Abundance
74.0
— 5
12.50 13.00
5000 m/z 55.10 27.25%
28.0
143.0 255.0 298.0
111.0 199.0
o L A S
miz--> 50 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate — =
74.0 12.50 13.00
m/z 41.10 22.49%
5000
143.0
T e 0 aa
OH‘\‘\‘\H“‘H‘HHN“HM b — e
m/z--> 100 150 200 250 300 12.50 13.00

8270-BF062922.M Thu Jul 07 16:48:22 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.722 52.97 ng 3705930  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 93
Abundance Scan 1774 (12.722 min): BF129150.D\data.ms (-1769) (- m/z 67.10 100.00%
67.1
5000 /\JL
09.1 T ‘ T T ‘ T
12.50 13.00
‘ 150.1  202.1 280.3 .
0 ! “!‘ La2y. 021237.2 T[T 326 4/, g1.1e  85.21%
m/z--> 50 100 150 200 250 300
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
12.50 13.00
2 09.0 m/z 55.10 72.21%
: 280.0
0 100 1902360 TTT
miz--> 50 100 150 200 250 300
Abundance
67.0
— =
12.50 13.00
5000 ITI/Z 95.10 58.19%
109.0
29.0
150.0 1450 280.0
I M Bl
miz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid — ==
7.0 12.50 13.00
m/z 41.10 57.46%
5000
09.0
280.0
29. H 50.0
0 A0 aes0 230 LN
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.798 20.85 ng 1458600  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1787 (12.798 min): BF129150.D\data.ms (-1785) (- m/z 73.10 100.00%
5000 129.1 J\j\/\JL
185.2 2412 = —7
‘ ‘ 284.3 12.50 13.00
ol Ay L “u L 8259 3704 /s 43,10 89.37%
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — e
129.0 12.50 13.00
m/z 60.00 82.78%
29. ‘ 185 0 4102840
O' ‘\“ \Hh“ “M‘\“\‘ \“ T \ T \ ‘ T \ \‘ ‘ T \‘\ ‘ T T T ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— —
12.50 13.00
5000 m/z 57.10 81.20%
83.0 129.0 2420
) 199.0
oL A Ml sl oy e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e = —
43.0 12.50 13.00
m/z 55.10 71.41%
5000 284.0
3.0 1290
il 1850 2410
ol d Jv‘w SEN N N7 ) e U= N
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 9 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.298 5.22 ng 465866  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 92
2 Hexacosane 366 C26H54 000630-01-3 62
3 Hexadecane 226 C16H34 000544-76-3 60
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 2-Methyltetracosane 352 C25H52 001560-78-7 58
Abundance Scan 1872 (13.298 min): BF129150.D\data.ms (-1869) (-} | m/z 57.10 100.00%
57.1
113.1 — —
] 1801 el 13.00 13.50
N — L Ay “u‘w 2B m/z 43.10 50.58%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 —r ——
13.00 13.50
9.0 m/z 71.10  49.95%
01\5\ T ‘\““‘\ “‘ \‘H‘\ ““ \“‘ \:}\41{]—“0\ ];8\3\0‘ T \2\4(}).‘0\ LB L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
13.00 13.50
5000 m/z 55.10 38.75%
99.0
0 141.0183.0 225.0 267.0 309.0  367.(
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T ——
57.0 13.00 13.50
m/z 85.10  38.24%
oL ‘L‘ L %?‘9 141.0183.0 226.0
A B e A e e o e e —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 10 11-Eicosenoic acid, methyl ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.316 5.99 ng 534741  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 95
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 90
3 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 86
4 4-Cyclopropylcarbonyloxytridecane 268 C17H3202 1000245-58-5 72
5 n-Propyl 1l-eicosenoate 352 C23H4402 1010336-75-3 59
Abundance Scan 1875 (13.316 min): BF129150.D\data.ms (-1873) (- m/z 55.10 100.00%
55.1
5000 97.1 MWJL/W
220.1 — ——
H 13713751 | 2923 13.00 13.50
ob— U‘\‘\H “M ‘\\‘ L ‘Lm\!‘\‘\‘“uwd“‘h “‘\H‘\L‘M' | \‘h‘d‘ L, u} — “‘\’ ‘ ‘:‘3"74‘3‘ m/z 69.10 57.59%
m/z--> 50 100 150 200 250 300 350
Abundance #229553: 11-Eicosenoic acid, methyl ester
55.0
292.0
5000 7.0 — ——
13.00 13.50
m/z 74.10  48.65%
39.0 208.0 250.0 ‘
O T T H“‘ ‘\ “‘h\”‘\ W \“ L\ \‘\ \hl‘ T \‘\ \" T \‘\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
55.0
= =
13.00 13.50
5000 97.0 m/z 97.10 45.67%
292.0
137.0 208.0 250.0
015.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #2295509: cis-13-Eicosenoic acid, methyl ester — —
55.0 13.00 13.50
m/z 83.10 43.70%
5000 p7o 292.0 m
‘ 38.0 208.0 250.0
OL‘S]QL \“ ‘\ " u\“h\‘w”\‘ " ‘d”‘ \L‘ bl \\1\ e ‘\’ - - — ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 11 unknownl13.345 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.345 8.63 ng 771182  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2-m... 168 C10H1602 030626-51-8 15
2 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 14
3 1,1'-Biphenyl, 3-azido- 195 C12H9N3 014213-01-5 14
4 Benzenamine, 4-chloro-2-cyclopro... 167 C9H10CIN 1000327-32-4 11
5 S-(4-Acetyl-5-(furan-2-yl)-4H-1,... 251 C1@H9N303S 1000499-04-9 11
Abundance Scan 1880 (13.345 min): BF129150.D\data.ms (-1877) (- m/z 57.10 100.00%
57.1
95.1 167.1
5000
1F1‘1 13.00 13.50
239.1 , . .
ol— W‘ ‘ “M‘H\“‘ ‘u}\m“{uh‘m“‘ hd“u “‘i \‘\m‘ ‘h“ - “29‘\4‘?" - “?’5‘5‘ m/Z 55.10 62.26%
miz--> 50 100 150 200 250 300 350
Abundance #43262: Cyclopropanecarboxylic acid, 2-methyl-3-(1-pro
95.0
5000 — e
13.00 13.50
29.0 168.0 m/z 95.10 56.95%
Ll L |
O\“\H‘“\\“\\“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
167.0
— ——
13.00 13.50
5000 m/z 167.10 54.37%
63.0 115.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #70315: 1,1'-Biphenyl, 3-azido- o T
167.0 13.00 13.50
m/z 81.10 47.53%
o WM
5.0 1150 ‘
ol ”\‘\"\\‘mh\\H‘u‘mum‘ M‘\ wu“m\ I ‘m ‘\“ - — e
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 12 Eicosanoic acid, methyl ester  Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.392 8.00 ng 714424  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 98
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
4 Methyl stearate 298 C19H3802 000112-61-8 87
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 86

Abundance Scan 1888 (13.392 min): BF129150.D\data.ms (-1885) (- m/z 74.05 100.00%
74.0
- ‘\wamjﬁAﬂ
143.1 — ==
'y 185.1227.2 2833 3263 13.00 13.50
o‘mMMM‘__‘H\mm_m_m_ m/z 87.05  76.86%
m/z--> 100 150 200 250 300 350
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 = =
13.00 13.50
143.0 396.0 m/z 43.10  36.87%
O T 1 ‘\‘ \‘M\ h‘ \ T ‘\ T ‘ T \1\9‘9\()\2\4\]-‘0\2\8\‘3\‘0‘ T \‘\ T ‘ T
miz--> 100 150 200 250 300 350
Abundance
74.0
— ——
13.00 13.50
5000 m/z 55.10 27.24%
143.0 284.0
29.0 1850 2410
T d FE g TS
m/z--> 50 100 150 200 250 300 350
Abundance #214951: Nonadecanoic acid, methyl ester — —
74.0 13.00 13.50
m/z 75.10 23.02%
5000
143.0
312.0
“ ‘ 199.0 269.0 ‘
o"M““J“HM‘M“"_‘m‘um‘um_u”_ = e
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 13 unknownl3.504 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.504 10.76 ng 961097  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Pentadien-1-01, 3-propyl-, (... 126 C8H140 1000142-17-9 10
2 7-Bromo-1-heptanol, heptafluorob... 390 C11H14BrF702 1000365-43-3 10
3 Butane, 1,3-dibromo- 214 CAH8Br2 000107-80-2 10
4 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 9
5 5-(3-Methylaminopropyl)-3,4-dihy... 284 C14H24N204 1000287-41-9 9
Abundance Scan 1907 (13.504 min): BF129150.D\data.ms (-1904) (- m/z 55.10 100.00%
55.1
5000 97.1 137.1 AKJNJJ%Jk~ﬂA]\/N/k/VV
2112 s
ol “““‘ﬂ‘“‘u”““ i““ .l 212 20948442 137 05 45.97%
miz--> 50 100 150 200 250 300 350
Abundance #13141: 2,4-Pentadien-1-ol, 3-propyl-, (22)-
55.0
5000 7.0 1 1
13.50
m/z 69.10 43.35%
O' \‘H“\‘\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
T
13.50
5000 97.0 m/z 97.10 41.96%
148.0
015.0 197.0 255.0
i B 2 T
m/z--> 50 100 150 200 250 300 350
Abundance #92449: Butane, 1,3-dibromo- 7 ‘
55.0 13.50
m/z 41.10 40.23%
135.0
o wvﬂ“ﬂjMﬂ”ﬂﬂjk/wamﬂ
oMo %0 | om0 .
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 14 9-Octadecenamide, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.557 4.98 ng 444986  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Dodecanamide 199 C12H25NO 001120-16-7 59
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Silane, hexyl- 116 C6H16Si 001072-14-6 47
Abundance Scan 1916 (13.557 min): BF129150.D\data.ms (-1913) (- m/z 59.05 100.00%
59.0
126.1 5.3‘56 |
175.1 :
ol H‘ M‘ gy Do, 23822811 8361 Lo g5 16 66.09%
m/z--> 100 150 200 250 300 350
Abundance #174774: 9-Octadecenamide, (Z)-
59.0
5000 =
13.50
m/z 55.10 33.37%
6.0 281.0
O 1T \“h‘ H\‘ ‘\m\‘““ ‘\‘H\“‘\ \‘ ‘\]\.8\4’\0‘ T \2\38\‘0\‘\ \“\ ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
59.0
R \
13.50
5000 m/z 41.10 20.88%
01_5.0 114.0 156.0 199.0 MJV\/\MW
I S o e
m/z--> 50 100 150 200 250 300 350
Abundance #23422: Octanamide T ‘
59.0 13.50
m/z 43.10 19.58%
o M
00.0 143.0
ool J000M0 .
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 15 unknownl3.633 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.633 10.27 ng 917347  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 43
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 43
3 Hexatriacontane 507 C36H74 000630-06-8 43
4 Tetratetracontane 619 C44H99 007098-22-8 43
5 Decane, 5-propyl- 184 C13H28 017312-62-8 41

Abundance Scan 1929 (13.633 min): BF129150.D\data.ms (-1924) (- m/z 57.10 100.00%
57.1

5000

S
13.50 14.00
071 2021

- 354.3 m/z 43.10  97.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0

5000

T
13.50 14.00
m/z 71.10  83.95%

| 1130160.0225.0281.0337.0 394.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T
13.50 14.00

o

5000 m/z 55.10 73.43%
. 113'0169.0225'0
mam AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —— —
57.0 13.50 14.00

m/z 99.10 65.19%

B M
| } | ‘\‘31113'0 169.0 225.0281.0337.0 393.0 449.0 506.

GIEMEEETE T e haaroa-t i PSS Laci

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 16 unknown13.816 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.816 6.34 ng 565949  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 38
2 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 38
3 2-((3,3-Dimethyloxiran-2-yl)meth... 166 C10H1402 092356-06-4 35
4 5-Hydroxyadamantan-2-one 166 C10H1402 020098-14-0 30
5 2'-Hydroxy-5'-methoxyacetophenon... 236 C14H2003 1000395-40-8 18
Abundance Scan 1960 (13.816 min): BF129150.D\data.ms (-1958) (- m/z 95.10 100.00%
95.1
151.1
5000 237.2
55.1
— —
308.2 13.50 14.00
197.1
om J““h“h il 785020 81 10 94.92%
miz--> 50 100 150 200 250 300 350
Abundance #41418: Tricyclo[4.3.1.1(3,8)]Jundecan-3-ol
95.0
5000 — ——
166.0 13.50 14.00
' m/z 151.05 60.11%
55.0 ‘ ‘
O' \h““h‘\‘ \‘“\h\“‘ \‘\ T ’ L ’ L ’ L ’\
miz--> 50 100 150 200 250 300 350
Abundance
151.0
— —
95.0 13.50 14.00
5000 m/z 166.10 38.98%
41.0
o T
m/z--> 50 100 150 200 250 300 350
Abundance #41262: 2-((3,3-Dimethyloxiran-2-yl)methyl)-3-methylfura — ——
95.0 13.50 14.00
m/z 237.15 37.65%
5000
41.0 151.0
N Y O N (Uo7,
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 17 2- Chloropropionic acid, he... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.016 7.00 ng 625653  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Tricosene 322 C23H46 018835-32-0 91
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
Abundance Scan 1994 (14.016 min): BF129150.D\data.ms (-1990) (| m/z 57.10 100.00%
511 g7.1
5000
250.1
T \
39.1 193.1 ‘ 14.00
ob— u‘w # by Loy w‘w“‘m B0 ST, s3.10 96.27%
miz--> 50 100 150 200 250 300 350
Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester
57.0 97.0
5000 —— :
14.00
m/z 55.10  94.82%
39.0 196.0
0 \“\ H\““\ ”“‘1 T !‘ \:#M\ ““‘ ‘M‘\“‘\ f \“‘ T \H‘\ T ‘2\6‘\9\0\ T \3\3\2\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
97.0 14.00
5000 m/z 97.10 85.83%
o150 139.0 196.0  269.0 3200 Mjkﬁj\wjjwwmwﬂ/%wm
S e T T
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 T
57.0 97.0 14.00
m/z 43.10 85.75%
39.0
ol LU LLLIT ae022202000 3080 ..
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 18 Methyl 20-methyl-heneicosan... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.063 9.51 ng 849284  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
3 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 91
4 Silane, methylvinyl(cis-2-methyl... 326 C19H3802Si 1000421-05-3 89
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 2002 (14 063 min): BF129150.D\data.ms (-1999) (- m/z 74.05 100.00%
74.0
5000
143.1 OIS S | I -
3113 14.00
‘ 1992 2552 "7 354.4 :

oLl e m/z 87.18  78.42%
m/z--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate

74.0
5000 “\T/\‘N‘M\OO‘ e
143.0 .
m/z 43.10 34.83%

o

354.0
311.0
199.0 255.0 ‘
L ‘ \H \‘M\“‘ ‘\“\‘L \“‘\ T \‘\ “ \‘\ T \‘ “\ ‘\ TT ‘ \‘\ T “\ L
m/z--> 100 150 200 250 300 350
Abundance
74.0
\

5000 m/z 75.10  26.65%

143.0
29.0 1990  269.03120
O A e L I e o o T R A A
m/z--> 50 100 150 200 250 300 350
Abundance : i i e ‘

#264182: Docosanoic acid, methyl ester
74.0 14.00

m/z 55.10  23.33%

5000 354.0
143.0
311.0

= ‘w“ | \M ‘\H‘\‘\‘\ ‘m“\‘ “‘ — ‘]‘_‘9‘90 25‘\50 L L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 19 Triphenylphosphine oxide Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.233 4.71 ng 420472  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 52
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32

Abundance Scan 2031 (14.233 min): BF129150.D\data.ms (-2028) (- m/z 277.10 100.00%
2

771
5000
77.0 199.0 T T N
d ‘ 15‘21‘ H _ 14.00 14.50
o8 Lo bl b1 88083708 s 278010 33.13%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — =
152.0 14.00 14.50
m/z 77.00  22.53%

o

s
\‘\ ‘\ ‘\ “ \‘ \‘H‘\ \" ““\Hh“\‘ ‘“‘ “‘ \“\ }‘ T ‘ L ‘ UL ’ L
m/z--> 50 100 150 200 250 300 350
Abundance

277.0

— —
14.00 14.50

5000 m/z 199.00  19.96%

0 183.0
131.0
b
miz--> 50 100 150 200 250 300 350

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- — —
277.0 14.00 14.50

m/z 183.00  19.86%

5000
77.0 183.0
270, 1280\“ “ ‘\ ‘ 228.0

R o e R I — S
miz--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 20 Tetracosanoic acid, methyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.686 4.49 ng 401236  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid, methyl ester 382 C25H5002 002442-49-1 94
2 Methyl stearate 298 C19H3802 000112-61-8 91
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 83
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 74
Abundance Scan 2108 (14.686 min): BF129150.D\data.ms (-2105) (- m/z 74.10 100.00%
74.1
5000
143.1 »A._‘.J\‘ — A
‘ ‘ I, ‘ 1992 2621 339.3383.3 14.50 15.00
bl b bt e PR m/z 87.85  82.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #289581: Tetracosanoic acid, methyl ester
74.0
5000 e e
14.50 15.00
m/z 43.10 41.52%
20. 143.0 382.0
0 L 190 2830 |
O\\\\“\\\“\‘\‘\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0
—— —
14.50 15.00
5000 m/z 57.10 32.84%
143.0
0 199.0 255'0299.0
s o B B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #214951: Nonadecanoic acid, methyl ester —— —
74.0 14.50 15.00
m/z 75.00  27.70%
5000
143.0
312.0
i M\\H I ‘ 1990 2550 |
omm L, VU N RO SN 65 R e e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129150.D

Acqg On : 06 Jul 2022 19:00
Operator : CG\JU

Sample : N3581-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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|
Tetradecane 10.886 4.7 ng 330961 4 11.492 1399390 20.0
Hexadecanoic ac... 11.875 131.2 ng 9177600 4 11.492 1399390 20.0
n-Hexadecanoic ... 12.016 43.2 ng 3024720 4 11.492 1399390 20.0
Methyl 9-cis,11... 12.586 422.1 ng 29536500 4 11.492 1399390 20.0
16-Octadecenoic... 12.604 247.0 ng 17279500 4 11.492 1399390 20.0
Methyl stearate 12.669 86.0 ng 6020630 4 11.492 1399390 20.0
9,12-Octadecadi... 12.722 53.0 ng 3705930 4 11.492 1399390 20.0
Octadecanoic acid 12.798 20.9 ng 1458600 4 11.492 1399390 20.0
Heptadecane 13.298 5.2 ng 465866 5 14.139 1786540 20.0
11-Eicosenoic a... 13.316 6.0 ng 534741 5 14.139 1786540 20.0
unknown13. 345 13.345 8.6 ng 771182 5 14.139 1786540 20.0
Eicosanoic acid... 13.392 8.0 ng 714424 5 14.139 1786540 20.0
unknown13.504 13.504 10.8 ng 961097 5 14.139 1786540 20.0
9-Octadecenamid... 13.557 5.0 ng 444986 5 14.139 1786540 20.0
unknownl13.633 13.633 10.3 ng 917347 5 14.139 1786540 20.0
unknown13.816 13.816 6.3 ng 565949 5 14.139 1786540 20.0
2- Chloropropio... 14.016 7.0 ng 625653 5 14.139 1786540 20.0
Methyl 20-methy... 14.063 9.5 ng 849284 5 14.139 1786540 20.0
Triphenylphosph... 14.233 4.7 ng 420472 5 14.139 1786540 20.0
Tetracosanoic a... 14.686 4.5 ng 401236 5 14.139 1786540 20.0
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