LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134584.D

Acqg On : 02 Aug 2023 17:27
Operator : CG\JU

Sample : 03681-16

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 561 567 570 rBV 3337002 3366042 100.00% 13.729%
2 6.422 732 737 740 rBV 3384849 3346145 99.41% 13.648%
3 6.793 797 800 804 rVB 1318358 1120207 33.28% 4.569%
4 7.351 890 895 898 rBV 2279030 2048123 60.85% 8.354%
5 8.069 1013 1017 1021 rBV 1609764 1425874 42.36% 5.816%

6 9.151 1197 1201 1204 rVB 4140906 3345613 99.39% 13.
7 9.828 1312 1316 1319 rBV 1596762 1312321 38.99%
8 10.616 1445 1450 1453 rBV 1816554 1714686 50.94%
9 11.316 1565 1569 1571 rBV 1280277 1170159 34.76%
10 11.333 1571 1572 1576 rVB 141502 102572 3.05%
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11 11.386 1576 1581 1584 rBV 52158 47260
12 11.851 1656 1660 1664 rBV2 171050 166540
13 12.527 1771 1775 1778 rBV 221121 180665
14 12.639 1791 1794 1799 rBV5 38196 41655
15 12.757 1808 1814 1817 rBV 176920 193387
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16 12.910 1836 1840 1843 rBV 3250923 2782120 82.65% 11.
17 13.821 1992 1995 2000 rBV 194517 190332 5.65%
18 13.957 2013 2018 2021 rBV 1103493 1022271 30.37%
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19 13.980 2021 2022 2029 rVB 76575 60738 1.80% 248%
20 14.739 2147 2151 2153 rBV3 55320 70945 2.11% 289%
21 14.992 2191 2194 2197 rBV2 44996 64326 1.91% ©0.262%
22 15.357 2252 2256 2259 rVB 40336 46303 1.38% 0.189%

23 15.421 2262 2267 2276 rVB 571260 699488 20.78%  2.853%

Sum of corrected areas: 24517772
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

: 02 Aug 2023 17:27
¢ CG\JU
: 03681-16

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
BF134584.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134584.D

Acqg On : 02 Aug 2023 17:27
Operator : CG\JU

Sample : 03681-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 2.85 ng 166540  Phenanthrene-di10 11.316
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 1660 (11.851 min): BF134584.D\data.ms (-1656) (- m/z 73.00 100.00%
73.0
5000 129.1 L
213.2 — P
‘ 1(71.2 ‘ 256.1 ‘ 11.50 12.00
o232 bk ol i L 329 w2 43,05 96.44%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
‘ 171.0 213.0 256.0 m/z 59.95 92.11%
Obr—— \M ‘\swh‘PM\M\ \“‘\ \‘ \‘\ “ | “\ L B e
miz--> 50 100 150 200 250 300
Abundance
73.0
— Fqeny
11.50 12.00
5000 129.0 m/Z 41.05 76.56%
2990 171.0
214.0
I N M R
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid 5 —
73.0 11.50 12.00
m/z 57.05 75.85%
5000 129.0
29.
199.0 242.0
NI 1 T Y P N g POV W LW
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134584.D

Acqg On : 02 Aug 2023 17:27
Operator : CG\JU

Sample : 03681-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.822 3.72 ng 190332  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1995 (13.821 min): BF134584.D\data.ms (-1992) (- m/z 57.05 100.00%
57.0
7.1
5000
— ——
9.0 13.50 14.00
— h‘ ‘H‘ B o821 2481 3020 3853 ./, 43.e5 91.33%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 = e
13.50 14.00
m/z 55.10 90.98%
gas L m0ims g
\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 79.48%
0150 1390 196.0  269.0 320.0
e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene “ —T
57.0 97.0 13.50 14.00
m/z 69.05 74.34%
h ’“LM
o UL 0 am0 a0 sots
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\BF080223\
Data File : BF134584.D

Acqg On : 02 Aug 2023 17:27
Operator : CG\JU

Sample : 03681-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 13-Docosenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.739 2.03 ng 70945  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 89
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
3 cis-11-Eicosenamide 309 C20H39NO 010436-08-5 78
4 9-Octadecenamide 281 C18H35NO 003322-62-1 64
5 N-Methyl-N-methoxycarbonylcarbam... 175 C6HONO5 073830-21-4 50

Abundance Scan 2151 (14.739 min): BF134584.D\data.ms (-2147) (- m/z 59.00 100.00%
59.0

5000
7.0
1401 1921 2510 29913372 14.50 15.00
0! m/z 55.05 70.81%
miz--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)-
59.0
5000 — —
14.50 15.00
m/z 72.10 62.65%
126.0
337.0
oL— ‘\M \“\‘M‘M\} \}\H‘MM‘ i ‘1‘7‘0"0‘ - ‘2‘49"0‘2‘78‘-‘0‘ A
miz--> 50 100 150 200 250 300 350
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59.0
14.50 15.00
5000 m/z 43.05 42.82%
J180 9.0 140.0 1840 238.0 281.0
B B e A o e
m/z--> 50 100 150 200 250 300 350
Abundance #210696: cis-11-Eicosenamide —— —
59.0 14.50 15.00
m/z 69.05 34.64%
5000
olL6.
—— —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134584.D

Acqg On : 02 Aug 2023 17:27
Operator : CG\JU

Sample : 03681-16

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.851 2.9 ng 166540 4 11.316 1170160 20.0
1-Docosene 13.822 3.7 ng 190332 5 13.957 1022270 20.0
13-Docosenamide... 14.739 2.0 ng 70945 6 15.421 699488 20.0
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