LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134585.D

Acqg On : 02 Aug 2023 18:01
Operator : CG\JU

Sample : 03681-22

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

Signal : TIC: BF134585.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 562 567 570 rBV 4086283 3878390 98.85% 13.950%
2 6.422 732 737 740 rBV 3509384 3923482 100.00% 14.112%
3 6.622 768 771 777 rBV 181530 145311 3.70% ©0.523%
4 6.792 797 800 804 rVB 1416296 1187325 30.26% 4.271%
5 7.351 890 895 898 rBV 2426310 2446831 62.36% 8.801%
6 8.069 1013 1017 1021 rBV 1690043 1527591 38.93% 5.494%
7 9.151 1196 1201 1204 rBV 4670821 3885794 99.04% 13.976%
8 9.269 1218 1221 1225 rBV 148062 116059 2.96% 0.417%
9 9.827 1312 1316 1319 rBV 1772968 1383361 35.26% 4.976%
10 10.616 1445 1450 1453 rBV 2133233 2003501 51.06% 7.206%
11 11.316 1565 1569 1571 rBV 1356319 1220595 31.11% 4.390%
12 11.333 1571 1572 1576 rVB 100598 67855 1.73% 0.244%
13 11.386 1576 1581 1584 rBV 52230 46728 1.19% 0.168%
14 11.851 1656 1660 1665 rBvV2 207672 207098 5.28% 0.745%
15 12.427 1756 1758 1766 rVB4 53693 62298 1.59% 0.224%

16 12.527 1771 1775 1778 rBV ~ 165837 144143 3.67%
17 12.751 1808 1813 1818 rBV 138779 171203 4.36% ©.616%
18 12.910 1836 1840 1843 rBV 3654074 3178690 81.02% 11.433%
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19 13.821 1992 1995 2003 rBV 260825 257732 6.57% 0.927%
20 13.957 2013 2018 2021 rBV 1192922 1049317 26.74% 3.774%
21 14.451 2097 2102 2107 rBV7 29782 74568 1.90% ©.268%
22 14.992 2191 2194 2197 rBV 40020 53677 1.37% 0.193%
23 15.351 2252 2255 2260 rBV 37429 46841 1.19% 0.168%
24 15.421 2262 2267 2271 rBV 604849 724408 18.46% 2.606%

Sum of corrected areas: 27802798
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Aug 2023 18:01
¢ CG\JU
: 03681-22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
BF134585.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134585.D

Acqg On : 02 Aug 2023 18:01
Operator : CG\JU

Sample : 03681-22

Misc

ALS vial : 16 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
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Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.622 2.45 ng 145311 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 771 (6.622 min): BF134585.D\data.ms (-768) (-) m/z 45.10 100.00%
45.1
5000
i 520 6.40 6,60 650 700
b 901080 e e
Otttk e e e e e e m/z 59.10 36.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\’I\\\\\‘\\\\‘\\\\’\\\
6.20 6.40 6.60 6.80 7.00
290 72.0 m/z 72.10 20.83%
o140 801040 1350
\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
45.0
e B L e
6.20 6.40 6.60 6.80 7.00
5000 72.0 m/z 43.05 15.05%
29.0
0L 14.0 g7.0 103.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2377: 2-Butanol, 3-methyl- R R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 13.25%
5000
27.0 73.0
OlreprrrrpterrtMbe b e 889 e eree e S ¥/ S NP S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134585.D

Acqg On : 02 Aug 2023 18:01
Operator : CG\JU

Sample : 03681-22

Misc

ALS vial : 16 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 3.39 ng 207098  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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
Abundance Scan 1660 (11.851 min): BF134585.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
5000
129.1
213.2 — s
‘ ‘ H‘ 1711 ‘ 256.1 11.50 12.00
0m‘uu“l‘u‘“”‘W“‘WHW‘M dertbreh bbb ks miz 43.10 94.11%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
97.0 157018502130 256.0 m/z 60.00 87.68%
O \H‘HH“}‘HH\H \H‘\\‘H\‘\\‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
— —p—t
43.0 11.50 12.00
5000 129.0 m/Z 41.05 76.73%
171.0
214.0
101.0
R ESSERRS R
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid s —
43.0 73.0 11.50 12.00
m/z 57.10 76.30%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ = e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134585.D

Acqg On : 02 Aug 2023 18:01
Operator : CG\JU

Sample : 03681-22

Misc

ALS vial : 16 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 4 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 4.91 ng 257732  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
Abundance Scan 1995 (13.821 min): BF134585.D\data.ms (-1992) (- m/z 57.10 100.00%
1.1
7.1
5000
s oo
39.1 : :
- I u‘u‘H\ L1 £ 18202210 3021wz 43.10  98.30%
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 7.0 = .
13.50 14.00
m/z 55.18  88.76%
O\ \“\ ‘\‘ ’H\ h\ \““\“L‘ }L \%\3‘{9"()\]-\8\2?0‘ 2\2\3\.()\ ‘ \2\8\0.\0‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
570 970
— —
13.50 14.00
5000 m/z 83.05 82.66%
139.0
0 181.0 238.0 292.0 364.(
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 e T
57.0 97.0 13.50 14.00
m/z 69.05 73.85%
5000
39.0
ool LI wmozzozoaoaoso
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134585.D

Acqg On : 02 Aug 2023 18:01
Operator : CG\JU

Sample : 03681-22

Misc

ALS Vvial : 16 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|
Ethanol, 2-(2-e... 6.622 2.5 ng 145311 1 6.792 1187330 20.0
n-Hexadecanoic ... 11.851 3.4 ng 207098 4 11.316 1220600 20.0
5-Eicosene, (E)- 13.821 4.9 ng 257732 5 13.957 1049320 20.0
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