LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc :

ALS vial : 5 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134441.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 18 rVvB 207858 291154 14.34%  2.363%
2 5.475 572 576 595 rBvV 1705661 1583840 78.02% 12.857%
3 6.475 742 746 749 rBV 1499269 1537824 75.75% 12.483%
4 6.834 804 807 817 rBV 369271 295038 14.53%  2.395%
5 7.398 899 903 906 rBV 1123236 971961 47.88%  7.890%

6 8.110 1021 1024 1036 rBV 451963 380989 18.77%  3.093%
7 9.192 1204 1208 1211 rBV 2121741 1827482 90.02% 14.834%
8 9.586 1272 1275 1280 rBV 52124 44523 2.19% ©0.361%
9 9.869 1320 1323 1332 rBV 536877 420286 20.70%

10 10.669 1454 1459 1462 rBV 1356013 1318904 64.97% 10.706%

w
IS
=
N
R

11 11.363 1574 1577 1587 rBV 487757 457777 22.55%  3.716%
12 11.892 1664 1667 1681 rBV 184300 193908 9.55% 1.574%
13 12.686 1798 1802 1815 rBV 51652 69358 3.42% ©.563%
14 12.963 1844 1849 1852 rBV 2228004 2030128 100.00% 16.479%
15 13.910 2005 2010 2023 rBV5 26580 84273  4.15% 0.684%

16 14.027 2026 2030 2040 rVB 477502 434630 21.41%  3.528%
17 15.533 2281 2286 2293 rBV 278229 377083 18.57% 3.061%

Sum of corrected areas: 12319158
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Jul 2023 21:43
¢ CG\JU
: 03653-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
BF134441.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

.146

TIC: BF134441.D\data.ms

5.475
6.475

7.398

6.834
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2000000

1500000
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TIC: BF134441.D\data.ms
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Time-->
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TIC: BF134441.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146 19.74 ng 291154  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 10 (2.146 min): BF134441.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1
‘ 91 2.202.302.402.502.60
Ot R sy e e | m/z 43.05 42.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IAARREREN R EEE RN RN
43.0 2.202.302.402.502.60
' 87.0 m/z 55.00  28.64%
29.0 L
O \‘H\”“HH“‘f‘\‘f\‘\f\‘?‘-\o\\\“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L e T e anma—
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 24.42%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4950: Silane, ethyltrimethyl- R am A RasmaEame
73.0 2.202.302.402.502.60
m/z 41.05 13.30%
5000 59.0
87.0
43.0
0 29\‘0 \M il ‘\ | 10?0
e e e e e e N RAREamamas s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 8.47 ng 193908  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1667 (11.892 min): BF134441.D\data.ms (-1664) (-} ' m/z 73.00 100.00%
43.1 73.0
5000 1291
213.2
‘ ‘ H ? 1711 2561 1150 12,00
0“WH‘WWNNNW‘WM‘MWhuw‘;u‘_“‘wu‘wu‘wh‘wuj_ m/z 43.10 97.40%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A
11. 50 12 00
167.01g5 02130  256.0 m/z 41.10 85.38%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
129.0 1150 12,00
5000 43.0 m/z 60.00 83.18%
185.0 228.0
1 1.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0 11. 50 12 00
m/z 55.10 73.46%
5000 129.0
199.0
s e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HWH‘WHH“ 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\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.686 3.03 ng 69358  Phenanthrene-di0 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 1802 (12.686 min): BF134441.D\data.ms (-1798) (- m/z 43.05 100.00%
43.0
5000 129.1
B5.0
185.1 2411 59,4
‘ ‘ ‘ 12.50 13.00
0 H“M‘H‘ Ml by b w/z ee.ee 91.15%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 e A hn At
129.0 12.50 13.00
3.0 ) 284.0 m/z 73.00 89.33%
O \“r H‘ \“““‘\”h““ M\‘} \“‘\ \‘ \“\ “ T \‘ T \‘\ |
miz--> 0 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
12.50 13.00
5000 m/z 57.00 80.22%
129.0
29.0 185.0 228.0
01— ““ M {ML‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0 12.50 13.00
m/z 54.95 72.35%
5000 284.0
3.0 129.0
‘ 185.0 5410
m/z--> 0 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\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.910 3.88 ng 84273  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2010 (13.910 min): BF134441.D\data.ms (-2005) (- m/z 55.05 100.00%
55.0 p7.1
5000
207.0 T L4
ol “““ | U“H b h/z 8310 95.34%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000
14.00
m/z 43.00 93.79%
019@\“ \‘ ‘ ‘ \H\% \‘\ i \\8‘1022202640 308.0
\\\\‘ \\‘\\\‘\\\\ \\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
—r—
14.00
5000 m/z 97.10 89.56%
39.0
0 | ‘\‘ ‘ \H\ \‘\\ \‘\ wh8%922202640 308.0 364(
““““““‘ ‘ B A aE e
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
434 83.0 14.00
’ m/z 57.00 87.06%
5000
25.0
oLl MM 16702100 2800 gl
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134441.D

Acqg On : 24 Jul 2023 21:43
Operator : CG\JU

Sample : 03653-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
Butane, 2-metho... 2.146 19.7 ng 291154 1 6.834 295038 20.0
n-Hexadecanoic ... 11.892 8.5 ng 193908 4 11.363 457777 20.0
Octadecanoic acid 12.686 3.0 ng 69358 4 11.363 457777 20.0
n-Tetracosanol-1 13.910 3.9 ng 84273 5 14.027 434630 20.0
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