LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135019.D

Acqg On : 30 Aug 2023 23:11
Operator : CG\JU

Sample : 04170-01

Misc :

ALS vial : 7 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135019.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 492 496 502 rVB 22823 31122 1.11% 0.164%
2 5.404 559 564 567 rBvV 2618700 2455053 87.27% 12.945%
3 6.410 730 735 738 rBV 2515118 2470961 87.83% 13.029%
4 6.769 793 796 800 rBV 1047378 839566 29.84% 4.427%
5 7.333 887 892 895 rBV 1776002 1596127 56.74% 8.416%

6 8.051 1009 1014 1017 rBV 1297718 1153507 41.00% 6.082%
7 9.133 1192 1198 1201 rBV 2957157 2813258 100.00% 14.834%
8 9.251 1214 1218 1222 rVB 30568 29775 1.06%
9 9

0.157%

.810 1308 1313 1316 rBV 1373580 1188210 42.24%  6.265%

10 10.598 1443 1447 1451 rBV 1767938 1538863 54.70%  8.114%
11 10.722 1465 1468 1476 rVB 33840 35269 1.25% 186%
12 11.174 1541 1545 1547 rBV2 34395 30611 1.09% 161%

13 11.298 1562 1566 1569 rBV 1194648 1048838 37.28%
14 11.839 1653 1658 1666 rBV 221856 256675  9.12%
15 12.627 1788 1792 1800 rBvV2 71884 103466  3.68%

Or U
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16 12.898 1834 1838 1841 rBV 2132378 1833572 65.18%
17 13.810 1990 1993 2002 rBV2 117741 165430 5.88%
18 13.957 2014 2018 2021 rBV 698344 640852 22.78%
19 15.427 2263 2268 2272 rBV 570604 733389 26.07%

wwo v
o]
~N
N
R

Sum of corrected areas: 18964544
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Aug 2023 23:11
¢ CG\JU
. 04170-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
BF135019.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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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2500000

2000000

1500000

1000000

500000

0

TIC: BF135019.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135019.D

Acqg On : 30 Aug 2023 23:11
Operator : CG\JU

Sample : 04170-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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.
11.839 4.89 ng 256675  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1658 (11.839 min): BF135019.D\data.ms (-1653) (- m/z 43.10 100.00%
43.1 173.0
5000 129.0 AMNMWA&WMkavﬂWWMVMM
1851213'2 - U
| H 0 187.1 1€- ‘ 2561 1150  12.00
0 Ww‘;“m‘u‘ I ‘”m\“ w‘M‘w‘m“‘H‘m_m\m‘_mml_ m/z 72.95 99.69%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 — ry
129.0 11.50 12.00
213.0 m/z 59.95 98.11%
‘ H(ﬂ 15701850‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““HH‘N“\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— e
11.50 12.00
5000 129.0 m/z 41.05 76.97%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T T
43.0 73.0 11.50 12.00
m/z 57.10 76.54%
5000 129.0
O
O1§RhHLMWNM“NwAWJMNw‘wuﬂwﬂ‘mu‘wu‘wu‘wu‘_ — ——
miz--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135019.D

Acqg On : 30 Aug 2023 23:11
Operator : CG\JU

Sample : 04170-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.23 ng 103466  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1792 (12.627 min): BF135019.D\data.ms (-1788) (- m/z 43.00 100.00%
43.0
73.0
5000
— —
12.50 13.00
- m/z 57.00  95.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
43.0 73.0
5000 129.0 —T1 ]
12.50 13.00
185.0 aro 284 m/z 72.95 85.30%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
g —r
12.50 13.00
5000 129.0 ITI/Z 60.00 83.58%
1710 2130 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0 12.50 13.00
m/z 41.00 78.95%
5000 129.0
T
04 5Bq,, — —
m/z--> 20 40 60 80100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135019.D

Acqg On : 30 Aug 2023 23:11
Operator : CG\JU

Sample : 04170-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.810 5.16 ng 165430  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1993 (13.810 min): BF135019.D\data.ms (-1990) (- m/z 57.00 100.00%
57.0
97.1
5000
s
1 . .
oL AL st mmaee R M
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.00 72.10%
oLild \H \ \\h L1 18102220 29203340 3924
\\\‘ ‘\\\\‘\\\\‘\\ \\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0
97.0 — e
13.50 14.00
5000 m/z 83.10 68.81%
294 0
o LLLLLL 8 om0 2105,
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester — —
57.0 13.50 14.00
97.0 m/z 97.10 67.08%
5000
o LLLLLL 000 280 p000 T
mlz--> 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\BF@83023\
Data File : BF135019.D

Acqg On : 30 Aug 2023 23:11
Operator : CG\JU

Sample : 04170-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 ... 11.839 4.9 ng 256675 4 11.298 1048840 20.0
Octadecanoic acid 12.627 3.2 ng 103466 5 13.957 640852 20.0
Octacosanol 13.810 5.2 ng 165430 5 13.957 640852 20.0
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