LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50322\
Data File : BF128043.D

Acqg On : 03 May 2022 13:58
Operator : CG\JU

Sample : N2663-01

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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128043.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.163 485 489 497 rVB 49897 70713 1.97% 0.302%
2 5.545 549 554 557 rBV 3015872 2949702 82.15% 12.617%
3  6.545 718 724 727 rBV 2742069 3109835 86.61% 13.302%
4 6.916 783 787 790 rBV 792708 624779 17.40% 2.672%
5 7.481 877 883 886 rBV 2134957 2148666 59.84% 9.191%

.198 1001 1005 1008 rBV 986991 830766 23.14%  3.554%
.275 1183 1188 1191 rBV 3904578 3590806 100.00% 15.360%
.957 1300 1304 1308 rBV 1198806 990509 27.58%  4.237%
10.751 1434 1439 1443 rBV 2586420 2648434 73.76% 11.329%
10 11.451 1554 1558 1561 rBV 1299854 1059213 29.50% 4.531%

O O 0

11 11.963 1640 1645 1651 rBvV2 144055 157295 4.38% ©.673%
12 12.216 1685 1688 1691 rVB 47945 39637 1.10% 0.170%
13 12.669 1761 1765 1769 rBV 59519 56895 1.58% 0.243%
14 12.898 1798 1804 1806 rBV 70174 70041 1.95% ©.300%
15 13.039 1823 1828 1832 rBV 3352478 3415181 95.11% 14.608%
16 13.598 1918 1923 1925 rBV2 38083 50202 1.40% 0.215%
17 13.927 1976 1979 1981 rBV 42956 40104 1.12% 0.172%
18 13.963 1981 1985 1998 rVB3 102575 260569  7.26% 1.115%
19 14.098 2004 2008 2011 rBV 704272 613655 17.09%  2.625%
20 14.545 2082 2084 2087 rVB 40227 40154 1.12% 0.172%

21 15.609 2260 2265 2269 rBV = 479212 611167 17.02% 2.614%

Sum of corrected areas: 23378323
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\

BF128043.D
: 03 May 2022 13:58
: CG\JU
: N2663-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF128043.D\data.ms

5.545
6.545
7.481
6.916
5.163
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF128043.D\data.ms
9.275
13.039
10.751
0957 11.451
8.108
L 11.96315016 1266928
— — — — A — Sl A e e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF128043.D\data.ms

14.098

T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00

8270-BF042222.M Wed May 04 16:57:57 2022

T ‘ T
17.50

T ‘ T T
18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128043.D

Acqg On : 03 May 2022 13:58
Operator : CG\JU

Sample : N2663-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.163 2.26 ng 70713  1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 3-Hexanol 102 C6H140 000623-37-0 28
Abundance Scan 489 (5.163 min): BF128043.D\data.ms (-485) (-) m/z 43.05 100.00%
3.0
59.0
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1011 N R R R L IR
‘ 82.9 4.80 5.00 5.20 5.40

bbbl ST myz s9.e5  59.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 \‘\\\\‘\\\\‘\\\\’\\\/\\‘\
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150 1010 m/z 101.05 17.94%
0 \\\‘\f‘f‘f‘\\f?“ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
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Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A A RAEaaRET
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.68%
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b 20 2l il 730,830
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester “H“_“A_‘H,‘H“
43.0 4.80 5.00 5.20 5.40
m/z 41.05 10.27%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128043.D

Acqg On : 03 May 2022 13:58
Operator : CG\JU

Sample : N2663-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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.
11.963 2.97 ng 157295  Phenanthrene-di10 11.451
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1645 (11.963 min): BF128043.D\data.ms (-1640) (- m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 [
| 15711851 ‘ 256.1 12.00
Y — “‘w\“ u‘lwmHm‘wm“‘H‘H_‘w\mu_mm!_ m/z 43.05 93.67%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
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213.0 m/z 60.00 86.26%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ.‘o\\‘l\ \\H\H\M\‘\‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘N‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 57.10 77 .68%
171.0
‘ 214.0
e A L
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.05 74.68%
5000 129.0
199.0
s e
0%§Rk“JWNWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_ ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128043.D

Acqg On : 03 May 2022 13:58
Operator : CG\JU

Sample : N2663-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Behenic alcohol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.963 8.49 ng 260569  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1985 (13.963 min): BF128043.D\data.ms (-1981) (-]
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050322\
Data File : BF128043.D

Acqg On : 03 May 2022 13:58
Operator : CG\JU

Sample : N2663-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
2-Pentanone, 4-... 5.163 2.3 ng 70713 1 6.916 624779 20.0
n-Hexadecanoic ... 11.963 3.0 ng 157295 4 11.451 1059210 20.0
Behenic alcohol 13.963 8.5 ng 260569 5 14.098 613655 20.0
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