LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136800.D

Acqg On : 28 Dec 2023 18:47

Operator : CG\JU

Sample : 05932-04

Misc . MW-6-121923

ALS vial : 6 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136800.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 494 496 502 rVB 22173 22827 1.09% 0.223%
2 5.416 563 566 578 rBvV 711794 671725 31.93% 6.552%
3 6.422 733 737 753 rVB 395976 388050 18.44%  3.785%
4 6.781 794 798 801 rBV 502950 391093 18.59%  3.815%
5 7.345 888 894 897 rBV 1238670 1159749 55.12% 11.312%

6 8.057 1011 1015 1018 rBV 639467 508754 24.18%  4.962%
7 9.133 1193 1198 1201 rBV 2251595 2103870 100.00% 20.521%
8 9.251 1215 1218 1225 rVB 54869 56122 2.67% ©.547%
9 9.810 1310 1313 1317 rBV 603297 542671 25.79% 5.293%
10 10.610 1444 1449 1452 rBV 1210421 1109072 52.72% 10.818%

11 11.304 1563 1567 1571 rBV 652750 546110 25.96% 5.327%
12 11.839 1654 1658 1667 rBV2 104787 118320 5.62% 1.154%
13 12.627 1789 1792 1799 rBV 33502 41613 1.98% 0.406%
14 12.751 1806 1813 1816 rVB2 18246 21920 1.04% ©.214%

15 12.904 1834 1839 1842 rBV 1992961 1740239 82.72% 16.974%

16 13.957 2014 2018 2027 rVB 411004 394627 18.76%  3.849%
17 14.815 2160 2164 2169 rBV 28583 33132 1.57%
18 15.439 2264 2270 2280 rBV 285872 402256 19.12%  3.924%
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Sum of corrected areas: 10252150
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Dec 2023 18:47
¢ CG\JU
. 05932-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
BF136800.D

MW-6-121923

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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

TIC: BF136800.D\data.ms

7.345

5.416

6.781
6.422

5.004

Time-->
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Abundance

2000000

1500000

1000000
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TIC: BF136800.D\data.ms
9.133
12.904
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8.057 9.810 11.304
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Time-->
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2000000

1500000
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TIC: BF136800.D\data.ms

13.957
15.439

14.815

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136800.D

Acqg On : 28 Dec 2023 18:47

Operator : CG\JU

Sample : 05932-04

Misc MW-6-121923

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.251 2.07 ng 56122  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 43
Abundance Scan 1218 (9.251 min): BF136800.D\data.ms (-1215) (-) m/z 42.95 100.00%
43.0
109.1
5000 151.1
690 \\\\‘\\\‘A\’\\\\‘\\\\‘\\\
‘ ‘ ‘ 9.00 9.20 9.40 9.60
[ — m bbbl b b m/z 109.10 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L B L I LN B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 45.88%
O \ T \.‘ \‘\‘\ \“‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M\ "\ T \‘ \" LU ’ TTTT ’]\-?\2\.’0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline
109.0
R R
9.00 9.20 9.40 9.60
5000 m/z 41.00 19.47%
151.0
80.0
olso 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28725: Metacetamol
109.0 9.00 9.20 9.40 9.60
m/z 69.00 17.41%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136800.D

Acqg On : 28 Dec 2023 18:47

Operator : CG\JU

Sample : 05932-04

Misc MW-6-121923

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.33 ng 118320  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
Abundance Scan 1658 (11.839 min): BF136800.D\data.ms (-1654) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1
213.2 — gy
B -
0“W‘HﬂﬁﬂﬂﬂH “ww“HMwM‘_HuMm‘mewm‘_M‘_H!_ m/z 43.05 95.81%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ot -
129.0 11.50 12.00
213.0 m/z 60.00 87.39%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ey
11.50 12.00
5000 129.0 m/z 57.10 84.68%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 11.50 12.00
43.0 m/z 55.00 74.32%
5000
129.0
185.0 228.0
1
0?70 dhecmtutar T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136800.D

Acqg On : 28 Dec 2023 18:47

Operator : CG\JU

Sample : 05932-04

Misc . MW-6-121923

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2,4,7,9-Tetrame... 9.251 2.1 ng 56122 3 9.810 542671 20.0
n-Hexadecanoic ... 11.839 4.3 ng 118320 4 11.304 546110 20.0
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