LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41226.D

Acqg On : 01 Aug 2023 15:55
Operator : MA/JU

Sample : 03797-04

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41226.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.910 285 293 300 rBV 67999 100362 1.75% 0.238%
2 5.375 365 372 387 rBV 2694623 3837295 67.07% 9.086%
3 6.987 638 646 658 rBV 2633281 4041461 70.64% 9.569%
4 7.410 712 718 728 rBV 33348 83677 1.46% 0©.198%
5 7.798 774 784 791 rBV 858958 1298074 22.69% 3.074%

6 8.975 976 984 997 rBV 1596742 2576914 45.04% 6.102%
7 10.604 1249 1261 1268 rBV 1035750 1756348 30.70% 4.159%
8 13.080 1675 1682 1691 rBV 3713051 5332615 93.21% 12.627%
9 13.357 1721 1729 1737 rBV 798531 1248821 21.83% 2.957%
10 14.186 1865 1870 1881 rVB 70754 125088 2.19% 0.296%

11 14.463 1911 1917 1924 rBV 1383355 2051028 35.85%
12 15.968 2166 2173 2180 rBV 2708577 3788684 66.22%
13 17.227 2381 2387 2391 rBV 1519198 2135053 37.32%
14 17.268 2391 2394 2399 rVB 191847 243743  4.26%
15 17.357 2405 2409 2414 rBV 136825 188182 3.29%
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16 18.062 2526 2529 2533 rBV2 48340 77612 1.36%
17 18.127 2535 2540 2550 rVB2 712240 1196424 20.91%
18 18.304 2565 2570 2573 rBV2 87860 162045 2.83%
19 19.292 2734 2738 2745 rBV 537412 702918 12.29%
20 19.409 2754 2758 2762 rBV 281553 399476  6.98%

ORrONO®
w
[o%
IS
R

21 19.656 2796 2800 2809 rVB 486391 661092 11.56%
22 19.862 2830 2835 2840 rVB 4838011 5721077 100.00% 13.546%
23 21.427 3096 3101 3105 rBV2 1855841 2459950 43.00%
24 23.803 3500 3505 3512 rVB 1132034 2045564 35.75% 4.843%
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Sum of corrected areas: 42233503
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Aug 2023 15:55
: MA/JU
. 03797-04

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
BM041226.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41226.D

Acqg On : 01 Aug 2023 15:55
Operator : MA/JU

Sample : 03797-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.357 12.18 ng 1248820  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 53
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 53

Abundance Scan 1729 (13.357 min): BM041226.D\data.ms (-1721) (- m/z 43.00 100.00%

43.0 109.0
5000 151.0
q) 13. 00 13 50
ol M 5P ey | 1920 2800 17 169,00 83.65%
miz--> 50 100 150 200 250
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13. 00 13 50
m/z 151.0 51.35%
ol \“u ‘\\“M‘ \‘t HH)‘\H Hh Lo “ : “ }9‘2-‘0‘ T
miz--> 100 150 200 250
Abundance #28727: Acetaminophen
109.0
13. 00 13 50
5000 151.0 m/z 41.00 22.27%

43.0 go.0
o‘w‘ph N I
m/z--> 50 100 150 200 250
Abundance idi

#28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0 13. 00 13 50

43.0
m/z 69.00 16.86%

5000
80.0
‘ 151.0
. |

o—
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41226.D

Acqg On : 01 Aug 2023 15:55
Operator : MA/JU

Sample : 03797-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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.
18.127 11.21 ng 1196420  Phenanthrene-d10 17.227
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2540 (18 127 min): BM041226.D\data.ms (-2535) (- m/z 73.00 100.00%

129.0 JL
213.1 S

171 1 18.00 18.50

‘ | ‘ 256.1 |
b LU L Lo 12950 341 e an g0, 76%

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

5000 129.0 T
18.00 18.50
‘ HlOZBO 256.0 m/z 43.00 75.90%
0! m\hp‘u‘\n\\ ‘\\\\“ \“\‘\\“‘\\\\’\\\\

m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid

73.0

—

18.00 18.50
5000 m/z 41.00 59.94%
129.0
29. 185.0 228.0
0 LMHM‘ MH M‘\ H\ ‘ \‘ \u“ “\‘ \‘ ; “\‘ T
miz--> 50 1oo 150 200 250 300

5000

0

Abundance #92068: Tridecanoic acid — —
73.0 18.00 18.50
m/z 55.00 59.00%
5000
29.
129.0
‘ 1710 214.0
0 ‘u‘u I \u‘\h h\ L P ‘ L | “\‘ T — e
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41226.D

Acqg On : 01 Aug 2023 15:55
Operator : MA/JU

Sample : 03797-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.409 3.25 ng 399476  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Docosanoic acid 340 C22H4402 000112-85-6 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2758 (19.409 min): BM041226.D\data.ms (-2754) (- | m/z 73.00 100.00%
73.0
5000 129.0 JL
185.1 241.2 ——
h‘ ‘ ‘ 284.1 .
0 0 O R S B I K ey B P e g
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000, 28 284.0 —
185.0 241.0 19.50
m/z 60.00 75.02%
0 NMMMNWNMA‘M\Hw“JHH“““““H“
m/z--> 50 100 150 200 250 300 350 400
Abundance #109279: Tetradecanoic acid
73.0
—
19.50
5000 129.0 m/z 57.05 65.32%
185.0
29. H 228.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #248974: Docosanoic acid —
73.0 19.50
m/z 55.00 63.16%
= M\K/M
185.0 241.0 297.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41226.D

Acqg On : 01 Aug 2023 15:55
Operator : MA/JU

Sample : 03797-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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... 13.357 12.2 ng 1248820 3 14.463 2051030 20.0
n-Hexadecanoic ... 18.127 11.2 ng 1196420 4 17.227 2135050 20.0
Octadecanoic acid  19.409 3.3 ng 399476 5 21.427 2459950 20.0
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