LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc :

ALS vial : 3  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-BM030823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.428 189 194 200 rBV 273737 357672 1.67% 0.362%
2 5.040 292 298 309 rBV 2661065 3664706 17.14% 3.706%
3 5.510 371 378 394 rVB 6502702 9205518 43.06% 9.310%
4 7.122 640 652 669 rBV 6200045 9772202 45.71%  9.883%
5 7.951 786 793 803 rBV 1022605 1586553 7.42% 1.605%

6 9.122 984 992 1008 rBV 3717776 6133659 28.69% 6.203%
7 10.763 1263 1271 1282 rBV 1389716 2346769 10.98%  2.373%
8 13.221 1678 1689 1702 rBV 10038150 14461299 67.64% 14.625%
9 14.592 1914 1922 1931 rBV 2283102 3333683 15.59% 3.371%
10 16.086 2168 2176 2196 rBV 8013546 11783801 55.12% 11.917%

11 17.339 2383 2389 2401 rBV 2980496 4150637 19.41% 4.198%
12 18.233 2536 2541 2559 rBV 297007 668725 3.13% 0.676%
13 19.509 2754 2758 2767 rBV3 185527 365414 1.71% 0.370%
14 19.656 2779 2783 2788 rBV 232430 260559  1.22% 0.264%
15 19.962 2829 2835 2840 rBV 16349243 21379820 100.00% 21.622%

16 20.697 2957 2960 2966 rBV 336285 406226 1.90% 0.411%
17 21.521 3095 3100 3105 rBV 3529588 4486212 20.98% 4.537%
18 23.950 3506 3513 3522 rVB2 2253742 4515867 21.12% 4.567%

Sum of corrected areas: 98879322
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM039138.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.428 4.51 ng 357672 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 194 (4.428 min): BM039138.D\data.ms (-189) (-) m/z 83.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.040 46.20 ng 3664710 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 298 (5.040 min): BM039138.D\data.ms (-292) (-) m/z 43.00 100.00%

43.0
5000
101.0 PR § G
‘ 4.80 5.00 5.20 5.40
ob—— o 1409 1910 280 ./, 58.95  61.37%
miz—-> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4529: 2,3-Butanedione, monooxime R ARAEmEERREEE
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.233 3.22 ng 668725  Phenanthrene-di10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2541 (18 233 min): BM039138.D\data.ms (-2536) (- | m/z 73.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39138.D

Acqg On : 24 Mar 2023 12:39
Operator : CG/JU

Sample : PB151580BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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|
3-Hexen-2-one 4.428 4.5 ng 357672 1 7.951 1586550 20.0
2-Pentanone, 4-... 5.040 46.2 ng 3664710 1 7.951 1586550 20.0
n-Hexadecanoic ... 18.233 3.2 ng 668725 4 17.339 4150640 20.0
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