LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072922\

Data File : VX@30301.D

Acqg On : 29 Jul 2022 14:35

Operator : JC/MD

Sample : N3965-02 :
Misc : 5.0mL/MSVOA_X/WATER SVE-VZC-D4BR-62
ALS Vvial : 13  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:\voasrv\HPCHEM1\MSVOA X\Method\82X072522W.M

Title : SW846 8260

Signal : TIC: VX@30301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 2.544 228 239 247 rBvV2 31930 65391 5.10% 1.082%
2 4.581 563 573 585 rBV 10561 37767 2.95% 0.625%
3 5.391 694 706 719 rBV2 139261 412247 32.18% 6.821%
4 5.556 722 733 748 rVB 162126 455670 35.56%  7.539%
5 5.958 787 799 818 rBV 172020 464577 36.26% 7.686%
6 6.769 921 932 949 rBvV 258714 617678 48.21% 10.219%
7 8.653 1232 1241 1251 rBV 827872 1281233 100.00% 21.198%
8 9.525 1378 1384 1391 rBV 84602 120668 9.42%  1.996%
9 10.055 1465 1471 1484 rBV 600218 807771 63.05% 13.364%
10 11.086 1634 1640 1650 rBV 618138 787417 61.46% 13.028%
11 11.933 1773 1779 1785 rBV3 13083 18114 1.41% 0.300%
12 12.024 1788 1794 1805 rBV 774087 928782 72.49% 15.366%
13 12.853 1926 1930 1936 rBV2 23016 29559 2.31% 0.489%
14 14.262 2157 2161 2167 rBV3 14094 17356 1.35% 0.287%

Sum of corrected areas: 6044230
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072922\
Data File : VX030301.D

Acqg On : 29 Jul 2022 14:35

Operator : JC/MD

Sample : N3965-02

Misc : 5.0mL/MSVOA_X/WATER SVE-VZC-D4BR-62

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

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

Abundance TIC: VX030301.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072922\
Data File : VX030301.D

Acqg On : 29 Jul 2022 14:35

Operator : JC/MD

Sample : N3965-02

Misc : 5.0mL/MSVOA_X/WATER SVE-VZC-D4BR-62

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.525 7.47 ug/1 120668 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 35
3 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 35
4 Glutaraldehyde 100 C5H802 000111-30-8 32
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27
Abundance Scan 1384 (9.525 min): VX030301.D\data.ms (-1378) (-) 44.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072922\
Data File : VX@30301.D

Acqg On : 29 Jul 2022 14:35

Operator : JC/MD

Sample : N3965-02

Misc : 5.0mL/MSVOA_X/WATER SVE-VZC-D4BR-62

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Hexanal 9.525 7.5 ug/l 120668 3 10.055 807771 50.0
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