LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50222\
Data File : VN@©72301.D

Acqg On : 02 May 2022 18:13

Operator : JC\MD

Sample : N2607-01

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 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_N\methods\82N042622W.M

Title : SW846 8260

Signal : TIC: VN@72301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 33 42 58 rVB3 49007 171302 14.64%  2.404%
2 2.740 117 128 129 rBVS5 8712 18344 1.57% 0.257%
3 2.851 129 147 150 rBV7 21454 90525 7.74% 1.270%
4 5.304 551 564 581 rBV3 13086 54180 4.63% 0.760%
5 7.339 901 910 911 rBvV4 10520 17034 1.46% 0.239%

6 8.016 1015 1025 1029 rBV 145685 344998 29.49% 4

7 8.075 1029 1035 1045 rVB 274609 617315 52.76% 8

8 8.428 1086 1095 1105 rBV 168461 390802 33.40% 5.485%

9 8.651 1124 1133 1141 rBVe6 8016 21882 1.87% ©
8.963 1177 1186 1196 rBV 403661 846789 72.37% 11.

11 10.433 1428 1436 1445 rBV 622516 1170031 100.00% 16.421%
12 11.739 1650 1658 1674 rBV 644268 1169218 99.93% 16.409%
13 12.727 1819 1826 1838 rBV 544575 927742 79.29% 13.020%
14 13.668 1979 1986 1993 rBV 622181 1056537 90.30% 14.828%
15 13.763 1997 2002 2011 rVV2 91022 166102 14.20% 2.331%

16 15.339 2261 2270 2275 rBv4 11612 20504 1.75% 0.288%

17 15.457 2283 2290 2295 rBV5 11506 20369 1.74% 0.286%

18 15.533 2298 2303 2309 rVB4 12751 21603 1.85% 0.303%
Sum of corrected areas: 7125277
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©50222\
Data File : VN©72301.D

Acqg On : 02 May 2022 18:13

Operator : JC\MD

Sample : N2607-01

Misc : 5.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

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

Abundance TIC: VN072301.D\data.ms
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10.433 11.739
600000

500000
8.963

400000

300000 8.075

200000 8.428

100000

0—— b — — —— — ——
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN072301.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©50222\
Data File : VN©72301.D

Acqg On : 02 May 2022 18:13

Operator : JC\MD

Sample : N2607-01

Misc : 5.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.234 13.87 ug/l 171302  Pentafluorobenzene 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 86
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethanol, 2-fluoro- 64 C2HS5FO 000371-62-0 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance  Scan 42 (2.234 min): VN072301.D\data.ms (-33) (-) m/z 64.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©50222\
Data File : VN©72301.D

Acqg On : 02 May 2022 18:13

Operator : JC\MD

Sample : N2607-01

Misc : 5.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.762 7.86 ug/1l 166102 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 47

Abundance Scan 2002 (13.762 min): VN072301.D\data.ms (-1997) (- m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50222\
Data File : VN©72301.D

Acqg On : 02 May 2022 18:13

Operator : JC\MD

Sample : N2607-01

Misc : 5.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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|
Sulfur dioxide 2.234 13.9 ug/l 171302 1 8.075 617315 50.0
1-Hexanol, 2-et... 13.762 7.9 ug/l 166102 4 13.668 1056540 50.0
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