LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110724\
Data File : VN©84722.D

Acq On : 07 Nov 2024 15:33

Operator : JC\MD

Sample : P4738-01

Misc : 5.04G/10 mL/100uL//5.0mL/MSVOA_N/MEOH

ALS Vial : 1  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\82N103024W.M

Title . SW846 8260

Signal : TIC: VNe84722.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.289 49 57 64 rBv2 36169 71331 7.75% 1.378%
2 2.906 133 162 163 rBV5 19114 92825 10.09% 1.793%
3 8.159 1046 1055 1060 rBV 135310 328903 35.75% 6.353%
4 8.218 1060 1065 1076 rVB2 242891 526031 57.17% 10.161%
5 8.571 1117 1125 1137 rBV 140604 324956 35.32% 6.277%

6 8.783 1153 1161 1172 rVBS5 7180 23372 2.54% 0.451%
7 9.100 1206 1215 1227 rBV 348337 702691 76.37% 13.574%
8 10.565 1456 1464 1472 rBV 509237 920081 100.00% 17.773%
9 11.865 1676 1685 1696 rVB 453304 797776 86.71% 15.410%
0

1 12.847 1845 1852 1862 rVB 346103 589521 64.07% 11.388%

11 13.794 2005 2013 2023 rVB 401410 676831 73.56% 13.074%

12 14.241 2082 2089 2096 rBv2 33826 57873 6.29% 1.118%

13 15.829 2353 2359 2365 rVB6 7680 13072 1.42% 0.253%

14 16.011 2383 2390 2401 rBvV3 22665 51573 5.61% 0.996%
Sum of corrected areas: 5176836
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN110724\
Data File : VN@84722.D

Acqg On : 07 Nov 2024 15:33

Operator : JC\MD

Sample : P4738-01

Misc : 5.04G/10 mL/100uL//5.0mL/MSVOA_N/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN084722.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN110724\
Data File : VN@84722.D

Acqg On : 07 Nov 2024 15:33

Operator : JC\MD

Sample : P4738-01

Misc : 5.04G/10 mL/100uL//5.0mL/MSVOA_N/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.289 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.289 6.78 ug/1 71331  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 45
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Phosphine, methyl- 48 CH5P 000593-54-4 7
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7

Abundance  Scan 57 (2.289 min): VN084722.D\data.ms (-49) (-) m/z 64.00 100.00%

45.1 64.0
5000
e
2.20 2.40 2.60
O+ e e m/z 45.10 95.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LA L L Y I
2.20 2.40 2.60
m/z 46.10 52.28%
16.0 32"0
O b T A e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45.0
\\\\‘\\\\‘\\\\‘\\\\
2.20 2.40 2.60
5000 m/z 48.00 48.04%
\\\\\H‘\\H‘\H\‘H\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘\\\\\\\\
m/z-->
Abundance #6976: Aminomethanesulfonic acid T T
m/z 65.90 3.75%
TTTTTTTT TTTT \H\“\w\\i\\\\‘\w\‘\\\\ TTTT TTTT]TTT T TTTT T 1T k T 1T L
m/z-->

82N103024W.M Fri Nov 08 14:46:03 2024 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN110724\
Data File : VN@84722.D

Acqg On : 07 Nov 2024 15:33

Operator : JC\MD

Sample : P4738-01

Misc : 5.04G/10 mL/100uL//5.0mL/MSVOA_N/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown2.906 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.906 8.82 ug/1 92825  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Propanol, 3-mercapto- 92 C3H80S 019721-22-3 10
2 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 9
3 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 9
4 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 9
5 Boron trifluoride etherate 142 C4H1@BF30 000109-63-7 9

Abundance Scan 162 (2.906 min): VN084722.D\data.ms (-133) (-) m/z 47.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110724\
Data File : VN©84722.D

Acq On : 07 Nov 2024 15:33

Operator : JC\MD

Sample : P4738-01

Misc : 5.04G/10 mL/100uL//5.0mL/MSVOA_N/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.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|
unknown2.289 2.289 6.8 ug/l 71331 1 8.218 526031 50.0
unknown2.906 2.906 8.8 ug/l 92825 1 8.218 526031 50.0
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