LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051120\
Data File : VV015988.D

Aca On : 11 May 2020 14:38

Operator : SY/MD

Sample : L2520-13

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO50720WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.142 12 16 27 rVB 6859 8243 1.59% 0.182%
2 1.245 36 48 60 rBv2 11281 38429 7.43% 0.850%
3 1.315 63 70 81 rvB 55471 62233 12.02% 1.376%
4 1.460 93 115 144 rBV2 40452 210074 40.59% 4.644%
5 1.579 146 152 162 rVB 55822 65872 12.73% 1.456%

6 2.122 312 321 337 rVB2 104225 170483 32.94% 3.769%
7 3.933 871 884 923 rBV2 53896 190759 36.86% 4.217%
8 4.380 1005 1023 1050 rBV 78840 208761 40.34% 4.615%
9 4.637 1092 1103 1114 rBV4 4776 10002 1.93% 0.221%
10 5.074 1223 1239 1270 rBV2 183652 461169 89.10% 10.195%
11 5.643 1403 1416 1437 rBvV 179880 364659 70.46% 8.061%
12 5.936 1497 1507 1509 rBV6 5222 6919 1.34% 0.153%
13 6.096 1544 1557 1584 rBV 111266 231399 44.71% 5.116%
14 7.010 1830 1841 1860 rBV2 49297 93410 18.05% 2.065%
15 7.338 1931 1943 1963 rBV 214152 379151 73.26% 8.382%
16 7.646 2028 2039 2063 rBvV2 29755 54737 10.58% 1.210%
17 7.997 2139 2148 2163 rVB2 35801 63118 12.20% 1.395%

18 8.116 2172 2185 2224 rBV2 247398 517557 100.00% 11.442%
19 8.874 2409 2421 2450 rBvV 284010 464367 89.72% 10.266%
20 10.238 2833 2845 2859 rBvV 77980 123272 23.82% 2.725%

21 10.405 2888 2897 2904 rBV3 6274 9872 1.91% 0.218%
22 11.270 3155 3166 3185 rBV 277667 432034 83.48% 9.551%
23 11.646 3272 3283 3304 rVB 223297 356954 68.97% 7.891%

Sum of corrected areas: 4523474
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051120\
VvV015988.D

11 May 2020 14:38

SY/MD

L2520-13

25_0mL/MSVOA V/WATER

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051120\
Data File : VV015988.D

Aca On : 11 May 2020 14:38

Operator : SY/MD

Sample : L2520-13

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Aminomethanesulfonic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

1.24 0.53 ug/L 38429 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Sulfur dioxide 64 02S 007446-09-5 74
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 47 (1.241 min): VV015988.D (-36) (-) m/z 63.90 100.00%
64
48
5000
4 1.20 1.30 1.40 1.50 1.60
O T T T e e B e m/z 47.95 62 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid
64
48
5000
42 1.20 1.30 1.40 1.50 1.60
m/z 65.90 6.90%
0 , |, 58 | 7581 96 111
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
1.20 1.30 1.40 1.50 1.60
5000 m/z 49.90 6.47%
32
G s R UL IR L I UL UL IS WS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64 1.20 1.30 1.40 1.50 1.60
m/z 44.00 2.30%
16 32
0'|"l'|""|l"'|""|""|' N AR RARES AR AR REARE AN IR UL AR AN IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051120\
Data File : VV015988.D

Aca On : 11 May 2020 14:38

Operator : SY/MD

Sample : L2520-13

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Sulfur dioxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.46 2.88 ug/L 210074 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 5
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 4

Abundance Scan 115 (1.460 min): VV015988.D (-93) (-) m/z 63.90 100.00%
64
48
5000
LI AL AL R
40 55 28 120 140 160 1.80
O I S I B e e o m/z 47.95 58.28%
m/z--> 10 200 30 40 50 60 70 80 90 100
Abundance #357: Sulfur dioxide
64
5000 48 R AL AL R
120 140 160 1.80
m/z 65.85 3.85%
16 32
o) N S O
I I [ I I I I I I |
m/z--> 10 200 30 40 50 60 70 80 90 100
Abundance
120 140 160 1.80
5000 m/z 49.90 2.78%
32
e L L S S S UL SIS UL FULIL AL B /\Mﬂ
m/z--> 10 200 30 40 50 60 70 80 90 100 A
Abundance #6177: Aminomethanesulfonic acid T
64 120 140 160 1.80
m/z 44.00 1.33%
5000 48
17
0 12 ‘ 24 32 42 58 | 69 76 96
miz--> 10 20 30 40 50 60 70 8 90 100 120 140 160 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV051120\
Data File : VV015988.D

Acq On : 11 May 2020 14:38

Operator : SY/MD

Sample : L2520-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Aminomethanesulfo. .. 1.24 0.5 ug/L 38429 1 5.64 364659 5.0
Sulfur dioxide 1.46 2.9 ug/L 210074 1 5.64 364659 5.0
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