LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70920\
Data File : VU039400.D

Aca On : 09 Jul 2020 17:11

Operator : SY/MD

Sample : L3231-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 U\METHOD\SOMUTRO70720WMA .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 1.517 41 55 64 rBv2 64471 187044 23.56% 3.648%
2 1.610 77 84 95 rBv 674415 753192 94.86% 14.688%
3 1.925 176 182 199 rvVB 44184 66291 8.35% 1.293%
4 2.006 203 207 217 rVB 24657 31708 3.99% 0.618%
5 2.581 375 386 404 rBV 69392 116298 14.65% 2.268%
6 3.154 553 564 575 rVB4 4512 9617 1.21% 0.188%
7 3.375 618 633 653 rBV6 66121 147587 18.59% 2.878%
8 3.890 782 793 809 rVB2 4016 8918 1.12% 0.174%
9 4.687 1015 1041 1076 rBv2 288508 794043 100.00% 15.484%

10 5.086 1149 1165 1186 rVB 7177 167581 21.10% 3.268%

11 5.742 1348 1369 1401 rBV2 143560 410526 51.70% 8.006%
12 6.266 1517 1532 1549 rBvV 129051 243294 30.64% 4.744%
13 6.707 1655 1669 1689 rBV2 96011 188316 23.72% 3.672%
14 7.578 1928 1940 1959 rvB2 50409 89021 11.21% 1.736%
15 7.906 2029 2042 2062 rBvV 169222 295711 37.24% 5.767%

16 8.189 2118 2130 2145 rBV2 32226 54733 6.89% 1.067%
17 8.642 2255 2271 2306 rBvV 269232 517026 65.11% 10.082%
18 9.420 2499 2513 2536 rBvV2 179721 304845 38.39% 5.945%
19 10.758 2917 2929 2943 rBV 85091 133224 16.78% 2.598%
20 11.809 3241 3256 3271 rVB 195728 307155 38.68% 5.990%

21 12.189 3362 3374 3388 rBV 185706 301859 38.02% 5.886%

Sum of corrected areas: 5127989
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYUO70920\
Data File : VU039400.D

Aca On 09 Jul 2020 17:11

Operator : SY/MD

Sample : L3231-05

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO70720WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU039400.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70920\
Data File : VU039400.D

Aca On : 09 Jul 2020 17:11

Operator : SY/MD

Sample : L3231-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO70720WMA _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 Sulfur dioxide Concentration Rank 1

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

1.52 3.84 ug/L 187044 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 56 (1.520 min): VU039400.D (-41) (-) m/z 63.90 100.00%
64
48
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1.401.50 1.60 1.70 1.80 1.90
O B S B B L O o o m/z 47.90 54 _77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48
1.401.501.60 1.70 1.80 1.90
m/z 65.90 4 .88%
16 R
| !
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.401.50 1.60 1.70 1.80 1.90
5000 48 m/z 49.90 3.25%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.401.501.60 1.70 1.80 1.90
m/z 64.90 1.12%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.401.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70920\
Data File : VU039400.D

Aca On : 09 Jul 2020 17:11

Operator : SY/MD

Sample : L3231-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO70720WMA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.01 0.65 ug/L 31708 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 86
2 Butane. 2-methvl- 72 C5H12 000078-78-4 72
3 Butane. 2-methvl- 72 C5H12 000078-78-4 72
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 3-Buten-1-ol 72 C4H80 000627-27-0 38

Abundance Scan 208 (2.009 min): VU039400.D (-203) (-) m/z 43.00 100.00%
43
57
5000
3 ‘ 49 53 63e6 72 1.60 1.80 2.00 2.20 2.40
Olrerrrrrerrreprrrprrrrprrrrrrererg b by ot | M/Z 40.95  89.01%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2-methyl-
43
57
5000 21
39 1.60 1.80 2.00 2.20 2.40
15 m/z 41.95 76 .16%
2 12 8 Il 5083 2
A LA EAE) LA A RARSA NS RARR) AARAS SRS LAADS LA NI AR AR MR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 64 .99%
29 39
0 15 26 5053, 62 67 '°
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #713: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 30.59%
57
5000 29
39
o 1 0 26| 33 | ||| 5053] 616467 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO70920\
Data File : VU039400.D

Acq On : 09 Jul 2020 17:11

Operator : SY/MD

Sample - L3231-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO70720WMA _M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.52 3.8 ug/L 187044 1 6.27 243294 5.0
(DEL) Alkane: Str... 2.01 0.7 ug/L 31708 1 6.27 243294 5.0
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