LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022324\
Data File : VV034365.D

Acqg On : 23 Feb 2024 10:55
Operator : SY/MD

Sample : P1511-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ V\Method\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@34365.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.185 36 45 67 rBv 25276 62707 9.56% 1.934%
2 1.281 68 75 84 rVB 33614 35910 5.47% 1.107%
3  1.355 84 98 105 rBV3 13243 37612 5.73% 1.160%
4 1.535 147 154 165 rVB 32342 36632 5.58% 1.130%
5 2.060 308 317 333 rVB 63810 97129 14.80%  2.995%
6 2.137 333 341 364 rW 4030 9993 1.52% 0.308%
7 2.706 504 518 542 rVB2 63004 134542 20.50% 4.149%
8 3.815 851 863 904 rBV 87341 240859 36.70% 7.427%
9 4,252 982 999 1027 rBV2 42296 110679 16.87% 3.413%
10 4.960 1205 1219 1248 rBV2 98879 250464 38.17% 7.723%
11  5.211 1285 1297 1313 rVB4 4364 10769 1.64% 0.332%
12 5.535 1384 1398 1422 rBV 78922 164832 25.12% 5.083%
13  5.831 1466 1490 1520 rBV 324374 656243 100.00% 20.236%
14 5.992 1526 1540 1561 rBV2 56166 117069 17.84% 3.610%
15 6.918 1819 1828 1857 rBV 23039 45524  6.94% 1.404%
16 7.243 1920 1929 1947 rBV 117416 211289 32.20% 6.515%
17  7.323 1947 1954 1972 rVB 13400 26341 4.01% 0.812%
18 7.561 2019 2028 2048 rBV 12407 23939 3.65% 0.738%
19 8.030 2165 2174 2210 rBV 98492 207153 31.57% 6.388%
20 8.786 2399 2409 2444 rBV 128439 213169 32.48% 6.573%
21  9.082 2492 2501 2511 rBV4 5332 9168 1.40% 0.283%
22 9.484 2617 2626 2643 rBV3 4677 7594 1.16% 0.234%
23 10.156 2825 2835 2850 rBV2 38089 60340 9.19% 1.861%
24 10.294 2868 2878 2888 rBV 6287 9844 1.50% 0.304%
25 10.387 2897 2907 2912 rBV2 17800 26743 4.08% 0.825%
26 10.677 2990 2997 3009 rBV2 11565 16888 2.57% 521%
27 10.853 3044 3052 3068 rVB2 11695 18482  2.82%

28 11.185 3146 3155 3177 rBV 132997 211097 32.17%
29 11.561 3262 3272 3295 rVB 118713 189941 28.94%

oo o
Ul
~N
[
R

Sum of corrected areas: 3242952
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

7

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve22324\

: VVOe34365.D

: 23 Feb 2024 10:55

: SY/MD

: P1511-20

: 25.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022324\
Data File : VV@34365.D

Acqg On : 23 Feb 2024 10:55
Operator : SY/MD

Sample : P1511-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.185 1.90 ug/L 62707 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 45 (1.185 min): VV034365.D\data.ms (-36) (-) m/z 63.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022324\
Data File : VV@34365.D

Acqg On : 23 Feb 2024 10:55
Operator : SY/MD

Sample : P1511-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 L-Alanine, 3-sulfo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.355 1.14 ug/L 37612 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 64
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance  Scan 98 (1.355 min): VV034365.D\data.ms (-84) (-) m/z 63.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022324\
Data File : VV@34365.D

Acqg On : 23 Feb 2024 10:55
Operator : SY/MD

Sample : P1511-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.387 0.63 ug/L 26743 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 2907 (10.387 min): VV034365.D\data.ms (-2897) (- m/z 105.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022324\
Data File : VV034365.D

Acqg On : 23 Feb 2024 10:55
Operator : SY/MD

Sample : P1511-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1.185 1.9 ug/L 62707 1 5.539 164832 5.0
L-Alanine, 3-su... 1.355 1.1 ug/L 37612 1 5.539 164832 5.0
Benzene, 1l-ethy... 10.387 0.6 ug/L 26743 3 11.185 211097 5.0
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