LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021924\
Data File : VV034244.D

Acqg On : 19 Feb 2024 15:29
Operator : SY/MD

Sample : P1503-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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@34244.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 43 55 66 rBV3 6255 12025 2.95% 0.477%
2 1.281 66 75 86 rBv 42216 53522 13.13% 2.125%
3 1.384 92 107 115 rBvV2 20464 56711 13.91% 2.251%
4 1.529 146 152 164 rVB 34161 42110 10.33% 1.672%
5 1.760 220 224 232 rVB3 8130 9193  2.25% 0.365%
6 2.056 307 316 334 rVB 75380 126737 31.09% 5.031%
7 2.513 449 458 468 rVB3 2661 4662 1.14% 0.185%
8 2.709 504 519 564 rBV 186837 407694 100.00% 16.183%
9 3.217 666 677 690 rBV2 3930 8641 2.12% 0.343%
106 3.831 856 868 915 rBV3 19022 77885 19.10%  3.092%
11  4.252 983 999 1028 rBV2 40027 104012 25.51% 4.129%
12 4.957 1204 1218 1244 rBv2 92926 231161 56.70% 9.176%
13 5.211 1282 1297 1313 rBV3 7362 17130 4.20% 0.680%
14 5.535 1388 1398 1428 rBV2 81673 171615 42.09% 6.812%
15 5.989 1528 1539 1571 rBV 50686 107313 26.32% 4.260%
16 6.918 1819 1828 1854 rBvV2 21324 44027 10.80% 1.748%
17  7.243 1919 1929 1953 rBV 112652 205826 50.49% 8.170%
18 7.561 2020 2028 2048 rBV2 10697 21889 5.37% 0.869%
19 8.034 2167 2175 2210 rBV 82815 180790 44.34% 7.176%
20 8.786 2399 2409 2435 rVB 122355 204965 50.27%  8.136%
21 10.152 2825 2834 2849 rBV3 31940 52113 12.78% 069%

22 11.185 3144 3155 3178 rBV 128641 201796 49.50%
23 11.561 3261 3272 3293 rBV 108447 172965 42.43%
24 15.741 4564 4572 4580 rBV3 3572 4439 1.09%
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Sum of corrected areas: 2519221

SFAMVTRO12524WMA.M Thu Feb 22 16:12:53 2024 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21924\

1 Vve34244.D

: 19 Feb 2024 15:29

: SY/MD

: P1503-11

: 25.0mL/MSVOA_V/WATER
. 18

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VV034244.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021924\
Data File : VV@34244.D

Acqg On : 19 Feb 2024 15:29
Operator : SY/MD

Sample : P1503-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 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 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.384 1.65 ug/L 56711 1,4-Difluorobenzene 5.535

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 Sulfur dioxide 64 02S 007446-09-5 64
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 43
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 43
Abundance  Scan 107 (1.384 min): VV034244.D\data.ms (-92) (-) m/z 63.90 100.00%
63.9
47.9
5000
77.0
N R REmE
58 1.20 1.40 1.60 1.80
O+ e e e m/z 47.90 63.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L L L L
1.20 1.40 1.60 1.80
m/z 77.00 26.07%
16.0 32.0
O\‘\\}\‘\\\\‘\\\\‘\\\\i\\\\‘\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64.0
48.0 1.20 1.40 1.60 1.80
5000 m/z 65.90 5.42%
0 81.0 94.0 111.0
R RAa e R e e RARRRRERRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 m
Abundance #416: Sulfur dioxide e
48.0 64.0 1.20 1.40 1.60 1.80
m/z 46.80 4.27%
5000
32.0 A
0 Wm_m‘!Ww;uw e H‘“HH,(‘\M,HH,H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80

SFAMVTRO12524WMA.M Thu Feb 22 16:12:55 2024 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021924\
Data File : VV@34244.D

Acqg On : 19 Feb 2024 15:29
Operator : SY/MD

Sample : P1503-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 1.384 1.6 ug/L 56711 1 5.535 171615 5.0
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