LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091924\
Data File : VV037378.D

Acg On : 19 Sep 2024 13:25
Operator : SY/MD

Sample : P3986-05

Misc : 25mL/MSVOA_V/WATER

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: 0.1 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

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

Method > Z:\voasrv\HPCHEM1\MSVOA V\Method\SFAMVTR091024WMA .M
Title : TRACE VOA SFAM1.0
Signal : TIC: VWO037378.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 1.272 63 72 90 rvB2 172025 262098 22.50% 2.651%
2 1.384 93 107 121 rBV3 41851 100372 8.62% 1.015%
3 1.529 145 152 164 rVB 125169 148540 12.75%  1.503%
4 2.053 305 315 332 rVvB 254813 381958 32.79%  3.864%
5 2.445 428 437 448 rVB3 11625 21026 1.80% 0.213%
6 3.815 847 863 904 rBV2 196007 795318 68.27%  8.045%
7 4.246 980 997 1030 rBV3 190150 583686 50.10% 5.904%
8 4.953 1200 1217 1255 rBV2 409020 1075989 92.36% 10.884%
9 5.532 1386 1397 1429 rBV 319432 713928 61.28%  7.222%
10 5.985 1524 1538 1568 rBV 227830 511455 43.90% 5.174%
11 6.915 1816 1827 1859 rBV 87739 198302 17.02%  2.006%
12 7.239 1917 1928 1956 rBV 462226 877756 75.35%  8.879%
13 7.558 2017 2027 2056 rBvV 50811 113803 9.77%  1.151%
14 8.027 2163 2173 2217 rBV 492045 1164959 100.00% 11.784%
15 8.779 2396 2407 2435 rBV 522612 925110 79.41%  9.358%
16 10.149 2818 2833 2853 rBV 196773 331569 28.46%  3.354%
17 11.181 3141 3154 3178 rBV 530755 885174 75.98%  8.954%
18 11.558 3258 3271 3295 rBV 467227 794480 68.20% 8.037%

Sum of corrected areas: 9885523
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV091924\
Data File : VW037378.D

Acq On : 19 Sep 2024 13:25
Operator : SY/MD

Sample - P3986-05

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV037378.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV091924\
Data File : VV037378.D

Acq On : 19 Sep 2024 13:25
Operator : SY/MD

Sample - P3986-05

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.384 0.70 ug/L 100372  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Vinylsulfonamide 107 C2H5N02S 002386-58-5 40
2 Sulfur dioxide 64 02S 007446-09-5 38
3 S-2-[4-Glutarimidobutylamino]eth... 324 C11H20N205S2  031701-78-7 28
4 Benzenesulfonic acid, 2,5-diamino- 188 C6H8N203S 000088-45-9 28
5 Trimethylsilyl fluoride 92 C3H9FSi 000420-56-4 25
Abundance  Scan 107 (1.384 min): VV037378.D\data.ms (-93) (-) m/z 77.00 100.00%
71.0
5000 J\\
IR
43‘ 1.20 1.40 1.60 1.80
ol BPud . 2l w/z 63.90  67.19%
miz-> 50 100 150 200 250 300
Abundance #5776: Vinylsulfonamide
27.0
64.0
5000 L L L B
1.20 1.40 1.60 1.80
m/z 47.90 34.56%
0\“‘\”}‘\‘“\“\!\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300
Abundance #415: Sulfur dioxide
64.0
R S
1.20 1.40 1.60 1.80
5000 m/z 46.90 15.17%
16.0‘
-+t
miz--> 50 100 150 200 250 300
Abundance #228304: S-2-[4-Glutarimidobutylamino]ethyl thiosulfuric T M T
64.0 1.20 1.40 1.60 1.80
m/z 48.90 10.90%
5000
197.0
oL b 0 L 24502810 324,
m/z--> 50 100 150 200 250 300 1.20 1.40 1.60 1.80

SFAMVTR091024WMA .M Mon Sep 23 01:14:40 2024 Page: 3



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091924\
Data File : VVW037378.D

Acg On : 19 Sep 2024 13:25
Operator : SY/MD

Sample : P3986-05

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR091024WMA .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]|

unknown-01 1.384 0.7 wug/L 100372 1 5.532 713928 5.0
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