LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90322\
Data File : VN@74340.D

Acqg On : 04 Sep 2022 00:39
Operator : JC\MD

Sample : N4355-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N©90222W.M

Title : SW846 8260

Signal : TIC: VN@74340.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 47 54 61 rBV 71951 204525 11.70%  1.911%
2 2.293 63 69 70 rBvV2 26027 44535 2.55% 0.416%
3 2.693 131 137 152 rVB2 91558 319579 18.28% 2.987%
4 5.540 607 621 638 rBV3 34052 129426 7.40% 1.210%
5 7.951 1020 1031 1036 rBV 279171 653730 37.39% 6.110%
6 8.016 1036 1042 1064 rVB 421559 974399 55.73% 9.107%
7 8.369 1091 1102 1119 rBV 280125 643849 36.82% 6.017%
8 8.904 1184 1193 1204 rBV 635971 1297570 74.21% 12.127%
9 10.381 1436 1444 1456 rBV 965111 1748565 100.00% 16.342%
10 11.686 1658 1666 1677 rBV 957029 1707668 97.66% 15.960%

11 12.669 1826 1833 1843 rBV 796106 1336781 76.45% 12.493%
12 13.610 1985 1993 2000 rBV 997043 1639270 93.75% 15.320%

Sum of corrected areas: 10699897
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90322\
Data File : VN@74340.D

Acqg On : 04 Sep 2022 00:39
Operator : JC\MD

Sample : N4355-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

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

Abundance TIC: VN074340.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90322\
Data File : VN@74340.D

Acqg On : 04 Sep 2022 00:39
Operator : JC\MD

Sample : N4355-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.205 10.49 ug/l 204525  Pentafluorobenzene 8.016

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 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 54 (2.205 min): VN074340.D\data.ms (-47) (-) m/z 63.85 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90322\
Data File : VN@74340.D

Acqg On : 04 Sep 2022 00:39
Operator : JC\MD

Sample : N4355-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 N,N'-Hexamethylenebis[s-3-a... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.693 16.40 ug/l 319579  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N,N'-Hexamethylenebis[s-3-aminop... 424 C12H28N206S4 ©35871-55-7 64

2 Vinylsulfonamide 107 C2H5NO2S 002386-58-5 64

31,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 43

4 Methanethiol, N-(3-phenoxypropyl... 304 C11H16N204S2  ©40283-89-4 43

5 4,4'-Diaminostilbene-2,2"'-disulf... 370 C14H14N206S2 000081-11-8 43

Abundance Scan 137 (2.693 min): VN074340.D\data.ms (-131) (-) m/z 64.00 100.00%

64.0

5000

/

2.40 2.60 2.80 3.00
m/z 48.00 32.68%

M‘u i, 126.6 208.8 341.1 442.6 502.

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #314694: N,N'-Hexamethylenebis[s-3-aminopropyl thiosu
64.0

o

£

5000 UL L B I NI AL BN
2.40 2.60 2.80 3.00
m/z 43.95 18.95%
171.0
O‘\\\\“‘i‘“\‘"h\m\‘]ﬁ‘]\#\ﬁ‘qg‘\\J‘\\‘2\2\‘\9\-0‘\\224‘.\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5776: Vinylsulfonamide
27.0
R RS R
2.40 2.60 2.80 3.00
5000 m/z 48.95 12.44%
‘ ‘ 91.0
0_"1“““‘”“‘””‘HHWHWHWHWH_m‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #346620: 1,1,1,2,2,3,3,4,4,5,5-Undecafluoro-5-(undecafl

64.0 2.40 2.60 2.80 3.00
m/z 45.00 8.48%

5000

119.0

T 2190 330
e e A R R e L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.40 2.60 2.80 3.00

s

82N090222W.M Tue Sep 06 13:47:16 2022 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90322\
Data File : VN@74340.D

Acqg On : 04 Sep 2022 00:39
Operator : JC\MD

Sample : N4355-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©906222W.M
Quant Title : SW846 8260

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 2.205 10.5 ug/l 204525 1 8.016 974399 50.0
N,N'-Hexamethyl... 2.693 16.4 ug/l 319579 1 8.016 974399 50.0
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