LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74557.D

Acqg On : 17 Sep 2022 15:40

Operator : JC\MD

Sample : N4549-22

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak
100

TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Title : SW846 8260
Signal : TIC: VN@74557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.199 48 53 59 rBV 220565 386865 20.00%  3.306%
2 2.693 132 137 143 rBV4 41405 114250 5.91% 0.976%
3 5.234 555 569 582 rBV 47592 192229 9.94% 1.643%
4 7.234 897 909 920 rBV 164081 462369 23.91% 3.951%
5 7.951 1022 1031 1036 rBV 273511 633029 32.73% 5.409%
6 8.016 1036 1042 1053 rVB 412543 931615 48.17% 7.960%
7 8.375 1093 1103 1115 rBV 306982 701417 36.27%  5.993%
8 8.904 1184 1193 1207 rBV 683023 1374007 71.05% 11.740%
9 10.380 1433 1444 1454 rBV 1045246 1933920 100.00% 16.524%
10 11.686 1656 1666 1677 rBV 1088281 1865900 96.48% 15.943%

11 12.674 1823 1834 1841 rBV 861511
12 13.615 1986 1994 2008 rBV 1009876

1428998 73.89% 12.210%
1678761 86.81% 14.344%

Sum of corrected areas: 11703360
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74557.D

Acqg On : 17 Sep 2022 15:40
Operator : JC\MD

Sample : N4549-22

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO74557.D\data.ms
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Abundance TIC: VNO74557.D\data.ms
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Abundance TIC: VNO74557.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74557.D

Acqg On : 17 Sep 2022 15:40
Operator : JC\MD

Sample : N4549-22

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

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.
2.199 20.76 ug/l 386865  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 1,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 S-2-[4-Glutarimidobutylamino]eth... 324 C11H20N205S2 ©31701-78-7 9
5 4,6-Diamino-5-pyrimidinyl hydrog... 206 C4H6N404S 071525-41-2 9

Abundance  Scan 53 (2.199 min): VN074557.D\data.ms (-48) (-) m/z 63.85 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74557.D

Acqg On : 17 Sep 2022 15:40
Operator : JC\MD

Sample : N4549-22

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Di(tert-butyl) disulfide, p... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.693 6.13 ug/1 114250  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di(tert-butyl) disulfide, perflu... 502 C8F18S2 034880-30-3 64
2 tert-Butyl isopropyl disulfide, ... 452 C7F16S2 1000226-69-7 64
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 50
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 50
5 Sulfur dioxide 64 02S 007446-09-5 42

Abundance Scan 137 (2.693 min): VN074557.D\data.ms (-132) (-) m/z 64.00 100.00%

64.0
200 \/\/JR
12402.60 280300
148.6207.3 2921 468.4 402,60 2.80 3.
0 394.5 545. m/z 48.00 70.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #338486: Di(tert-butyl) disulfide, perfluoro-
64.0
5000 UL L B I N AL LR
2.40 2.60 2.80 3.00
m/z 44.00 64.53%
283.0
ol | 1310 2140 | 502.0
\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #326502: tert-Butyl isopropy! disulfide, perfluoro-
64.0
A RaRE R
2.40 2.60 2.80 3.00
5000 m/z 49.15 19.66%
233.0
0 ‘ Ll “16?.0‘ I | 452'0
B L o e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #406: Ethene, 1,1-difluoro-
64.0 2.40 2.60 2.80 3.00
m/z 45.00 19.47%
h WWWM
0 H",,, T e
m/z--> 50 100 150 200 250 300 350 400 450 500 2.40 2.60 2.80 3.00

82N©91522W.M Mon Sep 19 13:25:09 2022 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74557.D

Acqg On : 17 Sep 2022 15:40
Operator : JC\MD

Sample : N4549-22

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 2.199 20.8 ug/l 386865 1 8.016 931615 50.0
Di(tert-butyl) ... 2.693 6.1 ug/l 114250 1 8.016 931615 50.0

82N@91522W.M Mon Sep 19 13:25:09 2022 Page: 5



