LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029078.D

Acqg On : 17 Nov 2022 20:57
Operator : SY/MD

Sample : N5687-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29078.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.243 58 63 73 rBve 5507 10577 1.37% 0.162%
2 1.307 77 83 100 rvVB 84751 92922 12.08% 1.425%
3 1.420 103 118 157 rBV2 56775 338588 44.01% 5.191%
4 1.568 158 164 176 rvVB 81083 99032 12.87% 1.518%
5 2.108 322 332 360 rVvB 175118 290910 37.81% 4.460%
6 3.902 881 890 922 rBV 33699 148215 19.27% 2.272%
7 4.342 1013 1027 1059 rVB2 129524 336701 43.77% 5.162%
8 5.043 1228 1245 1277 rBV2 298984 769335 100.00% 11.796%
9 5.616 1409 1423 1454 rBV 247974 523184 68.00% 8.022%
10 6.066 1548 1563 1593 rBV 166338 355021 46.15% 5.443%
11 6.985 1839 1849 1870 rBV 66585 131966 17.15% 2.023%
12 7.313 1938 1951 1973 rBV 371185 677961 88.12% 10.395%
13 7.625 2037 2048 2079 rBV 35735 72645 9.44% 1.114%
14 8.091 2181 2193 2260 rBV3 203572 697794 90.70% 10.699%
15 8.847 2415 2428 2460 rBV 357307 619761 80.56% 9.502%

16 10.210 2840 2852 2875 rBV 130127 218778 28.44% 3
17 10.378 2894 2904 2915 rBV 7930 13340 1.73% 0.205%
18 11.242 3162 3173 3196 rBV 331991 549129 71.38% 8
19 11.615 3277 3289 3312 rBV 348938 576359 74.92% 8

Sum of corrected areas: 6522218
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029078.D

Acqg On : 17 Nov 2022 20:57
Operator : SY/MD

Sample : N5687-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV029078.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029078.D

Acqg On : 17 Nov 2022 20:57
Operator : SY/MD

Sample : N5687-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
1.420 3.24 ug/L 338588 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Sulfur dioxide 64 02S 007446-09-5 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance Scan 118 (1.420 min): VV029078.D\data.ms (-103) (-) m/z 63.90 100.00%
3.9
5000 J\/K
A
1.20 1.40 1.60 1.80
et e e e e Mz 47.90 0 41.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo-
64.0
5000 LN L L L L B B
44, 1.20 1.40 1.60 1.80
m/z 65.85 4.10%
16.0
) ‘ ‘ 93.0 115.0 143.0 169.0
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6976: Aminomethanesulfonic acid
64.0
e
1.20 1.40 1.60 1.80
5000 m/z 49.90 2.50%
42.
Ll | 830 1110
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid C
64.0 1.20 1.40 1.60 1.80
m/z 64.90 0.54%
5000
17.0
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60 1.80

SFAMVTR111122WMA.M Fri Nov 18 13:08:58 2022

Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111722\
Data File : VV029078.D

Acqg On : 17 Nov 2022 20:57
Operator : SY/MD

Sample : N5687-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1.420 3.2 ug/L 338588 1 5.616 523184 5.0
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