Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

: 16

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\

: VU@53202.D
: 15 Mar 2023 15:53

JC/MD

. 01929-06

5.0mL/MSVOA_U/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

5

0 % of largest Peak

100
TOP

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53202.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 1.469 32 40 61 rBV 128545 260875 61.62% 7.814%
2 2.568 370 382 399 rBV 93971 154017 36.38% 4.613%
3 2.781 445 448 450 rBV3 434 276 0.07% ©0.008%
4 3.073 536 539 543 rBV 245 153 ©0.04% 0.005%
5 3.565 688 692 699 rVB 312 411 0.10% 0.9012%
6 3.604 700 704 708 rBV 277 271 0.06% ©0.008%
7 3.626 709 711 714 rBV2 176 135 0.03% 0.004%
8 3.668 722 724 726 rVB 208 66 0.02% 0.002%
9 3.716 735 739 744 rBV2 231 281 0.07% 0.008%
10 3.784 759 760 761 rBvV2 112 32 0.01% 0.001%
11 3.861 780 784 790 rBV 318 358 ©0.08% 0.011%
12 4.108 856 861 862 rBV 339 281 0.07% 0.008%
13 4.154 872 875 879 rBvV2 199 201 0.05% 0.006%
14  4.224 895 897 901 rBV 213 136 ©0.03% 0.004%
15 4.366 939 941 944 rVB 161 70  0.02% 0.002%
16 4.626 1010 1022 1044 rBV 25555 66325 15.67% 1.987%
17 4.989 1133 1135 1137 rBV 138 99 0.02% 0.003%
18 5.057 1141 1156 1186 rVV 78084 169681 40.08% 5.082%
19 5.186 1194 1196 1201 rVB 164 73 0.02% 0.002%
20 5.295 1227 1230 1231 rBV 148 65 0.02% 0.002%
21 5.346 1242 1246 1249 rBV2 365 327 0.08% 0.010%
22 5.411 1264 1266 1268 rBV 190 87 0.02% 0.003%
23 5.446 1274 1277 1280 rBV 199 91 0.02% 0.003%
24 5.591 1318 1322 1326 rBV2 209 164 0.04% ©0.005%
25 5.645 1336 1339 1342 rBV2 151 87 0.02% 0.003%
26 5.719 1342 1362 1386 rBV3 156737 423358 100.00% 12.680%
27 5.858 1402 1405 1411 rBV2 331 407 0.10% 0.012%
28 6.006 1448 1451 1454 rVB 172 93 0.02% 0.003%
29 6.025 1454 1457 1459 rBV 218 131 0.03% 0.004%
30 6.150 1494 1496 1497 rBV 119 28 0.01% 0.001%
31 6.243 1512 1525 1554 rVB 131965 246559 58.24%  7.385%
32 6.452 1588 1590 1596 rBV2 179 177 0.04% 0.005%
33  6.504 1604 1606 1607 rBV 151 42 0.01% 0.001%
34 6.546 1617 1619 1621 rBV 155 95 0.02% 0.003%
35 6.687 1650 1663 1680 rBV 98673 189845 44.84% 5.686%
36 6.793 1694 1696 1699 rVB 219 88 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53202.D

Acqg On : 15 Mar 2023 15:53
Operator : JC/MD

Sample : 01929-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
37 6.813 1699 1702 1705 rBvV2 277 195 ©0.05% 0.006%
38 6.896 1725 1728 1731 rVB 244 1706 0.04% 0.005%
39 6.925 1735 1737 1740 rVV 177 63 0.01% 0.002%
40 7.166 1808 1812 1813 rBV 197 146 0.03% 0.004%
41  7.321 1859 1860 1864 rVB 263 122 0.03% 0.004%
42 7.343 1864 1867 1868 rBV 278 156 0.04% 0.005%
43 7.562 1922 1935 1957 rBV 59155 102404 24.19% 3.067%
44  7.787 2003 2005 2007 rBvV2 160 89 0.02% 0.003%
45  7.838 2019 2021 2024 rVB 157 88 0.02% 0.003%
46  7.893 2025 2038 2057 rBV 195957 342710 80.95% 10.265%
47  8.047 2085 2086 2087 rBV 238 71  0.02% 0.002%
48 8.973 2092 2094 2098 rVB2 172 125 0.03% 0.004%
49 8.176 2114 2126 2145 rBV 39989 66362 15.68% 1.988%
50 8.337 2173 2176 2177 rBV 226 149 0.04% 0.004%
51 8.378 2187 2189 2193 rVB2 237 147 0.03% 0.004%
52 8.407 2195 2198 2199 rBV2 157 76 0.02% 0.002%
53 8.629 2257 2267 2294 rBV4 81961 162694 38.43% 4.873%
54 8.784 2313 2315 2318 rVB 277 117 0.03% 0.004%
55 9.050 2396 2398 2401 rBV 190 124 0.03% 0.004%
56 9.073 2402 2405 2410 rVB 209 135 0.03% 0.004%
57 9.414 2497 2511 2530 rBV 188217 310739 73.40% 9.307%
58 9.648 2581 2584 2586 rBV 199 105 ©0.02% 0.003%
59 9.677 2590 2593 2595 rBV2 192 126 0.03% 0.004%
60 9.857 2646 2649 2651 rBV 181 130 0.03% 0.004%
61 10.063 2711 2713 2716 rBV 222 139 0.03% 0.004%
62 10.102 2722 2725 2729 rBV3 270 213 0.05% 0.006%
63 10.121 2729 2731 2734 rVB 252 104 0.02% 0.003%
64 10.140 2734 2737 2739 rBV2 262 175 ©0.04% 0.005%
65 10.156 2739 2742 2743 rBV2 142 68 0.02% 0.002%
66 10.372 2806 2809 2812 rVB 270 185 0.04% 0.006%
67 10.462 2834 2837 2840 rBV 191 133 0.03% 0.004%
68 10.517 2853 2854 2855 rBV 101 20 0.00% 0.001%
69 10.751 2914 2927 2945 rBV 123542 197658 46.69% 5.920%
70 10.828 2949 2951 2952 rBV 140 42 0.01% 0.001%
71 10.883 2966 2968 2972 rBV2 333 175 ©0.04% 0.005%
72 10.973 2995 2996 3000 rVB 157 62 0.01% 0.002%
73 10.999 3001 3004 3006 rBV 200 101 0.02% ©0.003%
74 11.054 3020 3021 3022 rBV 161 32 0.01% 0.001%
75 11.147 3049 3050 3051 rBV 142 46 0.01% 0.001%
76 11.250 3081 3082 3085 rVB 139 46 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53202.D

Acqg On : 15 Mar 2023 15:53
Operator : JC/MD

Sample : 01929-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

77 11.468 3147 3150 3152 rBvV2 457 286 0.07% 0.009%
78 11.600 3188 3191 3195 rBV 249 189 0.04% 0.006%
79 11.729 3226 3231 3233 rBV2 236 202 0.05% 0.006%
80 11.806 3244 3255 3272 rBV 206091 330999 78.18% 9.914%
81 12.073 3330 3338 3349 rBvV7 2229 4757 1.12% 0.142%
82 12.189 3362 3374 3395 rBV 182352 298693 70.55% 8.946%
83 12.697 3529 3532 3534 rBV 268 139 0.03% 0.004%
84 12.751 3547 3549 3550 rBV 312 140 0.03% 0.004%
85 12.909 3593 3598 3601 rBvV2 321 276 0.07% 0.008%
86 13.362 3736 3739 3742 rBV2 235 156 0.04% 0.005%
87 13.581 3805 3807 3808 rBV 195 65 0.02% 0.002%
88 13.632 3821 3823 3824 rBV 199 73 0.02% 0.002%
89 13.729 3850 3853 3855 rBV 254 166 0.04% 0.005%
90 13.877 3896 3899 3902 rBV 270 190 0.04% 0.006%
91 14.533 4101 4103 4106 rBvV 211 105 0.02% 0.003%
92 15.005 4246 4250 4255 rBv2 452 499 0.12% 0.015%

Sum of corrected areas: 3338753
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53202.D

Acqg On : 15 Mar 2023 15:53
Operator : JC/MD

Sample : 01929-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053202.D\data.ms
200000
5.719
150000
1.469 6.243
100000 2.568 6.68
5.057
50000
4.626
2.781 3.073 SBERBIER61 4410821366 4.98%. 15298581 55. 858 AR50\ 666!
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Abundance TIC: VU053202.D\data.ms
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Abundance TIC: VU053202.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53202.D

Acqg On : 15 Mar 2023 15:53
Operator : JC/MD

Sample : 01929-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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.
1.469 52.90 ug/L 260875 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 40 (1.469 min): VU053202.D\data.ms (-32) (-) m/z 64.05 100.00%

64.0
5000 /\\r/\\\kvvv‘
T
1.40 1.60 1.80
-t m/z 48.10 45.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L B
1.40 1.60 1.80
m/z 66.00 4.76%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e
1.40 1.60 1.80
5000 m/z 50.10 2.25%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.40 1.60 1.80
m/z 65.10 0.92%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53202.D

Acqg On : 15 Mar 2023 15:53
Operator : JC/MD

Sample : 01929-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 1.469 52.9 ug/L 260875 1 6.247 246559 50.0
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