LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53275.D

Acqg On : 17 Mar 2023 18:24
Operator : JC/MD

Sample : 01930-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  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

Signal : TIC: VU@53275.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.466 32 39 53 rBV 16003 27924 4.60% 0.622%
2 1.597 73 80 98 rvB 83385 93304 15.36% 2.080%
3 1.909 169 177 196 rBV 65798 89614 14.75% 1.998%
4 2.562 369 380 395 rBV 123359 198028 32.60% 4.414%
5 3.183 567 573 575 rBV 203 233  0.04% 0.005%
6 3.212 579 582 584 rBV 186 121 0.02% ©0.003%
7 3.372 630 632 633 rBV 168 77 0.01% 0.002%
8 3.401 638 641 645 rBV 221 169 ©0.03% 0.004%
9 3.540 681 684 692 rBV2 240 259 0.04% 0.006%
106 3.575 692 695 697 rBV 193 109 0.02% 0.002%
11 3.697 730 733 736 rBV 197 124 0.02% 0.003%
12 3.996 824 826 827 rBV 128 54 0.01% 0.001%
13 4.073 848 850 856 rVB 206 132 0.02% ©0.003%
14 4.128 865 867 873 rVB 261 143 0.02% ©0.003%
15 4.234 897 900 901 rBV 147 83 0.01% 0.002%
16 4.298 918 920 931 rVB 232 199 0.03% 0.004%
17 4.433 961 962 965 rVB 143 55 0.01% 0.001%
18 4.466 970 972 978 rVWV2 142 106 0.02% 0.002%
19 4.539 992 995 997 rBV2 211 134 0.02% 0.003%
20 4.568 1002 1004 1006 rBV 184 105 0.02% 0.002%
21  4.613 1007 1018 1047 rVV 46818 110130 18.13%  2.455%
22 4.887 1100 1103 1105 rBv2 254 152 0.03% 0.003%
23 4.900 1105 1107 1114 rVB2 224 231 0.04% 0.005%
24 5.057 1141 1156 1181 rBV2 109636 242878 39.99% 5.414%
25 5.221 1204 1207 1209 rBV 193 106 0.02% 0.002%
26 5.285 1226 1227 1230 rBV 197 92 0.02% 0.002%
27 5.330 1238 1241 1244 rVB2 139 103 0.02% 0.002%
28 5.385 1254 1258 1259 rBV 245 204 0.03% 0.005%
29 5.510 1295 1297 1298 rBV 141 57 0.01% 0.001%
30 5.549 1307 1309 1313 rBV 126 57 0.01% 0.001%
31 5.568 1313 1315 1317 rBvV2 117 65 0.01% 0.001%
32 5.719 1341 1362 1381 rBV2 226858 607392 100.00% 13.539%
33 5.967 1436 1439 1441 rVB2 154 92 0.02% 0.002%
34 6.047 1460 1464 1468 rBV 190 147 0.02% ©0.003%
35 6.141 1490 1493 1497 rVB 190 131 0.02% 0.003%

36 6.244 1512 1525 1543 rBV 182949 339949 55.97% 7.578%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53275.D

Acqg On : 17 Mar 2023 18:24
Operator : JC/MD

Sample : 01930-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  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 6.408 1574 1576 1578 rBV 131 54 0.01% 0.001%
38 6.607 1636 1638 1643 rBV 173 104 0.02% 0.002%
39 6.684 1649 1662 1686 rBV 143284 280536 46.19% 6.253%
40 6.790 1692 1695 1700 rVB2 290 296 0.05% 0.007%
41 6.826 1700 1706 1710 rBV 229 357 0.06% ©0.008%
42 6.877 1720 1722 1723 rBV 140 61 0.01% 0.001%
43 7.070 1780 1782 1783 rBV 151 47 0.01% 0.001%
44  7.141 1803 1804 1808 rVB2 256 120 0.02% 0.003%
45  7.179 1809 1816 1817 rBvV2 1047 866 0.14% 0.019%
46 7.250 1834 1838 1841 rBvV2 182 111 0.02% 0.002%
47  7.279 1844 1847 1855 rBvV2 166 177 0.03% 0.004%
48 7.414 1887 1889 1892 rBV 214 102 0.02% 0.002%
49 7.472 1906 1907 1909 rBV 117 67 0.01% 0.001%
50 7.485 1909 1911 1914 rVv2 253 152 0.03% 0.003%
51 7.504 1914 1917 1919 rVvB2 233 127 0.02% 0.003%
52 7.562 1919 1935 1953 rBV 81955 142818 23.51% 3.184%
53 7.671 1966 1969 1970 rBV 141 57 0.01% 0.001%
54 7.690 1970 1975 1977 rBV3 603 629 0.10% 0.014%
55 7.784 2002 2004 2007 rBV 166 74 0.01% 0.002%
56 7.893 2026 2038 2057 rBV 281132 478925 78.85% 10.676%
57 8.047 2082 2086 2091 rBvV3 318 317 0.05% 0.007%
58 8.176 2114 2126 2141 rBV2 55120 92086 15.16% 2.053%
59 8.292 2160 2162 2164 rBV 189 86 0.01% 0.002%
60 8.626 2256 2266 2291 rBV2 144594 265963 43.79% 5.929%
61 9.243 2454 2458 2461 rBV2 285 269 0.04% 0.006%
62 9.272 2463 2467 2471 rVB2 189 207 0.03% 0.005%
63 9.366 2493 2496 2498 rBV2 208 162 0.03% 0.004%
64  9.414 2498 2511 2532 rVV 252642 414394 68.23% 9.237%
65 9.639 2579 2581 2583 rBV 175 79 0.01% 0.002%
66 9.771 2620 2622 2626 rVB2 190 126 0.02% 0.003%
67 9.941 2673 2675 2677 rBV 156 60 0.01% 0.001%
68 10.089 2719 2721 2722 rBV 130 55 0.01% 0.001%
69 10.128 2730 2733 2735 rBV2 176 126 0.02% 0.003%
70 10.166 2743 2745 2747 rBV 167 68 0.01% 0.002%
71 10.224 2757 2763 2764 rBV 207 246 0.04% 0.005%
72 10.366 2804 2807 2808 rBV 155 74 0.01% 0.002%
73 10.391 2813 2815 2816 rBV 210 70 0.01% 0.002%
74 10.436 2826 2829 2832 rBV 175 103 0.02% 0.002%
75 10.571 2867 2871 2873 rBV2 251 206 0.03% 0.005%
76 10.620 2882 2886 2888 rBV 214 177 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53275.D

Acqg On : 17 Mar 2023 18:24
Operator : JC/MD

Sample : 01930-19

Misc : 5.0mL/MSVOA_U/WATER
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Integrator: RTE
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
77 10.710 2911 2914 2915 rBV 172 70 0.01% 0.002%
78 10.751 2915 2927 2948 rVV 185712 296762 48.86% 6.615%
79 11.205 3065 3068 3073 rBV2 241 167 0.03% 0.004%
80 11.404 3127 3130 3136 rBV 198 263 0.04% 0.006%
81 11.443 3141 3142 3145 rVB 156 55 0.01% 0.001%
82 11.539 3168 3172 3175 rBV 208 167 0.03% 0.004%
83 11.809 3243 3256 3277 rBV 245794 389991 64.21% 8.693%
84 11.919 3288 3290 3292 rVB 160 48 0.01% 0.001%
85 12.005 3315 3317 3319 rVB 178 70 0.01% 0.002%
86 12.025 3319 3323 3325 rBV2 207 183 0.03% 0.004%
87 12.079 3337 3340 3343 rBV 284 189 0.03% 0.004%
88 12.189 3361 3374 3392 rBV 250332 403098 66.37% 8.985%
89 12.333 3417 3419 3423 rBV 186 93 0.02% 0.002%
90 12.735 3541 3544 3546 rBV 151 82 0.01% 0.002%
91 12.989 3620 3623 3629 rVB2 214 176 0.03% 0.004%
92 13.266 3707 3709 3712 rBV2 188 118 0.02% 0.003%
93 13.632 3820 3823 3825 rBV 239 164 ©0.03% 0.004%
94 13.684 3836 3839 3843 rBV 212 138 0.02% 0.003%
95 13.848 3888 3890 3893 rVB 236 115 ©0.02% 0.003%
96 13.867 3894 3896 3900 rVB 346 202 0.03% 0.005%
97 14.365 4048 4051 4057 rBV 216 153 0.03% 0.003%
98 14.857 4201 4204 4209 rVB 265 187 ©0.03% 0.004%
99 14.886 4209 4213 4216 rBV2 227 191 0.03% 0.004%
100 15.652 4449 4451 4453 rBV 268 145 0.02% 0.003%
Sum of corrected areas: 4486140
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01930-19
: 5.0mL/MSVOA_U/WATER
: 23 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\

: VUe53275.D
: 17 Mar 2023 18:24

JC/MD

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU053275.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53275.D

Acqg On : 17 Mar 2023 18:24
Operator : JC/MD

Sample : 01930-19

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  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 2
R.T. EstConc Area Relative to ISTD R.T.
1.466 4.11 ug/L 27924  1,4-Difluorobenzene 6.244

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

3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance  Scan 39 (1.466 min): VU053275.D\data.ms (-32) (-) m/z 64.05 100.00%

64.0
5000

140 160 180
b A e M/Z 48.05  48.75%

m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0

5000 N A
1.40 1. 60 1 80
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32.0
0 ‘\“!‘\‘H‘\ b
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Abundance #44547: L-Alanine, 3-sulfo-
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44,
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Abundance #6976: Aminomethanesulfonic acid e
64.0 1.40 1. 60 1.80
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5000
42,
830 111.0
e e B
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53275.D

Acqg On : 17 Mar 2023 18:24
Operator : JC/MD

Sample : 01930-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  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 1.466 4.1 ug/L 27924 1 6.244 339949 50.0
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