LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53617.D

Acqg On : 10 Apr 2023 16:02
Operator : JC/MD

Sample : 02251-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53617.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 53 rBV 29956 54153 4.60% 0.704%
2 1.597 74 80 97 rVB 107029 123576 10.49% 1.607%
3 1.909 170 177 194 rVB 87594 122930 10.44% 1.599%
4 2.565 369 381 399 rVB 170952 274732 23.33% 3.573%
5 2.716 427 428 434 rVB 515 304 0.03% 0.004%
6 2.745 434 437 439 rBV3 532 306 0.03% 0.004%
7 2.961 502 504 507 rvVv2 349 228 0.02% 0.003%
8 2.993 511 514 517 rW 481 305 ©0.03% 0.004%
9 3.009 517 519 524 rwv 263 234 0.02% 0.003%
10 3.044 524 530 533 rVB3 571 539 0.05% 0.007%
11 3.064 533 536 540 rBv2 288 239 0.02% 0.003%
12 3.166 562 568 569 rBv3 595 495 0.04% 0.006%
13 3.456 655 658 661 rVw 221 201 0.02% ©0.003%
14 3.671 720 725 728 rBV 188 195 0.02% 0.003%
15 3.71@ 733 737 742 rBV 200 227 0.02% 0.003%
16 3.835 772 776 778 rBV 267 205 0.02% ©0.003%
17 3.948 809 811 817 rVB2 371 407 0.03% 0.005%
18 3.986 817 823 827 rBv2 293 337 0.03% 0.004%
19 4.137 867 870 872 rBV2 276 207 0.02% 0.003%
20 4.176 879 882 885 rBV 466 309 0.03% 0.004%
21  4.285 913 916 918 rBV 237 165 ©0.01% 0.002%
22 4.475 971 975 981 rBV 243 261 0.02% 0.003%
23 4.552 996 999 1002 rBv2 314 196 0.02% 0.003%
24  4.613 1006 1018 1042 rBV 71405 168774 14.33%  2.195%
25 4.986 1131 1134 1140 rBV2 307 365 ©0.03% 0.005%
26 5.057 1141 1156 1180 rBV 148382 331756 28.17% 4.315%
27 5.295 1226 1230 1232 rBV 467 280 0.02% 0.004%
28 5.388 1254 1259 1262 rBV2 305 305 ©0.03% 0.004%
29 5.446 1275 1277 1281 rBv2 173 168 0.01% 0.002%
30 5.510 1294 1297 1302 rVB2 195 187 0.02% 0.002%
31 5.549 1305 1309 1311 rBvV2 221 206 0.02% ©0.003%
32 5.594 1319 1323 1328 rVB2 264 223 0.02% 0.003%
33 5.629 1328 1334 1338 rBV2 300 334 0.03% 0.004%
34 5.719 1342 1362 1372 rBV2 301855 822689 69.86% 10.700%
35 5.973 1435 1441 1444 rVB3 302 278 0.02% 0.004%
36 6.063 1466 1469 1472 rVB2 457 272 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53617.D

Acqg On : 10 Apr 2023 16:02
Operator : JC/MD

Sample : 02251-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@33123WMA.M
Title : VOC Analysis
37 6.105 1478 1482 1486 rvVB2 331 248 0.02% ©0.003%
38 6.128 1486 1489 1493 rVB 350 194 0.02% ©0.003%
39 6.244 1511 1525 1546 rBV 306987 580664 49.31% 7.552%
40 6.465 1590 1594 1598 rVB2 430 314 0.03% 0.004%
41  6.491 1598 1602 1606 rBvV 246 166 ©0.01% 0.002%
42 6.523 1606 1612 1613 rBV3 829 854 0.07% 0.011%
43 6.684 1649 1662 1688 rBV 189621 367740 31.23% 4.783%
44  6.838 1707 1710 1713 rBvV2 349 214 0.02% ©0.003%
45  7.144 1802 1805 1808 rBV 189 171 0.01% 0.002%
46 7.189 1811 1819 1825 rBV5 1116 1802 0.15% 0.023%
47 7.260 1838 1841 1844 rBV 244 177 0.02% 0.002%
48  7.562 1921 1935 1952 rBV 104638 186904 15.87%  2.431%
49 7.681 1970 1972 1973 rBV 409 215 0.02% 0.003%
50 7.787 2000 2005 2012 rVB3 281 404 0.03% 0.005%
51 7.893 2025 2038 2060 rBV 388172 667579 56.69% 8.683%
52 8.176 2115 2126 2145 rBV 74323 124864 10.60% 1.624%
53  8.288 2158 2161 2163 rBV 279 214 0.02% ©0.003%
54  8.343 2175 2178 2185 rVB2 320 252  0.02% 0.003%
55  8.433 2202 2206 2209 rBV 279 236 0.02% 0.003%
56 8.452 2209 2212 2216 rBvV2 577 623 0.05% 0.008%
57 8.626 2255 2266 2294 rBV 209670 389386 33.07% 5.064%
58 8.841 2330 2333 2334 rBV 295 174 0.01% 0.002%
59 8.915 2353 2356 2360 rVB 274 181 0.02% 0.002%
60 9.079 2404 2407 2412 rVB 273 255 0.02% 0.003%
61 9.105 2412 2415 2416 rBV2 417 194 0.02% 0.003%
62 9.259 2460 2463 2465 rBV 267 164 0.01% 0.002%
63 9.321 2479 2482 2486 rVB 236 196 0.02% 0.003%
64  9.414 2497 2511 2516 rBV 428292 735583 62.46% 9.567%
65 9.568 2555 2559 2563 rVB4 678 578 0.05% 0.008%
66 9.613 2571 2573 2577 rBv2 478 273 0.02% 0.004%
67 9.658 2585 2587 2593 rVB 310 174 0.01% 0.002%
68 9.690 2593 2597 2598 rBV2 416 267 0.02% 0.003%
69 9.874 2652 2654 2660 rVB 340 229 0.02% 0.003%
70 9.909 2661 2665 2670 rBvV 214 218 0.02% 0.003%
71 10.044 2705 2707 2713 rVB2 229 189 0.02% 0.002%
72 10.288 2776 2783 2786 rBV 294 317 0.03% 0.004%
73 10.394 2813 2816 2822 rVB2 219 181 0.02% 0.002%
74 10.475 2838 2841 2848 rVB3 446 418 0.04% 0.005%
75 10.751 2915 2927 2944 rBV 276730 445383 37.82% 5.793%
76 11.054 3017 3021 3028 rBV3 352 378 0.03% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53617.D
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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
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Title : VOC Analysis

77 11.439 3137 3141 3143 rBV2 216 176 0.01% 0.002%
78 11.475 3149 3152 3156 rBV2 446 398 0.03% 0.005%
79 11.549 3171 3175 3178 rBV2 259 238 0.02% 0.003%
80 11.681 3213 3216 3220 rBV 264 208 0.02% ©0.003%
81 11.742 3225 3235 3244 rBV2 36365 54873 4.66% 0.714%
82 11.809 3244 3256 3282 rVB2 473895 1177615 100.00% 15.316%
83 11.941 3293 3297 3306 rVB3 571 733 0.06% 0.010%
84 12.060 3332 3334 3337 rBV 518 404 0.03% 0.005%

85 12.192 3362 3375 3396 rBV3 441064 973399 82.66% 12.660%

86 12.369 3427 3430 3435 rBV3 534 378 0.03% 0.005%
87 12.529 3476 3480 3482 rBV2 269 185 0.02% 0.002%
88 12.600 3500 3502 3506 rBV 263 169 0.01% 0.002%
89 12.774 3551 3556 3559 rBV 235 252 0.02% 0.003%
99 12.864 3581 3584 3588 rBV 280 213 0.02% 0.003%
91 13.127 3662 3666 3669 rBV 311 249 0.02% 0.003%
92 13.436 3760 3762 3767 rVB 310 202 0.02% 0.003%
93 13.462 3767 3770 3777 rBV2 480 429 0.04% 0.006%
94 13.754 3858 3861 3863 rBV 332 196 0.02% 0.003%
95 13.838 3878 3887 3902 rVB2 32342 50775 4.31% 0.660%
96 13.896 3902 3905 3908 rVB3 574 404 0.03% 0.005%
97 14.092 3963 3966 3972 rBB2 545 459 0.04% 0.006%
98 14.169 3988 3990 3993 rBV2 305 166 0.01% 0.002%
99 14.259 4015 4018 4019 rBvV2 297 194 0.02% 0.003%
100 14.327 4031 4039 4052 rBv4 7486 11254 0.96% 0.146%
Sum of corrected areas: 7688730
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041023\
Data File : VU@53617.D

Acqg On : 10 Apr 2023 16:02
Operator : JC/MD

Sample : 02251-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053617.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041023\
Data File : VU@53617.D

Acqg On : 10 Apr 2023 16:02
Operator : JC/MD

Sample : 02251-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

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.
1.469 4.66 ug/L 54153 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 Sulfur dioxide 64 02S 007446-09-5 4
Abundance  Scan 40 (1.469 min): VU053617.D\data.ms (-32) (-) m/z 64.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41023\
Data File : VU@53617.D

Acqg On : 10 Apr 2023 16:02
Operator : JC/MD

Sample : 02251-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 4.7 ug/L 54153 1 6.244 580664 50.0
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