LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51170.D

Acqg On : 06 Oct 2022 14:34
Operator : JC/MD

Sample : N4893-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51170.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.472 35 41 52 rBV 133733 138370 6.11% 0.979%
2 1.597 75 80 115 rVB 200113 274808 12.14% 1.944%
3 1.900 167 174 193 rVB 163434 225046 9.94% 1.592%
4 2.562 369 380 395 rVvB 280640 452920 20.00% 3.204%
5 3.183 564 573 587 rVB 11444 23605 1.04% 0.167%
6 3.363 618 629 648 rVB 12332 26741 1.18% 0.189%
7 3.430 648 650 651 rBV 248 86 0.00% 0.001%
8 3.465 657 661 665 rBv2 458 466 0.02% 0.003%
9 3.594 698 701 704 rBV2 338 270 0.01% 0.002%
10 3.716 736 739 741 rBV 266 179 0.01% 0.001%
11 3.829 772 774 777 rBV 263 128 0.01% 0.001%
12 3.928 802 805 807 rBvV 350 246 0.01% 0.002%
13  4.022 831 834 836 rBV 334 196 0.01% ©0.001%
14 4.038 837 839 843 rVB2 394 211 0.01% 0.001%
15 4.063 844 847 848 rBv2 584 356 0.02% 0.003%
16 4.134 866 869 871 rBV 228 155 0.01% 0.001%
17 4.234 897 900 902 rBV2 271 163 0.01% 0.001%
18 4.247 902 904 908 rVB 369 221 0.01% 0.002%
19 4.356 934 938 941 rBV 284 250 0.01% 0.002%
20 4.385 945 947 952 rvVB2 366 271 0.01% 0.002%
21  4.411 952 955 958 rBV 351 214 0.01% 0.002%
22 4.436 959 963 967 rBV2 345 318 0.01% 0.002%
23 4.475 971 975 978 rBV 353 332 0.01% 0.002%
24 4.562 999 1002 1003 rBV2 187 119 0.01% 0.001%
25 4.620 1008 1020 1053 rBV 166949 424490 18.75%  3.003%
26 4.961 1123 1126 1129 rBV2 539 363 0.02% 0.003%
27 5.060 1140 1157 1185 rBV 306869 671653 29.66% 4.751%
28 5.427 1269 1271 1272 rBV2 199 63 0.00% 0.000%
29 5.465 1280 1283 1286 rVB 193 123 0.01% 0.001%
30 5.494 1286 1292 1294 rBV2 311 357 0.02% 0.003%
31 5.510 1294 1297 1298 rBV 520 297 0.01% 0.002%
32 5.568 1312 1315 1317 rBv2 239 161 0.01% 0.001%
33 5.600 1321 1325 1326 rBV 149 106 0.00% ©0.001%
34 5.626 1330 1333 1335 rBV 263 146 0.01% 0.001%
35 5.723 1341 1363 1390 rBV2 608209 1654890 73.09% 11.707%
36 6.051 1462 1465 1470 rVB2 467 304 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51170.D

Acqg On : 06 Oct 2022 14:34
Operator : JC/MD

Sample : N4893-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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@92922WMA .M
Title : VOC Analysis
37 6.134 1489 1491 1493 rVB 318 127 0.01% 0.001%
38 6.179 1502 1505 1511 rvB3 317 243  0.01% 0.002%
39 6.247 1511 1526 1545 rBV 426680 816213 36.05% 5.774%
40 6.536 1605 1616 1627 rBvV8 7206 14939 0.66% 0.106%
41 6.594 1632 1634 1638 rBvV 515 441 0.02% 0.003%
42 6.687 1646 1663 1683 rBV 406642 786514 34.74% 5.564%
43  6.906 1728 1731 1734 rVB2 356 235 0.01% 0.002%
44  6.925 1734 1737 1740 rBV 368 216 0.01% 0.002%
45 6.977 1751 1753 1755 rBV 307 174 0.01% 0.001%
46  6.993 1755 1758 1769 rVB2 424 653 0.03% 0.005%
47  7.102 1787 1792 1793 rBV 651 465 0.02% 0.003%
48 7.160 1808 1810 1811 rBV 246 126 0.01% 0.001%
49 7.256 1838 1840 1842 rVB 290 119 0.01% 0.001%
50 7.298 1851 1853 1855 rBV 71 39 0.00% 0.000%
51 7.324 1855 1861 1863 rBvV2 339 372  0.02% 0.003%
52 7.378 1876 1878 1879 rBV 188 88 0.00% 0.001%
53 7.459 1900 1903 1911 rVB2 270 294 0.01% 0.002%
54 7.507 1911 1918 1919 rBV2 426 365 0.02% 0.003%
55  7.565 1923 1936 1953 rBV = 177599 314539 13.89%  2.225%
56 7.658 1963 1965 1969 rBvV2 488 305 0.01% 0.002%
57 7.793 2005 2007 2010 rBvV2 665 412 0.02% 0.003%
58 7.835 2018 2020 2023 rVB 260 114 0.01% 0.001%
59 7.896 2024 2039 2053 rBV 669155 1138414 50.28% 8.053%
60 8.179 2115 2127 2150 rBV 123885 214803 9.49% 1.520%
61 8.552 2229 2243 2257 rBV 1336054 2264272 100.00% 16.018%
62 8.632 2258 2268 2312 rVB3 421834 938391 41.44% 6.638%
63 9.221 2449 2451 2457 rBvV3 437 327 0.01% 0.002%
64  9.414 2498 2511 2533 rBV 633751 1050882 46.41% 7.434%
65 9.642 2579 2582 2585 rBV3 468 325 0.01% 0.002%
66 9.697 2590 2599 2609 rVB5 5577 8891 0.39% 0.063%
67 9.909 2661 2665 2667 rBV2 384 351 0.02% 0.002%
68 9.970 2681 2684 2688 rBV2 436 320 0.01% 0.002%
69 10.038 2701 2705 2710 rBV2 364 382 0.02% 0.003%
70 10.092 2719 2722 2723 rBV 893 503 0.02% 0.004%
71 10.275 2776 2779 2782 rBV 327 223  0.01% 0.002%
72 10.391 2812 2815 2817 rBV2 192 118 0.01% 0.001%
73 10.513 2851 2853 2857 rBV 253 128 0.01% 0.001%
74 10.597 2876 2879 2884 rBV2 538 391 0.02% 0.003%
75 10.623 2885 2887 2890 rBV2 292 242 0.01% 0.002%

76 10.755 2914 2928 2951 rBV 587629 967102 42.71% 6.841%
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¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM092922WMA.M

: VOC Analysis

2965 2970 2974 rBV3 1785 1999 0.09% 0.014%
3039 3041 3043 rBV 491 245 0.01% 0.002%
3188 3192 3196 rBV2 335 303 0.01% 0.002%
3196 3200 3202 rBV 521 258 0.01% 0.002%
3244 3256 3278 rBV 467021 751943 33.21% 5.319%
3362 3375 3397 rBV 587850 958197 42.32% 6.778%
3536 3538 3539 rBV 406 138 0.01% 0.001%
3549 3554 3559 rBV4 954 1226 0.05% 0.009%

Sum of corrected areas: 14135991




LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VUe51170.D

Acqg On : 06 Oct 2022 14:34
Operator : JC/MD

Sample : N4893-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051170.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VUe51170.D

Acqg On : 06 Oct 2022 14:34
Operator : JC/MD

Sample : N4893-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.472 8.48 ug/L 138370 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Methanamine, N-methoxy- 61 C2H7NO 001117-97-1 4

4 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4

Abundance  Scan 41 (1.472 min): VU051170.D\data.ms (-35) (-) m/z 60.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51170.D

Acqg On : 06 Oct 2022 14:34
Operator : JC/MD

Sample : N4893-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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|

unknown-01 1.472 8.5 wug/L 138376 1 6.247 816213 50.0
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