LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45091.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 35 42 52 rBV 127698 126939 10.92%  1.396%
2 1.601 74 81 94 rBV 138266 153204 13.18% 1.685%
3 1.906 168 176 195 rVB 111928 157582 13.56% 1.733%
4 2.568 369 382 400 rBV 226718 373586 32.15% 4.109%
5 2.707 423 425 429 rVB2 253 200 0.02% 0.002%
6 2.742 434 436 438 rBV 199 133 0.01% 0.001%
7 2.790 446 451 455 rBV3 511 564 0.05% 0.006%
8 2.835 461 465 469 rBV 156 1706  0.01% 0.002%
9 2.948 495 500 503 rBv3 391 380 0.03% 0.004%
106 3.051 523 532 541 rBV2 2915 5401 0.46% ©0.059%
11  3.112 549 551 554 rBV 172 132 0.01% 0.001%
12 3.186 561 574 576 rBV 5719 7691 0.66% 0.085%
13 3.285 600 605 608 rVB2 224 204 0.02% 0.002%
14 3.366 622 630 633 rBvV3 698 949 0.08% 0.010%
15 3.414 644 645 650 rVB3 203 167 ©0.01% 0.002%
16 3.601 699 703 707 rBV2 150 141 0.01% 0.002%
17 3.626 707 711 715 rVB2 186 200 0.02% 0.002%
18 3.668 719 724 728 rBV2 236 316 ©0.03% 0.003%
19 3.858 780 783 787 rVB2 219 188 0.02% 0.002%
20 3.880 787 790 793 rBV2 202 152 0.01% 0.002%
21 3.977 817 820 823 rVB2 220 173 0.01% 0.002%
22 4.067 844 848 854 rBV 182 277 0.02% 0.003%
23 4.240 898 902 907 rBV 180 202 0.02% 0.002%
24  4.334 927 931 934 rBV2 153 148 0.01% 0.002%
25 4.379 939 945 948 rBV2 143 192 0.02% 0.002%
26 4.478 973 976 981 rvB2 247 191 0.02% 0.002%
27 4.623 1007 1021 1048 rBV 143613 340368 29.29%  3.743%
28 4.922 1110 1114 1117 rVB2 298 256 0.02% ©0.003%
29 4.951 1119 1123 1129 rVB2 321 287 0.02% 0.003%
30 4.999 1134 1138 1140 rBV 201 157 0.01% 0.002%
31 5.067 1140 1159 1186 rBV 211747 463046 39.85% 5.093%
32 5.224 1206 1208 1211 rVB 247 152 0.01% 0.002%
33 5.282 1223 1226 1228 rBV2 497 419 0.04% 0.005%
34 5.340 1239 1244 1250 rBvV2 206 311 0.03% 0.003%
35 5.379 1250 1256 1259 rvv4 487 553 0.05% 0.006%
36 5.411 1263 1266 1269 rvV 168 167 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@92321WMA.M
Title : VOC Analysis
37 5.443 1272 1276 1279 rVB 243 196 0.02% 0.002%
38 5.462 1279 1282 1287 rBvV2 174 220 0.02% 0.002%
39 5.530 1299 1303 1305 rVvv2 194 173 0.01% 0.002%
40 5.729 1343 1365 1399 rVV2 425423 1162011 100.00% 12.780%
41 6.044 1460 1463 1466 rBV 398 317 ©0.03% 0.003%
42 6.253 1508 1528 1545 rBV 350182 648270 55.79% 7.130%
43  6.539 1606 1617 1631 rVB9 5343 11022 0.95% 0.121%
44  6.636 1641 1647 1651 rVB2 213 247 0.02% ©0.003%
45 6.694 1651 1665 1686 rBV 281709 545730 46.96% 6.002%
46 6.806 1695 1700 1701 rBV 590 436 0.04% 0.005%
47 6.854 1712 1715 1722 rVB2 323 320 0.03% 0.004%
48 6.896 1722 1728 1731 rBV2 186 240  0.02% 0.003%
49 6.983 1750 1755 1757 rBV 178 164 0.01% 0.002%
50 7.041 1767 1773 1774 rBV2 488 422 0.04% 0.005%
51 7.e51 1774 1776 1781 rVB2 528 335 0.03% 0.004%
52 7.182 1809 1817 1825 rBV4 2124 3377 0.29% 0.037%
53 7.237 1831 1834 1838 rBV2 150 149 0.01% 0.002%
54 7.282 1845 1848 1853 rBV 184 146 0.01% ©0.002%
55 ~7.321 1857 1860 1867 rBvV2 211 267 0.02% 0.003%
56 7.375 1874 1877 1879 rBV2 177 142 0.01% 0.002%
57 7.472 1901 1907 1910 rBvV2 223 300 0.03% 0.003%
58 7.504 1914 1917 1920 rVB2 200 151 ©0.01% 0.002%
59 7.568 1925 1937 1955 rBV 150976 262502 22.59% 2.887%
60 7.661 1962 1966 1968 rBV2 279 245 0.02% 0.003%
61 7.687 1968 1974 1984 rVV5 1561 2704 0.23% 0.030%
62 7.903 2026 2041 2055 rBV 501325 854043 73.50% 9.393%
63 7.973 2057 2063 2076 rVB 6962 11742 1.01% 0.129%
64 8.182 2116 2128 2149 rBV 106677 177051 15.24%  1.947%
65  8.555 2233 2244 2256 rBV 60349 100686 8.66% 1.107%
66 8.636 2256 2269 2312 rBV 422590 736803 63.41% 8.104%
67 8.925 2355 2359 2361 rBV 164 143 0.01% 0.002%
68 9.005 2380 2384 2386 rBV2 214 213  0.02% 0.002%
69 9.420 2499 2513 2548 rBV 487778 799488 68.80% 8.793%
70 9.616 2572 2574 2577 rVB2 313 159 0.01% 0.002%
71  9.642 2577 2582 2588 rBV2 200 280 0.02% 0.003%
72 9.697 2593 2599 2609 rVB 734 1054 0.09% 0.012%
73 9.890 2653 2659 2664 rBV2 210 286 0.02% ©0.003%
74 10.012 2693 2697 2701 rBV2 183 220 0.02% 0.002%
75 10.105 2722 2726 2730 rBV 493 417 0.04% 0.005%
76 10.250 2769 2771 2776 rBV2 220 255 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@92321WMA.M
Title : VOC Analysis
77 10.340 2796 2799 2802 rVB2 230 179 0.02% 0.002%
78 10.359 2802 2805 2807 rBV2 226 183 0.02% 0.002%
79 10.484 2841 2844 2848 rBV 317 246 0.02% 0.003%
80 10.578 2867 2873 2877 rBV2 272 428 0.04%  0.005%
81 10.639 2888 2892 2894 rBV3 230 157 ©0.01% 0.002%
82 10.671 2896 2902 2911 rVV2 1531 1973 0.17% 0.022%
83 10.761 2914 2930 2948 rBV 395322 640487 55.12% 7.044%
84 10.867 2960 2963 2965 rBV2 372 274 0.02% ©0.003%
85 11.005 3002 3006 3008 rBV2 262 205 0.02% 0.002%
86 11.224 3068 3074 3077 rBV2 236 278 0.02% 0.003%
87 11.247 3077 3081 3084 rBV2 190 160 0.01% 0.002%
88 11.301 3094 3098 3100 rBV2 197 168 ©0.01% 0.002%
89 11.465 3142 3149 3159 rVB5 1511 2633 0.23% 0.029%
990 11.700 3213 3222 3230 rBV4 757 1188 0.10% 0.013%
91 11.816 3245 3258 3273 rBV 447276 715824 61.60% 7.873%
92 11.944 3295 3298 3302 rBV2 453 316 0.03% 0.003%
93 11.970 3303 3306 3308 rBV2 777 571 ©0.05% 0.006%
94 12.086 3338 3342 3346 rBV2 193 224 0.02% 0.002%
95 12.195 3363 3376 3397 rBV 467099 766344 65.95%  8.429%
96 12.337 3415 3420 3425 rBV2 247 327 0.03% 0.004%
97 12.404 3438 3441 3444 rBV 253 214 0.02% 0.002%
98 12.494 3465 3469 3471 rBV2 231 187 0.02% 0.002%
99 14.095 3960 3967 3974 rBV2 659 1175 0.10% 0.013%
100 14.925 4221 4225 4229 rBV2 375 411 0.04% 0.005%
Sum of corrected areas: 9092276
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
u ancs TIC: VU045091.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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.
1.475 9.79 ug/L 126939 1,4-Difluorobenzene 6.253

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 42 (1.475 min): VU045091.D\data.ms (-35) (-) m/z 60.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45091.D

Acqg On : 04 Oct 2021 13:15
Operator : SY/MD

Sample : M3996-20DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 1.475 9.8 ug/L 126939 1 6.253 648270 50.0
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