LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51822\
Data File : VU@48609.D

Acqg On : 18 May 2022 13:24

Operator : SY/MD

Sample : N2843-05ME

Misc : 5.11g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48609.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 103 rVB 29497 48345 6.42% 0.836%
2 2.411 331 333 334 rBV 431 151 0.02% 0.003%
3 2.539 361 373 384 rBV 86602 140952 18.72%  2.437%
4 2.719 422 429 432 rBV3 554 615 ©0.08% 0.011%
5 2.736 432 434 436 rVB 332 159 0.02% 0.003%
6 2.761 436 442 444 rBV2 915 877 0.12% 0.015%
7 2.874 476 477 481 rBV 215 157 ©0.02% 0.003%
8 2.928 492 494 496 rBV 315 192 0.03% 0.003%
9 3.035 519 527 535 rBv3 1992 3624 0.48% 0.063%
16 3.128 551 556 559 rBV 180 222 0.03% 0.004%
11  3.173 559 570 585 rVWv2 4145 9529 1.27% 0.165%
12 3.244 590 592 598 rvv 335 241 0.03% 0.004%
13  3.363 623 629 630 rBV 200 221 0.03% 0.004%
14 3.626 708 711 715 rBB 248 225 0.03% 0.004%
15 3.999 824 827 830 rBV 173 168 ©0.02% 0.003%
16 4.629 1010 1023 1041 rBV 66335 187680 24.93%  3.245%
17 4.829 1082 1085 1093 rVB2 426 394 0.05% 0.007%
18 4.883 1098 1102 1104 rVB 232 179 0.02% 0.003%
19 4.990 1131 1135 1139 rBV 292 263 0.03% 0.005%
20 5.060 1141 1157 1182 rVB 120441 278295 36.96% 4.812%
21 5.195 1196 1199 1202 rBB 234 174 0.02% 0.003%
22 5.346 1238 1246 1248 rBV 613 789 0.10% 0.014%
23 5.366 1248 1252 1256 rVB2 480 452 0.06% 0.008%
24 5.719 1341 1362 1384 rBV2 212069 574890 76.35%  9.940%
25 5.800 1384 1387 1392 rVB2 575 462 0.06% ©0.008%
26 5.970 1431 1440 1461 rBB5 6205 14605 1.94% 0.253%
27 6.044 1461 1463 1465 rBB 411 193 0.03% 0.003%
28 6.157 1492 1498 1499 rBV 462 428 0.06% 0.007%
29 6.247 1512 1526 1558 rVB 237298 462909 61.48% 8.004%
30 6.362 1559 1562 1566 rBB 260 158 ©0.02% ©0.003%
31 6.526 1604 1613 1623 rVB7 4449 7947 1.06% 0.137%
32 6.597 1627 1635 1646 rVV4 2934 5539 0.74% 0.096%
33 6.690 1650 1664 1688 rVB 136808 276748 36.76%  4.785%
34 6.803 1697 1699 1703 rBB2 429 270 0.04% 0.005%
35 6.957 1743 1747 1750 rBvV2 391 334 0.04% 0.006%
36 7.057 1774 1778 1786 rBB3 575 689 0.09% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51822\
Data File : VU@48609.D

Acqg On : 18 May 2022 13:24

Operator : SY/MD

Sample : N2843-05ME

Misc : 5.11g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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\SFAMULMO51622WMA .M
Title : VOC Analysis
37 7.189 1809 1819 1841 rBV6 5488 16002 2.13% 0.277%
38 7.282 1845 1848 1853 rBB 256 220 0.03% 0.004%
39 7.314 1854 1858 1864 rBB 485 330 0.04% 0.006%
40 7.485 1906 1911 1914 rBB 255 249 0.03% 0.004%
41  7.520 1917 1922 1923 rBV 188 192 0.03% 0.003%
42 7.568 1925 1937 1959 rVB2 76857 147382 19.57% 2.548%
43 7.652 1959 1963 1966 rBB 230 151 0.02% 0.003%
44  7.694 1971 1976 1979 rVV3 563 563 0.07% 0.010%
45 7.71@ 1979 1981 1984 rVB 501 258 0.03% 0.004%
46  7.780 1998 2003 2004 rBV 368 221 0.03% 0.004%
47  7.899 2025 2040 2056 rBV 226523 403752 53.62% 6.981%
48 8.182 2116 2128 2149 rVWV 53766 109680 14.57%  1.896%
49 8.259 2149 2152 2155 rVB3 402 207 0.03% 0.004%
50 8.292 2160 2162 2164 rBV 273 161 0.02% 0.003%
51 8.343 2175 2178 2181 rBvV2 556 323  0.04% 0.006%
52 8.372 2185 2187 2192 rVB2 255 172 0.02% 0.003%
53 8.465 2212 2216 2219 rBvV2 240 220 0.03% 0.004%
54  8.652 2258 2274 2305 rBV 223270 497315 66.05% 8.599%
55 8.800 2314 2320 2323 rBV5 958 962 0.13% 0.017%
56  8.854 2336 2337 2341 rBV 331 176 0.02% ©0.003%
57 8.877 2341 2344 2346 rVv2 221 153 0.02% 0.003%
58 8.925 2356 2359 2361 rBV 374 262 0.03% 0.005%
59 8.964 2368 2371 2376 rBB 147 169 0.02% 0.003%
60 9.092 2410 2411 2415 rVB 291 166 0.02% 0.003%
61 9.131 2418 2423 2426 rBB 241 237 0.03% 0.004%
62 9.166 2427 2434 2436 rBV 263 248 0.03% 0.004%
63 9.221 2448 2451 2454 rBv2 337 206 0.03% 0.004%
64 9.256 2460 2462 2464 rBV 251 165 ©0.02% 0.003%
65  9.423 2497 2514 2532 rBV 330910 612672 81.37% 10.594%
66  9.523 2543 2545 2552 rVB2 506 421 0.06% 0.007%
67 9.575 2555 2561 2564 rBV4 827 946 0.13% 0.016%
68 9.642 2580 2582 2588 rVB2 294 315 0.04% 0.005%
69 9.697 2588 2599 2601 rBV3 1782 2109 0.28% 0.036%
70 9.745 2610 2614 2624 rVB4 1836 1944 0.26% 0.034%
71  9.816 2631 2636 2642 rBV2 341 485 0.06% 0.008%
72 9.861 2647 2650 2654 rBV 193 206 0.03% 0.004%
73 10.038 2702 2705 2707 rBV 351 245 0.03% 0.004%
74 10.073 2711 2716 2719 rBB 248 172 0.02% 0.003%
75 10.118 2719 2730 2734 rBV4 944 1523 0.20% 0.026%
76 10.195 2750 2754 2758 rBV 200 253 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51822\
Data File : VU@48609.D

Acqg On : 18 May 2022 13:24

Operator : SY/MD

Sample : N2843-05ME

Misc : 5.11g/5.emL/100uL/5.0mL/MSVOA_U/MEOH
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Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis
77 10.282 2778 2781 2787 rVB 252 301 ©0.04% 0.005%
78 10.359 2797 2805 2810 rBV4 1135 1566 ©0.21% 0.027%
79 10.558 2861 2867 2873 rVB3 605 724 0.10% 0.013%
80 10.623 2884 2887 2894 rBV4 1144 1329 0.18% 0.023%
81 10.764 2918 2931 2946 rBV 303081 496624 65.96% 8.587%
82 10.864 2958 2962 2966 rBV 326 296 0.04% 0.005%
83 10.893 2966 2971 2973 rBV 797 535 0.07% 0.009%
84 10.951 2985 2989 2991 rBV 510 312 0.04% 0.005%
85 11.009 3005 3007 3013 rVB2 689 490 0.07% 0.008%
86 11.066 3018 3025 3030 rBV5 1926 2801 0.37% 0.048%
87 11.118 3032 3041 3051 rVB4 16856 26278 3.49% 0.454%
88 11.176 3056 3059 3065 rBV2 363 305 0.04% 0.005%
89 11.304 3088 3099 3101 rBV6 1372 1737 0.23% 0.030%
90 11.378 3115 3122 3126 rBV4 1243 1592 0.21% 0.028%
91 11.420 3126 3135 3142 rBV4 6023 8781 1.17% ©.152%
92 11.472 3144 3151 3159 rBV4 4648 7511 1.00% 0.130%
93 11.533 3166 3170 3173 rBV2 444 326 0.04% 0.006%
94 11.558 3176 3178 3180 rBV 479 273 0.04% 0.005%
95 11.578 3181 3184 3189 rVB3 1298 1009 0.13% 0.017%
96 11.719 3218 3228 3233 rBV7 4311 7016 0.93% 0.121%
97 11.816 3246 3258 3273 rBV 477544 752926 100.00% 13.019%
98 12.002 3299 3316 3324 rBV1e 3948 9316 1.24% 0.161%
99 12.198 3365 3377 3393 rBV 397031 639969 85.00% 11.066%
100 12.449 3453 3455 3457 rBV3 1500 836 0.11% 0.014%
Sum of corrected areas: 5783356
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51822\

: VUe48609.D

: 18 May 2022 13:24

: SY/MD

: N2843-0O5ME

: 5.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAM
: VOC Analysis

: C:\Database\NIST20.L

Integrated Chromatogram

ULMO51622WMA .M

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU048609.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051822\
Data File : VU@48609.D

Acqg On : 18 May 2022 13:24

Operator : SY/MD

Sample : N2843-05ME

Misc : 5.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51822\
Data File : VU@48609.D

Acqg On : 18 May 2022 13:24

Operator : SY/MD

Sample : N2843-05ME

Misc : 5.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA .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|
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