LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72122\
Data File : VU@49839.D

Acq On : 21 Jul 2022 19:22

Operator : SY/MD

Sample : N3721-20ME

Misc : 5.39g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 25 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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49839.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.59%4 71 79 113 rVB 66972 138565 13.33% 1.626%
2 1.823 124 150 151 rBvVv9 19521 50386 4.85% 0.591%
3 1.868 159 164 176 rBV 55237 79744 7.67% 0.936%
4 2.241 278 280 285 rBv4 578 453  0.04% 0.005%
5 2.524 355 368 385 rVV 181001 291087 27.99%  3.416%
6 2.611 393 395 400 rBvV2 281 194 0.02% ©0.002%
7 2.646 400 406 417 rVVe6 1302 2356 ©.23% 0.028%
8 2.948 497 500 503 rBv3 283 240  0.02% 0.003%
9 3.022 514 523 536 rBv3 4951 9180 0.88% 0.108%
106 3.173 557 570 584 rvB2 3092 6727 0.65% 0.079%
11  3.340 616 622 625 rBv2 172 213  0.02% 0.002%
12 3.418 642 646 650 rBv 245 185 0.02% 0.002%
13 3.610 703 706 713 rVB2 233 255 0.02% ©.003%
14 4.054 840 844 850 rvB2 312 384 0.04% 0.005%
15 4.093 850 856 858 rBv2 172 226 0.02% 0.003%
16 4.109 858 861 864 rvw2 276 240 0.02% 0.003%
17 4.151 868 874 876 rw2 197 228 0.02% 0.003%
18 4.196 883 888 891 rvwv2 204 210 0.02% 0.002%
19 4.385 942 947 950 rVB2 220 178 0.02% 0.002%
20 4.636 1012 1025 1046 rBV2 116353 334929 32.21% 3.931%
21  4.913 1108 1111 1115 rVB2 489 345 0.03% 0.004%
22 4.942 1115 1120 1122 rBV3 215 231 0.02% 0.003%
23 4.983 1130 1133 1138 rBvV 222 205 0.02% 0.002%
24 5.061 1138 1157 1182 rBV 190157 429501 41.30% 5.041%
25 5.270 1220 1222 1224 rW 325 196 0.02% 0.002%
26 5.295 1224 1230 1240 rVB3 692 1215 0.12% 0.014%
27 5.360 1247 1250 1254 rBV4 437 268 0.03% 0.003%
28 5.462 1276 1282 1285 rBvV2 251 208 0.02% 0.002%
29 5.511 1293 1297 1301 rVB2 247 214 0.02% 0.003%
30 5.549 1305 1309 1315 rBvV2 256 303 0.03% 0.004%
31 5.588 1315 1321 1324 rBV 243 233  0.02% 0.003%
32 5.716 1339 1361 1386 rBV2 404748 1039852 100.00% 12.203%
33 5.868 1404 1408 1411 rBV2 269 219 0.02% 0.003%
34 5.903 1413 1419 1423 rBV3 239 176  0.02% 0.002%
35 5.977 1431 1442 1463 rBV3 7504 16790 1.61% 0.197%
36 6.160 1494 1499 1503 rBV 586 716 0.07% ©.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72122\
Data File : VU@49839.D

Acq On : 21 Jul 2022 19:22

Operator : SY/MD

Sample : N3721-20ME

Misc : 5.39g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 25 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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 6.244 1511 1525 1546 rBV 348165 669462 64.38% 7.857%
38 6.527 1605 1613 1624 rVB6 4521 7492 0.72% ©.088%
39 6.597 1627 1635 1636 rBV3 2681 2863 0.28% 0.034%
40 6.688 1649 1663 1685 rVB 250308 500118 48.10% 5.869%
41 6.787 1691 1694 1695 rBvV2 375 185 ©0.02% 0.002%
42 6.848 1710 1713 1720 rVB 354 410 0.04% 0.005%
43 6.919 1729 1735 1737 rVV2 149 178 0.02% 0.002%
44  6.945 1737 1743 1747 rVWV2 291 369 0.04% 0.004%
45  7.186 1811 1818 1821 rBV3 2969 3660 ©0.35% 0.043%
46  7.308 1851 1856 1860 rVV3 310 361 ©0.03% 0.004%
47  7.343 1864 1867 1871 rVB2 260 180 0.02% 0.002%
48 7.427 1890 1893 1897 rVB 264 201 0.02% 0.002%
49 7.565 1924 1936 1955 rVvVv 122346 222795 21.43% 2.615%
50 7.691 1967 1975 1979 rBV3 1503 1775 0.17% 0.021%
51 7.816 2012 2014 2018 rVB 348 205 0.02% 0.002%
52 7.896 2026 2039 2056 rBV 417524 729352 70.14% 8.560%
53 7.986 2060 2067 2080 rVB4 4504 9360 ©0.90% 0.110%
54 8.115 2103 2107 2110 rVV2 388 290 0.03% 0.003%
55 8.134 2111 2113 2116 rVWV 243 188 ©0.02% 0.002%
56 8.183 2116 2128 2149 rW 80695 152549 14.67% 1.790%
57 8.257 2149 2151 2155 rVWv2 310 176  0.02% 0.002%
58 8.302 2159 2165 2167 rBv2 220 238 0.02% 0.003%
59 8.353 2176 2181 2187 rVB3 490 625 0.06% 0.007%
60 8.478 2215 2220 2225 rBV3 335 329 0.03% 0.004%
61 8.552 2241 2243 2248 rVB2 695 418 0.04% 0.005%
62 8.646 2258 2272 2301 rBV2 364811 792260 76.19% 9.298%
63 8.970 2370 2373 2379 rVB2 479 313 0.03% 0.004%
64  9.202 2442 2445 2451 rVB3 276 182 ©0.02% 0.002%
65 9.421 2498 2513 2539 rBV 475629 839479 80.73% 9.852%
66 9.514 2540 2542 2547 rVB4 353 285 0.03% 0.003%
67 9.572 2554 2560 2564 rBV3 391 487 ©.05% 0.006%
68 9.658 2584 2587 2589 rBvV2 346 233  0.02% 0.003%
69 9.700 2595 2600 2606 rBV2 350 443 0.04% 0.005%
70 9.819 2633 2637 2641 rBvV2 182 197 0.02% 0.002%
71 10.102 2721 2725 2728 rBV 434 378 0.04% 0.004%
72 10.134 2732 2735 2737 rW2 432 261 0.03% 0.003%
73 10.170 2743 2746 2752 rBV2 153 179 0.02% 0.002%
74 10.485 2841 2844 2847 rBV2 410 277 0.03% 0.003%
75 10.620 2882 2886 2891 rvB2 306 270 0.03% 0.003%

76 10.761 2916 2930 2948 rBV 408162 664108 63.87% 7.794%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72122\
Data File : VU@49839.D

Acq On : 21 Jul 2022 19:22

Operator : SY/MD

Sample : N3721-20ME

Misc : 5.39g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 25 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\SFAMULMO71122WMA.M
Title : VOC Analysis
77 10.896 2970 2972 2977 rVB2 506 406 0.04% ©.005%
78 11.006 3003 3006 3011 rBvV2 207 218 0.02% 0.003%
79 11.118 3034 3041 3051 rVB4 2366 3198 0.31% 0.038%
80 11.462 3143 3148 3149 rBv2 284 244 0.02% 0.003%
81 11.475 3149 3152 3156 rvVvB2 463 422 0.04% 0.005%
82 11.662 3207 3210 3215 rVB2 298 235 0.02% 0.003%
83 11.816 3245 3258 3279 rBV 494322 784349 75.43% 9.205%
84 12.195 3364 3376 3396 rVV 445538 714686 68.73% 8.387%
85 13.128 3664 3666 3671 rvB3 320 250 0.02% 0.003%
86 13.237 3696 3700 3706 rVB 503 418 0.04% 0.005%
87 13.407 3751 3753 3756 rvB2 392 197 0.02% 0.002%
88 13.555 3796 3799 3802 rvB2 300 177 0.02% 0.002%
89 13.726 3849 3852 3855 rBv2 251 218 0.02% 0.003%
90 13.848 3887 3890 3891 rBV2 554 263 0.03% 0.003%
91 14.205 3996 4001 4004 rBV3 718 645 ©0.06% 0.008%
92 14.520 4096 4099 4102 rVB2 431 249 0.02% 0.003%
93 14.825 4192 4194 4197 rBV 307 187 0.02% 0.002%
94 14.941 4228 4230 4231 rBV2 455 188 ©0.02% 0.002%
95 15.067 4265 4269 4271 rBV2 409 333 0.03% 0.004%
96 15.600 4433 4435 4438 rBV2 382 209 0.02% 0.002%
97 15.825 4498 4505 4512 rVB5 1650 2283 0.22% 0.027%
98 15.977 4550 4552 4558 rVB2 886 578 0.06% 0.007%
99 16.025 4563 4567 4571 rBV3 813 823 0.08% 0.010%
100 16.044 4571 4573 4576 rBV2 608 406 0.04% 0.005%
Sum of corrected areas: 8520965
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072122\

1 VU@49839.D

: 21 Jul 2022 19:22

: SY/MD

: N3721-20ME

: 5.39g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH
. 25

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU049839.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72122\
Data File : VU@49839.D

Acq On : 21 Jul 2022 19:22

Operator : SY/MD

Sample : N3721-20ME

Misc : 5.39g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@71122WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k 3k 5k 3k 5k 3k >k 3k 5k 3k 5k 3k sk 3k >k 5k >k >k %k >k 3k >k 3k >k 3k >k 3k 5k 3k %k >k % >k %k >k % >k %k *k %



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72122\
Data File : VU@49839.D

Acqg On : 21 Jul 2022 19:22

Operator : SY/MD

Sample : N3721-20ME

Misc : 5.39g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@71122WMA .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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