LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49713.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.481 38 44 49 rBV3 2670 3224 0.22% 0.030%
2 1.514 49 54 56 rBv2 1994 1900 0.13% 0.017%
3 1.594 71 79 85 rBV 78693 104990 7.17% 0.965%
4 1.874 124 166 176 rBV2 75086 231925 15.84% 2.132%
5 2.266 286 288 292 rBV4 817 594 0.04% 0.005%
6 2.520 355 367 388 rVB 240838 395680 27.03% 3.637%
7 2.645 399 406 419 rVB5 1916 3432 0.23% 0.032%
8 2.745 433 437 440 rBV3 446 387 0.03% 0.004%
9 2.787 447 450 454 rBV 163 158 0.01% 0.001%
10 2.874 474 477 479 rBV 225 180 0.01% 0.002%
11 2.903 483 486 491 rBvV3 221 217 0.01% 0.002%
12 3.025 517 524 537 rVB4 2552 5045 0.34% 0.046%
13  3.173 556 570 593 rVB2 25243 58265 3.98% 0.535%
14 3.256 593 596 601 rBV 321 346 0.02% ©0.003%
15 3.317 612 615 617 rBvV3 396 232 0.02% 0.002%
16 3.340 617 622 627 rVB3 477 456 0.03% 0.004%
17 3.571 692 694 698 rVB 235 184 0.01% 0.002%
18 3.700 730 734 737 rBv2 217 191 0.01% 0.002%
19 3.938 805 808 811 rVB 233 187 0.01% 0.002%
20 4.005 825 829 832 rBV2 194 188 0.01% ©0.002%
21 4.047 838 842 846 rVB2 279 201 0.01% 0.002%
22 4.141 866 871 874 rBV2 192 178 0.01% 0.002%
23 4.362 935 940 943 rVB2 205 168 0.01% 0.002%
24  4.385 943 947 952 rBV2 179 197 0.01% 0.002%
25 4.636 1011 1025 1067 rBvV2 132668 454521 31.05% 4.177%
26 4.880 1099 1101 1104 rVB2 477 234 0.02% 0.002%
27 4.906 1105 1109 1112 rBV2 363 308 0.02% 0.003%
28 4.993 1132 1136 1140 rBV3 220 248 0.02% 0.002%
29 5.060 1140 1157 1185 rVB 247818 578873 39.54% 5.320%
30 5.185 1193 1196 1200 rVB 573 400 0.03% 0.004%
31 5.211 1200 1204 1205 rBvV2 322 192 0.01% 0.002%
32 5.292 1220 1229 1237 rBvV3 804 1524 0.10% 0.014%
33 5.417 1266 1268 1274 rVB2 370 296 0.02% 0.003%
34 5.452 1274 1279 1284 rBV2 303 459 0.03% 0.004%
35 5.533 1299 1304 1307 rVB2 156 156 ©0.01% ©0.001%

36 5.713 1340 1360 1386 rBV2 569176 1463907 100.00% 13.454%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 5.845 1399 1401 1406 rVB 307 251 0.02% 0.002%
38 5.976 1431 1442 1455 rBvV3 8406 19996 1.37% 0.184%
39 6.089 1472 1477 1481 rBV2 187 200 0.01% 0.002%
40 6.111 1481 1484 1489 rVB2 326 326 0.02% 0.003%
41  6.137 1489 1492 1496 rBV 168 158 ©0.01% 0.001%
42 6.243 1511 1525 1549 rBV 328449 647246 44.21% 5.949%
43  6.333 1550 1553 1557 rVB3 307 258 0.02% 0.002%
44  6.394 1568 1572 1574 rBV2 233 165 ©0.01% 0.002%
45 6.523 1603 1612 1624 rVvV5 5763 10838 0.74% 0.100%
46  6.597 1624 1635 1648 rVV2 4164 8966 0.61% 0.082%
47 6.687 1648 1663 1690 rVB 334038 691119 47.21% 6.352%
48 6.803 1694 1699 1704 rBv4 535 605 0.04% 0.006%
49 6.973 1749 1752 1756 rVB2 315 306 0.02% 0.003%
50 6.999 1756 1760 1764 rBV2 188 204 0.01% 0.002%
51 7.195 1811 1821 1822 rBV4 2360 3461 0.24% 0.032%
52 7.314 1852 1858 1864 rVB3 671 840 0.06% 0.008%
53 7.565 1923 1936 1956 rBV 165989 319317 21.81%  2.935%
54 7.690 1970 1975 1978 rBV2 960 967 0.07% 0.009%
55 7.787 2001 2005 2006 rBV 346 261 0.02% 0.002%
56 7.896 2025 2039 2058 rBV 606785 1090394 74.49% 10.021%
57 7.986 2061 2067 2069 rBV5 3257 3532 0.24% 0.032%
58 8.179 2113 2127 2147 rBV 106851 214980 14.69% 1.976%
59 8.295 2157 2163 2166 rBV2 326 412 0.03% 0.004%
60 8.353 2177 2181 2187 rVB3 788 834 0.06% ©0.008%
61 8.410 2194 2199 2205 rBV2 283 368 0.03% 0.003%
62 8.552 2240 2243 2249 rBV2 210 203 0.01% 0.002%
63 8.655 2256 2275 2311 rBV 409035 1026846 70.14% 9.437%
64 8.799 2313 2320 2333 rVB4 2980 5616 ©.38% 0.052%
65 8.983 2375 2377 2380 rBV2 245 183 0.01% 0.002%
66 9.160 2428 2432 2435 rBvV 279 271 0.02% 0.002%
67 9.176 2435 2437 2442 rVB 434 296 0.02% 0.003%
68 9.420 2499 2513 2536 rBV 428196 809293 55.28%  7.438%
69 9.571 2556 2560 2561 rBV 313 217 0.01% 0.002%
70 9.700 2595 2600 2605 rBV2 432 562 0.04% 0.005%
71 9.748 2611 2615 2616 rBV 243 166 ©0.01% 0.002%
72 10.015 2691 2698 2702 rBV2 302 382 0.03% 0.004%
73 10.102 2722 2725 2731 rVB2 523 390 0.03% 0.004%
74 10.227 2758 2764 2770 rVB2 300 471 0.03% 0.004%
75 10.288 2779 2783 2791 rVB2 322 422 0.03% 0.004%
76 10.574 2870 2872 2877 rVV2 233 160 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

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\SFAMULMO71122WMA.M
Title : VOC Analysis
77 10.600 2877 2880 2882 rVB 312 178 0.01% 0.002%
78 10.642 2888 2893 2901 rVB5 919 1235 0.08% 0.011%
79 10.706 2909 2913 2916 rBV2 366 364 0.02% 0.003%
80 10.764 2917 2931 2950 rVV 523679 868830 59.35% 7.985%
81 10.944 2984 2987 2992 rVB2 273 233 0.02% 0.002%
82 11.050 3017 3020 3024 rVB 333 208 0.01% 0.002%
83 11.092 3030 3033 3035 rBV2 302 180 0.01% 0.002%
84 11.118 3035 3041 3047 rVB3 1699 1964 0.13% 0.018%
85 11.449 3141 3144 3147 rVB2 468 354 0.02% ©0.003%
86 11.471 3147 3151 3153 rBV2 458 431 0.03% 0.004%
87 11.542 3170 3173 3176 rBV2 344 298 0.02% 0.003%
88 11.754 3235 3239 3244 rBV3 443 434 0.03% 0.004%
89 11.815 3244 3258 3277 rBV 490522 789991 53.96% 7.261%
90 12.195 3363 3376 3394 rBV 636195 1041864 71.17% 9.575%
91 12.420 3443 3446 3450 rBV2 295 204 0.01% 0.002%
92 12.735 3542 3544 3548 rBV 240 193 0.01% 0.002%
93 12.922 3599 3602 3603 rBV 276 168 ©0.01% 0.002%
94 13.323 3724 3727 3730 rVB 338 210 0.01% 0.002%
95 13.651 3826 3829 3833 rVB 463 280 0.02% 0.003%
96 14.365 4049 4051 4054 rVB2 449 237 0.02% 0.002%
97 14.384 4054 4057 4060 rBV2 406 365 0.02% 0.003%
98 14.523 4098 4100 4108 rBV2 302 473 0.03% 0.004%
99 15.397 4369 4372 4375 rBV 497 384 0.03% 0.004%
100 15.780 4488 4491 4494 rBV2 569 381 0.03% 0.004%
Sum of corrected areas: 10880584
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

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

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

Abundance TIC: VU049713.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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 ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71422\
Data File : VU@49713.D

Acqg On : 14 Jul 2022 12:43

Operator : SY/MD

Sample : N3676-10ME

Misc : 6.44g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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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