LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57843.D

Acqg On : 07 Feb 2024 16:23

Operator : MD/SY

Sample : P1329-09ME

Misc : 5.23g/5.eml/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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\SFAMULMO20724WMA .M
Title : VOC Analysis

Signal : TIC: VU@57843.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 118 rVB 140769 237932 15.47%  2.029%
2 1.788 136 155 156 rBV4 13136 32456 2.11% 0.277%
3 1.869 176 180 197 rVB 41446 68034  4.42% 0.580%
4 2.538 375 388 405 rBV 329191 530597 34.51% 4.524%
5 2.615 409 412 413 rBV3 831 456 0.03% 0.004%
6 2.763 455 458 459 rBV2 452 246 0.02% 0.002%
7 2.801 467 470 473 rVB 324 196 0.01% 0.002%
8 2.943 511 514 515 rBV2 394 181 ©0.01% 0.002%
9 3.026 530 540 555 rVB4 3913 8057 0.52% 0.069%
106 3.168 571 584 597 rBV3 1885 3961 0.26% 0.034%
11  3.229 601 603 606 rVB 360 198 0.01% 0.002%
12 3.264 606 614 617 rBV2 323 408 0.03% 0.003%
13 3.364 642 645 651 rVB 280 230 0.01% 0.002%
14 3.399 653 656 661 rBv2 230 188 0.01% 0.002%
15 3.975 831 835 844 rVB2 294 372 0.02% 0.003%
16 4.023 844 850 857 rBV2 161 231 0.02% 0.002%
17 4.618 1022 1035 1083 rBvV2 87105 298961 19.44%  2.549%
18 4.894 1114 1121 1122 rBV3 745 682 0.04% 0.006%
19 4.956 1137 1140 1145 rBvV3 268 187 0.01% 0.002%
20 5.049 1153 1169 1191 rBV 270917 598254 38.91% 5.101%
21 5.332 1249 1257 1260 rBV3 813 1093 0.097% 0.009%
22 5.525 1312 1317 1322 rBv2 143 191 0.01% 0.002%
23 5.711 1354 1375 1406 rBV2 584218 1537527 100.00% 13.109%
24 5.856 1418 1420 1426 rVB5 464 300 0.02% 0.003%
25 5.972 1449 1456 1470 rBV6 2047 4646 0.30% 0.040%
26 6.023 1470 1472 1474 rBV2 328 191 0.01% 0.002%
27  6.119 1497 1502 1504 rBV3 199 174 0.01% 0.001%
28 6.238 1526 1539 1566 rBV 419004 809989 52.68% 6.906%
29 6.396 1584 1588 1592 rBV4 455 414 0.03% 0.004%
30 6.521 1613 1627 1637 rVB9 3313 6901 0.45% 0.059%
31 6.563 1637 1640 1641 rBvV2 364 194 0.01% 0.002%
32 6.595 1641 1650 1651 rBVS 2743 3394 0.22% 0.029%
33 6.679 1663 1676 1699 rBV 341743 678129 44.11% 5.782%
34 7.036 1780 1787 1789 rBvV2 196 201 0.01% 0.002%
35 7.123 1811 1814 1821 rVB 273 274 0.02% 0.002%
36 7.197 1826 1837 1844 rBV9 2575 5741 0.37% 0.049%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57843.D

Acqg On : 07 Feb 2024 16:23

Operator : MD/SY

Sample : P1329-09ME

Misc : 5.23g/5.eml/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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\SFAMULMO20724WMA .M
Title : VOC Analysis
37 7.409 1899 1903 1909 rBV2 216 199 0.01% 0.002%
38 7.444 1909 1914 1918 rBV2 183 189 0.01% 0.002%
39 7.499 1924 1931 1933 rBV 237 279 0.02% 0.002%
40 7.560 1937 1950 1976 rBV 193765 366734 23.85% 3.127%
41  7.714 1994 1998 2000 rBV 378 308 0.02% 0.003%
42 7.750 2005 2009 2012 rBV2 285 254 0.02% 0.002%
43  7.782 2016 2019 2023 rVB3 383 309 0.02% 0.003%
44  7.811 2023 2028 2029 rBvV2 205 179 0.01% 0.002%
45  7.891 2036 2053 2079 rBV 701454 1251123 81.37% 10.667%
46 8.174 2129 2141 2166 rBV 119442 251790 16.38% 2.147%
47  8.338 2187 2192 2194 rBV2 315 284 0.02% 0.002%
48  8.467 2224 2232 2242 rBV2 529 810 0.05% 0.007%
49 8.643 2272 2287 2318 rBV 377248 822581 53.50% 7.014%
50  8.856 2351 2353 2357 rVB5 364 266 0.02% 0.002%
51 8.930 2373 2376 2381 rBV 348 300 0.02% 0.003%
52 9.061 2414 2417 2420 rVB3 292 183 0.01% 0.002%
53 9.197 2454 2459 2462 rBv2 188 209 0.01% 0.002%
54 9.216 2462 2465 2473 rVB2 303 338 0.02% 0.003%
55  9.270 2478 2482 2485 rBvV2 249 192 0.01% 0.002%
56 9.415 2514 2527 2563 rBV 564576 1044488 67.93% 8.906%
57 9.569 2572 2575 2581 rVB4 488 475 0.03% 0.004%
58 9.602 2581 2585 2589 rvB4 339 269 0.02% 0.002%
59 9.698 2607 2615 2625 rBV2 1329 1965 0.13% 0.017%
60 9.827 2650 2655 2659 rBV 190 175 0.01% 0.001%
61 10.100 2737 2740 2747 rVV2 477 561 0.04% 0.005%
62 10.483 2854 2859 2860 rBV2 461 382 0.02% 0.003%
63 10.553 2877 2881 2884 rVB2 428 265 0.02% 0.002%
64 10.618 2892 2901 2904 rBV4 555 689 0.04% 0.006%
65 10.756 2930 2944 2963 rBV 509714 831238 54.06% 7.087%
66 10.888 2981 2985 2987 rBV3 844 674 0.04% 0.006%
67 11.045 3030 3034 3041 rBV2 245 307 ©0.02% 0.003%
68 11.087 3045 3047 3048 rVVv2 336 178 0.01% 0.002%
69 11.113 3048 3055 3066 rVB5 1675 2692 0.18% 0.023%
70 11.370 3130 3135 3141 rBV5S 450 547 0.04% 0.005%
71 11.405 3141 3146 3148 rBV2 432 312 0.02% 0.003%
72 11.467 3159 3165 3166 rBV 451 355 0.02% 0.003%
73 11.746 3248 3252 3253 rBV 436 320 0.02% 0.003%
74 11.811 3259 3272 3297 rBV 678917 1082765 70.42% 9.232%
75 12.039 3339 3343 3346 rBV3 258 255 0.02% 0.002%

76 12.190 3376 3390 3411 rBV 735434 1220323 79.37% 10.405%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57843.D
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Operator : MD/SY
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO20724WMA .M
Title : VOC Analysis
77 12.450 3466 3471 3476 rBV2 179 224 0.01% ©0.002%
78 12.627 3523 3526 3530 rBV 294 221 0.01% 0.002%
79 12.659 3534 3536 3540 rVB 265 182 0.01% 0.002%
80 12.711 3550 3552 3557 rWw 247 195 0.01% 0.002%
81 12.769 3560 3570 3580 rVB3 1440 2287 0.15% 0.019%
82 12.830 3586 3589 3594 rBV 307 345 0.02% 0.003%
83 13.142 3684 3686 3692 rVB 289 190 0.01% 0.002%
84 13.383 3758 3761 3767 rVB2 350 220 0.01% 0.002%
85 13.659 3841 3847 3850 rBV 319 365 ©0.02% 0.003%
86 13.708 3856 3862 3863 rBV 308 258 0.02% 0.002%
87 13.785 3882 3886 3890 rBV2 270 273  0.02% 0.002%
88 13.820 3893 3897 3901 rVB 280 241 0.02% 0.002%
89 14.106 3979 3986 3987 rBV2 997 935 0.06% 0.008%
990 14.164 4001 4004 4007 rVB2 422 275 0.02% 0.002%
91 14.216 4017 4020 4026 rBV2 360 370  0.02% 0.003%
92 14.277 4034 4039 4040 rBV 254 202 0.01% 0.002%
93 14.338 4053 4058 4066 rVV3 761 978 0.06% 0.008%
94 14.431 4084 4087 4088 rBV2 307 175 ©0.01% 0.001%
95 14.492 4102 4106 4108 rBV3 258 221 0.01% 0.002%
96 14.576 4125 4132 4136 rVV3 1484 1826 0.12% 0.016%
97 15.499 4417 4419 4425 rVB4 414 344 0.02% ©0.003%
98 15.608 4451 4453 4456 rBV2 472 268 0.02% 0.002%
99 15.624 4456 4458 4462 rBV3 581 422 0.03% 0.004%
100 15.875 4533 4536 4539 rVB3 726 402 0.03% 0.003%
Sum of corrected areas: 11728367
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\

: VUe57843.D

: 07 Feb 2024 16:23

: MD/SY

: P1329-09ME

: 5.23g/5.0ml/100ulL//5.0mL/MSVOA_U/MEOH
. 18

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57843.D

Acqg On : 07 Feb 2024 16:23

Operator : MD/SY

Sample : P1329-09ME

Misc : 5.23g/5.0ml/100uL//5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA.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\VU020724\
Data File : VU@57843.D

Acqg On : 07 Feb 2024 16:23

Operator : MD/SY

Sample : P1329-09ME

Misc : 5.23g/5.0ml/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA .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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