LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.em1l/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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@57845.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 95 119 rVB 80869 144818 15.80% 1.944%
2 1.805 138 160 161 rBVS 13892 39908 4.35% 0.536%
3 2.493 372 374 376 rBV3 489 289 0.03% 0.004%
4 2.534 376 387 403 rVB 194579 311460 33.98% 4.180%
5 2.695 435 437 441 rVB2 575 395 0.04% 0.005%
6 2.753 451 455 463 rBV 529 846 0.09% 0.011%
7 2.949 512 516 517 rBV2 718 501 ©0.05% 0.007%
8 3.026 530 540 549 rBV3 3215 5815 0.63% 0.078%
9 3.165 573 583 596 rBv2 1818 4094 0.45% 0.055%
10 3.287 612 621 624 rBvV2 249 285 0.03% 0.004%
11 3.329 629 634 637 rVWw3 630 676 0.07% ©0.009%
12 3.370 644 647 651 rVB3 340 297 0.03% 0.004%
13 3.505 685 689 692 rBV 325 257 0.03% 0.003%
14 3.663 733 738 741 rBV2 691 555 0.06% 0.007%
15 3.730 756 759 765 rVB2 292 245 0.03% 0.003%
16 3.766 765 770 774 rBV2 188 218 0.02% ©0.003%
17 3.843 789 794 800 rBV3 271 401 0.04% 0.005%
18 3.920 814 818 822 rVB2 271 262 0.03% 0.004%
19 4.624 1027 1037 1076 rBv2 48603 179098 19.54% 2.404%
20 5.049 1151 1169 1194 rBV 160634 355066 38.73% 4.765%
21 5.181 1207 1210 1212 rVB 412 240 0.03% 0.003%
22 5.206 1212 1218 1220 rBvV3 718 805 0.09% 0.011%
23 5.367 1265 1268 1277 rVB5 1145 1392 0.15% 0.019%
24 5.515 1306 1314 1324 rVB3 593 997 0.10% 0.012%
25 5.563 1324 1329 1332 rBV2 193 229 0.02% 0.003%
26 5.708 1355 1374 1409 rBV2 346604 916713 100.00% 12.303%
27 5.978 1449 1458 1466 rBV6 1966 4019 0.44% 0.054%
28 6.113 1492 1500 1502 rBV2 371 299 0.03% 0.004%
29 6.238 1520 1539 1566 rBV 316586 608084 66.33% 8.161%
30 6.528 1619 1629 1637 rBVi1e 2575 5168 ©.56% 0.069%
31 6.595 1641 1650 1663 rBV3 2738 5666 0.62% 0.076%
32 6.679 1663 1676 1697 rBV 203517 400747 43.72% 5.378%
33 6.791 1708 1711 1716 rVB3 618 650 0.07% 0.009%
34 7.042 1785 1789 1793 rBvV2 240 244 0.03% 0.003%
35 7.103 1806 1808 1814 rvVvB2 340 262 0.03% 0.004%
36 7.200 1824 1838 1841 rBV6 2701 4555 0.50% 0.061%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.em1l/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 7.293 1864 1867 1871 rVB2 261 220 0.02% ©0.003%
38 7.560 1937 1950 1970 rBV 111359 212375 23.17% 2.850%
39 7.785 2015 2020 2024 rBV4 586 658 0.07% 0.009%
40 7.891 2039 2053 2071 rBV 408737 732312 79.88% 9.828%
41  8.177 2130 2142 2163 rBV 69562 146274 15.96%  1.963%
42 8.341 2191 2193 2198 rVvVvV2 309 328 0.04% 0.004%
43 8.402 2206 2212 2218 rVB2 429 401 0.04% 0.005%
44  8.463 2218 2231 2236 rBV3 652 1207 0.13% 0.016%
45  8.550 2254 2258 2262 rVB2 831 590 0.06% 0.008%
46 8.643 2271 2287 2320 rBV 231993 500695 54.62% 6.720%
47  8.869 2354 2357 2362 rVB3 276 257 0.03% 0.003%
48  8.930 2374 2376 2378 rVB 627 265 0.03% 0.004%
49 8.971 2384 2389 2393 rBV2 328 281 0.03% 0.004%
50 9.293 2483 2489 2491 rBV 188 214 0.02% 0.003%
51 9.415 2513 2527 2556 rBV 418248 781708 85.27% 10.491%
52 9.566 2566 2574 2576 rBV4 1193 1269 0.14% 0.017%
53 9.695 2600 2614 2623 rBV4 1561 2997 0.33% 0.040%
54 10.103 2735 2741 2747 rBV2 1056 1543 0.17% 0.021%
55 10.190 2761 2768 2772 rVB 230 254 0.03% 0.003%
56 10.486 2853 2860 2870 rvv3 1048 1501 0.16% 0.020%
57 10.557 2876 2882 2884 rvB3 375 318 ©0.03% 0.004%
58 10.592 2889 2893 2895 rBvV2 260 216 0.02% 0.003%
59 10.618 2895 2901 2905 rBv4 616 722 0.08% 0.010%
60 10.647 2907 2910 2917 rVB3 961 1093 0.12% 0.015%
61 10.701 2921 2927 2932 rBV2 298 395 0.04% 0.005%
62 10.756 2932 2944 2962 rBV 307153 500159 54.56% 6.712%
63 10.888 2978 2985 2995 rBV2 893 1343 0.15% ©0.018%
64 11.113 3039 3055 3067 rVB6 3244 5957 ©.65% ©0.080%
65 11.212 3082 3086 3088 rBV2 262 234 0.03% 0.003%
66 11.309 3113 3116 3120 rBV2 632 440 0.05% 0.006%
67 11.367 3129 3134 3140 rBV2 524 619 0.07% 0.008%
68 11.402 3142 3145 3146 rBV 387 229 0.02% 0.003%
69 11.473 3161 3167 3173 rBV3 1266 1751 0.19% 0.023%
70 11.749 3245 3253 3260 rBv4 1808 2010 0.22% 0.027%

71 11.811 3260 3272 3300 rBV 502247 809247 88.28% 10.861%

72 12.190 3378 3390 3420 rBV 436801 724481 79.03% 9.723%
73 12.325 3428 3432 3439 rBV4 1387 1420 0.15% 0.019%
74 12.376 3445 3448 3450 rBV2 516 337 0.04% 0.005%
75 12.505 3482 3488 3490 rBV2 316 332 0.04% 0.004%
76 12.531 3493 3496 3503 rVB3 537 509 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.em1l/100uL//5.0mL/MSVOA_U/MEOH
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Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO20724WMA .M
Title : VOC Analysis
77 12.618 3517 3523 3525 rBV2 225 231 0.03% 0.003%
78 12.762 3561 3568 3570 rBV2 979 1069 0.12% 0.014%
79 13.003 3640 3643 3647 rVB4 334 286 0.03% 0.004%
80 13.052 3653 3658 3663 rBV3 396 383 0.04% 0.005%
81 13.235 3709 3715 3723 rVB3 667 800 0.09% 0.011%
82 13.431 3768 3776 3783 rVV4 2495 3702 0.40% 0.050%
83 13.460 3783 3785 3789 rVB2 503 402 0.04%  0.005%
84 13.540 3806 3810 3813 rBV 289 253 0.03% 0.003%
85 13.585 3817 3824 3831 rVV3 1082 1461 0.16% 0.020%
86 13.849 3903 3906 3913 rVB3 739 769 0.08% 0.010%
87 14.042 3963 3966 3968 rBV 566 416 ©.05% 0.006%
88 14.164 4001 4004 4005 rBV 379 220 0.02% 0.003%
89 14.180 4005 4009 4010 rBV2 706 588 0.06% 0.008%
90 14.315 4048 4051 4054 rBV3 381 291 0.03% 0.004%
91 14.331 4054 4056 4057 rBV 547 249 0.03% 0.003%
92 14.386 4067 4073 4076 rBV2 365 363 0.04% 0.005%
93 14.450 4086 4093 4098 rvv4 2265 3008 0.33% 0.040%
94 14.511 4110 4112 4118 rVB2 349 294 0.03% 0.004%
95 14.569 4123 4130 4139 rBV5 1166 2001 0.22% 0.027%
96 14.775 4192 4194 4197 rVB2 509 251 0.03% 0.003%
97 14.794 4197 4200 4204 rBV2 355 295 0.03% 0.004%
98 15.203 4325 4327 4330 rBV4 704 558 0.06% 0.007%
99 15.547 4431 4434 4440 rBV2 397 382 0.04% 0.005%
100 15.968 4563 4565 4567 rBV3 612 327 0.04% 0.004%
Sum of corrected areas: 7451226
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.0ml/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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
Abundance :
s TIC: VU057845.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.0ml/100uL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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@57845.D

Acqg On : 07 Feb 2024 17:11

Operator : MD/SY

Sample : P1329-19ME

Misc : 4.51g/5.0ml/100uUL//5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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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