LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112024\
Data File : VX043912.D

Acq On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 7 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_X\Method\SFAMXLM111924WMA.M
Title : VOC Analysis

Signal : TIC: VXe43912.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.258 26 28 33 rVB 10439 10788 0.99% 0.143%
2 1.368 42 46 49 rBvV 51676 66755 6.10% 0.882%
3 2.270 189 194 209 rVB 176359 300514 27.47% 3.970%
4 2.617 249 251 254 rVB2 710 560 0.05% 0.007%
5 2.727 265 269 271 rBV3 486 702 0.06% 0.009%
6 2.770 272 276 284 rVB4 2284 4668 0.43% 0.062%
7 2.849 287 289 292 rVB2 402 440 0.04% 0.006%
8 2.935 298 303 310 rBv4 2035 4374 0.40% 0.058%
9 3.056 321 323 326 rBV2 492 646 0.06% 0.009%
10 3.081 326 327 330 rVB2 533 391 0.04% 0.005%
11 3.117 330 333 334 rBV2 513 462 0.04% 0.006%
12 3.136 334 336 338 rVvv3 446 437 0.04% 0.006%
13 3.258 353 356 357 rBV 432 450 0.04% 0.006%
14 3.404 374 380 383 rBv4 999 1737 0.16% 0.023%
15 3.459 388 389 391 rvv2 395 378 0.03% 0.005%
16 3.489 393 394 396 rBvV 690 391 0.04% 0.005%
17 3.599 406 412 413 rBV3 402 734 0.07% 0.010%
18 3.697 426 428 431 rVWv2 470 459 0.04% 0.006%
19 3.739 431 435 436 rW 416 476 0.04% 0.006%
20 3.758 436 438 442 rVW2 474 545 0.05% 0.007%
21 3.849 451 453 456 rVV 639 567 0.05% 0.007%
22 3.898 459 461 463 rVB2 476 370 0.03% 0.005%
23 4.032 480 483 487 rVB2 534 658 0.06% 0.009%
24 4.111 494 496 499 rVB2 336 383 0.04% 0.005%
25 4.148 499 502 505 rBV 479 633 0.06% 0.008%
26 4.221 510 514 519 rVB2 463 634 0.06% 0.008%
27 4.257 519 520 524 rBV3 509 500 0.05% 0.007%
28 4.294 524 526 529 rVB2 624 498 0.05% 0.007%
29 4.404 541 544 546 rVB2 451 446 0.04% 0.006%
30 4.489 548 558 575 rBV 49168 195918 17.91% 2.588%
31 5.044 636 649 665 rBV 128599 420188 38.41% 5.550%
32 5.379 699 704 706 rBV4 643 1144 0.10% 0.015%
33 5.532 726 729 731 rBV2 459 555 0.05% 0.007%
34 5.952 787 798 828 rBV2 371201 1093995 100.00% 14.451%
35 6.355 861 864 865 rBV2 1500 1512 0.14% 0.020%
36 6.568 896 899 901 rBV2 534 736 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112024\
Data File : VX043912.D

Acq On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 7 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_X\Method\SFAMXLM111924WMA.M
Title : VOC Analysis
37 6.751 920 929 943 rBV 258040 624445 57.08% 8.249%
38 7.123 982 990 998 rBV8 4778 14899 1.36% 0.197%
39 7.214 998 1005 1006 rBV4 3387 5796 ©.53% 0.077%
40 7.300 1011 1019 1039 rVB 214037 488175 44.62% 6.449%
41 7.470 1045 1047 1053 rVB5 731 1011 0.09% 0.013%
42 7.611 1068 1070 1072 rVB2 531 534 0.05% 0.007%
43 7.720 1086 1088 1090 rBV3 357 447 0.04% 0.006%
44 7.818 1102 1104 1106 rBV 528 467 0.04% 0.006%
45 7.921 1117 1121 1124 rBvV2 438 868 0.08% 0.011%
46 7.964 1126 1128 1134 rVB4 1165 1601 0.15% 0.021%
47  8.086 1146 1148 1151 rVv2 513 458 0.04% 0.006%
48 8.129 1153 1155 1158 rBV2 277 373 0.03% 0.005%
49  8.245 1171 1174 1181 rBV5 944 1924 ©0.18% ©.025%
50 8.318 1181 1186 1200 rBV 125280 224750 20.54%  2.969%
51 8.641 1233 1239 1253 rBV 519478 847169 77.44% 11.191%
52 8.872 1275 1277 1280 rVB4 653 630 0.06% ©.008%
53 8.897 1280 1281 1284 rBV3 561 496 0.05% ©0.007%
54 8.946 1284 1289 1299 rBV 92148 148438 13.57% 1.961%
55 9.275 1340 1343 1344 rBV2 883 983 0.09% 0.013%
56 9.391 1357 1362 1384 rBV 197923 420374 38.43% 5.553%
57 9.708 1413 1414 1417 rVB3 721 466 0.04% 0.006%
58 9.897 1443 1445 1449 rBV3 592 732 0.07% 0.010%
59 10.049 1465 1470 1485 rBV 506922 727887 66.53% 9.615%
60 10.250 1499 1503 1504 rBV2 567 587 0.05% 0.008%
61 10.366 1521 1522 1524 rBvV2 793 508 0.05% 0.007%
62 10.494 1541 1543 1546 rBv2 286 409 0.04% 0.005%
63 10.768 1586 1588 1591 rBV3 447 487 0.04% 0.006%
64 10.842 1598 1600 1604 rvV 413 401 0.04% 0.005%
65 10.921 1610 1613 1614 rBv2 531 572 0.05% 0.008%
66 11.085 1636 1640 1645 rVB2 504 858 0.08% 0.011%
67 11.189 1652 1657 1669 rvVv 365168 498188 45.54% 6.581%
68 11.421 1691 1695 1697 rBV 468 751 0.07% 0.010%
69 11.476 1702 1704 1707 rVB3 996 892 0.08% 0.012%
70 11.713 1741 1743 1746 rVB4 1126 983 0.09% 0.013%
71 11.969 1783 1785 1787 rBvV2 677 529 0.05% 0.007%
72 12.024 1788 1794 1805 rVV 504092 669565 61.20%  8.845%
73 12.317 1837 1842 1852 rVWV 569917 746935 68.28% 9.867%
74 12.640 1893 1895 1899 rBvV3 574 766 0.07% 0.010%
75 12.762 1912 1915 1922 rVB2 1913 2200 0.20% 0.029%
76 12.860 1928 1931 1934 rVB3 589 657 0.06% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112024\
Data File : VX043912.D

Acq On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 7 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_X\Method\SFAMXLM111924WMA.M
Title : VOC Analysis
77 12.896 1934 1937 1939 rBV3 351 410 0.04% 0.005%
78 12.951 1944 1946 1949 rBV3 626 492 0.04% 0.006%
79 13.122 1972 1974 1977 rBV3 574 702 0.06% 0.009%
80 13.262 1996 1997 1999 rvv2 615 568 0.05% 0.008%
81 13.359 2010 2013 2016 rBV 566 767 0.07% 0.010%
82 13.427 2021 2024 2028 rBV2 483 718 0.97% 0.009%
83 13.512 2036 2038 2041 rVB3 456 378 0.03% 0.005%
84 13.628 2056 2057 2060 rBV2 473 457 0.04% 0.006%
85 13.707 2069 2070 2075 rVB 583 460 0.04% 0.006%
86 13.853 2090 2094 2096 rVB2 513 559 0.05% 0.007%
87 13.933 2103 2107 2108 rVV2 624 669 0.06% 0.009%
88 14.042 2121 2125 2127 rVB2 933 1005 0.09% 0.013%
89 14.128 2135 2139 2145 rVV3 1594 2547 0.23% 0.034%
90 14.402 2183 2184 2186 rBV2 557 460 0.04% 0.006%
91 14.530 2203 2205 2209 rBV 587 814 0.07% 0.011%
92 14.634 2220 2222 2224 rVB2 679 409 0.04% 0.005%
93 15.048 2286 2290 2292 rBV 582 515 0.05% 0.007%
94 15.121 2301 2302 2303 rBV 675 402 0.04% 0.005%
95 15.207 2314 2316 2320 rVB 708 526 0.05% 0.007%
96 15.274 2325 2327 2330 rBvV3 679 854 0.08% 0.011%
97 15.396 2343 2347 2353 rBV6 1086 1941 0.18% 0.026%
98 15.999 2445 2446 2448 rBV2 724 506 0.05% 0.007%
99 16.286 2491 2493 2494 rBV 597 396 0.04% 0.005%
100 16.719 2562 2564 2567 rBV2 726 916 0.08% 0.012%
Sum of corrected areas: 7570326
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX112024\
Data File : VX043912.D

Acqg On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111924WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX043912.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX112024\
Data File : VX043912.D

Acqg On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111924WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112024\
Data File : VX043912.D

Acq On : 20 Nov 2024 13:18

Operator : JC/MD

Sample : P4872-16ME

Misc : 6.41g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111924WMA.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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