LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\
Data File : VX044761.D

Acq On : 29 Jan 2025 11:48

Operator : JC/MD

Sample : Q1190-14ME

Misc : 10.49g/10mL/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\SFAMXLM@12825WMA.M
Title : VOC Analysis

Signal : TIC: VXe44761.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 22 28 32 rBv2 9165 18852 1.66% 0.239%
2 1.367 43 46 49 rBvV 76939 83236 7.34% 1.056%
3 1.648 89 92 96 rBV 12201 16590 1.46% 0.210%
4 2.282 190 196 213 rBV 220509 372019 32.81% 4.720%
5 2.721 263 268 275 rBV3 2366 5030 0.44% 0.064%
6 2.940 299 304 311 rBV2 3062 7449 0.66% 0.095%
7 3.081 325 327 331 rVB2 782 844 0.07% 0.011%
8 3.129 334 335 338 rVB2 529 429 0.04% 0.005%
9 3.209 346 348 354 rVB4 551 811 0.07% 0.010%
10 3.318 364 366 369 rBV3 474 572 0.05% 0.007%
11 3.550 402 404 405 rBvV2 277 219 0.02% 0.003%
12 3.599 410 412 414 rBV 497 382 0.03% 0.005%
13 3.641 418 419 421 rBV2 495 338 0.03% 0.004%
14 3.678 423 425 426 rBV 305 202 0.02% 0.003%
15 3.751 436 437 440 rBV2 290 265 0.02% 0.003%
16 3.898 459 461 466 rVB2 614 770 0.07% 0.010%
17 3.952 466 470 471 rBV2 457 647 0.06% 0.008%
18 4.129 497 499 501 rVB 381 232 0.02% 0.003%
19 4.147 501 502 505 rBvV2 221 202 0.02% 0.003%
20 4.196 508 510 511 rBvV 308 331 0.03% 0.004%
21 4.483 547 557 583 rBV3 46167 196934 17.37% 2.499%
22 4.891 622 624 626 rVB 433 347 0.03% 0.004%
23 4.910 626 627 629 rBv2 383 346 0.03% 0.004%
24 5.056 639 651 668 rvv 133506 428481 37.79% 5.436%
25 5.330 694 696 697 rBVv 476 252 0.02% 0.003%
26 5.391 705 706 709 rBv3 635 535 0.05% 0.007%
27 5.550 727 732 735 rBv4 985 1874 0.17% 0.024%
28 5.958 788 799 825 rBv2 393727 1133851 100.00% 14.386%
29 6.202 838 839 841 rBv2 455 208 0.02% 0.003%
30 6.306 854 856 858 rBV2 381 280 0.02% 0.004%
31 6.476 882 884 887 rVB2 542 379 0.03% 0.005%
32 6.592 902 903 906 rvv2 666 561 0.05% 0.007%
33 6.757 920 930 957 rVWV 235301 597712 52.72% 7.584%
34 7.019 971 973 975 rBv2 424 280 0.02% 0.004%
35 7.196 1001 1002 1003 rBV 521 277 0.02% 0.004%

36 7.305 1012 1020 1041 rVB 226796 520629 45.92% 6.606%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\
Data File : VX044761.D

Acq On : 29 Jan 2025 11:48

Operator : JC/MD

Sample : Q1190-14ME

Misc : 10.49g/10mL/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
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.M
Title : VOC Analysis
37 7.641 1073 1075 1077 rVB2 368 237 0.02% 0.003%
38 7.708 1084 1086 1087 rVB2 339 206 0.02% 0.003%
39 7.750 1090 1093 1094 rBV2 524 485 0.04% 0.006%
40 7.909 1117 1119 1120 rVB 379 220 0.02% 0.003%
41 7.958 1120 1127 1129 rBV4 709 1633 0.14% 0.021%
42 8.256 1174 1176 1179 rBV3 551 709 0.06% 0.009%
43 8.324 1181 1187 1201 rBV 162584 280771 24.76% 3.562%
44 8.598 1227 1232 1233 rBV3 2391 3501 0.31% 0.0447%
45 8.647 1234 1240 1255 rVwV 536799 910270 80.28% 11.549%
46  8.951 1285 1290 1302 rVB 106438 176301 15.55% 2.237%
47 9.092 1311 1313 1320 rVB4 1451 1745 0.15% ©0.022%
48 9.220 1332 1334 1337 rBV3 713 756  0.07% ©0.010%
49  9.269 1339 1342 1348 rVB5 1764 2972 ©0.26% ©.038%
50  9.348 1352 1355 1356 rBv2 491 379 0.03% 0.005%
51 9.390 1356 1362 1385 rBV 200724 391414 34.52%  4.966%
52 9.610 1394 1398 1402 rBV2 3139 4408 0.39% 0.056%
53 9.707 1411 1414 1419 rVB4 1635 2429 0.21% ©.031%
54  9.823 1427 1433 1436 rBV5 834 1621 ©0.14% ©0.021%
55 9.994 1457 1461 1462 rBV2 778 1031 0.09% 0.013%
56 10.055 1465 1471 1489 rVV 443265 691869 61.02% 8.778%
57 10.305 1504 1512 1517 rVV9 3579 8867 0.78% 0.113%
58 10.354 1518 1520 1527 rVB5 1735 3086 0.27% 0.039%
59 10.445 1532 1535 1539 rVB4 824 793 0.07% 0.010%
60 10.494 1542 1543 1545 rBV 322 242 0.02% 0.003%
61 10.591 1547 1559 1564 rBV5 2646 7262 0.64% 0.092%
62 10.646 1566 1568 1571 rBV4 1359 1580 0.14% 0.020%
63 10.780 1587 1590 1594 rVB4 2408 3237 0.29% 0.041%
64 10.854 1594 1602 1606 rBV6 2534 5540 0.49% 0.070%
65 10.939 1613 1616 1618 rBv2 613 559 0.05% 0.007%
66 11.152 1650 1651 1652 rBV 732 473 0.04% 0.006%
67 11.189 1652 1657 1666 rvV 376677 509663 44.95% 6.466%
68 11.384 1685 1689 1693 rvVB6 1936 2426 0.21% 0.031%
69 11.475 1701 1704 1708 rVB4 3925 4815 0.42% 0.061%
70 11.591 1720 1723 1726 rBV4 449 669 0.06% 0.008%
71 11.713 1740 1743 1746 rVB2 4673 4983 0.44% 0.063%
72 11.744 1746 1748 1752 rBV4 1666 2418 0.21% 0.031%
73 11.841 1759 1764 1766 rBV4 1284 2195 0.19% 0.028%
74 11.884 1769 1771 1775 rVVv3 1896 2247 0.20% 0.029%
75 11.933 1777 1779 1783 rVVv3 1611 2319 0.20% 0.029%
76 12.018 1788 1793 1804 rBV 466664 619545 54.64% 7.861%
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Title : VOC Analysis
77 12.317 1837 1842 1852 rBV 558565 712117 62.81% 9.035%
78 12.426 1856 1860 1863 rVB2 5632 7254 0.64% 0.092%
79 12.683 1899 1902 1905 rVB3 1965 2127 0.19% 0.027%
890 12.762 1912 1915 1919 rVB2 2953 4109 0.36% 0.052%
81 12.817 1919 1924 1929 rBV8 1837 2884 0.25% 0.037%
82 12.884 1931 1935 1942 rvVv8 2392 6050 0.53% 0.077%
83 12.939 1942 1944 1947 rVV2 1016 1113 0.10% 0.014%
84 12.975 1947 1950 1957 rVvV3 3156 3943 0.35% 0.050%
85 13.042 1958 1961 1964 rVvV2 1427 1615 0.14% 0.020%
86 13.079 1964 1967 1970 rVB4 1183 1586 0.14% 0.020%
87 13.268 1994 1998 2000 rBV2 7949 8246 0.73% 0.105%
88 13.347 2008 2011 2013 rBV3 1300 1552 0.14% 0.020%
89 13.384 2014 2017 2025 rVV3 5580 7644 0.67% ©0.097%
90 13.579 2047 2049 2051 rBV2 610 418 0.04% 0.005%
91 13.597 2051 2052 2054 rBV2 566 455 0.04% 0.006%
92 13.841 2088 2092 2098 rVB3 6548 8089 0.71% 0.103%
93 13.963 2110 2112 2114 rBV2 649 712 0.06% 0.009%
94 14.036 2120 2124 2128 rBV 7643 9874 ©.87% ©.125%
95 14.127 2135 2139 2143 rVB2 9207 12588 1.11% 0.160%
96 14.609 2215 2218 2221 rBV3 2035 2407 0.21% 0.031%
97 14.755 2239 2242 2245 rBV3 4288 4900 0.43% 0.062%
98 15.389 2341 2346 2354 rBV 18741 31323 2.76% ©.397%
99 15.487 2360 2362 2365 rvVB2 2037 1943 0.17% 0.025%
100 16.084 2458 2460 2461 rBV 575 524 0.05% 0.007%
Sum of corrected areas: 7881715
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\

1 VXe44761.D

: 29 Jan 2025 11:48

: JC/MD

: Q1190-14ME

: 10.49g/10mL/100uL/5.00mL/MSVOA_X/MEOH
7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX044761.D\data.ms
500000
400000 5.958
300000
2.282
200000
5.056
100000 1.367
4.483
1.95 1.648
o 2.721 2.9 &2 B18 3 FHOPTEHEI.BIS NAAD6 4 5.3395.550 6.203
T T T e T T e T e e e T T e T T T e e e T e e e e
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX044761.D\data.ms
8.647
500000
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400000 11.189
300000
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100000
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Abundance TIC: VX044761.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012925\
Data File : VX044761.D

Acqg On : 29 Jan 2025 11:48

Operator : JC/MD

Sample : Q1190-14ME

Misc : 10.49g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .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\VX012925\
Data File : VX044761.D

Acq On : 29 Jan 2025 11:48

Operator : JC/MD

Sample : Q1190-14ME

Misc : 10.49g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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|

SFAMXLM@12825WMA.M Thu Jan 30 15:11:56 2025 5



