LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081221\
Data File : VX023663.D

Acqg On : 12 Aug 2021 10:22

Operator : JC/MD

Sample : VXe812MBLO1

Misc : 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  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\SFAMXLMO81121WMA.M
Title : VOC Analysis

Signal : TIC: VX@23663.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 43 46 55 rVB 125155 128827 11.12%  1.459%
2 1.666 91 95 107 rVB 97319 127644 11.02% 1.446%
3 2.307 194 200 212 rVB 231176 381033 32.90% 4.315%
4 2.496 229 231 232 rBV 373 297 0.03% 0.003%
5 2.520 232 235 237 rwv2 1101 1321  0.11% 0.015%
6 2.544 237 239 245 rVB2 832 1230 0.11% 0.014%
7 2.794 275 280 285 rVB4 3018 5143 0.44% 0.058%
8 2.953 301 306 308 rBvV3 721 1254 0.11% 0.014%
9 3.105 325 331 333 rBv3 1755 3156 0.27% 0.036%
10 3.532 397 401 404 rVB2 249 348 0.03% 0.004%
11  3.617 411 415 422 rVW3 916 1648 0.14% 0.019%
12 4.465 544 554 569 rBV 103843 291484 25.17% 3.301%
13  4.898 623 625 627 rBv2 350 297 0.03% 0.003%
14 4.916 627 628 631 rVB2 595 358 0.03% 0.004%
15 5.068 639 653 669 rBV 145975 457329 39.49% 5.179%
16 5.233 678 680 682 rVB2 363 262 0.02% 0.003%
17 5.269 682 686 688 rBV 358 455 0.04% 0.005%
18 5.483 714 721 728 rVB6 1277 4079 ©0.35% 0.046%
19 5.556 728 733 741 rBV4 1029 3152 0.27% 0.036%
20 5.678 750 753 760 rVB5 862 2008 0.17% 0.023%
21 5.855 779 782 785 rBV3 293 371 0.03% 0.004%
22 5.977 789 802 819 rBV2 391510 1158227 100.00% 13.117%
23  6.464 879 882 887 rBV 332 526 ©0.05% 0.006%
24  6.574 899 900 904 rBV3 206 298 0.03% 0.003%
25 6.678 914 917 920 rVB2 312 380 0.03% 0.004%
26 6.769 920 932 944 rBV 328170 766236 66.16% 8.677%
27 6.952 960 962 965 rVB2 475 477 0.04%  0.005%
28 6.983 965 967 970 rBv2 231 278 0.02% 0.003%
29 7.117 982 989 997 rVVe 7331 16952 1.46% 0.192%
30 7.318 1011 1022 1031 rBV 238638 525601 45.38% 5.952%
31 7.623 1069 1072 1075 rVB2 284 318 0.03% 0.004%
32 7.678 1080 1081 1084 rBV 241 282 0.02% 0.003%
33 7.824 1099 1105 1111 rVB5 1171 2829 0.24% 0.032%
34 7.934 1117 1123 1128 rBV4 2243 4356 0.38% 0.049%
35 8.007 1131 1135 1140 rvVB2 189 403 0.03% 0.005%
36 8.043 1140 1141 1144 rBV 264 261 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081221\
Data File : VX023663.D

Acqg On : 12 Aug 2021 10:22

Operator : JC/MD

Sample : VXe812MBLO1

Misc : 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  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\SFAMXLMO81121WMA.M
Title : VOC Analysis
37 8.147 1156 1158 1161 rVB 286 296 0.03% 0.003%
38 8.330 1181 1188 1201 rBV 159186 256005 22.10% 2.899%
39 8.464 1207 1210 1216 rVB3 1753 2405 0.21% 0.027%
40  8.580 1225 1229 1234 rVB2 2985 4430 0.38% 0.050%
41  8.653 1234 1241 1248 rBV 606195 922282 79.63% 10.445%
42 8.720 1248 1252 1260 rVB 12124 18825 1.63% 0.213%
43 8.854 1273 1274 1277 rBV2 280 313 0.03% 0.004%
44  8.952 1284 1290 1299 rBV 114549 169604 14.64%  1.921%
45 9.080 1309 1311 1314 rBvV2 257 286 0.02% ©0.003%
46  9.153 1318 1323 1328 rBV5 2329 3872 0.33% 0.044%
47  9.281 1338 1344 1349 rBV6 3131 4609 0.40% 0.052%
48 9.391 1356 1362 1378 rBV 425780 625862 54.04% 7.088%
49 9.574 1391 1392 1394 rBV2 408 259 0.02% 0.003%
50 9.616 1397 1399 1403 rVB 1260 1016 0.09% 0.012%
51 9.702 1410 1413 1414 rBV2 321 290 0.03% 0.003%
52 10.055 1464 1471 1486 rVvV 657784 891873 77.00% 10.100%
53 10.195 1490 1494 1500 rVB3 4370 5887 ©.51% 0.067%
54 10.275 1505 1507 1508 rBV 322 303 0.03% 0.003%
55 10.305 1508 1512 1516 rvv3 4641 6789 0.59% 0.077%
56 10.427 1530 1532 1536 rBvV2 268 290 0.03% 0.003%
57 10.537 1547 1550 1552 rBvV2 274 278 0.02% 0.003%
58 10.647 1563 1568 1577 rBvV3 5536 9881 ©.85% ©.112%
59 10.762 1585 1587 1590 rVB2 431 377 0.03% 0.004%
60 10.799 1591 1593 1597 rVB3 868 895 0.08% 0.010%
61 10.964 1616 1620 1625 rBV2 4476 5531 0.48% 0.063%
62 11.067 1634 1637 1639 rBV 245 310 0.03% 0.004%
63 11.122 1642 1646 1650 rVB 4574 5401 0.47% 0.061%
64 11.195 1652 1658 1664 rBV 400609 504379 43.55% 5.712%
65 11.451 1696 1700 1703 rBV2 3995 5308 0.46% ©0.060%
66 11.549 1713 1716 1719 rVB2 710 874 0.08% 0.010%
67 11.591 1719 1723 1725 rVB2 328 427 0.04% 0.005%
68 11.683 1732 1738 1740 rBV3 339 581 0.05% 0.007%
69 11.750 1745 1749 1754 rVB2 7251 9329 0.81% 0.106%
70 11.841 1762 1764 1769 rVB4 916 1046 0.09% 0.012%
71 11.933 1775 1779 1782 rBV3 1934 2594 0.22% 0.029%
72 11.969 1782 1785 1789 rVB 2931 3393 0.29% 0.038%
73 12.024 1789 1794 1801 rBV 606244 737405 63.67% 8.351%
74 12.134 1808 1812 1813 rBV3 1197 1884 0.16% 0.021%
75 12.152 1813 1815 1819 rVB4 3065 3472 0.30% 0.039%
76 12.226 1825 1827 1828 rBV 524 411 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081221\
Data File : VX023663.D

Acqg On : 12 Aug 2021 10:22

Operator : JC/MD
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Misc : 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

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_ X\Method\SFAMXLMO81121WMA.M
Title : VOC Analysis
77 12.323 1835 1843 1851 rBV 573570 707748 61.11% 8.015%
78 12.427 1857 1860 1863 rVB2 1304 1533 0.13% 0.017%
79 12.457 1863 1865 1866 rBV2 397 323 0.03% 0.004%
80 12.664 1895 1899 1903 rVB4 695 1164 0.10% 0.013%
81 12.744 1909 1912 1913 rBV 332 276 0.02% ©0.003%
82 12.768 1913 1916 1919 rBV2 587 796 0.07% 0.009%
83 12.939 1942 1944 1945 rBV 447 297 0.03% 0.003%
84 13.055 1960 1963 1968 rVB4 652 921 ©0.08% 0.010%
85 13.116 1970 1973 1978 rVB4 2787 3389 0.29% 0.038%
86 13.201 1986 1987 1991 rVB2 282 277 0.02% 0.003%
87 13.256 1991 1996 1998 rBV3 249 458 0.04% 0.005%
88 13.591 2047 2051 2055 rBV3 2417 3102 0.27% 0.035%
89 13.780 2078 2082 2086 rVB 2773 3581 0.31% 0.041%
90 13.896 2097 2101 2102 rBV 323 305 ©0.03% 0.003%
91 13.963 2104 2112 2119 rVB5 2263 3316 0.29% 0.038%
92 14.042 2122 2125 2126 rBV2 283 369 0.03% 0.004%
93 14.134 2136 2140 2143 rVB3 732 1129 0.10% 0.013%
94 14.554 2207 2209 2212 rBV 299 273 0.02% 0.003%
95 14.664 2224 2227 2229 rVV3 245 287 0.02% 0.003%
96 14.804 2248 2250 2252 rBV 410 391 0.03% 0.004%
97 14.969 2276 2277 2280 rBV3 479 436 0.04% 0.005%
98 15.377 2342 2344 2347 rBV3 518 490 0.04% 0.006%
99 16.103 2460 2463 2464 rBV2 367 489 0.04% 0.006%
100 16.719 2562 2564 2566 rBV2 415 459 0.04%  0.005%
Sum of corrected areas: 8830201
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

600000

500000

400000

300000

200000

100000

o

¢ VX0812MBLO1
: 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 3  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81221\

: VX023663.D
: 12 Aug 2021 10:22

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO81121WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VX023663.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081221\
Data File : VX023663.D

Acqg On : 12 Aug 2021 10:22

Operator : JC/MD

Sample : VXe812MBLO1

Misc : 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO81121WMA.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_X\Data\VX081221\
Data File : VX023663.D

Acqg On : 12 Aug 2021 10:22

Operator : JC/MD

Sample : VXe812MBLO1

Misc : 5.0g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO81121WMA.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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