LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025626.D

Acqg On : 08 Dec 2021 17:56

Operator : JC/MD

Sample : VX1208MBLO2

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

ALS Vvial : 16 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\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25626.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 56 rVB 58818 57905 14.15% 1.773%
2 1.666 91 95 106 rVB 42642 57503 14.05% 1.761%
3 2.307 194 200 211 rBV 85846 140976 34.45% 4.317%
4  2.471 225 227 229 rBV 392 451 0.11% 0.014%
5 2.788 275 279 286 rvB2 4977 9124  2.23% 0.279%
6 2.947 301 305 311 rVB2 1715 3269 0.80% 0.100%
7 3.099 328 330 332 rBV 395 321 0.08% 0.010%
8 3.398 376 379 380 rBv2 433 447 0.11% 0.014%
9 3.922 464 465 468 rBv2 337 302 0.07% 0.009%
10 4.056 485 487 490 rBV 341 301 0.07% ©0.009%
11  4.142 499 501 505 rBV 286 327 0.08% 0.010%
12 4.453 543 552 565 rBvV 34927 99902 24.41% 3.059%
13 4.782 604 606 609 rVB2 317 289 0.07% ©0.009%
14 5.062 640 652 665 rBV 55018 167031 40.82% 5.115%
15 5.440 711 714 716 rBV2 230 301 0.07% 0.009%
16 5.526 724 728 729 rBV 389 477 0.12% 0.015%
17 5.641 745 747 750 rVB 212 241 0.06% 0.007%
18 5.690 750 755 758 rBV2 314 611 ©0.15% 0.019%
19 5.971 790 801 822 rBV2 137468 409230 100.00% 12.532%
20 6.428 871 876 879 rW 220 449 0.11% 0.014%
21  6.629 906 909 911 rBV 283 284 0.07% ©0.009%
22 6.763 921 931 945 rVB 111690 263741 64.45% 8.077%
23 6.995 968 969 972 rVB 336 311 ©0.08% 0.010%
24 7.025 972 974 976 rBV 283 315 ©0.08% 0.010%
25 7.074 980 982 983 rBV 357 251 ©0.06% ©0.008%
26 7.111 983 988 997 rw5 1911 4793 1.17% 0.147%
27 7.220 1003 1006 1008 rBV2 246 279 0.07% ©0.009%
28 7.312 1012 1021 1031 rBV 86217 186508 45.58% 5.712%
29 7.537 1054 1058 1059 rBV2 214 231 0.06% 0.007%
30 7.806 1099 1102 1106 rvv2 389 653 0.16% ©0.020%
31 7.860 1110 1111 1114 rBV 334 381 0.09% 0.012%
32 7.928 1117 1122 1124 rBV3 366 566 0.14% 0.017%
33 8.098 1146 1150 1151 rBV 294 275 0.07% 0.008%
34 8.117 1151 1153 1158 rVB 296 351 0.09% 0.011%
35 8.281 1176 1180 1181 rBvV2 207 306 0.07% 0.009%
36 8.324 1181 1187 1195 rBV 55982 90515 22.12% 2.772%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025626.D

Acqg On : 08 Dec 2021 17:56

Operator : JC/MD

Sample : VX1208MBLO2

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

ALS Vvial : 16 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\SFAMXLM112221WMA.M
Title : VOC Analysis
37 8.421 1201 1203 1206 rBV 347 365 0.09% 0.011%
38 8.470 1208 1211 1215 rVvB3 252 375 0.09% 0.011%
39 8.537 1218 1222 1223 rBV2 230 275 0.07% 0.008%
40  8.653 1234 1241 1248 rBV 209536 335396 81.96% 10.271%
41  8.720 1249 1252 1258 rVV3 2906 4828 1.18% 0.148%
42 8.952 1284 1290 1298 rBV 40609 58103 14.20% 1.779%
43  9.037 1301 1304 1306 rBV 334 353  0.09% 0.011%
44  9.385 1355 1361 1375 rBV 153447 217325 53.11% 6.655%
45 9.866 1437 1440 1442 rBV2 331 454 0.11% 0.014%
46 9.921 1447 1449 1453 rBvV 382 659 0.16% 0.020%
47 10.055 1465 1471 1482 rBV 233663 311890 76.21%  9.551%
48 10.195 1491 1494 1495 rBV 491 407 0.10% 0.012%
49 10.238 1499 1501 1503 rBV 292 233 0.06% 0.007%
50 10.451 1534 1536 1538 rBV 357 241 0.06% ©0.007%
51 10.561 1553 1554 1557 rVB 408 299 0.07% ©0.009%
52 10.592 1557 1559 1560 rBV 433 314 0.08% 0.010%
53 10.653 1565 1569 1572 rBV3 561 755 0.18% 0.023%
54 10.714 1577 1579 1583 rwV 287 431 0.11% 0.013%
55 10.768 1583 1588 1590 rvB2 347 520 0.13% 0.016%
56 10.933 1613 1615 1617 rBV 291 306 0.07% ©.009%
57 11.e61 1633 1636 1637 rvB2 363 265 0.06% ©0.008%
58 11.122 1643 1646 1651 rvB2 1234 1698 0.41% 0.052%
59 11.195 1652 1658 1665 rBV 163129 208473 50.94% 6.384%
60 11.409 1692 1693 1697 rVB 336 255 0.06% ©0.008%
61 11.457 1699 1701 1704 rVV 380 395 0.10% 0.012%
62 11.579 1719 1721 1723 rVB 382 253 0.06% 0.008%
63 11.610 1723 1726 1727 rBV 385 398 0.10% 0.012%
64 11.750 1743 1749 1753 rBV3 1473 2246 0.55% 0.069%
65 11.823 1759 1761 1764 rBV 323 521 0.13% 0.016%
66 11.939 1776 1780 1782 rVB2 729 875 0.21% 0.027%
67 11.976 1782 1786 1789 rBV4 663 892 0.22% 0.027%
68 12.024 1789 1794 1804 rVB 241729 300827 73.51% 9.213%
69 12.134 1809 1812 1813 rBV2 573 705 0.17% 0.022%
70 12.201 1820 1823 1824 rBV 287 239 0.06% 0.007%
71 12.323 1837 1843 1850 rVB 235353 301667 73.72%  9.238%
72 12.427 1858 1860 1862 rBV2 323 284 0.07% 0.009%
73 12.585 1883 1886 1890 rBV 268 445 0.11% 0.014%
74 12.658 1896 1898 1900 rBV 309 234 0.06% 0.007%
75 12.756 1912 1914 1920 rBV2 361 680 0.17% 0.021%
76 12.914 1938 1940 1942 rBV 205 259 0.06% 0.008%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM112221WMA.M
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77 12.975 1948 1950 1952 rBV 378 270 0.07% ©0.008%
78 13.061 1960 1964 1965 rBV2 344 376 0.09% 0.012%
79 13.122 1970 1974 1977 rBV3 749 909 0.22% 0.028%
80 13.262 1993 1997 1999 rBV2 241 321 0.08% 0.010%
81 13.299 2002 2003 2007 rBV2 248 337 0.08% 0.010%
82 13.506 2035 2037 2040 rBV 242 285 0.07% 0.009%
83 13.591 2049 2051 2055 rVB 753 868 0.21% 0.027%
84 13.780 2080 2082 2086 rVB2 820 830 0.20% 0.025%
85 13.963 2110 2112 2118 rVB3 555 820 0.20% 0.025%
86 14.128 2136 2139 2142 rBV2 753 1164 0.28% 0.036%
87 14.323 2169 2171 2173 rVB 339 238 0.06% 0.007%
88 14.426 2185 2188 2189 rBV2 240 293 0.07% ©0.009%
89 14.603 2214 2217 2219 rVB3 394 338 0.08% 0.010%
990 14.621 2219 2220 2222 rBV 358 281 0.07% 0.009%
91 14.743 2238 2240 2242 rBV2 252 272 0.07% ©0.008%
92 14.817 2250 2252 2254 rBV2 330 431 0.11% 0.013%
93 14.878 2260 2262 2265 rBV 303 373 0.09% 0.011%
94 14.975 2276 2278 2280 rBV 318 319 0.08% 0.010%
95 15.066 2291 2293 2295 rBV2 300 318 ©0.08% 0.010%
96 15.950 2435 2438 2440 rBV 387 428 0.10% 0.013%
97 16.182 2474 2476 2477 rBV 421 278 0.07% ©0.009%
98 16.432 2513 2517 2519 rBV 344 486 0.12% 0.015%
99 16.530 2532 2533 2537 rVB 359 345 0.08% 0.011%
100 16.597 2542 2544 2547 rVB2 429 418 0.10% 0.013%
Sum of corrected areas: 3265355

SFAMXLM112221WMA.M Wed Dec 15 06:55:53 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VX1208MBLO2
: 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

: VX025626.D
: 08 Dec 2021 17:56

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX025626.D\data.ms
200000
150000 5.971
100000 2307
1.368 Less 5.062
50000 : 4.453
0 2.471 2788.943.009 3.398 3.92205842 4.782 5.4586690
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VX025626.D\data.ms
10.055
8.653
200000
11.195
9.385
150000
6.763
100000 7.312
8.324
50000 8.952
0 6. 4286 62 69k 20 7 537 7‘883(]983 BB.‘B 720 .037 99198],} IDOIQS&O znmmaa QEBID 114a97
T ‘ T T T T ‘ T T T ‘ T T T ‘
Time--> 650 7.00 750 800 850 9.00 9.50 1000 1050 1100
Abundance TIC: VX025626.D\data.ms
12.024 12.323
200000
150000
100000
50000
0 %EHMJQISQD \2 422!.28%856.9]@862&39&3]5{)69]]3 781:8 963 1284 mmmmmeee 15 95016 182161&53197
Time--> 12.00 1250 1300 1350 1400 1450 1500 15.50 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025626.D

Acqg On : 08 Dec 2021 17:56

Operator : JC/MD

Sample : VX1208MBLO2

Misc : 5.00g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025626.D

Acqg On : 08 Dec 2021 17:56

Operator : JC/MD

Sample : VX1208MBLO2

Misc : 5.00g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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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