LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122821\
Data File : VX026118.D

Acqg On : 28 Dec 2021 23:28

Operator : JC/MD

Sample : M5233-04

Misc : 8.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 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\SFAMXLM122821WMA.M
Title : VOC Analysis

Signal : TIC: VX@26118.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 56 rVB 169502 198495 14.65% 2.089%
2 1.666 91 95 101 rVB 115507 142759 10.54% 1.503%
3 2.294 191 198 205 rBV 336678 521315 38.49% 5.487%
4 2.782 275 278 283 rBvV3 1771 2858 0.21% 0.030%
5 2.947 300 305 313 rvB2 5862 12332  0.91% 0.130%
6 3.599 408 412 413 rBV 962 849 0.06% ©0.009%
7 3.739 434 435 438 rBV2 615 706 0.05% 0.007%
8 3.934 465 467 469 rVB 659 572 0.04% 0.006%
9 4.270 517 522 524 rBV 594 859 0.06% 0.009%
106 4.361 535 537 539 rBV2 730 592 0.04% 0.006%
11 4.483 548 557 584 rBV 56328 269936 19.93% 2.841%
12 4.916 627 628 631 rBvV 457 588 0.04% 0.006%
13  4.977 636 638 641 rVv2 483 683 0.05% 0.007%
14 5.062 641 652 674 rVV2 164838 548828 40.52% 5.776%
15 5.202 674 675 678 rVv2 842 944 0.07% 0.010%
16 5.757 763 766 767 rBV 637 575 0.04% 0.006%
17 5.971 788 801 821 rBV2 474978 1354496 100.00% 14.256%
18 6.147 827 830 833 rBV 618 768 0.06% ©0.008%
19 6.227 841 843 846 rVB 536 605 0.04% 0.006%
20 6.361 862 865 866 rBv2 825 800 0.06% ©0.008%
21 6.434 874 877 878 rBv2 603 737 0.05% 0.008%
22 6.452 878 880 882 rvv2 830 680 0.05% 0.007%
23 6.537 892 894 897 rBV2 528 618 ©0.05% 0.007%
24 6.763 921 931 945 rBV 248323 611324 45.13% 6.434%
25 7.111 980 988 996 rBV3 6209 14396 1.06% 0.152%
26 7.208 1001 1004 1008 rBV4 585 821 0.06% ©0.009%
27 7.312 1013 1021 1034 rVV 277133 605076 44.67% 6.368%
28 7.464 1044 1046 1047 rBV 901 842 0.06% 0.009%
29 7.799 1098 1101 1103 rVB 578 638 0.05% 0.007%
30 7.940 1122 1124 1125 rBV2 675 573 0.04% 0.006%
31 8.330 1181 1188 1200 rBV 188291 320468 23.66% 3.373%
32 8.482 1208 1213 1214 rBV3 704 991 0.07% 0.010%
33 8.519 1217 1219 1223 rVB2 722 702 0.05% 0.007%
34 8.653 1234 1241 1248 rBV 678782 1067384 78.80% 11.234%
35 8.720 1250 1252 1261 rVB 10116 14605 1.08% 0.154%
36 8.909 1279 1283 1285 rBV3 1231 1934 0.14% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122821\
Data File : VX026118.D

Acqg On : 28 Dec 2021 23:28

Operator : JC/MD

Sample : M5233-04

Misc : 8.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM122821WMA.M
Title : VOC Analysis
37 8.952 1285 1290 1300 rVV 121926 199508 14.73%  2.100%
38 9.208 1331 1332 1338 rvv2 433 636 0.05% 0.007%
39 9.275 1340 1343 1344 rBV2 987 1289 0.10% 0.014%
40  9.317 1348 1350 1351 rBV 648 564 0.04% 0.006%
41  9.336 1351 1353 1354 rVV2 892 711 0.05% 0.007%
42 9.409 1357 1365 1379 rVWV 307396 597996 44.15% 6.294%
43 9.543 1383 1387 1389 rVB4 1539 1922 0.14% 0.020%
44  9.860 1434 1439 1442 rVB3 572 918 ©0.07% 0.010%
45 10.061 1464 1472 1485 rBV 460031 725269 53.55% 7.633%
46 10.305 1509 1512 1516 rVV2 1267 1884 0.14% 0.020%
47 10.549 1549 1552 1555 rBV 689 794 0.06% ©0.008%
48 10.781 1588 1590 1593 rVB 559 552 0.04% 0.006%
49 10.842 1599 1600 1604 rVB2 655 816 0.06% 0.009%
50 10.927 1613 1614 1616 rBV 699 580 0.04% 0.006%
51 11.067 1634 1637 1638 rVB 596 573 0.04% 0.006%
52 11.085 1638 1640 1642 rBV 487 603 0.04% 0.006%
53 11.122 1642 1646 1652 rVB2 5720 7653 0.57% 0.081%
54 11.201 1653 1659 1668 rVV 444923 594326 43.88% 6.255%
55 11.317 1674 1678 1684 rVB4 3807 7507 0.55% 0.079%
56 11.384 1684 1689 1691 rBV2 767 1097 0.08% 0.012%
57 11.482 1701 1705 1712 rVB3 1753 3967 0.29% 0.042%
58 11.640 1728 1731 1732 rVvv3 748 783 0.06% 0.008%
59 11.750 1742 1749 1753 rVW4 3946 6709 0.50% 0.071%
60 11.939 1772 1780 1783 rBV2 2764 4489 0.33% 0.047%
61 11.976 1783 1786 1789 rVB3 1367 1688 ©.12% ©0.018%
62 12.024 1789 1794 1805 rVB 524860 673346 49.71% 7.087%
63 12.128 1807 1811 1812 rBV2 2399 2664 0.20% 0.028%
64 12.262 1830 1833 1835 rBV 1037 996 0.07% 0.010%
65 12.323 1835 1843 1851 rVV 729837 922269 68.09% 9.707%
66 12.421 1857 1859 1864 rVB3 1565 2367 0.17% 0.025%
67 12.488 1864 1870 1873 rVB4 1300 2406 0.18% 0.025%
68 12.585 1883 1886 1888 rBV 474 646 0.05% 0.007%
69 12.658 1896 1898 1902 rBV3 1143 1496 0.11% 0.016%
70 12.762 1913 1915 1919 rVB3 1109 1477 0.11% 0.016%
71 12.866 1929 1932 1935 rVB2 783 882 0.07% 0.009%
72 13.055 1959 1963 1967 rVB2 890 1312 0.10% 0.014%
73 13.1406 1974 1977 1979 rVB 627 719 0.05% 0.008%
74 13.158 1979 1980 1984 rBV 833 879 0.06% 0.009%
75 13.250 1993 1995 2000 rVB 499 760 0.06% ©0.008%
76 13.402 2016 2020 2022 rBV2 543 881 0.07% 0.009%
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77 13.500 2033 2036 2037 rVB 922 692 0.05% 0.007%
78 13.591 2046 2051 2055 rBV5S 5100 6582 0.49% 0.069%
79 13.683 2064 2066 2071 rBV2 559 586 0.04% 0.006%
80 13.963 2110 2112 2116 rVB2 1226 1708 0.13% 0.018%
81 14.012 2116 2120 2121 rVB2 775 656 ©0.05% 0.007%
82 14.036 2121 2124 2125 rBV 571 697 0.05% 0.007%
83 14.134 2138 2140 2143 rVV 984 722 0.05% 0.008%
84 14.182 2146 2148 2150 rBV 577 580 0.04% 0.006%
85 14.652 2222 2225 2228 rVB2 700 622 0.05% 0.007%
86 14.823 2251 2253 2256 rVB2 807 857 0.06% 0.009%
87 14.847 2256 2257 2260 rBV 757 988 0.07% 0.010%
88 14.914 2264 2268 2269 rBV3 491 687 0.05% 0.007%
89 15.426 2350 2352 2355 rVB2 851 651 0.05% 0.007%
90 15.469 2357 2359 2361 rBV2 486 554 ©0.04% 0.006%
91 15.493 2361 2363 2366 rVB2 547 628 0.05% 0.007%
92 15.609 2380 2382 2387 rVB2 773 1070 0.08% 0.011%
93 15.646 2387 2388 2390 rBV 722 619 0.05% 0.007%
94 15.999 2444 2446 2448 rBV 546 710 0.05% 0.007%
95 16.292 2492 2494 2498 rVB 727 918 ©0.07% 0.010%
96 16.341 2498 2502 2505 rBV2 643 1091 0.08% 0.011%
97 16.639 2549 2551 2553 rVB 891 564 0.04% 0.006%
98 16.664 2553 2555 2560 rVB2 505 701 0.05% 0.007%
99 16.700 2560 2561 2564 rBV2 593 553 0.04% 0.006%
100 16.773 2571 2573 2575 rBV2 572 557 0.04% 0.006%
Sum of corrected areas: 9501186
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: M5233-04
: 8.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH
. 25

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122821\

: VX026118.D
: 28 Dec 2021 23:28

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA .M

: VOC Analysis

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

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: VX026118.D\data.ms

5.971

2.294

1.374
1.666

5.062

4.483
2.782.947 3.59817393.934  4.2¢06 48557 5.202 5.757 6.64727

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
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600000

500000
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0
Time-->
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TIC: VX026118.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122821\
Data File : VX026118.D

Acqg On : 28 Dec 2021 23:28

Operator : JC/MD

Sample : M5233-04

Misc : 8.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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\VX122821\
Data File : VX026118.D

Acqg On : 28 Dec 2021 23:28

Operator : JC/MD

Sample : M5233-04

Misc : 8.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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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