LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX039131.D

Acqg On : 11 Dec 2023 10:24

Operator : JC/MD

Sample : 05646-04ME

Misc : 3.39g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 2  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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39131.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 rBVS 4022 8300 0.75% 0.096%
2 1.368 43 46 58 rWv 105147 143721 12.93% 1.655%
3  1.453 58 60 65 rvB 2484 2590 0.23% 0.030%
4 1.599 706 84 85 rBVi1e 8790 31186 2.81% ©.359%
5 1.648 86 92 101 rvv2 40363 67366 6.06% 0.776%
6 2.197 180 182 185 rBv4 1102 932 0.08% 0.011%
7 2.288 191 197 209 rVB 220969 347815 31.29% 4.004%
8 2.404 211 216 218 rBV3 2878 4072 0.37% 0.047%
9 2.563 241 242 245 rBV 913 1008 0.09% 0.012%
10 2.709 262 266 274 rVB 8447 14462 1.30% 0.166%
11  2.849 283 289 298 rVB2 7727 17552 1.58% 0.202%
12 2.947 298 305 309 rBV3 2921 6989 0.63% 0.080%
13 3.264 355 357 359 rBV2 587 682 0.06% ©0.008%
14 3.325 366 367 373 rVWv3 1083 1615 0.15% 0.019%
15 3.410 379 381 383 rBV2 825 604 0.05% 0.007%
16 3.581 406 409 412 rVB 1071 1079 0.10% 0.012%
17 3.788 440 443 448 rBV2 552 1056 ©0.10% ©0.012%
18 3.940 464 468 469 rBv2 815 751 0.07% ©0.009%
19 3.989 473 476 477 rBV 743 662 0.06% 0.008%
20 4.013 477 480 484 rBV2 384 602 0.05% 0.007%
21 4.3066 527 528 531 rVB 735 673 0.06% 0.008%
22 4.471 546 555 584 rBV 67641 264507 23.80% 3.045%
23 4.751 598 601 604 rBvV2 777 1096 0.10% 0.013%
24  4.855 615 618 621 rVB3 795 908 0.08% 0.010%
25 5.056 637 651 667 rBV 126956 402834 36.25% 4.638%
26 5.196 672 674 675 rVW 759 653 0.06% ©0.008%
27 5.208 675 676 681 rVW 856 1126 0.10% 0.013%
28 5.263 681 685 688 rVB 666 1046 0.09% 0.012%
29 5.294 688 690 693 rBV2 668 832 0.07% 0.010%
300 5.361 699 701 703 rBvV2 645 586 ©0.05% 0.007%
31 5.391 703 706 707 rvv2 1234 1230 0.11% 0.014%
32 5.403 707 708 713 rVV 1192 1146 0.10% 0.013%
33 5.562 731 734 742 rVB4 905 1750 0.16% 0.020%
34 5.666 747 751 754 rBV3 580 808 0.07% 0.009%
35 5.696 754 756 757 rBV 735 585 0.05% 0.007%
36 5.745 760 764 765 rVB2 626 648 0.06% ©0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX039131.D

Acqg On : 11 Dec 2023 10:24

Operator : JC/MD

Sample : 05646-04ME

Misc : 3.39g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 2  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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 5.763 765 767 769 rBV 612 647 0.06% 0.007%
38 5.830 776 778 780 rBV 612 575 0.05% 0.007%
39 5.964 789 800 808 rBV2 354699 1045991 94.11% 12.042%
40 6.196 837 838 842 rBV 895 872 0.08% 0.010%
41 6.641 907 911 912 rVB2 616 582 0.05% 0.007%
42 6.678 912 917 918 rBV2 608 819 0.07% 0.009%
43  6.757 921 930 948 rBV 273843 684786 61.61% 7.883%
44 6.940 958 960 963 rBV3 792 900 ©0.08% 0.010%
45 7.001 967 970 971 rBV 856 665 ©0.06% ©0.008%
46 7.056 977 979 982 rVB 634 782 0.07% 0.009%
47  7.117 982 989 990 rBV5 1563 3192 0.29% 0.037%
48 7.208 1000 1004 1005 rBvV2 1017 1171  0.11% 0.013%
49 7.306 1011 1020 1033 rBV 207165 469410 42.24% 5.404%
50 7.458 1043 1045 1046 rBV 1135 693 0.06% ©0.008%
51 7.519 1053 1055 1058 rBV 770 832 0.07% 0.010%
52 7.568 1061 1063 1065 rBV 721 624 0.06% 0.007%
53 7.769 1093 1096 1097 rVwV 524 595 0.05% 0.007%
54 7.873 1111 1113 1115 rBV 1025 759 0.07% ©0.009%
55 ~7.915 1118 1120 1123 rBV2 846 998 0.09% 0.011%
56 7.946 1123 1125 1126 rBV 756 750 0.07% 0.009%
57 8.055 1140 1143 1145 rBvV2 710 874 0.08% 0.010%
58 8.153 1156 1159 1161 rVvV 599 782 0.07% ©0.009%
59 8.324 1181 1187 1200 rBV 153122 264985 23.84% 3.051%
60 8.647 1233 1240 1254 rBV 529211 851124 76.58% 9.798%
61 8.952 1284 1290 1298 rBV 109988 175174 15.76% 2.017%
62 9.275 1339 1343 1345 rBV3 1262 1404 0.13% 0.016%
63 9.391 1356 1362 1381 rBV 365571 608204 54.72% 7.002%
64 9.653 1402 1405 1406 rBV 838 718 0.06% ©0.008%
65 9.708 1411 1414 1417 rVV3 1398 2024 0.18% 0.023%
66 9.762 1421 1423 1425 rVB 1153 1018 0.09% 0.012%
67 9.854 1436 1438 1442 rVB3 763 968 0.09% 0.011%
68 10.055 1465 1471 1487 rBV2 568005 1111418 100.00% 12.795%
69 10.250 1501 1503 1506 rVB 964 674 0.06% 0.008%
70 10.275 1506 1507 1510 rBV3 630 727 0.07% ©.008%
71 10.378 1522 1524 1526 rBV2 936 921 ©0.08% 0.011%
72 10.482 1540 1541 1544 rVB 863 708 0.06% 0.008%
73 10.549 1548 1552 1555 rBvV2 479 998 0.09% 0.011%
74 11.030 1630 1631 1637 rBV 737 769 0.07% ©0.009%
75 11.085 1639 1640 1646 rBV3 1465 2252 0.20% 0.026%

76 11.195 1652 1658 1664 rBV 391895 508135 45.72% 5.850%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX039131.D

Acqg On : 11 Dec 2023 10:24

Operator : JC/MD

Sample : 05646-04ME

Misc : 3.39g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 2  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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 11.305 1674 1676 1677 rBV 806 585 0.05% 0.007%
78 11.396 1689 1691 1694 rBV2 809 1086 ©0.10% 0.013%
79 11.750 1747 1749 1751 rBV2 661 621 0.06% 0.007%
80 11.939 1777 1780 1782 rBV2 705 936 0.08% 0.011%
81 11.975 1782 1786 1789 rBV2 4975 6610 ©.59% 0.076%
82 12.024 1789 1794 1802 rVV 640790 833556 75.00% 9.596%
83 12.103 1805 1807 1809 rVB 862 610 ©0.05% 0.007%
84 12.317 1837 1842 1852 rBV 551493 740901 66.66%  8.530%
85 12.549 1879 1880 1883 rBV 820 750 0.07% ©0.009%
86 12.756 1910 1914 1918 rBV 1345 2296 0.21% 0.026%
87 12.878 1932 1934 1939 rVB3 1145 1323  0.12% 0.015%
88 12.981 1948 1951 1952 rBV2 688 912 0.08% 0.010%
89 13.073 1964 1966 1969 rVB 861 739 0.07% 0.009%
990 13.262 1995 1997 1998 rBV 900 587 0.05% 0.007%
91 13.280 1998 2000 2003 rBV2 877 874 0.08% 0.010%
92 13.597 2048 2052 2056 rVB5 2523 4044 0.36% 0.047%
93 13.695 2067 2068 2071 rBV3 803 871 0.08% 0.010%
94 13.914 2101 2104 2105 rBV 723 591 0.05% 0.007%
95 13.963 2108 2112 2116 rBV4 1009 1858 0.17% 0.021%
96 14.018 2119 2121 2122 rVB 1107 620 0.06% 0.007%
97 14.445 2188 2191 2192 rBV2 1058 928 0.08% 0.011%
98 14.499 2199 2200 2202 rBV 994 863 0.08% 0.010%
99 15.018 2284 2285 2288 rVB 912 594 0.05% 0.007%
100 16.450 2518 2520 2521 rBV 920 586 ©0.05% 0.007%
Sum of corrected areas: 8686333
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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\VX121123\

: VX039131.D

: 11 Dec 2023 10:24

: JC/MD

: 05646-04ME

: 3.39g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 2 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VX039131.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX@39131.D

Acqg On : 11 Dec 2023 10:24

Operator : JC/MD

Sample : 05646-04ME

Misc : 3.39g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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\VX121123\
Data File : VX@39131.D

Acqg On : 11 Dec 2023 10:24

Operator : JC/MD

Sample : 05646-04ME

Misc : 3.39g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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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