LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/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@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35304.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 33 rBV3 2171 2761 0.16% 0.021%
2 1.368 42 46 69 rvB 75197 172926 10.13% 1.316%
3 1.642 87 91 92 rBV 2995 3144 0.18% 0.024%
4 1.672 92 96 100 rBV 36690 58499 3.43% 0.445%
5 2.288 191 197 211 rBV 316375 517196 30.29% 3.937%
6 2.715 261 267 271 rVW2 1227 2207 0.13% 0.017%
7 2.782 273 278 286 rVV5 3987 9431 0.55% 0.072%
8 3.428 378 384 392 rVB6 1291 2804 0.16% 0.021%
9 4.477 547 556 578 rBV 86889 317496 18.59% 2.417%
106 5.056 638 651 668 rBV 204188 656401 38.44%  4.997%
11 5.550 725 732 737 rBvV2 1725 4039 0.24% 0.031%
12 5.964 788 800 824 rVvV2 591253 1707428 100.00% 12.999%
13 6.135 826 828 838 rVB5 1008 2304 0.13% 0.018%
14 6.354 856 864 874 rVWVW7 3648 10974 0.64% 0.084%
15 6.757 919 930 954 rBvV 466157 1111806 65.12% 8.464%
16 7.013 965 972 979 rw4 1123 2497 0.15% 0.019%
17 7.117 981 989 997 rVW7 5357 15590 0.91% 0.119%
18 7.208 999 1004 1011 rVV3 4300 10604 0.62% 0.081%
19 7.306 1011 1020 1040 rVvV 356102 798462 46.76% 6.079%
20 7.476 1045 1048 1056 rVB6 1072 2493 0.15% 0.019%
21  7.769 1091 1096 1101 rVB3 1246 2291 0.13% 0.017%
22 7.958 1120 1127 1141 rBV6 4941 14506 0.85% 0.110%
23 8.324 1181 1187 1201 rBV 205139 328085 19.22% 2.498%
24  8.433 1202 1205 1211 rVB5S 2329 4070 0.24% 0.031%
25 8.500 1211 1216 1226 rVB6 1333 3450 0.20% 0.026%
26 8.598 1226 1232 1233 rBV4 1769 2585 0.15% 0.020%
27 8.647 1233 1240 1248 rBV 893257 1406873 82.40% 10.711%
28 8.720 1249 1252 1256 rVB2 4831 6818 ©0.40% 0.052%
29 8.842 1270 1272 1279 rVB4 1456 2236 0.13% 0.017%
30 8.952 1284 1290 1308 rVB 136921 223034 13.06% 1.698%
31 9.110 1310 1316 1318 rBV6 1484 2121 0.12% 0.016%
32 9.275 1338 1343 1349 rBV4 5401 8289 0.49% 0.063%
33  9.391 1356 1362 1363 rBV 141615 182100 10.67%  1.386%
34 9.421 1363 1367 1380 rVB 276002 507531 29.72%  3.864%
35 9.561 1387 1390 1394 rVB4 2701 3943 0.23% 0.030%
36 9.616 1394 1399 1403 rBV2 6140 10186 0.60% ©0.078%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/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@41823WMA.M
Title : VOC Analysis
37 9.762 1419 1423 1426 rVB5 1150 1704 0.10% 0.013%
38 9.823 1428 1433 1436 rBV4 1965 3609 0.21% 0.027%
39 10.012 1457 1464 1465 rBv4 1079 1863 0.11% 0.014%
40 10.055 1465 1471 1482 rBV 855625 1229798 72.03% 9.362%
41 10.305 1502 1512 1517 rBvV7 4767 10421 0.61% 0.079%
42 10.360 1517 1521 1528 rVB3 3461 5725 0.34% 0.044%
43 10.457 1533 1537 1542 rBV5 1334 2077 0.12% 0.016%
44 10.561 1551 1554 1556 rBV3 1121 1588 ©0.09% 0.012%
45 10.585 1556 1558 1564 rVB3 1478 1947 0.11% 0.015%
46 10.646 1564 1568 1571 rBV2 2123 3399 0.20% 0.026%
47 10.781 1582 1590 1593 rBV7 4820 7962 0.47% 0.061%
48 10.860 1599 1603 1605 rBvV3 1944 2491 0.15% 0.019%
49 10.890 1605 1608 1614 rVB3 4343 6361 0.37% 0.048%
50 10.951 1614 1618 1622 rVB5 1637 2783 0.16% 0.021%
51 11.000 1622 1626 1629 rBvV3 1079 1864 0.11% 0.014%
52 11.085 1634 1640 1642 rBV5 2973 5317 0.31% 0.040%
53 11.201 1651 1659 1673 rBV 514705 780538 45.71%  5.942%
54 11.323 1675 1679 1681 rBvV3 1229 1775 0.10% 0.014%
55 11.390 1687 1690 1694 rVB4 3527 4563 0.27% 0.035%
56 11.433 1694 1697 1699 rBV3 1479 2155 0.13% 0.016%
57 11.476 1701 1704 1710 rVvB2 11210 14332 0.84% 0.109%
58 11.628 1725 1729 1734 rVB6 2512 4061 0.24% 0.031%
59 11.683 1734 1738 1740 rBvV3 2305 3178 0.19% 0.024%
60 11.713 1740 1743 1746 rVV3 8024 9415 0.55% 0.072%
61 11.750 1746 1749 1757 rVB7 5864 13108 0.77% 0.100%
62 11.890 1769 1772 1777 rVB4 3499 4456 0.26% 0.034%
63 11.951 1777 1782 1783 rBV4 1474 2230 0.13% 0.017%
64 11.969 1783 1785 1788 rVB4 3325 3280 0.19% 0.025%
65 12.024 1789 1794 1803 rBV 981156 1226872 71.85% 9.340%
66 12.158 1812 1816 1822 rVB6 4497 7548 0.44% 0.057%
67 12.250 1827 1831 1836 rBV6 2279 4597 0.27% 0.035%
68 12.323 1837 1843 1854 rVV 1003361 1264373 74.05% 9.626%
69 12.420 1856 1859 1863 rVvV 12594 14800 0.87% 0.113%
70 12.463 1863 1866 1874 rVB6 4369 8976 ©.53% 0.068%
71 12.530 1874 1877 1880 rBV5 3184 5240 0.31% 0.040%
72 12.683 1899 1902 1904 rVB4 2921 2554 0.15% 0.019%
73 12.762 1913 1915 1919 rVB6 3106 3638 0.21% 0.028%
74 12.884 1932 1935 1937 rBV3 3562 4887 ©0.29% 0.037%
75 12.969 1947 1949 1956 rVB7 5585 9516 0.56% 0.072%
76 13.042 1958 1961 1964 rVB5 2181 2462 0.14% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/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@41823WMA.M
Title : VOC Analysis
77 13.268 1994 1998 2001 rBV 16336 21396 1.25% 0.163%
78 13.384 2013 2017 2020 rBV 14206 16670 0.98% 0.127%
79 13.707 2066 2070 2073 rBV5 5762 7228 0.42% 0.055%
80 13.780 2077 2082 2088 rVB 17321 30279 1.77% 0.231%
81 13.841 2088 2092 2096 rVB5 4936 6566 ©.38% 0.050%
82 14.036 2121 2124 2127 rVB 13892 15319 0.90% 0.117%
83 14.103 2133 2135 2138 rVvwv4 4615 4353  0.25% 0.033%
84 14.134 2138 2140 2144 rVB5 4445 5847 ©.34% 0.045%
85 14.615 2216 2219 2220 rBV3 4141 5015 0.29% 0.038%
86 14.640 2220 2223 2226 rVB 16574 19414 1.14% 0.148%
87 14.755 2239 2242 2244 rBV3 9228 13196 0.77% 0.100%
88 14.780 2244 2246 2251 rVWV 20998 25508 1.49% 0.194%
89 14.847 2255 2257 2260 rVvv4 4586 4428 0.26% 0.034%
90 14.883 2260 2263 2267 rVB4 5193 6377 0.37% 0.049%
91 15.133 2300 2304 2307 rBvV2 6343 9627 0.56% 0.073%
92 15.408 2347 2349 2354 rVB6 4824 6312 0.37% 0.048%
93 15.481 2356 2361 2367 rBV3 12227 21669 1.27% 0.165%
94 15.615 2378 2383 2385 rBvV2 17147 26451 1.55% 0.201%
95 15.841 2411 2420 2428 rVV7 6326 16991 1.00% ©0.129%
96 15.981 2439 2443 2448 rVB8 6151 10625 0.62% 0.081%
97 16.084 2458 2460 2466 rVB5 2791 4068 0.24% 0.031%
98 16.328 2487 2500 2510 rVB5 13580 40360 2.36% 0.307%
99 16.597 2541 2544 2550 rVB7 3554 6184 0.36% 0.047%
100 16.664 2550 2555 2556 rBv4 4657 6841 0.40% ©.052%
Sum of corrected areas: 13135367
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
SEsso TIC: VX035304.D\data.ms
800000
600000 5.964
400000
2.288
200000 5.056
1.368 4.477
1,672
1.26 1.6 2.2182 3.428 5.550 6.135
O‘V_Y—rrT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\F\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\7\‘\\\\‘\\\\‘\\T\
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 :
Ess TIC: VX035304.D\data.ms
8.647
10.055
800000
600000
11.201
6.757
400000 7.306
9.421
200000 8.324
8. 952
354 7.01371.208\ 7.476 7.7697.958 728 9 119.27 99361@9&30 10305 ASTRHS6 T 1.3%ad3
O'QV_'_‘Y;\ T T 1 T T T T T T T T T T L T T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9 00 9. 50 10 00 10 50 11.00
Abundance TIC: VX035304.D\data.ms
1000000 12.024 12.823
800000
600000
400000
200000
. RED 15398 g@mmmzm 268384 131@%&:@@&34 1144%3315 133 1&5@@61515 8!5.961)8416 328 16,6664
Time--> 13 oo 13 50 14. oo 14 50 15. oo 15 50 16 00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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\VX042623\
Data File : VX@35304.D

Acqg On : 26 Apr 2023 11:45

Operator : JC/MD

Sample : 02479-03ME

Misc : 4.26g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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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